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This tutorial contains navigation buttons that enable you to move throughout the
tutonal.

Please use the navigation buttons and not the page up/page down or arrow
keys to navigate through the tutorials.

This is the 'Next' button. It takes you to the next frame or stop point.

This is the 'Previous' button. It takes you to the previous frame or stop point.

This is the 'Go to frame’ button. It takes you to a specified frame.

This is the 'Go to URL' button. It takes you to a website link.

Press the 'Next' button below to start this tutorial.
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This tutorial covers how to run MCR using the
Imageqgui.

NOTE: | did not write the code for the
implementation of MCR used in the Imagegui. |
am using the MCR-ALS toolbox developed by
Roma Tauler and Anna de Juan from the
University of Barcelona.

The MCR-ALS toolbox can be downloaded here:
http://mcrals.info

This must be installed before you can use the
MCR panel in the Imagegui.

| do not use all of the options available in the
MCR-ALS toolbox. If you need access to those,
you will need to use the MCR-ALS toolbox directly.

My implementation of the MCR-ALS toolbox uses
the following defaults:

-Non negativity for components and spectra

-Fast non linear least squares (fnnis)

-No closure

See the MCR-ALS website for more information
on those settings.
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MCR requires an intial guess in
order to find a solution. It is typical
to use PCA scores as the initial
guess.

It should be noted that MCR results
are completely dependent on the
initial guess. Meaning that there
are an infinite number of MCR
solutions depending on the initial
guess and settings used. ltisupto
the user to determine if the solution
obtained makes sense.

| find MCR most useful to display
results from data after using PCA
to interpret the data. Meaning | only
use MCR after using PCA to figure
out what | think the data is showing
me and getting an idea of how
many components there may be on
a sample.

For this tutorial we will use PCA
scores as an initial guess for MCR.
To start we need to run PCA on
our data.
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| Load Selected Data t\‘s 4 :_L

Image: None

Variables None

Data Preprocessing

A detailed tutorial on running PCA
can be found in tutorial 06. Here
we will just cover the basics
required in order to use MCR.

Select the data you want to use
from the menus above and press
the 'Load Selected Data' button.

IChoose an option below ;l
Run PCA
PCA Summary
PC# %Var %Vartotal
|
=l

Name for scores matrix

Name for loadings matrix

Name for Variance matrix

# of PCs to keep in model I—

Save PCA Data |

Close Panel
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Load Selected Data |

Image: imagedata_e2n_1

Variables exactmass_e2n_1

Data Preprocessing

IChoose an option below ;l

Choose an option below
None

Autoscale

Mean Center

Squareroot

Squareroot & mean center

Mass scale & Mean Center
Mass*2 scale
Mass*2 scale & Mean Center

El

Name for scores matrix

Name for loadings matrix

Name for Variance matrix

# of PCs to keep in model I—

Save PCA Data |

Poisson Scaling
PoissonScaling & Mean Center
Mass scale \

Next choose the type of
pre-processing you would like to
do on the data. You need to run
MCR on the data that has been
processed in the same way as the
data used for PCA.

Here we wil choose to Poisson
scale and then mean center the
data.

Close Panel
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© Shortcuts 2] How to Add &) What's New

'Current Folder 'Workspace [ 2 X | Command Window

@ - @ ﬁ ‘ | Stackglﬁw @Selectdaiatoplot v @ New to MATLAB? Watch this Video, see Demos, or read Getting Started.

Name /. ' fi >> |

pq
PoissonScaledMC < — When vyou choose a pre
| ab] exactmass_e2n_1 [}g processing option in the image

[-H headerinfo_e2n_1 PCA panel, a new matrix is output
[H imagedata_e2n_1 to the Matlab workspace. We will
FH sumofselected_e2n_1 need this later when running MCR.

BH totalcounts_e2n_1
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Data Selection Panel

Load Selected Data |

Image:
Variables

imagedata_e2n_1

exactmass_e2n_1

Data Preprocessing

IPoisson Scaling & Mean Center ;l

Run PCA D& < :: Press the 'Run PCA' button

PCA Summary
PC# %Var %Vartotal

El

Name for scores matrix

Name for loadings matrix

Name for Variance matrix

# of PCs to keep in model I—

Save PCA Data |

Close Panel
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Load Selected Data | PC#
[ 1 =
Il-nage: imagedata_e2n_1 Iplot Scores and '-°a£§~§ Now let's look through the PCA
Variables exactmass_e2n_1 = results to see If we can determine
Split Pos/Neg S&L ‘ how many components appear to

be present in the sample.

Data Preprocessing Opens a separate

[Pobsson Ssating i Weas Ceoise [ J} figure window Select the first PC and press 'Plot
Scores and Loads".

Browse all PCA plots |
Opens a separate
pe P =" -

figure window

Run PCA

PCA Summary

ngC# ENAI, = Rnriin] I number PCs for Grid
2 3.7 18.9 Plot Multiple PCs in Grid‘
K] 1 19.9 ,
4 0.8 20.6 Opens a separate
5 0.7 21.3 figure window
6 0.7 22
7 0.7 22.7
8 0.7 23.3
9 0.7 24
10 0.7 246 =

Name for scores matrix

Name for loadings matrix

Name for Variance matrix

# of PCs to keep in model I_

Save PCA Data |

Close Panel
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Name of Image Matrix = Name of Variable Matrix

imagedata_e2n... LI Iexactmass_eZn_1 LI

# of PCs to keep in model I—

Load Selected Data | S L 12
[ 1 [% =l
Image: imagedata_e2n_1 11
. Plot Scores and Loads
Variables  exactmass e2n 1 501 : {o
Split Pos/Neg S&L 11
Data Preprocessing T ] ]
IPoisson Scaling & Mean Center ;l figure window 1-2
Browse all PCA plots | =
Run PCA Opens a separate 1501 q 4
figure window
DoA O -5
From the PC1 scores plot it is ber PCs for Grid | 4 -6
apparent that there is a central _ -
Spot, a b”ght background and lot Multiple PCs in Grld‘ -7
some white spots. This would T mra e seol : 8
suggest maybe 3 components. figure window . . . . .
50 100 150 200 250
The negative loadings are f 4, , l l pixels l '
indicative of DNA which should be
on the spot (dark areas) 5
= A 17
), L ), I 15 |
[ .
D
~ Name for loadings matrix § 04 7
| 5
O 06} -
- : © 63
Name for Variance matrix =3
o 79
I g 08 ] ] ] ] ] ]
o 0 50 100 150 200 250 300
m/z

350

Save PCA Data |

Close Panel
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Data Selection Panel
Name of Image Matrix = Name of Variable Matrix

imagedata_e2n... LI Iexactmass_eZn_1 LI

PC #
Load Selected Data | i L 19
| 2 El
Image: imagedata_e2n_1
. Plot Scores and Loads: 11
Variables exactmass_e2n_1 % -
Split Pos/Neg S&L 10
i ¥
Data Preprocessing o Yale s 00 ”‘ j
IPoissonScaling & Mean Center ;l figure window —4-1

Browse all PCA plots |

Run PCA Opens a separate 150}
figure window

From the PC2 scores plot we see the :>, . P T
spots again and the background. The Cs for Gridygo | ‘ - 4

loadings show the dark areas are |, . pcsi, Grid‘
showing peaks indicative of PEG

-5
(negative loadings) and the background pns a separate 250 | .
is showing peaks typical of the silane [@ure window ' ' —
; - 50 100 150 200 250
linker on the substrate (positive Seh
loadings). T T T T T .
';;, _=,/
- -
Name for scores matrix —
| o~ 181 |197
;C: —7 . b g Bad
65 39
- Name for loadings matrix 3 19231237 297 11%25
| S ]
O
Name for Variance matrix §
I £ 04 I ] L 1 ] 1
o 0 50 100 150 200 250 300 350
m/z
# of PCs to keep in model I

Save PCA Data |

Close Panel
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Load Selected Data | PC #
E =l

Image: imagedata_e2n_1
. Plot Scores and Loads
Variables  exactmass_e2n_1 50

Split Pos/Neg S&L

Data Preprocessing

Opens a separate 100 RS
IPoissonScaling & Mean Center ;I ﬁgure window '

Browse all PCA plots |

Run PCA Opens a separate 150
figure window
oA O
PC3 shows a gradient in the ber PCs for Grid, i
scores plot and some of the same . -
peaks seen previously in PC2. lot Multiple PCs in Grld‘

Opens a separate 250

Other PCs show noise. figure window

5

g 0733 L '
9 0.7 24
10 0.7 246 >l

Name for scores matrix

R

L H50763
R

Name for loadings matrix

o AR L | [T L

183 97| bos
311

Name for Variance matrix

Principal Component 3 Loadings ( 1

| | | |
150 200 250 300 350
m/z

# of PCs to keep in model I_

Save PCA Data |

Close Panel
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Name of Image Matrix = Name of Variable Matrix

rimagedata_eZn... LI Iexactmass_eZn_1 LI

Load Selected Data | PC #
E =l

Image: imagedata_e2n_1
. Plot Scores and Loads
Variables  exactmass e2n_1 50

Split Pos/Neg S&L

Data Preprocessing

Opens a separate 7.
IPoissonScaling & Mean Center ;l ‘f)'legl.ll'e Wil‘l)dow 100 % S
Browse all PCA plots |
Run PCA Opens a separate 150

figure window

PCA Summary
PC# %Var Y%Vartotal

3.7 18.9 g

I number PCs for Grid,,

2 : Plot Multiple PCs in Grid‘
3 1 19.9
4 0.8 20.6 Opens a separate 250
5 0.7 21.3 figure window
6 0.7 22
7 0.7 22.7 <)
8 0.7 23.3 = 0.4 '
9 0.7 24 o
10 0.7 246 =l £
g 02r , -
Name for scores matrix —
™ > 107
| scores = 0 |l1 . 113711 AN - -
@ M 50 1
Name for loadings matrix §_ 19 %1, L184 dzmlg% ESEGS L L39
loads /£ o , _ 183 I 325
| ¢ Based off of this information | think 211
Name for Variance matrix \E-'o the guess of 3 components is a
| var £ | goodone. Sowe need to save the ! L !
. PCA information and keep 3 PCs. 200 250 300 350

m/z

Fill in the boxes here and press the

# of PCs to keep in model IT
, 'Save PCA Data’ button.

| Save PCA Data

R;; =" E Close Panel
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Name of Variable Matrix
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Load Selected Data |

Image: imagedata_e2n_1

Variables exactmass_e2n_1

Data Preprocessing

IPoissonScaling & Mean Center ;l
Run PCA
PCA Summary
PC# %Var Y%Vartotal

2 3.7 18.9 g

3 1 19.9

4 0.8 20.6

5 0.7 21.3

b 0.7 22

7 0.7 22.7

8 0.7 23.3

9 0.7 24

10 0.7 246 >l

Name for scores matrix

I scores

Name for loadings matrix

I loads

Name for Variance matrix

I var

PC #

| 3

Plot Scores and Loads

El

50

Split Pos/Neg S&L

Opens a separate

: 100 R
figure window '

Browse all PCA plots |

Opens a separate 150

figure window

I number PCs for Grid,,

Plot Multiple PCs in Grid‘

Opens a separate

figure window =l

04 T

Principal Component 3 Loadings ( 1%)])

# of PCs to keep in model IT

Save PCA Data |

|107‘ 137 i
50763 T Tk 37 R L
TR O oy AR L
183 97 25 |
311
| | | |
150 200 250 300 350
m/z
At this point we can close the PCA
panel. Closel\PaneI
Wy
TE&=" T
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| Import Data »

Normalize Data
Crop Image

A
Import From Workspace —
Import Bif File R

Import Bif6 File

Matrix

Filter Image
Cut Up Stage Raster
Align images
Extract ROI

Iexactmass_eZn_1 LI

Now we need to load the pre
processed data matrix that was
created when we ran PCA.

Select 'Import From Workspace'
from the 'Data Pre Processing' ->
'Import Data’ menu.
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Data Selection Panel

Import Data From Workspace

Press the "Get Variables" button to see a list of all variables in
the workspace. Then select a variable and then press the
appropriate button to load it into the proper list menu in
the "Data Selection Panel".

k..:

Get Variables <:

Press 'Get Variables' to list the
available data.

Add to Image Overlay List

| —

MVA Data

Add to PCA Scores List

Add to PCA Loadings List

Add to PCA Variance List

Add to MAF Scores List

Add to MAF Loadings List

Add to MAF Variance List

Close Panel
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Data Selection Panel

Name of Variable Matrix

Iexactmass_eZn_1 LI

Import Data From Workspace

Press the "Get Variables” button to see a list of all variables in
the workspace. Then select a variable and then press the
appropriate button to load it into the proper list menu in

the "Data Selection Panel”.

| —

Get Variables | Data

PCA loads

PCA _scores

PCA var
PoissonScaledMC
exactmass_e2n_1
headerinfo_e2n_1
imagedata_e2n_1
sumofselected_e2n_1
totalcounts_e2n_1

Add to Image List <
=] 3

Add to Variable List

Add to Image Overlay List

| —

MVA Data

Add to PCA Scores List

Add to PCA Loadings List

Add to PCA Variance List

Add to MAF Scores List

Add to MAF Loadings List

Add to MAF Variance List

Close Panel

Select the pre processed data
matrix and press 'Add to Image
List'.
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Name of Image Matrix  Name of Variable Matrix
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Import Data From Workspace

Press the "Get Variables” button to see a list of all variables in
the workspace. Then select a variable and then press the
appropriate button to load it into the proper list menu in
the "Data Selection Panel”.

'_ ID|£| |
Data

Please fill in the information below

Add to Image List
Name of Total counts matrix :l‘
' Add to Variable List
IChoose one... j
Name of sum of selected matrix Add to Image Overlay List
IChoose one... ;l —
MV/A Nata
: 4 |_ "
v 1 do not need Total or Sum Images ¢ We don't need the Total counts or
& N | Sum images so check this box.

Close ‘

Add to MAF Scores List

Add to MAF Loadings List

Add to MAF Variance List

Close Panel
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Import Data From Workspace

Press the "Get Variables” button to see a list of all variables in
the workspace. Then select a variable and then press the
appropriate button to load it into the proper list menu in
the "Data Selection Panel”.

.-ID|1| |

Data

Please fill in the information below
Add to Image List
Name of Total counts matrix :l‘
' Add to Variable List
IChoose one... j
Name of sum of selected matrix Add to Image Overlay List
IChoose one... ;l —
MVA Data

v | do not need Total or Sum Images
Add to PCA Scores List

Close [k % :: Close this dialog box. ist

ist

&= el fst

Add to MAF Loadings List

Add to MAF Variance List

Close Panel
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Import Data From Workspace

Press the "Get Variables” button to see a list of all variables in
the workspace. Then select a variable and then press the
appropriate button to load it into the proper list menu in
the "Data Selection Panel”.

| —

Get Variables Data
Add to Image List
PCA loads Al
PCA _scores
PCA_var Add to Variable List
PoissonScaledMC

exactmass_e2n_1
headerinfo_e2n_1
imagedata_e2n_1
Sumofse'ected_eZn_1 |

totalcounts_e2n_1 MVA Data

Add to Image Overlay List

Add to PCA Scores List

Add to PCA Loadings List

Add to PCA Variance List

Add to MAF Scores List

Add to MAF Loadings List

Add to MAF Variance List

| Close Panellé <:

And close this panel.
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Name of Image Matrix

imagedata_e2n... !

Data Selection Panel

Name of Variable Matrix

Select Data
imagedata_e2n_1
PoissonScaledMC k

Iei:ctma

Make sure the pre processed data

IS selcted from the 'Name of Image
Matrix' drop down menu.
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Name of Image |

rPoisson ScaledM

PCA
xport PCA dat:

MAF

1L

-

o PR A A Py -
Export MAE data

Dice/Classify Image

R
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Data Selection Panel

friable Matrix

e

1

|

Now open the MCR panel by
choosing 'MCR' from the 'MVA'
menu.
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Name of Image Matrix

IPoisson ScaledM...Ll

Name of Variable Matrix

Data Selection Panel

Iexactmass_eZn_1 Ll

Scores

Loadings Variance

|Se|ect Scores ;l ISeIect Loadings LI ISeIectVariance LI

Image:

Variables

none

none

| Load Selected Data P,}S< :_L

-no closure

This implementation of MCR uses the following defaults:
-Non negativity for components and spectra
-fast non linear least squares (fnnls)

Depending on your data set it can take some time
to run MCR. WAIT until you see a plot of the
first MCR component to proceed.

Press the 'Load Selected Data’
button to load the data into the
panel.

# inter

=

Tol.

——

Run MCR ‘

Save MCR Results

You must have the MCR-ALS
toolbox installed to use this panel

MCR Code written by
Roma Tauler and Anna de Juan, 1999
Chemometrics and Solution
Equilibria group
University of Barcelona
Department of Analytical Chemistry
Diagonal 647, Barcelona 08028
e-mail roma@quimio.qui.ub.es

Visit MCR-ALS Website

Choose component #

El

Plot Sel Comp Plot All Comp

Save Fig ‘

Make Ext

08}

06}

04+

0.2+

0.8

0.6

04

0.2

04

0.6

0.8 1 O 01

0.2

0.3

04

05 06 07 08 09 1

Close panel
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Poisson ScaledM...Ll Iexac1

Scores Loadings Variance
Select Scores ;l ISeIect Loadings LI ISeIectVariance j

Select the scores matrix you saved

previously. Select Scores
PCA_scores

k You must have the MCR-ALS
e e DatJ .il toolbox installed to use this panel
Image: PoissonScal| K__/l k_/' Tol. MCR Code written by
Variables exactmass_e2n_1 ‘ Init Est: none |— RomghTauler a:u_i Ann?j ‘s‘;e IJt:_an. 1999
emometrics and Solution
Equilibria group
This implementation of MCR uses the following defaults: Depar:lrr':::irzlftz\:leyz:::Igg:mistry
-Non negativity for components and spectra Run MCR .
-fast non linear least squares (fnnls) an Dlag?nal 647, Ba-rc?lona- 03028
o closurs e-mail roma@quimio.qui.ub.es

Save MCR Results

Depending on your data set it can take some time

to run MCR. WAIT until you see a plot of the Visit MCR-AL S Website
first MCR component to proceed.
'Choose component # j Plot Sel Comp Plot All Comp Save Fig ‘ Make Ext
1 Tr
08} 08}
06 06
04r 041
02} 02}
0 ' ' ' ' ! 0 ! ! ! ! ! ! ! ! ! .
0 0.2 0.4 0.6 0.8 1 0 01 02 03 04 05 06 07 08 09 1
Close panel
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PoissonScaledM... LI Iexactmass_eZn_1 LI

Data Selection Panel

Scores Loadings Variance

IPCA_scores

;I ISeIect Loadings LI ISeIectVariance j

Load Selected Data |

Image: PoissonScaledMC

Variables exactmass_e2n_1

Load Selected Score%é <

or use: |

Init Est: none

button.

You can use any matrix you want as the
intial guess. To use a non-scores matrix,

-Non negativity for components and spectra
-fast non linear least squares (fnnls)
-no closure

Depending on your data set it can take some time
to run MCR. WAIT until you see a plot of the

This implementation of MCR uses the following defaults:

enter the name of the matrix in the box
below. That matrix must be within the

Run Mcr | active Matlab workspace.

Save MCR Resi @ @

The press the 'Load Selected Scores' F

nel

|, 1999

istry
8
s

first MCR component to proceed. Visit MCR-ALS Website
Choose component # ;l Plot Sel Comp Plot All Comp‘ Save Fig ‘ Make Ext ‘

1r 1r
08F 08l
06} 06
047 04}
0.2} 02}

0 ' ' ' ' ' 0 ! ! ! ! ! ! ! ! ! .

0 0.2 04 0.6 0.8 1 0 01 02 03 04 05 06 07 08 09 1
Close panel
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Data Selection Panel

Name of Image Matrix = Name of Variable Matrix

Scores Loadings Variance
PoissonScaledM... LI Iexactmass_eZn_1 LI IPCA_scores ;l ISeIect Loadings LI ISeIect Variance LI
Load Selected Data | Load Selected Scores Eiiivor You must have the MCR-ALS

N | 10 toolbox installed to use this panel

Image: PoissonScaledMC Enter the desired stopping criteria.

The process will stop when one of [/ Tol. MCR Code written by
Variables exactmass_e2n_1 | the two criteria is met I—O 1 Roma Tauler and Anna de Juan, 1999
N T : [Tk Chemometrics and Solution
# iter = how many iterations to use.

Equilibria group
University of Barcelona

. . Tol. = the tolerance value below
This implementation of MCR use

i which the fit is good enough. Department of Analytical Chemistry
‘Non negativity for components a 4o jtarations or a smaller jin MCR Diagonal 647, Barcelona 08028
fast non linear least squares (fn i . = -
-no closure tolerance will take longer to find a e-mail roma@quimio.qui.ub.es
solution.

Depending on your data set it ca YICR Results

to run MCR. WAIT until you see @ @ Visit MCR-ALS Website

first MCR component to proceed.

rChoose component # j Plot Sel Comp Plot All Comp‘ Save Fig ‘ Make Ext

1 Tr
08F 08l
06} 06
04F 04}
0.27 0.2}

0 0.2 0.4 0.6 0.8 1 0 01 02 03 04 05 06 07 08 09 1
Close panel
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Data Selection Panel

Name of Image Matrix = Name of Variable Matrix Scores Loadings Variance
PoissonScaledM... LI Iexactmass_eZn_1 ;l IPCA_scores LI ISeIect Loadings j lSeIect Variance LI
# inter You must have the MCR-ALS
Load Selected Sc |
Load Selected Data | oa ores | 10 toolbox installed to use this panel
. : or use:
Image: PoissonScaledMC | T MCR Code written by
Variables exactmass_e2n_1 Init Est: PCA scores I_O 1 Roma Tauler and Anna de Juan, 1999
- . Chemometrics and Solution

-Non negativity for components and spectra
-fast non linear least squares (fnnls)
-no closure

to run MCR. WAIT until you see a plot of the

This implementation of MCR uses the following defaults:

Depending on your data set it can take some time

Equilibria group
| University of Barcelona

I Run MCR

Save MCR Results

Press the 'Run MCR' button to start
MCR processing.

&&= &=

first MCR component to proceed. I
Choose component # ;l Plot Sel Comp Plot All Comp‘ Save Fig ‘ Make Ext ‘

17 Tr
08} 08}
06} 06
047 04}
0.2} 02}

0 ' ' ' ' ' 0 ! ! ! ! ! ! ! ! ! .

0 0.2 0.4 0.6 0.8 1 0 01 02 03 04 05 06 07 08 09 1
Close panel
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This implementatior

Name of Image Matrix | File Edit View Insert Tools Desktop Window Help ~ flings Variance
PoissonScaIedM...LI =" RET N ‘ LM BE LR ‘ HRE | m [ dings LI ISeIect Variance LI
Scores matrix

10 T T T T T yu must have the MCR-ALS

Load Selectec ox installed to use this panel
Image: Poissol 5 i MCR Code written by
Variables exactn auler and Anna de Juan, 1999
0 i emometrics and Solution

Equilibria group

the

The process is

&=

-Non negativity for c °50 ; é é "1 é A figure will pop up showing a
-fast non linear leas &17 linear plot of a scores and loadings
-no closure . . x 10 matrix. | do not find it very useful.
Loadings matrix Y | it h
Depending ol your 1 . . ou can close it when
to run MCR. WAIT u processing is done.
first MCR componen _
NOTE: It can take a long time to
find a solution.
f donw when an MCR component
Choose corr Image and spectra show up in the
MCR window.
_0.5 1 1
0 50 100 150
08} 08}
06} 06}
0.4r 04F
0.2} 02}
0 1 1 1 - . 0 ] ] ] ] ] ] ! ! ! ]
0 0.2 04 0.6 0.8 1 0 01 02 03 04 05 06 07 08 09 1
Close panel




J MATLAB R2011b

File Edit Debug Desktop Window Help

D a | * ‘ 1121 9 ™ I u m @ | @l' |Cl.rrentFolder:IC:\Users‘graham\DommentszATLAB L‘ _I lj—Q
© Shortcuts 2] How to Add &) What's New
'Current Folder orkspace I+ 2 X ommand Window
C t Fold | Works m| | (IKe d Wind
@ - @ ﬁ ‘ |Stad<:|Base j| @Selectdaiamplot v @NewtoMATLAB? Watch this Video, see Demos, or read Getting Started.
Name - Value
PCA_loads <144x3 double >
[H PCA_scores <65536x3 double > ITERATION 1
EPCA_var [15.1403;3.7404;0. Sum of squares respect PCA reprod. = 403288.0538
- PoissonscaledmMc <65536x144 double 0ld sigma = 1446.3993 ----—- > New sigma = 0.20672
exactmass_eZn_l <144x8 char> Sigma respect experimental data = 0.46946

BH headerinfo_e2n_1

B o the soluion (i information wil be. [/ ¥ETTINC IS THEROVING
HH sumofselected_e2n_1 >
n 1 utput within th k It Change in sigma (%) = 699583.6453
] totalcounts_e2n_ St WML elRes z Fitti lack of fit, lof) in % (PCR) = 98.5147
shows a summary of the fitting ; i eE— ‘lack °f ; ' lof) in : (ECA) = s
procedure. itting error (lack o it, lof) in (exp) = .

Percent of wvariance explained (x2) is 0.58239

g p fx >> |
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File DataPreProcessing MVA DataDisplay Image Processing

Data Selection Panel

Name of Image Matrix Name of Variable Matrix CoOros Loadings Variance
Poisson ScaledM...j Iexactmass_eZn_1 ;l |PCA_scores ;l |Se|ect Loadings ;l |Se|ect Variance ;I
#inter | | You must have the MCRALS
Load Selected Data | Load Selected Scores | h :
| 10 toolbox installed to use this panel
Image: Poisson ScaledMC or use: | o MCR Code written by
Variables exactmass e2n 1 Init Est: PCA_scores W Roma Tauler and Anna de Juan, 1999

Chemometrics and Solution
Equilibria group
University of Barcelona
Department of Analytical Chemistry

This implementation of MCR uses the following defaults:

-Non negativity for components and spectra Run MCR :

-fast non linear least squares (fnnls) an Dlaggnal 647, Ba.rcc.alona. 08028
L e-mail roma@quimio.qui.ub.es

. . . Save MCR Results
Depending on your data set it can take some time
to run MCR. WAIT until you see a plot of the Visit MCR-AL S Website
first MCR component to proceed.

1 LI Plot Sel Comp‘ Plot All Comp‘ Save Fig ‘ Make Ext
Component Image 1 45 Component Spectrum 1
% 0.12 1 1 1 || || ||
50 01} -
0.08 - Once the component image and
100 ‘
spectrum are displayed here the
0.06 L solution has been found within the
150 tolerance and # iterations specified
above.
0.04
200 : l : ;
0.02f 737 75 -
- 65 297
250 - | | |
0 1 1 1 L1 ]
50 100 150 200 250 0 150 200 250 300 350
m/z

Close panel
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File DataPreProcessing MVA DataDisplay Image Processing

Data Selection Panel

Name of Image Matrix Name of Variable Matrix CoOros Loadings Variance
Poisson ScaledM...;I Iexactmass_eZn_1 ;I |PCA_scores ;l |Se|ect Loadings ;I |Select Variance ;I
#inter || You must have the MCRALS
Load Selected S |
Lond'Selacted Dam | oaf sefecied Scores | 10 toolbox installed to use this panel
. : or use:
Image: PoissonScaledMC I Tol. MCR Code written by
Variables exactmass e2n 1 Init Est: PCA_scores ’T Roma Tauler and Anna de Juan, 1999

Chemometrics and Solution
Equilibria group
University of Barcelona
Department of Analytical Chemistry

This implementation of MCR uses the following defaults:

-Non negativity for components and spectra Run MCR :

-fast non linear least squares (fnnls) an Dlag<.)nal 647, Ba.rcc.elona. 08028
L e-mail roma@quimio.qui.ub.es

Depending on Save MCR Results ‘
torun MCR. W Here we can see that component 1 Vicit MCRAL S Website

first MCR comg Captures the spots. The peaks in the
spectrum are indicative of PEG.

|1 T T All Comp‘ Save Fig ‘ Make Ext

Component Image 1 A 45 Component Spectrum 1

0.12 1 1 || || 1 1
= N 0.1 .
0.08 | .
100
0.06 - 105 i
150
0.04 - .
200 b3
31
! Z 65 29
250 ~ . 1 | r |
0 1 1 L L1 ]
50 100 150 200 250 0 100 150 200 250 300 350

m/z

Close panel
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File DataPreProcessing MVA DataDisplay Image Processing

Data Selection Panel

Name of Image Matrix Name of Variable Matrix CoOros Loadings Variance
Poisson ScaledM...;I Iexactmass_eZn_1 ;I |PCA_scores ;l |Se|ect Loadings ;I |Select Variance ;I
#inter || You must have the MCRALS
Load Selected S |
Lond'Selacted Dam | oaf sefecied Scores | 10 toolbox installed to use this panel
. : or use:
Image: PoissonScaledMC I Tol. MCR Code written by
Variables exactmass e2n 1 Init Est: PCA_scores ’T Roma Tauler and Anna de Juan, 1999

Chemometrics and Solution
Equilibria group
University of Barcelona

This impl tati f MCR the following defaults:
is implementation o uses the following defau eI AT T (e T

-Non negativity for components and spectra Run MCR -
-fast non linear least squares (fnnls) o Dla99nal o Ba.rcc.elona' e
R e-mail roma@quimio.qui.ub.es

- - - Save MCR Results
Depending on your data set it can take some time
to run MCR. WAIT until you see a plot of the Visit MCR-AL S Website
first MCR component to proceed.

1 ;| Plot Sel Comp‘ Plot All Comp‘ Save Fig ‘ Make Ext
Choose component #
1
To look at a different component, Component Spectrum 1
ad  ChOOSe it from this drop down : , : : :
menu.
50 - = 185 i
008 i
100
0.06 105 ]
150
0.04 0 -
3
200 J 163 31
0.02f “.g 37 25
il
250 ' - 0 I l 1 1 L Ll ] |
50 100 150 200 250 0 100 150 200 250 300 350

m/z

Close panel
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File DataPreProcessing MVA DataDisplay Image Processing

Data Selection Panel

Name of Image Matrix Name of Variable Matrix CoOros Loadings Variance
Poisson ScaledM...j Iexactmass_eZn_1 ;l |PCA_scores ;l |Se|ect Loadings ;l |Se|ect Variance ;I
#inter | | You must have the MCRALS
Load Selected S |
Lond'Selacted Dam | oaf sefecied Scores | 10 toolbox installed to use this panel
. : or use:
Image: PoissonScaledMC I Tol. MCR Code written by
Variables exactmass e2n 1 Init Est: PCA_scores W Roma Tauler and Anna de Juan, 1999

Chemometrics and Solution
Equilibria group
University of Barcelona

This impl tati f MCR the following defaults:
S impremants on o 1509 Th6 ToTowihg delal Department of Analytical Chemistry

-Non negativity for components and spectra Run MCR -
-fast non linear least squares (fnnls) i Dlaggnal o Ba.rcc.alona. e
R e-mail roma@quimio.qui.ub.es

. . . Save MCR Results
Depending on your data set it can take some time
to run MCR. WAIT until you see a plot of the Visit MCR-AL S Website
first MCR component to proceed.

~

z g

Plot Sel Comg;
N

{ i And press the 'Plot Sel Comp’ j
ki N button.

Component Image 1 t\ :\ pctrum 1

= 0.1 .

0.08 | .
100

0.06 - 105 i
150

0.04 - .
200 il

31
! 65 29
250 - . 1 | |
0 1 i L Ll ]
50 100 150 200 250 0 100 150 200 250 300 350

m/z

Close panel
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File DataPreProcessing MVA DataDisplay Image Processing

Data Selection Panel

Name of Image Matrix ~ Name of Variable Matrix Scores Loadings Variance
PoissonScaIedM...j Iexactmass_eZn_1 LI IPCA_scores LI ISeIect Loadings j ISeIect Variance LI
# inter You must have the MCR-ALS
Load Selected Data | Load Selected Scores I ,_ ! :
10 toolbox installed to use this panel
Image: Poisson ScaledMC or use: | — MCR Code written by
Variables exactmass_e2n_1 Init Est: PCA_scores |—0_1 Romgﬂ'auler a:u-i Ann':l1 %e IJt:.an, 1999
emometrics and Solution

Equilibria group

This implementation of MCR uses the following defaults: University of Barcelona

. Department of Analytical Chemistry
-Non negativity for components and spectra Run MCR :
-fast non linear least squares (fnnls) an Dlag?nal 647, Ba.rcglona. 08028
e s e-mail roma@quimio.qui.ub.es

. ) Save MCR Results
Depending ony| This component captures the background ‘

torun MCR. WA and the peaks are indicative of the silane Visit MCR-ALS Website

first MCR compdq  |inkeor ysed on this sample.
Let's select component 3.
2 L Comp‘ Save Fig ‘ Make Ext
Choose
64 Component Spectrum 2
0.18 1 1 Ll Ll l l
016 35 4177 .
50 62
014} 84 .
137
i 042F | |5 107 .
33 R0 121
150 A 0.08} Y o .
' l 2

200 RS 004t 2145 31 -

0.02 -
, 4
250 I8 o ESTAEE : JdA GT |19 : : : .
50 100 150 200 250 0 50 100 150 200 250 300 350
m/z
Close panel




Flimagegui

File DataPreProcessing MVA Data Display

Image Processing

=10l x|

Data Selection Panel

Load Selected Data |

Image: PoissonScaledMC

Variables exactmass_e2n_1

Load Selected Scores |

f‘

or use: |

Init Est:

PCA_scores

Tol.

| 0.1

This implementation of MCR uses the following defaults:
-Non negativity for components and spectra

-fast non linear least squares (fnnls)
-no closure

Depending on your data set it can take some time

Run MCR ‘

Save MCR Results ‘

MCR Code written by

Chemometrics and Solution
Equilibria group
University of Barcelona

Diagonal 647, Barcelona 08023
e-mail roma@quimio.qui.ub.es

Name of Image Matrix Name of Variable Matrix Scores Loadings Variance
PoissonScaIedM...;I Iexactmass_eZn_1 LI IPCA_scores j |Select Loadings j ISeIect Variance ;I
# inter You must have the MCR-ALS

0 toolbox installed to use this panel

Roma Tauler and Anna de Juan, 1999

Department of Analytical Chemistry

to run MCR. WAIT until you see a plot of the Visit MCR-ALS Website
first MCR component to proceed.
2 j IPIot Sel CoE}‘é <: And press the 'Plot Sel Comp' j
: button.
Component Image 2 t\ :\ bctrum 2
o6 3B §1 77 -
50 62
014 a4 7
137
A 65| 107 -
100 33 0 121
| 01 885 7
Py '._4 e A : 48
150 : 0.08F 1r 94 197 .
ani 2
el 0.06 - ; 181 )
200 vt e, 004 F } 245 11 i
0.02 i
, 4
250 & e SR U 0 ull 11 GT I " ! | ! !
50 100 150 200 250 0 50 100 150 200 250 300 350

m/z

Close panel
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File DataPreProcessing MVA Data Display Image Processing |

Data Selection Panel

Name of Image Matrix Name of Variable Matrix CoOros Loadings Variance
Poisson ScaledM...LI |exactmass_e2n_1 LI IPCA_scores ;l |Se|ect Loadings LI ISeIect Variance ;I
#inter | | You must have the MCR-ALS
Load Selected Data | Load Selected Scores | h :
| 10 toolbox installed to use this panel
Image: PoissonScaledMC or use: | e MCR Code written by
Variables exactmass _e2n 1 Init Est: PCA_scores IT Roma Tauler and Anna de Juan, 1999

Chemometrics and Solution
Equilibria group
University of Barcelona

This impl tati f MCR the following defaults:
S impremants on o {1908 116 Tarowing detan Department of Analytical Chemistry

-Non negativity for components and spectra Run MCR -

-fast non linear least squares (fnnls) i Dla99nal o Ba_rcc.alona_ e
-no closure e-mail roma@quimio.qui.ub.es
Depending on . T Save MCR Results ‘

to run MCR. W Visit MCR-ALS Website
first MCR comp Component 3 shows the DNA spot and the

peaks are fragments typical of DNA.

So it looks like the assumption of 3 components

|3 was logical. However, this may not always be ﬂ Save Fig ‘ Make Ext

the case. You typically have to look at several
solutions in order to determine which one makes
the most sense.

Component Spectrum 3

1 1 1 1 1 1

79
50
{/’ 63
1_ —
100 E\\s
0.8} 1
150 06} .
04} .
200 e 215
" 32150 Zf v
250 Lo Piaeate 1 T0R5 |~ 163084 1122237 . 2978182538
50 100 150 200 250 0 50 100 150 200 250 300 350

m/z

Close panel




File DataPreProcessing MVA DataDisplay Image Processing

Data Selection Panel

Name of Variable Matrix

[

Name of Image Matrix

Poisson ScaledM...;I

Iexactmass_eZn_1

Load Selected Data |

Load Selected Scores |

Scores Loadings Variance
|PCA_scores ;l |Se|ect Loadings ;I |Select Variance ;I
# inter You must have the MCR-ALS

:

0 toolbox installed to use this panel

oruse: |

Image: PoissonScaledMC

Variables exactmass_e2n_1

Init Est:

This implementation of MCR uses the following defaults:
-Non negativity for components and spectra

-fast non linear least squares (fnnls)

-no closure

Depending on your data set it can take some time
to run MCR. WAIT until you see a plot of the
first MCR component to proceed.

PCA _scores

MCR Code written by
Roma Tauler and Anna de Juan, 1999
Chemometrics and Solution
Equilibria group
University of Barcelona
Department of Analytical Chemistry

Diagonal 647, Barcelona 08023
e-mail roma@quimio.qui.ub.es

Tol.

[ 01

Run MCR ‘

Save MCR Results ‘

Visit MCR-ALS Website

s g

Plot Sel Comp‘ I

Component Image 3

50

100

150

200

250

50

100 150 200 250

If you press the 'Plot All Comp'
button...

Plot All Comp<

g

Rl T—

14 T : - .
79
121 .
63
1 | —
08¢} A
06} A
04r 215 ]
134

" 32150 ZJTW —

W Piasalic 1 TR |~ 1621084 1122937 . 297182530

0 50 100 150 200 250 300 350

m/z

Close panel
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S —— _'] -3 H , ‘2} ‘ [% BER & @ '4__] 0{ - ‘ fj File Edit View Insert Tools Desktop Window Help L

T gl (N RRXEDEL (208 eC
Name 0.~
- Component Spectrum 3
IPOiSS 14 T T T
_ 0.°
79
12} .
0.4
Component Image 2 6P
V
File Edit View Insert Tools Desktop Window Help 50
o de | [ | RRXAOT9DLRL - |20 E 0.8} .
100
A%or
012— 150
06F .
200
01l 250 i i
6435 50 100 150 200 250 04
215
Component Image 1 90 134
02F .
0.08F |HKg 40 |NJLL 317
(9 it will create a figure for each i
::: component showing the 37 839
0.06 - component image and component 300 400
' spectrum.
0.04 . i
50 100 150 200 250 -
215
163 311 0
325 1
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File DataPreProcessing MVA DataDisplay Image Processing

Data Selection Panel

Name of Image Matrix Name of Variable Matrix CoOros Loadings Variance
Poisson ScaledM...;I Iexactmass_eZn_1 ;I |PCA_scores ;l |Se|ect Loadings ;I |Select Variance ;I
#inter || You must have the MCRALS
Load Selected Data | Load Selected Scores | h :
| 10 toolbox installed to use this panel
Image: Poisson ScaledMC or use: | e MCR Code written by
Variables exactmass e2n 1 Init Est: PCA_scores ’T Roma Tauler and Anna de Juan, 1999

Chemometrics and Solution
Equilibria group
University of Barcelona

This impl tati f MCR the following defaults:
is implementation o uses the following defau eI AT T (e T

-Non negativity for components and spectra Run MCR -
-fast non linear least squares (fnnls) o Dla99nal o Ba.rcc.elona' e
R e-mail roma@quimio.qui.ub.es

- - - Save MCR Results
Depending on your data set it can take some time
to run MCR. WAIT until you see a plot of the Visit MCR-AL S Website
first MCR component to proceed.

’ [ Ploff Pressing the 'Make Ext' button... ;>‘ Make Ext

Component Image 3 T :\ Component Spectrum 3

1. 1 T T T T T
79
. 1.2} i
63
1_ —
100

08} 1
150 06} .
04} .

200 e 215
" 322150 Zf v
250 v peatis 1 [R5 | 16218 J1a0p37 . 297182538
50 100 150 200 250 0 50 100 150 200 250 300 350

m/z

Close panel
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File DataPreProcessing MVA Data Display Image Processing ;lglil
Flle Edlt View Insert Tools Desktop Window Help ~
Data NS HS [ R [RRAODEL-E|0E|ad
Name of Image Matrix Name of Variable Matrix
PoissonScaIedM...;I Iexactmass_eZn_1 ;I
Component Spectrum 3
1.4 . ; l ; : ;
Load Selected Data | Load
. : or use: [ 79
Image: PoissonScaledMC 1.2
Variables exactmass e2n_1 Init Est: )
‘ . ! : A3 ‘
[0/ x]
File Edit View Insert Tools Desktop Window Help [% ™ i
Jdde | 3| RXAODELEN- 2|06 0l
Component Image 3
50 215
90 134
| 117‘ 317 |
Will create a separate Matlab
100 figure windpw for the selected 2973(11325334
component image and spectrum. 300 350
Kol =)
150 : :
215 ]
200 90 134
e i
R 163080 d1a0p37 297182538
100 150 200 250 300 350
250 V2
50 100 150 200 250
pixels




File DataPreProcessing MVA DataDisplay Image Processing

Data Selection Panel

Name of Image Matrix Name of Variable Matrix CoOros Loadings Variance
Poisson ScaledM...;I Iexactmass_eZn_1 ;I |PCA_scores ;l |Se|ect Loadings ;I |Select Variance ;I
# inter You must have the MCR-ALS
Load Selected Data | Load Selected Scores | h :
| 10 toolbox installed to use this panel
Image: Poisson ScaledMC or use: | e MCR Code written by
Variables exactmass e2n 1 Init Est: PCA_scores ’T Roma Tauler and Anna de Juan, 1999

This implementation of MCR uses the following defaults:
-Non negativity for components and spectra

-fast non linear least squares (fnnls)

-no closure

Depending on your data set it can take some time
to run MCR. WAIT until you see a plot of the
first MCR component to proceed.

Plot Sel Comp‘

s g

Chemometrics and Solution
Equilibria group
University of Barcelona
Department of Analytical Chemistry
Diagonal 647, Barcelona 08023

Run MCR ‘
e-mail roma@quimio.qui.ub.es

Save MCR Results ‘

Visit MCR-ALS Website

Component Image 3

50

100

150

200

250

50 100 150 200 250

Plot All Comp‘ | Save Fig < :: Pressing the 'Save Fig' button will
’% ——] open dialogs so you can save the
component image and spectrum
for the selected component.
Compor
14 : : ; - _—
79
12} -
63
1 | —
08 -
06 -
4T 215 ]
134
" 322150 Z’lj v
s, Beatie 1 [R5 |~ 162184 1122937 . 297182530
0 50 100 150 200 250 300 350
m/z

Close panel
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) imagegui =10 x|
x|
Save in: I , MATLAB LI - i gl L
Name | j Date I j Type | j Size | j&gs I j -
. zcorrectorgui 9/6/2013 4:29 PM File folder
. imagequi 8/23/2013 3:32PM File folder j
. spectragui 8/23/2013 3:15PM File folder
. 07_15_13 tripalmitin 18_IonoptikalA2DspectrV2 7/31/2013 9:41 AM File folder
| New folder 2/6/2013 10:05 AM File folder B
. slices 2/6/2013 9:57 AM File folder
. Nick 2/6/2013 9:55 AM File folder
*defaultZ.jpg 9/24/2013 10:04 AM IrfanView JPG File 31KB
*MS_Scores_PC_O‘}.jpg 8/21/2013 8:20 AM IrfanView JPG File 54 KB
e MS_Scores_PC_03.jpg 8/21/2013 8:20 AM IrfanView JPG File 55 KB
*MS_Scores_PC_Oz.jpg 8/21/2013 8:20 AM IrfanView JPG File 53 KB
*MS_Scores_PC_O 1.jpa 8/21/2013 8:19 AM IrfanView JPG File 55KB
*LoadingsPIot.jpg 7/11/2013 4:57PM IrfanView JPG File 43 KB |
*Overlaylmage. ipg 7/10/2013 9:08 AM IrfanView JPG File 149 KB
*Peaklmage. ipg 7/5/2013 3:57 PM IrfanView JPG File 134KB
*OverlayXYSnapShot. ipg 6/27/2013 9:50 AM IrfanView JPG File 74 KB
*default.jpg 6/19/2013 1:58 PM IrfanView JPG File 144 KB
*totalHSRDPNewSpot&jpg 4/3/2013 2:03PM IrfanView JPG File 16 KB
*unb‘ded.jpg 4/3/2013 2:00 PM IrfanView JPG File 38 KB
*whoa.jpg 3/7/2013 1:33PM IrfanView JPG File 14KB
*magic.jpg 3/7/2013 1:21PM IrfanView JPG File 1KB LI ——
File name: MCRImage3 First you save the component Save
Save as type. ooa Cha) |mage. (§|ve it @a name and press Cancel 3 |
the 'Save' Button. -

Component Image 3

13

‘4 QF\ —

79
50 12 7
63
1 | —
100
08} 7
150 0.6 |
200 134 215
32150 "
250 5 |7asal8 d1a0par 29A1 B2339

50 100 150 200 250

150 200

m/z

250 300 350

Close panel




File DataPreProcessing MVA DataDisplay Image Processing

Data Selection Panel

Name of Variable Matrix

Name of Image Matrix Scores Loadings Variance
PoissonScaledM... LI Iexactmass_eZn_1 ;l IPCA_scores LI ISeIect Loadings j lSeIect Variance LI
# inter You must have the MCR-ALS

Load Selected Data |

Load Selected Scores |

10

toolbox installed to use this panel

- n e A 1 man or use:
x
Save in: I . MATLAB LI - £ B~
Name |ﬂ Date I;I Type |ﬂ Size l;llags I;I -
. zcorrectorgui 9/6/2013 4:29 PM File folder
. imagequi 8/23/2013 3:32PM File folder
. spectraqui 8/23/2013 3:15PM File folder
. 07_15_13 tripalmitin 18_IonoptikalA2DspectrV2 7/31/2013 9:41 AM File folder
. New folder 2/6/2013 10:05 AM File folder
. slices 2/6/2013 9:57 AM File folder
. Nick 2/6/2013 9:55 AM File folder
*MCRImage&jpg 9/24/2013 10:15 AM IrfanView JPG File 69 KB
*defaultz.jpg 9/24/2013 10:04 AM IrfanView JPG File 81KB L
*MS_Scores_PC_O‘}. ipg 8/21/2013 8:20 AM IrfanView JPG File 54 KB
*MS_Scores_PC_O& jpg 8/21/2013 8:20 AM IrfanView JPG File 55KB
¥ MS_Scores_PC_02.jpg 8/21/2013 8:20 AM IrfanView JPG File 53KB
*MS_Scores_PC_O 1.jpa 8/21/20138:19 AM IrfanView JPG File 55KB .
*LoadingsPlot. ipa 7/11/2013 4:57PM IrfanView JPG File 43 KB
*Overlaylmage.jpg 7/10/2013 9:08 AM IrfanView JPG File 149 KB
*Peaklmage. jpa 7/5/2013 3:57 PM IrfanView JPG File 134KB
*OverlayXYSnapShot. ipg 6/27/2013 9:50 AM IrfanView JPG File 74 KB
*default. jpg 6/19/2013 1:58 PM IrfanView JPG File 144 KB
*totalHSRDPNewSpotljpg 4/3/2013 2:03PM IrfanView JPG File 16 KB
*unﬁﬁed. jpg 4/3/2013 2:00 PM IrfanView JPG File 38 KB
ﬂ'cwhoa.jpg 3/7/2013 1:33PM IrfanView JPG File 14KB ~
File name: MCRspectrum3 Then you Ssave the component Save *
spectrum. Give it a name and
Save as type: ipea (*jpa) press 'Save' v Cancel |
200 =T
17
250 N 15%6211@31 1122237 . 93182338
50 100 150 200 250 0 50 100 150 200 250 300 350
m/z
Close panel




File DataPreProcessing MVA Data Display

Image Processi

Name of Image Matrix

Poisson ScaledM...j

Name of Variable M

Iexactmass_eZn_1

File Edit Image Options

He

Ip

=10 x|

EEEX 

1@\

3

QR @m ) [ 3

X X

Component Spectrum 3

1.4 ,
Load Selected Data | -
79
Image: PoissonScaledMC 1.2
Variables exactmass_e2n_1 63
’ w
Here | have opened the saved i
— ; Images to show they were saved [% =101 x|
File Edit Imag properly.
= El &l —— r— @& = (1] [3 | ST
Component Image 3
50
100
150
200
250
50 100 150 200 250
pixels

1200 x 900 x 24BPP  [38/84 |59% [68.64KB/3.09MB (9/24/2013 / 10:15:19 |

215
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b
f . 211223237
D
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215 |
Zf” )
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File DataPreProcessing MVA Data Display Image Processing

Data Selection Panel

Name of Image Matrix Name of Variable Matrix CoOros Loadings Variance
Poisson ScaledM...;I |exactmass_e2n_1 ;I IPCA_scores ;l |Se|ect Loadings ;I ISeIect Variance ;I
#inter | | You must have the MCRALS
Load Selected S |
EoadiSeectedData | oaf sefecied Scores | 10 toolbox installed to use this panel
. : or use:
Image: PoissonScaledMC I Tol. MCR Code written by
Variables exactmass _e2n 1 Init Est: PCA_scores ’T Roma Tauler and Anna de Juan, 1999

Chemometrics and Solution
Equilibria group
University of Barcelona

This impl tati f MCR the following defaults:
S impremants on o {1908 116 Tarowing detan Department of Analytical Chemistry

-Non negativity for components and spectra

fast nor? Iine;yr least sqt‘:ares (fnnls) i Run'MCcR ‘ Diagc.mal 647, Ba.rcc.elona' 08028

L e-mail roma@quimio.qui.ub.es
_ Press the 'Save MCR Results’ to :>| Save MCR Results

Depending on yq oynort the component image and

:? run MCR. WAL oo rym data into tab delimited Visit MCR-ALS Website

irst MCR compol

text files. The files contain the data
from each component In a

separate column. The data can be
|3 imported into any program that will | Plot All Comp Save Fig Make Ext
accept tab delimited text files.
Kb =2
' Component Spectrum 3
1.4 1 1 || || || ||
79
- 1.2} -
63
1 | —
100
08 -
150 06 -
4T 215 ]
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Close panel




! imagegui

) Save Component Image as

Savein: I . MATLAB LI = % B~

Name | j Date I j Type | j Size | j&gs I j -

. zcorrectorgui 9/6/2013 4:29 PM File folder

. imagequi 8/23/2013 3:32PM File folder

. spectragui 8/23/2013 3:15PM File folder

. 07_15_13 tripalmitin 18_IonoptikalA2DspectrV2 7/31/2013 9:41 AM File folder

. New folder 2/6/2013 10:05 AM File folder

. slices 2/6/2013 9:57 AM File folder

. Nick 2/6/2013 9:55 AM File folder
|| correlationsummary. txt 9/16/2013 4:00 PM Text Document 6 KB b
|| tiledatatable. txt 7/12/2013 3:58 PM Text Document 39KB
|| default.txt 6/14/2013 1:31PM Text Document 1KB
| |ROlIareatable_LOS3tile4. txt 4/9/2013 10:13 AM Text Document 6 KB
|| slice2spot2test. txt 4/5/2013 2:43 PM Text Document 7KB
. _|ROlareatable_fromPCAScores. txt 4/3/2013 3:30 PM Text Document 8KB
|| test_spot1_pos_NoSilicon.txt 3/11/2013 2:41PM Text Document 123 KB
|| cottonnegatif2. txt 3/4/2013 8:57 AM Text Document 3KB
. MDXWTposALL.txt 2/12/2013 3:11PM Text Document 949 KB
[#% Computer - Shortcut 2/6/2013 9:58 AM Shortcut 1KB
|| mcrcompspectra. txt 1/30/2013 11:40 AM Text Document 2,050 KB
|| mcrcompimg. txt 1/30/2013 11:40 AM Text Document 2,050 KB
|| mcrcomps. txt 1/30/2013 11:34 AM Text Document 2,050 KB
|| testimage. txt 1/15/2013 9:20 AM Text Document 1,418 KB

File name: MCRimagedata

Save as type: tab delimited text (" bd)

Component Image 3
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250

14

1.2

0.8
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First you save
Image. Give it a
the 'Save' Button.

the component
name and press

=101 x|

el ]

63
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93182338

350

Close panel




File DataPreProcessing MVA DataDisplay Image Processing

=101 %]

Name of Image Matrix = Name of Variable Matrix

|Poisson ScaledM...LI

Iexactmass_eZn_1 LI

Data Selection Panel

Scores

Loadings

Variance

IPCA_scores ;l ISeIect Loadings LI ISeIectVariance LI

File name: MCRspectrumData

Save as type:

tab delimited text (*bd)

150

200

250

50 100

150 200 250

Then you save the component
spectrum. Give it a name and

press 'Save'.

&=>

=

I i | I 1 | I S S — .e smme as |
x
Save in: I . MATLAB ll - £ B~
Name |ﬂ Date Ij Type |ﬂ Size l;lﬁgs Ij -
. zcorrectorgui 9/6/2013 4:29 PM File folder
. imagequi 8/23/2013 3:32PM File folder
. spectraqui 8/23/2013 3:15PM File folder
. 07_15_13 tripalmitin 18_IonoptikalA2Dspectrv2 7/31/2013 9:41 AM File folder
. New folder 2/6/2013 10:05 AM File folder
. slices 2/6/2013 9:57 AM File folder
. Nick 2/6/2013 9:55 AM File folder
.| MCRimagedata. txt 9/24/2013 10:16 AM Text Document 1,538 KB e
|| correlationsummary. txt 9/16/2013 4:00 PM Text Document 6 KB
|| tiledatatable. txt 7/12/2013 3:58 PM Text Document 39KB
|| default.txt 6/14/2013 1:31PM Text Document 1KB
. |ROlareatable_LOS3tile4. txt 4/9/2013 10:13 AM Text Document 6 KB
|| slice2spot2test. txt 4/5/2013 2:43 PM Text Document 7KB
. _|ROlareatable_fromPCAScores. txt 4/3/2013 3:30 PM Text Document 8KB
|| test_spot1_pos_NoSilicon.txt 3/11/2013 2:41PM Text Document 123 KB
|| cottonnegatif2. txt 3/4/2013 8:57 AM Text Document 3KB
| |MDXWTposALL.txt 2/12/2013 3:11PM Text Document 949 KB
[#% Computer - Shortcut 2/6/2013 9:58 AM Shortcut 1KB
|| mcrcompspectra. txt 1/30/2013 11:40 AM Text Document 2,050 KB
|| mcrcompimg. txt 1/30/2013 11:40 AM Text Document 2,050 KB
|| mcrcomps. txt 1/30/2013 11:34 AM Text Document 2.050 KB LI

Save

Cancel f
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File DataPreProcessing MVA Data Display Image Processing |

Data Selection Panel

Name of Image Matrix Name of Variable Matrix | CoOros Loadings Variance
Poisson ScaledM...;I |exactmass_e2n_1 ;I IPCA_scores ;l |Se|ect Loadings ;I ISeIect Variance ;I
#inter | | You must have the MCRALS
Load Selected S |
EoadiSeectedData | oaf sefecied Scores | 10 toolbox installed to use this panel
. : or use:
Image: PoissonScaledMC I Tol. MCR Code written by
Variables exactmass _e2n 1 Init Est: PCA scores 0.1 Roma Tauler and Anna de Juan, 1999
- - Chemometrics and Solution
For more information about MCR :]—I > Unifgrl;::;b:faB%rr?:l:l)ona
This impl tati f MCR the following def =
= AT 0N uses fhe forowing defaul and the MCR-ALS BRI visit Department of Analytical Chemistry
-Non negativity for components and spectra the MCR-ALS website. You can
fast non linear least squares (fnnls) ' Diagonal 647, Barcelona 08028

access it by pressing the 'Visit e-mail roma@quimio.qui.ub.es [%
MCR-ALS Website' button.

-no closure

Depending on your data set it can take some time _
to run MCR. WAIT until you see a plot of the Special thanks to Roma T_aUIer an_d Visit MCR-ALS Website
first MCR component to proceed. Anna de Juan for making their

code available for use.

3 ;I Plot Sel Cot y— - Make Ext
Component Image 3 Component Spectrum 3
1.4 1 1 1 1 1 1
79
€0 12+ -
63
1 | —
100
08} A
150 06} -
0.4 -
200 134 215
39 ZJJ‘W ]
150
250 ¥ galio 1 TR5 | 163083 120937 . 2978182538
50 100 150 200 250 0 50 100 150 200 250 300 350
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Close panel




File DataPreProcessing MVA DataDisplay Image Processing

=10l %]

Data Selection Panel

Name of Image Matrix Name of Variable Matrix CoOros Loadings Variance
Poisson ScaledM...;I Iexactmass_eZn_1 ;I |PCA_scores ;l |Se|ect Loadings ;I |Select Variance ;I
# inter You must have the MCR-ALS
Load Selected Data | Load Selected Scores | h :
| 10 toolbox installed to use this panel
Image: Poisson ScaledMC or use: | e MCR Code written by
Variables exactmass e2n 1 Init Est: PCA_scores ’T Roma Tauler and Anna de Juan, 1999

This implementation of MCR uses the following defaults:
-Non negativity for components and spectra

-fast non linear least squares (fnnls)

-no closure

Depending on your data set it can take some time
to run MCR. WAIT until you see a plot of the
first MCR component to proceed.

s g

Chemometrics and Solution
Equilibria group
University of Barcelona
Department of Analytical Chemistry
Diagonal 647, Barcelona 08023

Run MCR ‘
e-mail roma@quimio.qui.ub.es

Save MCR Results ‘

Visit MCR-ALS Website

Component Image 3

50

100

150

200

250

Close the panel by pressing the

'Close panel button.

" "

Plot Sel Comp‘ Plot All Comp‘ Save Fig ‘ Make Ext
Component Spectrum 3
1.4 1 1 1 1 1 1
79
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SR, 1634183 2122937 . 293182538
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Close panel
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File DataPreProcessing MVA DataDisplay Image Processing

Data Selection Panel

Name of Image Matrix  Name of Variable Matrix Scores

Loadings Variance

Iexactmass_eZn_1 LI IPCA_scores

;l ISeIect Loadings LI ISeIectVariance j

That's it for this tutorial.

Press the green button on the left to go back to
the previous step. Press the button the right to
go back to the beginning of the tutorial.

= o




	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	

