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10 HOOC,

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
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Starting point for MZmine

Name ~  Date Modified Size Kind

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

» |9 icons Dec 14, 2016, 12:33 AM -- Folder

» M 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...ll 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

4

Project Raw datamethods Feature listmethods  Visualization T Windows

m_ Raw data files i1t Feature lists

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

Note the MZmine version number in 2020 is 2:53
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Select the files

Project Raw data methods Feature listmethods Visualization Tools Windows Help

L Raw< " Raw data import

Raw data export
g “ v 4 « Desktop > Class 1-31-20 > Tollefsbol GdthruG6_neg v © | Search Tollefsbol ¢
Export scans into one file
Merge files Organize * New folder =
Extract scans 040418 A" Name Date madified Type
Sort raw data files * 1
I Desktop | Neg_C4.mzxXML 1/28/2020 12:54 PM MZXML File
Filfering . ¥ Downloads # Neg_C5.mzXML 1/28/2020 1254PM  MZXMLFile
Fealure detection & & pictures A | Neg_CE.mzXML 1/28/2020 12:56 PM MZXML File
% Documents | Neg_G4.mzXML 1/28/2020 12:49 PM MZXML File
Class 1-31-20 | Neg_GS5.mzXML 1/28/2020 12:49 PM MZXML File
Salas_neq files | Neg_G6.mzXML 1/28/2020 12:51 PM MZXML File
Salas_pos_Abf
Files are loadin
asks in progress.
tem Prionty Status % done
\pening file C: Desktop\Class 1-31-20\T ollefsbol G4thruG6_neg\Neg CNORMAL PROCESSING - 10% .
\pening file C:Wsersisbarnes\Desktop\Class 1-31-201 ollefsbol G4thruGE_negiNeg CSNORMAL PROCESSING — 14%
‘pening file C:\Usersisbarnes\Desktop\Class 1-31-20\Tollefsbol G4thruG6_neg\WNeg CENORMAL PROCESSING L 11%
\pening file C:\Usersisbarnes\Desktop\Class 1-31-20\ ollefsbol G4thruG6_neg\Neg_GANORMAL PROCESSING = 9%
Jpening file C Desklop\Class 1-31-201T ollefsbol G4thruG6_neg\Neg_GSNORMAL PROCESSING - 1%
" il 1 31 20\T allofchal RAsheuEa — eV 2
[1:41:57 PM]: Started parsing file C:\Usersisbarnes\Desktop!Class 1-31-20iTollefsbol GdthruG8_neg\Neg_G6 mzXML ==852MB free
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Sorting the files

Project Raw data methods

Raw data files

— Neg_C6.mzXML
= Neg_G6.mzXML
= Neg_C5.mzXML
= Neg_C4 mzXML
= Neg_G5.mzXML
= Neg_G4 mzXML

-

Project Raw data methods

Raw data files

= Neg_C4.mzXML
‘= Neg_C5.mzXML
— Neg_C6.mzXML
— Neg_G4 mzXML
= Neg_G5.mzXML
= Neg_G6.mzXML

Highlight files and sort under
Raw data methods tab

Content of the .mzxml files

Project Raw data methods Feature list methods

~|h] #2 @0.02 MS2 (88.9932) p«
|t #3 @0.03MS2 (119.0008) p -

|1 #6 @0.05 Ms2 (88.9902) p -
k1 #7 @0.05 MS2 (306.9227) p -
bl #8 @006 MS1p-

FEFEEEE

— Neg_C4.mzXML

lh1 #1 @o.00ms1p- "

|1 #¢ @0.03ms1p-

#5 @0.04 MS2 (60.9988) c -
e MS1 data

Blue files

#3 @0.07 MS2 (60.9975) ¢ -
#10 @0.07 MS2 (75.0113) p -
#11 @0.08 MS2 (118.9992) p -
#12 @0.08 MS2 (306.9257) p -

#13 @0.09 MS1p- MSMS
#14 @0.10 MS2 (75.0124) p - Red files
#15 @0.11 MS2 (220.9410) p -

|l #16 @0.12Ms1p-
b #17 @0.12Ms1p-
|| #18 @0.13 MS1p-
~|l| #19@0.13MS1p-
b #20 @0.14 Ms1p-

Project Raw data methods Feature list methods

= & Neg_C4.mzXML

b #1@0.00MS1p-

b| #2 @0.021MS2(88.9932) p -
b1 #3 @0.03 MS2(119.0008) p -
Ll #4 @0.03MS1p-

L1 #5 @0.04 MS2(60.9988) ¢ -
b1 #6 @0.05 MS2(88.9902) p -
| 77 @0.05 MS2 (306.9227) p -
b1 #8 @0.06 MS1p-

b1 #9 @0.07 MS2(60.9975) c -
| #10 @0.07 MS2 (75.0113) p -
b1 #11 @0.08 MS2 (118.9992) p -
L1 #12 @0.08 M52 (306.9257) p -
L) #13@0.09MS1p-

| #14 @0.10 MS2 (75.0124) p -
b1 #15 @0.11 MS2 (220.9410) p -
Ll #16 @0.12MS1p-

Ll #17 @0.12MS1p-

LI #18 @0.13MS1p-

Ll #19@0.13MS1p-

b| #20 @0.14MS1p-

10
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Comparing samples C4, C5, C6, G5 and G6

Project Raw data methods Featur

Neg_G5 mzXML
Wlleg G6 mzXML

e list methods Visualization Tools

ndows Help
fnn
44 Feature lists

[£]]
Raw datafiles 5 selected As selected in main window v
Scans MS level: 1 Set filters Clear filters
Plot type Base peak intensity ~
miz - Auto range From mass From formula
All
Hels Clear
OK Cancel Help
Setting th ti
Project Raw data methods Feature list methods Visualization Tools Windows Help
|\ Raw data files 1t Feature lists
B 3
e
+
+
2
PSR o GE mzXML =
]
- ‘ Scan number -
Raw data fi gase Filtering Integer
Scans
Retention time 0 - 30 min.  Autorange
Plot type
MS level 1
mz
Scan definition
Peaks Polarity - v
Spectrum type Any v
OK Cancel

Tacke in nranrace

12
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Base peak chromatogram, miz: 50.0000 - 1000.0000

5.0ES
427.179%
4.BES

4.6E5 ‘
4.4E5
4.2E5
4.0E5
38E5 2010238
3.6E5 r
3.4E5
3.2E5
3.0ES
2EES 4210813
2.6E5
2.4E5

Base peak intensity

2.2E5
2.0E5 !

1.BES

1eEs 283.0834 | ‘
1.4E5 411.1280

1.2E5

1.0ES

8.0E4
6.0E4 N
4.0E4
2.064

502 06.0825 173.0085

8894

0.0E0 . - -
0.00 2.00 4.00 6.00 8.00 10.00 12.00 14,00 16.00 18.00 20.00 22.00 24.00
Retention time

— Neg_C4.mzXML — Neg_CS5.maXML — Neg_C6.mzXML — Neg_GS.mzXML — Neg_G5.mzXML

2600 2800 300

13

Resetting the run time

(]

Scan number

Base Filtering Integer

- 122,00 mi

Retention time 10.00 n.  Autorange
MS level 1
Scan definition

Polarity - v

Spectrum type Any v

OK Cancel

14
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5.0E5
4.BE5
4.6E5
4.4E5
4.2E5
4.0E5
3.8E5
3.6ES
3.4E5
3.2E5
3.0E5
2.8ES
2.6E5
2.4E5
2.2E5

Base peak intensity

2.0ES
1.8E5
1.6E5
1.4E5
1.265
1.085
8.054
6.0E4
4.084
2.0E4
0.0E0

Base peak chromatogram, m/z: 50.0000 - 1000.0000

271700

2010238
A

+ma g

2830834

|.2890
b

10.00 11.00 12.00 13.00 14.00 15.00 16.00 17.00 18.00 19.00 20.00 21.00

Retention time

— Neg_C4mzXML — Neg_C5mzXML — Neg_C6 mzXML — Neg_GS.mzXML — Neg_GB mzXML

15

Setting the m/z range to 50-100

£}
Raw data files 5 selected As selected in main window v
Retention time: 10.00 - 22.00 min
Scans MS level: 1 Setfilters Clear filters
Polarity: -
Plot type Base peak intensity ~
miz 50.0000 - [100.0000 Auto range From mass From formula
All
Peaks i

OK Cancel Help

16
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5.4E3
5.2E3
5.0E3
4.8E3
4.6E3
4.4E3
4.2E3
4.0E3
3.8E3
3.6E3
3.4E3
3.2E3
3.0E3
2.8E3
2.6E3
2.4E3
2.2E3
2.0E3

Base peak intensity

1.8e3
1.6E3
1.4E3
1.2E3
1.0E3
8.0E2
6.0E2

4.0E2 ||*

2.0E2
0.0E0

XIC (base peak), m/z: 50.0000 - 100.0000

61.0026
|

Very few ions with m/z <100

610930 618918

810009

81.8914

- | (Wl

\' l “,' (M
0l (A1 FI [ |ll " {‘; ?,

019927

10.00 11.00 12.00 13.00 14.00 15.00 16.00 17.00 18.00 19.00 20.00 21.00

Retention time

— Neg_C4 mzxXML — Neg_CS.mzXML — Neg_C6.mzxXML — Neg_GS.mzxXML Neg_G8.mzxML

2200

17

Setting the m/z range to 100-150

[#] Please set the ete
Raw data files 5 selected As selected in main window v
Retention time: 10.00 - 22.00 min.
Scans MS level: 1 Setfilters Clearfilters
Polarity: -
Plot type Base peak intensity v
miz 100.0000 - } 150.0000 Auto range From mass From formula
All
Peaks Clear

OK Cancel Help

18
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XIC (base peak), miz: 100.0000 - 150.0000

1.3E5 |
1.3E5
1.2E5 |
1.2E5
1.1E5
1.1E5
1.0E5
9.5E4
9.0E4

8.5E4

¥
L
=
m
T

7.5E4
7.0E4
6.5E4
o 6.0E4-|
5.5E4 7|

k intensit

Base

5.0e4
4.564
4.0e4
3.5E4
3.0E4
2.5E4 |
2.0E4 - |
1.5E4
1.0E4
5.0E3

One

112.8676

ion with an intensity of 1.3e5

1120872 1129889

134.0825 1129875 J
14 0473
. W St e

0.0ED
10.00

12.00 13.00 14.00 15.00 16.00 17.00 18.00 19.00 20.00 21.00 200
Retention time

— Neg_C4.mzXML — Neg_CS.mzXML — Neg_C6.mzXML — Neg_GS.mzXML — Neg_GE.mzXML

19

XIC (base peak), m/z: 150.0000 - 200.0000

Base peak intensity
@
&
A
z

180.0408

11.00

187.0085
Resetting to m/z 150-200 reveals many ions
187 eIT
188 1147
178.0521 * \l
188[114%
f 172.1001 1
|
I
‘m 0833 !
186 ‘
17844518

1920888
108.1154

103.0350

188.0374
A

12.00 13.00 14,00 15.00 16.00 17.00 18.00 19.00 20.00 21.00 22.0
Retention time

—— Mg C4 maXhiL Neg C5 mzXhiL Neg C6.mzX] Neg G5 Mzl Neg GO mziML

20
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Using the 3D-visualizer (under
the visualization tools tab)

1 Project Raw data methods
Raw data files

ElNeg C4 mzXML

& Meg_C5 mzXML

= Meg_C6 mzXML

= Neg_Gd4 mzXML

& Meg_G5 mzXML

& Meg_GB mzXML

FEEERE

| Raw data files
| Scans

| miz
Features

| Retention time resolution

m/z resolution

5 Fealure list methods  Visue

Neg_C4 mzXML As selected in main window

MS level: 1 Setfilters Clear filters

100 - |1000 Auto range
500
500

oK Cancel Help

414 Feature lists

From mass From formula

Add

Remove

Note — set m/z to 100-1000 and time to 10-22 min

21

Scan number

Base Filtering Integer
Retention time

MS level

Scan definition
Polarity

Spectrum type

10 - 22
)
Any v
OK Cancel

min.  Autorange

22

2/2/2020
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e 1.
Control C4 - ‘ ; i
1Y
\ b ;“‘ : .l si- 3¢ L
24 l 2 "‘ | T 1 1 [} H‘ i “2
’q;‘iv i k . ‘ i - 1 ;
R = (]} g
}::;5' 100 1’1,7 |I3.4 Re‘e‘\;.z.l‘on Time IIEB 1‘8.6 2‘0‘3 220

Genistein G5 e K -oii ‘
| s Sl L
[ I f b ‘l l ‘ O

' =,
n7 134

T T T T
15,1 169 186 203 220
Retention Time

23
1
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 B < D E F
Cc H N (o]
Name Empirical formula 12.000000000 1.007825032 14.003074004 15.9949146
hexanol C6H140 6 14 0 1
glucose C6H1206 6 12 6
genistein 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
24

12



lons of genistein and its conjugates

Empirical
formula

Genistein CyH,006 270.05282 269.04557
Genistein sulfate Cy5H100gS 350.00963 349.00238
Genistein -
glucuronide CyyHy504; 446.08490 445.07765
Genistein -

glucuronide/sulfate  C2iH1s0uS 526.04172 525.03444

25

Setting the mass window for
genistein 3-glucuronide, C21H18011

Project Raw data methods Feature listmethods Visualization Tools Windows Help

it Feature lists

L)
Raw datafiles 5 selecty L&/

Retentio

Scars MS leve Formula C21H18011
Polanty:
aamy. lonization type | [M-H}- v
Plottype Base pi
| Charge 1 l
mz 150.00( from formula
- miztolerance  0.002 mz or 3 ppm
Peaks
OK Cancel

26
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Mass window for Gen GIcA

Raw datafiles 5 selected As selected in main window v

Retention time: 10.00 - 22.00 min.

Scans MS level: 1 Set filters Clear filters
Polarity: -
Plot type Base peak intensity =
mz 4450745 - 4450786 Auto range From mass From formula
All
Peaks G

OK Cancel Help

27

XIC (base peak), miz: 445.0745 - 445.0786
Selected scan #2524 (Neg_G6.mzxXML), RT: 15.67, base peak. 4450782 mz, IC. 3.1E4

B.5E4

B8.0E4

7.5E4

7.0E4

6.5E4

6.0E4

o
m
=

w
=
m
z

Base peak intensity
T
5 b
moom
T T

0.0E0

4450788

4450748 445.0783 4450754 4450750

Lon

445.0758 445.0750 4450781

4450756

10.00

11.00 12.00 13.00 14.00 15.00 16.00 17.00 18.00 19.00 20.00

Retention time

— Neg_C4.mzXML — Neg_CS5.mzxXML — Neg_C6.mzXML — Neg_GS.mzXML — Neg_GE.mzXML

21.00

22.00

28
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! Formula C15H1008S1

. . lonization type | [M-HJ- ~
Genistein |

sulfate Charge 1

'

| m/ztolerance | 0.002 miz or 3.0 ppm

OK Cancel

Raw data files 5 selected As selected in main window v

Retention time: 10.00 - 22.00 min.
Scans MS level: 1 Setfilters Clear filters
Polarity: -

Plot type Base peak intensity v
mz 3489992 - |349.0033 Auto range From mass From formula

All

Peaks Clear

OK Cancel Help

29

XIC (base peak), miz: 348.9992 - 349.0033

1.3E5
1.3E5 340.0020
1.265
1,265
11E5
1.1E5
1.0ES ‘
9.564

9.0E4 |
B.SE4

8.0E4 |

=

ity

7.5E4

7.0E4 |
6.5E4

6.0E4

5.5E4 34 0n27

Base peak intens

5.0E4
4,564
4.0E4
3.564
3.0E4
2.5E4
2.0E4
1.564
1.0E4

5.063 e 002s
b o008 338 0000 2490022 348 9008

0.0E0
10.00 11.00 12.00 13.00 14.00 15.00 16.00 17.00
Retention time

20.00 21.00 22,00

— Neg C4.mzXML — Neg C5.mzXML — Neg C6.m2XML — Neg G5.mzXML — Neg_ GEmzXML

30
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Retention time

— Neg_GE.mzXML — Neg_CE.mzXML — Neg_CS.maXML — Neg_GS.mzXML

Formula C21H1801481
genistein GlcA-sulfate lonizationtype. [[ED =
Charge 1
miz tolerance  0.002 miz or 30 ppm
OK Cancel
Raw data files 5 selected As selected in main window v
Scans -22.00 min Setfilters Clear filters
Plot type Base peak intensity ~
mz 5250313 - 5250354 Auto range From mass From formula
All
Geaks Clear
OK Cancel Help
XIC (base peak), miz: 5250313 - 525.0354
525.0330
525.0331
Two isomers of genistein
GlcA-sulfate
5250330 5250332 5250331 5250333 5250333
11.00 12.00 13.00 14.00 15.00 16.00 17.00 18.00 19.00 20.00 21.00

Neg_Gé.mzXML

2/2/2020
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Gen diGIcA

Scans

Plot type

miz

Peaks

Raw data files

Formula C27TH26017

lonization type  [M-HJ- »
Charge 1

miz tolerance 0.002 miz or 3.0 ppm

OK Cancel

5 selected As selected in main window v

Retention time: 10.00 - 22.00 min
MS level: 1
Polarity: -

Setfilters Clear filters

Base peak intensity v

621.1066 - 621.1107 Auto range From mass

All

Clear

oK Cancel Help

From formula

33

XIC (base peak), miz: 621.1066 - 621.1107

1.7E4
1.6E4
1.6E4
1.5E4
1.564
1.4E4
1.4E4
1.3E4
1364
1.2E4
1.2E4
1.1E4
1.1E4
1.0E4
9.5E3
9.0E3
8.5E3
8.0E3
7.563
7.0E3
6.5E3
6.0E3
5.5E3
5.0E3
4.5E3
4.0E3
3563
3.0E3
2.5€3
2.0E3
1.5E3
1.03
S.0E2

Base peak intensity

-
s21.1007 %2

i o Sl . 5

#21.1087

0.0E0
10.00

— Neg_GE.mzXML — Neg_CE.mzXML — Neg_CS.mzXML — Neg_GS.mzXML

13.00 14.00 15.00 16.00 17.00 18.00
Retention time

19.00

Neg_G4.mzxmL

20.00

21.00

34
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Getting MS/MS data

Select TIC/XIC and reset the parameters

Scan number

Base Filtering Integer

Retention time 10,00 2200 min. | Auto range
MS level L )
Scan definition
Polarity
Spectrum type Any
oK CGancel
Raw data files 6 selected As selected in main window ~
Retention ime: 10.00 - 22.00 min
Scans MS level: 2 ‘Setfiters Clearfilters
Polarity: -
Plottype Base peak intensity v
mz 2690424 - |269.0485 Autorange | Frommass  Fromformula
Al
k
Fesks Clear

OK | Cancel | Help

35

1.5€5
1.5E5
1.4E5
1.4E5
1.3E5
1.365
1.2E5
1.2E5
1.1ES
1.1E5
1.0ES
9.5¢4
9.0E4
8.5E4
8.0E4
7.5E4
7.0c4
6.5E4
6.0E4
5.5E4
3.0E4
4.5E4
4.0c4
3.54
3.0E4
2.564
2.0E4
1.564
1.0E4
S.0E3
0.0E0

Base peak intensity

XIC OIS PaRy, T2 20T U528 - 2000307

The yellow lines are from G4

Genistein is in the MSMS spectra of 2000480
all of its conjugates

260.0430
2seaast 269.0434
260.0458
260.0832
L 280.0438 202.04
a Al Y T | I
11.00 12.00 13.00 14.00 15.00 16.00 17.00 18.00 19.00 20.00 21.00 22.0C
Retention time
— Neg_GE.mzXML — Neg_CE.mzXML — Neg_CS.mzXML — Neg_C4.mzXML — Neg_GS.mzXML — Neg_G4.mzXML

36
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Another way to get MSMS spectra

Select MSMS visualizer
Genistein B-glucuronide (C21H18011)

| Ple

Raw data files Neg_G5 mzXML As selected in main window v

Retention time 10 - |22 min. | Autorange

miz 4450745 - 445.0786 Auto range From mass From formula
Intensity Total intensity in MS/MS scan  ~

Normalize by All data points v

Min. MS/MS peak intensity 10

OK Cancel Help

37

Time vs. miz for precursor ions
Neg_G5.mzxXML

4450765
445.0785
4450764 -
4450764
aanores
445.07e4
4450784
4450783
4450783
4450763
assores Double click on these spots
445.07¢3

4450762

Precursor miz

4450702
4450762
445.0762
445.07¢2
4450781
4450701
4450701
445.0701
4450761 .
445.0760

4450780 < L
1000 1050 1100 11.50 1200 1250 13.00 13.50 1400 1450 1500 1550 16.00 1850 17.00 17.50 18.00 1850 19.00 19.50 20.00 2050 21.00 2150 22

Retention time (min)

38
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7.0E2

6.5E2

6.0E2

5.5E2

5.0E2

4.5E2

4.0E2

3.5E2

Intensity

3.0E2

2.5€2

2.0E2

1.5E2

1.0E2

5.0E1

0.0E0

Neg_G5.mzXML#2786 @15.89 MS2 (445.0764) p -, base peak: 269.0442 m/z (6.TE2)

260 0442

Glucuronide ion

100.0000 200.0000 300.0000

Scan defintion: Full

“A =176. loss of glucuronide

4451836

399.1531

400.0000 500.0000 600.0000

mjz

700.0000

39

2.8E2
2.7E2
2.6E2
2.5E2
2.4E2
2.3E2
2.2E2
2.1E2
2.0E2
1.9€2
1.8E2
1.7E2
1.6E2
1.5E2
1.4E2
1.3e2
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Neg_G5 mzXML#2921 @16.41 MS2 (445.0761) p -, base peak: 269 0441 miz (2.7E2)
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MSMS of genistein sulfate

Raw data files Neg_G5mzXML As selected in main window v

Retention time 10.00 - 2200 min Auto range

mz 348.9992 - 349.0033 Auto range From mass From formula
Intensity Total intensity in MS/MS scan  ~

Normalize by All data points -

Min. MS/MS peak intensity 10

OK Cancel Help

41

Time vs. miz for precursor ions
Neg_GS5.mzXML

340.0031

349.0030

3400020 Double click
34g.0028

3480027 )
340.0028

3400025

3480024

340.0023

3490022

348 0021

3480020

PTecursor miz

349.0019

3200018

3400017

348.0018

3400015

3450014

3480013

3400012

329.0011

3430010

348 0008
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Relention ime (mun)
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1.4E4
1.2E4
1.0e4
&.0E3
6.0E3
4.0E3
2.0E3
0.0E0

Intensi

6.2E4 |

Neg_G5.mzXML#3611 @18.21 MS2 (349.0027) p -, base peak: 260.0445 miz (6.3E4)

Scan definition. Full

200.0445
Genistein sulfate

A =79.956 loss

of SO3
<
3480021

176.8728 225.0495
100.0000 150.0000 200.0000 250.0000 300.0000 350.0000 400.00
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MSMS of genistein B-glucuronide sulfate

&)
Raw data files
Retention time
miz

Intensity
Normalize by

Min. MS/MS peak intensity

Formula C21H18014S1
lonization type  [M-H}- ~
Charge 1
miztolerance | 0.002 miz or |30 | pom
OK | Cancel

Neg_G5mzXML As selected in main window v

10.00 - 2200 min.  Auto range

5250313 - 5250354 | Autorange | Frommass

Total intensity in MS/MS scan

All data points v

10

OK Cancel Help

From formula
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Time vs. m/z for precursor ions
Neg_G5.mzXML

5250351
525.0350
525.0348
5250348
525.0347
525.0348
525.0345
5250344
525.0243
525.0342
5250341
525.0340
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5250327
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525.0324
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525.0322
525.0321
525.0320
5250318

Precursor miz

525.0318
5250317
525.0318
5250315
5250314
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1150 1200 1250 13.00 1350 1400 1450 1500 1550 16.00 1650 17.00 17.50 18.00 19.50 1900 18.50 2000 2050 21.00 21.50 22.0(|

Retention time (min)
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Neg_G5 mzXMLE2107 @13.75 MS2 (525.0148) b, Dase peak: 269.0419 miz (4.6£2)
Scan defvion: Ful

T

A =79.956

«—>
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Class exercise

* Load the C4-C6 and G4-G6 .mzxml files

* Locate the ions that have the ion (in negative) for p-
ethylphenol glucuronide (C,,H,30;) an p-eth¥lphenol
sulfate (CgH,,0,S) - what are their m/z values?

* Get MSMS spectra of each one
* Identify all the masses in each file -— 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.

47
[ ]
Export to .CSV file
2 ExportrowID Peak status
Export row m/z 2 Peak m/z
Export row retention time (2 Peak RT
Export row identity (main ID) Peak RT start
Export row identity (all IDs) Peak RT end
Export row identity (main ID + details) Peak duration time
Export row comment yf' Peak height
./ Peakarea
Peak charge
Peak # data points
4 Peak FWHM
Peak tailing factor
Peak asymmetry factor
48
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