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OpenChrom Lablicate Edition (McLafferty)

File Chromatogram Peak Processors Plug-ins View Window Help

@ BN QH @O & &

MALDI-TOF MS HPLC DAD

Inspect and compare spectra Look at full wavelength data

Data Analysis

This is the main perspective. Most of the work is performed here.

PCA Demo

Used for principal component analysis Load a demo chromatogram.

ADF ASM = Marketplace PCR

ADF (Allotrope Data Format) ASM (Allotrope Simple Model) Polymerase Chain Reaction (PCR)

Get commercial platform extensions.
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W Plug-In Installation v o~ X

Plug-in Installation ﬂ;‘b

Install plug-ins to handle vendor file formats or extend the platform with additional features.

Filter

) Agilent OpenLab HPLC-UV/Vis Lablicate Converter License Terms (@

Reads *.dx files.

‘ Allotrope Data Format Lablicate End User License @

Reads and writes *.adf files.

{.} Allotrope Data Format Lablicate End User License @
AZiM

Reads and writes *.asm files.

{ Cancel ‘[ Finish J




v O
Fle Chromatogram Peak Processors Plug-ins View Window Help
A @ Ly oDy iy dvIv[Ervay B QE: O & ¢ &
~. Data {3 Project Explorer := Sequences A Peaks/Scans = O ..LSequence022020-01-20 13-06-02_002-2-Calibration.adf [WSD] X = O
Drives Home Workspace User Locati f — . 5=
p ser Location @ 'Tr  Default "~ || A& ok | |1 Pl @) |[82
<~ Referenced Chromatogram (4) [WSD] v X K 0o &
vz Agilent
v =2 ADF 150.00
2.0E5 -
> +.Sequence02 2020-01-20 13-06-02_001-1-Blank.adf
. 1.5E5 - i =
100.00 ¥
> »LSequence02 2020-01-20 13-06-02_003-3-Sample01.adf -E‘ E'
i
> +).Sequence02 2020-01-20 13-06-02_004-4-Sample02.adf s 1.0E5 - E
=
> L Sequence02 2020-01-20 13-06-02_005-5-QC.adf & z - 5000 £
> EZASM 5.0E4 - B
> &= ChemStation } }
> 2 MS = . . . r . : .
S & NMR 1.00 1.50 2.00 2.50 ml.ﬂﬂ 3.50 4.00 4.50 5.00
=* Select User Location Time [min]
23 Open Selected Measurements ( )
(D Edit History @ Targets = B & Console |, Scan Chart X = B (@ Feedback I, ScanTable X = B8
D (@) (=) & ® o =R 3= @l NI IE
Edit History Events: | Scan: 309 | RT: 2.054 | RI: O | Signal: 135345 Scan: 309 | RT: 2.054 | RI: O | Signal: 135345
D ipti Edit Dat
eseription ror e ¥ Wavelength [nm] Intensity Intensity [%]
ADF t FriOct 16 1€ - 100.00 =
=per " g 2 . 190.0 2232.2498 70.7546
c 2.0E3 - @
g £ l.192.0 2453.6138 77.7710
= : : . . E |. 194.0 2690.3301 85.2741
200.0 250.0 300.0 350.0 400.0 |. 196.0 2874.9934 91.1273
Wavelength [nm] l. 198.0 3037.8784 96.2902
e ) Signals: 106

OpenChrom Lablicate Edition (McLafferty)
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File Chromatogram Peak Processors Plug-ins View Window Help

B ADie

~. Data {3 Project Explorer := Sequences A: Peaks/Scans = O
Drives Home Workspace User Location
| B
= Agilent
v ADF

> ~LSequence02 2020-01-20 13-06-02_001-1-Blank.adf
v »J.Sequence02 2020-01-20 13-06-02_002-2-Calibration.adf
.| ACQRES.REG
. CSlbk.ini
| DAMETHOD.REG
| INFO.MTH
| RECALIB.MTH
~hrpthead.txt

DAD1.UV

= Select User Location

23 Open Selected Measurements

(D Edit History @ Targets 5 Header Data X

® QM & x

Number Entries: 32 /32

@ L vt v iy A [E~

OpenChrom Lablicate Edition (McLafferty)

Scan: 306 | RT: 2.034 | RI: 0 | Signal: 545004224

Scan: 306 | RT: 2.034 | RI: 0 | Signal: 545004224

By B QEH: ®! & ¢ &
+J\. Sequence02 2020-01-20 13-06-02_002-2-Calibration.adf [WSD] ~\. 002-2-Calibration [WSD] X = O
@ Tr  Default v i[4S el @ E
Master Chromatogram [WSD] s X % | F () q?‘
150.00
8.0E8 -
2 6.0E8 - - 100.00 z
£ N £
&  4.0E8- -
c ]
= - 50.00 ¢
2.0E8 - B
0.50 1.00 1.5m 2.00 2.50 3.00 3.50 4.00 4.50 5.00
Time [min]
[ ']
= B & Console |, Scan Chart X = B (@ Feedback I, ScanTable X = B8
@® )] || |68 || || K| [ED]| B D Q| B |08 || | X EE

Name Value
Barcode 2 - 100.00
@ 5.0E6
Barcode Type -
L
Batch Number ColDescription) &
Column LC ; i ' ' '
200.0 250.0 300.0 350.0 400.0
Comment IsHW
Data Name Wavelength [nm]

Table Miscellaneous Findings

z Wavelength [nm] Intensity Intensity [%]
2 |. 190.0 4383841.0 71.5530
§ |.191.0 4587400.5 74.8755
E l.192.0 4790960.0 78.1979
|.193.0 5030258.5 82.1038
|. 194.0 5269557.0 86.0096
) Signals: 211
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OpenChrom Lablicate Edition (McLafferty)

File Chromatogram Peak Processors Plug-ins View Window Help
A @ st QRO & ¥ &
- File Explorer = 8 @ Sequence02 2020-01-20 13-06-02_001-1-Blank.adf X = 0 =
= (= =
)| X)) |l eded3f-565b-dbea-9a51-deaf3f4975f5 v % & @
= HPLC-DAD
400
> EZASM 5 231
]
vzt Agilent §350_ 200
o
~ = ADF E 150 -
@ Sequence02 2020-01-20 13-06-02_001-1-Blank.adf Z 300 ]
@ sequence02 2020-01-20 13-06-02_002-2-Calibration. adf = - 100
@ Sequence02 2020-01-20 13-06-02_003-3-Sample01.adf E 250 - [ e
@ Sequence02 2020-01-20 13-06-02_004-4-Sample02.adf g
@ sequence02 2020-01-20 13-06-02_005-5-QC.adf a | ! ! 7
190 rrrprrfrrrrrrr frrrr[rrrryrrrrrrrrrrrrrrrrrrrrrr[rrrryrrrrprrroprrro o
> BASM 017 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300.18
> &= ChemStation Dimension [SecondTime]
> =2 MS
Chart| Query ..
i Data Package = T Data Model Table & Data Model Graph = 3
ENCIAEIR NN E Ql(&][wa) (] [E
“I=* ChemStation Subject Predicate Object
V1 001-1-Blank.D (1) 2311¢03b:17531d94069:-7cb8 type (© globally unique identifier
. ACQRES.REG () 2311c03b:17531d94069:-7ch8 identifies () urn:uuid:2e39b969-d8ca-4355-ac7a-a7e3c4e9d789
= CSIbk.ini (@ 2311c03b:17531d94069:-7ch8 has value 311ea059-71cc-49c0-ba21-4ba5238183e1
V= DAM (1) 2311c03b:17531d94069:-7cb9 type (D chromatographic peak resolution using peak width at half-height
~ DAMETHOD.REG () 2311c03b:17531d94069:-7ch9 unit (® Unitless
= INFO.MTH @ 2311¢03b:17531d94069:-7¢cb9 numeric value 2.1969453829144
~ RECALIB.MTH @ 2311¢03b:17531d94069:-7cba type ( chromatographic peak resolution using baseline peak widths
~ rpthead.txt (@ 2311c03b:17531d94069:-7cba unit @ Unitless

| DAD1.UV
| DAD1TA.ch
.| DAD1B.ch

(1) 2311c03b:17531d94069:-7cba
(0 2311¢03b:17531d94069:-7cbb
(1 2311¢03b:17531d94069:-7cbb

numeric value

type

unit

2.269949149540013

(© asymmetry factor measured at 5 % height
@ Unitless

@i or310am |



File Chromatogram Peak Processors Plug-ins

View Window Help

OpenChrom Lablicate Edition (McLafferty)

D @ BN QB O & 4 L&
5 - File Explorer = 8 @ allotrope-rec-2023-09-gas-chromatography.adf X = 0 =
# - =
K& cf308-2ce1-11b2-80b8-c809a8720912 v %] o]l B o
WO T ZVLS
vz Data a
> = Export % 4.0E2 -
EFT-IR -
’ &, 2.0E2 -
v =2 GC-FID -
VBADF E U'UEO -I I ! I 1 T I ] I I I ! ! 1 1
allotrope-rec-2023-09-gas-chromatography.adf g 0.0 2.0 4.0 6.0 8.0 10.0 12.0 140 16.0 180 200 220 240 26.0 28.0
?WPASM Dimension [SecondTime]
> = GC-MS
2 HPLC-DAD ‘ :
> =2 ASM Chart | Query h
7T Data Model Table & Data Model Graph = 0
O O Q| & Q|||
[Component speciﬁcation}
[ ] [ http://purl.allotrope.org/ontologies/datacube#Dimension ] [
J [Data structure deﬁnitiun]
[ )
aMm I



OpenChrom Lablicate Edition (McLafferty)

Chromatogram Peak Processors Plug-ins View Window Help

< @ BN~ QE O & ¢ a
- File Explorer = 8 @ sequence02 2020-01-20 13-06-02_003-3-Sample01.adf X = O
<> || B 0O
“ = HPLC-DAD PREFIX af-e: <http://purl.allotrope.org/ontologies/equipment#>
S =2 ASM PREFIX rdf: <http://www.w3.0rg/1999/02/22-rdf-syntax-ns#=>
V& Agilent SELECT ?instance
v = ADF WHERE {
@ sequence02 2020-01-20 13-06-02_001-1-Blank.adf Zinstance rdf:type af-e:AFE_0000224 .
@ sequence02 2020-01-20 13-06-02_002-2-Calibration.adf }
Sequence02 2020-01-20 13-06-02_003-3-Sample01.adf I
@ sequence02 2020-01-20 13-06-02_004-4-Sample02.adf
@ sequence02 2020-01-20 13-06-02_005-5-QC.adf
> = ASM
> = ChemStation
> =2 MS
v I=5 NMR Chart Querz
7T Data Model Table & Data Model Graph = 8 & Console (& AuditTral = O
- (o= Ee iR 0 v ~
Q) E| |||« | 8= % bl
Messages
- 6 results.
W Q Fn
Subject Predicate Object
@ urn:uuid:203960b3-5¢20-4¢12-a2c0-79ac9135e0f7 has component @ urn:uuid:3bd256cf-4198-49db-ace 1-f2c948a042a2
(D urn:uuid:203960b3-5¢20-4¢12-a2c0-79ac9135e0f7 has component (D urn:uuid:3df95ea4-8e7d-42a9-9733-3c0dd9bd64b4
(D urn:uuid:203960b3-5c20-4¢12-a2c0-79ac9135e0f7 has component ( urn:uuid:4ce74697-b773-4d4f-910c-1ff93da5d1a8
@ urn:uuid:203960b3-5c20-4¢12-a2¢0-79ac9135e0f7 has component @ urn:uuid:46075b30-1a3e-410b-a96a-2d14421c9881
@ urn:uuid:203960b3-5¢20-4¢12-a2¢0-79ac9135e0f7 has component (@ urn:uuid:41e00c04-a1ae-45a2-99¢6-5fea79f1cd6 1
(D urn:uuid:203960b3-5¢20-4¢12-a2c0-79ac9135e0f7 type (D high-performance liquid chromatograph

[iB8sMats 10m T



File Chromatogram Peak Processors Plug-ins View Window Help
A @ S50« QE O & ¥ al
5 = File Explorer
i
& || X =
~ = HPLC-DAD
> =2 ASM
vz Agilent
= ADF

@ Sequence02 2020-01-20 13-06-02_001-1-Blank.adf
@ sequence02 2020-01-20 13-06-02_002-2-Calibration.adf

OpenChrom Lablicate Edition (McLafferty)

= B @ Sequence02 2020-01-20 13-06-02_003-3-Sample01.adf X

[+
& —

Sequence02 2020-01-20 13-06-02_003-3-Sample01.adf

@ sequence02 2020-01-20 13-06-02_004-4-Sample02.adf
@ Sequence02 2020-01-20 13-06-02_005-5-QC.adf
> = ASM
> = ChemStation

> = MS
wI= NMR

7 Data Model Table L Data Model Graph

PREFIX af-e: <http://pu rl.allntrope.orgfnntolngiesfequipme__
PREFIX rdf: <http://www.w3.0rg/1999/02/22-rdf-syntax-ns#

SELECT ?instance
WHERE {
?instance rdf:type af-e:AFE_0000224 .

}

Chart | Query

=] purl.allotrope.org/ontologies X | + % vooA X

«~ = C QO 8 purlallotrope.org/ontologies/ec B ¢ & &1 =

high-performance liquid chromatograph

(http://purl.allotrope.org/ontologies/equipment#AFE_0000224)
synonyms: HPLC system, high-performance liquid chromatography system

A high-performance liquid chromatograph is an instrument used for HPLC that
is a technique in analytical chemistry used to separate the components in a
mixture, to identify each component, and to quantify each component. It has
pumps to pass a pressurized liquid solvent containing the sample mixture
through a column filled with a solid adsorbent material. Each component in the
sample interacts slightly differently with the adsorbent material, causing
different flow rates for the different components and leading to the separation of
the components as they flow out the column. [Wikipedia]

© Allotrope
Creative Commons Attribution 4.0 International Public License
defined in:

o http://purl.allotrope.org/voc/afo/domain/REC/2023/09/Ic
e http://purl.allotrope.org/voc/afo/domain/REC/2023/12/Ic
¢ http://purl.allotrope.org/voc/afo/domain/REC/2024/03/Ic
o http://purl.allotrope.org/voc/afo/domain/REC/2018/04/Ic
o http://purl.allotrope.org/voc/afo/domain/REC/2018/07/Ic
o http://purl.allotrope.org/voc/afo/domain/REC/2018/11/Ic
« hitp://purl.allotrope.org/voc/afo/domain/REC/2019/03/Ic
¢ http://purl.allotrope.org/voc/afo/domain/REC/2019/06/Ic
« http://purl.allotrope.org/voc/afo/domain/REC/2019/09/Ic
e http://purl.allotrope.org/voc/afo/domain/REC/2019/12/Ic
e http://purl.allotrope.org/voc/afo/domain/REC/2020/03/Ic
o http://purl.allotrope.org/voc/afo/domain/REC/2020/06/Ic
¢ http://purl.allotrope.org/voc/afo/domain/REC/2020/09/Ic
o http://purl.allotrope.org/voc/afo/domain/REC/2020/12/Ic



W) OpenChrom Lablicate Edition (McLafferty)
File Chromatogram Peak Processors Plug-ins View Window Help
HEB|vvico M dvmv il vAvdvDOvEvmy BN« QE 0! 8 ¢

~: Data [{JProjectE ‘= Sequenc JA Peaks/Sc = B »= BatchjobDemo X

Drives Home Workspace User Location‘

P W) Select data
A=l
I Name Select files
vt&;_&llutrope connect Select items to process.
v = Fall 2024
v =F Data
e
= Export
> ZFT-IR v Batch
> & GC-FID v = Agilent
S 2 GC-MS “ = ChemStation
> = HPLC-DAD v = PARFUM MS
S EMS 212 SEXY.D
> EZNMR 24 FAUBOURG.D
S & PCR BLACK OPIUM.D
) POISON GIRL.D
‘ = Select User Location ]
‘ 223 Open Selected Measurements ‘ Files: 0
@ Edit History @ Targets X 3

= Select User Location

W

DREREEIE] |

£x3 Open Selected Measurements

No target data has been selected yet.

Veri Ratil Name CAS Match Factor | R

Cancel |[ Finish J

Ion [Mm/z]

= B
® O
Data Types: MSD  Execute
le v|[#] (%
e Description

+ v X% ¢
eedback . ScanTable X = 0
LISEIEIEIREINE

0 scan has been selected yet.

on [m/z] Intensity Intensity [%]

Auto Chromatogram ;

Signals: -

Bsom of 2656M |



OpenChrom Lablicate Edition (McLafferty) v O

File Chromatogram Peak Processors Plug-ins View Window Help

B Ovico @ Lvmvalvivdv@DvEvmy BESQEH O 8¢5
. Data {3 Project = Seque M Peaks/ = O  »= Batch)JobDemo X = O
Drives Home Workspace User Location (i Q
Data Types: MSD  Execute
&
Name Path
S EFTIR Default Profile viige | XK
212 SEXY.D /home/mmailander/Dokumente/Allotrope Connect/Fall 2024/Data/
> @ GCFID . POISON GIRL.D /home/mmailander/Dokumente/Allotrope Connect/Fall 2024/Data/ Name Description
V@ GCMS +L24 FAUBOURG.D  /home/mmailander/Dokumente/Allotrope Connect/Fall 2024/Data/ g MCR-AR [Targeted] A peak detector that first defines peak r
» WBADF +LBLACKOPIUM.D  /home/mmailander/Dokumente/Allotrope Connect/Fall 2024/Data/ Peak Integrator Trapezoid This extension point tries to implement :
> = ASM
@ Batch @  High Pass Peaks Keep the n-highest peaks
' atc
& Agi &/ PBM This plugin uses probabability based mat
V llent
J ASM GC-MS Chromatogram (*.json) Reads and writes ASM chromatograms.
v = ChemStation
~ = PARFUM MS
> ~L212 SEXY.D .'
> 24 FAUBOURG.D
= Select User Location ¢ )
41 Open Selected Measurements Files: 4 1% & & X4 v XEBRTLIE@
(D Edit History @ Targets X = B & Console |, Scan Chart X = B (@ Feedback I, ScanTable X = B8
@0 @AM % (@B OIS AR A = E @ Q| B || | %]
No target data has been selected yet. No scan has been selected yet. No scan has been selected yet.
Veri Ratit Name CAS Match Factor | Re E. . 100.00 z il Intensity st il
b 2.0E3 - ' 2
c w
[
- c
c b
= c
I I I I I i
40.0 60.0 &80.0 100.0 120.0
Ion [mM/z]
Auto Chromatogram L J Signals:




File

-
O]

=

=)

OpenChrom Lablicate Edition (McLafferty) v O

Chromatogram Peak Processors Plug-ins View Window Help

iJ*m'mnfv#'A*E*@*Iﬁ*i%’rﬁfﬁi@\i@ii-%ﬁ

Y

. Data [{JProject = Seque JAPeakss = B

Drives Home Workspace User Location

= Data

|83

“v = Export

212 SEXY.json

+124 FAUBOURG.json
+L BLACK OPIUM.json
+LPOISON GIRL.json

I=F Select User Location

£x1 Open Selected Measurements

(@ Feedback . Scan Table

Type

~ INFO
~ INFO
v INFO
~ INFO
~/ INFO
~ INFO
v INFO
~ INFO
~ INFO
~ INFO
v INFO
~ INFO
~/INFO
~ INFO
> Details

Description

Peak Detector Targeted MCR-AR
High Pass Peaks

Performance

ASM GC-MS Chromatogram (*.json)
Batch Processor

Peak Detector Targeted MCR-AR
High Pass Peaks

Performance

ASM GC-MS Chromatogram (*.json)
Batch Processor

Peak Detector Targeted MCR-AR
High Pass Peaks

Performance

ASM GC-MS Chromatogram (*.json)

= Batch Job Demo X L 212 SEXY.json [MSD] = O
: O
Data Types: MSD  Execute
Name Path ]
Default Profile Vi ]| XK
212 SEXY.D /home/mmailander/Dokumente/Allotrope Connect/Fall 2024/Dat
»L POISON GIRL.D /home/mmailander/Dokumente/Allotrope Connect/Fall 2024/Dat Name Description
».24 FAUBOURG.D  /home/mmailander/Dokumente/Allotrope Connect/Fall 2024/Dat g MCR-AR [Targeted] A peak detector that first defines peak
~+BLACKOPIUM.D  /home/mmailander/Dokumente/Allotrope Connect/Fall 2024/Dat Peak Integrator Trapezoid This extension point tries to implement
h g/ High Pass Peaks Keep the n-highest peaks
g/ PBM This plugin uses probabability based me
ASM GC-MS Chromatogram (*.json) Reads and writes ASM chromatograms.
Files: 4 DRI v XEKECLR O
= 08
Message

262 peaks have been detected successfully.

The peak area is used to filter the peaks.

13 ms/spectrum -> 50 spectra against the database (394054) took 651 ms

Exported data to /home/mmailander/Dokumente/Allotrope Connect/Fall 2024/Data/Export/POISON GIRL.json

Processing: /home/mmailander/Dokumente/Allotrope Connect/Fall 2024/Data/GC-MS/Batch/Agilent/ChemStation/PARFUM MS/24 FAUBOURG.D completed
294 peaks have been detected successfully.

The peak area is used to filter the peaks.

12 ms/spectrum -> 50 spectra against the database (394054) took 617 ms

Exported data to /home/mmailander/Dokumente/Allotrope Connect/Fall 2024/Data/Export/24 FAUBOURG.json

Processing: /home/mmailander/Dokumente/Allotrope Connect/Fall 2024/Data/GC-MS/Batch/Agilent/ChemStation/PARFUM MS/BLACK OPIUM.D completed
217 peaks have been detected successfully.

The peak area is used to filter the peaks.

13 ms/spectrum -> 50 spectra against the database (394054) took 651 ms

Exported data to /home/mmailander/Dokumente/Allotrope Connect/Fall 2024/Data/Export/BLACK OPIUM.json

7Nt 310am |



@ 24 FAUBOURG.json [read only] — Kate v O X

File Edit Selection View Go Projects LSPClient Sessions Tools Settings Help

[ New [P Open.. v Save [ SaveAs.. Undo Redo
< > () 24FAUBOURG.json + 00
home * mmailander * Dokumente * Allotrope Connect * Fall 2024 * Data * Export * {} 24 FAUBOURG.json
B . | x
2 "$asm.manifest" : "http://purl.allotrope.org/manifests/gas-chromatography/REC/2024/09/gc-ms.tabular.manifest",
3 "gas chromatography aggregate document" : {
® 4 "gas chromatography document" - : [ {
5 "analyst" : "Lic PA Groupe 1",
41: 6 "measurement aggregate document" - : - {
7 "measurement document" : [ {
8 "sample document" : {
9 "description" : "",
10 "sample identifier" :-"",
11 "written name" : "24 FAUBOURG"
12 b
13 "device control aggregate document" : {
14 "device control document" : [ {
15 "device type" : "mass selective detector",
16 "detection type" : "mass detection" I
17 L
18 },
19 "detection type" : "mass detection",
20 "chromatogram data cube" : - {
21 "label" : "MS51 data cube",
22 "cube-structure" :{
23 "dimensions" : [ {
24 "@componentDatatype"  : "double",
25 "concept" : "retention time",
26 "unit" - :-"s"
27 oo
28 "@componentDatatype"  : "double",
29 "concept" : "m/z",
30 "unit" - : "m/z"
31 11,
32 "measures" [ {
33 "@componentDatatype" : "double",
34 "concept" : "intensity",
35 "unit" : "unitless"
36 3l
37 b
38 | "data”-: - {
106 }
107 },
1HR "mynraccad Aataannranata o docrumant” o= o F -

[ Output A Diagnostics Q, Search [E Project Terminal 38:1 (R/O)INSERT en_US SoftTabs:2(4) UTF-8 JSON
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File Chromatogram Peak Processors Plug-ins View Window Help

& | < oo @y v Iy Ay Ay [IvEvERy BN QEH: @ & ¢ &

~- Data [t ProjectE = Sequenc J& Peaks/Sc = B .l 212 SEXY.json [MSD] X = B8
Drives Home Workspace User Location
Q@ @ T Default v &S| k|| TR @@ B
&= 4 -
Select Perspective v X
V= Data £ ¢5 © s B E‘:EE g p 150.00
ASM a 3 PRI g T ESES % 2 5
v = Export = E% s s 5 %Eg 5 4 :
1 & ] e N w2 o Apes =
212 SEXY.json ASM (Allotrope Simple Model) S5 ,hgé g & gé S @5k m z
a o o = = =S ,- iz w L —_—
+).24 FAUBOURG.json > EE E £ % s sk 24 2§ v 100.00 F
; 20 T [ocE B &S B
L BLACK OPIUM.json 2 g5 2 g o SR 2
* §852 5 [B2E 3 2
~LPOISON GIRL.json - sz B Eﬁ‘é%'g  EE §
— o © U e G = <= 6
> B FTIR a5 J 5eeT B SSag 9% - 5000 £
2 5<% o |||9xE =2 *
> 2 GC-FID g T2 8 [2E c
<% 53 INE S =
> B GCMS 3% e o MR & §
> = HPLC-DAD AN I wveh i L [ il :
> = MS 35.00 40.00 45.00 50.00 55.00 60.00 65.00 70.00
= Select User Location Time [min]
23 Open Selected Measurements ¢ )
(D Edit History @ Targets X = O @ Feedback . ScanTable X = O
IIEIEIENENIRIE cncel || ok | B x| [ (B @) (@] (6) [« (@) %) (B
Peak | Center RT: 3.7 | Center RI: 0 | Signal: 1226256323 mtmid | Signal: 141365: Peak Scan | RT: 3.7 | RI: 0 | Detector: MS1 | Type: Centroid | Signal: 141365:
Veri Ratit Name CAS Match Factor | Re 2 B 1 | 100.00 E Ion [m/2] Intensity Intensity [%]
100.000 10 4 5.0E6- 45 E l.31.2 6487109.5 100.0000
.E %ﬁ < . 32.1 81263.1484 1.2527
- 1 - . . : E . 33.1 18131.3164 0.2795
40.0 60.0 80.0 100.0 120.0 |.34.0 238.8329 0.0037
l.37.5 165.8839 0.0026

Ion [Mm/z]

P . ) T P Y T R

Auto Chromatogram

¢ ) Signals: 36




File Chromatogram Peak Processors Plug-ins View Window Help

OpenChrom Lablicate Edition (McLafferty) v O X

it @M BN QBEH: O & ¢+ &
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Chromatogram: LLM
. . - E _
Actiy Type RT [min] Area S/N 6.0E6 - — % 1 1.5E6 137 - 100.00
E m E —
v -PEAK 57.885 10809316 160.018 = % c B | 2000 z > £
| PEAK 59.426 266704202 2376.750 «E‘ 4.0E6 - A i T & > 'E 1.0E6 - 2
OE6 g 2 g . -
v JPEAK 60.676 303845619 2057.583 E b E E g 166 50.00 E
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Number Peaks: 4 /100 | Scans: 0 /0 S— ( )
@ Edit History @ Targets X = B @ Scan Explainer @ Feedback = 8
0 () (B)(Q) () (%) @B @
]
Peak | Center RT: 59.426 | Center RI: 0 | Signal: 266704201 Citronellol (C“;,Hz.;,O]‘isa monoterpenoid, commonly featuring arlong carbon chain with a hydroxyl group. When ionizred, typically by Fledruspray lor Ask the Al agent
Electron Impact (EI) in a mass spectrometer, several fragmentation patterns can occur due to the cleavage of bonds in the molecule: |
Veri Ratil Name CAS Match Factc 1. m/z 69 (100%): This value represents the base peak and thus the most stable ion fragment. In monoterpenoids like citronellol, m/z 69 often corresponds to a
Ethyl Vanillin 121-32-4 95.400 CsHs+ fragment, a common fragmentation product derived from the cleavage of the carbon chain.
U # [8Benzaldehyde, 4-ethoxy-3- 2539-53-9 92.800 2. m/z 41 (79.446%): This is typically indicative of a CsHs+ ion, which could arise from the cleavage and rearrangement of portions of the carbon backbone.
1 2 Benzaldehyde, 4-(acetyloxy 72207-94-4 87.900
"] 4 |2 3,4-Dihydroxypropiopheno 7451-98-1 23.400 3. m/z67 (57.453%): This mass could represent a CsH,+ ion, suggesting further fragmentation and loss of hydrogen atoms from the C;Hs+ fragment.
~ W [E2,5-Dihydroxypropiopheno 938-46-5 83.100 4. m/z 81 (55.907%) and m/z 82 (54.803%): These ions suggest fragments that may contain the entire or parts of the alkene structure along with additional
carbons and hydrogens, possibly a CsHs+ and a CgH1+ ion, respectively. CsH,o+ indicates the presence of an additional hydrogen, suggesting a hydrogen transfer
or aless rearranged fragmentation pathway.
Auto Chromatogram . o ‘ . . . ‘ ‘ ‘
5. m/z 55 (51.336%): This could be indicative of a C4H,+ ion, suggesting a smaller alkyl chain fragment undergoing radical cation formation.
-4 of 1024M |




OpenChrom Lablicate Edition (McLafferty)
File Chromatogram Peak Prncessgrs F’Iug-nE View Window -
@ 5 QB0 & ¥ a @ Contents

%" Search

" Tutorials

(© About

| Message the developers. MALDI-TOF MS HPLC DAD

Inspect and compare spectra Look at full wavelength data

Data Analysis

This is the main perspective. Most of the work is performed here.

PCA Demo

Used for principal component analysis Load a demo chromatogram.

ADF ASM = Marketplace +

ADF (Allotrope Data Format) ASM (Allotrope Simple Model)
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