P

ALBA

VIPER (Visual Processing in EXAFS Researches)

e 'Formats...' dialog box

Formats for XAFS data files .

format narme:

HASYLABR #1 tranzm

HASYLAE _ed afterlun003 Up

HASYLAE ed_transm |

S pring# Dawn

#aFS Model Compound Librarny j
header

" congists of [ ] strings
" consists of stings begining with |:|

* ends with [lazt] sting containing

unique words in header to recognize thiz format
[HHEMERGY [ £ND | |
data in columng Coll through Colb2
absolute energy ﬁ El"'fv

e
0= [Cold |
f* f1= [Cold |

" load i1 columnls as separate specha:
frarn colurmr :l through |:|

reference curve [for energy calibration]:
[In[Cal3/Cal10) |

] Cancel Help

|

|

| Comments

Er

ExAFS-Scan started at 22-Jul-2005 14:43:12
Mame: pd5_0000% from 24150 ta 25397 .88

Counter readings are offzet comected and normalized to 1z, the offsetz are:

Cl1227C2106C3180C4 0

Fain of Keithleps: |C1=10expd |C2=10expd 1C3=10exp3

Filter rize time : 1C1=3msec 1C2=3mzec |C3=3msec

Ilzing the Si_317 crystalz. Translation of crpstal2 iz 7353236 mm,
detuning=00%  exit_slit=0.60=3.00mm ™2

The prezent ring current waz |_doris=110.347E ma.

zample pogition [mot25]=98.36

|

| The EXAFS Scan Regions
|

| Erergy Delta Sample_Time Edge Power
I 24150 2 nz 1] 0

| 24320 nz 0z 0 1]

| 24370 e 0z 0 1]

I 24440 0927 nz 24350 2

I 25400 1] 1] 1] 1]
|
I

I Data

#d

Col 1 PD5_00005 FLOAT

Col 2 PDE_00005 FLOAT

Col 3 PD5_00005_HHTHETA FLOAT

Col 4 PD5_00005_HHEMERGY FLOAT

Col 5 PDE_00O05_REF FLOAT

Col 6 PD5_00005_C1 FLOAT

Col 7 PDE_00005_C2 FLOAT

Col 8 PD5_00005_C3 FLOAT

Col 9 PD5_00005_C4 FLOAT

Col 10 PDE_00005_DELTA FLOAT

Col 11 PD5_00005_SAMPLE_TIME FLOAT

24150 1365963 2017096 2415524 OB1F117E
2415188 1366717 9ME471 241569 0E1EBS73
2415393 1365626 95768 2415878 (0B166254
2416601 -1.366015 9014938 2416082 0B165853

24158 1368955 9014235 2416284  0B1E1E4E

24160 1366273 3013522 2416475 06156731
24161.895 136376 912842 2416653 0EB156254
2416393 1366464 9135 2416843 0EB1561352
241660 1366609 9.011373 2417046 06154613

REE

Y

181132
17386
17328
1810
18078
17324
17927
18121
18030 -

«

4

after opening an experimental file (containing currents of ionization chamber
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HO017 lignes d'en-tete.
#Oate: 13/09/1996

HPoste: ExAFS3
HCristal: 5311

File format: LURE old .
& transmizsion, mu=In(il#l] " fuorescence, mus=il /il [ERlEeneiab)| 13413 ;I & o

B " masimurn of mu derivative

€ marimum of reference curve derivative
HHeure: 14:03:20 ™ yzer-defined point [use 'Set reference energy’ cmd)
HFichier: C:A\DATASWPUBLICAMENUSH WK ADS0045. DAT 1+ use original energy mesh smooth derivatives

[~ show reference curve
[~ showits derivative
[ show derivative of mu

ﬁ times

Whole View

Extend ¥ by 25%

Set reference energy
Delete a point

Delete a region

Mark region as a glitch

o
Zoom Left Y-Axis
Zoom Right Y-Axis
® Zoom Both Y-Axes

Divide currents by thaze of an empty scan -

nome ﬂ
smoath Elﬁ times
multiply 1 of the empty szan by

I~ show divided

[ E=14016.8952 |=26647.5416

[ B10 points  EMin=13279.62 EMar=14500.52 <Mdin%/dzl>=5.313e-4
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PP ? Il A FTag Sk fip fp fig s

Whale View

Extend ¥ by 25%

Show mu derivative
v Show mu nermalized

Pre-edge backoround correction

Scale glitch

Replace glitch by a spline
Delete glitch region
Jumping glitch correction

miu(E)

Pre-edge background
Post-edge background
Assumed mu_0

EQ

T instrumental deconvolution
{% from formula;

pre-edage backarmd ug: polynomial -

7] | A 2T 1) T e

|gau[e,U,4]

niormalize bo

€ from file

regularizer|1.000 Start deconyvn

= ' uglEuslE) ¢ mp=1.304

—— post-edge background ug ———
| " through the knots

T~ multi-e and lifetime decormalution
% from formula:

ok[?]

- | % smoothing spline
™ hayesian smoothing

[lorfe.0.0.75)

regulanizer [B.460e+5 ﬁ Fird

 from file [

regularizer|1.000 Start deconyvh

v azsume resemblance to:
| & step [ with white line

zmaoth ﬁ times

E
* 348420 4 Location... |

142 00 max derivative

4
i k. dj * grid size, dk
|
max k [16.29 ﬂﬁ num of nodes

491 data points 0.04

equidistant k-grid—

€ integrated wie)
" calculated ug: rot loaded 22

<[1012 ] shie[0.00_]4p/ev

¥ azsume known left end

Elosel Subtract... | Conections...l

[~ sum close ptg | hodes= 340

Save params | Load params | ﬂ

[ E=13520.3772 k=4.9128 mu=0.3963

[ B10points  EMin=13279.82 EMax=14500.52

a filtered x(k) is loaded and the command 'fitting using U(r)"' is performed
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+ YIPER - mniVIPER\SAMPLES\O

File WView FProcessing  Window Help

Fitting Using U(r) !EH

fiting space
sk A7

treatment Temperature
’Euantum " classical ﬁ

. central mass (.
o [0 10 1 [E500 ] 0
nodes [51_| 3]  d= 001280
~owelt [1] 2] of 1] 2] welsinuin
U= [af2{rs]"2lstep( 2+ (a/b] "0.5)/1] ?|

farmnula paranmeters %

[a ]2 =[2168243¢+5] 5]
increment [>0:%; <0:abs) |3.8147 ﬁ

- =]
M=|3.94336 | &

scatterer mazs [aw ] [16.000

amplitude & phase: ﬂ [+
BiD213.a p

e0- (12 ]

i el _ | J o
chbkricw w2 121 | ey

Statistics...l Baze... | iteration F0[47]

Average values... |

Constlain...l Help Setup...| Start |

@K Cevem O meV  THz
energy= 370 77537
frequency= 10853805
phonot number= 2. 7RE-02
lambda_el-ph= 1.3334EE-02

=21793
g2=0.01024
calculator
K K
l:lr' rev.om _ rev.cm
" me =
" THz THz

U(r) and g(r)

Whole View

® Zoom Left ¥-Axis
Zoom Right Y-Axis
Zoom Both Y-Axes

[ 4™ 2 lim o=l < FT il

Eneray levels
—— RDF{r)

€ filp iy, fig

[ 1=1.9309 U=4497 46 g=14.43

[<>=21799 <o2>=0.010233

'Statistics' dialog box (after pressing 'Statistics..." button) with mapping and statistical tests
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AR= — N=2akaR/z+2= 1358
P=E v=HFP=8
individual errors of data points
are proportional to k™, m= =
* proportionality coefficient is unknown
" knawn
~

g [ ]

y2+test 800000000 32 and Ftest
5P
(" independent
Help

" zupreme projection
i+ integrated Save corm matris

A prian space sizes:

Statistical evaluations (to redraw, press 'Statistics... |® x

o colors O numbers
wl_b1=E.E32e-1

click right mousze M1 el al bl =1 =21
5 M1=21659-1
5 el=8187e1
zal=1.408=+4 (HIHEEEE
5h1=149%+4 I ]
sx1=1.552=2 IR
52127932 I

Hide kap
=l
-
[ most probable
(1% post=£.0000
min max pivelz
ot <J[22es5 JeBes UE]
v:[a ~J[207 [211 [115 |

ellipticity param =0.5133

12 O ewact decomposed

carelation coefficient = 7.404e-1

corfidence level (0333 | 5

Save map

12 critical value
D.832

v=[8 |5 c=[0832 ]3] %2 _avs
F-test -
FI5° =09
Help

you can open as many files as you want (this is a series of CuZn-based catalysts under reduction treatment)
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File View Processing Window Help ||

M chi*k"2

% VIPER - D:\klmn\Spectra\DESY.02\CuZn_jun.02\cunay550h2_1.fio

spectrum #
out of 12

LEIE
Remave

Apply to all spectra
Combine spectra...

Hide all other spectra

1 D:Vmn'\Spectra\DESY. 02\CuZn_jun.02\cunay 120he_1.fio
2 D:emn\Spectra\DESY . 02VCuZn_jun.02\cunay 170h2_1.fio
3 D Vdmn\Spectra\DESY . 02VCuZn_jun. 02\cunay200h2_1.fio
4 Dsmn\Spectra\DESY . 02VCuZn_jun. 02\cunay250h2_1.fio
5 D:dmn\Spectra\DESY . 02VCuZn_jun. 02\cunay275h2_1.fio
6 D: \kmn\Spectra\DESY. 02\CuZn_jun.02\cunay300h2_1.fio
7 D:\klmn\Spectra\DESY. 02\CuZn_jun. 02\cunay330h2_1.fio
8 D: \klmn\Spectra\DESY. 02\CuZn_jun.02\cunay360h2_1.fio
3 D:\kimn\Spectra\DESY. 02\CuZn_jun. 02 \cunay400h2_1.fio

10 D:Kimn\spectra\DESY. 02\CuZn_jun.02\cunay450h2_1.fio
11 D:Kimn\spectra\DESY. 02VCuZn_jun.02Ycunay500h2_1.fio
v 12 D:Ydmn\Spectra\DESY. 02YCuZn_jun. 02yunay550h2_1.fio

lim 5% «1* FT oty Sk g Gy G4 “dé_n;k :

[ ingtrumental deconvalution

-
I

=

[1.000_]

[ multi-e and lifetime deconyvolution

-
I

=

E
’ ¢ ¥ Location...

7 1/2 1 man derivative ™ manual
equidiztant k-grid
it k. W' | % grid size, dk
K[
max k [13.27] 4% nurm of nodes

398 data points 0.025
[~ sum close pty | nodes= 335

pre-edge backarnd ug: polynomial

432101 [ wisible

niormalize to

o uglEluglE] « jump=1.225
post-edge background wg

(™ thraugh the knots

{+ smoothing spline

™ bayesian smoothing

reqularizer [7.233e+5| 5 Find

v azsume resemblance to;
* step [ with white line

smaath g fiMnes

~

™ calculated ug:

<[1.013 ]2 shirt[0.00_]4p ey

Iv azsume knawn left end

Cloge | Subtract... | Comrections...

Save params | Load params | ?

O[]

0a

0.6

0.4

0.2

0 1 1 1 1 0.0 &
8370 f380 f390 000 010 a020 0 2 4 6 8
[ [ kMin=3.39 kMax=13.27 dk=00250
you can easily combine several spectra. Here are 6 fluorescence spectra ...
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BEE
i, ) Azl
B[

sdge backarmnd ug: polynomial
B|-2|-1[a T [ wigible

nalize to

spectrum # A =
out of & v x

4 DK S pecA\DESY. oA DECR | E4TiMio2_polyrerd. cur
5 Dkt S pectrabDE 5. 0540605 _E4TiMio2_polumerS. cur
6 D:klnnhSpectra\DESY 0540605 _E4TiMio2_polymerb. cur

" surm wp cunents (% point-by-paint U oEluplE] & jump=0.013
{* zum up mu's " adjust energy grids then sum st-edge background ug
rough the knotz
Surm Cloze moothing spline

Epezian gmoothing

| | legularizer¢ Find

' [+ aszume resemblance to:

I:I 0 step [ with white line
. smioath g limes
4969.038 [4¥| Location... ©

142 © ma derivative & manual | caloulated ug:

equidistant k-grid x & it 4 b o

1
4 g 3 10 12 mink 269 li* | & aid size, dk
@ o ﬂ ok [z :| O pumnoof nodes | ¥ @ssume known left end
J—| 507 el 0.025 Cloge | Subtract... | Corechions. .
: 014 [~ sum cloge ptz | nodes= 408 Save param: | Load params | 7
10t 5 —
D 01z
08t i 010
06 5 0.0a
i 0.08
0.4f 5
0.04
0.2} i
\__% : 0.02

I:I'f?EIEEI 4360 4570 4580 4350 5000 5010 D'DDD

| [ k=12.8800 E=FE01.0931 chi=0.0692 | kMin=269 kMan=12.88 dk=0.0250
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T instrumental deconvalution
% from formula:

|gau[e,[l,4]

£ fram file

regularizer|1.000 Start decarwn |

T multi-e and lifetime deconvalution -

ok|?]

% fram formula:
[lorfe.0.0.78)

£ fram file =2

regularizer|1.000 Start decunvnl
E
* s 4} Location... |

12 max derivative ™ manual

—_equidiztant k-gnd—
4
i k. dj

o grid size, dk

max k jﬁ " rum of nodes

510 data points 0.025
[~ sum cloze pts | nodes= 408

pre-edge backgrnd ug: polynomial-

okl?] {-4I-3I-2I-1 [OTT - [T visile

normalize to

Ml {f" uglEluglE] @& jump=0.057

——post-edge background wg ———
 through the knots

" smoothing zpline

" bayesian smoaothing

regularizer |1.000e+6 ill Find
— v assume resemblance to;

@ step [ with white line

amooth ﬁ timez
" integrated W]
" calculated ug: ot loaded

<[1033 ]2 spit[000_]4p ey

Iv azzume known left end

Elosel 5uhtract...| Eurrectiuns...l
Save params | Load params | ﬂ

| k=95251 E=R314.7057 chi=-0.0034

[ kMin=2E9 kMax=12.88

dk=0.0250
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