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Eile

L Artemis [EXAFS data analysis] - <untitled>

[Monifo

Open project or data

Help

Ctrl+o

Recent files
Save project
Save project as...

Sawve current fit

Import...
Export...

Edit Preferences

2 Add

Ctrl+s

1. AthenaT#FUIZ D 71 V&<
e Ctrl-o ZFE7=(&
* File - Open file(s)

Close Ctrl+w
Exit Ctrl+q
& tmport d ==
& )=[) » 3¥Ea—5— ) DAL F4AH (€] » 20070151 [4]] 2|
=5: I E: m @

26 R1

GéNk_Eu_e“xp.prj
Zz<

B3<(0) |v Frtl

2. 7—H%ZER

Artemis: Import from Athena project file [ @ =3

GaN_1050C.txt Data group title lines

GaN_1050C.txth'EiR
ENTWB T L& MR

@ Ix(R)I
Re[x(R]]

[x(a)l
Relx(a)]

Import selected data
N> =R

Arte
Current value

| Import selected data |

| Cancel |
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SPring.. 8

=

L Artemis [Data] GaM_1050C.txt
Data Path Marks Actions Debug Help

& Artemis [Plot]

®0 @®1

3%&i#EIR

@ GaN_1050C.txt w1
Data source

C:¥20170131¥GaN_Eu_exp.pr], 1

Plot this data set as

(v o [ ow ] = ) ]

Title lines

| k-range: 3 - 10.5 At |

Fourier transfon eters
kmin 3 D kmax  1p.5 dk 1
rmin - 1.4 [@] rmax 36 dr .0
Fitting k weights
1 2 3 [Clother

@ Magnitude () Real Imad

Plat x(q)

) Magnitude @ Real ) Imag.
[C] Plot fit [C]Plot bkg

Plot window  [] Plot residual
[C]Plot running R-factar

kmin g kmax 15
rmin g rmax g
gmin g gmax {5
Plotting list
Y

Other parameters
Include in fit Plo

R-range: 1.4 — 3.6 A [

glk) 0 [] Plot with phase correction

L

Transfered data set "GaM_1050C.txt" to the plotting list.

[]Freeze

Save next plot to a file.

[ ]
aa y?

GaN_1050C.txt in k space

Kx (&9

GaN_1050C.txt —— |
window ——

2 4 6 8 10 12 14
Wavenumber (A1)

Demeter 0.9.25 @ Bruce Ravel 2008-2018

13.3645, 3.29108

)

xR

=S|I
QY ?
GaN_1050C.txt in R space
GaN_1050C txt —— ||
window ——

Radial distance

A)

Demeter 0.3.25 © Sruce Ravel 2008-2018

4.52420, 21.1656
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L Artemis [EXAFS

Monitor  Fit
Open project or data
Recent files

Save project

[ Save project as...

)

Save current fit

Import...
Export...

Edit Preferences

Close [+w
Exit Ctrl+qg
- (S|

k @R q

Fit

History

(@ X=21—h"5 File — Save project as---Z&iER

(RIFFit/RY > EDSaveiRkd &I Uw D)

roject file
| » OvF1—4— » O-HIL FT+AY (C:) » practice_data_201701 »
2~ FLWITAILAS—
r BECAD =] ERAR =3

L _C fit 2016/12/16 11:01  I7-1JL TAL

merge 2016/12/16 10:54 J7 - 7

by

- ‘ &,| | practice_data 2017010%&3

B4

)

77 ALOBED): ARSI

=~ JHILAS—DFER

ANDUTREF

\%ZOJ&(I{’Fﬁz‘c‘: [C&RTF

@ 74 I)V#AGaN_Eu_artemis.fpj%& A

J




FEFFICK S

g

SPring

8

Start a new Atoms input or select a recent Feff input file, Atoms input file, or CIF file

-1 Open a blank Atoms window
T SRR TS D

[ atoms ] C:¥2010011 inp
[ feff ] C:¥20100113¥f
[ feff ] D:¥backup¥201 1¥feff_inp¥GaN_Eu_feff.inp

@ [ ----- ] Open a blank Atoms windowZ%
| BIRU. OKIRF>ZIVY D

L Artemis [Feff] Atoms and Feff

L Artemis [EXAFS data analysis] - *<untitled>* =N =R
Eile Moniter Fit Plot Help
@ cbs .Data sets | Feff calculatigns S 1 Fit space: Ok @R Og
| i KL g ) Fit description Fit
[ History [ Hide "GaN_1050C.txt" ] . [
@ souma @ Feff calculations @ r—
AddRF >=2E6IVUY D .
One-click save this project
Recent Feff or crystal data file o ,

[E=N B )

@1 Rename ﬁ Discard erﬁm Demeter ' Feff doc

Atoms Faal Paths

o9, Feff

& Path-like

@ Console

(pen file Save data Export Clearall Run Atoms
Titles
4 L
Name | new Lattice constants
Space Group A B c
Edge Style |Feff6 - elem a B ¥y
Self-consistency 5.0
Radial distances
Aggregate degeneracy margins
Cluster size g Longest path 5.
0.03 3
Shift vector
Polarization vector
o o o i
Core EL x ¥ z Tag
1O
2 | O
3 t Add a site
4 | O
5 | O
6 | O
7 | O

Welcome to Atoms — Demeter 0.9.25, copyright 2006-2016 Bruce Ravel — using ifeffit & gnuplot




BRFT—YDAN (Atoms) =

Atoms: FEFF.inp&i'Fﬁlza‘éjna‘SAJ

L Artemis [Feff] Atoms and Feff

@ Rename ﬁf Discard n# Feff in Demeter B

&

| 541 Nl%]

(© EFNEEAD |

B =0 &
Ga_site Dpe.n file Save_ data Export Clear all Runl;&;;ms

Titles

Feff doc

=3 Eol ==

& [
4-9-.19 Atoms | sy Feff EA Paths &) Path-like @ Console

® EFEBEAT )
a=3.186 A

GaN|

(@ Z=RIBEAS

b = 3.186 ‘?‘
c=5.176 A

G

Radial distances

=

K

s P63mc (186) /\&ii‘;ite (:atticecnn tantB : N a — 90:
- N \\ Spa PG-?;mu: 3.18600 3.18600 5.17600 B — 90
e |K ~| Style |Feffe - elem ~ a gp 90 120
O e L Rl G L y = 120°

Aggregate degeneracy margins

(6 EREBEEAD

-
Cluster size  g.oo000

-
Shift wector

/

Jo— 5 25— 0% (R) |

Ga: 0.33333, 0.66667, 0

N: 0.33333, 0.66667, 0.375

Y z

[ 0.00000 0.00000 0.00000 insert ]
Tag ‘

(Ga 0.33333
N 0.33333

0.66667
0.66667

0.00000
0.37500

E

Ga
N1

1

Shift vector:

[= R RS R SR

® HILEFZEEIR
Ga

|

[FRRDOWMDBICKOTIE, EBIETSILDE

-

| |




2B I 71 )L (atoms.inp, feff.inp) . SPring..8
PR —% T 7 1 JVR=F @

® Feff'74 > RODAtomsHTZEIR |1 @ Save dataPAA>%IVUY L,
D|scar|:1 *\:ﬁ Feff in Demeter ﬂ Feff doc Ga N atoms |nptﬁ#
L&g& Atoms | ' say Feff Eﬁ Paths &) Path-like | {18 cos /ﬂ\%‘_a){gw:AET)l/n-l-%t 1&%

iy - 3T BRIT.
e - ﬁ‘ E
| ™ "
'I:" . D Lo > SAT5U
Open file gave dagd\Export/Clear all
R=LIN—=F
Titles
i P —45—
Ga
G Ry D=2

Export7A12&0UYIIB L,
BHHEEIRT —5 71 I\ DRED A EE

o TANS-ORER )

Clr onsistenc
Radial distances
Aggregate degeneracy margins
Cluster size  g.goopp  Longest path 5
0.03 3
- Shift vector utput format =
Polarizatio”
Output format
.| feffinpI 7 1 LODRFE “’
Feﬁﬁ
Cc-re El. X z Tag Feffs
: LORTF | “
.| atoms. |np774) D J/ Ccegrous
3 [N Absorption
Add a site
4 | O \/::7” XYz )
s B Alchemy o 9) O
= Overfull - —t o=
6
XyzEEiRT—4 T 7 1 )LDIRTF ==
Coo L e aIBEICRIA
Saved crystal data to C:¥Users¥ofuchi¥AppData¥Roaming¥demeter¥stash¥_dem_muuldkrp¥feffénkgvt¥al
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L Artemis [Feff] Atoms and Feff

[E=N(EoR =

T Rename ﬁ' Discard

¢§0 Atoms | Taey Feff

' [Run Atés’&au\ya

©

Open file Save data Export Clear all

Titles

GalM

Name Ga-site

Space Group  P&3mc

Lattice constants

Edge [K vl Style lFeﬁs—elem - ad

Self-consistency 5.0
Aggregate degeneracy margins

0.03 3

Polarization vector

0 0 0
Core | EL X

1 Ga 0.33333

2 [ 0.33333

3 | @

4 (O

5 | @

6 | O

A 3,18600 B 3.18600 C 517600
90 B o0 ¥ 120
Radial distances
Cluster size g poppp Longest path g5
Shift vector
0.00000 0.00000 0.00000
Y 4 Tag
0.66667 0.00000 Gal
0.66667 0.37500 N1

Add a site

1 Artemis [Feff] Atoms and Feff

[E=N(ECR =

T Rename ﬁ' Discard w Feff in Demeter ' Feff doc

ﬁé Atoms

v 8 0 % &

Open file Sawve file Clear all Template Run Feff
MName: Ga-site Margin: @ Beta: 3 nlegs: @4 ©6
Feff input file
# This fefff file was generated by Demeter 0.9.25 -
% Demeter written by and copvright (o) Bruce Ravel, 2006-2018 S
- —th- -t - - - - - e = -t e - e e - - - - e ke - e - - - - -tk - L
% total mo#x=10 8.955 microns. unit edge stepr 10,430 microns =
* specific gravity: B.111
- —th- -t - - - - - e - -t e - e e - e e - - e ke - e - - - - -tk -
# normalization correction: 0.00045 ang™2 b
W = =i = Him = = = = i = B = Hm — i = Him = e = = i = B —Hm — i = = =t~ = W — - =t~ = e -
TITLE GaN
HOLE 1 1.0 & FYI: (Ga K edge B 10387 &Y, second rumber iz 30720
E] niphase, npath, mfeff,mehi
COWTROL 1 1 1 1
PRINT 1 I I I
Rhidi 5.0
#POLARIZATION 0.0 0.0 0.0
POTENTIALS
# jpot 2 tag
0 3 G
1 3 Ga
2 7 N
ATOMS # this list contains 183 atoms
* ox W 2 ipot tagz distance
n.noono 0.00000 n.00000 0 Gal n.noono
n.ooooo 0.00000 1.94100 2 N1l 1.84100
1.83542 0.00003  -0.B4700 2 HM1.2 1.54584
-0.91874  -1.68287  -0.B4700 2 N1.2 1.94584
-0.81574 1.59303  -0.64700 2 N1.2 1.94594
1.83542 0.00003 2.58800 1 Gall 317803
-0.91874  -1.59297 2.58800 1 Galdl 317803
1.83542 0.00003  -2.58800 1 Gal.l a.17809 =

Jay Feff

Tl paths & Path-like @ Console




feff.inpDIRE(Gat 1 MEIREL)" "3

TITLE GaN

® HOLE’&1(K-edge)b‘54(L3-edge)(ZZ‘E ]

* FYI: (Ga K edg
* mphase,mpath, :
CONTROL 1 1 1 1
.0 * FYI: (Ga K edge @ 10367 eV, second number is
1 0 0 0

PRINT o'~2 )

mphase,mpath,mfeff mchi
RMAX 5.0 CONTROL 1 1 1 1
*POLARIZATION 0.0 0.0 0.0 PRINT 1 0 0 0

POTENTIALS

* ipot  Z tag [@ q:lt‘ﬁ?(lp()t O)EGa(Z=31)73\5EU(Z=63)((—_§‘E]
0

1 31 POTENTI
2 7 N

1 31 Ga
ATOMS * this list contains 2 7 N

* X y z ipot tag

| @ PibEFOtagZEGal M SEULICEE
* X ipot tag distance
0.00000 0.00000 0.00




FEFF

sTH(Gat1 hE

;:|:=|j) SPrins-j 8

_L Artemis [Feff] Atoms

T Rename g Discard \EVgFeFme( @ Run Feff’iauya

and Feff

*& Atoms

Xﬁi- -f'

Doy, Feff

e sl |

Pl Paths &) Path- |Ik; M

|'\ L Artemis [Feff] Atoms and Feff

Jay Feff

{& Atoms

& @ & R

':;E'v" Paths

E=8 HoR

I Rename ﬁ Discard v Feff in Demeter ' Feff doc

&) Path-like @ Console

Re

‘ﬂ? ui]]

Open file Save file Clear all Template

Save Plotpaths (k) [x(R)| Re[x(R)

Im[x(R)]| Rank

MName: M-site Margin:  0.03 Beta: 3 nlegs: @4 ©6 Name of this Feff calculation:  Ga-site
Feff input file Description
# This fefff file was generated by Demeter 0.9.25 - TITLE Gall o~

# Demeter written by and copwright (o) Bruce Rawel, Z00B-2018

B = e =t = i = i = i = i = = = = = = =i = =t = B = = e — e = =
# total mukx=1: 0,153 microns, unit edze step: -1.872 microns

# specific gravityr B.111

= = im = tim = i = i = i = i = i = i = i = i =t = e =i =i =i =i = o = i = i = i = i = i =t =
# normalization correction: 0.00520 ang™?

B = = e = B = B = i = i = i = i = = = =B = = i =i = = B = = = = e = e = =

m

Thiz pathz.dat file was written by Demeter 0.3.25
The central atom is dencted by this token: @
Cluster size = 5.00 A, containing 182 atoms

24 paths were found within 5.000 &

Forward scattering cuteff 20.00

Distance fuzz = 0.030 &

m

TITLE GaM Scattering Paths
GDLE $ L0 BFU: (N edse 8 409.9 e, second rumder is S0°2) P U P, S
CONTROL 1 1 1 1 1 a_0a 1.9ag @ HI.1O@ 100,00 2 =single scattering
PRINT 1 0 0 0 2 1z.00 a1 @ Gaf.1 @ 100,00 & =zingle seattering
R 5.0 3 100 G235 @ Hi_ 3 @ 711 2 =zingle scattering
®POLARIZATION 0.0 0.0 0.0 4 12,00 3.53% @ HI.1  Hl.2 @ 18.06 I other double scatterin
3 24,00 a.588 R R Gal.1 @ 18. B3 £ other double seatterin
PgTENT{ALSZ t E .00 a.vez ®Hi. 4 o} 4z, 14  ozingle scattering
'ED g3 Eﬁg 7400 3835 EHIL1L @ Hi.1 @ 9.77 ¢ rattle
1 a1 Ga 3 12.00 3835 @ HI.1 @ Hi.z2 @ 10.65 ¢ hinge
z 7 [} 3 1z.00  ®.835 @ HWI.1  Gal.1 H1.1 @ 427  dog-lag
12 2E.00 4,421 ®Hl2 Gzl.1 ®© 4,52 : other deuwble scatterin
ATOME " thls ||St contains 185 atoms 14 36,00 4.431 B H1.Z H1.4 B 12.69 £ other double scatterin
% W pot tag distance 15 36,00 4,431 @ Gal.1 Hi.4 @ 9,63 f other double scatterin
0.00000 0.00000 D.DDDUU D Eu} ] ? _0nna 16 &.00 4438 @ Gal.E @ 20,47 i single scattering
. - T al. - 149 E_00 4540 @ HlE [} 16,18  ozingle scattering
_?Ségf{z‘ _HSESQ 06470 }giggg 20 48,00 4771 @ Gal.i Gal.1 @ 2,70 : acute triangle
0.91974  -1.53302 4 22 12.00 4833 @ HI.2  Hi.E @ £.54 I obtuse triangle
?.3%9?4 A A 00 A A0 oKy 7 @ 19,15 z single scattering
0.3 e —
M © EEERORR -

G i EFDtag : Gal — Eul

HOLE : 1(K-edge) — 4(L;-edge)
b REF(ipot 0) : Ga(Z=31) — Eu(Z=63)
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(

& Artemis [Feff] Atoms and Feff

11 Rename ﬁ Discard m&ﬁm Demeter ' Feff doc

Pl Paths

e ]

@ Atoms & Path-like @ Console

% Feff

H K IRl Re oll

Save Plotpaths (k) [X(R) Re[x(R)] Rank
Name of this Feff calculation:  ga-site

Description

I TITLE GaN

It This paths.dat Tile was written by Demeter U 9.25
I The central atom i= denoted by this token:

I Cluster size = 5.00 &, cordaining 182 atoms

I 24 paths were found within 5.000 &

i Forward scattering cutoff 20.00

I Distance fuzz = 0,030 &

Scattering Paths

TErT TITTer Thg PaLh TTEe

Tegen L T

Z other double scatferin

Path1-2,4-6%&ERU.
DataD - > RDIC
RSydkOvy

\ (Path3(IFSHEL)

© CtriIF—=z2# U2 h 5

L Artemis [Data] GaN_1050C.kxt
Data

Path Marks Actions Debug Help

@ &Path@7+( I>&IUYY

/

\
[Ga—site] M1.1
GaN_1050C.txt o o1 B ot i
|| [Ga—site] M1.1 M12 = Ef
Data source || [Ga- slt] M1.1 Gal.l 3 lﬁ
q
C:¥practice_data_201701¥GaMN_Eu_exp.prj, 1 > 4
Plot this data set as
92 @3 Okw
[ k123 H R123 H Brmr
Title lines indic MBI
@ Magnitude ) Real © Imag.
i ]
S0 1 Plat x(q)
Fourier transform parameters =l ©) Magnitude @ Real © Imag.
AR
kmin 3 @] kmax 1p.5 @ dk 1
© & [T Plot fit [T Plot bkg
s 1.4 max 3.6 dr 0.0 = [7] Plot window [ Plot residual
3rd
_ Plot ing R-fact:
Fitting k weights 4th [CIPlot runing R-factor
E1 [#]3  [CJother 0.5 kmin g kmax 15
Other parameters rmin g rmax g
Include in fit  [T]Plot after fit  [T] Fit background
ol () 1 Plot with nhase correction qmin- o qmax 15
| [&] ArtemisiPlot.1] == E=h =
2 Plotting list
TE f#Haaaald ? otang
T . Data: GaN_1030C.txt
GaN_1050C txt in R space Path: [Ga-site] N1.1 from GaN_1050C.txt
40 T T T T Path: [Ga-site] Gal.1 from GaM_1050C.txt
GaN_1050C.txt —— Path: [Ga-site] N1.1 N1.2 from GaN_1050C.¢
3 window ——— Path: [Ga-site] N1.1 Gal.1 from GaN_1050C,
[Ca-site] N1.1 Path: [Ga-site] N1.4 from GaN_1050C.txt
30 - f [Ga-site] Gai 1 ath: [Ga-site] N1.4 from GaN_1050C.
Ea [Ga-site] N1.1 N1.2
iy - / [Ga-site] N1.1 Ga1.1
~ [Ga-site] N1.4

xR

l Save next plot to a file.

[F] Ereeze

Radial distance

4 5 6

Demeter 0.9.25 @ Bruce Ravel 2006-2018

4.52420, 47.1786




PathOE LAaht (Gat - NERE) "3

(@

L Artemis [Data] Gah_1050C.

FARTOPath&FI Y |

A
o ctions D e

@ GaN_1050C.txt

—site] M1.1
Vv —site] Gal.l
site] M1 M1 2
site] M

i 1.1 Gall

Data source

L Artemis [Plot]

- J®OREIVYY

q

l

Ga-site&AH

@ Data®+ > RO
AZa1—h5 i
Action
—Make sum of marked

© kw

| VPatp

x®I &%

|

Transfer all

paths and plot in R
ZiEIR
- /

@ Data&VPathIX4 @
FIvoend

ting list
7] data: GaN_1050C.t¢t

[ Hath:

[
[
[ Hath: [
[

_

] Hath: [Ga-site] N1.1 from
[ Hath: [Ga-site] Gal.1 from
Ga-site] N1.1 N1.2 fi

Virtual Path [I=] Artemis[Plot.1]

=0 =R
bE rH@aa@ld?
GaN_1050C.txt in R space
/\\ GaN_1050C txt ——
] window M

Ga-site

2
Jistance

(A)

Demeter 0.9.25 @ Bruce Ravel 2008-2016

1.76834, 23.2809

Ga-site] N1.1 Gal.1 from GaM_1050C.
[7] Hath: [Ga-site] N1.4 from GaM_1050C.kxt
Path: Ga-site

[ Ereeze

Clear r

® EIRUEPathoBLabE |
B

J

Sawve next plot to a file.

l
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feff.inpDAFEL(ND -+ MEIREY) 723

L Artemis [EXAFS data analysis] - *<untitled>*

Eile Moniter Fit Plot Help

Data sets Feff calculati
b8 GDS

| Add

Add

Hide "GaN_1050C.txt"

[ History l

| —\

MName Fit1

Fit space: © k

@R Ogqg

=N Noll /==

L Artemis [Feff] Atoms and Feff

=

@ Journal

One-click save this project

kAddT\‘@ 2 I AVAVEY

L Import crystal data

Ex5)
QU (1 » 3¥E71—%— » D—7LF(RF (C) » practice_data_201701 » Bractice_data_20170100#F 0
EE > HLLTAILY— =~ O @
o= - v —
> 30 BRICAD S == HarX
L_C_fit I7AI T
> 175U merge 4 74 TAI.
7] GaN_atems.inp INP 771 1KB
> o) =L~
> O P —&—
R

Z@Sm_atoms.mp

>

~ |input and CIF files (*.inp;*.c «

{@ Feff calculationsd [« |us x|

o reame @ o= (B RN AtomsZ&E I Uw 2

]

/@_mlt |

© & = 0
Open file Save data Export Clear all
Titles
GalM
4
ame  MN-site

pace Group PG3mc

Edge IK v] Style lFefFE—eIem -

Self-consistency 5.0

Aggregate degeneracy margins

03

@ EFIZHZEAN

N-site

A 3.18600 B 3.18600
a ap B o0
Radial distances

Cluster size  g8.00000

Longest path 5

C 517600

Y 120

@ EEEFLE
GaN_atoms.inpZ7-1JL
Zh<

@ NlccoreDF I v IEAND

insert

=T ¥, I S R S I

Yy z Tag
Ga 0.33333 0.66667 0.00000 Gal
N 0.33333 0.66667 0.37500 N1

Add a site




FEFFEtE(NY A MB

7

SPring.. 8

_L Artemis [Feff] Atoms and Feff

(=)o s |

T Rename g Discard :\:;gFeFfin[ @ Run Feff,&a U“Ja :

Doy, Feff

*‘% Atoms

Pl Paths &—mm—mv

_L Artemis [Feff] Atoms and Feff

I Rename ﬁ Discard v Feff in Demeter ' Feff doc

Jay, Feff ‘ @ Paths &) Path-like @ Console

*‘% Atoms

v 8 0 %

Open file Save file Clear all Template

Name: Ga-site Margin:  0.03 Beta: 3

Feff input file

nlegs: @4

# This fefff file was generated by Demeter 0.9.25
# Demeter written by and copwright (o) Bruce Rawel, Z00B-2018

B = e =t = i = B = i = i = = = i = = = = = = B Bt e — i = =
# total mukx=1: 8,955 microns, wunit edze step: 10.490 microns

# specific gravityr B.111

= = im = tim = i = i = i = i = i =t = i = i = i =i =i =i = im =i = o = i = i = i = i = i =t =
# normalization correction: 0.00045 ang™?

B = = e = B B i = i = i = i = i = = = = = = i =i = = B B = =t e — e = =

LITLE Gall

m

save Plotpaths x(k) [x(R)l Relx(R)] |Im[x(R)]| Rank

Name of this Feff calculation:  p-gjte

Description

# TITLE GaN

1 Thiz pathz.dat file was written by Demeter 0.9.25
$ The central atom is denoted by this token: @

1 Cluster size = 5.00 &, containing 182 atoms

1 24 paths were found within 5.000 4

I Forward scattering cutoff 20.00

1 Distance fuzz = 0.030 &

Scattering Paths

Degen Reff Scatter ing path Rank
1 400 1948 ®Gal.1 @ 10000
2 12,00 21 B H1 c] TE. 89
2 100 235 B Gal.3 @ 712
a4 1z2.00 35358 @ Gaf. 1 Gal.z2 @ 713
3 24.00 2588 @ Gaf. 1 W11 ] 1%, 86
E g.00 ava2 B Gzl.d @ 44. 21
7 400 843 @B Gal. 1 @ Gal. 1 @ 462
g 1z2.00 38493 ®Gal.1 @ Gal.2 ®@ G372
13 2E.00 4421 @ Gaf.2 W11 ] a.81
14 2E.00 4.4 B Gzl.2 Gal.d ® 2.58
15 2600 441 BH1 1 Gal.d @ E. 31
18 E_00 4448 @HIZ @ 1435
149 E_00 4540 ® Gal.E @ 17.E8
20 ag.00 4771 [CRR I Hi.1 =] 5491
23 12,00 4,832 B H1T Gal.g @ 4.22
4 400 4402 @ Gai.7 @ 2136

~
HOLE 4 1.0 & FYI: (Ga K edze @ 10387 &Y, second numberfis 3072}
# mrhase, npath,nfef f,mehi
COWTROL 1 1 1 1
PRINT 1 1 I i
R 5.0
#POLARIZATION 0.0 0.0 0.0
POTENTIALS
# ipot 7 tag
n g3 Eua
1 3 (33
2 7 N
ATOMS # this list contains 183 atoms
®  x W 2 ipot tag diztance
(1. 10000 (100000 1.00000 0 Eul (100000
. . . u MT. 1 e
1.83542 n.nopos  -0.g47000 2 1.94383
-0.91974  -1.88287  -0.64700 34489
-0.91974 1.53308  -0.8470 4
1.83042 0.00003 2.5
-0.491

o zEEmORR

.

- HOLE : 1(K-edge) — 4(L;-edge)
- Pl REF(ipot 0) : N(Z=7) = Eu(Z=63)
- i REFDtag : N1 — Eul

1

[ R R I I L X R A ST S Y

m

Type

zingle scattering
zingle scattering
zingle scatter ing
aother double scatterin
ather double seatterin
zingle scattering
rattle

hinge

ather double seatterin
other double scatterin
other double scatterin
zingle scattar ing
zingle scattaering
acute triangle

obtuse triangle

zingle scattar ing

)
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SMETE(NY o MERE) DS 7§

—

L Artemis [Feff] Atoms and Feff

T Rename ﬁ Discard yFeme Demeter ' Feff doc

=]

Q;i& Atoms | sy Feff ‘ Paths Path—llke @ Console
H IRI RE sall

Save Plotpaths x(k) [x(R)| Re[x(R)] Rank

Name of this Feff calculation:  p-site

Description

i TITLE Gal

I This paths.dat file was writien by Demeter D 9.26
I The central atom is denoted by this token:

I Cluster size = 6.00 &, containing 182 alums

I 24 paths were found within 5.000 &

I Foryard scattering cutuff Z0.00

1 Distance fuzz = 0.030

Scattering Paths

[om |

TEgen  RETT STTErINE Foin ULt T T9F

i osingle scattering

soatter ing

% other double seatterin
ather double scatterin

J

3 5.72 ¢ hinge
a.81 % other double scatterin
455 & other double seatter in
[N

31 : other double seatterin

@ CtridF—Z=# L/ZIJJ‘
Path 1'2,6’&3&?’% L.

k(Path3-5(t?:r'—-:»;b“ﬂ_f,l,\)

DataD -« > ROolcROYVY

)

L Artemis [Data] GaN_1050C.bxt
Data

Path Marks Actions Debug Help

GaN_1050C. txt

Data source

C:¥practice_data_201701¥GaN_Eu_exp.pr], 1

Plot this data set as

Cem Lo v ]

@ [N-site]@7(>%&IYU ‘JO

[Ga-site] 1.1
[Ga—site] Gal1
[Ga—site] M1.1 M1 2
[Ga-site] M1.1 Gald
[Ga-site] M14

—site] Gal 4

|| Use this path for
@ Gal.l @

(1) single scattery

Title lines
< |
Laf
H
50
&r transform parameters —
kmin 3 kmax 1p.5 dk 1 -
- - ® Data& Path:[N-site]
rmin 1.4 [@) rmax 36 @] dr o0
Y \
Fitting k weights u w I \J
M1 [F2 &3 [Fother 0.5
Other parameters
Include in fit  [|Plot after fit ] Fit background l Transfer all l
oy 0 [T Plot with nhase correction
Artemis[Plot.1 ™~
e fm\s[ - —A?Iottlng list
TEE f#Haaald ?
- I— V| Oata: GaN_1050C.xt -
GaN_1050C txt in R space [C] Phth: [Ga-site] N1.1 from GaN_1050C.kxt
45 . . . . [T] PRth: [Ga-site] Gal.1 from GaN_1050C.tx
[] PRth: [Ga-site] N1.1 N1.2 from GaN_1050
a0k GaN_1050C.txt —— ) i |
window [T] PRth: [Ga-site] N1.1 Gal.1 from GaN_105|=
a5 | [N-site] Ga1.1 [[] Ppth: [Ga-site] N1.4 from GaN_1050C.txt
[N-site] N1.1 [7] Path: Ga-site
i" 30 - [N-site] Gal.4 phth: [N-site] Gal.1l from GaN_1050C.kxt
~ o5 PRth: [N-site] N1.1 from GaM_1050C.txt B
— Phth: [N-site] Gal.4 from GaN_1050C.txt ~
& 20 IJ - -
e - o
10 - Save next plot to a file. l
5
0 e
0 1 2 3 4 5 [
Radial distance (A) » S
Demeter 0.9.25 © Bruce Ravel 2008-2018




PathORE LEahtE (NY- MERE) s

—

& Artemis [Data] Gallesa8Q0 txt

@ [N-site]8IARTFI VY |

pebug  Help

Data Path Markd @

Data source

[N-sit

Include pat]

C:¥20170131¥GaN_f

Plot this data set g

k123 ¥

Title lines

A=a1—h5 g
Action
— Make sum of marked

/@ Data®+ > R9D g

paths and plotin R
ZER
- /

[@ Data& VPath:N-site
AoFvoENT

[HDDDDDDDDD

L Artemis [Plot] — lE%T @ REa IJ “J a ]
k R q
— 2] Artemis[Plot.1] fee- ==
®V_Path%(‘- IoEez@aald ?
N-site& AD GaN_1050C.txt in R space
vl Paths 45 | | . . .
40 GaN_1050C.txt —— ||
A oy — |

l Transfer all

2
Jistance

(A)

Demeter 0.9.25 @ Bruce Ravel 2008-2016

Plotting list
g—

3.40873, 53.2377

Path: [Ga-site] N1.1 from GaN_TUs0C.TxT
Path: [Ga-site] Gal.l from GaM_1050C.tx
Path: [Ga-site] N1.1 N1.2 from GaN_1050
Path: [Ga-site] N1.1 Gal.l from GaN_105
Path: [Ga-site] N1.4 from GaN_1050C.txt |_
VPath: Ga-site 1
Path: [N-site] Gal.l from GaN_1050C.txt
Path: [N-site] MN1.1 from GaN_1050C.txt
Path: [N-site] Gal.4 from GaMN_1050C.txt
WPath: N-site 2

]

Ereeze

Save next plot to a file.

l

® BIRUEPathOELabt
IR

\- J
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feff.inpDYERL (EARY)

—
L Artemis [EXAFS data analysis] - *<untitled=* E@
File Monitor Fit Plot Help
Goos o e — R ! Fit space; O @R ©a IEET| ’—‘
l i Fit desc L Artemis [Feff] Atoms and Feff (o === 1
iﬁ[ History l Hide "GaMN_1050C.txt" \GaM_atoms.inp” ;_| Rename ﬁ Discard

(_’@_’}:} Journal

@ Feff calculations®
Start a new Feff calculation. Right click fork Ad d7|-‘\‘g >Ea U W a

&4&-9 Atoms

S Fef’F|

® Run AtomsZIUv 2 |

‘.- OO |

7 H

Open file Save data Export Clear all

L Import crystal data

Titles
QQ [1 » O3E3—%— ) D-7LTARG () » practice data 201701 » GaN
2B FLVTHILS—
R — £ . EHiEE =1 LA 4
L_C_fit 16/12/16 11: D74 T A
& S1T5Y merge 2016/12/16 10:54 7 AUl Tl Name interstitial|
7] GaN_atems.inp 16/1 NP I 7L 1KB
o b~ T Space Group P63mc
Edge l ] Style l -
eSID B ge |K | Style |Feff6-elem
Self-consistency 5.0
€ oy D2

“': - JL&(N): GaN_atoms.inp >

~ |input and CIF files (*.inp;*.c «

Aggregate degeneracy margins

® EFIBZEAN
interstitial

A 3.18600 B

3.18600 C 517600
o gp B a0 ¥ 120
Radial distances
Cluster size g poopopp  Longest path s

T\

@ FEERFLE

GaN_atoms.inpZ7-1JL

Z2h<

=/ ¥, I - TS I N R

@ Gé(:cored)?:l: “Ja’élh%

X Yy z Tag
0.33333 0.66667 0.00000 Gal
N 0.33333 0.66667 0.37500 N1

Add a site




feff.inpDIREGEAR) ="

w1 Jioe— @) HOLE%Z1(K-edge)hr54(L3-edge)lcZE |

* mphase , mpa..,
CONTROL 1 1 1 1
PRINT 1 0 0 0
RMAX 5.0
*POLARIZATION 0.0 0. o —
@ HILREF(ipot 0)ZGa(Z=31)H"5
POTENTIALS Eu (Z= 63) (CZEZE
* ipot % tag
0 63 Eu
1 31 Ga
2 7 N

® [R=dDipot 0%
#ELEFGadipot 1(CZEE

ATOMS * this 12

* X y z ipot tag distance
0.00000 0.00000 0.00000| 1 Gal 0.00000
-1.83942 0.00000 -1.61750 0 Eul 0.00000
0.00000 0.00000 100 2 N1.1 1.94100
1.83942 700 2 N1.2 1.940989

@, EAIRFEUDEIRZEDN
(-1.83942 0.00000 -1.61750 O Eul)




PO RFOBEEERDRRS 3

| Cluster size = RMAX®D5& | | Cluster size > RMAXDEE

_ Cluster size
Cluster size RMAX

L 4D 4

C DRI DR FEIRH
feff.inp(C7RXLY

4

RMAXAICHINE
—HDEFZEFT (CFHEHE

Cluster sizeAAICcH D
RF&=0




FEFFEIEI(GEAR)

SPring

8

_L Artemis [Feff] Atoms and Feff == L Artemis [Feff] Atoms and Feff

I Rename ﬁ Discard :\_\::QFEFF @ Run Feff&a U\\Ja T 1 Rename % Discard :\EﬂFeﬂ’in Demeter B Feff doc
: Patty/ - ___~<oiicole| o8 Feff ‘ éﬁ paths | @O Path-like @ Console

4?%5’ Atoms

oo =]

{%@ Atoms | o8y Feff 'EE Paths
H O * 4 @ K R Re | [m | 4
Save Plotpaths (k) Ix(R)l Relx(R)]|Im[x(R)]| Rank

Open file Save file Clear all Template

Name: interstitial Margin:  0.03 Beta: 3 nlegs: @4 ©6 Mame of this Feff calculation:  interstitial
Feff input file Description
# This fefff file was generated by Demster 0.9.25 - % TITLE GaN
# Demeter written by and copwright (o) Bruce Rawel, Z00B-2018 # This maths.dat file was written by Denster 0.9.25
= = e i e — i — Y — i — Him — Him =t = S — i — B — B — i — i — i — W — i — e — it — Hi i — I The central anm is denoted by this token:
# total mutx=1: 8955 microns, unit edze step: 10.430 microns E ﬁ ?é”St?; size —fs.ng Aitﬁqntg'gagga183 atoms
# specific gravityr B.111 paths were found within 5.
B = = i tim = i m i = o i i i o m S S B = B = m = i = i = i = i = i = i = A e I Forward scattering cutoff 20.00
I Distance fuzz = 0.030 &

# normalization correction: 0.00045 ang™?
B = = e = B B i = i = i = i = i = = = = = = i =i = = B B = =t e — e = =

TITLE GaM Scattering Paths
GDLE $ L0 WFU: (G f edee 8 10367 e, second nser is 5072) PP P P—— Hank
CONTROL 1 1 1 1 1 &0 2080 EBHI.Z @ 100_00
PRINT 1 0 0 0 oos00 z.080  @Galil @ 100,00
i 5.0 5 500 2449 @ Gal @ 6534
#POLARIZATION 0.0 0.0 0.0 4 w00 2489 EHLE @ 62,02
& 2400 3240 B Gal  HWI.Z @ 11.13
POTENTIALS 7 600 5.67F B HI.Z Hi.z @ 11,83
# 'EDt 23 Eg & 600 3.67F B Gal.i Galil @ 3,89
1 31 G s 500 3805 @HlZz @ 19,41
2 7 N 10 3.00 2.805 @ Gal.l @ 2z 62
1 z.on E.852 B Gal  Gal.l @ 5. 48
ATOHS # this list contains 183 atons 2 enn E.Esz o ENLZONLE R 6. &9
¥ y 2 ipat tag distance 13 12,00 3.945 @B HI.Z Gal.1 @ 5.00
0.oooon n.nooon o.nooon 1 Gal n.oooon 14 6,00 4 iz @Hi.1 @ 3380
-1.83942 a.00000  -1.61780 0 Eul U.UUUW 15 6. 00 a0z ® G314 @ 33,38
o HHEBE; R w 18 1200  4.024 @ HI.Z Gal.2 @ 34,75
0097974  -1.E8287 -0k 0 E.00 4080 B Gal.1 NI  Gal.i1 @ 3.03

-0.9149

1.2 Gzl.2 M1.2 o} 28.E5
_ag @ EEE—E®EE=E 1.1 Hi.E  Gal.l @ 11. 46
" — [ Hi A I} 5 43
4 F n' n

T T S R X N SR S K S S

Type

zingle scattering
zingle scattering
zingle scattering
single scattering
ather double =zcatte
other double scatte
other double scatte
single scattering
single scattering
ather double =zcatte
other double scatte
obtuse triangle
zingle scattering
zingle scattering
non=forward linear
dog-leg

forward triangle
forward triangle

athar danhle snatte

m

m

- HOLE : 1(K-edge) — 4(L;-edge)
- FLEF(ipot 0) : Ga(Z=31) — Eu(Z=63)

FlEFDipot: 0 > 1
\_* EARFEUDETZEED Y,




b

RhRfE S

TR GEARY) LR 25

L Artemis [Feff] Atoms and Feff

I Rename ﬁ Discard @F@ﬁin Demeter ' Feff doc

VB

Paths

a
ATy

TR mmL @ [interstitiall®7r1>%%9 IJ w2

Data Path Marks Actions Debug Help

GaN_1050C txt

[Ga-site] M1.1
[Ga-site] Gal.l
[Ga-site] W11 R12

interstitia

@R&OUVO

[Ba-site] N1 .1 Gal 1 de py
[Ga—site] M1 4 . 3 0 = & S
@ Path 1-4,9-10,127%#RUL ; o
[M-site] 1.1
s [Mosita] G 4 DRI
~ U ( A \ 0 & A \ j [interstitial] N1 2 (1) single
[interstitisl] Gal.l
Data Ij‘l I > (& I ° 7 J I v D J = [zt Gat k-weight
[interstitial] N1 3
[interstitial] N1 2 A - . _ -
( Path 6 8 1 1 (i%%b“mb\) linterstitial] Gat 1 20 ®1 @2 @3 = kw
Tinte rstitisl] M1 2 W1 3
TS Paihs. indi VPaths LR (83
% El?e i:entral atos |5tﬂCk | indic |
uster size < s T
% ;n palgs weﬁ fou " Virtual Paths
orward scatierIn: o _cj
I Distance fuzz = 0. S0 Ga-site
Foug parameters i
Scattering Paths AR
3 kmax 10,5 dk g -
(1. ] B = = . min - 1.4 max 3.6 dr oo =
:[interstitial
3 Data&Path:[interstitia
E @ N1 : & =
6 ®aal N2 @ 2 [O1 [[2 M3 [Cother g5 \ .
7 BHI.Z N1z @ i other L w I ‘J
] @ fal. 1 Gal.1 @ i other doub | | Other parameters
9 e e Z Include in fit Plot after it [C] Fit background
10 @ Ga @ N
K . @ Gal  Gal.1 @ 545 ¢ other doub| | E(k) O [ZIPlot with phase correction
12 200 BHI.Z  H1.E @ 1665  © other =
k 12 12.00  2.945 @ H1.2  Gal 1l @ 2.00 $ obtuse ‘ternis[Plot.1] E
[ T R o R B R TR L T rEle
15 .00 4012 @aal.d B 29.38 % single dreaan? \ l Transfer all
18 1200 4024 @HIL.Z Gal.2 @ 3475 non-fa 5
0 E.00 4080 @ Gal. 1 WIE  Gali @ 308 ¢ dog-le GaN_1050C.txt in R space
21 son A0 EHWIZ Gal2 WIZ B 2885 £ forwar 30 list
2z 300 4030 @Gal.l HIE Gali @ 11,46 ¢ forwar I I I : : g
‘9|4 N 4047 EHIE H1R @ = 5 da I ather wl GaN‘m\E‘Dncdfﬁ E— I [ P4th: [N-site] Gal.4 from GaN_1050C.xt ~
[interstitial] N1.2 —— [T] vpath: M-site
. [m[t\ﬁtrg:glt?tl|];]3?31éjl P3th: [interstitial] N1.2 from GaN_1050C.t
% - finterstitial] N1.3 ——— Pgth: [interstitial] Gal.1 from GaN_1050C
7T ‘ i ['t”tEFthftt_‘“l?%NH — P4th: [interstitial] Gal from GaN_1050C.t
— / \ interstitial] Ga1. g
E“ ""-. [interstitial] N1.2 N1.3 Pgth: [interstitial] N1.3 from GaM_1050C.4
= ' a P4th: [interstitial] N1.2 from GaN_1050C.{ _
y \ ‘ Path: [interstitial] Gal.1 from GaMN_1030C
y N A\&Ek; il Pgth: [interstitial] N1.2 N1.3 from GaN_1(
MO
| |t [ ]
Radial distance (A) Bemate 05,25 © Brace Reu 20082008
e l Save next plot to a file. l
2.66509, 21.2498




PathODRBLADE(EAR) 8

;mmmwf®[mmmmmUE?At¥Iva ]

i . J- - <5‘> REHIUWYY |

Data source [¥] Include pal

[[JUse this p  k-weight

C:¥20170131¥GaN

| B ArtemisPlot.1] felle ==
ThE I R#Eeaald?

GaN_1050C.txt in R space

45 T T T T T

Plot this data set 3

k123

Title lines

erstitial] M1.2
erstitial] Gal 1
Ers(l 1] Gal

® VPath#l(C
e, | interstitial

Enter a VPath name é l ’ '
Enter a name for this

mterstlt\all

40 L GaN_1050C txt — ||
\ window
a5 |- \\ interstitial b

z
[x(

@ DataD+ >~ RO®D 5
AZ1—h5
ACt i on [ Transfer all

distance (A)

Demater 0.9.25 @ Bruce Ravel 2006-2016

—Make sum of marked e

paths a nd plot in R Eztarlh[%s;tg Gal.4 from GaN_1050C.0E ~
ZiEIR Y

Path: [interstitial] N1.2 from GaMN_1050C.t ~

Path: [interstitial] Gal.1 from GaN_1050C @ E;R b’.—_ P th@E bAbﬂ
Path: [interstitial] Gal from GaMN_1050C.& (= a n

Path: [interstitial] N1.3 from GaN_1050C.1 —

Path: [interstitial] N1.2 from GaM_1050C.4= Eﬁz-\

Path: [interstitial] Gal.1 from GaM_1050C -

Path: [interstitial] N1.2 N1.3 from GaM_1(
WPath: interstitial 2

Freeze Clear

Save next plot to a file. l

[HDDDDDDDDD

@ Data&VPath:interstial
PUADOFIVvIOENT

]




&ET )V OEREEEROLLE =25

L Artemis [Plot]

[E=8 {8 =)

& D |

[=] Artemis[Plot.1]

=)

GaM_1050C ot — ||
window ———

Ga-site |

L tTE @Al ?
k-weight
o o1 {@ R;&g U W 4 ] GaN_1050C.txt in R space
|5tack |im:|i-:“‘rrt I|P‘-":th5 45 T o~ T T
Ga-site = 4[} B "/-\'J.‘
N-site A
%5 |- -

@ Data&

&VPathzEiR
— Y

P_m

Path: [GaMN_atoms] N1.3 from Gal_1050C «
Path: [GaMN_atoms] N1.2 from GaM_1050C
Path: [GaM_atoms] Gal.1 from GaN_105C
Path: [GaMN_atoms] N1.2 N1.3 from GaMN_
Path: [GaMN_atoms] N1.1 from GaM_1050C
Path: [GaM_atoms] Gal.4 from GaN_105C
Path: [GaMN_atoms] N1.2 Gal.2 from Gal,
Path: [GaN_atoms] N1.2 Gal.2 N1.2 from|=

=

\VPath: interstitial

%]
[
I

(A%

=

IX(R)|

M-site
interstitial -

Radial distance (A)

Cremater 0.5.25 @ Brucs Ravel 2008-2018

Ereeze

Clear

Save next plot to a file.

-

- E—ORAREGaY 1 ME ilﬁ““b“%%ﬁ”‘—@(:
» E—OEDEWIPLRERFDRFEED

BN ERFIDE
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[@ AZ=1—h'5 File — Save projectZi#EIRU. J7 M I ZERF ]

L Artemis [EXAFS data analysis] - ¥
| Eile | Monitor Fit Plot Help

Open project or data
Recent files
([ Save project ] Ctrl+s

Save project as...

Save current fit

Import... 3
Export... 3

Edit Preferences

[ Close ] Ctrd+w

Exit Cl ﬁl:l:l{*,imﬁ\( 1 Oﬁ)

@ AZ=1—h'5 File — ExitZi#EIRU.
—BArtemisZzi €T 93




/ SPring..8
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RS

—5’03.:1:.37'1_37'

SPrins-j 8

L Artemis [EXAFS data analysis] - <untitled>

File | Monitg Plot Help

Open project or data

Rece

trl+o
3

Artemis: Import from Athena project file

® XZ=1—h\5 File -
Open prOJect or data’&&?R

s g FLWTANS—

B FFax>r -~ gm
= eoFr _| AlGaN_Eu_exp.prj
Bt 0 exp.pri
& Z1-Svs N Eu_exp.prj
& exp.prj
o m—p)—F |5 L] ReadVetdt

& ovE1—5—
& o-hLFax
s DOC (D2)

~ |All files
m@ [+ [ Frt

IEIEIIEI‘

L a group title lines

@ GaN_1050C.txth%EIR
éh-c b‘% L. t&ﬁﬁnﬂ.‘a\

| Plot as

_L Artemis [Data] GaN_1050C.txt
Data Path Marks Actions Debug Help

@ Import selected data

NG > Z2ifd

l Import selected data ‘

Z2R<

@ GaN_Eu_exp.prj

= ]

I
1050C txt — ||

j[ 3EREIR

Fitting k weightslZ |

k-range : 3 - 10.5
R-range: 1.4 - 3.6

Do o

3 @ R’ZOU‘JG b
| C ol o

Radial distance

3.86804, 21.1009

16 - GaN_
window
14 -
= 12+
=
= 0t
g °r
2= 6
4, -
2_ -
UM I I I
0 1 2 3 4

(A) Demeter 0.9.25  Bru

i l-weight
| 0 =1 o2 ) b
i A
limits |5tack Iindic |VP- i

-1 Imag.

[ 3%‘:i§§Rj

Plot x(q)

) Magnitude @) Real - Imag.

g k weights

& Clother

Other parameters
llnclude in fit
g(k) 0O ]

0.5

Plot after ﬁtl [T Fit background

t with phase correction

k here to incl ata in the fit. Unclick to exclude it.

\
Include in fit&
Plot after fitzFI vy

|




feff.inpdb{’FﬁJZ(Ga-b-4 I\E gg)SPrins 8

L Artemis [EXAFS data analysis] - *<untitled=* E'@

Eile Moniter Fit Plot Help

Data sets Feff calculat] i - 5 =
@ GDS MName Fit 1 Fitspace: ©k @R ©gq Save
Add Add , j
D Plot | w Fit descri L Artemis [Feff] Atoms and Feff =nEcE—

I Rename ﬁ' Discard

B e it — = ® Run Atoms&IUw 2
| ® Feff calculations® [« e L

One-click save this project kAd d7|—‘\‘g >Ea U “J a (‘l/ ﬁ B B

Open file Save data Export Clear all

Joy Feff

Titles

® EFINZHZEAS

L Import crystal data

Q\;, [Ji»y O¥Ea—%— ), O-7LF12% (C:) » practice_data_201701 »

2B FLVTHILS—

e BRIEAD & EHEH =3 g G - 't
L_C_fit 6/12/16 11:01  JT7 )l T a SI e
5 SAF50 merge 6/12/16 10:54 I T ame Ga—sitel
7| GaN_atoms.inp 2016/12/16 14:25 INP 77 1KB
o T LT pace Group  P63mc A 318s00 B 318s00 C 517600
N Edge IK v] Style lFeFFE—eIem - a  qp B ap Y 120
Self-consistency 5.0
G oy R I— 5 Radial distances

Aggregate degeneracy margins
Cluster size g popppp  Longest path s
0.0

[ @ Ga;Zco;eGJ?I “Ja’&lh%

7 ILE(N): GaN_atoms.inp ) ~ |input and CIF files (*.inp;*.c «

X Yy z Tag
\
= Ga |0.33333 0.66667 0.00000 Gal
- N 0.33333 0.66667 0.37500 N1
@ FEERFLE

Add a site

GaN_atoms.inpZ7-1JL
Zh<

= ¥, I S 5 R S I

]
O
]




feff.inpDIRE(Gat 1 MEREY)""23

[ [l5] Artemis[Plot. 1] =R
GE eg@a@aald?
ATOMS * this list contains 183 atoms 2 | GarTL'IOSOC'ItXt n RSFTace .

* X v z ipot tag dist 0L /\ GaN_q&%gx — |
0.00000 0.00000 0.00000 0 Gal 0.0( [\ Ga-stte
0.00000 0.00000 1.94100 2 N1.1 1.94 i;

1.83942 0.00003 -0.64700 2 N1.2 1.94 _
-0.91974 -1.59297 -0.64700 2 N1.2 1.94 E%
-0.91974 1.59303 -0.64700 2 N1.2 1.94
1.83942 0.00003 2.58800 1 Gal.l 3.17
Radial distance (A) e
1.56056, 41.2812 \
FILRFDIRFEEDIEWNICEKD
RFERFOE—IHEDITN
ATOMS * this list contains 183 atoms
* x v z ipot tag distance
[ 0.00000 0.00000 0.00000 0 Eul 0.00000
0.00000 0.00000 2.20000 2 N1.1 2.20000
2.07536 0.00003 -0.72999 2 N1.2 2.20000 — ‘_ : _
-1.03771 -1.79730 -0.72999 2 N1.2 2.20000 Eiﬁ;&,ﬁ?FaﬂﬂEﬁﬁb‘Z.ZA(c_
L -1.03769 1.79732  -0.72997 2 N1.2 2.20000 J @5*5XV2F£*§E2§E
1.83942 0.00003 2.58800 1 Gal.l 3.17509



feffetH(Gat - h&

&)

SPring

8

L Artemis [Feff] Atoms ar|

ol

{%0 Atoms

Rename ﬁ Discy

ey, Feff

(@ save file®2UvS L. GaN-site.inpTEE
ec_a)«&@Eur?ﬁbuAlGanb—j T4V 4 > THH

‘ dg& Atoms

ey Feff ‘ éﬂ Paths ‘& Path- I|ke|@ Console

t{@ Run Fef Z2OUwo R

MName: GaN_atoms Margin:  0.03 Beta: nlegs: @4 ©6
Feff input file
# Thiz fefff file was generated by Demeter 0.9.25 -
# Demeter written by and copyright (o) Bruce Ravel, 2005-2018
EEE BEt BE SR bl bl S mil Shk bt Bt SR EEt St SE Ek REE S mhl i ket e el A
#  total mukx=1: $.955 microns, unit edge step: 10,430 microns =
# specific zgravity: EB.111
LSS S RE Sl Sl S it S S S bt BEt Bt R EEH SR L abh bl St ik et
* normalization correction: 0. 00045 ang 2
L EE EES EEE SEE EEE SEE S EE SR e LEE e e R S abh BEE Sht S S
TITLE GaM
fHEILE 4 1.0 #Fil: (Ga k edez @ 10367 =V, second nunber iSW"E)
* mphaze, mpath, mfef f . mchi
COWTROL 1 1 1 1
PRINT 1 0 0 0
R 5.0
#POLARIZATION 0.0 0.0 0.0
POTENTIALS
# jpat 2 taz
i 63 Eu
1 | Ga
2 7 ]
ATOMS # thiz list contains 183 atoms
# ox ¥ z ipot taz diztance
n.oo0o0 000000 o.00000 0 Eul 0.0o0o0
n.oo0o0 0.00000 2.20000 2 W11 2.20000
2.07538 o.ooons  -0.72989 2 M2 2.20000
-1.03771  -1.79730 -0.72989 2 M2 2.20000 )
? ?%
3.1

O EZHEE RO
HOLE : 1(K-edge) — 4(L;-edge)
i LEF(ipot 0) : Ga(Z=31) — Eu(Z=63)
i RFDtag : Gal — Eul
\_* RIEIERFNOxyzEIRZ X E

JI Re[ )((R)
MName of this Feff calculation:  ga-site
Description
it TITLE GaN

I This paths.dat file was written by Demeter 0.9.25

ff The central atom is denoted by this token: 8
I Cluster size = 5.00 &, containing 182 atoms
f 22 paths were found within 5.000 &

It Forward scattering cutoff 20,00

1t Distance fuzz = 0.030 &

Scattering Paths

Degen Reff Scatter ing path

1 4.00 2,200 B N1 c}

2 12.00 2.1 B Gzl.1 @

2 1.00 3.235 B OH1.2 o}

4 24.00 .EE0 B H1.2 Gal.1 @

3 3.00 3,732 B H1.4 B

B 1z.00 3. 936 B N1 Hi.2 B

T 1z.00 4,073 B Hi.2 Gal.1 Hi.2 @
11 4.00 4400 B N1 @ Hi.1 @
iz 1200 4,400 @ HNi.2 @ Hi.2 @
12 2E.00 4,431 B Gzl 1 Mi.4 @

14 E.00 4. 432 B Gzl.2 @

15 E.00 4. 540 B H1.E o}

1B 3E.00 4. 562 B H1.2 Hi. 4 @

17 36.00 4. 626 B N1 2 Gal.1 @

18 43,00 4. 771 B Gal. 1 Gal.1 @
21 .00 4,902 B HILF =
22 12.00 4,233 B H1.2 H1.E @

<\\\\ LU

(m

Im[x(R)]

Wu

Rank

Rank

10000
10000
T 10
1.3
4310
1067
3,48
5.23
5.12
9.62
2047
16_1E
4.0
¥.38
3. 6B
1913
5.z4

B R N A N X

m

Type

zingle scattering
zingle scattering
zingle scattering
ather double scatterin
zingle scattering
ather douwble scatterin
dog-leg

rattle

hinge

other double scatterin
zingle scattering
zingle scattering
ather double scatterin
ather douwble scatterin
acute triangle

single scattering
obtuse triangle

J




SERRME & AR (Gatr 1 MEMEL)DLR 577"

| @ &Path®7I>%IUY YT

L Artemis [Feff] Atoms and Feff =N X Artemis [Data] GaN_1050C. txt
11 Rename ﬁ Discard y Feff in Demeter ' Feff doc Data Path Marks Actions Debug Help I )
- i - Rz2IUYD
{mvg i v -
*;0 Atoms | sy, Feff | Paths & Path-like @ Console GaN_1050C.txt 1 [Ga-sit @ )
- Data source S ude path m[ﬁuq—/ o] =@ =
E k IR RE {m UUJH Ci¥20170131%¥GaN_E . 1 [ Use this path fo
Save Plotpaths x(K) |x(R)| Relx(R)] |ImDx(R)]| Rank ; i @nLi @ k R a
Name of this Feff calculation:  Gz-sita Plot this data set as (1) single scattel] k-weight
X
Description l k123 ] l R123 I l Brmr I 1 ®2 ) kw
%%TLE G?E dat il itten by Demeter 0.9.25 = Title li
[ The contral atom ia demated by this token: 8 E He fnes |5tack indic VP | *
I Cluster size = 5.00 &, containins 162 atoms W ]
t 22 paths were found within 5.000 4 £X(R)
% Eqr{ward s?attefiggngﬁtgﬁ 20.00 X
Istance fuzz = U,
Label  Reff @ Magnitude ) Real © Imag.
N
Scattering Paths ;D ¢
2
al? 1
Degen  Reff Scatter ing path ALD Plot x(q)
Fourier transform parameters = i i i
AR () Magnitude @ Real ) Imag.
kmin 3 [@&] kmax 105 dk 1 -
rmin - 1.4 [@] rmax 36 @] dr 0.0 Ei [CIPlot fit [CIPlot bkg
: ard [¥] Plot window  [] Plot residual
. 3 - rattle iH i :
12 12.00 @ Wi,z @ 5.13 ¢ hinge Fitting k weights 4th [] Plot running R-factor
J 13 36, Kl @ 3.63 ¢ other double fT:;—rarin M1 [F2 @3 [[other 0.5 kmin o kmax 13
3
Othy it
/ ~ ‘\ —y \\m!n r [T EES rmin g rmax g
r — d b ferin Include in fit Plot after it [C] Fit background
. gk) © [T Plot with phase correction gmin g gmax 15
Path1-2,5Z&RU. [ Emamstro EE—|
ata™ 1 > RMY(C Dl esliezeaaala? i
I , 4 / g . Data: GaN_1050C.bxt
N ® GaN—1 050CtXt in R space Path: [Ga-site] Gal.1 from GaMN_1030C.txt
I{ > \Y/ 0 & I{ D W) 40 | | \ I I Path: [Ga-site] N1.4 from GaN_1050C.txt
GaN_1050C.txt ——
Path3-4(3F5HEL ol i
- [Ga-site] N1.1 ———
K( d = ) / 0 [ [Ga-site] Ga.1
Eal [Ga-site] N1.4
T 251
=
__ 20F
=
3
10 -
Save next plot to a file.
5 =
o ==
0 1 2 3 4 5 [

Radial distance (A) Demeter 0.9.25 © Bruce Ravel 2008-2018

4.04301, 47.1786




Pathd L& (Gab 1 b

BRA)~ 23

L Artemis [Data] GaN

(@ IRTOPath&FIYY | |

[Ga-s

[¥] Include pa
[7] Use this pg

L Artemis [Plot]

—

k R

k-weight

3 VPath#lc
Ga-site& Ah

 ® REOVUYY |

[ o | [ com |

AZ1-—h5
Action

ZRIR
.

/' ® Data® > k9D

- Make sum of marked
paths and plot in R

AED
R
2

o}
h

[X(R)|

l Transfer all

/

9

[IZ] Artemis[Plot.1]

40

_ =0 E=E
I REeaald ?
GaN_1050C.txt in R space
f/'\ GaN_1050C txt —— | |
| window
[ \ Ga-site
f

| distance (A)

Plotting list

6.02242, 45.8838

(V] hata: GaN_1050C.txt

Path: Ga-site

[ Math: [Ga-site] N1.1 from GaM_1050C.kxt
[ Hath: [Ga-site] Gal.1 from GaN_1050C.kxt e
[ Hath: [Ga-site] N1.4 from GaM_1050C.kxt

|

@ Data&VPathB4t

DFIVI&ERT

Demetes

r 0.8.25 ® Bruce Ravel 2005-2016

BN

® EIRULIEPathOELabt }

Ereeze

Sawve next plot to a file.

l




IS5 A—H DIE(Gat 1 MERE) =23

= oo e ‘

7l [Ga-site] k12 . -
(Gl Go1 1 @ [Ga-site] N1.2 i @ [Ga-site] Gal . =
[Ga—site] M1 4 S path |:| R a—site E Include path @ [Ga Slte] Ga 1 | 1 t (I I-.-I
[[] Use this path for phase corrected plotting. [] Use this path for pha —1"
e thea e the et amp,enot,delr2,ss2(CE=EU.

BOVUYI->GuesszEIUwv Y
il

@ [Ga-site]N1.4TIz

(2) single scattering,

@ [Ga-Site]Nl'lm | 1.)3512533 D.E:nn
SOZ AEO AR GZE%“%“*I. 0.000000  0.0000
amp,enot,delr,ss(CERTE :

—

= — (=, = | amp,enot,delr3,ss3(CEEEL.
ar S BOVYI-G uessEHUY
T - \ _

(@) rea-siteIN14 ® GDS DU+ > RDJT
[ Include path el } \7X—9Eﬁﬁmw

[ Use this path for phase cor
O m—
@ g’) \7X_QEEG U “J a @nNLd @ w Name Math expre
(5) single scattering, i 1 fpuess Jame 100000
—>GuessZzIUv I i o e —
0.000000  8.187 41808 2 CNIL4 3 |guess delr 0
0.0naoonn n.o 000000 0 Tabs 4 9 = 0.00300
5 |guess delrz 0
6 |guess ss2 0.00300
1 LI 5 7 g delr3 0
8 g ss3 0.00300
Label  Refif /732, nlez=2, dezend 9 9
10 g
11 (g
12 g
Highlighted parameters matching /¥Ass3¥z/.




T4V T4 ORR(GaY 1 MEIRE) ~ 725

L Artemis [Log] Fit 1 = = =

R =t e T e G e e e e e e e e L e e e e L e e e e e e e e e e e

Independent points o 10.3310647
Mumber of wariables ]

L Chi-zquare » bL4R34IN
Reduced chi-=zquare r 2. 3437560
F-factor : 0.0006214
Wumber of data sets R

m

FitERG
ak B I1v FLTWB LS ICEZ B,
ss,sS3DMENY A FRICIRDTULD

[Z] Artemis[Plot.1] =N EoR (5
hE fEeaald ?

GaN_1050C.txt in R space

20 T T T T I

15 L | | GaN_1050C tt —— ||
fit ——

UEss P ame)

0.74336652 t+i- 05804475 [1.00000]

window —— AP - 0
enot = 10.37784629 3§ +/-  0.65383701 [0
£ delr = 0.0208651%  f 4/~ 0.00442518 [0
S [ s = -0.00028036  f +/-  0.00067503 [0.00300] |
_ TeTre SR 11414411 W R T o | |1 -1 ]
& sa? = 0.00378B38  f 4/~ 0.000817490 [0.00500]
= delrd = 0.02958280  # +4-  0.01271487 [0]
| =2 = -0.00137868  f 4/~ 0.00154492 [0.00800] |

Correlat ions between variahles:
Ll m 3

=30 1 1 1 1 1 | |

Save | ‘ | | Close
Demeter 0.9.25 ® Bruce Ravel 2008-2016

Radial distance (A)

1.84489, 28.7934

[ amp & DIEE{ERDEE }




REREDSampERDD TS

[FEFFIZ& 35tEM 585N 3amp(S,?) = 0.70 ~ 1.05|

Usss parameters: G. G. Lietal.,, PRB 52, 6332 (1995).
[ane = 0.74936662  § +/- 0.05804875  [1.00000] |

anot = 10.37764629  § #/-  0.6538a01 (0] N

delr = 0.02085513  F +/-  0.00442518 [0 ﬁampo)ﬁb 0.75& }

58 = -0.00023036 ¥ +/-  0.00067503 [0.00300]

delr? = 0.08382057 o+/- 0.00433079 (0] ‘bblj\ab\ﬂ-ﬁ
z52 = 0.00375638 +/- 0.00081790 (0. 00300]

delrd = 0.02958280 ¥ +/- 0 0.01271487 (0]

=53 = -0.00137358 ¥ +/-  0.00164452 (0. 00300]

BEh B DREAEAB D SampDIEZRD D

5 B
| KB DamplTAWS |

r 2 r N
ZRERBEUN(NaCI®Y) # FREGFHEIEURIMGaND
hSampZ&ked amplcHW\S

- y - y




RS

— 4 D

A+ (EUN)"725

L Artemis [EXAFS data analysis] - <untitled>

(Ee) 1

Artemis: Import from Athena project file

m Data group title lines

o]l & /=]

@ X_J—b‘b F|Ie -

Open project or data% iR

WS &Zi#E:R

® EuN.txth'#iRENnT

L Artemis [Plot] =n =R
[ k ” R | [ q ]
le-wreight
®0 ®1 @2 ©®3 @kw
ktack | indic | VPaths i
Virtual Paths

Export... k

Edit Preferences
| Close Chrl+w

Exit rl+q

L Import an Artemis project or data

O » O5P31—46— » O-JL 5425 (C) » 201
e/
2B - HLWIALS—

B RFaxzh  ~  gg

B erre [ e_expapri

B et O A exp.pr]

& T ] exp.prj

Ll G

@ p(E) @ x(k)
@ [x(R)I 2 Ix(a)l

NG > a2 d

@ Impoi‘t these data

@® A Its

(@) Current v\

<\L Import selected data

o ——— Iy
l Cancel l

~  [Athena project (*.prj) |

MS [Data] EuN.

@ EuN_exp.prj
2z <

Data Path Marks Actions \Debu

Data source

Ci¥20170131¥EuUN_exp.p!

Plot this data set a

K123 Ri4
N R R \

EuN.txtdData
D4 > RODRR

PlotD« > RDI(C
Data:EuN.txtht

2] N1.1 from GaMN_1050C.txt
site] Gal.l from GaMN_1050C.txt
a-site] N1.4 from GaN_1050C.txt

Data: EuN.bxt

Freeze Clear l

l Save next plot to a file.




RERT —H DIEFR(EUN) 783

& Artemis [Plot]

L Artemis [Data] EUN.txt

Data Path Marks Actions DF_‘bLIg HE”J Ex—(v) BFRE-FM) 2r2Fo(W) ATFs2(0) ~LF(H) B

@ EuN.txt v 3 Ll Path st k-weight FuNAE in K spoce
- T T T T ]
Data source o0 o1 -:-2
C:¥20170131¥EuN_exp.prj, 1

Plot this data set as stack lindic /' | vpaths
I K123 H R123 H Rrmr H = H " l ia;l:P:j/
k-range: 3 — 10.5 A-1 [ 3R
R-range: 1.4 - 4.0 & e

14
Fourier transform parameters Invert paths
3 kmax . 10.5 dK 1
@] @] @ Never @ only [x(R)| 1-1/1: u=3082, v=389 [61
min - 1.4 [@) rmax 4 @) dr oo )
O IR + Ix(a)l

Ettlmgkg Fitting k weights(3d ==

Other parameters 3EE;R doffset ¢ L] Artemis[Plot.1] [E=R[ESH &)
[ Include in fit [} t: hE x@aaaly ?
g(k) 0 DNwth phase correction Plotting list EuN.txt in R space
9 T T T
The upper bound \ﬁfor the fit and the backwards Fourier transform. [[] Data: GaN_1050C.bxt 8- | | ‘E‘ﬂ:ﬁ
[ Path: [Ga-site] N1.1 from GaN_1050C.bxt — 7
\ [[] Path: [Ga-site] Gal.l from GaM_1030C.bxt £~ B
- . [ Path: [Ga-site] N1.4 from GaN_1050C.kxt <.
Include in fit& I veath: Ga-ste z
fata: EuN.bxE = 5
Plot after fit&F T v & = 2
1
U Radlal dIStance (A) Demeter 0.5.25 @ Bruce Ravel 2008-2018
Data " Eu N .tX 4.36217, 10.6152
eze Clear

DFHiER

[ Save next plot to a file. ]




FEFFICK S

18 (EuN) ¢35

_L Artemis [EXAFS data analysis] - *GaM_Eu_fitting_artemis*
Eile Moniter Fit Plot Help

Data sets
b8 GDS

Feff calculati
/Qﬂﬁ\ MName

=N Noll /==

Fit space: Ok @R

(3 plot l Add
[ History [

Hide "GaN_1050C.txt"

|

Fit description

@ Journal [

Hide "EulN.txt" ]

|

Display/hide this data group. Right click for a menu of options.

Fit

History

:

@ Feff calculations @
AddRF>2H50Uv D

Recent Feff or crystal data file

Start a new Atoms input or select a recent Feff input file, Atoms input file, or CIF file

[--- 1 Open a blank Atoms window
T bl f=.hp

[ atoms ] C:¥2010011 inp
[ feff ] C:¥20100113¥f
[ feff ] D:¥backup¥201 1¥feff_inp¥GaN_Eu_feff.inp

il
L Artemis [Feff] Atoms and Feff

@1 Rename ﬁ Discard yFeﬁm Demeter ' Feff doc

& path-lice @ Console
a8 =0 & X

[E=N B )

Atoms Faal Paths

o9, Feff

(pen file Save data Export Clearall Run Atoms

Titles

@ [ . - ] Open a blank Atoms window% S -

BIRU. OKRY>EIUY Y

Name new Lattice constants

Space Group A B c

Edge Style |Feff6 - elem a B ¥y
Self-consistency 5.0
Radial distances
Aggregate degeneracy margins
Cluster size g Longest path 5.
0.03 3

Shift vector
Polarization vector
1] 1] 1]

Tag

Add a site

NN s W N e
OoooEomOE

Welcome to Atoms — Demeter 0.9.25, copyright 2006-2016 Bruce Ravel — using ifeffit & gnuplot




faaar T — MDA (EuN) SPans-$

Run Atoms%#d a = 5.014 A
B - —— b =5.014 A
[@ EFINBZAD © & @ 0. c=5.014 A

EuN Open file Save data Export Clear all \R a= 90 (o]

Titles

EuM B=900

@ EMBEAN | N R
Fm-3m (225) = | e

| pace Croop] NaCl ][A 5.014 B 5.014 C s5.014 ]

]LB vJ Style lFeFFﬁ-eIem vJ

Qi-g-é Atoms oa

. ft@;ﬁb“*gbvt:‘f' } (@ mFEsEAn \

/

o on B a0 Y o0

Self~consstency

(® EdgeEi&}R (L3) >0 Radial distances

Aggregate degeneracy margins
Cluster size g.gppogp  Lengest path s

( - : Shift vector
@ ﬁ*’g*%’&ljj Polarization vector hift
Eu: O, O, (0) 0 o 0 0.00000  0.00000  0.00000 m
N: 0.5, 0.5, 0. I
0.5, 0.5, 0.5 e

/
»
-
N

Tag

[y

Eu 0 0 0 Eul
0.5 0.5 0.5 N1

Add a site

OOooomO

[@ O EFEUEEIR

=2 TR ¥ [ -y %




L Artemis [Data] EuN.txt =n| W=
Data Path Marks Actions Debug Help
EuN.txt o 2 N L E — [EuN] N1.1
D 1 % T p— nclude path [T Plot after fit
e [T Use this path for phase corrected plotting
Open file Save file Clear all Template un Feff, C:¥20170131¥EUN_exp.prj, 1
— - @nNLl @
Mame: EuN Margin: Beta: 3 nlegs: @4 06 i
ot ot e Plot this data set as (1) single scattering, high (100.00)
P ® ¥ z ipot  label
# Thiz fefff file was generated by Demeter 0.9.25 - k123 l l R123 l l Brmr l l Rk l l ki l ’
# Demeter written by and copyright () Bruce Rawel, 2008-2018 E l — — — 8 ggg;ggg ggggggg ggggggg g ,N;']
. . . abs
# S
% total mubc1: 2.073 microns, unit edee step: 4,380 microns L Title lines
¥ specific gravityl 8,747 1 .
# 4| i
# normalization correction: 0.00083 ang”"2
¥ |
TITLE EuN Lebel  Reff=2.507, nles=Z, dezen=h
HOLE 4 1.0 # F¥I: (Eu L8 edze B B377 eY, sq = M [
" nphase, upath, ufeff,nchi & Artemis [7eff] Atoms and Feff
CONTROL 1 1 1 1 S0
PRINT 1 [N T T Rename ﬁ Discard y Feff in Demeter f§f Feff doc - I
AED
R 5.0 P
#POLARIZATION 0.0 0.0 0.0 é‘ Atoms o Feff igivg paths g Path-like @ Console AR
POTENTIALS ot |
# ipot 2 tag - g2
0B E ﬁ . 'R ﬂ .
| & Eo (3 K all Ei
2 7 H Save Plotpaths (k) [x(R) Rank Bl
2rd
ATOMS # this st contains 147 atee | Name of this Feff calculation: gy th
woox ¥ z ipot tag d -
0.00000 0.00000 0 Eul 0
2.50700  0.00000 AT g | ~Description
-2.50700 0.00000 2 NI 2
0.00000 2.50700 2 NI E # TITLE EuN . .
0.00000  -2.50700 2 NI | 4 This paths.dat file was written by Demeter 0.9.25
0.00000 0.00000 2 M 2 4 The central aton is denoted by this token:
0.00000 0.00000 2 NI 2 1 Cluster size = 5,00 &, containing 148 aloms .
2.50700  2.50700 T Eul.t d| 15 raths were found within 5.000 & Fit background
1 Forward scattering cuteff 20.00 I
il 1 Distance fuzz = 0.030 & ion
Scattering Paths (R)| and Re[x(R)].
4 48 00 4280 B N1.1 11.43 Z aother double scatterin
5 s 4542 24.74 & single scattering

@ CtridF—=# UIh5Path1-22&#RU .
EuN.txt®DataDr >~ RDICRSyI& kOYVT
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SPrins-j 8

E=m[EoE T

W‘ @) EuNINt

@[EuN]N1.1(Z
amp_1,enot_1,

dell‘ 1SS 1((.::2)&[/\
H5OVUvYI->Guess&EIUvD

H[EuN]N1.1 ‘ @ [EuN] Eu1.1

fo e

\
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R\A

anp_1
ED enot_1
delr_1

e kg ]

zs_1|

=
=
(=%

=
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=

:

@[EuN]Eul.1(%
amp_1,enot_1,
delr_12,ss 12|
H5OYVUYI->GuessaEIUYVY
-

_—=J
(&~ ]

EU.

~

\

amp_] n

i

AED enot_1

AR delr_12

ot =s_12
.

ey

3rd

® GDSD 1 > RDT

INSA—H 2R

\

>

[-- T I - T ¥ R S % I S T

14

Type Name
guess enot
guess delr
guess ss
guess delr2
guess s52
guess delr3
guess ss3
guess amp_1
guess enot_1
guess delr_1
guess ss 1
guess delr_12
guess ss 12

L Artemis [GDS] Guess, Def, Set parameters

0
0
0.00300
0
0.00300
0
0.00300
1.00000
0
0
0.00300
0
0.00300

Math expression

Evaluated

10.37765 +/- 0.65384
0.02086 +/- 0.00443
-0.00028 +/- 0.00068
0.08882 +/- 0.00433
0.00376 +/- 0.00062
0.02958 +/- 0.01271
-0.00138 +/- 0.00164

=~

* @ Use best fit

3 Reset all
Evaluate

[® Import GDsS
[® Export GDS
4 Discard all

+ Add GDS

@ About: GDS

: 0.74996652 +/- 0.05804875
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s%iE(EUuN)

SPring.. 8

GaN:E

_L Artemis [GDS] Guess, Def, Set parameters e = | E=S|ER 50
L2 i
Type Name Math exp, ' .
\ = GaN_1050C.txt in R space
N | B C T N E ampzZzGuessN'b —
2 |guess enot o L GaN_1050C.txt — |
3 |guess delr ] Set(_g‘E LI ind fit
g ‘ [ window H
4 |guess sS 0.00300 0
- — L
S lgwess g2 o Math expression% €l
6 |guess s52 0.00300
7 |guess delr3 0 1 (_ 3-5 & 8r
: amp_1I[C9 3. 3
8 |guess ss3 0.00300 o = 8&r
9 |guess amp_1 1.00000 L Artemis [Plot] 4
10 |guess enot_1 0 2+
11 |guess delr_1 0 N
12 |guess ss 1 0.00300 i 0 2 3 4 5 &
13 |guess delr_12 0 : Radial distance  (A) Demster 0.9.25 ® Bruos Ravel 20082018
14 |guess ss_12 0.00200 @ R’&a U \\J a — 341867, 21.2951
4 J
amp: 0.74996652 +/- 0.05804875 [] Do stacked plot

@ Fit&E2T |= |

Fit

History

Show log

® PlotDO+14 > RJT
KRB ZLV\WADData%z

FIWVvY

Starting value 0

Save next plot to a file. ]

=reEs

Radial distance

A)

Demeter 0.5.25 © Bruce Ravel 2008-2016

Downward offset 0
Invert paths
@ Never ' Only [x(R)I
O xR+ Ix 9
8
Stack data
7
i 6
=
Plottify list 5
[ ato: wal_1050C.txt i
=
L1 pata: EuN.txt .
2
L 1
1]
0
3.72622, 10.6152
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o4 /i
=
[ EuNDampZAWRWNES
I‘GUN_1OE|O(‘Z.(I>(|‘ in R SDUCE‘ :
— GaMN_1050C.txt
oo — fit 2 b
T winoew uess paraneters:
- anp = D.7499BB52  ff 4/~ 0.05804875 [1.00000]
Lo 1 enot = 10.37764629  ff +/-  D.B5383701 [0]
g delr = D.02088513  ff 4/~ 0.00442518 [0]
N sz = -0.00028036  ff 4/~ 0.000E7508 [0.00200]
o 1 delr? = D.08882057  ff 4/~ 0.00433079 [0]
532 = 0.00378535  ff 4/~ 0.00081790 [0.00300]
delr3 = 0.02958280 ff 4/~ 0.01271497 [0]
o - . : : ; 533 = -0.00187955  ff 4/~ 0.00164492 [0.00300]
R (&)
Correlat ions between wariables:
1- 1/ 1: u=3092, v=175 (T
vy —
( ss,ss3hYENRMEICIRD TS
EA ez par&meter’s.
[ Eu Nd)ampim l,\t’:iﬁn enat CE = 5. 34325009 0]
E@ delr SRR B+~ 0.05415438  [0]
. - = 0.00181247  f +/-  0.004BE043 [0.00300]
. Ga'?‘—mwc'lt"t nR pace delre = 0.09108411  § +/- 0.04941393  [0]
pprensw— 532 = 0.00602794 i +/-  0.00134021 [0.00300]
I delr3 = 0.01747184  # +/-  0.25998001 [0]
533 = 0.00598208 & +/-  0.01826127 [0.00300]
T anp_| = 0.83311801  f +/-  0.14346732 [1.00000]
= enot_] = .12664442  F +/-  1.32206754 0]
3 delr_1 = -0.02608589 4/~ 0.01937029 [0]
= =51 = 0.00958596 4 4/~ 0.00309390 [0.00300]
delr_12 = 0.01492827  f 4/~ 0.00993911 (0]
=5 17 = 0.00634820 4/~ 0.00123201 [0.00300]

Radial distance (A)

Demeter 0.9.25 @ Bruce Ravel 2008-2016

5.13661,

21.2304

[amp_1=0.833




F—S DRF(Gat 1 MEHREL )=

(

- | @ AZ=1—h'5 File — Save project as---Zi#iR ]
L Artemis [EXAFS data analysis] - <u

Monitor Fit Plot Help

Open project or data Ctrl & Save project file ==
Recentfiles = W ,-'-'l.dd """ @Qﬂ | » JxPa—%— » O-ALFrA%Z(C:) » 20170131 v|¢,H 201701310485 ol
_ =Ee  HLITALS— - @
Save project Clss : : :
- P Eraa=les ITHE H i
[ Save project = ] @ IPANBRZANDUVTERE |
Save current fit & o ba—b
& oL FR
Import... k s DOC (D3)
Export , = O TAR ~
774;11%(&):[ GalN_Eu_fitting_artemis.fpj ] .
Edit Preferences T rILOEE(T): IArtemis project (*.fpi) v‘
[ Close Cerl+w ]
Exit Ctrl+q B Lo | [#eer ]

® A=1—h'5 File — ColseZ&iEIRU.
—B5>—5%ZEU%
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EuiixblAlGaN s

T T —rT T T T T T 15 v S—— : :
- m
: Alea1_xN.Eu RT | .é ]
3 Excitation: 266 nm7] = RT
: : £
w | x=040 / x3_; o
S [ £ 10} ® 3
g1 x=035 @ | -
& w ;
E | /\ z |
% | x=024 £
P - ! 3
8! o. 5f :
Z| x=016 _ jm — _x__2_5 T ® 5
S 3 5 [ &
=0.08 J S X84 9 | Al Ga, N:Eu
b— X 1-x
| 1 z @ .
_xo—p ‘\-T_,_l_x'_z‘(_)_ﬁ [ J TR [N U S S (TR S S U —_— S —
610 615 620 625 635 0 01 0.2 0.3 4

AlfHRXx=0.24C
FICHEE N EwRA

A. Koizumi et al., Opt. Mat. 41, 75 (2015).




EuiixblAlGaN s

Al,Ga,; ,N:Eu Eu L,,-edge

IIIIIIIIIIIIIIIIIIIIIIIIIII

4.8A,7.2Ga . i
Al composition =-

T

L Eu Lm-edge Eu® ; _

NORMALIZED FLUORESCENCE
X-RAY INTENSITY
F.T.{k>¢(k)} (arb. unit)

I

: 0 1 2 3 4 5 6
- pet s e Povge po s sy ped RADIAL DISTANCE (A)

€960 6970 89RO €990 7000 (Curve-fiting by FEFF8.4)

PHOTON ENERGY (eV)

A. Koizumi et al., Opt. Mat. 41, 75 (2015).  H. Ofuchi et al., E-MRS2011, VII1 (2011).
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dHiAdy

SPrins-j 8

[Monifo wlfy

Eile

Open project or data

Recent files
Save project
Save project as...

Sawve current fit

Import...
Export...

Edit Preferences

Close
Exit

L Artemis [EXAFS data analysis] - <untitled>

Help

Ctrl+o

2 Add

Ctrl+s

1. AthenaT#FUIZ D 71 V&<
e Ctrl-o ZFE7=(&
* File - Open file(s)

rt an Artemis project or data

- » IVEI—H—»

s g FUWTAILS—

O—7JL 74 A% (C:) » 20170131

= | AlGaN_Eu_exp.prj

Z2R<

B3<(0) |v Frtl

2. 7—H%ZER

Artemis: Import from Athena project file

AlGaN_Eu_024.txt Data group title lines

AlGaN_Eu_024.txtht
BIRENTNS C &= HER

ol = |5

@ IX(R)I
Re[x(R)]

[x(a)l
Refx(q)]

Import selected data

NG >z

| Import selected data |

Cancel |




iﬁﬁ;—‘_g OJEE %ll.‘-\

SPring.. 8

& Artemis [Data] AlGaN_Eu_024.txt
Data Path Marks Actions Debug Help

@ AlGaN_Eu_024 txt oV o1

Data source

C:¥20130110%AIGaN_Eu_exp.pri, 1

Plot this data set as

[ Fath list

L Artemis [Plot]

®0 ®1

(3EER

[va [ o ][ [ ]

(k-range: 3-10.5 A1
R-range: 1.4 - 3.6 A
N\

Fourier transform parameters

E] kmax 105 E] dk 4
(@) rmax 36 @dr 0.0

kmin 3

rmin 1.4

["TDo stacked plot

Starting value 0

Downward offset 0

Invert paths
@ Mever

O IXRI+ IxX(g)l

Stack data sets

wenrard offset

Fitting k weights

Other parameters

3% %R

Fitting k weights(3

© Only [x(R)|

0

[ ]
aa y?

AlGaN_Eu_024 txt in k space

Kx &%)

AlGaN_Eu_024.txt ——
/ window H

2 4 6 8 10 12 14
Wavenumber (A1)

Demeter 0.9.25 @ Bruce Ravel 2008-2018

BaN_Eu_024.txt

lIncIudein fit  [V]{Plot after fi

g(k) 0 D}'\t\with phase correction

D T DaCROr O

Transfered data

\Eu_024.txt" to the plotting list.

\
Include in fit&
Plot after fitFIT vy

[¥] Freeze

8.22109, 18.8951

=l

g T T T I I
gl | | AlGaN_Eu_0%4t¢ — ||
window ——
7
6
=L
=5
z
= 3
2

Radial distance (A)

Demeter 0.3.25 © Sruce Ravel 2008-2018

Save next plot to a file.

-0.434384, 10.5504




feff.inpD{ER (XY 1 B

g!) SPring..8

L Artemis [EXAFS data analysis] - *<untitled>*
Eile Moniter Fit Plot Help
Data sets Feff calculati
b8 GDS

| -
]ﬂ History l Hide "AlGaN_Eu_024.bxt" /\

Fit space: Ok @R Oq [ Save

Add . _
w Fit descriy L Artemis [Feff] Atoms and Feff

Display/hide this data group. Right cliclk Ad dﬂ‘\‘g >Ea U \‘J a

@ soums @ Feff calculations®

& Import crystal data
G )=[) » 32Pa—5— » O PNF<25 (C) » practice dota 201701 »

22 HLLTAAS— =~ 0 @
® iCloud 24N~ g : EREE B4
T JLCfit 2016/12/16 11:01
merge 2016/12/16 10:54
FEREED ] GaN_atoms.inp 2016/12/16 14:25 1KE
[ RFaxsh |7 Ga-site.np 2017/02/07 14:16 128
SEread E
-
JEa-zus
& -

a1 —5—
& O-ALF R
s DOC (D3)

+  [input and CIF files (.inp;*.c +

7R

@1 Rename %\' Discard vFeﬁin Demeter ' Feff doc

{%" S8y Feff ‘;’g paths &') Path-like @ Console
& O % &

Open file Save file Clear all Template Run Feff

Name: Ga-site Margin:  0.03 Beta: 3 nlegs: @4 06
Feff input file
# Thiz fefff file was zenerated by Demeter 0.9.25 -

# Demeter written by and copyright (o) Bruce Ravel, 2006-2018

e =it = e = = e =i
# total muses 9.95

- == = = = e = = == =t = e = = == == e = - = - -
I

m

@ Open fileh 5EBEEUR
| Ga-site.inpJ 71 I &<

. micronz, unit edge step:  10.490 microns
# specific gravity: m

1
==tk -tk e~ - = i =i = s = = th =t~ = = =t — -~ = =t~ =
# normalization correction 0.00045 ang”2
P i =i = s = = th =t~ e = = =t — - = =t~ =

TITLE GaN

HOLE 4 1.0 # FYI: (Ga K edze @ 10367 eV, second number is 3072
* nphasze. mpath, nfef f . mchi

CONTROL 1 1 1 1
PRINT 1 0 0 1]

RHH 5.0
#POLARTZATION 0.0 0.0 0.0

POTENTIALS
# jpot  Z tag
63 Eu
1 A Ga
2 7 {]
ATOMS # this list contains 193 atoms
¥ ox ¥ 2 ipot tag distance
0.00000 0.00000 0.00000 0 Eul 0.00000
0.00000 0.00000 2.20000 2 N1 2.20000
2.07536 0.00003  -0.72839 2 NI.2 2.20000
-1.03771  -1.79730  -0.72989 2 M1.2 2.20000
-1.03763 1.78732  -0.72387 2 MI1.2 2.20000
1.483942 0.00003 2.58800 1 Gal.l 3.17509
-0.91374  -1,53297 2.58800 1 Gal.l 3.17508
1.483942 0.00003  -2.58800 1 Gal.l 3.17509 -
4 I3

Imported crystal data from Ga-site.inp




feff.inpDIRLE (MY 1 MBIRAL) =

POTENTIALS
* ipot Z
0 63
1 31

H B WK K K KB B O K O KK O O O

tag
Eu

Ga

<

.00000
.00000
.00003
.79730
.79732
.00003
.59297
.00003
.59297
.59303
.59303
.59300
.59300
.18600
.59300
.59300

* this list contains

0
2

z
.00000
.20000
.72999
.72999
.72997
.58800
.58800
.58800
.58800
.58800
.58800
.00000
.00000
.00000
.00000
.00000

ipot tag

0

L e N = T = T = W N R U =S S RN OO R N

Eul

N1.

N1.2
N1.2
N1.2
Gal.
Gal.
Gal.
Gal.
Gal.
Gal.
Gal.
Gal.
Gal.
Gal.
Gal.

N M NN N R KRB R R R OR

POTENTIALS
* ipot Z element
0 63 Eu
1 31 Ga
2 7 N
3 13 Al
ATOMS
* x y
0.00000 0.00000
0.00000 0.00000
2.07536 0.00003
-1.03771 -1.79730
-1.03769 1.79732
2.75916 1.59300
-2.75916 1.59300
0.00000 3.18600
2.75916 -1.59300
-2.75916 -1.59300
0.00000 -3.18600
3.18600 T
3.18600

0

2.20000 2 N1.1

© aRELRFAI

(ipot 3, Z=13)&:Eh

* this list contains 77 atoms

z

.00000

ipot tag

0

Eul

0.
2.

distance
00000
20000

O©. —&BDE iR FGaZ

O O O o o o

.00000

.00000
.00000
.00000
.00000
.00000

Al(ipot 3)ICBEZR S

All.
All.
All.

R R RHF W W W

Gal.
Gal.
Gal.

N N MM NMDN

w W W w w w

.18600
.18600
.18600
.18600
.18600
.18600



—h
L
=0
1=111[

tE(IRY - MEIRE) <3

_L Artemis [Feff] Atoms and

L Artemis [Feff] Atoms and Feff [F=B|EcR ™)
@ Ru n Feff&a U ‘\J a @1 Rename ﬁ Discard ?ﬁ Feff in Demeter B Feff doc

‘ ,%9 @o Path-like @ Console
H @ Kk R Re | im

- .
11 Rename V Discar

Pl Paths

S, Feff ':'rtl_u; Paths i e

Open file Savefile Clearall Template Save Plotpaths  y(k) [x(R)I | Relx(R)]| Im[x(R)] Rank
Name: Ga-site Margin:  0.03 Beta: 3 nlegs: @4 ©6 MName of this Feff calculation: GaN_Eu_feff
Feff input file Description
i #f TITLE GaM -
TITLE Gal ﬁ This paths.dat file was written by Demeter 0.9.25 =
R \ B The central atom is denoted by this token: B E
qﬂLE 4 N 1.0 thY;.ﬁSGa Eledge B 10387 &V, =econd number is Sﬂm it Cluster size = 5.00 &, containing 182 atoms
CONTROL (oAt i st fen | it 29 paths were found within 5.000 &
ERINT 1 0 0 0 = I Forward scattering cutoff 20.00
f Distance fuzz = 0.030 & i
RHix 5.0
#POLARIZATION 0.0 0.0 0.0
cattering Paths
PDTENTIALS
# 'EOt ES éag Degen Reff Scatter ing path Rank L Tyre &
1 B [ia 1 .00 200 @ HI1® 100,00 £ =zingle seattering
2 7 M 2 900 2179 @ Gal.1 @ 100,00 : =single seattering
3 13 Al 2 a.on I 188 BAl1.2 @ 21.57 i zingle scattering
e 1.00 52135 B H1.E o) 948 I zingle scattering
ATOKS # thiz list fo?tains 143 atoﬂs . 5 15,00  F.628 @ Wi.Z  Gal 1l @ 11.31 % other double scatte)
#ow ¥ z ipot tag istance G 6,00 3633 B HI_Z AllZz B 6. 55 i ather double scatte
gggggg gggggg gggggg g E?ll gggggg 7 9,00 F.782 B H1.4 E 57.41 i single scattering
2 07536 0.0000% -0.79999 3 N{.2 590000 3 1200 3.9 @ HI.1 KNi.2 @ 12.23 % other double scatte|™
-1.03771 0 -1.797300 -0,72999 2 Ml.2 2.20000 3 3,00 4078 B HI.2  Gail 1 HiILZ @ 348 £ dog-leg
T o vnm ot D e am o ew s s Cw b
-0,91374  -1.59297  2.58800 1 Gal.l 3.17609 s lnon a0 @2 @ Hi.zooe B.85 ! hinge
1.83942 n.ooo03 -2.88800 1 Gal.d 317504 ~ 1B 24.00 4420 B Gzl 1 MIL4 @ 2.5E % aother double seatte
-gg}g;i -}gg%g; -gggggg } gaH g};g?g \\ 17 1200 4432 EAILZ NI @ 5.44 % other double scatte
U, . . Al . - - .
-0091974  1.59303 -2.59800 1 GCal.l 301751 T nm g emiooe L fi g seatier ing
2.75918 1.65300 o.0oooo 3 A2 3.18 ing
-2.75318 1.583300 o.0oooo 3 Al.2 31 N — E” tter
0. 00000 3.18600 0.00000 3 Al1.2 3.1 F @ E'u‘ tter
. L =oadaly oo o Lal. EF P
-2.75316 -1.53300 0.0o0000 1 Gal.? 3.1

, | + HOLE : 1(K-edge) — 4(L;-edge) :
- P EF(ipot 0) : Ga(Z=31) = Eu(Z=63)

- I EFDtag : Gal — Eul
- TIEREFNDOxyzEEEZE
\_* —EPDETirERFGaZAl(ipot 3)ICEETM]MRD




SERRME & EEEREH B (MY MEMREL) LR * %3

@ &Path@71>&20Uv Y

—

L Artemis [Feff] Atoms and Feff [E=2[ESR5 & Artemis [Data] AlGaN_Eu_024.txt e
o] Rename ﬁ' Discard y Feff in Demeter ' Feff doc Data Path Marks Actions Debug Help @ REa I \ a
[Gasite] M1.1 J J
AlGaN_Eu_024.txt v o1 ’ Ga-site!
&y | sa, Feff éﬂ Paths & Path-like @ Console _EU_Ues. [Ga-site] Gal 1
b e [Gasite] Al1 2 ¥ o = S
Data source nclude path
D kR Re [T | o e G [wara
cave Potpaths y(9 IR ReDy(R)] =" C:¥20170131%AIGaN_Eu_exp.pr], 1 enid © \
) . k-weight
Name of this Feff calculation:  Ga-site Plot this data set as (T} single scatten
1 2 @3 kw
Description l k123 l l R123 l l Rrrir l
¥ TITLE Gal N 5
1 This paths.dat file was written by Demeter 0.9.25 = Title lines ‘StaCk indic VR
I The central atom iz denoted by this token: @ ‘il
I Cluster size = 5.00 &, containing 182 aloms 4
1 29 paths were found within §. DDD A
I Forward scattering cutoff 20.0
T Distance fuzz = 0.030 A La @ Magnitude () Real () Imag.
N ]
Scattering Paths sp : Plot x(q)
Fourier transform parameters A0 ) Magnitude @ Real ) Imag.
AR
kmin 3 kmax 10,5 dk 1
i . e
i ocingle scattering - [T Plot fit [1Plot bkg
11.81 3 other double scatte min - 1.4 max 3.6 dr pp Ei
other double couttel @) @) o [#] Plot window [ Plot residual
‘ | — Plot running R-factor
i other double scattel Fitting k weights 4h 0 9
2 B 348 L dog-leg ki K
1e 688 rattle M1 @2 3 [Cother 0.5 min g max 15
2 E 685 & hinge
§.38 % other double seattel Other parameters min g rmax g
N Include in fit Plot after fit  [C] Fit background
D CtriF—=HLBRS | o0 L
i Artemis[Plot.1 (=} —
= [Plot.1] (=5 [EEH Plotting list

Data: AlGaN_Eu_024.txt

Path: [Ga-site] N1.1 from AlGaMN_Fu_024. txt
Path: [Ga-site] Gal.1 from AlGaN_Eu_024.tx
Path: [Ga-site] Al1.2 from AlGaN_Eu_024.txt
Path: [Ga-site] N1.4 from AlGaMN_Eu_024.bxt

path1-3,7ii1§j:Rb\ ewezeaala? -

AlGaN_Eu_024.txt in R space

DataD -« > ROIlCcROVD . | . |

/’\ AlGaMN_Eu_024 tt ——

\( Path4-6(1§5b“ﬁb\) / 2T / \ [s;.sitiﬁi”N‘i?}“ —

| \ [Ga-site] Ga1.1
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T \ [Ga-site] N1.4
__ 15
]
: Save next plot to a file. l
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Radial distance (A)
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6.19739, 29.4497
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AlGaN_Eu_024 txt in R space
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® VPathflc
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Action
— Make sum of marked - :
paths and plot in R | / isance (A) L

X(R)|

[] kath: [Ga-site] N1.1 from AlGaN_Eu_024. txt
[] Bath: [Ga-site] Gal.1 from AlGaN_Eu_024.tx
||| ] #ath: [Ga-site] AlL.2 from AlGaN_Eu_024.txt @ E;Rl 7.'— Path®E| Abﬂ
[] kath: [Ga-site] N1.4 from AlGaN_Eu_024.txt L n
Path: Ga-site Eﬁ—

/N

E%;R Plotting list 6.08803, 25.3498
\ / {[v] bata: AlGaN_Eu_024.txt 3

[@ Data&VPathi4t
DFIVI&ERT —

Save next plot to a file. l
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O ampZzGuesshSset(cEEL.
\Math expressionz0.833(cEXHE

L Artemis [GDS] Guess, Def, Set parameters
Type Name Math expression

1 |set amp 0.833
T |guess =i 0
3 |guess delr 0
4 |guess S5 0.00300
5 |guess delr2 0
6 |guess 552 0.00300
7 |guess delr3 0
8 |guess ss3 0.00300
9 |guess delr4 0
10 |guess ss4 0.00300
11 |guess
12

Evaluated

-

fe] & ]

@ Use best fit
¥ Reset all

& Highlight
Evaluate

(® Import GDS
[% Export GDS
4, Discard all

4 Add GDS

& About: GDS

[¥] History

4[ @ FitZ3=4T T

[Z] Artemis[Plot.1]

bE f#H@aaaqly?

AlGaN_Eu_024.txt in R space

(A%

[x(R)|

T T T T
| j | AlGaN_Eu_024.txt ——
fit ——
window ———

2 3 4 5 6
Radial distance (A)

Demeter 0.9.25 ® Bruce Ravel 2006-2016

5.80370, 14.5765
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[ Save next plot o a file. ] window i
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[ClEreeze Clear fit ——
4 L
o — ‘ \ l Save next plot to a file. l [Ga_SIteW]IRJ 1?:“{ —_—
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Radial dis‘tance (A) Demeter 0.9.25 @ Bruce Ravel 2006-2018
5.11474, 11.8306
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Fit Plot | Help
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o

Data sets

L
]

Users' Guide

Documentation: Plot window
Documentation: Atoms and Feff
Documentation: Running a fit
Report a bug

Ask a question

About Artemis

Table Of Contents

1. Forward

2. Starting Artemis

3. The Data window

4. The Atoms and Feff Window

5. The Path page

6. The GDS window

7. Running a fit

8. Plotting data

9. The Log and Journal windows
10. The History window

11. Monitoring things

12. Managing preferences

13. Worked examples

14. Crystaliography for EXAFS
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Helpful Links.

ersion: 0.9.25

Demeter homepage
Demeter @ github
Ifeffit mailing list
Larch homepage
Mfeffit @ aithub
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Artemis: EXAFS Data Analysis using Feff with Larch or Ifeffit

I sing of Artemis, whose shafts are of gold, who cheers on the hounds, the pure maiden, =
of stags, who delights in archery, own sister to Apollo with the golden sword. Over the ¢
hills and windy peaks she draws her golden bow, rejoicing in the chase, and sends out gri
shafts. The tops of the high mountains tremble and the tangled wood echoes awesomely with
outcry of beasts: earthquakes and the sea also where fishes shoal. But the goddess with 2
heart turns every way destroying the race of wild beasts: and when she is satisfied and k
cheered her heart, this huntress who delights in arrows slackens her supple bow and goes
great house of her dear brother Phoebus Apollo, to the rich land of Delphi, there to orde
lovely dance of the Muses and Graces.

Homeric Hymns XXVII
Translated by H. G. Evelyn-White

¥5(CShelly D. Kelly (Argonne Natl. Lab.) dAthena & Artemis(CBd9 Btutorial
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https://bruceravel.github.io/demeter/documents/Artemis/index.html
http://xafs.org/Tutorials
http://xafs.org/Tutorials?action=AttachFile&do=get&target=Basics_of_XAFS_to_chi.pdf
http://xafs.org/Tutorials?action=AttachFile&do=get&target=Basics_of_XAFS_analysis.pdf
http://millenia.cars.aps.anl.gov/mailman/listinfo/ifeffit/
http://millenia.cars.aps.anl.gov/pipermail/ifeffit/
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