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Download MZmine 2.30

* Go to http://mzmine.github.io/
* Download

* Unzip the file and move the folder into
Applications
* There are three starting methods
* Linux - startMZmine_Linux.sh

* Mac - startMZmine_MacOSX.command
* Windows - startMZmine_Windows.bat

* Double click to start the program




Starting point for MZmine

Name ~  Date Modified Size Kind

» [ conf Dec 28, 2017, 12:21 AM -- Folder

» [ icons Dec 14, 2016, 12:33 AM - Folder

» [ lib Dec 27, 2017,10:34 PM -- Folder
= manual.pdf Dec 14, 2016, 12:33 AM 653 KB PDF Document

startMZmine_Linux.sh Nov 7, 2017, 10:20 PM 3 KB Shell Script

a startMZmine_MacOSX.command Nov 7, 2017, 10:21 PM 4 KB Termin...Il script
M startMZmine_Windows.bat Nov 14, 2017, 11:03 PM 5 KB Document

You will see Terminal open and the program load. Then Java will take over.

Starting off

% MzZmine2 Project Raw data methods Peak list methods Visualization Windows Help

200 1 MZmine 2.20: New project
|\ Raw data files {4t Peak lists

Click on Raw data methods and then select "raw data input" from the drop down box
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® 0 Open

[ Tollesfbol 030117

Name
=1 Neg_C1.mzXML

Date Modified
Thursday, March 30,2017 12:13 PM

-] Neg_C2.mzXML Thursday, March 30,2017 12:13 PM

"] Neg_C3.mzXML
-1 Neg_C4.mzXML
["1 Neg_C5.mzXML
"1 Neg_C6.mzXML

[ Neg_G1.mzXML

"1 Neg_G2.mzXML

[1 Neg_G3.mzXML

"1 Neg_G4.mzXML
Neg

Thursday, March 30,2017 12:15 PM
Thursday, March 30,2017 12:16 PM
Thursday, March 30,2017 12:18 PM
Thursday, March 30,2017 12:18 PM
Thursday, March 30,2017 12:21 PM
Thursday, March 30,2017 12:21 PM
Thursday, March 30,2017 12:23 PM
Thursday, March 30,2017 12:24 PM
Thursday, March 30,2017 12:26 PM

-1 Neg_G6.mzXML Thursday, March 30,2017 12:26 PM

Pos_C1l.mzXML

Thursday, March 30,2017 12:28 PM

File Format:  All raw data files

R
Cance

This is where the files are on my Mac. The highlighted ones

are loaded by pressing <choose>

Showing uploading process

lasks in progress...

Item Priority Status % done

[Opening file /Volumes b ic/MZXML files/ 030117/Neg_Cl.mz.. NORMAL FINISHED R
[Opening file /Volumes/ bol /MZXML files /Tollesfbol 030117 /Neg_C2.mz... NORMAL FINISHED R U]
[Opening file /Volumes/Metabolomic/MZXML files /Tollesfbol 030117/Neg_C3.mz... NORMAL FINISHED 100%
[Opening file /Volumes, ic/MZXML files/ 030117/Neg_C4.mz... NORMAL FINISHED 0%
Opening file /Volumes/ IMZXML files / 030117/Neg_C5.mz.. NORMAL PROCESSING — 21%

Opening file /Volumes /Metabolomic/MZXML files/Tollesfbol 030117 /Neg_C6.mz... NORMAL PROCESSING — 16%

[1:42:09 PM]: Started parsing file /Volumes/Metabolomic/MZXML files/Tollesfbol 030117 /Neg_G2.mzXML =2013MB free
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Files are now loaded

LA Raw data files A Raw data files |\ Raw data files

» & Neg_C3.mzXML ajNeg_C3.mzxXML » = Neg_Cl.mzXML
b & Neg_C2.mzXML Ly Neg_C2.mzXML » & Neg_C2.mzXML
> & Neg_Cl.mzXML L= Neo_C1.mzXML » & Neg_C3.mzXML
b & Neg_C4.mzXML L= Neg_C4.mzXML » = Neg_C4.mzXML
» & Neg_C6.mzXML L4 Neg_C6.mzXML » & Neg_C5.mzXML
P Neg GLmEXML . O R o & Neg_CE.mzXML
b Neg_C5.mzXML [ Neg_C5.mzXML » = Neg_Gl.mzXML
b & Neg_G2.mzXML > Neg_G2.mzXML » = Neg_G2.mzXML
b = Neg_G3.mzXML (g Neg_C3.mzXML » & Neg_G3.mzXML
» = Neg_G5.mzXML Ll Neg_G5.mzXML » = Neg_Gd.mzXML
b & Neg_Gd.mzXML gl =] Neg_C4.mzXML » & Neg_G5.mzXML
» = Neg_G6.mzXML > Neg_G6.mzXML » = Neg_G6.mzXML

Highlight the files Re-order the files

| A Raw data files
¥ = Neg_Cl.mzXML
|L1 #1@0.00Ms1 ¢~
Lt #2 @0.02 Ms2 (88.9837
|LJ #3 @0.03 Ms2 (118.9979) p
|L1 #4 @0.03 Ms1p -
|L1 #5 @0.04 Ms2 (60.9967) p -
|l #6 @0.05 Ms2 (88.9904) p -
|1 #7 @0.06 MS1p -
|k} #8 @0.08 M52 (60.9968) p -
|1 #9 @0.09 MS1 ¢ -
L #10@0.11 Ms2 2098270 p- —
Ly #11@011Ms1p-
|1 #12 @0.13 Ms2 (75.0122) p -
|k #13 @0.14 MS1p -
|1 #14 @0.15 Ms2 (119.0002) p -
|1 #15 @0.16 Ms2 (306.9254) p -
|t #16 @0.17 MS1p -
L1 #17 @0.19 Ms2 (220.9407) p -
|1 #18 @0.20 MS1 p -
|1 #19 @0.20 MS1p -
|t #20 @0.21 MS1p -
|1 #21 @0.21 M51p -
|t #22 @0.22 MS1p -
|1 #23 @0.23 Ms1p -
|LJ #24 @0.23 Ms1p -

Content of the .mzxml files

L1 #3067 @16.46 MS1 p -
UI.J #3068 @16.47 M52 (112.9884) p -
L1 #3069 @16.47 MS2 (135.9732) p -
L1 #3070 @16.47 MS2 (243.0786) p -
L1 #3071 @16.48 MS2 (291.0921) p -
L1 #3072 @16.48 MS2 (414.2132) p -
L1 #3073 @16.48 MS2 (429.1771) p -
_ Ms1data L1 #3074 @16.48 MS2 (588.3003) p -
Blue files L1 #3075 @16.49 Ms2 (592.3124) p -
|l #3076 @16.49 MS1 p -
L1 #3077 @16.50 MS2 (135.9734) p -
k1 #3078 @16.50 Ms2 (189.1151) p -
L1 #3079 @16.50 MS2 (243.0793) p -
MSMS L1 #3080 ?15.50 MS2 (291.0920) p -
Red files Ly #3081 fls.so MS2 (336.1492) p -
Ly #3082 @16.50 M52 (357.1013) p -
L]u #3083 @16.51 MS2 (414.2141) p -
Ly #3084 @16.51 Ms2 (455.2388) p -
L]u #3085 @16.51 MS2 (483.2207) c -
Ly #3086 @16.51 MS2 (508.2215) p -
L]u #3087 @16.51 MS2 (563.1453) c -
LII.J #3088 @16.51 MS2 (578.3178) p -
Llan #3089 @16.51 MS2 (583.2869) p -
Uu #3090 @16.51 MS2 (588.3027) p -
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Visualization toolbar

@ MzZmine2 Project Raw data methods Peak list methods | Visualization | Windows

eoee LE  TIC/XIC visualizer
A Raw data files Spectra visualizer
S Neg_C1.mzXML 2D visualizer
b & Neg_C2.mzXML 3D visualizer
b = Neg_C3.mzXML MS/MS visualizer
b & Neg_C4.mzXML Neutral loss visualizer
» ° Neg_C5.mzXML
o 9- Scatter plot
b = Neg_C6.mzXML N
4 Histogram plot
» = Neg_Gl.mzXML = .
" Peak intensity plot
b Neg_G2.mzXML
b = Neg_G3.mzXML
b = Neg_G4.mzXML
b = Neg_G5.mzXML
b Neg_G6.mzXML

We'll start by selecting "3D visualizer" — this allows us to look at all the data

Selecting all the data

® 0 Please set the parameters

Raw data files Neg_Cl.mzXML As selected in main window B

Scans MS level: 1 Set filters Clear filters

m/z - Auto range From mass From formula

Retention time resolution | 500

m/z resolution 500

OK Cancel Help

We'll select the file to open next. The 3D visualizer allows one at a time
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Setting 3D-parameters

®00 Please set the parameters

| Scan number =

Retention time |0 = (30 min.  Auto range
MS level 1

Scan definition

Polarity - < |

Spectrum type Any w

OK Cancel Help

Raw data files

Scans

m/z

Ready to view the 3D-plot

Please set the parameters

Neg_Cl.mzXML As selected in main window [ ]
Retention time: 0.00 - 30.00 min.
MS level: 1 Set filters Clear filters
Polarity: -
49.9908 - 1000.0003 Auto range From mass

Retention time resolution 500

m/z resolution

500

OK Cancel Help

From formula
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3D view of NegMode_C1

0-5 min — metabolites that

didn't bind to the column 25-30 min — metabolites that

stuck too hard to the column

3D view of NegMode_G1

Note the large peaks — these are genistein metabolites
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Resetting the parameters

Scan number

Retention time

MS level

Scan definition

Polarity

Spectrum type

Please set the parameters

5.00 - 125.00 min. Auto range

[ <>

Any

OK Cancel Help

Data from 5-25 min

1/26/2018



Total ion current

& MZmine2 Project Raw datamethods Peak list methods | Visualization Windows Help

eee® GE  TIC/XIC visualizer
|\, Raw data files Spectra visualizer
> & 2D visualizer
» = Neg_C2.mzXML 3D visualizer
b = Neg_C3.mzXML MS/MS visualizer
b = Neg_C4.mzXML Neutral loss visualizer
» Z Neg_C5.mzXML Scatt lot
» = Neg_C6.mzXML Hca‘ e ot
=Y co_c .o icag il )
b = Neg_G2.maXML eak intensity plo
» = Neg_G3.mzXML
b = Neg_G4.mzXML
» = Neg_G5.mzXML
» = Neg_G6.mzXML
Setting the parameters
® 0 Please set the parameters
Raw data files 2 selected As selected in main window E
Retention time: 5.00 - 25.00 min.
Scans MS level: 1 Set filters Clear filters
Polarity: -
Plot type Base peak intensity E
m/z 49,9905 - 1000.0003 Auto range From mass From formula
All
Peaks Clear
OK Cancel Help

1/26/2018
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TIC of all ions from m/z 50-1000

2.2E5 427.1817

2.065 Neg_C1

187.0097
341.1248
= 1.2E5 411.1266

443,174

369.1576
361.2020

2.0E4 ssos1s  173.0113 382.1007 325.1839

500 6.00 7.00 800 9.00 10.00 11.00 12.00 13.00 14.00 15.00 16.00 17.00 18.00 19.00 20.00 21.00 22.00 23.00 24.00
Retention time

427.1804

5.05 Neg_G1

201.0216

4111258 361.2004

283.0812 369.1537

889882  173.0089 382.0976 311.1695

5.00 6.00 700 8.00 9.00 10.00 11.00 12.00 13.00 14.00 15.00 16.00 17.00 18.00 19.00 20.00 21.00 22.00 23.00 24.00
Retention time

TIC m/z 50-1000 C1/G1 comparison

~ a27.1808
5.SES

New ions
4.5E5 N\

4.0ES N

> \ 201.0216
\

3.5E5 N

3.0E5

2.5E5

Base peak

2.0E5

4111258 187.0097 361.2004

1.5E5

1.085 369.1537

5.0E4

88.9882 173.0113 382.0976 A 311.1695

0.0E0
5.00 600 7.00 800 900 1000 11.00 12.00 13.00 14.00 15.00 16.00 17.00 18.00 19.00 20.00 21.00 22.00 23.00 24.00
Retention time

— Neg_C1.mzXML — Neg_G1.mzXML

To get this, highlight the files you want to compare, before invoking the XIC module

11
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Base peak intens

2.4E5

2.2E5

2.0E5

1.8E5

1.6E5

[ Y
m om
[ I

1.0E5

8.0E4

6.0E4

4.0E4

2.0E4

0.0E0

5.00 6.00 7.00 8.00 900 10.00 11.00 12.00 13.00 14.00 15.00 16.00 17.00 18.00 19.00 20.00 21.00 22.00 23.00 24.00 25.00

TIC m/z 50-1000 C3/G3 comparison

88.9901

201.0227

283.0815

427.1795

411.1260 3a1hbas

7.0081

178.0509 LA

369.1562

382.0995

Retention time
= Neg_C3.mzXML — Neg_G3.mzXML

Let's calculate the mass of

genistein [M-H]

* The empirical formula of genistein is C,;H,,0,

* If you open the mass calculator Excel file

A

Name

hexanol
glucose
genistein

B C D E F
C H N o
Empirical formula 12.000000000 1.007825032 14.003074004 15.9949146

C6H140 6 14 0 1

C6H1206 6 12 6

C15H1005 15 10 5
MW [M+H]+ [M-H]-

102.104469 103.111745 101.097193
180.063391 181.070668 179.056115
270.052826 271.060103 269.04555

1/26/2018
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lons of genistein and its conjugates

Empirical
formula

Genistein C15H100s 270.05282 260.04557
Genistein sulfate Cy5H1008S 350.00963 349.00238
Genistein -

Semrite Cy1Hi01 446.08490 445.07765
Genistein f- CyHys0,,5 526.04172 525.03444

glucuronide/sulfate

Setting the mass window

@ MzZmine2 Project Raw datamethods Peak list methods | Visualization X Windows
cee M E - s eee 0 G TICXC visualizer

Spectra visualizer
2D visualizer
Calibri (Body) ~ - +] 3D visualizer

Insert Page Layout Formu Des

[k y | T MS/MS visualizer
Neutral loss visualizer
(XX | i M- Scatter plot
L Raw data files Histogram plot

b & Neg_Cl.mzXML Peak intensity plot
= _C1.

b = Neg_C2.mzXML
[ Neg_C3.mzXML
= Neg_C4.mzXML
= Neg_C5.mzXML
= Neg_C6.mzXML
= Neg_Gl.mzXML
= Neg_G2.mzXML

[ENeg_G3.mzXML

S5 Nam CA YA

Frvyvvvwvyywyyvwyy

1/26/2018
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Setting the mass window

Please set the parameters

Raw data files 2 selected As selected in main window T

Scans

Plot type

m/z

Peaks

Retention time: 5.00 - 25.00 min.
MS level: 1
Polarity: -

Set filters Clear filters

Base peak intensity T

445.0757 - 445.0803 Auto range From mass

All

From formula

C21H18011

Clear

OK Cancel Help

XIC of m/z 445.07765

8.5E4
8.0E4
7.5E4
7.0E4
6.5E4
6.0E4

& 5584

a

§ 5.0E4

£

r 4.5E4

3 4.0E4

a
3.564

@ 3,084
2.5E4
2.0E4
1.564
1.0E4
5.0E3
0.0E0

445.0773

445.0772

445.0778 4450772 445.0773 445.0803

445.0771

5.00

6.00 7.00 8.00 9.00 10.00 11.00 12.00 13.00 14.00 15.00 16.00 17.00 18.00 19.00 20.00 21.00 22.00 23.00 24.00 25.0C

Retention time

— Neg_C3.mzXML — Neg_G3.mzXML

1/26/2018
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Getting MS/MS data

Select TIC/XIC and reset the parameters

L&) @ Please set the parameters

Scan number =

Retention time | 5.00 - 25.00 min. Auto range

MS level 2 <—Ratantionti ge-frrmiTTaTes
Scan definition
Polarity - W

Spectrum type Any ]

OK Cancel Help

Ready to go

[ ] [ ] Please set the parameters
Raw data files 2 selected As selected in main window [
Retention time: 5.00 - 25.00 min.
Scans MS level: 2 Set filters Clear filters
Polarity: -
Plot type Base peak intensity <]
m/z 445.0757 - 445.0803 Auto range From mass
All
Peaks Clear
OK Cancel Help

From formula

1/26/2018
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MSMS spectra captured of m/z 445.077

XIC (base peak), m/z: 445.0757 - 445.0803

1.063 } 3 T } } 7 } b 445.0785.
9.5E2
9.0E2
8.5E2
8.0E2
7.5€2
7.0E2
Z6se2
§ 6.0E2
E 552
% 5.0E2
2 4.562
$ 4.0e2
@ 3562
3.062 445p786

4450786 H4SOTBE o dres

2.5e2 4440789
2.0E2
1.5E2
1.0E2

5.0E1 aesorss aasores wsfreo |
0.0E0

445.0757

6.00 7.00 800 9.00 10.00 11.00 12.00 13.00 14.00 15.00 16.00 17.00 18.00 15.00 20.00 21.00 22.00 23.00 24.00 25.0C
Retention time

— Neg_C3.mzXML — Neg_G3.mzXML

Where MSMS for m/z 445.079 were recorded (1)

Neg_G3.mzXML scan#1726 @12.55 MS2 (621.1085) p -, base peak: 269.0430 m/z (4.0E3)
Scan definition: Full

269.0430
4.0E3

3.5E3

3.0E3

N
w
m
w
-~
-~

2.0E3

Intensity

1.5E3

1.0E3
445.0756
5.0E2
113.0232 75 903
D OEU I W P Y l A l 834.

100.0000 200.0000 300.0000 400.0000 500.0000 600.0000 700.0000 800.0000

m/z

16



Intensi

2.8E3
2.6E3
2.4E3
2.2E3
2.0E3
1.8E3
1.6E3
1.4E3
1.2E3
1.0E3
8.0E2
6.0E2
4.0E2
2.0E2
0.0E0

Where MSMS for m/z 445.079 were recorded (2)

Neg_G3.mzXML scan#2200 @14.24 MS2 (525.0334) p -, base peak: 269.0478 m/z (2.5E3)

Scan definition: Full

269.0478

113.0235
175.0225
.

I i A

Genistein-f-glucuronide-sulfate

445.0816

349.003
525.0381
. L ) l 580.2174  645.0798 744,

100.0000 200.0000 300.0000 400.0000 500.0000 600.0000 700.0000

m/z

Intensity

3.6E3
3.4€3
3.2€3
3.0E3
2.8E3
2.6E3
2.4E3
2.263
2.0E3
1.8E3
1.6E3
1.4E3
1.263
1.0E3
8.0E2
6.0E2
4.0E2
2.0E2
0.0E0

Where MSMS for m/z 445.079 were recorded (3)

Neg_G3.mzXML scan#2611 @15.52 MS2 (668.1173) p -, base peak: 269.0453 m/z (3.5E3)

Scan definition: Full

A

113.0248
175.0242

222.0403
Ll g 1 L

269.0453

Genistein -glucuronide

445.0725

368.0797

100.0000 200.0000

300.0000 400.0000 500.0000 600.00

m/z

1/26/2018
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XIC of m/z 525.033

genistein B-glucuronide/sulfate

1.7E4 525.0323
1.6E4
1.5E4
1.4E4
1384
1.264
1.1E4
1.0E4
< 9.0E3
g s.0e3
® 7.0e3
@ 6063

ntensity

5.0E3
4.0E3

3.0E3
2.0E3

1.083 Y2 525.0324
i 5.03. 525.0328 525.0327 5.0350
ey 525.0325 AN Lol N d e

5.00 6.00 7.00 8.00 9.00 10.00 11.00 12.00 13.00 14.00 15.00 16.00 17.00 18.00 19.00 20.00 21.00 22.00 23.00 24.00 25.0(
Retention time

Another way to get MSMS spectra
Select MSMS visualizer

[ NoN ) Please set the parameters

Raw data files Neg_G3.mzXML As selected in main window | <

Retention time 10.00 - 20.00 min. Auto range

m/z 525.0313 - 525.0354 Auto range From mass From formula
Intensity Total intensity in MS/MS scan <]

Normalize by All data points | T}

Min. MS/MS peak intensity 1

OK Cancel Help

1/26/2018
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560.0000
540.0000
520.0000
500.0000
480.0000
460.0000
440.0000
420.0000
400.0000
380.0000
360.0000
340.0000
320.0000
300.0000
280.0000

Precursor m/z

260.0000
240.0000
220.0000
200.0000
180.0000
160.0000
140.0000
120.0000
100.0000
80.0000
60.0000
40.0000
20.0000
0.0000

#1

0.00

3.00 4.00 5.00 6.00 7.00 8.00 9.00
Retention time (min)

10.00 11.00 12.00 13.00

2.5E3

2.0E3

1.5E3

Intensity

1.0E3

5.0E2

113.0235
N

269.0478

#1

348.9954
175.0225 311.0496 L
L

- A 4

445.0816

525.0381
" L

580.2174

0.0E0

1.2E3

100.0000

200.0000 300.0000

400.0000

500.0000

600.00

1.1E3
1.0E3
9.0E2
8.0E2
7.0E2
6.0E2
5.0E2
4.0E2
3.0E2
2.0E2
1.0E2
0.0E0

Intensi

"

113.0234
L o

269.0409

#2

349.0007

175.0206
L

hedd -

525.2095

445.0786
|

100.0000

200.0000 300.0000

400.0000

500.0000

600.00

1/26/2018
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Identifying the masses in .mzxml files

® @ Please set the parameters
Raw data files 2 selected| All raw data files
Set filters

Scans MS level: 1 Clear filters

Mass detector Centroid <]

Mass list name  masses

OK Cancel Help

Please set the parameters

Noise level | 1000|

——

L NN ) Please set the parameters

Scan number =
Retention time - min. _ Auto range
MS level 1

Scan definition

Polarity - B
Spectrum type Any ﬂ
oK Cancel Help
e o Plghse sat the paramaters.

Raw data files 2 selected As selegted in main window B

Retention time: 5.00 - 25.00 min.

U e e Bt A Set filters Clear filters
Show preview Mass detector | Wavelet transform B ..
—
Mass list name  masses
OK Cancel Help
oK Cancel Help
Setti the back d
Noise level 1000 [NegMode_IR1.mzXML] scan #155
MS1,RT 0.94, base peak: §5.9893 m/z (1.6E3)
TEY:
[ show preview 163
Data file NegMode_IR1.mzXML 1463
1.2E3
Scan number - 155 ﬂ = 174.9556
E‘ 1.0E3
@
-
3 B.0E2
=
-
6.0E2
4.0E2 240.9091
2.0E2 304.9072
e 449.8346 576.7902  660.7381 792,61
0.0E0
100.0000 200.0000 300.0000 400.0000 500.0000 600.0000 700.0000 800.00
m/z
oK Cancel Help

— Scan #155 B Detected peaks

1/26/2018
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Setting the background

Noise level | 1000

Show preview
Data file NegMode_IR1.mzXML

Scan number - 1093 ‘j

OK Cancel Help

2.6E4
2.4E4
2.2E4
2.0E4
1.8E4

BIBH

Intensi

1.4E4
1,264
1.0E4
8.0E3
6.0E3
4.0E3
2.0E3
0.0E0

[NegMode_IR1.mzXML] scan #1093
MS1, RT 6.06, base peak: 549.1703 m/z (2.5E4)

88.9886

1 W

AYI7US

387.1151
191.0193

1 _1.JJ

L.

711.2339
L

L

100.0000

200.0000 300.0000  400.0000  500.0000  600.0000

m/z

—Scan #1093 N Detected peaks

700.0000

800.0)

Message

One or more selected files contains centroided data points. The selected mass
detector could give unexpected results.

-

You can ignore this — it’s due to the MSMS data in the file
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Using the masses to create chromatograms

Go to Raw data methods, peak detection, chromatogram builder

Raw data files 2 selected As selected in main window [
Scans MS level: 1 Set filters Clear filters
Mass list masses Choose...

Min time span (min) .05

Min height 1E3
m/z tolerance 0.01 m/z or 0.0 ppm
Suffix chromatograms
OK Cancel Help
Raw data files 2 selected As selected in main window <
Retention time: 5.00 - 25.00 min.
Scans MS level: 1 Set filters Clear filters
Polarity: -
Mass list masses Choose...

Min time span (min) .05

This stops ppm being used

Min height 1E3
m/z tolerance 0.01 m/z or 0.0 ppm
Suffix chromatograms

OK Cancel Help
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Chromatogram deconvolution

Go to Peak list methods, peak detection, chromatogram deconvolution

[ BN ) Please set the parameters
Peak lists 2 selected | As selected in main window
Suffix deconvoluted
Algorithm Wavelets (XCMS) | ] 3
Remove original peak list
OK Cancel Help
S/N threshold 10
Wavelet scales 0.25 - 5.00
Peak duration range 0.05 - 050

Peak integration method Use raw data ﬂ

Show preview

oK Cancel Help

»
>

L\ Raw data files

Chromatogram deconvolution output

{44 peak lists
NegMode_NR1.mzXML chromatograms
NegMode_IR1.mzXML chromatograms

S NegMode_IR1.mzX
S NegMode_NR1.mzXM|

vyvwyy

¥ || NegMode_NRL.mzXML chromatograms deconvoluted
_L #160.8941 m/z @6.04
_L #275.0093 mjz @5.25
_A #380.9658 m/z @13.51
_A_ #489.0245 m/z @6.17
A #593.0346 m/z @17.49
_A_#6111.0074 m/z @6.30
_A #7116.0504 m/z @10.02
_A #8117.0194 m/z @7.23
_L_ #9119.0500 m/z @13.99
_A #10121.0290 m/z @13.70
_A #11121.0295 m/z @15.54
_A #12125.0972 m/z @15.83
_A #13128.0358 m/z @6.60
_L #14130.0868 m/z @7.09
_A #15130.0869 m/z @7.37
_A #16131.0711 m/z @13.72
_A_ #17131.0709 m/z @13.96
_A #18137.0247 m/z @17.49
_A #19138.0280 m/z @17.49 File Name Mass. RT Height
§ 230198 0580 maFe 18 NegMode_NRI maXML 4310966 1420 2264

Pseudo-spectrum #363
#367 4310966 miz @14.20

NegMode_NR1.mzXML chromatograms deconvoluted
[Z | NegMode_IR1.mzXML chromatograms deconvoluted

86E4
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Peak and chromatogram alignment

Go to Peak list method, alignment, join aligner

Peak lists

Peak list name

2 selected | As selected in main window <

Aligned peak list

m/z tolerance 0.015 m/z or 5.0 ppm
Weight for m/z 0.5
Retention time tolerance 0.5 absolute (min) ﬂ
Weight for RT 0.5
Require same charge state
Require same ID
Compare isotope pattern Setup..
OK Cancel Help

Aligned data

Aligned peak list
_A #160.9943 m/z @6.04 Pseudo-spectrum #215
_L #2 75.0093 m/z @5.23 Pseudo-spectrum #342

_A #380.9657 m/z @13.51 Pseudo-spectrum #358
_A #489.0251 m/z @6.15 Pseudo-spectrum #111

_A #593.0349 m/z @17.47 Pseudo-spectrum £030
_A #6111.0079 m/z @6.30 Pseudo-spectrum #423

A #7116.0503 m/z @10.00 Pseudo-spectrum #014
_A #8117.0193 m/z @7.22 Pseudo-spectrum #138
_‘_ #9 119.0500 m/z @13.99 Pseudo-spectrum #404
_A #10121.0291 m/z @13.68 Pseudo-spectrum #103
A #11121.0295 m/z 00
_A #12125.0975 m/z
_L #13 128.0356 m/z @6.60 Pseudo-spectrum #089
J_ #14 130.0868 m/z @7.09 Pseudo-spectrum #324
_A #15130.0867 m/z @7.35 Pseudo-spectrum #296
J_ #16 131.0710 m/z @13.71 Pseudo-spectrum #160
_A #17131.0707 m/z @13.97 Pseudo-spectrum #110

115.55 Pseudo-spectrum #1

115.81 Pseudo-spectrum #083
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Double click on Aligned peak list

D Average Peak shape NegModeiNRLszML NegModev_IRLszML
m/z RT Status | Height Area Status | Height Area
1 60.9943 6.04 I 2.1E3 1.1E4 1.4E3 9.8E3
2 75.0093 5.23 I 1563 8.863 1.6E3 1.4E4
3 80.9657 13.51 l 2.6E3 1.6E4 2.7€3 1.3E4
4 89.0251 6.15 | 1.2E4 4.0E4 1.0E4 3.1E4
5 93.0349 17.47 ] 1.963 1.3€4 2163 1364
6 111.0079 6.30 ‘ 8.5E3 8.1E4 9.1E3 8.2E4
7 116.0503 10.00 | 3.7E3 1.6E4 3.4E3 1.6E4
& 117.0193 7.22 ‘ 8763 6.264 81E3  5.3E4
9 119.0500 13.99 ‘ 2.1E3 8.9E3 [65]
10 121.0291 13.68 | 4.2E3 3.0E4 1.0E4 9.2E4
11 121.0295 15.55 ! 7.3€3 4.1E4 1.1E4 7.6E4
12 125.0975 15.81 | 1.9€3 7.8€3 3.1E3 2.1E4
13 128.0356 6.60 l 1.3E4 L.1ES { 1.3E4 1.2E5
14 130.0868 7.09 | 1.8€3 5.3€3 ®
15 130.0867 7.35 l 3.263 1.4E4 23E3 1.0E4
16 131.0710 13.71 I 6.2E3 5.5E4 3.7E3 2.7E4
(0 izi i i
rganizing by retention time
D Average Peak shape NegModeTNRI.szML NegModeTIRI.mZXML
m/z RT ~ Status | Height Area | Status Height Area
748 270.0457 14.14 . 3.4E3 1.5E4
853 477.1528 14.14 . 7.6E3 2.0E4
921 647.1545 14.14 . 2.6E3 1.1E4
471 490.1299 14.14 4.1€3 1.9E4 .
375 432.0996 14.16 6.0E3 3.9e4 4.9E3 4.0E4
462 478.1060 14.16 2.3E4 2.1E5 2.7E4 1.9E5
463 479.1084 14.16 6.4E3 4.3E4 9.0E3 4.9E4
852 477.1022 14.17 . 9.5E4 8.7ES
854 477.1674 14.17 . 2.3E3 1.2E4
138 269.0447 14.17 1.4E4 1.4E5 1.6E4 1.5E5
367 431.0963 14.18 2.2E4 8.6E4 2.0E4 1.8E5
636 670.1571 14.20 3.9€3 2.0E4 .
156 283.0604 14.22 1.3E3 5.4E3 .

1/26/2018

25



Class exercise

e Load the C1-C6 and G1-GS .mzxml files

* Locate the ions that have the genistein ion (in negative
- what is its m/z value?)
* Get MSMS spectra of each one

* Identify all the masses in each file (see slide 39) — from

these generate chromatograms, and then deconvolute
the chromatograms

* Output the data into a .csv file (choose row ID, m/z,
retention time, peak height, peak area and FWHM)

* Sort the file by retention time — identify ions that are
co-eluting and are isotopes.
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