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MS OPERATIONS Chromeleon 7 Chromatography Data System

Product Spotlight

Designed for MS

Thermo Scientific™ Chromeleon™ Chromatography Data System (CDS) is
the first CDS that combines all separation and detection techniques,
including mass spectrometry (MS), into a single compliance-ready
enterprise (client/server) environment. Chromeleon CDS delivers full control
for most Thermo Scientific™ MS systems, including compliant tuning and
instrument calibration.

Chromeleon CDS controls over 35 Thermo Scientific MS instruments
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Chromeleon CDS delivers the necessary MS-specific data views, data processing, and reporting
capabilities to streamline your chromatography and MS quantitation workflows in one application.

Chromatography Studio display of the Total lon
Chromatogram (TIC) and Mass Spectra plots.

Component-centric views with simultaneous
visualization of both quantitation and
confirmation ions. Smartlink allows you to
visualize all the information needed for fast,
easy data evaluation (for example, injections in
rows with components in columns).
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Component confirmation indicators provide
clear identity status, simplifying data
review. Confirmation criteria can be set on a

The MS Quantitation channel provides
an overlaid view of all Extracted lon
Chromatograms (XICs) with easy manual or

[OmRER] | Saprocesingehod | [ CortowsDPlt | Mibeor | [VESSE) S vt
S - | ColibrationPlot 7] PeakProperies A, UV-Vis Spectra nfack 4 MS Components A
: S
-
s Tieme At 107 min L 130207
. 400- b
2§ cat 300- e
g
g can w . .
5% cazo 200 214
o con
74 Cal 100-
: | L1
. i L ‘I Bl L L J
oo 142
20
00
200- o “ 214
:
100
[ AT Hn L
= B3 ‘hexachloroBAzene(SPCC) Scan #3164 RT: 10.17 min NL: 1 2064007
0
2
00
o . )
200 214 24
100
. ‘\ Ll \ [ HJ L
ra—r I o e = [ ks whe ) [ & B %
e R e — %
DutaPocrin e | oo Lok @
S Boecton | [N (] [ Chromatogram] = Processin \gMethod [l Contour/30 Plot Wt Plot i Mass Spectra M AutoFiters
o @ | 2 Chonna ~=| - | ColbrstionPlot ] PeskPropeties [ UV-Vis Spectra nRack [V Components]
W f peskc Results Calio. & PM 2 M nTay | T,
Oubeon s s ivaion E
Data Processing « gs: i
s 738 o
m—s G oo
- s 368
sou o
250
Y 17
200 -
1,087 m 1.067 min
i Tans| 7k 1 T
coms
o RECRE oo _—
2063151 -« (Filter
= 4 Components 3 L
5o g Pentachloroethane
a0 g 1.3-Dichlorobenzene
o a0s8 g 1.4-Dichlorobenzene-d4
o e g 1.4-Dichlorobenzene |
— pore ¥ig 1.2-Dicholorobenzene |
o 107 20
% i o rsfe T 200l - g Hexachloroethane
% T T s o 5
T 73623407787, Ca % Nitrobenzene-d5
socton Lt P
5 — e Wi 1.24-Trichlorcbenzene 1
250 1o %3 Naphthalene-d8 k|
(A NorTargeted MS Processing 5 sou7 10 g Hexachloropropene:
[ Ropon Dosgnar . Vg Hexachlorobutadiens 0
(] Bectroric fopon 3 1.245-Tewachlorobenzene |
I, oy speca vy 207 5087 L - Component-centric processing with component
| ] 3 N e
< 3 7200 7300 7.400 7500 7600 7.700 7300 E2 indicatars.
It 140
Ay — 5 X%
Do Focessna e | Frocssna Lot @
&1 B Injection SN | [0Chiomatogm] =3 Processing Method [l Contour/3D Plot. SR Plot i Mess Spectra 24 M5 AutoFilters |
o DT /R Cromnd 1 —a| - [ CombrtionPiof] ] PeskPropeties | UV-VisSpectra 35 Injection Rack | £2]MS Components i .
e = oy | IR component by component basis.
Cubonr s s aion . ek
R « 1 Testr cato 5 cupiion . d
T m——— S Gt
Fiter 7 Gy [ % ISTD %ISTD
p— -
=
p— b
E— - -
p—
100- =
p—
0
p— d
o
- i
[— % % : % [
— oo ltosopmidne S Cuanston | Muobensne 0o s antision
et e
. I m
- 175000000 . .
-
s oS- 7| o automatic extraction of XICs.
L MS Quaniitation 160000000 125:
0
e asonn .
™
fram— %
-
e ©
80000000- 25 L
vom oo
T R R R A R R R M MR 5w : 5% )
H ] 3 T K L [ mA



@"?

Data Processing Home Layout Library

3

| - cmadmin - 14 EPA 8270 Calibration and LOD Test (Sequence) - Chromeleon Chromatography Studio

1§ 2 - 14EPA 8270 Calibration and LOD Test#4
] 484 il

Apex 1,4-Dichlorobenzene-D4 Scan: #1215 R...

%

LLTIC

4 Components g
i@ N-nitresor
luaroph
g Methylr

Data Processing 7.4e7
counts

147 1ppm5 3 | e |
15 1ppmb (5
16 3 1ppm7 o 5.067 o

@ Tppm/ X N
17 1ppmd ot
18 Chesd o 387
4 Channds =~ Filter 2.8¢7

A @MS_[115, 500 MMU] o+ 1367

L MS Quantitation [

-

0.0e0

%

1. Click or drag
in spectra to
select single

mass or range

A

; -6.2

2. XIC channel is
created J

g Phenol-dé-
g 2-chlorophenol (SPCC)
i Bis(2-chloroethyl) ether(SPCE)
¥ 1.4-Dichlorobenzens-D4 T
¥ Bis(2-chloroisopropyl) ether:d

& 3.8e6

:|25.0
20.0
150

10.04

i o-toluidine o v
= ————
o [ ) - ; —
- 452 5.00 36 50
| cradmin: Full Access -
A CE—— od | B Contow30Plt (VSR
@ ~=| - | ColbrstionPlot ] PeskPropeties [ UV-Vis Spectra G -
Tk G &M =S n
Oubeon s s ivaion C kg
Data Processing « e ok L
4 Injoctons Fiter W | 38e
T STD_20120+-02 5001
2] ST0_2012.06.03_10000 et
4 Channcls. S~ (F= V) pua. 180 20 300
T o o
s0a .
B2 180 260 300
2408 —

00

= — soer
oot
(A Nor-Tergetod MS Processing || 2067 2o =5 %
0, 020
(57 Pt Do U -
] ecroric Aeport 200
[, uv spectrat Lbrary !
g o o ED ES i %o 5o o
=
1t <1498 270C. Test> <Callo> <TIC> 0> - Ad
WS lgaries o be seached n Search Type ‘Search Optons
% Demo. Identty Similarty O Search with Mol. Weight =
NSTOEMO —  —
© tomal Osrpe [ Porone Search
Thesholds
O Qusk OBt yach Foctor (51
O porsiz o O Noul
Compounce .~ Lows
Probabiity (%):
Add. Remove.
7S [ Pob0a | == JS—
Formula C4HECIZ0, vl 142, st
S Dichroeiyl]
[ 1 2 Sz 503 Bis(zehioroety) eher 53 i Search Yow Toos pions Window il
2 g 85 1316 Methane bis(z-choroshony)- =
3R 55 s, 3 B diersaen @[30 | 5| [T recton =346708m008041 o665 =1 B .|| & |
I T ] 648 Siane, chioro(chioromelhylidimethy /\/" = \mm-_
57URG 0046 Eianol -G chioosthon) fcr
§En e 013 Siene, choauimetiyl
- e
% £ Bis(2-chloroetnyl) ether(SPCC) RT: 4.87 min % Bis(2-chloroetny| [iadsmo: 237Stoal specia
1o 92 Him 1:misz.cn] | 1
EIC A
o497 G2 (Text i) Inection [D-346 293048041 1e63768S1
\9497
% ' Hit# 1 - Bis(2-chloroethyl) ether : C4HBCI20
B
oo
\ o500 100,
2 Iy 2 % & %o 2%

e
o0

Simple graphical extraction of XICs is achieved
by selecting a mass or dragging a range in the
spectra plot. The temporary XIC channel can
be retained, altered or discarded as required.

Intelligent Run Control can automatically
extract unlimited XICs either unconditionally
or based on the results of the just-acquired
injection.

Ayailable actions: Selected actions:

Abort Extract MS Channel(s)
Arithmetic Combination -
AutoDilution #
Copy Channel
Derivative 1 |Mass Range
Extract From 3D Chaninel
Extract Opt. Int. Channel 1| 5 |BasePeak
Insert Injection
Pause

Power Law
Re-inject
Smooth Channel

Trace P

1

The AutoFilters Pane automatically previews
all filters acquired for the selected injection(s)
in a tiled, scrollable pane. A simple right click
quickly creates a new channel for the selected
filter.

To aid compound identification, you can use
NIST (National Institute of Standards and
Technology) libraries for spectral library
screening and ad-hoc library searches.

You can also create your own libraries within
Chromeleon CDS.

You can export raw data or spectra directly to
the NIST and AMDIS (Automated Mass Spectral
Deconvolution and Identification System)
applications for compound identification and
view Elemental Composition when working with
HRAM data.
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Chromeleon CDS streamlines analysis setup,

synchronization with the instrument method.
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To further help with unidentified peaks,

the Tentatively Identified Peaks function
automatically names unidentified peaks in the
injection based on library search results. The
concentration of these peaks is estimated
based on the nearest internal standard peak.

=

Tentatively Identified Peaks |

There is also the ability to view and determine
the chemical formulas of ions with the Elemental
Composition feature. Display formulas on the MS
plot for any HRAM data.

simplifying processing method creation while ensuring

Easily import and export component scan
events in both the instrument method and the
processing method to ensure synchronization
of names, retention times and windows and
scan event information.

Supporting for example, both AutoSIM and
AutoSRM for GC-MS method setup. These are
standalone applications for optimizing either
1SQ series SIM (Selected lon Monitoring),

or TSQ series SRM (Selected Reaction
Monitoring) scan events, which can seamlessly
be imported into Chromeleon CDS.



Compound Data Import

X

Data Source
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Acquisition List Path:

E\Timed-SRM_Pesticides_Reformat csv
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Drag a column header here to group by that column.

MName Experiment Type Category |
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Mepiguat chloride SRM I

1 Quan Peak

B0
E

Precursor Mass(es) Product Mass(es) | Cellision Energy

MS Raw Data
Compeound Data Store
MIST Library
Acquisition List

BioPharma Finder Peptide List
BioPharma Finder Workbook

PinPoint Workbook

[ 11418 9327 29000 095 15.mg+
B 1 Confirming len . .
Precursor Mass(es) Product Mass(es) | Collision Energy
114.18 58.43 28.00
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[+ 1 éMMh:mHnnhne SEM éMnnp

Directly import information into your
component table including component name,
retention time and window, quantitation and
confirming ions, CAS number and chemical
formula.

Import from predefined compound data

stores e.g., Thermo Scientific™ TraceFinder™
software, Thermo Scientific™ BioPharma
Finder™ software, Thermo Scientific™ PinPoint™
software workbooks, MS raw data headers,
NIST library searches or acquisition lists

(.csv format).

Chromeleon CDS offers a fully customizable spreadsheet-based Report Designer.

Results
No. Peak Name Area
counts*min

Tic TIC TIC TIC_F01 TIC_F02 TIC_FO03 TIC_F04 TIC_FO05 TIC_F06 TIC_FO7 TIC_F08 TIC_F09 TIC_F10 TIC_F11
1 PCB#18 165532.06 83971.06 53723.76 n.a. na. na. na. na. n.a. n.a. n.a. na.
14 PCB#28 79797.65 104873.21 68275.51 n.a. na. na. na. na. na. n.a. n.a. na.
15 PCB#33 77186.91 107441.73 66747.11 n.a. na. na. na. na. na. na. na. na.
27 PCB#52 22333.79 na. na. 28060.5320123.99 n.a. .a. na. na. na. na. na.
46 PCB#95 15384.05 na. na. na. na. 16229.4018804.83 n.a. na. na. na. na.
70 PCB#70 1180559 n.a. na. 23790.64 639.98 na. na. na. na. na. na. na.
131 PCB#156 6964.78 na. na na. na. 17091.0219454.74 14612.81 7891.28 na. na. na.
217 |PCB#126 12138.98 na. na na. na. 12304.0014606.28 n.a. na. na. na. na.
244 |PCB#153 267.00 na. n.a na. na. na. na. 24712.58 6895.64 na. n.a. 1.32
304 |PCB#188 3888.39 na. n.a na. na. na. na. na. n.a. na. 5757.50 2258.66
313 |PCB#170 3220.40 n.a. n.a n.a. n.a. n.a. n.a. n.a. n.a. n.a. 477149  2534.16

By extending Chromeleon CDS beyond chromatography into

The integration table can be set up to
show results for all channels collected
during an injection. Or set up to display
the channel with the highest response for
each component in the injection.

Built in report templates are also available
with automatic print and export options
following analysis.

MS-based reporting objects and consolidated report
tables catering for multiple traces and large data sets
allow users to quickly and easily evaluate, filter, and
report MS data. Flexible reporting options enable
customized reports and calculations to be created
within Chromeleon CDS, eliminating the need to
transfer data to an external spreadsheet and, thus,
eliminating the risk of human error.

No. Peak Name Area Area Channel
counts*min counts*min
TIC TIC TIC Highest Response | Highest Response
1 PCB#18 65532.06 83971.06 TIC_FO1
14 PCB#28 79797.65 104873.21 TIC_FO1
15 PCB#33 77186.91 107441.73 TIC_FO1
27 PCB#52 22333.79 28060.53 TIC_F03
46 PCB#95 15384.05 18804.83 TIC_F06
70 PCB#70 11805.59 23790.64 TIC_F03
131 PCB#156 6964.78 19454.74 TIC_F06
217 |PCB#126 12138.98 14606.28 TIC_F06
244  |PCB#153 267.00 24712.58 TIC_F07
304 |PCB#188 3888.39 5757.50 TIC_F10
313 |PCB#170 3220.40 4771.49 TIC_F10

MS, it is now possible to streamline chromatography and MS
quantitation workflows within a single software package and

use your MS like any other routine detector.

Find out more at thermofisher.com/chromeleon
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