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Options

Plot weighted components

[«| Plot residual

[¥] All weights between 0 and 1

Force weights to sum to 1
Add a linear term after ED

[ | all standards share an EO

Add noise |0 to data

Information content | 9.553

Combinatorics

Use at most | 4 : standards

Reset

LCF % 4 vy 4% Jfl

Actions
Fit this group
Fit all combinations
Fit marked groups
Save fit as column data
Plot data and sum
Plot data and sum in R

Make group from fit

Use marked groups
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Actions

Fit this group

Fit all com hinati@

Fit marked groups

Save fit as column data
Plot data and sum
Plot data and sum in R

Make group from fit
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Standards R-factor Reduced chi-square &
(8,C.D1 6.06e-005 8.8e-006 )| [ . ‘ )
ACDH 6.74e-005 9.8e-006 % % % % } ’ 11\‘ % é\é /6\

A CDG 8.23-005 1.2e-005 \—?L-‘E FR%—F A
(ACEI 0.0001565 2.28-005) N
ACEG 0.0001715 2.5¢-005 # $PCAQH T4, 47
ACEH 0.0001776 2502-005) | HERR TR G456 ! .
ACDF 0.0001823 2.66e-005

ACF.G 0.0002092 3.05e-005

ACFI 0.000219 3.19e-005 v
# Standard Weight EO

A Au foll 0.347 (0.009) 0.000 (0.000)

B AulCl

C Au3 Clag 0.432 (0.005) 0.000 (0.000)

D Au hydroxide 0.056 (0.003) 0.000 (0.000)

E Au cyanide

F  Au thiocyanide

G Au sulphide

H Au thiosulphate aq

I Authiomalate ag 0.165 (0.149) 0.000 (0.000)
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’Peak fitting
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Fit range: -25

to

5 [T]Plot components [ Plot residual

Lineshapes | Fit results | Sequence

Name arctangent 1

Height 0.949 [ fix

Gaussian

Name gaussian 1

Lorentzian

Name lorentzian 1

Lorentzian

<

Height 0477 [lfix  E0 4969.710(@#lfix o 1711 Flfix w,-ib'.-s‘ I ix

Height 0.618 [[fix EO 4966.200 fix o 1497 [Ffix
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Actions

[ Fit ] [ Plot sum ] [ Fit marked ] [ Reset ] [ Save fit ]
Step functions Peak functions

Atan v [ Add step ] Lorentzian M Add peak
Arctangent

change to error function [ exclude

Center 4975.580 fii Width 0.909 [ fix

m

change function

[T exclude

change function

[ exclude
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Plotting k-weights

®0 ®1 ®2 ©3 Okw

’PIot in energy v

H(E) O p(E)
["]Background

["] pre-edge line

["] post-edge line

Normalized @ Normalized
[ Derivative ["] Derivative
[712nd derivative 2nd derivative
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Document section: peak fitting
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Return to main window

] Emin -25 Emax 20

Save your project with one click
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® Step functions
v' arc tangent
v’ error function

@ Peak functions
v' Gaussian
v’ Lorentzian
v pseudo-Voigt
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(~ Actions

‘ Fit ’ [ Plot sum

Fit marked ] [ ’ ‘ Save fit ’
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Peak functions
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File Group Energy Mark Plot Freeze Merge Monitor Help

[7] 0.94M sulfate

[Main window

- sa oon e
7

[7] Cu_transmission.dat

Current group: O0.1H sulfate Datatype: xmu (7] Freeze

File Di\study\Data\PCA\SA.prj, 1

~| Edoe [k

Elemen | 16. sulfur ,l Energy shift g Importance 1

[7] Cu_fluorescence.dat

Background removal and normalization parameters

EO 2481.2 Rbkg 1.0 [« ][> | [¥] Flatten normalized data
Algorithr [ Autobk k-weight 1 (%! Normalization order ©'1 ©2 @3
Pre-edge range -150 to _75 Edge step 1049219 [[lfix

Spline clamps

o fore_]
o |

Normalization range 23651

to 317.664
to 9457904
to 340817

Standard [None .l

Spline range in k 0

Spline range in E 0
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() I |

Forward Fourier transform parameters
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arbitrary k-weight (5 [7] phase correction

k-range 2

Plotting k-weights
®0 ©1 @2 ©®3 Okw

Plot in energy v
Back dF i t £ t =
ackward Fourier transform parameters . ENG) D
R-range 1 to 3 dR 0.2 window | Kaiser-Bessel v ["]Background
["] pre-edge line
Plotting parameters ["] post-edge line
Plot multiplier 1 y-axis offset 0 [[INormalized  © Normalized

[7] Derivative
[7]2nd derivative

Emin -200

|| Derivative
[T12nd derivative

Click to select. Right click to post a menu. Drag and drop to add data.
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[Self—absorption correction

Algorithm Group  0.94M sulfate

® Fluo — p(E) Element S Edge K

© Booth — x(k) Formula  ((NH4)2504)0.94(H20)54.8

©) Troger — x(k) Angle in 45 3 : Angle out 45'

©) Atoms — x(k) Thickness '1000 ] Density "1
[ Plot data and correction ] Plot data and correction in R
[ Info depth in energy ] [ Info depth in k ]
[ Make corrected data group ]

Feedback
Fluo algorithm -
S K edge, edge energy = 2481.2

Dominent fluorescence line is Kalphal (K-L3), energy = 2309.50

Element  number
H 117.120
bl 1.880
1] 58. 560
S 0.940

(using the Elam tables)

[ Document section: self absorption I

0.1M sulfate

0.94M sulfate

SA 0.94M sulfate
[7] Cu_transmission.dat
7] Cu_fluorescence.dat

R
N B

Title for marked group plot

Legend location
© top left © top right

©) bottom left ) bottom right

[7]Suppress legend [| Outside
Marked plot pause (ms) 0

i Return to main window ]

[ Save next plot to a file ]

Change data processing and analysis tools using this menu.
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[7] 0.1M sulfate
[7] 0.94M sulfate

[Self-absorption correction

> Cu_transmission.dat

Group  Cu_fluorescence.dat

Edge K

Algorithm

® Fluo — p(E) Element Cu

© Booth — x(k) Formula (g

Anglein 49

©) Troger — x(k) : Angle out 41

() Atoms — x(k) Thickness 4.6

Density g9

{7 Cu_fluorescence.dat

I Plot data and correction ] [ Plot data and correction in R

Info depth in energy ] [ Info depth in k
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I Make corrected data group

Feedback

Booth and Bridges algorithm, thickness = 4.6 microns
thin sample formula

Cu K edge, edge energy = 8979.0
Dominent fluorescence line is Kalphal (K-L3), energy = 8046.30

(using the Elam tables)
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~ []Suppress legend []Outside
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Plotting k-weights

®0 ®1 ©2 @3 Okw

Title, legend, single file V]

Title for marked group plot

Legend location

) top left © top right

©) bottom left ) bottom right

[ Document section: self absorption

] Marked plot pause (ms) 0

Return to main window

] [ Save next plot to a file ]

Plotted data using Booth algorithm.
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& [Principle components analysis v] 473
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N Analysis range: -20 to 80 : ~ : : F 9.33
g\ fg Y 9 @ norm p(E) ) deriv p(E) @) x(k) 20
\ 33
§§ % | Perform PCA ’ 720 =
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' " [ Au hydroxide
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Eignevalues Variance Cumulative variance F A id
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Plots Actions
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