Current Folder: I C:\Users\graham'\Documents\MATLAB

Ks|

J MSiReader v0.06 [Matlab R2011b 64-bit] 09:27:49 Friday, 2015.05.15

a1 IR LR

v

l Uy | e ¥ |\ R | @ O

=101 x|

— miz Imaging Data

Number of Lines | 10

Load Data I Data loaded :

| mzXML File ;|
mzXML File [

Spots per Line | 10 SpotSpacingl 200 um ‘

Line Spacing | 200

IMG File
mzXML Folder
ASCII Folder
MAT File

— Heatmap Mode
{* 145iFile Data

tutorial.

Please use the navigation buttons and not the page up/page down or arrow

keys to navigate through the tutorials.

A&M e m

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

W.M. KECK

g RATORY FOR HUMAN HEALTH RESEARCH

il |

{ Custom Data

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

— MS mavigationJ C ! :
Normalization | none ;' m'z | 5!
1 1
Reference peak | 519.14 Wmd?)v; 0.1 o : ) ' . .
This is the 'Previous' button. [t takes you to the previous frame or stop point. |
Norm Cutoff | 1e+003 Intensity |max of @
o Appearan-oe m/z Step I_'-' ' 1 :
Interpolation
Type |inear | Ovzr?i;;z 1| Thisis the 'Go to frame’ button. It takes you to a specified frame.
Order |2 d =
Edit Colormap | l l !
This is the 'Go to URL' button. It takes you to a website link. ,
— Instructions @
1- Load mzXML file, imzML file,
..., MAT session file.
2- Select m/z of interest, change ) )
interpolation and perform post Press the 'Next' button below to start this tutorial.
processing if needed.
3- Change colormap and view MS @ | | | | | |
using toolbar menu functions. 05 06 07 08 09 1
~ = = =
| 100000 | 10000.0
m/z: 200 2000
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— miz Imaging Data
Spots per Line | 10

Number of Lines 10

Load Data | Data loaded :

Spot Spacingl 200 um
Line Spacingl 200 um

| mzXML File ;|
mzXML File [
— Heatmap Mode
IMG File L
TR Folder {* 11SiFile Data
ASCII Folder " CustomData Load I
MAT File
— MS Navigation
Normalization | none ;I m'z | 369.35
v,
Reference peak | 519.14 Win dovf 0.1 Ica j
Norm Cutoff | 1e-00z Intensity |max of window j
— Appearance miz Step I 001
Interpolation
Scale
Type |linear Jil G 10000
Order |2 Jidl — max
Edit Colormap
— Instructions
1- Load mzXML file, imzML file,
..., MAT session file.
2- Select m/z of interest, change
interpolation and perform post
processing if needed.
3- Change colormap and view MS
using toolbar menu functions.
| 100000 | 10000.0

MSiReader ..

W.M. KECK

FTMS LABORATORY FOR HUMAN HEALTH RESEARCH

=
0.9 This tutorial will cover how to import imzML data into the imagegui. For
details on how to use the other functions in the imagegui, please see
the other tutorials located on our website:
0.8 http://www.nb.uw.edu/mvsa/multivariate-surface-analysis-homepage
07k Since the W.M. Keck, FTMS Laboratory for human health research
‘ (Guillaume Robichaud and Ken Garrard) has already written a great
program that can import imzML data into Matlab (MSiReader), | have
0.6 not written a custom imzML importer. Therefore, getting imzML data
into the imagegui relies on using the MSiReader to import the data into
Matlab and then loading the data into the imageqgui.
051
The MSiReader can be downloaded from:
http://www4 .ncsu.edu/~dcmuddim/msireader.html
04
A custom imzML import function may be included in the imagegui in the
future.
02+
01
0 | | | | | | | | | |
0 0.1 02 0.3 04 05 0.6 0.7 0.8 0.9 1
ﬂ =%
m/z: 200 2000
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— miz Imaging Data

Spots per Line | 10

Number of Lines 10

Load Data | Data loaded :

| mzXML File ;|
mzXML File

Spot Spacingl 200 um
Line Spacing | 200 um

MSiReader ..

T

Open the MSiReader and change
the data type to "imzML File'.

&=

IMG File
mzXML Folder
ASCII Folder {
w1 _rae =
— Rrsmaviganomr——
Normalization | none ;l m'z | 369.35
Reference peak | 519.14 Wi ndrt;vvf 0.1 I[}a j
Norm Cutoff | 1002 Intensity |max of window j
— Appearance miz Step l 001
Interpolation
Scale
Type |linear Jil Override 10000
Order |2 [~ min max
Edit Colormap
— Instructions
1- Load mzXML file, imzML file,
..., MAT session file.
2- Select m/z of interest, change
interpolation and perform post
processing if needed.
3- Change colormap and view MS
using toolbar menu functions.
v | W
| 10000.0 | 10000.0

0.7+

06

03

0.2

W.M. KECK

FTMS LABORATORY FOR HUMAN HEALTH RESEARCH

0.1

0.2

0.3

04

0.5 0.6 0.7 0.8

0.9

&l

miz: 200

2000
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— miz Imaging Data
Spots per Line | 10

Number of Lines 10

Load Da

m Load a data set|

Data loaded :

Spot Spacingl 200 um
Line Spacing| 200 um

MSiReader ..

— Post Processing

|5

Press the 'Load Data' button.

&=

W.M. KECK

FTMS LABORATORY FOR HUMAN HEALTH RESEARCH

.- -
" Noise Correction {* 11Si File Data
BG File : none " Custom Data Load I
08
— MS Navigation
Normalization | none LI m'z | 369.35 07k
Reference peak | 519.14 Wi nd';vv: 0.1 IDa j
Norm Cutoff | 12002 Intensity |max of window j 0.6
— Appearance m'z Step l 001
Interpolation 05|
, Scale .
Type |linear Jil Override 10000
Order |2 Jidl = max 04}
A~ A~ -
Edit Colormap
03
— Instructions
1- Load mzXML file, imzML file, 02
..., MAT session file. :
2- Select m/z of interest, change
interpolation and perform post 01
processing if needed.
3- Change colormap and view MS 0 | | | | | | | | | |
using toolbar menu functions. 0 0.1 0.2 03 04 05 06 0.7 0.8 0.9 1
= z = =%
| 100000 | 10000.0 |
m/z . 200 2000
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= ) Select .imzML file to load x| I N
v , _

Lookin: | . MATLAB x| = ®&ckFE
Name ~ |;]Datemodﬁed |;|Type |;]S|ze |;| .
g || S043_Processed.imzML 2/16/2011 5:24PM  IMZML File 42,129KB Y FOR HUMAN HEALTH RESEARCH
Recent Places |__| S042_Continuous.imzML 2/16/2011 5:09PM  IMZML File 25,169 KB
|__|MALDI_TOF _example.imzML 1/21/2015 1:03 PM  IMZML File 6,354 KB
: I . HR 2MSI mouse urinary bladder S096.imzML 1/28/2015 3:37PM IMZML File 54,880 KB
Desktop || Example_Processed.imzML 2/16/2011 4:28PM  IMZML File 23KB
|| Example_Continuous.imzML 2/16/2011 4:27PM IMZML File 23KB
E |\ zcorrectorgui 9/6/2013 4:29PM  File folder
Libraries |« TestingFiles 2/7/2014 11:46 AM  File folder
| spectraqui 3/31/2014 8:30 AM  File folder
ig | slices 4/30/2013 1:54PM File folder
Computer 1. Nick 2/6/20139:57 AM  File folder
Y 1. New folder 9/4/20138:37 AM  File folder
m | imagegui 8/23/2013 3:32PM File folder
.. dpagtest 11/19/2014 10:0... File folder
1. beamwidthtest 7/15/2014 10:07... File folder
1. 07_15_13 tripalmitin 18_IonoptikalA2Dspectrv2 7/31/2013 9:41 AM  File folder
File name: HR2MSI mouse urinary bladder S096.imzML | Open ) | Choose the imzML file you want to
load and press the 'Open'’ button.
Files of type: Imaging Data (*.imzML) ;I Cancel | P P
/.
Edit Colormap 4 p
03
— Instructions
1- Load mzXML file, imzML file, 02k
..., MAT session file. :
2- Select m/z of interest, change
interpolation and perform post 01
processing if needed.
3- Chgnge colormap and vie.w MS 0 | | | | | | | | | |
B 0 0.1 0.2 0.3 0.4 0.5 0.6 0.7 0.8 0.9 1
| 10000.0 | 10000.0 € .
m/z . 200 2000
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— miz Imaging Data
Spots per Line | 10
Number of Lines 10

| imzML File ;|

SpotSpacingl 200 um
Line Spacing| 200 um

Load Data I Data loaded : Loading ...

— Post Processing — Heatmap Mode
" Noise Correction {* 11Si File Data
BG File : none " Custom Data Load I
— MS Navigation
Normalization | none ;' m'z | 369.35
m'z ' '
Reference peak [ 51512 window | 01 Jpa -]
Norm Cutoff | 1e-003 Intensity |max of window ~ |
— Appearance miz Step I 001
Interpolation
Scale
Type |[inear -] i 10000
Order |- j min max
F N N
Edit Colormap |
— Instructions
1- Load mzXML file, imzML file,
..., MAT session file.
2- Select m/z of interest, change
interpolation and perform post
processing if needed.
3- Change colormap and view MS
using toolbar menu functions.
v | W
| 100000 | 10000.0

M S i Re a d e r 0.06 FTWN';SNL|AB|[§FE\([:(!§Y FOR HUMAN HEALTH RESEARCH

09

06

Wait for the data file to be loaded.

N
0.5 Reading imzML file, scan 4750 of 34840 <\1:

A &= &=

0.2

01

0.9

&l

miz: 200

2000
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Press the 'Select all pixels' button.

Vv

— miz Imaging Data
Spots per Line

Number of Lines 134

Clear Data | Data loaded : HR2MSI mouse urinary bladder
S096.imzML

|| Sgect all pixels |
SpotSpacingI 200 um

LineSpacing| 200 um

— Post Processing — Heatmap Mode
I”  Noise Corre {* MSiFile Data
— MS Navigation
Normalization | none LI m'z | 700
— ,
Reference peak | 519 14 Windovj 0.1 IDa LI
Norm Cutoff I 1000 Intensi‘ty max of window LI
— Appearance miz Step I 0.01
Interpolation
Scale
Type |linear Ll G I 497.438
= Order |2 & — max
[ - -
Edit Colormap |
— Instructions
1- Load mzXML file, imzML file,
..., MAT session file.
2- Select m/z of interest, change
interpolation and perform post
processing if needed.
3- Change colormap and view MS
using toolbar menu functions.
v v
[ o | 497.438

=10l x|

ler ..

W.M. KECK

FTMS LABORATORY FOR HUMAN HEALTH RESEARCH

1450

400

1350

300

250
200
150
100

50

m/z ;. 400

1000
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— miz Imaging Data
Spots per Line | 260

Number of Lines 134

Spot Spacing

Line Spacing

MSiReader ..

Image Area = 1393.6

W.M. KECK

FTMS LABORATORY FOR HUMAN HEALTH RESEARCH
Intensity: Mean = 2.32885 StdDev = 25.9607 Range = 0 to 497.438

Clear Data | Data loaded : HR2MSI mouse urinary bladder
S096.imzML
— Post Processing — Heatmap Mode
-) MSiReader o ]
All 34840 pixels in the image have been selected. - 1450
— MS Navigation . .
o It will confirm that all pixels have o
Normaiization | none - | mz | 700 —] been selected. Press 'OK'
m'z '
Reference peak | 519 14 Window 0.1 IDa LI L 4350
Norm Cutoff [~ 1000 Intensity . - )
max of window ~ ~
—I - 4300
— Appearance miz Step I 0.01
Interpolation 250
Scale
Type near ;I G | 497.438 -'
— _ 200
Order |0 v . max
= _ -
150
Edit Colormap |
100
— Instructions
2- Use the spectrum generator 50
tool to plot peaks in the
selected ROLI.
0
3- The ROl can be moved in the
image to generate another
peaks plot.
4- Click the ROl tool again to
exit and resume processing. — — <}: J :{)'
[ o | 497.438
m/z : 400 1000
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m/z Imaging Data
Spots per Line

Number of Lines 134

| Export and/or view mass spectrum data from selected pixels

Press this button to 'Export and/or view mass
spectrum data from selected pixels'

BG File : none

Normalization | none LI

Reference peak | 519 14

Norm Cutoff | 1000

— Appearance

Interpolation

Type near ;I

Edit Colormap

Order |0 ;I

— Instructions

2- Use the spectrum generator
tool to plot peaks in the
selected ROI.

3- The ROl can be moved in the
image to generate another
peaks plot.

4- Click the ROl tool again to
exit and resume processing.

{* MSiFile Data
" Custom Data
— MS Navigation
m'z | 700
m/'z '
Window 0.1 IDa LI
Intensity |max of window LI
m/z Step | 0.01
Scale
Override I 497.438
min max
_~ ~
w v
[ o | 497.438

Image Area = 1393.6

W.M. KECK

e a d e r 0.06 FTMS LABORATORY FOR HUMAN HEALTH RESEARCH

Intensity: Mean = 2.32885 StdDev = 25.9607 Range = 0 to 497.438

L 1450

- 1400

- 1350

4300

250
200
150
100

50

m/z ;. 400

1000
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— miz Imaging Data

: ‘2T s 9
< ™ S =
| SdULloL L ALLCT v

<) MSiSpectrum

Image Area = 1393.6

MSiReader ..

Intensity: Mean = 2.32885 StdDev = 25.9607 Range =0 to 497.438

W.M. KECK

FTMS LABORATORY FOR HUMAN HEALTH RESEARCH

l_ Noise C c M MS. S t W.M- KECK
: I pe C ru I I l FTMS LABORATORY FOR HUMAN HEALTH RESEARCH
BG File : none
. _ _ _ 1450
Choose options ... The MSi Spectrum window will
: : : open. Choose the options you 1400
it — Algorithm for Peak Centroid Calculation
Normalzation [ none _ _ want. You do not need to check any
T @ Parabolic Centroid ¢ MS Peaks  Peak Threshold | 100 of the boxes in the 'Peak Export' or 13gg
T NI jl 'Profile Data Export' area.
Norm Cutoff :
v Plot Mass Spectrum v Include Peak Markers | ; F 1300
— Appearance pe r\ ( ?
raTORR] — Peak Export (centroided data) — = e
Type |linear I~ Export Peaks to .XLS File I~ :Send Peaks List to Clipboard
o N ¥ Use Data Processing Template [k I” Include Intensity Values 200
— Profile Data Export 150
Edit Colormap [~ Export Averaged m/z and Intensity I~ Export Raw Data for each Pixel
100
— Instructions Browse | |
2- Use the spectrum generator
tool to plot peaks in the Cancel OK
selected ROL
- 0
3- The ROl can be moved in the 5 10 15 20 25 30 35 40 45 50
image to generate another
peaks plot.
4- Click the ROl tool again to
exit and resume processing. — -
~1 = <:= i )
| o | 497.438
m/z . 400 1000
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— miz Imaging Data

Data loaded :

BG File : none

Normalization I none

Reference peak 519 14

Norm Cutoff

— Appearance

Interpolation

Type |linear Y

Order

|«

Edit Colormap

— Instructions

2- Use the spectrum generator
tool to plot peaks in the
selected ROI.

Line Spacing 200 um

HRZ2MSI mouse urinary bladder
S096.imzML

<) MSiSpectrum

MSi Spectrum

Choose options ...

— Algorithm for Peak Centroid Calculation

W.M. KECK

FTMS LABORATORY FOR HUMAN HEALTH RESEARCH

MSiReader ..

Image Area = 1393.6

 Parabolic Centroid (" MS Peaks  Peak Threshold | 100
— Mass Spectrum Display

v Plot Mass Spectrum v Include Peak Markers
— Peak Export (centroided data)

[~ Export Peaks to .XLS File

¥ Use Data Processing Template

I~ Send Peaks List to Clipboard

I” Include Intensity Values

— Profile Data Export

[~ Export Averaged m/z and Intensity

I~ Export Raw Data for each Pixel

W.M. KECK

FTMS LABORATORY FOR HUMAN HEALTH RESEARCH

Browse | I

3- The ROl can be moved in the
image to generate another
peaks plot.

4- Click the ROl tool again to
exit and resume processing.

Intensity: Mean = 2.32885 StdDev = 25.9607 Range = 0 to 497.438

1450

4400

1350

4300

i 250
200
150

100

m/z ;. 400

Cancel OK Press the 'OK' button. 2L
0
5 10 15 20 25 30
= | e [ =%
[ o | 497.438

1000
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— miz Imaging Data

Spots per Line | 260

Number of Lines 134

Data loaded :

Clear Data

Spot Spacing | 200 um

Line Spacing 200 um

HRZ2MSI mouse urinary bladder
S096.imzML

— Heatmap Mode

" Noise Corre {* MSiFile Data
BG File : none (-' Custom Data
— MS Navigation

Normalization I none j m'z | 700

Reference peak | 519.14

» |
Windo\: 01 foa -}

Norm Cutoff [ 1000 Intensity |max of window LI
— Appearance m/z Step | 0.01
Interpolation
Scale
Type |linear ;I Override I AHEASG

Order

Edit Colormap

;I min max

-~ N

— Instructions

2- Use the spectrum generator
tool to plot peaks in the
selected ROI.

3- The ROl can be moved in the
image to generate another

peaks plot.

4- Click the ROl tool again to

exit and resume processing.

v

| 497.438

*|[4]

MSiReader ..

Image Area = 1393.6

Building m/z list for scan : 613 of 34840

% u

W.M. KECK

FTMS LABORATORY FOR HUMAN HEALTH RESEARCH

Intensity: Mean = 2.32885 StdDev = 25.9607 Range = 0 to 497.438

Wait for the program to create the
list.

1450

4400

1350

4300

250
200
150
100

50

m/z ;. 400

1000
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— miz Imaging Data
Spots per Line 260

Number of Lines 134

| imzML File

Spot Spacing |

Linn Crmmmine~ nAA

- MSiReader ...

W.M. KECK

FTMS LABORATORY FOR HUMAN HEALTH RESEARCH

) Mass Spectra Viewer

Clear Data I Data loaded : HR2MS| File Tools Window Help
S096.im |7 ........ =
W ul

1450

400

350

1300

250

200

150

100

Markers (M/Z) : 0808
— Post Processing : I d |
| | - Jl | ] TN ENE T T | [ IL
" Noise Correction 404.051 6000
o 0454 Il l O T T O A
10056 saolll | | T T U R 1
| P [l ] R YR I T T || |
_I 1Ll T ] LIy | Ll 11 1 | -
Normalization v 422929
[rone 228 = sonolll | l LTI [y i) ottt |
Reference peak [ <1512 425929 z [l ] [0 (0F ' appear P | |
] i £ ool | | TN | Tl
—— 2128 s | 0 P EI |
ptepolton wsor g | l AN Y
Type [inear -] 447.012 [l ] L Y I T [ || |
oo [T &l it ooolll ! ] o Y (i i [ || 1
oyt | | ] Lo Y I 0T [ ||
Edit Colormap | ' J | JL
N L o S
— Instructions 400 600 700 800 900
2- Use the spectrum generator £0d Marker... M/Z
tool to plot ks in th
:eolec:e%Rgla.a o foss o [T T TTTHTMT WITT T m M ar @r m TH T T Il
e ”“ H“ NN YT T h| T Y
image to generate another
peaks plot. ‘
4- Click the ROl tool again to
exit and resume processing. z A « J
| o | 497.438
m/z . 400

1000




Command Window

(@) New to MATLAB? Watch this Video, see Demos, or read Getting Started.

e + M 2 x‘
o plot v
Min Max
400.3... 9%94.1...
| 2|
1+ D a xI
'_'b -_— b L Lacdo Ll oo -:.I

\Abbott 2015 Extracts\E

\Abbott 2015 04 21 Filt

\Abbott 2015 Extracts\?

\Abbott 2015 04 21 Filt

fx >>

J) Mass Spectra Viewer

|Hk Tools Window Help
Import Markers from Workspace...

Export Markers to Workspace...

Print to Figure

3

Page Setup...
Print Preview...
m‘t. -

Close

T409.056
410.06

412722

418.957

419.038

420.026

421.054

421.922

422929

423.931

423.983

424 307

424 926 Ll

Al ¢

Add Marker...

Delete Marker

4000

3000
I

2000 |

Relative Intensity

1000

Use the File menu to 'Export
Markers to Workspace'.

&=
I 0ETT W T F
I RNl
I RNl
I RNl :
I Wl
I Wl
I W
I 1|
L

- I

600 700 800 900
M/Z




e - 2 X | _ Command Window

to plot v @ New to MATLAB? Watch this Video, see Demos, or read Getting Started.
Min Max fx >>
400.3... 9%94.1...

) Mass Spectra Viewer - |E|I£|

File Tools Window Help ~

Ole d e &[] 2

42493

R A
i

Markers (M/Z) :

400.343 - 6000
403.043
404.051

Give the markers a name and
press 'OK'.

Il '
Il
Il F
Il

AL U311 1l

I 0000
LR T
[ cxvort Harkers SUSII=I Y

I Markers variable name:
I Imarkers

404.947 5000
406.955

409.056
410.06
412722
418.957
419.038
420.026
421.054
421.922
422 929
| »] 423.931
423.983

w O a x 424.307 1000
———————————— :I 424 926 d

n N
\Abbott 2015 Extracts\E AI LI

Add Marker...

4000

3000

Relative Intensity

2000

i+

—_—— e r L L T
p—m—

Delete Marker

\Abbott 2015 04 21 Filt

\Abbott 2015 Extracts\Z

\Abbott 2015 04 21 Filt




e - 0 2 X Command Window
o plot v
Min Max f-E >>
Save your session using the 'Save'
button.
‘ISave the current session |'7
Number of Lines 134 N/
Data loaded : HR2MSI mouse urinary bladder
S096.imzML
— Post Processing — Heatmap Mode
I Noise Correction { MSiFile Data
BG File : none " Custom Data
— MS Navigation
Normalization I none LI mz | 730.8996
—— m/'z -
Reference peak | 519.14 Window 0.1 IDa _I
Norm Cutoff l 1000 Intensity |max of window LI
— Appearance miz Step I 0.01
— Interpolation
Scale
——— Type |inear -] overide| 393003
; min max
Order |0 Y
\Abb _I - =
Edit Colormap |
— Instructions
2- Use the spectrum generator
tool to plot peaks in the
selected ROL
3- The ROl can be moved in the
image to generate another
peaks plot.
\Abb( 4- Click the ROl tool again to
exit and resume processing. = — |
[ o0 | 393.003
\Abb

(i) New to MATLAB? Watch this Video, see Demos, or read Getting Started.

&

" @ d

+
N

=10| x|

= SIReader ...

Image Area = 1393.6

W.M. KECK

FTMS LABORATORY FOR HUMAN HEALTH RESEARCH

Intensity: Mean = 1.88198 StdDev = 22.601 Range = 0 to 397.332

- 1350

- 4300

- 4250

200
150
100

50

m/z : 400

1000




e +- [0 2 X Command Window
o plot v @ New to MATLAB? Watch this Video, see Demos, or read Getting Started.
Min Max fx >>
) MSiReader v0.06 [Matlab R2011b 64-bit] 15:23:53 Tuesday, 2015.04.28
) Save file name
Save in: I . MATLAB j - i gl
Name |;| Datem... ~ Iﬂ Type |;| Size |ﬂ .
[E:;ﬂ mouseurinarybadderS096_nolinedimages 1/30/2015 1:19PM  Microsoft Access... 1,142,36... Y FOR HUMAN HEALTH RESEARCH
i : M Mi e 4,
[Cf}jmou.seunnarybadderSO% 1/30/20159:25 A fcrosoft Access 614,166 KB 11 Range = 0 to 397.332
@ testimzMLdata2 1/29/2015 10:30... Microsoft Access... 560,786 KB
E}j testimzMLdata 1/20/2015 4:16 PM  Microsoft Access... 21,654KB
E}szMMAPEGZOOO_O 5_8-07-14_shiftedcropped 11/6/2014 4:53PM  Microsoft Access... 6,696 KB
[%cﬂPMMAPEGZOOO_O2_8—07-14_shiftedcropped 11/6/2014 3:55PM  Microsoft Access... 3,220 KB
[E:;)j PMMA Sum 10kv 1000_ 1shiftedcropped 11/6/2014 3:28 PM  Microsoft Access... 6,187 KB s
E}j PEGPMMA 20T02tempshifted 11/6/2014 3:14PM  Microsoft Access... 9,003KB
=[;-z}jPEGPMMAZOTOZtemp 11/6/2014 3:09PM  Microsoft Access... 29,583 KB
=i}jNid<Quid<ComparionLipids_LaterDatesToo_Neg 10/24/2014 2:26... Microsoft Access... 41KB
E}zj NickQuickComparionLipids_LaterDatesToo_Pos 10/24/2014 12:5... Microsoft Access... 61KB 1350
@Nid(Quid(ComparionLipids_Pos 10/23/2014 2:04... Microsoft Access... 47 KB
E}jNid(Quid(ComparionLipids_Neg 10/23/2014 1:58... Microsoft Access... 26 KB
E}jNickColdStageZO 1410_neg 10/22/2014 4:42... Microsoft Access... 4KB 1300
=[;-z}jNid<ColdStage20 1410_pos 10/22/2014 4:39... Microsoft Access... 7KB
=i}jfiDRTestGTP 9/25/20144:19PM  Microsoft Access... 27KB
[H Slide 25pot2HSRDP 8/20/2014 11:23... Microsoft Access... 4,244,74... 250
[%cﬂpolymerdataforsyntj'\eticsquare3dmatrix 6/19/2014 1:39PM  Microsoft Access... 5,021KB
— [E:;)j testingdataformakingsynthetidmagesfromspectra 6/18/2014 4:05PM Microsoft Access... 10,986 KB
[C%:ESAMChainLengthData 6/18/2014 3:31PM  Microsoft Access... 8 KB LI
o — i
File name: TestDataimzML| ~| Save | 'lee 'the fle a name and press
Save'.
\ Abb Save as type: MAT files (" mat)
Edit Colorma
- 20
— Instructions
2- Use the spectrum generator
tool to plot peaks in the 25
selected ROL.
3- The ROl can be moved in the 5 10 15 20 25 30 35 40 45 50
image to generate another
peaks plot.
\Abb¢ 4- Click the ROl tool again to
exit and resume processing. — — (}: :ﬂ
| o | 393.003
m/z: 400 1000
\Abb«

\Abbott 2015 04 21 Filt




(i) New to MATLAB? Watch this Video, see Demos, or read Getting Started.

=10| x|

MSiReader ..

Image Area = 1393.6

W.M. KECK

FTMS LABORATORY FOR HUMAN HEALTH RESEARCH
Intensity: Mean = 1.88198 StdDev = 22.601 Range = 0 to 397.332

4350

4300

4250

200
150
100

50

m/z : 400

e - 0 2 X Command Window
o plot "
Min Max f-E >>
) MSiReader v0.06 [Matlab R2011b 64-bit] 15:23:53 Tuesday, 2015 :
| — — e - Liii oTH
= RS - T TR IS ORI
— miz Imaging Data
Spot Spacing | 200 um
Line Spacing 200 um
Data loaded : HR2MSI mouse urinary bladder
S096.imzML
— Post Processing — Heatmap Mode
I Noise Correction { MSiFile Data
BG File : none {" Custom Data
— MS Navigation
Normalization I none LI mz | 730.8996
— m'z -
Reference peak | 519.14 Window 0.1 IDa _I
Norm Cutoff l 1000 Intensity |max of window LI
— Appearance mz Step I 0.01
— Interpolation
Scale
——— Type |inear -] overide| 393003
; min max
Order |0 Y
\Abb _I - =
Edit Colormap |
— Instructions
2- Use the spectrum generator
tool to plot peaks in the
selected ROL
3- The ROl can be moved in the
image to generate another
peaks plot.
\Abb( 4- Click the ROl tool again to
exit and resume processing. = — |
[ o0 | 393.003
\Abb
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J MATLAB R2011b
File Edit Debug Desktop Window

Help

D 6 | * ‘ ‘ ) ™ | a @ @ | @Ll |CuTentFoIder:IC:\Users\graham\DommentsWATLAB

© Shortcuts 2] How to Add #] What's New

'Current Folder 'Workspace - [ 2 X | Command Window

12 X

B o = ag B | | [£D select data to plot v ||| @ New to MATLAB? Watch this Video, see Demos, or read Getting Started.

Name 7

fg >> |

[E] msi
Ba markers < :

Make sure the MSi file and your peak list are
loaded into the Matlab workspace.

The peak list will be in the workspace
automatically if you saved it using the
Instructions in this tutorial.

To load the MSi file, type 'load <nameoffile>'

at the Matlab Command Prompt.

(<nameoffile= = the name you saved the
MSiReader session as).

3mclear;clc
?mzcorrectorgui
?mclear;clc
3mMSiReader
?mzcorrectorgui
?mclear;clc

- zcorrectorgui

--zZcorrectorgui
3mcropimagesgui
?mclear;clc
?mautoloadbiffiles
3mcropimagesgui
?mclear;clc
?mimagegui

--cle

?mxlx

é-~~~~clc

| | i
Command History “ 0 a X
2 Emzcorrectorgui :ﬂ

B-%-- 5/18/2015 10:55 AM —-%

?mload mouseurinarybadderS5096

<‘!ﬂaﬂ1

IOVR Y
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File Edit Debug Desktop Window Help

D 8 | * ‘ . ) | a @ @ | ‘@Ll |CuTentFoIder:IC:\leers\grahamDommentsWATLAB

© Shortcuts 2] How to Add #] What's New

'Current Folder 'Workspace + 0 a X ‘

B o & &3 B || LD select data to plot

v

| Command Window
(i) New to MATLAB? Watch this Video, see Demos, or read Getting Started.

3mclear;clc
?mzcorrectorgui
?mclear;clc

?mMSiReader
?mzcorrectorgui
?mclear;clc

: E-~~~zcorrec1:orgui

ém%-— 5/18/2015 10:55 AM --%
?mzcorrectorgui
?mcropimagesgui
?mclear;clc
?mautoloadbiffiles
?mcropimagesgui
?mclear;clc

émimagegui

?mclc

?“load mouseurinarybadderS5096
?mxlx

ele

Name 7

[E] msi

Bﬂmarkers
| | i
Command History “ 0 a X
: Emzcorrectorgui :ﬂ

]% >> imagegui I :

Start the imagegui

by typing

'Imagequi’ at the command prompt

and pressing enter.

IOVR Y

<‘!Raﬂ1
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File Edit Debug Desktt File | DataPre Processing MVA DataDisplay Image Processing

EERELEE B

Normalize Data Import Bif File Data Selection Panel
Crop Image Import Bif6 File

Shortcuts 2] How to Adc

atrix
d! D A x‘

Current Folder Filter Image Import Bif3d

)| ) & ® | Cut Up Stage Raster From the 'Data Pre Processing’ X
Align images menu choose 'Import Data' -=»

eme ) Import imzML’

MSi Extract ROI

Bﬂ markers ?\ @

K

Command History

3mclear;clc
3mzcorrectorgt
émclear;clc
--MSiReader
3mzcorrectorgt
émclear;clc

: iwzcorrectorgt

B-2-- 5/18/2015
3mzcorrectorgt
3mcropimagesgt
3mclear;clc
3mautoloadbifi
3mcropimagesgt
3mclear;clc
émimagegui

--cle

~-imagegui

4 Startl O




J MATLAB R2011b

File Edit Debug Desktop Window Help

File DataPreProcessing MVA DataDisplay Image Processing

=10l x|

NS | s RB@92 ¢ &

© Shortcuts 2| How to Add 2] What's New

Current Folder ' Workspace 1+

%) o & ) B || GO selectcatatog

Name /7

[E] msi
EE markers

Rl |

Command History I+

--MSiReader
3“zcorrectorgui
émclear;clc
5mzcorrectorgui

~

E-%$-- 5/18/2015 10:

wn

5 AM —--%
émzcorrectorgui
3mcropimagesgui
3“clear;clc
émautoloadbiffiles
3mcropimagesgui
3“clear;clc

émimagegui

3mclc

3“load mouseurinarybadderS
émxlx

3mclc

3“imagegui

émclc

3“guide imagegul

~egle

Data Selection Panel

Name of Image Matrix = Name of Variable Matrix

ISeIect Data LI ISeIect Variables LI

Choose the data structure and peak/marker
list from the drop down menus
and press 'Load Data’

Data Structure Peak list
Choose one... LI IChoose one... LI

Choose one...

Choose the MSi file with the data
you want to load.

Load imznL Da

Close

J\Shntl




J MATLAB R2011b

File Edit Debug Desktop Window Help

File DataPreProcessing MVA DataDisplay Image Processing

=10 %]

REIRE Y AKX

© Shorteuts 2] How to Add 2] What's New

Current Folder | Workspace 1+

] H &g B HSelectdatato;

Name /7

MSi
EE] markers

Rl |
Command History I+
 -~MSiReader
-~ zcorrectorgui

~~clear;clc
- zcorrectorgui

~

E-%$-- 5/18/2015 10:

wn

5 BAM --%
-~zcorrectorgui
3mcropimagesgui
3wclear;clc
émautoloadbiffiles
3mcropimagesgui
3wclear;clc

émimagegui

3mclc

3“load mouseurinarvbaddexrS0
émxlx

3mclc

3“imagegui

émclc

Emguide imagegui

“egle

Data Selection Panel

Name of Variable Matrix

ISeIect Variables LI

Name of Image Matrix

ISeIect Data ;l

Choose the data structure and peak/marker
list from the drop down menus
and press 'Load Data’

Peak list
Choose one... LI

Data Structure

Imsi -

Choose one...

Load imzML Data

Close

Choose the peak list file you want
to use.

&&= &=

J\Shntl




|/ MATLAB R2011b ) imageqgui
~

File Edit Debug Desktop Window Help  File DataPreProcessing MVA DataDisplay Image Processing

EERE L EGIEX: L

Data Selection Panel

© Shorteuts 2] How to Add 2] What's New

Current Folder | Workspace 1+

Name /7

[E] msi
HH markers Choose the data structure and peak/marker

list from the drop down menus
and press 'Load Data’

Data Structure Peak list

-

Load imzML DT@ ‘( EL?(SS the 'Load imzML Data'
on.
Close ¥, &=

Rl |

Command History I+

--MSiReader
3“zcorrectorgui
émclear;clc
g--~-zcorrect:,orgui

~

E-%$-- 5/18/2015 10:

wn

5 M --%
-~zcorrectorgui
3mcropimagesgui
3wclear;clc
émautoloadbiffiles
3mcropimagesgui
3wclear;clc

émimagegui

3mclc

3“load mouseurinarybadderS
émxlx

3mclc

3“imagegui

émclc

Emguide imageguil

“egle

=10

Name of Image Matrix = Name of Variable Matrix L

B o S| 83 B || LD selectdatato |Select Data ~| |Select Variables - | |

J\Shntl




| MATLAB R2011b

File Edit Debug Desktop Window Help File DataPreProcessing MVA DataDisplay Image Processing

NG| s @2 | &Y

* Shortcuts #) How to Add 2] What's New

Data Selection Panel

Name of Image Matrix  Name of Variable Matrix

Current Folder ' Workspace 1+

@ & 8 B ‘ | Select data to | ISeIect Data LI ISeIect Variables LI

Name -~

MSi

HH markers Choose the data structure and peak/marker

list from the drop down menus
and press 'Load Data’

Data Structure Peak list

MSi LI |markers LI

Load imzML Data

Close ‘
4 | =10 x|
Loading imzML data... . ;

Command History " : : W’ < :: Wait for the data to load in to the
T Imagequi.

[ MSiRsader Estimated time remaining: 00:09:59 9€d

- zZcorrectorguil
‘ g-"-‘zcorrect:orgui
E-%-- 5/18/2015 10:55 BAM —-%

-~zcorrectorgui

3wcropimagesgui

?“clear;clc
?mautoloadbiffiles
3wcropimagesgui
?“clear;clc
?mimagegui

?wclc

?mload mouseurinarybadderS0
?mxlx

?wclc

?mimagegui

?mclc

?Wguide imageguil

“egle

4 Startl
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. Shortcuts 2] How to Add 2] What's New

Current Folder Workspace i+

B i B &g % HSeIectdatatoplc

Name 7

MSi
Bﬂ markers

Rl

HR2MSI_mouse_urinary_bladder_S096
EE] HR2MSI_mouse_urinary_bladder_S096_sumofs:
BH HR2MSI_mouse_urinary_bladder_S096_totalcol
HR2MSI_mouse_urinary_bladder_S096peaks

Command History

I+

- Zcorrectorgul

~-clear;clc

-MS5iReader

- Zcorrectorgul

~-clear;clc

- Zcorrectorgul
=-%$-- 5/18/2015 10:

-~ ZCcorrectorgul

~-cropimagesgul

~~clear;clc

~~autoloadbiffiles

~-cropimagesgul

~~clear;clc

~-ilmagegul

= clc

~-1oad mouseurinar

o XIX

= clc

~-imagegul

= CclC

wn
wn

vbadder

Jl

Te)

[

4 Start|

<) imagegui
File DataPreProcessing MVA DataDisplay Image Processing

Name of Image Matrix = Name of Variable Matrix

Data Selection Panel

[HR2MSI_mouse... -] [HR2MSI_mouse_u... -] <‘—
V'_

Load Selected Data |

Image: HR2MSI_mouse_urinary bl
Variables HR2MSI mouse urinary bl

Variable List Variables to Plot

404.051 il 406.955 B
404.947

406.955

Once the data is loaded, you can then select the data from the drop
down menus at the top of the imagegui and carry out any function you
choose.

See the other imagegui tutorials on our website for help on using the gui
functions.
hitp://www_nb.uw.edu/mvsa/multivariate-surface-analysis-homepage

409.056
410.06

412.723
418.957

420.026
421.054

421.922 [%
422.929
423.983
424.927
426.083
426.929

429.118
A21 N2 LI LI 20

40
60

IData (actual counts) LI

406.955

Add to Plot

Reset Plot | 100
120

Name for Combined Selected Variable Image

Save Combined Variable Image

Close Panel

Counts

15000

10000

5000

50 100 150 200 250

Create ext Figure Save Plot to File




File Edit Debug Desktop Window Help
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. Shortcuts 2] How to Add 2] What's New

Current Folder Workspace i+

B i = &g W HSeIectdatatoplc

Name 7

HR2MSI_mouse_urinary_bladder_S096
EE] HR2MSI_mouse_urinary_bladder_S096_sumofs:
BH HR2MSI_mouse_urinary_bladder_S096_totalcol
HR2MSI_mouse_urinary_bladder_S096peaks
MSi
BH markers

Rl

Command History I+

- Zcorrectorgul
~-clear;clc
-MS5iReader
- Zcorrectorgul
~-clear;clc
- Zcorrectorgul

= c/12/201C
__ 5, : :
5 o/ 18/2015 10:

wn
wn
"

-~ ZCcorrectorgul
~-cropimagesgul
~~clear;clc
~~autoloadbiffiles
~-cropimagesgul
~~clear;clc
~-ilmagegul

Jl

Te)

~~1oad mouseurinarvbadderS0

[

e XX

~-imagegul

= CclC

J\Shntl

File DataPreProcessing MVA

Data Display Image Processing

Name of Image Matrix

[HR2MSI_mouse.... -]

Name of Variable Matrix

[HR2MSI_mouse_u... ~|

Data Selection Panel

Load Selected Data |

HR2M
HR2M

Image:

Variables

SI_mouse_urinary bl

SI_mouse_urinary bl

Variable List

404.051 -
404.947 :I
406.955

409.056

410.06

412.723

418.957

420.026

421.054

421.922

422.929

423.983

424.927

426.083

426.929

429.118
A21 028

El

Variables to Plot
406.955 B

=

IData (actual counts)

Add to Plot

=

Reset Plot |

Name for Combined Selected Variable Image

Save Combined Variable Image

Close Panel

406.955

' Currently Selected Peaks

0.8

That ends this tutorial. Press the button on the left
to go back to the previous step. Press the button
on the right to start the tutorial over.

Please see the other imagegui tutorials for

detailed information on how to use each function in
the imageqgui.

Browse all Peak Images

Counts
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Create ext Figure Save Plot to File




	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	

