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Download the program and file converter

* This is PC-based software and does not have a Mac or Linux
equivalent

* It can, however, be run in Windows 7 on a Mac using VMWare Fusion
emulation

* Go to http://prime.psc.riken.jp/Metabolomics Software/MS-DIAL/ to
download the program

* Unzip MS-DIAL and place the folder on the desktop

* Also download the file converter program to make .abf files at the
same website




Download demonstration files

* Scroll down on the MS-DIAL homepage to “Demonstration files”

* Click on the link below to get LC/MS/MS data sets (.wiff and
.wiff.scan, and the converted abf files) for lipid profiling of algae.

¢ data independent acquisition (SWATH) and data dependent acquisition (IDA)

for algae lipidomics

* Then scroll down until you see this file

ABF files of the raw data set, SWATH, Negative ion mode.

20140809_MSDIAL_DemoFiles_Swath zip archive:

|
7 (abf) 1,833M8
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Starting MS-DIAL

Organize » Include in library v Share with ~ New folder
. Favorites N:'“E ) Date modified T,;,,e
Bl Desktop | MonaRestApi.dil.config 8/23/201712:29 PM  CONFIG File

@ Downloads
= Recent Places

¢& OneDrive

9 Libraries
:| Documents
@ Music
=/ Pictures

E Videos

"% Computer
&, Local Disk (C)
C# Shared Folders (\\vn

"‘QI Network

%] MonaRestApiTests.dll
| MonaRestApiTests.dll.config

7/17/2017 6:27 PM
6/13/20 17 4l

Application extens...

CONriO File

3KB
10 KB
3KB

<

~ MSDIAL <=
__ MSDIAL exe.config
4% | MSDIAL
|| MSDIAL.vshost.exe.config
< MsdialConsoleApp
| MsdialConsoleApp.exe.config
. MsdialConsoleApp.vshost.exe.config
%| MsdialGecmsProcess.dll
%) MsdialLcmsProcess.dll
_ MSDIAL-LipidDBs-VS32-FiehnO.lbm
i3 MSMS-AllPublic-Curated-PosNeg
%] MzmIDataHandler.dll
%) NetCdfDataHandler.dll
%] Newtonsoft.Json.dll
%) PairwisePlot.dIl
% RawDataHandler.dll

2/4/2018 12:24 AM
7/29/2017 10:48 PM
2/2/2018 5:11 PM

7/29/2017 10:48 PM
3/2018 6:10 PM

NN N N

2/2/2018 4:19 PM

17/2018 10:06 AM

2 018 6:10 PM
7/1/2016 12:53 PM

6:47 PM

2/3/2018 6:10 PM

Application
CONFIG File

Configuration sett...

CONFIG File
Application
CONFIG File
CONFIG File

Application extens...

Application extens...

LBM File

Windows Installer ...
Application extens...
Application extens.
Application extens...
Application extens...

Application extens...

4,645 KB
2KB
1KB
2k8

114 KB
1KB
1kB

141 KB

180 KB

280,560 KB

94,690 KB
33KB
2K8

478 KB

85 KB
7KB
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Click on File

\

Entering MS-DIAL

Fil Extracted ion chromatogram of focused spot | Bar chart of aligned spots Peak and compound information
Label: |None - Peak intensity:
San® 2t | zawof T fmir:
S sof Mass [Dal:
Peak spots: 100% g = s [D2)
2 o Compound name:
Display filter § 20 Ref. RT [min]:
Clidentified [ Annotated | £ 207 Ref. Mass [Da]:
e o & *
L] Molecular ion [ Ms/Ms o 20 - P 00| Ms2 similarity:
[ unknown [71 unique ions Retention time [min] P
Survey scan (MS1) spectrum | Peak spot viewer | Alignment spot viewer E15. 5. Ref, | MS2Chrom. | Raw vs Purifid | Rep. vs.Ref:
o CIEEL

60

Alignment navigator

20

Measurement vs. Reference Measurement

o
80 40 0

Relative Abundance

o T T T
] 20 a0 50
Retention time [min]

0 20 20 60 80 100
mfz Reference

Loading the files and defining type

Project file path: C:\Users\Admin\Desktop\ABF_files\2018_2_17_20_21_58.mtd

Ionization type

@ Soft ionization (LC/MS, LC/MS/MS, or precursor-oriented GC/MS/MS)

© Hard ionization (GC/MS)
Method type

@ Conventional LC/MS or data dependent MS/MS /

O Data independent MS/MS

Experiment file:
Data type (MS1)

© Profile data

© Centroid data

Ion mode

© Positive ion mode /

© Negative ion mode

v ) Advanced: add further meta data

Data type (MS/MS)
@ Profile data

2 Centroid data

Target omics

© Lipidomics

©@ Metabolomics

/

==

™~

Choose the files

SCIEX data are in the profile mode




Selecting the mouse urine data

Analysis file paths m
File name Type ClassID Analytical order
Organize v New folder =~ 0 @
¢ Favorites = Name nghllght . Date modified Type
Bl Desktop || Neg_Cl1.abf 2/16/2018 10:00 AM  ABF File
& Downloads | Neg_C2.abf 2/15/2018 11:19PM  ABF File
| Recent Places || Neg_C3.abf 2/15/2018 11:20 PM  ABF File
¢& OneDrive | Neg_Gl.abf 2/15/2018 11:21 PM  ABF File
1 || Neg_G2.abf 2/15/2018 11:22 PM  ABF File
4 Libraries __| Neg_G3.abf 2/15/201811:23 PM  ABF File
5| Documents
@ Music
=/ Pictures
B videos
‘M Computer
&, Local Disk(C) ~ <[ I
File name: "Neg_G3.abf" "Neg_Cl.abf" "Neg_C2.abf" "Ne: v [ABFfiIe('.abf) v}

— [ Open |v|[ Cancel ]

Included
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Analysis file paths Browse ‘

Set the groups

File path File name Type Class ID Analytical order Included
C:\Users\Admin\Desktop\ABF_files\Neg_C1.abf Neg_C1 Sample 1 1 “
C:\Users\Admin\Desktop\ABF _files\Neg_C2.abf Neg_C2 Sample 1 2 )
C:\Users\Admin\Desktop\ABF_files\Neg_C3.abf Neg_C3 Sample 1 3 v
C:AUsers\Admin\Desktop\ABF _files\Neg_G1.abf Neg_G1 Sample 2 4 vl
Ci\Users\Admin\Desktop\ABF _files\Neg_G2.abf Neg_G2 Sample 2 5 )
C:AUsers\Admin\Desktop\ABF _files\Neg_G3.abf Neg_G3 Sample 2 6 £

Setting up the parameters for MS-DIAL

2/26/2018
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Data collection | Peak detection 1 MS2Dec [ Identification I Adduct [ Alignment | Isotope tracking

Data collection parameters

Retention time begin: 5 min

Retention time end: 25 min

Mass range begin: 50 Da

Mass range end: 1000 pDa
Centroid parameters

MS1 tolerance: 001 pa

MS2 tolerance: 005 pDa
Isotope recognition

2

Maximum charged number:

Data collection | Peak detection \ MS2Dec l Identification l Adduct ] Alignment [Isotope tracking

Peak detection parameters
Smoothing method: [Linear weighted moving average vJ
Smoothing level: 3 scan

5 scan

Minimum peak width:
3000  amplitude

Minimum peak height:

Peak spotting parameters
Mass slice width: 005 pa
Exclusion mass list: Accurate mass [Da) Mass tolerance [Da]

1

[¥] Together with Alignment Finish Cancel




Data collection | Peak detection l MS2Dec | Identification I Adduct I Alignment | Isotope tracking

Deconvolution parameters

Sigma window value:

Purification parameters
MS/MS abundance cut off:
Exclude after precursor ion:
Keep the isotopic ions until:

Keep the isotopic ions w/o MS2Dec: O

0.5
0 amplitude
12 pa

@(}v{ |, « Desktop » MS-DIAL program ver. 2.82 »

Organize v New folder

3{ Favorites Same

Bl Desktop 1. LipidBlast MSPs for other institute LC co...

& Downloads 1. Public MSPs
. Recent Places 1}5! MSMS-AllPublic-Curated-PosNeg
@@ OneDrive

m

4 Libraries
E] Documents
dﬁ Music
=) Pictures
B Videos

1% Computer

- | +4 I I Search MS-DIAL program ver. ... O

=~ 0 @
Date modified Type

2/3/2018 6:14 PM File folder
6/21/2017 7:03 PM File folder
2/17/2018 10:06 AM  Windows Installer ...

& Local Disk(C)  ~ <« il

File name:

~ | MsP file(.msp) -

i Open |v] ’ Cancel ]
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Data collection | Peak detection | MS2Dec | Identification lAdduct | Alignment I Isotope tracking

MSP file and MS/MS identification setting

MSP file: C:\Users\Admin\Desktop\MS-DIAL program ver. 2.82\MSMS-AllPublic-C Select

Retention time tolerance:
Accurate mass tolerance (MS1):
Accurate mass tolerance (MS2):

Identification score cut off:

05 min
001 Da
005 Da

80 %

Use retention information for scoring:

Text file and post identification (retention time and accurate mass based) setting

Text file:

Retention time tolerance:
Accurate mass tolerance:

Identification score cut off:

Select

01 min
001 Da
8 %

Advanced library search option

Data collectionl Peak detection J MS2Dec l Identification I Adduct IAlignment I Isotope tracking ]

Adduct ion setting m
Molecular species Charge Accurate mass [Da] Included
[M-H]- 1 -1,00782503207
[M-H20-H]- 1 -19.01838971207 ]
[M+Na-2H]- 1 20.97411921676 [
[M+Cl}- 1 34,96885268 [
[M+K-2H]- 1 36.94805661586 0
[M+FA-H]- 1 4499765396793
[M+Hac-H]- 1 59.01330396793 [
[M+Brl- 1 789183371 0
[M+TFA-HI- 1 112.98503896793 =
[M-C6H1004)- 1 -146.05790879894 ]
[M-C6H1005])- i -162.0528234185 [
[M-C6H806)- il -176.03208797392 0
[2M-H]- 1 -1,00782503207
[2M<FA-H)- 1 44.99765396793
[2M+Hac-H]- 1 59.01330396793 0
[3M-H]- 1 -1,00782503207 &
[M-2H]2- 2 -2.01565006414 &
[M-3H]3- 3 -3.02347509621 [
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Data collection | Peak detection | MS2Dec | Identification | Adduct | Alignment | Isotope tracking
Alignment parameters setting

Result name: alignmentResult_2018_2_17_20_49_29
Reference file: [NCQ_C1 v]
Retention time tolerance: 02 min
MS1 tolerance: 001 Da
Retention time factor: 05 (0-1)
MS1 factor: 05 (0-1)
Peak count filter: 0 %
N% detected in at least one group: 0 %
Detected in all QCs

Data collectionl Peak detection | MS2Dec | Identification | Adduct | Alignment | Isotope tracking

Tracking of isotope labels
Labeled element: [13C .]
Non-labeled reference file: [Neg_Cl - ]
B, :
se target formula library:
O Set fully-labeled reference file: Neg_C1 v




2/26/2018

Data collection | Peak detection { MS2Dec | Identification I Adduct | Aiignment| Isotope tracking L

Tracking of isotope labels 7]
Labeled element: [13C — ]
Non-labeled reference file: [Neg_Cl = ]

]
]

Use target formula library:

Set fully-labeled reference file: Neg_C1 -

[¥] Together with Alignment [ Finish ] [ Cancel ]
File navigator Peak spot navigator Extracted ion chromatogram of focused spot | Bar chart of aligned spots Peak and compound information
Label: |None Peak intensity:
= | RT [min]
Scan @ 13 gm; [min]
s i Mass [Da]:
Peak spots: 100% 8 80q ass [Da]
3 60 Compound name:
M |
Display filter g a0 Ref, RT [min}:
[dentified Annctated | € 207 Ref. Mass [Da]:
Molecular ion MS/MS o 20 a0 50 50 100 | MS2 similarity:
Unknown Unique ions Retention time [min] InChiKey:
Survey scan (MS1) spectrum Peak spot viewer | Alignment spot viewer Exp. vs. Ref. | M52 Chrom. | Raw vs. Purified | Rep. vs. Ref.
== R I |
= Progress of each step: peak detection, identification, and alignment [=]
e 1 File progress: 0/6 urement vs. Reference Measurement
= ER oY
| |
| |
| -
8 84 il
1 g
= s | g
Alignment navigator T 1 E ]
| < 0y
| 9 : °l
1 =
| 5 1
1 & 501
1 1
& 21 |
1 *1
| 001
o k=3 ! 1
B0 40 Q ] 20 40 60 80 100 1] 20 40 60 80 100
Relative Abundance Retention time {min] Sl Reference
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lons identified in neg_c1

Peak spot navigator Extracted ion chromatogram of focused spot | Bar chart of aligned spots Peak and compound information
i 20172
Label: |None hd EIC chromatogram of 173.0113 Tolerance [Da]: 0.01 Max intensity: 18171 Peak intensity:
[ ; 7.729
Scan® 1% | $1009 gy 1730113
e Mass [Da]: 0L
Peak spots: 100% Num, 13 § go; e (0]
2 604 Compound name:  cis-Aconitate
g -]
Display filter :g 407 Ref. RT [min]: -1
[ ldentified [ Annotated | & 207 Ref.Mass [Da}  173.0092 (Isotope: 981)
) Molecularion [ Ms/Ms LS % P % s | MS2similarity: 872 (Reverse: 933)
1 léknown [F] unique ions Retention time [min] InChiKey: GTZCVFVGUGFEME-IWQZZHSRSA-N
Gvey san (MSD) spectrum | Peatc spot viewer | Alignment spot viewer Exp.vs. Ref. | MS2 Chrom. | Raw vs. Purified | Rep. v. Ref.
&
=
g Neg_C1 SpotID: 8 Scan: 328 RT: 7.73 min Mass: m/z 173.01126 .
g 8| &
= - ~- | MS2 spectra Precursor: 173.01126 Measurement
L3 i 1 1 85.03
@ | | 100
: RO |
S =3 |
P — [+ 1
2 a 1 » 501 129.0178
" ol 84 ¥
s ef® n 2] ]
23 ‘E | B 111.0085 173.008
Z8 ) 2o F | |
g g 8 84 ¥ l |
£z s %] £ |
% 2 S
== | s
2 &lm ] = 504
£ &|2 g| 8l ” -
b x|2 o = L ]
a X~ { q{
a g ~ !
t ] 100
v |
=& .- © © - . . r L . , :
80 40 0 5 10 15 20 25 60 80 100 120 140 160 180
Balntiue Abundonce Retention time [min] myz £
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Peak spot navit E d ion chror 1 of focused spot | Bar chart of aligned spots Peak and compound information
% i 7975
Label: |None = EIC chromatogram of 129.0195 Tolerance [Da): 0.01 Max intensity: 6662 Peak intensity:
| e 7729
Scan & 4= § 1004 RT [min]:
2 80*‘ Mass [Da]: 129.0195
Peak spots: 100% Num. 13 5 1
2 604 Compound name: CITRACONIC ACID
Display filter § 407 Ref. RT [min]: 3
Vlidentified ] Annotated & 209 Ref.Mass [Da:  129.0193 (lsotope: 911)
[l Molecularion (£ Ms/Ms 0 5 10 15 2 25 MS2 similarity: 658 (Reverse: 871)
- ‘E'”“" W iueiion Eetartin tigse o) InChIKey: HNEGQIOMVEPMNR-IHWYPQMZSA-N
=
%vgymmmmn Peak spot viewer |Alagnnentspo!vmer Exp. vs. Ref. |MSZGhmm-| Raw vs. Purified Illep.vs.nef.
] WS T
% Neg_C1 SpotID:7 Scan: 328 RT: 7.73 min Mass: m/z 129.01953 | 1®
R e
g -8 g
a it - MS2 spectra Precursor: 129.01953 Measurement
8 i 85.0301
g L 100
S B § § 1
S 31 1
g2 a 50 129.0211
=8 zle ] g :
m o 83 § =
e N S
£33 B §-] 103.0029
£3 £ g |
Y 2 9 L 1 L
=] <
2 8 g ¥ |
- < - 3
=2 y kS
& = N
2 &m = 504
ez | . :
g E ) § § ® ® ™
25|18
=g 100
3 udll B
80 40 0 5 10 15 20 25 50 60 70 80 S0 100 110 120 130

Relative Abundance

Retention time [min]

mjz

Reference

Peak spot navigator Extracted ion chromatogram of focused spot | Bar chart of aligned spots Peak and compound information
P 5876.875
Label: |None = EIC chromatogram of 218.1046 Tolerance [Da): 0.01 Max intensity: 4933 Peak intensity:
o 9.96
pr— 2 5100 RT [min]:
5 Mass [Dal: 2181046
Peak spots: 100% Num. 13 g 80 as3 [0a]
< 60 Compound name: D-{+)-Pantothenic acid; LC-ESI-QTOF; MS2; CE
M
Display filter % 40 Ref. RT [min]: -1
@ identified [ Annotated | = 20 Ref.Mass [Dal:  218.1034 (Isotope: 976)
[T] Molecular ion  [£] MS/MS o 5 10 15 20 25 MS2 similarity: 815 (Reverse: 938)
. ‘§'m°w" [0 Unique ions Reténtion time fmin] InChiKey: GHOKWGTUZJEAQD-ZETCQYMHSA-N
Svey scan (MS1) spectrum | Peak spot viewer | Alignment spot viewer Exp.vs. Ref. | MS2 Chrom. | Raw vs. Purified | Rep. vs. Ref:
=
]
8 Neg_C1 SpotID: 26 Scan: 472 RT: 9.96 min Mass: m/z 218.10458
= { § §
3 i
2 = = MS2 spectra Precursor: 218.10458 Measurement
& i 146.0812
- 100-{
3 g 81 { 88.0397
s |
-
1
~ 2 sl 218.1017
c 8 : § A -2
G —_—d 2 5 |
=8 t T ]
Z —_—
% § 2 = 'E ] | f——L
|
EZ(8 |31 § ¢ |
i K= 1
FRC Rk ® 2 |
- & 50j
S 8 8. = {
g2 =l = . .. %
ax ]
o § 100+
a2 |
=5 e "l ; , . “ T ey
80 40 4] 5 10 15 20 25 80 100 120 140 160 180 200 220
Relative Abundance Retention time [min] m/z Reference
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Pukspot'mvigm Extracted ion chromatogram of focused spot | Bar chart of aligned spots | Peak and compound information
e 4860125
Label: EIC chromatogram of 181.0538 Tolerance [Da): 0.01 Max intensity: 3307 Peak intensity:
= 11422
Scan # = § % RT fminl: i
2 M Da]: -
Peak spots: 100% Num. 13 .E 70 2ss [Da]
28 Compound name:  DL-3-{4-Hydroxyphenyllactic acid; LC-ESI-QTC
Display filter é poi Ref. RT [min]: 1
i _ 3 20
[¥] Identified [7] Annotated & 10 Ref. Mass [Da): 181.0506 (Isotope: 928)
] Molecularion [F] Ms/Ms MR e e 20 % MS2 similarity: 572 (Reverse: 961)
Blginown B Unique ions Retentian time [min] InChiKey: JVGVDSSUAVXRDY-UHFFFAGYNA-N
%mmﬂ)m Peak spot viewer [Alignmentspotm Exp. vs. Ref. [MSZOWW\.I Raw vs. Purified I Rep. vs. Ref.
w
-]
=
e Neg_C1 SpotID: 139 Scan: 523 RT: 11.42 min Mass: m/z 181.05377 E'
=
g g g
: @ w - MSs2 SPECU'B Precursor: 181.05377 Measurement
3 @ i 136.9798
g X i 181.050
) ]
a S8 § | '
@« |
& .8 1
SR 50+
B3 8| . & g
22 S 3 |729946
33 R [ |
[ = 0+ 1 1
2s z 8 > Il
EZ g =4 v
" & 4
52 q [ ] .E 1\
Rk = so-
E &g 2 84 @ !
g |~ B - L) i
£z — ‘
o3 1 100~
5 -o =] i
80 40 0 s 10 15 20 25 0 80 100 120 140 160 180
Relative Abundance Retention time [min] m/z Reference
Peak spot navi E dion ch of focused spot | Bar chart of aligned spots Peak and compound information
i i 124585
Label: EIC chromatogram of 188.0377 Tolerance [0al: 001 Max ntensit: 10964 Peakinteaizhy!
inl: 12001
Scan # 173 £ 1004 RT fmin: .
3 i Mass [Da}: 5
Peak spots: 100% Num. 13 E 80'_! D3l
| 2 60 Compound name: Kynurenic acid; LC-ESI-QTOF; MS2; CE
Display filter é 401 Ref. RT [min]: -1
[I1dentified  [] Annotated | & 207 Ref.Mass [Dal:  188.0353 (Isotope: 983)
1
[£] Molecularion [E] MS/MS 0 T s - 2 = MS2similarity: 678 (Reverse: 744)
B Gknown ] Unique ions Retention time [min] InChiKey: HCZHHEIFKROPDY-UHFFFAOYSA-N

*
:
i

1000

680.2943
l T
800

A

600

425.1439
400

SPLASH Key: splash10-0119-0236953210-ecc9da5692ba

MS1 spectra Max intensity: 7442

E

Peak spot viewer | Alignment spot viewer

Exp.vs. Ref. | MS2 Chrom. | Rawvs. Purified | Rep. vs. Ref.

Neg_C1 SpotID: 221 Scan: 546 RT: 12.09 min Mass: m/z 188.03772

m/z

400

BHOE

MS2 spectra Precursor: 188.03772 Measurement
144.0443

100~

w
=}
1

79.9605 188.032
L

Relative Abundance
o

w
o
1

T T T T T
5 10 15 20 25
Retention time [min]

y T T
80 100 120 140 160 180

mfz Beference |
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Scan # 19
Peak spots: 100%

Display filter
[¥] Identified [7] Annotated
[T Molecularion  [[] MS/MS

] ngnown [F] Unigue ions

Extracted ion chromatogram of focused spot Bard'laﬂoiali'gnedspﬁts

Peak and compound information

EIC chromatogram of 212.0041 Tolerance [Da]: 0.01 Max intensity: 238958

Relative Abundance
T . L

o B &8 88

5 10 15 20 25
Retention time [min]

2741777
13323
212.0041

Peak intensity:
RT [min]:
Mass [Da]:
Compound name:  3-Indoxyl sulfate; LC-ESI-QTOF; MS2: CE
Ref. RT [min]: -1

Ref. Mass [Da}): 212.0023 (Isotope: 919)

881 (Reverse: 926)
BXFFHSIDQOFMLE-UHFFFAOYSA-N

MS2 similarity:
InChiKey:

?L
;
!

Peak spot viewer | Alignment spot viewer

Exp.vs. Ref. | MS2 Chrom. | Raw vs. Purified | Rep. vs. Ref:

"
=
o
S Neg_C1 Spot ID: 540 Scan: 587 RT: 13.32 min Mass: m/z 212.0041 @
~ | |
2 ‘8| gl
- I - - MS2 spectra Precursor: 212.0041  Measurement
3 4
g 21 i 212.001
: g | g
2 g
-3 %
-] = -4
2= el 4 50
a8 =18 8- 2 79.9598 132.0455
) z X B
£ x & ] E £
53 Q 20
g3 o — 8 8. ¥
i - - 3
x & 2 =]
a2|lq < j 2
s &3 = 504
g :8 g g 3
HE ol .
gz|N :
2 3
] 100
v
=5 ] "l : : ; : ; T —
80 40 0 5 10 15 20 25 80 100 120 140 160 180 200 220
P — Retention time [min] m/z ‘.
Peak spot navigator Extracted ion chromatogram of focused spot | Bar chart of aligned spots Peak and compound information
z i 3941.063
Label: EIC chromatogram of 160.0414 Tolerance [Da]: 0.01 Max intensity: 4209 Peak intensity:
ints 16.636
Scan # 12 ¥ BD';‘ RT [min]:
S 70‘5 Mass [Da]: 160.0414
Peak spots: 100% Num. 13 = 503.
! 1| & 594 C d name: Indole-3- ylic acid; LC-ESI-QTOF; MS2; Cl
3 a0d
Display filter x;; igi Ref. RT [min]: -1
[¥l1dentified ] Annotated | mg Ref.Mass [Da]: 160,040 (Isotope: 955)
7] Molecular ion  [F] MS/MS == 15 15 o B MS2 similarity: 833 (Reverse: 821)
L gknown [ unique ions Retention time [min] InChiKey: KMAKOBLIOCQGP-UHFFFAOYSA-N
SGvey scan (MS1) spectrum | Peak spot viewer | Aligament spot viewer Exp.vs. Ret. | MS2 Chrom. | Raw ve. Purified | Rep. us Ref.
2 7
e Neg_C1 Spot ID: 1694 Scan: 700 RT: 16.64 min Mass: m/z 160.04135 |E @ m
8 2
g gl &
=1 = = MS2 spectra Precursor: 160.04135 Measurement
=
-~ 116.0517
3 100
2 g| &
=2
®
38 o
S 3 g 2] ¥ 160.036
oe W 3 £
e B T leso9es |
g o. = 0 1 i
g2 g| s 3 |
£E5|n e L }:
x 2|5 ]
=22 3
z 25 € cod
m ol
z Z|" -8 8- &
&5
23 — 100
L o
E “ 2 T T T T T T T T T T T
80 40 0 5 10 15 20 25 60 80 100 120 140 160
Relative Abundance Retention time [min] m/z Reference
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Retention time [min]

Peak spot navit ion ch of focused spot kardmoialigmdspots Peak and compound information
; 599052.7
Label: |None > EIC chromatogram of 144,0481 Tolerance [Da): 0.01 Max intensity: 534830 Peak intensity:
inl: 17.15

p— 1 ‘g’lm—J RT [min]:

= 80‘1 Mass [Da]: 144.0481
Peak spots: 100% Num. 13 5

< Eoﬁ Compound name: Indole-3-carboxyaldehyde; LC-ESI-QTOF; MS2;
Display filter g 40*1 Ref. RT [min]: -1

T 4

[¥] 1dentified [7] Annotated C o 1 Ref. Mass [Da]: 144.0455 (Isotope: 992)

1] F‘Jv;:vlecu!ar jon [C] MS/MS o '5 1'0 1'5 2'0 2'5 MS2 similarity: 852 (Reverse: 768)

] ?kﬂuwn [T unique ions Retention time [min] InChiKey: OLNJUISKUQQNIM-UHFFEAOYSA-N
%vevsmwﬂ)mm Peak spot viewer | Alignment spot viewer | Exp. vs. Ref. | MS2 Chvom. | Raw vs. Purified | Rep. vs Ref.
s : i i s onfa 0 &

é Neg_C1 Spot ID: 1920 Scan: 718 RT: 17.15 min Mass: m/z 144.0481 e

a -8 g

2 = = MS2 spectra Precursor: 144.0481 Measurement
] i 144.0444
g 1004

= ars g .

o =

~ 3 s 1

w S ~

- - 50+

& o ~lg u

-9 k] §‘ g |

58 L i |

7 g E 5 ]116.0471  126.0334

ge g 8 < 07—

€z K T E |

] g @ s |

=% . €]

it | |

£ 8|8 g g1 oo ® ) 1

@ 2 1

- {

w e 1

i kel 1004

g a Lo o {

L] I ] T T T T T < T T L T T
80 40 0 5 10 15 20 25 115 120 125 130 135 140 145

Relative Abundance m/z Reference
Peak spot navigator Extracted ion chromatogram of focused spot | Bar chart of aligned spots | Peak and compound information
: i 2227413
Label: EIC chromatogram of 269.0459 Tolerance [Da]: 0.01 Max intensity: 17949 Peak intensity:
= RT . 18.108
Scan = S & I%J i 269.0459
3 i Mass [Da]: o
Peak spots: 100% Num. 13 g %g:i ass [z}
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