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What is Chromeleon CDS?

Chromeleon Chromatography Data System

Industry-leading multi-vendor instrument control

Robust enterprise deployment

Simple workflows with one-click sequence creation
Admin-controls ensure data integrity and enable GxP compliance
Full integration with SampleManager LIMS




High-level Use Cases

Injection Sequence Experiment Project

* ADF created as » ADF created after « ADF created « ADF created after
soon as injection all samples in after one or completion of all
has acquired sequence have multiple analyses in a

» Automatic acquired Sequence(s) project
generation atend -+ Automatic have been « Manual / batch
of injection generation at end acquired and export action

« Raw data only of sequence analysed - Raw data,

*  Minimal * Raw data, « Manual export processed
processing processed results action results, cross-

 Raw data, sequence reports,
processed etc

\ / \ / \ results, reports /| /
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Chromeleon Console

* The Console shows all sequences available for export

& Chromeleon Consolc NN =l

@ Back | Creste File Edit View Tools Help @)
Data « AS12A Calibration and Demo
5o v == 1 EEmE
E@%mrgfzﬁ AT 7 Save @ Studio < Print - ai Up | Z=InsertRow ~ ‘¥ Fill Down |E| Lock W Filtering =, Grouping fl- Custom Columns = -
ﬁ Deleted tems s ECD_1 b | Name ‘Type Position Wolume [pL] | Instrument Method Proceszing Method ln_,:.u
-5 ChromeleonLocal . : L . . !
: gl =
[-_% Unit Test_CMBLegacyDatabase 1 I Seven Anion Standar . © Calibration Standard 1 25.0000 AS124 Production Te.. | AS124 Production Te.. 3
2 *rJJ—M—A—" Seven Anion Standar.. : Calibration Standard 2 25.0000 AS12A Production Te.. | AS124 Production Te..
3 i il Seven Anion Standar. : Calibration Standard 3 25.0000 AS12A Production Te.. | AS124 Production Te..
4 I *l Seven Anion Standar.. : Calibration Standard 4 25.0000 AS12A Production Te.. | AS12A Production Te..
b ‘l Seven Anion Standar. : Calibration Standard 5 25.0000 AS12A Production Te.. | AS124 Production Te..
6 ‘l Seven Anion Standar.. : Calibration Standard [ 25.0000 AS12A Production Te..  AS12A Production Te.. :
7 * . E Crystal Fresh Drinking... | Unknown 7 25.0000 AS12A Production Te. | AST2A Production Te.
2 * 3 Sunnyvale Tap Water Unknown 2 25.0000 AS12A Production Te.. | AS12A Production Te..
: e 9 l' E Power Coolant Water.. : Unknown 9 25.0000 AS12A Production Te.. | AS12A Production Te..
:_- Instruments . .
10 l 3 Power Coolant Water.. - Unknown 10 25.0000 AS12A Production Te.. | AS12A Production Te..
!- ¥ Click here to add a new injection
f‘ eWorkdflows
—— 4| il | B o«
- T =
*. Associated tems|  Custom Sequence Varizbles (0) | Custom Formulas |

Sequence 'A512A Calibration and Demo’ selected LabUser: Full Access .:
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Chromeleon Console

* An “Export” option is available from the context menu

”
a Chromeleon Console

@ Back  Create File Edit View Tools Help
Data « AS512A Calibration and Demo
L ™ @I Fitter 4
E--[E Allotrope = ; . . 3 : - — i
TS A Save (@) Studio SJ Print_ ~ FE‘-L == Insert Row ~ [ Fill Down Lock W Filterin Groupin
IS Y7 24 Caiibetion and D pu 4 : & =
E Deleted ftems Type Position Yolume [pL] | Instrume
& ChromeleonLocal Copy L
[-_% UnitTest CMBLegacyDatabad Pacte Standar.. @ Calibration Standard 1 25.0000 AST24A
Standar.. : Calibration Standard 2 25.0000 AS124
Rename
Delete Standar.. : Calibration Standard 3 25.0000 AS124
Delete Raw Data... Standar.. : Calibration Standard 4 25.0000 AS124
Print Report... Standar.. - Calibration Standard 5 25.0000 AS124
Export...
- | Standar.  Calibration Standard 6 25,0000 AS12A
Convert to Chromelecn Processing
h Orinking... © Unknown 7 25.0000 AST24A
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Data Export
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Export.. ? P
Report Template & Channel
Use report template - C]

With selected channel | ECD_1

dialog

Destination Path
Parent Folder

Sub Folder

Export Formats & Filenames

Text format [Results) (™ tet)

Text format (Raw Data) (~.bd)

Excel file format (~.xls)

PDF file format [~ pdf)

GAML file format (*.gaml)
AnDI/NetCDF file format (~.cdf)

Raw file format [~ raw)

Chromeleon dats file format [*.cmboc)

| Allatrope data file format [~ adf)

formula

— « “Allotrope data file format (*.adf)”

option available from the Export

« The output file name can be
configured according to a defined

-

Allotrope Data Format Export Parameters

A=)

Destination

File name formula | {seq.name}

e

Call external program

| | cancel |

Motifications

Enable Motifications

oK

| | Cancel |
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Data Export

* Dialogs appear to inform the user of progress

r .
= Exporting Sequence... u

AS12A Calibration and [}emn' -

Exporting results of "A5124 Calibration and Deme!’
To 'Te\UserHDDWMy DocumentshASL.. bration and Demo.adf’

Cancel

il B
Export Results u

ﬁ D:UserHDD\My Documents'A512A Calibration and Demo adf
Exported "A512A Calibration and Demo”.

Group by | Injections 7 Close
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Viewing the ADF file — Data Description

» ADF created for each Sequence selected

« Data Description for each injection includes: name, type, method names,
vial position, injection volume, status and time

Tree View rox - X
= Iy Data Description Table [D:\UserHDD\My Documents\AS12A Calibration and Demo.adf] x
Mamed Set: Default [Eh Export To €SV

#  AS12A Calibration and Demao x

4 = Data Description

{[=] Default Subject |v| Predicate |v/| Object
b =y Data Cubes Subject &
b & Data Package
Subject 4 Predicate Object
4 Subject: http://purl.allotrope.org/ontologies/material# AFM_0000257/10_Power Coolant Water IP S5team "
http:/fpurl.allctrope.orgfontalogies/material*AFM_0000257/... | httpy//www.w3.org/ns/shacl#property -48495¢36:162b4ddcabf:-7fab
http://purlallctrape.org/ontologies/matenal#AFM_0000257/... | http/fwww.w3.org/ns/shaci#property -48495c36:162b4ddcabf-Tfaa
http://purlalletrope.orgfontologies/matenal#AFM_0000257/... | httpy/fwww.w3.org/2000/01/rdf-schema#label httpe//purlallotrope.argfontologies/material#AFM_0000257/...
http://purlallotrope.orgfontologies/matenal#AFM_0000257/... | http/fwwwaw3.org/1999/02/22-rdf-syntax-ns#value Power Coolant Water IP Steam
http:/fpurl.allotrope.orgfontologies/material*AFM_0000257/... | http://www.w3.org/ns/shack¥property -48495c36:162b4ddcabf:-7fa8
http://purlallotrope.org/ontalogies/materialAFM_0000257/... | httpe/fwww.w3.org/ns/shackproperty -48495c36:162bdddcabf:- Tfad
http://purlallotrope.org/ontalogies/materialAFM_0000257/... | http/fwww.w3.org/ns/shackproperty -4849536:162b4dddcabf:-Tfac
http://purlallotrope.org/ontalogies/materialAFM_0000257/... | httpo/fwww.w3.org/ns/shackproperty -48495c36:162bdddcabf:- 7fa¥
http:/¥purl.allotrope.orgfontologies/materialAFM_0000257/... | httpu/fwww.w3.org/ns/shack#property -48495¢36:162b4ddcabf:-7fae
b Subject: http://purl.allotrope.org/ontologies/material# AFM_0000257/2_Seven Anion Standard II - 2
¢+ Subject: http://purl.allotrope.org/ontologies/material# AFM_0000257/3_5Seven Anion 5Standard I - 3
b Subject: http://purl.allotrope.org/ontologies/material# AFM_0000257/4_Seven Anion Standard II - 4
» Subject: http://purl.allotrope.orgfontologies/material# AFM_0000257/5_Seven Anion Standard II - 5
¢ Subject: hitp://purl.allotrope.org/ontologies/material# AFM_0000257/6_Seven Anion Standard II - & A

Count: 624
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Viewing the ADF file — Data Cubes

@ L B ™ I Chromatogram Tools AS512A Calibration and Demo (Sequence) - Chromeleon Chromatography Studio |‘:' =l Py
Data Processing Home  Processing  Layout @
Data Processing @ 80.0 i:s*lz.ﬂ.cmibration and Demo #5 Seven Anion Standard Il -6 ECD_1
1 moq|” 4-Chioride - 3.307
4 Injech Filter 7 ]
1 Seven Anion Standard |1 - 1 ot E25
2 @ Seven Anion Standard |l - 2 ch ]
3 Seven Anion Standard 1-3 3 8009
= ¥ 1
4 3§ Seven Anion Standard Il - 4 ch ]
5@ Seven Anion Standard Il - 5 ot 37'5': |5 - Nitrite - 3.970
{1 Sewven Anion Star.lda-rd -6 ch N 0] 2 - Fluoride - 3.070
i E Crystal Fresh Drinking \water [ 5 1
p 6 - Bromider-. -
SE Sunnyvale Tap Water ch 1251 ' fr-ihdke - 6.690 18 - Phosphate - 9.130 19 - Sulfate -
) E Power Coolant Water HP Steam CF - . L ]\
S LLL 1
E 1-1417,3-232
L Iniection List 007 Lt T3 - 2325 1 ! - | |'
] min
= A [ =] M| 100 . . . . . . . . . . . —
E-T“ |—-|'? D - 0.0 1.0 20 30 40 50 6.0 7.0 3.0 9.0 10.0 1.0 120 125
| LabUser: Full Access .:
B @
Measure Graph [D:\UserHDD\My Documents\AS12A Calibration and Demo.adf]
¥ Cube: http://purl.allotrope.org/datacube/c9ce65aa-3424-41a7-acc0-d29b%a78e0cd_ECD_1
A AS12A Calibration and Demo
¥ = Data Description 70 4
4 = Data Cubes 60 -
2 LﬁI1ttp:f;’pur|.allmrope.org;‘datucube.u’... 1
F| http://purl.allotrope.org/datacube/... 50 E
(E| http://purl.allotrope.org/datacube/f... 40 E
2 u|'|ttp:,-’,n"pur|.allctrope.org,a’d:lt:lcube,u’... 1
2 [j http://purlallotrope.org/datacube/... B 3
4[4 nttpy//purl.aliotrope.org/datacubey/... 0 é
4 | Measures 1
- 10 o
I8 AFx_0000135 3
v L& Dimensions L e e e s s s s s s B e s s s sy o s s o s o B B B S S L B
4 |4 http://purl.allotrope.org/datacube/... 0.0 1.0 2.0 3.0 4.0 5.0 6.0 7.0 8.0 9.0 10.0 11.0 12.0
4 | L’Mcasuresv Points: 3751 - 3
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Viewing the ADF file — Data Package

 Basic information is written to the Data Package

0 explorer

=55 e 0

Open  New | View | Settings About

-

File | Tabs | Views | Tools Help

Tree View B ox
=+ [
~  AS12A Calibration and Demo X

b = Data Description
b [ Data Cubes
4 =y Data Package
4 [ZInjection information
|3 - Seven Anion Standard II - 3.txt
15 - Seven Anicn Standard II - 5.txt
|7 - Crystal Fresh Drinking \Water.txt

12 - Seven Anicn Standard II - 2.txt

j 7cal06eb-fc96-41d5-afcl-cb1018cdedfc_6 - Seven Anion Standard I - 6.txt - Notepad

|l @] = |

|| 4 - Seven Anion Standard II - 4.txt

File Edit Format View Help

Name Seven Anion Standard IT - &
e Calibration standard

Type =
Position = 6

Injection Volume = 25

Processing method = A512A Production Test Chromatogram
Instrument method = AS12A Production Test Chromatogram
status = Finished
Injection time = 02/05,/2002 13:50:24 +01:00

110 - Power Coolant Water IP Steam.txt
|9 - Power Cooclant Water HP Steam.txt
|| 6 - Seven Anicn Standard II - 6.txt

| B - Sunnyvale Tap Water.txt

11 - Seven Anicn Standard II - Ltxt

Console

Version 1.1.4.0, Running 64 bit
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Automated ADF creation

* For routine output in ADF, Seavence Properies =
SeleCt “Export report” Option General |Locks | Signature | Notifications | Raw Data Statistics
in Sequence Properties Nane:  Demot

Location:  chrom://chromeleonvm1/ChromeleonLocal/Demo1 seq

Access Information:

Cregted: 4/10/2018 4:58:52 PM +02:00 VMAdmin
° C h oose “Afte r Wh o) I e Last update:  4/10/2018 5:53:46 FM +02:00 cmadmin
” “ Version: 41072018 5:53:46 PM +02:00 cmadmin No. &
sequence” or “After each
. . . ) Comment:
I nJ eCtI O n Instrument:  Instrl \:I
Default Report Template & Channel:
Report Template: - \:I
- Select ADF as output file s St d=

Channel: AZD_Analog A

type in Report Template

Autoreporting Settings:
{ Print report +liExnori report
Auto generate report: | After whole sequence

L |

Read-Only

» Enforce auto-export option
in Instrument Properties :
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Next steps

 Plan to increase content of ADF output:
* Full Sequence data
* Processing methods
 Full Processing results
* Instrument methods
» Mass Spec data and results
* Report contents

* Incorporate feedback from today and from yesterday’s poster and group
sessions
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High-level Use Cases

+ ADF created as
soon as injection
has acquired

+ Automatic

generation
« Raw data only
*  Minimal
processing

ADF created after
all samples in
sequence have
acquired
Automatic
generation

Raw data,
processed results

ADF created
after multiple
Sequences have
been acquired
and analysed
Manual export
action

Raw data,
processed
results, reports

ADF created after
completion of all
analysesin a
project

Manual / batch
export action
Raw data,
processed
results, cross-
sequence reports,
elc

These use-cases are all prototyped in Chromeleon —
need to increase the ADF content - release timeframe is
currently in planning
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