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MassHunter Qualitative Navigator

Topics
« Navigator and Workflows
* Navigator View
— Adaptive User interface
» Methods
— Definition
— Unified Method Concepts
« Working with Chromatograms
— Anchoring
— Integration peak List
» Working with Spectra
— MS Display Options
— Background Subtraction
« Annotations of Chromatograms and Spectra

— Library Searching and Annotations
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MassHunter Qualitative Analysis Software B.08.00 SP1
Navigator and Workflows

Navigator

User centric

Interactive Browsing
— Walk the Chromatogram
— Spectrum Preview

Spectrum 1D
— Library/Database Search
— Molecular Formula Generator

No concept of compounds
No Feature Finding — ‘Find by...

What does the chromatography look
like? System Suitability

What is the mass spectrum for each
peak?

Can the spectrum be identified by
searching a library?

)
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Workflows

Compound centric
Automated Routine Workflows
Sample Purity
Compound Discovery
Compound Identification
Feature Finding — ‘Find by...’
No Spectrum Preview
No ‘User Spectra’

All spectra are compound based.

What compounds can be found and
identified?
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MassHunter Qualitative Analysis Software B.08.00 SP1

Navigator and Workflows
Navigator

ﬁ Agilent MassHunter Qualitative Analysis Mavig
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File opens in Workflows.

The same chromatogram(s) extracted.

Spectra not extracted.

Method is NOT passed to other context.
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Workflows
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File opens in Navigator.

The sample chromatogram(s) are extracted.

No compound results.

Method is NOT passed to other context.




MassHunter Qual - Configurable Software

« One program for many instruments and types of data.
« Single Quad (LC & GC) Scan, SIM data
* Triple Quad (LC & GC) Scan, SIM, MRM (MS/MS)data
 TOF (LC) High resolution, scan
* Q-TOF (LC & GC) High resolution MS/MS data

« Qualitative Analysis B.08.00 features the Adaptive User Interface —
based on the type of data file opened, MassHunter will attempt to
configure the interface with the appropriate options.

* The interface can still be manually configured if necessary.

« Even when properly configured some features and parameters for
MS/MS and accurate mass are still visible, ignore and avoid them.
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User Interface Configuration

Separation types Unit Mass (SQ, T%) o
Cenfiguration | Teols Help (CheCk GC or LC) Accurate Mass (T F’ QT F)

Window Layouts 3 /

v  Show Advanced Settings

User Interface Cghfiguration =

User Interface Configuration...
Mark all of tjfe following that apply to the data you wish to analyze. Your choicef control the tools

Ch romatogram Displa}r Dptin:rn S that are engbled as well as the initial values for some parameters in the defaulf method.
MS -arl'lj MS':"-MS SFI-EEtFE DIE-FI-|E}’ 'Dpt“:"rl S Separation types Mass accuracy
Plot Line Definitions... GC [] Other (for example, CE) Unit mass (Q, QQQ)
Table Text Settings. LC Mone (for example, infusion) [] Accurate mass (TOF, Q-TOF)
MEE.S-EQE Box Dptin:rns.... lonization type MS levels
s megiate HEpDr‘t Files El or other “hard™ ionization technigue MS (any)

Cl, APCI, ESI, MALDI or other "soft”

ionization technigue []MSMS (QQQ. Q-TOF)

Man-M5 detectors
CJuv
Check Show Advanced Settings from the mps
Configuration menu to access the User
Interface Configuration Cancel
/

MS Levels: MS or MS/MS
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Navigator View

Chromatogram Results

[ Agilent MassHunter Qualitative Analysis Navigator B.08.00 - Default.m - X
File Launch Edit View Identify Spectra Chromatograms Method Actions Configuration Tools Help
Bﬁ"ﬂﬁ & - (V] [Z][¥] 9 - & - o2 d
A Data Navigator /\, Chromatogram Results (zoomed) X
Sort by Data File F RN Y WY XA OO0 2 v oA NS %% %G A B Minues 3
= ¢l CAL_L0SD
| ¥ Chromatograms %102 |+ TIC Scan CAL_L02.D .
[P\, = TIC Sean o 16.028 I
- [y Spectra ! :
« [l + Sean (rt: 3.784-3880 min) Sub 039 .
it = Scan (rt:4215-4308 miny Sub 16664 s
[l = Scan (rt: 4460-4.542 min) Sub 081 v 18,
v 18.953
[ylbly + Scan (rt: 4706-4.842 min) Sub 07 1592 18, 47 e, 19.640
[luly + Scan (rt: 5.202-5306 min) Sub 15727 18151 20338
- [l llil + Scan (rt: 5383-5475 min) Sub 06 12387 1788 E i 20153
« Ll + Sean (rt: 6058-6.152 min) Sub N
054 17,657 i
[vLlut = Scan (rt: 6.157-6250 min) Sub 12397 HIK
vl = Scan (rt: 6.692-6.807 min) Sub o 12298 HIN
Ll + Scan [rt: 6845-6.927 min) Sub M
[l + Sean (rt: 7.138-7.221 min) Sub 03] 12184 12929 il
- il + Sean (rt: 76257701 min) sub 13562 16879 1
[t = Sean (t: 7.772-7.854 min) Sub 024 12102 181 14
[wlLlu = Scan (rt: 7.925-8002 min) Sub i 1 20523
Ll + Scan [rt: 8023-8.100 min) Sub I 2001 A
Ll + Scan [rt: 8405-8487 min) Sub o .
- bl + Sean (t: 8618-8689 min) Sub 122 124 126 128 13 132134 136 138 14 142 144 146 148 15 152 154 156 158 16 162 164 166 168 17 17.2 174 17.6 178 18 182 164 186 188 19 192 194 196 198 20 202 204 206 208 21 21.2 214
- im + 5can (rt: 8858-8935 min) Sub vl Counts (%) vs. Acguisition Time (min)
[Z Method Editor: Extract (MS) lL MS Spectrum Results X
oG RE 9™ @ EdectPeakSpectum - 2o QW ¥ &M DC MR %% E k=S
Chromatograms A | Manual Braction A Peak Spectum Extraction (MS) | Peak Fiters %105 [+ Scan (rt 18.445-18.511 min, 13 scans) CAL_LOB.D Subiract "
 spectra Spectra to include 575
O Atapex of peak 55 z
[Extract (MS) A 525 =
@ Average scans > % of pesk height 5
Deconvolute: Resolved Isotope
Peak spectrum background 475
Extraction Data Format 45
us | Average of spectra ot peak start and end v A 425
dentify Spectra 4
Time range: 0.000 175
Reports 35
325
General 3
Method Automation A 2272 2
225 T
2
175
15
125
1 =
= o
075 [N = =
- - =
05 = = 2 o = ]
DA . R
0 | . Z Ml Al Al L]
35 4D 45 50 55 € 70 75 80 95 100 105 110 115 120 125 130 135 14D 145 150 155 1

Counts vs_Mas:

Method Editor
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to-Char

165 170 175 180 185 130 195 200 205 210 215 220 235 230 235 240 245 260 255 260 265 270
rge (mz)

Spectrum Results
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Data Navigator

The Data Navigator pane shows i Data Navigator i i Data Navigator x
the data files which are loaded into g"f‘g;ﬂ; - b S e -
Qualitative Navigator. = ¢l Chromatograms - CALL08D
- |E|J""u"'- + TIC Scan - SAMPLEDT.D
= |w| Spectra F - SAMPLED2.D
|£| 1l i+ Scan (rt: 3.795-3.880 min) Sub | - SAMPLED3.D
[ 1lul + Scan (rt: 4.581-4.738 min) Sub - SAMPLECA.D

The user can selectively display the
chromatograms or spectra
associated with a data file by
selecting/deselecting a checkbox.

EJJJ_M + Scan [rt: 8400-8520 min) Sub [ P SAMPLEDS.D
----IEJJJ.hl + Scan [t 8.5995-9.071 min) Sub
[y Il = Scan rt: 9562-9.633 min) Sub
....E_hlm_ + Scan [ri: 10.588-10.664 min) Sub
|E|JJJ.[|1 + Scan [ri: 13.131-13.213 min) Sub
- Wl + Sean (rt: 15.330-15406 min) Sub [l M, = TIC Scan - SAMPLEQ3.D

|E|JJJ.[|1 + Scan [ 17.278-17.354 min) Sub |E|JI"'-,,-.. + TIC 5can - SANMPLECL.D

..... |E|JJJ.hl + Scan (rt: 19.466-19.531 min) Sub @fm + TIC Scan - SAMPLEDS.D

----- [] Background Spectra =} ] Spectra

[ o] SAMPLEOZD - [ 1l = Scan (rt: 3.784-3.980 min) Sub - CAL_LOS.D
|_:_| ] Chromatograms |E|JJJ.[|1 + Scan [t 3.795-3.580 min) Sub - SAMPLEQ3.D

[ [w] Chromatograms

- [l My, = TIC Scan - CAL_LOE.D
@;"‘m + TIC Scan - SAMPLEOT.D
|E|J'n"f'- + TIC Scan - SAMPLED2.D

m

In the top drop-down, the user can

Choose tO SOI’t by Data. Flle OI' Type o vl 1+ TIC Scan [ Ll + Scam (rt 3.795-3.980 min) Sub - SAMPLEO2.D
' [=]- ] Spectra [ Ll = Sean (rt: 3.795-3.875 min) Sub - SAMPLEQ4.D
*EHJJ.hl + Scan [t 3.795-3.980 min) Sub |E|JJJ.[|1 + Scan [t 3.795-3.975 min) Sub - SAMPLEQS.D
>|§|J]J_h1 + Scan (i 4.548-4.870 min) Sub [ 1l = Scan (rt: 3.795-3.980 min) Sub - SAMPLED1.D
,E”Jj_hl + Scan (rt: 5.137-5.241 min) Sub [ hlu + Scan (b 4.215-4.308 min) Sub - CAL_LOA.D
|§|J,J_[,1 + Scan [ 6.905-7.030 min) Sub |§|J,J_[,1 + Scan [ 4460-4.542 min) Sub - CAL LOED
E“d_hl + Scan (ri: 9.000-9.071 min) Sub - [ 1l = Scan (rt: 4.548-4.870 min) Sub - SAMPLEQ2.D
>|E_|]J_hl + Scan (ri: 9.562-9.633 min) Sub El = bl + Scan [t 45754777 min) Sub - SAMPLED3.D E|
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Expose or Hide Windows as Needed

From the Menu...

dentify Spectra Chromatograms

Data Mavigator

Methed Editor... File Launch Edit View Identify Spectra Chromatograms Method Actions Configuration Tools Help
Chromatogram Results =g = | EE <h' “) - @@Bﬁ@' JANNIINE 2 &ﬁﬂ@_ﬂé& B
M5 Spectrum Results

Difference Results

Integration Peak List

MS Spectrum Peak List 1

M5 Spectrum Peak List 2

M5 Actuals

Spectrum ldentification Results

...or from the Toolbar

Structure Viewer

DEEoEEPF FEREE

Sample Infermaticn
Status Bar

v | Linked MNavigaticn

MassHunter Webinar Series




Docking & Undocking Windows

ﬁ Agilent MassHunter Qualitative Analysis Mavigator B.08.00 - Default.m — O >
File Launch Edit View Identify Spectra Chromatograms Method Actions Configuration Teols Help

EEEHdE3 H-MVEIF 9-0-@RE AdM Iy Lk EBHES &

74 Data Navigator x f\ Chromatogram Results x
Satby DataFie oreramy e mlME] - WD ARSE %% SE A S Ve -3
=} ] CAL_LOBD

E1- g Chromatograms x106 [+ TIC Scan CAL_LOB.D

Afn = TICSean ! !

[7] Spectra 57
... [] Background Spectra

3

2.51

ll
0- |1if Spectrum Preview X
- (— % 5 2 % % % % D 5=
[P - = Q Sy A 3 > B O

1:|||r|ﬂod ditor: Integrate (MS) x  jlI Ms Spectrum Results ;

-]
-
L.

a2 B Ey 9™ - (¥ Integrate Chromatogram - 2 e 1t AR #E
=/ Chromatograms |ﬂ Integrator | Suitabilty Peak Fiters Results
tegrator selection [
Integrate (MS)
Agile 2
Integrate (GC)
Smaooth L
Exclude Mass(zs)

Calculate Signal-ta-N... /

Additional Chromato... A

Adjust Delay Time

Extraction Data Format

[+ Spectra

Identify Spectra A |E| < >
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Restore Default Layout

Configuratien |Tools Help

Window Layouts 3 Lock Layout
v Show Advanced Seftings k | Restore Default Layout |
User Interface Configuration... Load Layout..
Save Layout...

Chromatoegram Display Cpticns...
MS and MS/MS Spectra Display Options...

Plot Line Definitions...
Table Text Settings...
Message Box Cptions..
Intermediate Report Files...

« Complicated windows layouts can be restored to default layout.
» Preferred layouts can be saved and loaded.

« Layouts can be locked.
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Restore Qual Setting

I 4 = | Agilent MassHunter Workstation — O X
Home Share View 0
s 2016 .
' P {_] o Cut x B Mew item = M open - EHselectan
. . = -] Copy path ¥ £ Easy access ~ Edit Select none
Acrobat Reader DC Or Pin to Quick Copy Paste Move Copy Delete Rename MNew U Properties i .
access [#] Paste shortcut to to - folder - ) History DD Invert selection
l Agilent Clipboard COrganize Mew Open Select
« v » ThisPC » Desktop > Agilent MassHunter Workstation » v 0 Search Agilent MassHunter W... 0@
. Agilent MassHunter Qualitative ~ " -~ " )
& OneDrive Mame Date modified Type Size
MR Qualitative Navigator B.08.00 _ PCDL B.02.00 Tools File folder
T w [ This PC S . -
- T L Tools for Qualitative Analysis B.08.00 l File folder
.:H Qualitative Workflows B.08.00 ~ I Desktop 22 Malecular § ure Cerrelator Shortcut 2 KB
» Agilent MassHunter Workstation T ager B.08.00 Shortcut 7 KB
. Tools for Qualitative Analysis B.0... Qualitative Analysis B.07.00 Tools itative Mavigator B.02.00 243 PM Shortcut 2KB
web inar lib 01.m Qualitative Workflows B.08.00 343 PM Shortcut 2KB
l Agilent MassHunter Quantitati... ~ = Documents
[ I P
l Agilent MassHunter Report Bu... bitems =

l Agilent Technologies Mame

(& .dlcon Changer
_ﬁ Isotope Distribution Calcula
Restore Qual Settings

« Located in the Tools for Qualitative Analysis B.08.00 folder.
» Accessed from Start Menu or the Agilent MassHunter Workstation

desktop folder.
» This can be a useful tool to restore the Qualitative Analysis settings if a

configuration problem is suspected.
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Open Data Files

E Agilent MassHunter Qualitative Analysis Mavigator B.08.00 - Default.m — O *
File |Launch Edit ‘iew |dentify Spectra Chromatograms Method Actions Configuration Tools Help
2 Open Data File.. Ctrl+0 G- @ BE A Ak BES B
E Refresh Data File l - e -
S coeonre ] e | e -8
Clase Al Loakn: || VOA =
= Prin l uantResults
= ' (@ |[dawazo | B
“ Recent ltems CAL_LD3D I SAMPLEO2D
CAL_LO4.D SAN .
oo [BEe | ——— Select multiple files at once for
Documents CAL_LO7.D . .
R batch analysis, then click Open.
3 CAL_L09.D
L__ CAL_L10.D
e | {120 H
CC_L07.D0
x QC_L0&.D — o
A e > If Load result data is checked, the
[ Method Editor: Integrate (M5) @ Fie name:  |'CAL_LDB.D" "SAMPLED1.D' "SAMPLED2.D" "SAMPLEO3D" "SAM teen | | qualitative data m anipu| ations previous|y
a2 BB 9™ - O Integrate Chromatogram ~ - Files of type: | Data Files (*.d) =] 1
= Chromatograms B Integrator  Suitability Peak Fiters Results Dot Saved WIII be Ioaded.
Integrate [Ms] TRIRITEE R Options ||
Integrate (MS/MS) b D Load worklist method Sample Information i
tegrate 00 Load el rehod Sape Name New in B.08.00 SP1 - If Run method
ntegrate L o
—— (@ Ui curentmetod workflow is checked, automated
Sample Position : - -
resrete 404 e e . processing is performed.
Smaath el
Exclude Mass[es) r-9 T D Fiun methed workiow Hﬂ’ New Feature
Calculate Signakt... ||
Additional Chrom... & . . .
swoemme | < If NEIther Load result data or Run method workflow is checked, then a TIC is

automatically extracted from the data files.

: Agilent
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Qualitative Analysis Methods
Open Method

- Open Method
pen Method x
ok [ B 10 E - Load the method relevant to the data set.
[Defackm * Method contains recommended/default
P | efauit-GCMS m parameters.
Riecent ltems | Defautt-GCMS-5G.m _ o
{gjﬂ“ﬁﬂsm * Method Editor values can be modified.
E |GCaTOF_Pesteide_Exampie.m « Saves time developing specific values.
Documents ]SlgnaITuanse&edmut.m . .
» Good starting point.
Desktop
™ e Tip: Load the applicable method.
Thiz PC
File name: || v|| Open |
D o et s (o 9 » Default-GCMS-SQ.M - GCMS and GC QQQ
etk « Default-GCMS.M =>GC QTOF

* Default-LCMS.M - LCMS

MassHunter Webinar Series °::' Agilent



Refresh Data File

File > Refresh Data File

Feature is useful when it is desired to view

& OpenDataFile..  Ctrl+0 data as the data file is being acquired.
|82 Refresh Data File |
i Save Results Ctri+S Wl Initially use Open Data File as normal to view
B Close Dats Eile \ data file being acquired.
i Then use Refresh Data File to update the
= Print ‘ view and add the most recently acquired data.
Exit

— - - Refresh Data File is only active if the file is
being acquired.

Similar application use for the GC/MSD
ChemStation, where it is called SnapShot.
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Qualitative Analysis Methods

H Agilent MassHunter Qualitative Analysis Navigator B.08.00 - Default.m

File Launch Edit View Identify Spectra Chromatograms Method |Actions Cenfiguration Tools Help

BEHES M-VIEE 9-o- fLE Open. Cirl=Shift=0 =
. Sa Ctrl+Shift+5
%A Data Navigat Fg Save rl+Shift+ |
Save As...
Sort by Data File P 2 - iE Ih & Minut -
= Run Method Workflow { &4 9 C ol A2 B % B S inutes 3
v CAL_LOBD
- [y] Chromatograms Run Method Automation (Workflow + Reports)
[vl = TIC Scan Print Qualitative Method Report...
- L) Specta Print LC/MS Acquisition Method Report.
[ eackground Spectra rin cquisition eport...
[E] Mmethoo Editor.. |
254 E Open Method x
2]
. Lookin: [] B080D R eI =0
c lDefault.m
1 j | Defaut-GCMS m
054 8 ‘_.-' | Defaul-GCMS-5Qm
s | Defaul-LCMS m
0 - = - | Defautt-Lipidomics m - -
3 4 5 |GCATOF_Pesticide_Example.m 21 2 B » B x A B
) .
Documents lS\gnaIToNolseCheckom m
[Zf Method Editor: Integrate (MS) % jll MS Spectrum Results
=2 BBy 9™ - (B Integrate Chromatogram ~ P ) # ¢ @
= Chromatograms ;‘ Integrator  Suttabiity Peak Fiters Resutts Desktop
“tegrator selection ~
Integrate (MS)
Agile 2
Integrate (GC) m
This PC
Smooth
Exclude Mass(es) 3 File name: || - Wz
Calculate Signal...
Netwark Files of type: | Method Files (*m) ~ Cancel
Additional Chro... A
Hel,
Adjust Delay Time a
ExtractionData...
Spectra
v
Identify Sp... A E| < >

Qualitative Analysis Methods are stored in a .M folder.

Many application & instrument specific methods, generally use the method

specific to the dataset..

Default.M is read-only, after editing “Save As” to a customized method.
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What is a Method? Unified Method Concept

H Agilent MassHunter Qualitative Analysis Navigator B.08.00 - Default.m — a x
File Launch Edit View Identify Spectra Chromatograms Method |Actions Cenfiguration Tools Help
BEHES M-VIEE 9-o- fLE Open. Cirl=Shift=0 =
%A Data Navigat Fg Save Ctrl+Shift+5 | o
Save As..,
Sort by Data File P 2 - iE Ih & Minut -
= Run Method Workflow { &4 9 C ol A2 B % B S inutes 3
vl CAL_LOBD
- [y] Chromatograms Run Method Automation (Workflow + Reports)
1
[vl = TIC Scan Print Qualitative Method Report...
[ Specira Print LC/MS Acquisition Method Report
[ Background Spectra rin cquisiticn eport...
[E] Mmethoo Editor.. |
254 E Open Method x
2]
. Lookin: [] B080D R eI =0
c lDefault.m
1 j | Defaut-GCMS m
054 8 ‘_.-' | Defaul-GCMS-5Qm
s | Defaul-LCMS m
0 - = - | Defautt-Lipidomics m = - = - = - = - =
LR k |GCQTOF_Pesticide_Example.m 21 2 B A B E® 7 BB
J "
Documents lS\gnaIToNolseCheckom m
[Zf Method Editor: Integrate (MS) % jll MS Spectrum Results X
=2 BBy 9™ - (B Integrate Chromatogram ~ P ) # ¢ @
= Chromatograms ;‘ Integrator  Suttabiity Peak Fiters Resutts Desktop
stegrator selection ~
Integrate (MS)
Agile 2
Integrate (GC} (|
This PC
Smaoaoth
Exclude Mass(es) File name: || - Wz
Calculate Signal...
Netwark Files of type: | Method Files (*m) ~ Cancel
Additional Chro... A
Hel
Adjust Delay Time B
ExtractionData..
Spectra
v
Identify Sp... A E| < >

Qualitative Analysis Navigator and Workflows Methods are stored in a .M folder.
Quantitative Analysis Methods are stored in a .M folder.
Quantitative Analysis Reporting Methods are stored in a .M folder.

Unified method can now be automated to run from the sequence/worklist.
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Method Editor

Adaptive User Interface- simplifies Method Editor

E

=l Chromatograms =l Chromatograms |:| = Chromatograms
Integrate [M5) Integrate [M5] Integrate [M5/R5)
Integrate [M5/M5] Integrate [5C) Smoaoth
Integrate [U'W] Smoath Exclude Mass(es)
Integrate [GC] Exclude Mass(es) Calculate Signal-to-Maise
Integrate [AD0C] Calculate Sighal-to-Maise Additional Chromatograms
Smooth Additional Chromatograms Adjust Delay Time
Exclude Massies) Adjust Delay Time Extraction Data Format
Calculate Signal-to-Moise Extraction Data Format =l Spectra
Additional Chromatograms = Spectra Extract (M5/MS)
Adjust Delay Time E Esctract (5) Deconvolute: Resolved [sotope
Extraction Data Format Deconwaolute: Resolved lsotope 1 Extraction Data Farmat
= Spectra Extraction Data Format =/ Reports
Exfract [M5] = identify Spectra Analysis Report
Extract [M5/h35) |d e rtificatio n ok ow Common Reporting Options
Btract (L) Libirary Search Settings = Export
Deconvolute: Resolved ls0tape EaaEE BeriEs

MGF Qptions
EETEAIEm L (Aarm: Combine ldentification Results

= General
= Wdentify Spectra 2 Reports

File Qpen Actions
Identification \Workfiow Analysis Report

i n =) Method Automation
Database Search Settings Common Reporting Options
Libirary Search Settings 9 P el
General

Additional Chramatograms

Generate Formulas
File Open Actions
Combine |dentification Results FEREGE
=l Method Automation Export

=l Reports |:| |T|

No Data File Loaded GCMS Data Loaded LC QQQ MRM Data Loaded

MassHunter Webinar Series -4 2 Agilent




Method Editor

View > Method Editor The “Run” icon executes the function associated
Expand nodes on the left side and select a with the selected part of the method.

section to edit.
Tabs within a section further organize T—— .
method parameters. BB HE 90 [® ntegotechomatogam - |

[E Method Editor: Integrate (MS) - =/ Chromatograms Integrator ~ Suitabilty Peak Fiters Results

&ERE 9-C- @ Integrate Chromatogram = Integrate (MS) |me?510r533dl0ﬂ

= Chromatograms Integrator Sutabilty Peak Fiers  Resuits I Integrate (5C) Agile 2 v
Ilntegrate (M5} Integrator selection Smooth

Integrate (GC) | Agie 2 v

Smooth

Excluce Masses In some cases the “Run” icon can have

Calculate Signal-to-Maise

e different actions, a drop down list will them
e display them for selection.

Extraction Data Format

Spectra
Identify Spectra -y

[Z Method Editor: Integrate (MS) -
Reports

= FE 9-® -|® Integrate Chromatogram |-

General

=l Chromatograms ntegrate Chromatogram
Method Automation A Integrate and Extract Peak Spectra

Integrate (MS)

~
Integrate (GC)
Smaooth

Exclude Massies)

Calculate Signal-to-MNoise
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Relationship Between Action and Method Editor

EEHE3I &
4 Data Navigator

Sort by Data File
[=}- ] CAL_LOB.D

[] Background Spectra

[Z’ Method Editor: Integrate (MS)
AEEE 9-0-
(= Chromatograms

Integrate (MS)

Integrate (GC)

Smooth

Exclude Mass{es)

m Agilent MassHunter Qualitative Analysis Navigator B.08.00 - Default.m

File Lsunch Edit View Identify Spectra Chromatograms |Method Actions Configuration Tools Help

Extract Peak Spectrum
Extract Chromatograms...
Extract Additiocnal Chromatograms

f' I Main Menu Igmm..s

Use Highlighted Chromatograms [
Integrate Chromategram
Integrate and Extract Peak Spectra
Smooth Chromatogram
Subtract Any Chromatogram
Calculate Signal-to-Noise
% SetAnchor
Clear Anchor

R Clear Results

I Run Button

(¥ Integrate Chromatogram =

Vet QR ¥ S o2 v A KS %% %% B A S Mines -3
x108 [+ TIC Scan CAL_L08.D
375 !
35
325
34
2754 Extract MS Spectrum . .
25 Extract MS Spectrum to Background R I g h t CI I C k
225
Extract Peak Spectrum
24
1754 Extract Chromatograms... M en u
1.5 Extract Additional Chromatograms
1.254 Use Highlighted Chromatograms
14
0754 Integrate Chremategram
0.5 Integrate and Extract Peak Spectra
0254 Smeooth Chromatogram
hE

® |l MS Spectrum Results

ot Q¥ G

-

Integrate Chromatogram

Integrate and Extract Peak Spectra

Calculate Signal-to-Moise

Adjust Delay Time

Extraction Data Format

Spectra

Identify Spectra A
Reports

General

Additional Chromatograms r-S

m

B <

s

Ve @ X Xpe

W

Subtract Any Chromatogram
Calculate Signal-to-Noise

Adjust Peak Threshold

Set Anchor

Clear Anchor

Assign Ranges to

Clear Results

Delete

Delete Peak

Unzoom

Assign Random Colors

Choose Defined Coler

Copy to Clipboard Ctrl+C
Paste Cerl+V
Print...

Export...

7 1 1B H A 2
iition Time (min)

=

Set parameters for action in Method Editor. Then, perform action.

Note : The action will be performed on ALL selected (highlighted) items!

MassHunter Webinar Series
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Change and Error Icons A

When you make a change to the
current method the change is
marked. In addition, all other

[Z' Method Editor: Additional Chromatograms »

i = 5 @ ) - - @ Extract Additiocnal Chromatograms -

e E Deedcrnacgns | functions that are affected by this
+BPC (all) Scan (Integrate) (C .

Integrate (MS) - change will be marked. Save the

Integrate (GC) Change method to remove the icon.

Smooth

Delete

-
Exclude Mass(es)
Calculate Signal-to-MNoise Chromatogram definition !
Tye: BB v |A Integrate when

m

Additional Chromatograms A extracted . .

Adjust Delay Time © 1S Chromatogran D\ Advanced | Excluded Masses An invalid value_ has been_

Extraction Data Format ragmentoe [Py oniestion. P entered into a field. The field
. R will re_set to the last valid value it
Identify Spectra A Single m/z expansion for this chromatogram contained.

Reports i Symmetric (m/z) | = 3

General (=] v 0

Additional information is required.
The error must be fixed before the
algorithm will execute.
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Let's take a moment for questions on Configuration and Methods.

Up Next:
Working with Chromatograms
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Working with Chromatograms

e The power of Qualitative analysis is that you can have more than 1
data file open at a time.

e Extract Chromatograms from Data Files.

e Displaying Chromatograms
— Selecting for display
— Zooming
— Scaling
— Overlay / List mode
— Anchoring

Agilent



Chromatograms

E Agilent MassHunter Qualitative Analysis Navigator B.08.00 - Default.m — m} X

File Launch Edit View Identify Spectra Chromatograms Method Actions Configuration Tools Help

BEEHES A-VEIFM 9-0-FEBET ALM ISy HERBELE B

A Data Navigator ® f\ Chromatogram Results x
Sot by D e Vaet QEW Y A - MIANS R % A= M -3
- [y] CAL_LOBD =

=) | Chromatograms x108 |+ TIC Scan CAL_L0Z.D 2 Can D I S p | ay :

LA [F TIC Sean 1 1
D etarouna specs D_MMMWMJM Ll TOF Data
[ [ SAMPLEO1.D

+TIC Scan SAMPLED1.D
=l [l Chromatograms 1 1 QTO F Dat a.

g ;?(%m e x102 +TIC Scan £\AMPLEDZ D = N N '\ A )\ QQQ Dat a
% Croms | | 1 SQ Data

| R SQ Datz
= [y SAMPLED3D 1 1
¥ Chromatograms L ﬂ J\ L A A FI D Data

[[] Background Spectra x108 |+ TIC Scan SAMPLED3.D
v M\ = TIC Sean 0

P[] Spectra

m
&,
=]

@

4 15 18 17 18 18 20 21 22 23 22 25 & I7 B! B
Counts vs. Acguisition Time (min) w

x 1
]
~
o
o
.
-
o]
=
=
G_

|Z] Method Editor: Additional Chromatograms

& = BB 9™ - (P ExtractAdditional Chromatograms = 111 MS Spectrum Results "

=/ Chromatograms E| Defined chromatograms Al 2et QW ¥ &M 3 - I B ED R%%RE =S
Integrate (MS) lraT add
Integrate (GC) = Change
Smooth
Delete
Exclude Mass(es)
Calculate Signal-to-Noise Chromatogram defirition
Additional Chromatograms L Type: BFC > Ln;terga:t:dwmn
Adjust Delay Time M5 Chromatogram  Advanced Excluded Masses
Extraction Data Format MS level: MS ~ Polarity: | Both o
Spectra Scans: All single stage scan types -
Identify Spectra ¥ miz of interest: | Any
Reports miz value(s): |
General | Do cycle sum
T FRIE] S

Data Loaded & Displayed
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Extract Chromatogram

E Agilent MassHunter Qualitative Analysis Navigator B.08.00 - Default.m
File Launch Edit View Identify Spectra Chromatograms Method Actions Configuration Tools Help
BEEHBES H-MVEIM 9-C-ERE ALM ISy LibkhRE &
A Data Navigator x [\ chromatogram Results
Sor by Dt e Y st QEW € GA s - O LAKS %N E S M
= [w| CAL_LOB.D
£l g Chromatograms %108 |+ TIC Scan CAL_LD2.D
i =TI 1
.. [] spectra Assign Random Colors l “
. [] Background ¢ {& Choose Defined Color 3 04 I
5 [l SAMPLEQTD Show v =|  x108 |+ TIC Scan SAMPLEDT.D
[=l- [w] Chromatogrz . 1
A Hide 3 1
o i = TIE A l I ‘.
[ Spctra Expand Rows Lo
-~ [[] Background ¢ Extract Peak Spectrum Btract Chromatograms
[} [?] SAMPLEO2.D Extract Chromatograme. ., é List of opened data files
& E‘ Clg‘r;\‘r:'\\ato-ﬁrcc Extract Additional Chromatograms CAL_LO8.D
+ o SAMPLEOT.D Integrate when
[] Spectra Use Highlighted Chromatograms » SAMPLEC2.D Type. EIC ~ A extracted
SAMPLEQ3.D
[7] Background £ Integrate Chromatogram SAMPLEDZD A MSChromatogram  Advanced  Excluded Masses
5[] SAMPLEC3D Integrate and Extract Peak Spectra SAMPLE0S.D
) [w] Chramatogrz MS level Al - Polarity: | Postive ~ A
BfnETIC Subtract Any Chromatogram F\
[ spectra Smooth Chromatogram e Allscantypes = 17 18 19 A 2
[EF Method Editor: Ad Calculate Signal-te-Moise I Any n Time (min)
Set Anchor
o = F@ g J ‘z rams * miz value(s): ‘731
Clear Anchor a
[= Chromatograms -
& Clear Results [] Merge multiple masses into one chromatogram
Integrate (MS) X Delete b
Integrate (GC) -
oK Cancel
Smooth
Delete
Exclude Mass{es)
Calculate Signal-to-Noise Chromatogram defintion
. Integrate when
Additional Chromatograms 2 Type: |BRC e extracted
Adjust Delay Time M5 Chromatogram  Advanced Excluded Masses
EEEERTEA TR MS level: MS - Polarity: | Both
Spectra Scans All single stage scan types ~
Identify Spectra A miz of interest: | Any
Reports miz value(s): |
General L De cycle sum
R Pl hd

Available Chromatogram types are determined by data in file.

MassHunter Webinar Series
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Selecting Chromatograms for Display

o X
it Data Navigator

Sort by Type

[=}-Open Data Files

- CAL_LOS.D

- SAMPLEDT.D

- SAMPLED2.D

- SAMPLEQ3.D

- SAMPLEQ4.D
SAMPLEQS.D

[=}-[w] Chromatograms

- = TIC Scan -

[yl o, = TIC Scan -

- [yl o, = TIC Scan -
Ll = TIC Sean -

-] Spectra

-] Background Spectra

vl + TIC Scan - SAMPLEO1.D

SAMPLEQ2D
SAMPLEQ3.D
SAMPLEO4.D
SAMPLEQS.D

E Agilent MassHunter Cualitative Analysis Mavigator B.08.00 - Default.m - O X

File Launch Edit View Identify Spectra Chromatograms Method Actions Configuration Tools Help

FEEHE3 -V V- -FBRE ANMM ISy AR ES E

% /\ Chromatogram Resuits *
Y e st Gt Y o3 v o DA R %R B A S Minutes - 3
x108 +TIC Scan CAL_LOB.D A

1 1

x108 +TIC Scan SAMPLEOT.D
1 1

0.5
5 L —
x108 +TIC Scan SAMPLEO2.D E Agilent MassHunter Qualitative Analysis Navigator B.02.00 - Default.m
1_1 File Launch Edit View Identify Spectra Chromatoegrams Method Actions Configuration Tools Help
oel BEEBEI AVEIY 9-0-PRE ALK IS ALBGHES &
o) FA Data Navigator x f\ Chromatogram Results
34 5 & 7k [setbyTe Y eet QEY € EM 3 v W DAKPS %% %K & B M -3
[=}- Open Data Files
- CAL_LOSD x108 +TIC Scan SAMPLEDT.D
- SAMPLEOT.D o
SAMPLEQZD
SAMPLEO3.D 054
SAMPLEQ4.D 0 J e e e Ty
SAMPLEQS.D

x108 +TIC Scan SAMPLED2.D
1

Chromatograms

- IC Scan - [
- [yl + TIC Scan - SAMPLEO2.D 0.5
- gl A\, = TIC Sean - SAMPLED3.D T

- el M\, = TIC Scan - SAMPLED4.D
-l = TIC Sean - SAMPLEDS.D
--[] Spectra

%108 +TIC Scan SAMPLEO3.D
15411

--[] Background Spectra 14
0.54 }l
1]

i1 5 & 7 & § w0 N o 13 © B B 17 1 1 D 2 2
Counts vs. Acguisition Time (min)

Items in the Data Navigator, like Chromatograms, will be displayed if
checked and not displayed if unchecked.

MassHunter Webinar Series
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Specify Number of Chromatograms Displayed

Maximum number of chromatograms to display in window, may be fewer.

E Agilent MassHunter Qualitative Analysis Navigator B.02.00 - Default.m - [m| *

File Launch Edit View Identify Spectra Chromategrams Method Actions Configuration Tools Help

BEEHEI A-MEIM 9-c¢-FRE Al Iy b BES &

74 Data Navigator % /\ Chromatogram Results x
SI;"HOWTY;etE Fil U oresQ ¥iv = &H A A S P % % B B Sy S Minutes /=
= Open Data Files
x108 +TIC Scan SAMPLEO1.D
1 | 1
5 Chromatograms o] A A A ﬁ L
& +TIC Scan SAMPLE2.D
I =10
Selected I 1 e 0y 1
0 0 A f
.. SAMPLEOS.D
o Chromatograms %108 +TIC Scan SAMPLEO3.D
N A NP 1 1 \ 1 !
- TIC Sean - SAMIRLEOTD «108 +TIC Scan SAMPLED4.D
[l * TIC Scan - SAMPLEO2D ) i ;
il + TIC Scan - SAMPLEO3D 0 | fi PN | I | | |
E‘m = TIC Scan - SAMPLEC4.D x102 +TIC Scan SAMPLEDS.D
gl = TIC Scan - SAMPLECS.D | !
-[] Spectra 0 ” " ||I[ h_['[ I . I
[ Background Spectra 3 4 5 6 T+ & 9 1 1 12 13 14 15 1 17 18 19 20 21 22 23 24 25 2B 27 28 2
Counts vs. Acquisition Time (min)
Agilent MassHunter Qualitative Analysis Navigator B.08.00 - Default.m —
g y g o X

File Launch Edit View Identify Spectra Chromatograms Method Actions Configuration Tools Help

BEHOg H-MEIM 9-0-@BRE Al Iy A EHES &

¥4 pata Navigator x /) Chromatogram Results x
Sotty Tpe dres aEY ¢ axals JHIALER%KE 4 v -3

(=l Open Data Files
x108 +TIC Scan SAMPLEO1.D ~

fat
1

1 T I O N

[
. SAMPLEDS.D %108+ TIC Scan SAMPLE02.D

[=} [ Chromatograms 14 1
[/, = TIC Scan - CAL_L08.D !\h
EU'\/\ + TIC Scan - SAMPLEO1.D [i] l l

[, + TIC Scan - SAMPLEO2.D

5 Chromatograms
Selected

| | | | '

Scroll bar appears when there are more selected

x108 +TIC Scan SAMPLED3.D

EU'\;\ + TIC 5can - SAMPLEOS.D 1
Lo + i s atitzoao Nl | chromatograms than can be displayed 1
|E|,l'\/\ + TIC Scan - SAMPLEOS.D
[ Spectra 0 ) * | | I I
..[] Background Spectra i 4 5 6 7 & & 10 11 12 13 14 15 1 17 18 19 20 N P 73 4 T %} / 8 2
Counts vs. Acquisition Time (min) w
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Overlay vs. List Mode Chromatograms

ﬂmmmhguzn Results x

2ot amy C|Hla s |- MIALLS % %R B & = v 2

x102 +TIC Scan SAMPLEOT.D List mode
1411 |
T il I

x102 +TIC Scan SAMPLED2.D

| T e e |

L i St x-mg +TIC Scan SAMPLEQ3.D
(Separated) L O S B B |

x102 +TIC Scan SAMPLED4.D

1 ] |

x102 +TIC Scan SAMPLEDS.D

191 A 1
0 o ha 1 - ﬂ" I{ aln l fa L " I
3 4 5 6 7 & & 1 T 12 13 14 15 16 17 18 19 20 21 22 23 24 25 6 27 28 29
Counts (%) vs. Acguisition Time (min)
/\ Chromatogram Results X
ot QRlE ¥ LA S22 % % % B M = Minutes M=)

%102 +TIC Scan SAMPLEOS.D
114
;

1.054

1 4

0.954

0.9

0.854

. 0.8
Overlaid o7s]
0654

0.6

0.554

0.5

0.454

0.4

0.354

0.34

0.254

0.24

0.15 h >
0.1 J g iy
B.Dg_ IL by m ey ) vy o -

3 4 5 & 7 & § 1M 1 12 13 14 15 16 17 18 19 20 21 22 23 24 25 26 27 23 29
Counts (%) vs. Acquisition Time (min)
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Anchoring L4

E Agilent MassHunter Qualitative Analysis Mavigator B.08.00 - Default.m — O >

File Launch Edit View Identify Spectra Chromatograms Methed Actions Configuration Teols Help

BEEHES H-VIEE 9-60-FBRE AN IS A BRBE B

& Data Navigator x [\ Chromatogram Results x
S orenowa goees aBufe]aar - MILMEBRUH 4 e -
—-Lpen La 1Es e
CAL L08D X108 |+ TIC Scan CAL_L0S.D .
SAM_PLEG‘I D 1 AnChored 1
- SAMPLEO2D WMMMMM
- SAMPLEQ3D o
- SAMPLEQ4.D
_____ SAMPLEOSD x108 -1+TICSc:an SAMPLED.D 1
=[] Chromatograms E i
[ = TIC Sean - CAL L0BD ¥ L | n ﬂ A
@f\,\ + TIC Scan - SAMPLED1.D 0
B/ + TIC Scan - SAMPLEO2D Rl T'C Scm SAMPLED Scroll through other chromatograms
EU'\A + TIC Scan - SAMPLEQ3.D 14[1 n !
@f\f\ + TIC Scan - SAMPLEC4.D i A A
..... |z|f\f\ + TIC Scan - SAMPLEDS.D L4 o4
] Spectra | 3 4 5 6 7 & 5 M 11 12 13 14 15 16 17 18 13 20 N 2 23 24 5 % 27 28 29
.[] Background Spectra |L| Counts vs. Acquisition Time (min) v
= [w| Chromatograms ]
- Wl [ TIC Scan - CALLOED ' Setting an anchor keeps the anchored chromatogram
¢l = TIC Scan - SAMPLEDT.D . .
@Jﬁm + TIC Scan - SAMPLEQ2.D dISplayed at a” tlmeS
- 1+ TIC Scan - SAMPLEO3.D
g1 = TIC Scan - SAMPLEO4.D :
..... 1/, = TIC Scan - SAMPLEOS.D Only one Chromatogram can be anchored at a time.
[] Spectra
----- [] Background Spectra
The anchor can be set and cleared from  © setanchor

the context menu. Clear &nchor
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_ Right-click and drag over the desired area or
Zoomlng right-click in the axis and drag to zoom.

E Agilent MassHunter Qualitative Analysis Mavigator B.08.00 - Default.m — O X

File Launch Edit View Identify Spectra Chromatograms Method Actions Configuration Tools Help

BEHEs G-MEE9-o-PLRE AdM ISy A BYS B

T Data Navigator x fa Results x
Sat by Type 2ot QEW ¢ mA 0 - BIAKS %% % E A S s - 3
[=}-Open Data Files
- CAL_LOBD %106 |+ TIC Scan CAL_L0B.D N
. SAMPLEO1D 1 1
- SAMPLED2D i3
- SAMPLE03D 1]
- SAMPLE04D
----- SAMPLEOS.D 259
[=}- [y] Chromatograms 2]
[yl S\, + TIC Scan - CAL_LOB.D l t
[yl i, = TIC Scan - SAMPLEC1.D 154 [ i |
- [l A\, + TIC Scan - SAMPLEO2.D 1 x108 |+ TIC Scan CAL_LOB.D @
-l A\ + TIC Scan - SAMPLEO3.D 1.84
[v] M = TIC Scan - SAMPLEC4.D in 16
----- [wl f\ + TIC Scan - SAMPLEDS.D o~ 144
— ; T — — T
~[] Spectra 3 4 5 6 7 & 9 10 M 12 13 124

“[] Background Spectra

14
0.8
0.6
0.4
0.2

04

" 42 44 45 48 5 52 54 5E RS B 62 64 66 68 7 72 74 76 78 & 82 g4 g6 88 9
Counts vs. Acquisition Time (min) ]

Autoscale

/1\ \ Normalization Scale to largest in Each

2 e 3 Q3 % % %6&‘/ over Selected Range
/ . Scale to largest in Each

Unzoom _
(multiple levels) Scale to largest in All

Linked Y-axis Scale Off
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Chromatogram Display Options

Cunfiguratfun |TGD|S HE'P Chromatogram Display Options X
Window Layouts . Chromatogram  Common  Color Options
v Show Advanced Settings ‘ Retention time units: (®) Minutes () Seconds (") Scans
User Interface Configuration... | Digits after the decimal: 312 (Retention time values)
I Chromatogram Display Options... I Maximum number of panes: 1
an pectra Lisplay Uptions... )
Plot lines: Color only ~|
Plot Line Definiticns...
. Peak labels: Retention Ti w Signalto-Noi ~
Table Text Settings... | o e | Nf:: =
. Label top plot anly Zero based start index of peak
Message Box Options... Zero based end index of ;eak
. . [1 Allow overlap with other labels Highlight flag
Intermediate Report Files... D -
— : _ L Height
Plot titles: Expanded (with ionization, fragmentor volt] Height Percent
Momalized Height Percent [
M 1 M Integration results: Peak fill |Translucent R | Maximum Abundance
al n e n U Retention Time
. . [] Pezk end markers
Show Advanced Settings is checked s o -
g . o . Area Sum Percent
Pezk highlighting: Arrow Lines Base Peak m/z
Compound Label =
- . : Compound Mumber
Time segment markers: O Nore O Line Signalto-Noise
Width =
SNR results: Show in title Bold noise regi Full width at half maximum in minutes

Within Toolbar

ﬁ; inutes -

OK || Cancel || Default

% % % |

Customize Appearance of Chromatograms
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Extraction Data Format - Profile and Centroid

« Data files may contain Centriod, Profile (Raw) or both data types.

« Settings determine which type is used to create chromatograms / spectra.

« Centroid data is the most commonly used, ~10 times smaller than Profile

« Profile is useful for mass peak area comparisons such as when optimizing
acquisition parameters, i.e. finding the mass defect or center of mass centroid

« How is Profile Data activated?

@ Method Editor: Extraction Data Format x
fat 2 F % ) - - @ T 100
= Chromatograms tl Chromatogram data format 7 Profile MS data
. . . = 2004 1
Integrate (M5} (®) Centroid when available, otherwise Profile E =
() Profile when available, otherwise Centroid <
Integrate (GC) _ =T
() Centroid only =
Smaooth r_ § |—30'\.3
() Profile only Il
E 3
x‘:IUde MESS[ES} T T T T T T T T T T T T T T T T T T T T T T T T T T T 1
L Mazs spectral data format 295 296 297 298 299 300 301 302 303 34 305 306 307
Calculate Signal-to-Maise 1 ) ) ) miz
(®) Centroid when available, otherwise Profile
Additi 1 Chi t . . . 100
Lo Rn R LR () Profile when available, otherwise Centroid g 3004 Centroid MS data
Extraction Data Format ] £ 8l
() Centroid only @ E
Spectra () Profile only E B0
= 40
- - T 013
Identify Spectra A | i r
20
Reports
= 295 295 297 298 299 300 301 302 303 304 305 306 A07
[ [ T | ILI g 2 miz
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Extract Additional Chromatograms

E Agilent MassHunter Qualitative Analysis Mavigator B.08.00 - Default.m — O ot
File Launch Edit View Identify Spectra Chromatograms Method Actions Configuration Tocls Help
FEHEZI &H- M 9-¢-@RE AdM IS5 &b GEe &
% Data Mavigator x /% Chromatogram Results x
Sort by Type Vi we t QB C GA v el DA M E R %R B A Mt M=
[=}-Open Data Files
... CAL_LO8.D x108 |+ TIC Scan CAL_LOB.D ~
- SAMPLEO1.D 254 1 Extract MS Spectrum 1
- SAMPLEOZD Extract MS Spectrum to Background h ’ |I|
. SAMPLED3.D | O, SR W T T LR N MJHJL& M AJIL ) UUM o ) _
CAMPLEDAD 0 Extract Peak Spectrum 95! Extract Defined Chromatograms O X
’ %108 |+ TIC Scan SAMPLEOT.D
. SAMPLEDS.D o Extract Chromatograms... List of opened data files
[} [y] Chromatograms | Extract Additional Chromatograms > CAL LOZD
el = TIC Scan - CAL LOED |'| ’l Use Highlighted Chromatograms 3 SAMPLED1.D
[/, + TIC Scan - SAMPLEOT.D 0 SAMPLEG2.D
iy + TIC Scan - SAMPLEO2.D %106 |+ TIC Scan SAMPLE02.D Integrate Chromatogram xgtgg
- Il 4, = TIC Scan - SAMPLEO3.D 141 Integrate and Extract Peak Spectra SAMPLEOSID
- Iyl M + TIC Scan - SAMPLEO4.D | h Smooth Chromatogram
&/ N 04 III-—J[ Subtract Any Chromatogram
S ;:;c;ium spectra 3 i 5 [3 7 i [) 10 1 12 1 1‘-::0 nts‘ll“ Calculate Signal-to-Maise ) ) 2 75 %
T
Adjust Peak Threshold
Ef Editor: Additional C x |
Qf Set Anchor
2 B ER 9™ - (B ExtractAdditional Chromatograms ~ [y Clear Anchor - R L B % Fe
= Chromatograms I;I Defined chromatograms ) Assign Ranges to 3
Integrate [MS) EIC (78.0 m/z) M5 (Integrate) (Cycle-summed) T A Clear Results
N ¥ Delete
Integrate (GC)
Change ¥ Delete Peak
Smooth
e & Unioonm Coce
Exclude Masses) Assign Random Colors
rmEAgE A {% Choose Defined Color 3
. Integrate when
Additional Chromatograms A Type:  [EIC > extracted 53  Copy to Clipboard Ctrl+C
[ MS Chromatogram ~ Advanced FExcluded Masses Paste Ctrl=V
Extraction Data Format MS level: Ms - Polarity:  Bath - S Print..
’ ’ Export...
Spectra | | Scans: All single stage scan types ~
= W

Software extracts a list of chromatograms which are stored in the
Additional Chromatograms section of the method.

List of Chromatogram types is fixed list of all instrument types.
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Extract Additional Chromatograms

E Agilent MassHunter Qualitative Analysis Mavigator B.02.00 - Default.m

e Select MS Level based on acquisition

File Launch Edit View Identify Spectra Chromatograms Method Actions Configuration Tools Help Scan type.
EEHBE3 &-VEE 9-0-LHBE AWM IS5 &k E
TA Data Navigator x [\ Chromatogram Results
Sort by Type Yl et QRBE E M 3 v e
[=} Open Data Files
- caLueD A0S [+TIC Sean CALLOSD Types of Chromatograms
- SAMPLEO1.D
- SAMPLEOZD 29
- SAMPLED3.D o YV UV W TR |
- saumseo I peaemevsmpnrs TIC — Total lon Chromatogram
[=}- [y Chromatograms 1 !
- @1/ = TIC Scan - CAL_LOB.D /\
@/ = TIC Sean - SAMPLEDTS 0 BPC — Base Peak Chromatogram

- [l + TIC Scan - SAMPLEO2.D

/1 = TIC Scan - SAMPLEG3.D x10% |+ TIC Scan SAMPLEQZ.D

- [/ = TIC Scan - SAMPLEO4.D 1’

a.?;\,wncm.wmm ?AM EIC — Extracted lon Chromatogram
[ Spectra o4
----- [[] Background Spectra 3I -II fl) é ?I 3‘3
[Z Method Editor: Additional Chromatograms x SlM - SeleCted |On MOnItOF

a2 B @ L IR @ Extract Additional Chromategrams ~

= Chromatograms Defed chonatogans _ Other Chromatograms — GC, DAD, ADC

Integrate (MS) C (all) M35 egrate) (Cycle-s = T
Integrate (GC) - Change
Smoath g — Instrument Curve (LC) - %Comp., Temps, etc.
Exclude Mass(es)
Calculate Signal-to-Noise Chromatogram definition | -
Additional Chromatograms Type: |BPC > en;t?'gazzatt:dw " T 1
2 riple Quad systems onl
Adjust Delay Time MS Chromatogram  Advanced Excluded Masses p Q y y
Extraction Data Format MS level: MS - Polarity: | Both - ) ) )
 specia _— Ao o scntpes o MRM — Multiple Reaction Monitor
S deatiy Specta miz ofnterest: Ay PNLC - Precursor Neutral Loss Chromatogram
Reports miz value(s): ‘
e Do cycle sum

Tip: Select Change or Addl.

Method Automation
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Extracting GC, UV and other Non-MS Signals

Before SP1, files with only non-MS signals needed to have the signals extracted manually.

Configuration Tools Help

Agilent MassHunter Workstation Software Cualitative Analysis > Delete All Previous Results

Export All Chromatograms te CSV Files
Export All Integraticn Results to CSV Files

MS data is not present for the file Extract Additional Chromatograms
OvMassHunter\Data'CQuantExamples\GCWEnv_Dual_GC_ECDW423 03.d

Extract All Instrument Curves
I Extract All Non-MS Chromatograms I
Extract Peak Spectra

Ok Generate Analysis Report
Identify Selected Spectra

Integrate and Extract Peak Spectra

Integrate Chrematograms

Search for Spectrum Using NIST MS Program
Search Library for Spectra

New Feature Smooth Chromategrams

With SP1, files with no MS signal automatically extract chromatograms when opened.

x107 |GCT - A:Electron Capture Detector Signal #1 Translated from ChemStation ECD1A.CH Signal File 0423 08.d "

05 1 15 2 25 3 35 4 45 5 &5 & 65 7 75 & &5 9 95 10 105 11 115
Response Units vs. SAcguisition Time (min) (¥
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Integrate Chromatogram

Independent Integrator for each signal.

Integrator  Suitabilty Peak Fiters Fesults

Previous results

Clear previous results

=] Method Editor: Integrate (MS)

G B BE 9-™ - (B /ntegrate Chromatogram ~

New results
(®) Highlight first peak
(") Highlight all peaks

= Chromatograms t| Integrator | Suitabilty Peak Fiters Resutts

ntearate (M) Integrator selection
Integrate (M5/M5)

Integrate {UV) S

Integrate (GC) S
Integrate (ADC) Emj;lal
Smoaoth -

Exclude Mass(es)

Calculate Signal-to-Moise
Additiomal Chromatograms F-3
Adjust Delay Time

Extraction Data Format

A4
LI v

MassHunter Webinar Series

Integrator | Suitabilty | Peak Fiters Fesults
System suitablity calculations
[ ] Enable system suitability calculations
Pharmacoposia: United States Phamacopoeia (USP)

Column void time: 0.0 min
Column length: 0.0 Cim
Results
A
(®) Peak area
10000 counts

5000 % of largest pesk

10000 counts

Integrator ~ Suitability | Peak Fitters
Filter on
(C) Peak height
Absolute heigh -
Relative heig =
Area fitters
[] Absolute area -
Relative area ==

1.000| %% of largest pesk

Maximum number of peaks
[] Limit (by height) to the largest

100



Integrators
Agile2

- 34 generation parameter-less integrator
* Default Integrator
* Better baselines, higher sensitivity to smaller peaks

Agile

- 2"d generation parameter-less integrator

Universal

* 15t generation ChemStation integrator
» Familiar to GC LC ChemStation users

General (RTE)

* Familiar to MSD ChemStation users
* Areas in Universal are 10 time smaller than seen in ChemStation

MS/MS and MS/MS (GC)

« 15t generation parameter-less integrator intended for MS/MS systems, not recommended for SQ. Originally
required 64 data points.

ChemStation

« 2"d generation ChemStation
* Intended for UV

MassHunter Webinar Series



Integration Peak List i

E Agilent MassHunter Qualitative Analysis Mavigater B.08.00 - Default.m — O >
File Launch Edit View |Identify Spectra Chrematograms Method Actiens Cenfiguration Teols Help
25 65 i B &[] Doto Novigator 2E ALM AbhGYe &
A Data Navigator R e l % /A Chromat Results (zoomed) ®  [iPeaks: + TIC Scan - SAMPLEO4.D x
Chromat Result F
Sort by Type romategram Results Y 26t QR € AN O - ol A P W% KB A e " Peak /4 RT & Aea & Height -8 Type - Saturated - Width-= Pt
= Open Data Files MS Spectrum Results EI o [T Tc S SAMPLERSD ’: >| 1 3877 498860548 T741821.51 0.282 | 0.1(
i x10% |+ n !
- SAMPLEOLD i Difference Results . ro0 2 4E24 23042265 4359225 0178 0.1¢
- SAMPLEO2.D 5 . 1 .
SAMPLEDS.D M Integration Peak List 1 13164 15366 3 9033 0699790 36199416 0133 00
sampieosp Al MS Spectrum Peak List | 054 ' 17.316 4 95 02739236 36065554 0119 00
----- SAMPLEOSD I MS Spectrum Peak List 2 08d 3877 Tos26 5 10626 21465073 802990.62 0159 0.0
- l] Chromatogram: £} MS Actuals 3 07 6 11728 756563 1448671 0138 013
-l i, = TIC 5¢ J};ﬁ Spectrum ldentification Results 064 Add/Remove Columns n 7 13164 274426799 93553893 0173 00
iy = TIC 5S¢ i
U/ - TICse &  Structure Viewer 054 8 1402 10200441 315276 0425 00
el = TIC B¢ B: Sample Information 0.4+ Auailable Columns: Show these columns: 9 15366 260504415 05554630 s 0135 0.0
WA =TICSC  Status Bar L4 g-z‘ e e 10 17316 23442583 89056362 0135 00
- el iy, = EIC(78 <7 Area Sum % FWHM :
bel | Linked Navigation i e Ea:e PLén;k Height 11 19493 258916099 103202548 0134 007
- i - EICEE ' Baseli Peak
. | daseline Md_> 1=
bl i = EIC(7B.0) Sean - SAMPLEO3.D 0 Cpd RT
i bl i, = EIC(78.0) Scan - SAMPLEG4.D 1 41 &5 & 7 |End Saturated
: el ! AL EndBLY R SNR 1 il ]
i [\ = EIC(78.0) Scan - SAMPLEOS.D [+ End ¥ <- Remove Type 1
Flags (Tat) Width
Height % ~
. . . Height % (Norm} Rl
Right-click he Peak List head ¢
ight-click on the Peak List header to o S
Add/Rem lum Pitcs
e Ove O u n S . Plates/M
Resolution
Start o
Tip: Tabl b figured
St ¥ ip. iapies can pe conigured.
. . Symmetry
Columns can be moved by clicking

==
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Manual Integration

_&Chmmlngmnkesnﬂs[mnﬂmd} x
2ot QR ¢ GA 1 v oo E|AE S %% BB s S Minutes - 3
x108 |+ TIC Scan CAL_LOED A

2] 13.267

1.8+

154 14.357

144

1.2 13,167

- 12 585 13.344

1 12.754

13.736

0.2+

06 14102

04

0.2+

0- y A

126 127 128 125 13 131 132 134 ! 138 139 14 141 142 143 144 145 146
Counts vE. me (min) ]

iy Peaks: + TIC Scan - CAL_L08.D x
Peak /' # RT + Area £  Height 48 Type 4 Saturated g2 Width = FWHM 8 5 E

30 1229 381498163 1367588.88 0184 0042
31 12754 19606764 85623583 015 0035
32 125889 243254752  972401.73 0115 0039
33 13467 324166501 1116113.09 004 0044 E|
34 13267 531526821 1936549.81 0083 0043 L
35 13344 250644005 93506599 0118 0044

» 36| 13562 236613943 324679.46' MI 0ed ) 004
37 13736 166540733 71042084 0094 0037 -
28 14107 1IAETEANA  AGNGOR A9 n13 AnaT ILI

Use mouse cursor to manually integrate peak.
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Calculate Signal-to-Noise
Specific Noise Regions

I? Method Editor: Calculate Signal-to-MNoise x
a2 EE 9-®™ - (B CalulateSignal-to-Noise =
= Chromatograms tl Signal measurement
Integrate (MS) Signal definition: Height ~
[Dieuabel(CE) Moise measurement
Smooth MNoise definition: Peak-to-Peak X 1
Exclude Mass(es) E (®) Automatic noise region detection
Calculate Signal-to-Moise i - i
Desired length: min _f_\jh Results i <
Additional Chromatograms . .
M|n|mumlength: min 2 e T AR ¥ A De ~ o E A SRR %% % B B Ly S Minutes - 5
Extraction Data Format
(C) Specific noise regions + TIC Scan SAMPLED4.D "
@ svet L4 , 108 Noise(PeakToPeak)=151W.DDDI;SNR(19.493min)=5e.a I
min
o ldentity S 114 12.493
entify Type time ranges separated by commas. For example 1-2, 4-5 13,164 15;355 7
Identification Workflow A " 515 e 17.318
[[] Autematically compute when chromatograms are integrated I 094 =
Library Search Settings F-9 — ’
I_I 0.8
0.7
0.6
*User defined specific noise regions.
0.4
0.3
*May be performed automatically when k
14.020
- - 0.1 17
Chromatogram is integrated. N DO | ,,Wﬂ_,_w_‘w
12 125 13 135 14 145 15 155 16 185 17 175 18 185 13 195 20 205 21
Counts vs. Acquisition Time (min] W
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Let’s take a few moments for questions on Working with
Chromatograms.

Up Next:
Working with Mass Spectra

75 Agilent



Mass Spectral Display Options

M5 and M5/MS Spectra Display Options X
CDT‘IﬁgUFﬂtI—Dﬂ iTDD'S HE'FI Compound Label Configuration  Spectrum Peak Label Options Common  Color Options
Window Lﬂ}"DUtE— » Digits after the decimal: 1 EI (miz values) 1 EI (Mass values)
) Maxi ber of : 3k Results 32| (Previ
v | Show Advanced Settings | SamumnumRertpenes ] (Results) e (Freview
. . Plot lines: v
User Interface Configuration... e =L
Chru:rmatu:rgram DISP'E}’ Dptiu:rns. | Plot titles: Expanded (with ionization, fragmentor voltage and collision energy)
| MS and MS/MS Spectra Display Options... | MS selected ion symbel: Filled Color  [MMRed ~]
Plot Line Definitions... MS/MS precursor ion symbol: Filled Color |-Blue v|
Table Text Settings... Identified structures: Show structures using
Message Box Cptions... O Plot color
i . Black -
Intermediate Report Files... ® Defined color L=
1l MS Spectrum Results ® 2
2ot QRE € 54 O0C 1 -0 oMEL HB% B =13 Cancel || Default
%103 |+ Scan (rt: 18.445-12.511 min, 13 scans) CAL_L08.D N2
6 =
=
R4
a4

il
120.0

65,0
f0
1.0

E50.0
L 115.0

.|I| |||
90 100 190 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270
Counts vs. Mass-to-Charge (miz) W

&390
510

frX
==

MassHunter Webinar Series : - Agilent



Spectra Display — MS Spectrum Results

il

E Agilent MassHunter Qualitative Analysis Mavigator B.08.00 - Default.m / - O *
File Launch Edit View Identify Spectra Chromatograms Method Actions Configuration Tools Help S t R I t S | t d
sEdEd aHEY 9-o-fnE Al 1y ARG Es & PGP IRESLIES SIStz
%A Data Navigator x [} Chromatogram Results .
Sor by Data Fe oot QEYC SADC T v L AKS %% % & S Vs -3
- ] CAL_LOBD 2
[l [y| Chromatograms ¥108 [+TIC Scan SAMPLEDT.D "
S - TICSan 124’ 19493 !
#l- [l Specira 1.1 3,877 13765 15363 17310
[ ] Background Spectra 14 10,621 '
= | SAMPLEOT.D | 0.9
E| || Chromatograms 1 i
- = TIC Sean 0.7
£ Spectra gg:
Ll + Scan (rt 3.795-3.980 min) nal 9.595
el + Scan {rt 45814739 mir) A 03l
Em + Scan (b 8400-8.520 min) 024
[yl * Secan (rt: 8.995-9.071 min) 014 ,,______LEQEE— L M
[l Ll + Scan [t 9.562-9.633 min) 0 it amin - -
Ll = Scan (rt: 10.588-10.664 min) 3 4 5 6 7 8 9 1 11 12 13 14 15 16 17 18 19 20 2 22 23 24 25 26 27 28 29
gLl = Scan {rt: 13.131-13.213 min) Counts vs. Acquisition Time (min) W
-yl Lly = Sean (rt: 15.330-15406 min) I ﬂlusm"‘mml x
gl + Sean {rt 17.278-17.354 min)
Ll = Scan [t 19.466-19.531 mir) 2 et QR ¥ A 2 vl B ELD %% RE A =m S
[ Background Spectra 5 |+ Scan (rt: 15.330-15.406 min, 15 SAMPLED1.D | 8
S SAMPLEOZD x105 |+ Scan (rt: 15. 406 min, 15 scans) .D
E| |w] Chromatograms 2 r—
M - TICSaan =
- [y Spectra 14 1
ol * Scan 37953980 min - F o= Extracted spectra are displayed and sent to
[{=] =
gLl = Scan {rt 4.548-4.870 min) 0 = =l =
[yl il + Scan rt 5.137-5.241 mir) %105 |+ Scan (rt: 17.278-17.354 min, 15 scans) SAMPLEOT.D the Data NaV'Qator SpeCtra can be Saved
/bl + Sean (rt: £905-7.030 mirj = i i
I Ll + Scan {rt: 9.000-2.071 min) 14 G Wlth the da.ta flle
[l + Scan rt: 9.562-9.633 min)
[l Ll + Sean (rt 10588-10.664 min) 054 = = o
gLl + Sean {rk 13.131-13.213 min) oW HI : = =
<yl Llul = Scan (i 13.944-14.042 min) 0 T T T - T T — T — T T r T T T
Ll + Scan (it 15:330-15401 min) i 40 50 110 120 130 140 150 160 170 180 180 200 210 220 230 240 250 260 270
Ll -+ Sean (1 15330-15401 min) E Counts vs. Mass-to-Charge (miz) v
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Extract Single Spectrum

P& Data Navigator x

Sort by Data File -
[=]- [ CAL_LOE.D B
[= [w] Chromatograms

/= TIC Sean

-- [w] Spectra

[7] Background Spectra

[=}- [w] SAMPLEOT.D

=)- [y Chromatograms

o - TIC Sean

= [w] Spectra

[y bl + Sean (rt: 3.795-3.980 min)
[y bl = Scan (rt: 4.581-4.739 min)
Ll + Sean [t 3400-8.520 min)
[y bl + Sean (rt: 8.595-9.071 min)
bl + Sean (rt:9.562-9.633 min)
Wbl + Sean (rt: 10.588-10.664 mir)
[y bl + Sean (rt: 13.131-13.213 min)
bl + Sean (rt:15.330-15406 min)
[l il + Sean (rt: 17.278-17.354 min)
-l Il + Sean (rt: 19.466-19.531 min)
- [] Background Spectra

=1 [v| SAMPLEO2.D

El [w] Chromatograms

e = TIC Scan

L:_l [w] Spectra

[l bl + Sean (rt: 3.795-3.980 min)
[y bl + Scan (rt: 4.548-4.870 min)
[l hly = Sean (rt: 5.137-5.241 min)
Ll + Sean [t 5.905-7.030 min)
[yl bl + Scan (rt: 2.000-9.071 min)
[l bl + Scan (rt: 9.562-9.633 min)
Wbl + Sean (rt: 10.588-10.664 mir)
[ bl = Sean (rt: 13.131-13.213 min)
[l bl = Sean (rt: 13.944-14.042 min)
bl Il + Sean (rt: 15.330-15401 min)

=, -

m

|«

e ACTICA AC AT

Agilent MassHunter Qualitative Analysis Mavigator B.02.00 - Default.m

File Launch Edit View Identify Spectra Chromatograms Method Actions Configuration Tecls Help

BEREHE3 H-VIPIF 9-0- L BE AW ISy HibBEHE &

- O x
/% Chromatogram Results (zoomed) x
2ot QRlY € GO0 0 v W EAMKS K% %B A S Mt -
x10€ |+ TIC Scan CAL_LOBD ~
— I Extract MS Spectrum I
2222: 10 Extract MS Spectrum to Background
24 Extract Peak Spectrum 13.267
1.75 Extract Chromatograms...
1122: 10081 Extract Additional Chromatograms
1 2.008 - Use Highlighted Chromategrams »
075 M 959@}\ Integrate Chromatogram
L1 h\ Aj\ Integrate and Extract Peak Spectra
0.25+ 9.327
o4 Y Smooth Chromatogram
) o5 T Subtract Any Chromatogram 175 T o T o
Calculate Signal-to-Moise E t aCt S eCtra
1l MS Spectrum Results Adjust Peak Threshold Xtr p
2 e 1 Ela IE fiﬁ ?e & A 2 'ie Set Anchor o
Clear Anchor .
x1ﬂ15_+5|::an[n:S.TBd-E.BBDmin.S?scans)CﬁL_ o Fanges ’ e Double-click on Chroma’[ogram
0754 3 A Clear Results 3
054 T XK Delete Or
0.254 g }( Delete Peak . .
ol_S & Unzoom * Right-click on chromatogram
x‘H}S_ + Scan (rt: 4.215-4.308 min, 18 scans) CAL_ Assign Random Colors
v B e e then, Extract Spectrum.
. = 53 Copy to Clipboard Ctrl+C
H 2 o= o . Paste Ctrl+V -
S I8 8 - I 5 |
oL o e : : I[j Print... : : : : : : : : :
40 50 60 70 80 S0 10 Export... 150 200 210 220 230 240 250 260 27D
et s e sy ey v
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Extract Averaged Spectra

ﬁ Agilent MassHunter Qualitative Analysis Navigator B.08.00 - Default.m s
File Launch Edit View Identify Spectra Chromatograms Method Actions Configuration Tools Help
BEHES A-MEPY 9-0-LBE AdM Iy LR ES B
74 Data Navigator ®x [ Chromatogram Results (zoomed) X
Sort by Data File Y 2ot QY € H M D - Sl = Minutes - 3
=) [ CAL_LOBD B .
S il Chromatograms «108 |+ TIC Scan CAL_L0B.D
ol = TIC Scan 2,754
vl Spectra 254 10.343
[ ] Background Spectra 2254 7
- [y SAMPLEO1.D | 24 13.267
- ] Chromatograms 1 1.75
e+ TIC Sean 1.5+ 11.221 12.296

). ] Spectra 1.25 1 10,097

----|2|_|,J_m + Scan {rk: 3.795-3.980 min) 14 %008 14621

bl + Scan (rt: 4.581-4.738 min) i 075 9655

- [lhlu + Scan {rt: 8.400-8.520 min) 0.5

Il bl = Scan (rt: 8.895-8.071 min) 0.254 9327

----|2|_|,J_m + Scan (i 9.562-9.633 min) 0+ 2

- Aluly + Sean irt: 10.588-10.664 min) [ 95 10 105 1 15 12 125 13

bl + Sean frt: 13.131-13.213 min) Counts vs. Acquisition Time (min)

[l + Scan (rt: 15.330-15406 min) pectru

el = Sean irt: 17.275-17.354 min) Al Ms spectrum Resutts Use Select Range tool

----- [l Ll = Sean (rt: 19.466-19.531 min) d et QR Y 4 1 e L %% RBE e S .

[_]__IE""SEMB:LC:S;EM specira 103 | Scan (r: 10.577-10662 min. 22 scans) CAL L08.D | the n d rag aCross I’eg Ion

E| [w| Chromatograms ] = A
o e » T sean e 2 for spectral averaging.
- ] Spectra = . -

il = Scan rt: 3.785-3.880 min) 1.4+ DOUble'C“Ck tO vView aver-

[l = Scan (rt: 4.548-4.570 min) 124

il = Scan it 5.137-5241 min) 1 ag ed Spectru m.

[l + Sean (rt: 6.805-7.030 min) 02

Il bl = Scan (rt: 9.000-5.071 min) 06

----|§|_|1J_m + Scan [rk: 9.562-9.633 min) D.-l— g

----|2|_|,J_m + Scan {rt: 10.588-10.664 min) ’ o % - = T 2

il = Scan [t 13.131-13.213 min) 1 29 =2 |

il St 1082 M) e JEL e

[EA * Scan (1 15350- 12407 i) = Counts vs. Mass-to-Charge (mi2) v
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E Agilent MassHunter Qualitative Analysis Navigator B.08.00 - Default.m
File Launch Edit View lIdentify Spectra [CHiomatogramsl Msthod Actions Configuration Tools Help

BEHEI H-MEE 9-0-@REF AW 1Yy HTEHL B

& Data Navigator
Sort by Data File
[=1- [y] CAL_LDE.D
- [w] Chromatograms

i = TIC Scan

[w| Background Spectra
"y Ll + Sean (rt: 10484-10.555 .. min)

- - [y] Chromatograms
Wi = TIC Scan
- - || Spectra
ol L + Scan (rt: 3.795-3.980 min)
Ll = Scan (rt: 45814738 min)
Ll + Scan (rt: 8400-8.520 min)
[ Ll = Scan (rt: 8995-9.071 min)
Ll = Scan [rt:3562-9.633 m
(1
i
(1
i

Ll = Scan rt: 10.588-10.664 min)
WLl = Scan (rt: 13131413213 m
Ll + Scan (rt: 1533015406 m
[ Ll = Scan [rt: 17.278-17.354 min)
- Ll + Scan (rt: 19.466-19.531 min)
[] Background Spectra

1 [w] SAMPLEOZ.D

E| [w] Chromatograms

. Mfw - TICSan

[=l- ] Spectra

= Method Editor: Extract (MS)

x [ Chromatogram Results (zoomed)
Moot QY ¢ EMA DO

[

Background Subtraction for Manual Spectra

v A S %% RS Sy S Minutes -3

Use the Ctrl Key
to average multiple
range selections then

%108 |+ TIC Scan CAL_LOZD

26

T 244 10342
22
24
12

164

06

0.4

0.2

10621

10324 1036 1038 104 1042 1044 10

B BE 9-®™ - () ExiactPesk Spectrum -

g R
Smaoth

Exclude Mass(es)

Calculate Signal-to-Noise

Additional Chromatograms r-%
Adjust Delay Time

Extraction Data Format

=l Spectra

Extract (MS) A

n

Deconvalute: Resolved Isotope

Extraction Data Format
Identify Spectra
Reports

General

Method Automation r-9 |E

4z 105 1052 10554 1056 1058 106 1062 1064 1086 1068 107 1072 1074 1076 10.78 1
Counts vs. Acquisition Time (min)

_1ll MS Spectrum Results

P QW ¢ AT vl ED %%

A Manual Exraction  Peak Spectrum Extraction (MS) Peak Filters

Manual spectru
MS Current background spectrum

©)

VAI

Change manual spectrum
background to Current
background spectrum.

x102 |+ 10.484-10.555, 10.735-10.937 min, 52 scans) CAL_LOBD
=
o =
1.1 = ~

@

0.9+
0.2+

0.7

MassHunter Webinar Series

Extract Spectrum.

Extract EIC 3
Extract Chromatograms...

Subtract Background Spectrum

Subtract Any Spectrum

Add Any Spectrum

Convert Profile to Centroid

Convert Profile to Centroid and Replace

Find Spectrum Peaks

AL 56 1058 11 11.02 11.04 11.06 Y
Adjust Peak Threshold .
Identify Spectra
Search Library/DB for Spectra

A

Add/Edit Manual Identification...

Clear Spectrum Identification Results

Search Using MIST MS Program...

Send Spectra to PCDL

Deconvolute (Resolved Isotope)

Set Anchor

Clear Anchor

Accign Ranges to 3

Move to Background Spectrum

Delete
Unzoom

Assign Randem Colers

Cheoose Defined Color 3
Copy to Clipboard Carl=C - o =
~ g &
Paste Ctrl+V oo™
Print...
0 230 240 250 260 270
Export..,

- Agilent




Background Subtraction for Manual Spectra

E Agilent MassHunter Qualitative Analysis Mavigator B.02.00 - Default.m — O *

File Launch Edit View Identify Spectra Chromatograms Method Actions Configuration Tools Help

BEEEHES A-VEFE 9-0-FEBRE AW IS Ak E M &

% Data Navigator ®x /\ Chromatogram Results (zoomed) H

e Y oot QAW SN OC T - W IAXKS % %E A S Mne -3
Rl = Sean (t: 19.509-19.575 mir) & R
TglLl + Sean (rt: 19.608-19.673 min) ﬂg: +TIC Scan CAL_LOB.D

[l iy = Scan (rt: 19.973-20.044 min)
[l Ll + Scan (rt: 20.120-20.186 min) L

bl = Scan [t 20.306-20371 min) 229 EXtraCt S peCtI'U m

[l + Sean [t 20.895-20.961 min) 21

[l + Scan (rt: 21.888-22.036 min) L Ui
|l = Scan (rt: 23.258-23.318 min) H 1'?'

[l + Sean (rt:23651-23.716 min) -
Ll + Sean (rt: 23.831-23.896 min) " | 10621
- [l + Scan (rt: 24.038-24.104 min) 1

ol Ll + Sean (rt: 11.079-11.297 min) E‘i'
Ll + Sean {rt: 10577-10,692 min) ﬁ'd'

----- vl 1lu i+ Scan (rt 10.593-10.653 minjfSub |
[=)- [y| Background Spectra

L = Sean (i 10484-10,555 .. min)
=} [w| SAMPLEOTD

- -
[ e S T l_l

0.2

1045 105 1055 106 1065 107 1075 108 1085 108 1095 11 1105
Counts vs. Acgquisition Time (min) W

[Z Method Editor: Extract (MS) ]I MS Spectrum Resuits b

o EFEE 9™ - (B ExtractPesk Spectrum QR & M 1 'MHEEL%%%J&&;
T tl A Manual Exraction  Peak Spectrum Extraction (MS) Peak Filters x1035 |+ Scan (rt: TO? 10,653 min, 12 scans) CAL_LﬂE.DISubtractI "
Smooth
Manual spectrum background 34
Exclude Mass(es) ] 2,75
MS Currert background spectrum v A 254
Calculate Signal-to-Mo... 5 2'5_
Additional Chromatogr... & 2
Adiust Delay Ti E 1.75 ) ) ) )
e e 151 Description indicates
Extraction Data Format 12549
1] .
= Speca A o7 2 subtraction occurred.
5] _ = =
Extract (MS) A 0] & L'|’ o |
Deconvolute: Resolved... 0- ILl. l I."I ! JJ"" 7 ILJ 7 : ; : 7 7 T 7 T
| 40 &0 80 00 120 140 160 180 200 20 240 260
Extraction Data Format ILI Counts vs. Mass-to-Charge (m/'z) ]
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Extract Peak Spectrum

F& Data Navigator

Sort by Data File
[=h [w] CAL_LDED

E| [w| Chromatograms
LM = TIC Sean 1

Extracts an averaged spectrum
from a chromatographic peak
automatically. Must integrate

to define chromatographic peaks.

[Z Method Editor: Integrate (MS) x

e EE 9o 'I@ Integrate Chromatogram vI

= Chromatograms & H

m Agilent MassHunter Cualitative Analysis Mavigator B.08.00 - Default.m

File Launch Edit View Identify Spectra Chromatograms Method Actions Configuration Tools Help

BEHES H-VIEF 9-0-LBE AL ISy HBBEEES &

x [\ Chromatogram Results
Y 2ot QR ¥ XM D00

v H-‘-&E %%9%5° _ﬂg A Minutes

108 |+ TIC Scan CAL_LOB.D

16.028
..... [ Spectra 25
..... [7] Background 5Spectra 3
L 18.c

10.342

13.267

Extract M5 Spectrum

Extract M5 Spectrum to Background
Extract Peak Spectrum

Extract Chromatograms...

Extract Additicnal Chromatograms
Use Highlighted Chromatograms

Integrate Chromatogram

0 11 12 13 14 15 16 17 1
Counts vs. Acquisition Time

ea
L=}

!

1l Ms Spectrum Results

Integrator  Suitabilty Peak Fiters  Results

Exclude Mass(es)

Calculate Signal-tc-Ne...

Integrator selection ~
Integrate (MS)
Agile 2 ~
Integrate (GC)
Smooth

m

@ Integrate the chromatogram

2o 1 El@t#‘é’&ﬁ&"d

e O XX

Integrate and Extract Peak Spectra
Smooth Chromatogram
Subtract Any Chromatogram
Calculate Signal-to-Moise
Adjust Peak Threshold

Set Anchor

Clear Anchor

Assign Ranges to

Clear Results

Delete

Delete Peak

Unzoom

Assign Random Colers

et oo A to locate chromatographic eesbdneCl
L& opy to Clipboan trl+
s Doy Time peaks. Four step process. o o
Extraction Data Format | =4 Print.
Spectia . = W Export..
L7l
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® Enable Peak Select tool.

Extract Peak Spectrum

E Agilent MassHunter Qualitative Analysis Mavigator B.02.00 - Default.m - O X

File Launch Edit Wiew Identify Spectra Chromatograms Method Actions Configuration Tools Help

BEHEI &-MEM 9-¢-FBE AW I Sk BES &

2 Data Navigator % /\ Chromat E— 0 5
Sot by Data Fie Vst QRY¥ ¢ HA0C T - W IAKS B%% B A S e - 3
[=} [ CAL_LOED

=) || Chromatograms %105 |+TIC Scan CAL_LOBD

[yl i, = TIC Scan 264
|;| Spectra 24

"l = Scan (rt: 10299-10.381 min) Sub
----- [] Background Spectra

224

24
1.8
16
1.4
124

@ Set up Peak Spectra  * M
Extraction e i

88 9 92 94 95 98 10 102 104 106 108 11 112 114 116 118 12 122 124 126
Counts vs. Acguisition Time (min)

@ Double-click on peak.

mnan 12.296

10,621 12154

[E Method Editor: Extract (MS) % lI Ms Spectrum Results x
a2 BB 9™ - (B ExtractPeak Shgrum ~ ot QY A DC T vl AL %% A S
ETER ] [=/]" & Manual Extraction  ANgeak Spectrum Extraction (MS) Peak Fiters %105 |+ Scan (rt 10.293-10.281 min, 16 scans) CAL_L0S.D Subtract

Calculate Signal-to-No... A 4.5

Spectra to include

Additional Chromatogr.. & () At apex of peak 4 ;
Adjust Delay Time | ® Average scans > % of peak height 354
Extraction Data Format Peak spectrum background 3
= Spectra Ms Average of spectra at peak start and end v |A 2.5
None _
Extract (M5) Al Time range|Cument background spectrum 2 =
3 Spectrum at peak start -
Decomvolute: Resolved... 5 1.5
Aver: eak start and end
Extraction Data Format Designated time ranges 1 =
=1 =]
Irs] =
Identify Spectra 059 Z E 5 ‘
e o ol | | || .
+! Rep.o T T T T T T T T T T T T
b 40 &0 80 100 120 140 160 180 200 220 240 260
) ' ILI =7 Counts vs. Mass-to-Charge (m/'z)
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Extract Peak Spectra Automatically

E Agilent MassHunter Qualitative Analysis Mavigator B.08.00 - Default.m - O X
File Launch Edit View Identify Spectra Chromatograms Method Actions Configuration Tools Help
BREHES AO-MEINM 9-0-SRE AlM Iy Ak B B
A Data Navigator x f\ chromatogram x
. Spectra Results from each Integrated Peak
by Y 2 e 3 Q
= ] CAL L0BD [<] .
EI |w| Chromatograms «108 |+ TIC Scan CAL_LOE.D
Wl = TIC Scan 264
- [y Specira 241 10.242
----|Z|_[|J_m + Sgan [t 3.784-3.980 min) Sub 224
[ 1l + Scan (rt: 4.215-4.308 min) Sub
- [lLlu = Sean (rt: 44604542 min) Sub Extract MS Spectrum
[yl Ll + Sean (rt 4.706-4.842 min) Sub Extract MS Spectrum to Background
Eﬁ + Scan (ri: 5.202-5.306 min) Sub 1 Extract Peak Spectrum
o [l + Scan (ri: 5.383-5475 min) Sub 7
Extract Ch t
[y 1l = Sean (it 6.059-6.152 min) Sub ﬂ— 1.2 000 . rac rc.m.'la ograms
Ll + Sean (rt: 6.157-6.250 mir) Sub 5551 : Extract Additicnal Chrematograms
-l Ll + Sean (rt: 6.692-6.807 min) Sub 0.8 EETE Use Highlighted Chromatograms
[ il + Sean (rt: 6.845-6.927 min) Sub 064 ) 7178 T e
Ll = Sean [t 7.139-7.221 min) Sub 044 8433 9595{\ I d Ex Peak 5 I
Ll + Sean (rt: 7.625.7.701 mir) Sub 02, niegrate and Extract Peak Spectra
[y Llw + Sean (rt: 7.772-7.854 min} Sub .D— Smooth Chromatogram Y
[y Ll + Sean (rt: 7.925-8.002 min) Sub - - - - - - - - - - I = - - Subtract Any Chromatogram =
Wl + Scan [t 8.023-8.100 mir) Sub | | 66 68 7 72 74 76 78 & B2 B4 94 96 4 A L [ 2
E L = Cramirb RANE 8487 maimt Cisk ILI CDunts VS mﬂulsnlon T“T.E (m”'l) Ca|CU|atE Slgnal o NDISE
[E] Method Editor: Extract (MS) % gl MS Spectrum Results st el Tnreshold x
% SetAnchor .
B EEE 90 ® bwacpeskpectum - 2ot QAW € AA0C 3 -l @ o .
EE TR A Peak Spectum Extraction (M) Peak Fiters x103 |+ Scan (rt: 7.772-7.854 min, 16 scans) CAL_L0S.D Subtract .
Assign Ranges to 2
- =
Calculate Signal-to-Maise 2] : K Clear Results R
Additional Chromatogral S t t t t - —
lip: Setin egrauon parameters I X Delete
Adjust Delay Time g Wl J \ V¢ Delete Peak
oo @NA Extraction parameters in the <o -seerssommn s cwimo stmt @ e
Os . ; Assign Random Colors
pecs Method Editor first. - & Croos Defned ol :
Extract (M5} Ii} F'-’- Q il .| jfl E'_F. E3 Copy to Clipboard Cirl+C
- 5 opy to Clipboar rl+
Deconvolute: Resohved Is: Se | eCt I n teg rat e an d EXt r aCt x103 +5can (rt: 8.023-8.100 min, 15 scans) CAL_LOB.D Subtract Paste Ctrl+V
Extraction Data Format = =4 Print.
Peak Spectra from the menu. d o ) e
Identify Spectra L . :: ;3 port. _
[ Reports N " 4D 50 60 70 80 0 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270
lll © Counts vs. Mass-to-Charge (miz) v
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Considerations for Accurate Mass Data
Using Extract Peak Parameters — Saturation

=] Method Editor: Extract (MS) b4
a2 @ ¥) ~ 4 ~ () Extract Peak Spectrum ~
Chromatograms r-s z Manual Extraction & Peak Spectrum Extraction (MS)  Peak Location Peak Fiters A Charge State
= Spectra Spectra to include ~
(O At apex of peak
Extract (M) ¥y @® Average scans > % of peak height < Change to 5%
Extract (UV)
TOF spectra
Deconvolute: Resolved Isotope A Exclude if above % of saturation < Change to 20%
Extraction Data Format = (®) In the miz ranges used in the chromatogram
Identify Spectra r-% O Anywhere
Reports () In these miz ranges 100.0000-2000.0000
Export Mever return an empty spectrum
General Peak spectrum background
= Metnos Autonaton A || ¥ ewdmecnspeksmmiod A Never return an empty
Time range: 0.000 H
Horidon 4 spectrum finds the spectrum
Additional Chromatograms r-9 B v . .
with the least saturation.
W0t e DL ED we X o) S0 @ Submaa 1)

: 1

o8,

08

o

o2

o

W03+ Sean K754 108w & sl 5200 8 St (1

<

12.5 ppm

whe e " [ FET TR TR 1) w W2 Wi wis W " w2
Cowts .
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Using Extract Peak Parameters — Isotope Model

Chose Isotope model that

[Z Method Editor: Extract (MS) x
Corresponds to workflow e
p " Chromatograms r-9 EI Manual Extraction A Peak Spectrum Exraction (MS) Peak Location Peak Fitters A Charge State
= Spect lsotope grouping
Extract (MS) A Isotope model: Common organic molecules ~
Comm rganic molecules
Extract (UV) Commaon organic {no halogens)

Charge state Peptides

Common organic molecules | .2 . 4 | o0 iz
B 2 it ssioned o

P e p t i d e S = [ Report single ians or single-ion features with charge state z=1
Identify Spectra r-9
Unbiased S

Export
Glycans e
y = Method Automation A |
Waorkflow A
Additional Chromatograms A E|

Tip: Check Limit Assigned Charge States Maximum Values.

For Small Molecule Applications: Setto 2
For High Molecular Weight Apps: Uncheck or Max 10
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Extract Spectra — Peak Filters

[ Method Editor: Extract (MS) x
e EE 9 ™ - (b ExtactPeskSpectrum -

Chromatograms A EI Manual Extraction A Peak Spectrum Extraction {M5) Peak Location Peak Fiters A Charge State

S| ZTEE Height fiters :

Extract (MS) " Absolute height - counts

Extract (UV) Relative height > % of largest peak

Deconvolute: Resolved Isotope r-9 Maximum number of peaks

Extraction Data Format | Limit (by height) to the largest

Identify Spectra A 1

Reports

Export

General

= Method Automation A

Warkflow A

Additional Chromatograms r-9 El Y]

Always remember to set Peak Filter Limits to reduce noise.
Important when library searching.
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Walk Chromatogram o

E Agilent MassHunter Qualitative Analysis Mavigator B.08.00 - Default.m - O X

File Launch Edit View Identify Spectra Chromatograms Method Actions Configuration Tools Help
BREHEI AVIFIF 9-0-@BRE AW IS Sk BES B

hﬁ Data Mavigator x ﬂChmMogmm Results x

Sot by Data Fie vV aet QB € An 00 1 [o L ARE]R% % E A S M - &

[=}- [w] CAL_LOB.D

B- || Chromatagrams x108 |+ TIC Scan CAL_LOE.D
[ vl = TIC Sean . 1 ]
[] Spectra :
----- [] Background Spectra 3
254
24
1.5
14
0.5+
04

i 4 5 6 7 & @ 1 11 12 13 14 15 16 17 18 13 20 21 22 23 24 25 26 27 23 29
Counts vs. Acguisition Time (min)

[Z Method Editor: Extract (MS) ® |7 Spectrum Preview x
@2 EE 9™ - (¥ EdractPeskSpectrum - 2 6 1 8 H M 3 B =S
Chromatograms & Manual Extraction  Peak Spectrum Exraction (MS) Peak Fitters x1035 |+ Scan (rt: 11.221 min) CAL_L08.D
B Spectra Manual spectrum background 26+ g
MS None ~ 24 %
Extract (MS) 224 i
e ] Walk Chromatogram
p— Walk Chromatogram - Can be useful for co-
© Repors Use left and right eluting peaks.
14
 cenen arrows on keyboard
Method Automa... & o 5
to step through single | | - .
spectrum. LT JE e L
40 50 €0 70 80 90 100 100 120 130 140 150 160 170 160 190 200 210 220 230 240 250 260 270

Counts vs. Mass-to-Charge (m/z)

< > ||| MS Spectrum Results |_|ﬁ Spectrum Preview
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Add Preview Spectrum to Results

E Agilent MassHunter Qualitative Analysis Navigator B.08.00 - Default.m - O x

File Launch Edit View Identify Spectra Chromatograms Methed Actions Configuration Tocls Help

BEREHES A-VMEF 9-6-@RE AWM Iy Ak BHES &

7 pata Navigator ®x [\ chromatogram Results b
Sort by Data File Y 2ot QB ¢ M4 DC 1 v e D AMLS %% BB M S Mintes -3
gl Ll + Sean (rt: 19.466-19.508 min) [«
Ll + Scan (rt: 19.508-19575 min) x108 +TIC Sean CAL_LOS.D
[l + Scan (rt: 19.608-19.673 min) . 1 1e.028 !
Ll + Secan (rt: 19.973-20.044 min) ’
Ll + Sean (rt: 20.120-20.186 min) 3 16564 18.236
[l = Sean (rt: 20.306-20371 min) 2.5 17 ;g'w 20.339 23.363
w1l + Sean (rt: 20.895-20.961 min) 2 '
[l Ll + Scan (rt: 21.888-22.036 min) sl
w1l + Sean (rt: 23.258-23.318 min) ’
[l Ll + Scan (rt 23.651-23.716 min) 14 l
| Ll + Sean (rt: 23.831-23.896 min) 0.5
r | 2136 et it

+ Scan (i 24.038-24.104 min)
Wl Ll + Scan [t 11.221 min)I
-0

[Z] Method Editor: Extract (MS)

o EFE 9™ - (B ExtractPeakSpectrum -

12 13 14 15 16 17 18 19 20 21 22 23 24 25 28 327 28 29

-
.
.
e
-
==
o
=

ckgrous pectra Counts vs. Acquisition Time (min)

*®  |Iff Spectrum Preview x
2ot QR TA 3 B =g

Chromatograms & | Manual Extraction  Peak Spectrum Extraction (MS) Peak Fiters %103 [+ Sean (rt: 11.221 min) CAL_L08.D
o Spect Manual spectrum background 28] Extract EIC »

MS Maone ~ 264 g Extract Chromatograms...
Extract (M5S) 24 w .

’ & Al MS Spectrum Peak List 1
Deconvolute: Resolved.. 2.2 % MS Spectrum Peak List 2
Extraction Data Format 2 @ MsActuals
10
Identify Spectra . . Ascign Ranges to b
*Right-click

Reports

Move to Background Spectrum
I Eh  Copyto Spectra I

© eneca *Select Copy to Spectra e

(1R

Method Automa... & . Assign Randem Colors

D.-i = J%  Choose Defined Color 3
X = I‘_; o . .

02 = ‘ | ‘g o | 5% Copy to Clipboard Ctrl+C
0 I P | | iy walllili] & Print..

T T T T T 1 T T T T T T - T _Tr__ T
40 50 60 70 80 90 100 110 120 130 140 150 160 Export.. ib 250 260 270
Counts vs. Mass-to-Char__ ____
< > ||| M5 Spectrum Results Iﬁ Spectrum Preview |
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MS Spectrum Peak List One

E Agilent MassHunter Qualitative Analysis Navigator B.08.00 - Default.m — O *

File Launch Edit View Identify Spectra Chromatograms Method Actions Configuration Tools

BEHdE3 A-FMEE 9-0-LBEF Ak 1y JeGre &

A Data Navigator ® /% Chromatogram Results b
Sot by Dae Fie D ret QAW Y A DC 1 v MDA K %% % A S M - 3
[yl Ll + Scam (rt 19.466-19.509 min) |ﬂ
&1l + Scan (rt: 1950913575 min) x108 |+TIC Scan CAL_LO&.D
[l = Scan [rt: 19.608-18.673 min) aF 1 16.028 1
----|z|_|]J_L.1 + Scan (rt: 19.573-20.044 min) ’ 1e6e
[l + Sean (rt: 20.120-20.186 min) 3 ’ 19.336
[l bl + Scam (rk 20.306-20.371 min) 254 23862
|Z|_[|J_|.,1 + Scan (rt: 20.895-20.961 min) 24
""E_hlhl + Scan (rt: 21.888-22.036 min) 15
|Z|_[|J_|.,1 = Scan (& 23.258-23.318 min) ’
+ 5can (i 23.651-23.716 min 1
[ il il + Scan (rt: 23.831-23.896 min) 0.5
e |_ j 21928
Al [ 23 ] ) L o4
-l + Sean {rt: 11.221 min) J 3 4 5 6 7 & 3 W M 12 13 14 15 1% 17 18 13 20 21 2 23 2% 25 2} 27 B 2B
..... [ Background Spectra [= Counts vs. Acquisition Tige [min)
[Z] Method Editor: Extract (MS) % 1]l MS Spectrum Results x _|H§ M5 Peaks One: + Scan (rt: 23.831-23.896 min) x
— * i - 5 —]
= B 9™ - (P ExtractPeak Spectrum ~ I ) ¥ LMD 2 v e R L ¥ % % | ¢ 43 Abund -+ Abund 3% (Norm) = Max Abund -8 7 4 Sat 4 Specf |
36 575469 575469
Chroma... & Peak Spectrum Edraction (MS) Peak Fitters x10% + Scan (rt: 23.831-23.896 min, 13 scans) CAL_L08.D ~ |
Manual Extraction N 37 2608.62 260962 s
=l Spectra 44 336635 3866.85
Manual spectrum background 2]
Extract (M5} L2 _— g 47 2047392 2047332
M Nene g = 2% & 3 n 48 542382 542362
Deconvolute:.. = | |- 2 8 || ’ '
Ll L L 49 686977 686977
Bxtractiona.. 71 1597085 15970.85
identiy Spe.. *Right-click spectrum > MS IR
. 819 780582 7805.92
® Reports Spectrum Peak List One.
83 29287.85 2928785
e 838 673431 73431
Method... & . . 85 968377 963377
*Tool is also available.
949 336246 336246
959 1077677 1077677
1059 1577046 1577046
100 120 140 160 180 200 220 240 1079 961345 961346 A
< * Counts vs. Mass-to-Charge (miz) v |4 Il | k|
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MS Spectrum Peak List Two New

m Agilent MassHunter Qualitative Analysis Navigater B.08.00 - Default.m - X
File Launch Edit View Identify Spectra Chromatograms Method Actions Configuration Tools Help

BREHEI &M G- FHRE AW IS L BHES B

74 Data Navigator x fa Results ) x
Sort by Data File Y 2ot Q4 ¥ M D0 1 v o8 A P % % % B My = Minutes - 3
[l Lly + Scan (rt: 11.068-11.183 min) Sub [«
<[l = Scan(rt 1118311297 m ub 106 [+ TIC Scan CAL_LOB.D —
Tl Scan rt 1212712187 mir) Sub 28] ' Tejg2e 16
[l ilu = Scan (rt 12.263-12.340 min) Sub 26 : T3z
bl + Scan(rt 1272712787 m 24 E 15.727
[wlbly = Scan (rt: 12.956-13.022 min) 2.2 H
fwitly = Scan (13131413213 m 2] 13267 !
EUJM + Scan rt 13.234-13.311 min} Sub | 124 E 16541
Il Ll = Scan (rt: 13311-13.376 min} Sub 1.64 !
vl Ll = Scan (rt: 13.529-13.611 min) Sub 1 1.4 12.296 ' 15
EJIJJIM + Scan {rt: 13.704-13.769 min) Sub 3 1.2 12988 13167 E
Ll L+ Scan (rt 14069-14135 mint Suh 12.154 -
w11 = Scan (rt: 14369-14.435 min) Sub 0.;: 1218 f\ 1R 73{2 16.879
oyl L = SN 1327 0-13.033 TNy Sug De, i 16131
[yl + Scan (rt 15335-15455 m 0.4 !
--|Z|_|J_u + Scan (rt 15.695-15.766 min) 0.2 H
<l Ll = Scan (rt: 1598416088 m ol :
fwllu = Scan [t 1614816219 min) Suo i 12 122 124 126 128 13 132 134 136 138 14 142 144 146 143 15 182 154 156 158 16 162 164 165 1638 17
|§|_|J_u + Scan [rt 16.508-16.5%0 min) Sub |ﬂ Counts vs. Acguisition Time (min)
1lL MS Spectrum Results X 1l MS Peaks One: + Scan (rt: 13.704-13.769 min) Sub x ¥l Ms Peaks Two: + Scan (rt: 14.369-14.435 min) Sub x
I T 4 Q @ fgﬁ ‘f€ % MO - J]]_ H JE .ITL % % 36% w Jlf} =g miz  4aSpecies4 Abund 48 Abund % 48 Z 4 Sat 4 m/z (prod.) Diﬁ’[m.:m)-i:lFormulaEScIonS[.m:ies-i:lZ!‘jI mfz 4 4a5pecies4 Abund 48 Abund % 48 Z 4 Sat 48 m/z (prod.) 48 Diff (ppm) 48 Formula & lon Species
~ b 459 161933 1.28 » | Erd 527254 333
x10% |+ Scan (rt: 13.704-13.769 min, 12 scans) CAL_L08.D Subtract
47 969572 TES a7 35142 2219
154 = 43 1266346 1005 43 1115046 704
N 438 186331 143 59 2758377 1742
9 609 866542 547
05 - - CTRL CIiCk On 2nd Spectrum 819 1667915 1053 1
2 = i 828 168808 107 1
0 I . I | . Y .
x103 +Scan (rt 14.069-14.135 min, 13 scans) CAL_L08.D Subtract > M S S p eCt r u m P eak L I St 3 :z ;::;:l: ;j: !
1.254 = 958 50869 3212
14 : TW O 978 8441.23 533
0.754 1288 10576062 66,73
05- 1309 1001317 63.22
0,254 g 2 1328 3408854 2152
0! e b o : - A 1348 318123 20
x10%  + Scan (rt: 14.363-14.435 min. 12 scans) CAL_L02.D Subtract TOOI IS aISO aval Iable " L 163.8 123693.04 781 1
9. e 2t i 1648 294245 186 1
a5 1283 126029.28 100 1 1655 15837797 100 1
- 1293 132867 105 1 1663 233931 179 1
11 - e 1308 30569.05 2426 1675 31205.23 5127 1
051 o = = - ‘ 1533 263869 208 1685 1678 106 1
0. & || L\ i |‘ I 1613 211138 168 2 1695 1569554 981 1
40 50 60 70 B0 90 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 R N 2279.15 181 2 _|ﬂ | |
Counts vs. Mass-to-Charge (miz) v 4] il ] 4| i | »
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Saving the Results

File |Launch Edit “iew ldentify 3
. Dpen Data File... Ctrl+0
Results are saved from File > pen et t H

=
. 2 Refresh Data File ‘
Save Results or from icon. 1 Sove Revults —_ ||
. Close Data File
Only one results file can be saved mmgut
per data file. 3 prnt h
Export 2
Exit
Webinar Navigator.m The current method and results are saved in the
|| QualNavigatorResult.bin current data folder > Results > Qual > Version 3
folder
Options
Load worklizt method
(®) Load resultz method
) () Usze current method
Results can be loaded in the
Open Data File dialog under | [ Load resuit dats |

Options.

[] Bun method work o
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Let’'s take a moment for a demo and questions on Working with Mass
Spectra

Up Next:
Searching and Annotations

75 Agilent



Library/DB Searching and Formula Generation

Qualitative Navigator offers the
ability to perform spectral library or
database searching and formula
generation.

Intended to be used for quick,
manual scouting of data files.

For automated compound
searching, compound discovery,
and compound reports, use
Qualitative Analysis Workflows.

Note: No ‘Compounds’ are
generated and no Compound
Reports are possible in Navigator.

MassHunter Webinar Series

@ Method Editor: Mentification Workflow

= H |$ ) -~ @ Identify Selected Spectra -

Chromatograms

= Spectra

Extract [M5]

Deconvolute: Resolved lsotope
Extraction Data Format

= Mentify Spectra
ldentification Workfiow

Library Search Settings
Generate Farmulas

Combine ldentification Results

Reporits

File Open Actions

=/ Method Automation
Workflow

Additional Chramatograms
Reports

Export

|dentify by - Library / Database search

Library / Database Score fwd)  Score {rev)

D:\MassHurter'Librany\dema.|

avellp I Ewe Mawm Add Femove

(®) Search all libraries / databases
(C) Stop at first library # database match

[Z Method Editor: Generate Formulas

b awimurn hits per compound:

ﬁ @ % @ L IR C R @ Generate Formulas from Spectrum Peaks =

Chromatograms A | Mlowed Species  Limits

Spectra T
Positive ions:

= identify Spectra

Charge State  Fragment Formulas  Scoring

Charge canmier to be assumed if not known

Megative iong:

eler O
] _
Identification Warkfiow + +
K E
Database Search Settings :NH4 :H[EDD
; - C2H5 +CH3CO0
Library Search Settings D +
[] +C3H5 v [] +CF3coo
Generate Formulas
[ 1 [ [ 1 [+
Cambine Identification Results x X
M5 ion electron state: allow both even and odd ~

Reports

Export

General Elements and limits

Element
= Method Automation

p C
Wark o H
Additional Chromatograms F-% o
M

Report
eports .
Export |

£

Group hitz with zame formula [but different charge carriers]

Maximum
B0

120

30

30

5

3

Minimum

LR = = R R




El Library Search — GCMS i x

NEHER 9 vI@ Identify Selected Spectra = I

Chromatograms A [ Identify by - Library / Database search
Default-GCMS-SQ.M method h et S T
efau Q. ethod has :

Extract [M5] A

good starting points for El library R

Extraction Data Format

S e arC h e S . =1 identify Spectra Movellp e Mo Add Remaove

(® Search all libraries / databases
Cooot e 4 0

Identification Workfiow r-9
. . () frrmmmttins Lol =
Parameters Can be adJusted In Library Search Settings Ma _|J_|_MSSpecllumResuIls x
Generte Forms A 2ot QEW Y XM OC 2 -l WAL H%RE b = 3

ldentify Spectra section of Method et QEVCEAOC : - ,\
Ed|t0r. [* Reports &

= General 5 Extract EIC »

Extract Chromatograms...
File Open &ctions 44

Select the spectra you want to
identify and click Identify Selected wereon s 8

Subtract Background Spectrum
Subtract Any Spectrurm

Add Ary Spectrum

Corevert Profile to Centroid

Additional Chromatograms r-9
1 o i i
Spectra Reports r g E Corwvert Profile to Centroid and Replace
. 0 i b - Find Spectrurn Peaks
Export . . I
w106 |+ Scan (it 6.399-6.448 min, 7 scans) EVALDEMO.D  Subtract Edit Peak Annotations...

Adjust Peak Threshald

Or 4] I ldentify Spectra I

Search Library/DB for Spectra
Add/Edit Manual ldentification...

Right click in spectrum window [ ——

154.1

and select Identify Spectra S
y p . 0.4+ Send Spectra to PCOL
0.2 o - - o= = o Deconvolute (Resolved lsotope)
7 coEg oz 2 £a¥ &8 e
i R R uJ.l Ay - Setdnchar _
T T T T T T T T T T T T L -
30 40 80 EBD YO B0 90 100 110 120 130 140 150 1 Clear &nchor
Counts vs. Mass-to-C v
Prcian Bamaar +a [ S

Note : Details on these settings will be covered in the
Qualitative Analysis Workflows Webinar.
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El Library Search — GCMS

_|J:_§Spel:lrum Identification Results: + Scan (rk: 6.399-6.448 min} Sub x
Spectrum Identification Results are B
M Best A D Source W Marne 4 Formula W Score VWA Score (lib) VW8 RT(DB) W Lib/DE wa
Shown and the SpeCtrum IS |abe|ed [ )}:‘E) LibSearch Biphenyl C12H10 99,69 99,69 102237 derno.l
with the structure if a library hit is
found.
_|J_|_MS Spectrum Results b
et QY ¢ A DOC 7 0 AL RBHBE Rk =3I
w10 & Bipheny|:|+ Scan [t 6.393-6.448 min, 7 scanz] EVALDEMO.D Subtract &
0.3 —
&
0.84 i
0.7
0.6+
0.54
1K spectrum 0.4
0.3
0.2
12 5 sgg| 5 ¢ =848 8 ||z
pd o7 T | Jo—all T || T
30 40 B0 B0 70 8O0 90 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270
Counts ws. Mazsz-to-Charge [mdz) W
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Difference Results— GCMS

Navigator also offers Spectral
Difference Results. By default the
window is tabbed with the MS
Spectrum Results window.

Useful for comparing mass spectrum
with library or database spectrum.

MassHunter Webinar Series

_|.|.|_

E Agilent MassHunter Qualitative Analysis Navigator B.02.00 - Default-GCMS-5C.m — O x
File Launch Edit Wiew Identify Spectra Chromatograms Method &ctions C uration Tools Help
SEdBd a-MEEP 9-c- L2 AuMiy tehale &
E'ﬁ Data Mavigator b 4 ﬂlChromaloglam Results b 4
Sor by Data Fie Jre: QW ¢ M 000 - WIAKE B%KH & S v -
EvalDEMO.D
¥l Chromatograms %106 |+ TIC Scan EVALDEMO.D -
E‘Aﬂ + TIC 5can 4 1 i 9772 1
|| Spectra 5.278 ' 77
Ll + Scan [t 5.262-5,294 min) 34 :
Iy [+ Scan [ 6.39906.445 min) !
[ hlu + Scan [ 7.705-7.753 min) 24 .
; IE_hJ.hl + Scan [t 8.914-5.979 min) |
oLl + Scan [t 9.755-9,768 min) i :
[] Background Spectra o ! o.047
Bz G4 G5 58 & 62 G4 GE BB 7 72 74 7B 7B B 82 B4 86 88 9 92 94 96 48
Counts vs. Acquisition Time [min)
E| i | E| I_Q:éSpectrum Identification Results: + Scan [ 6,396,445 min] Sublﬁ Chromatogram Results|
1l Spectral Difference Results: + Scan (it: 5.399-6.448 min) Sub b 4
2ot QI
#x102 |Biphenyl + Scan [t £.393-6.448 min, 7 scans] EVALDEMO.D  Subtract
1] 1541
0.5
0 2r0 391 1.1 BB B3 E35 ?'?1 231 1021 oo MeT 1220 1281 1391 I|| , 1589
#x102 |Biphenyl + Scan [t £.393-6.448 min, 7 scans] EVALDEMO.D  Subtract
1] 1541
od 2r0 331 511 563 B3 B3.5 ?r?:' B3 1021 Moo 181 1220 1281 1331 ||| \ 1589
14
#x102 |Biphenyl C12H10 + Scan demo.|
1] 1541
0.5
0 28.0 320 390 438 1.0 570 B3 B9 ?F?'I 291 1021 Mna1 1220 1281 13391 I|| , 1588
%5 30 35 40 45 80 B5 B0 B 70 75 80 @5 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160
Counts vz. Mazz-to-Charge [m/z)
l_|__|_|_ WS Spectrum Results [zoomed]l-l-l-l—SpectraI Difference Results: + Scan [k 6.395-6.445 min) Subl




Formula Generation

111 MS Spectrum Results (zoomed) x
2ot QB € &AM 090 -0 MEL e ,
H'Ig; +ES| Scan (it 1.235 min) Frag=125.0¢ sulfas_PosMS_hires.d Extract Chromatograms.., []
N N M ] E Subtract Background Spectrurn
When working with high o
- Add &y Spectrum
resolution data, formulas can 2
28] Coresert Profile to Centroid and Replace
be generated from spectrum
2.4 Edit Peak Annotations...
peaks, or they can be 22| AustPesk Thsshod
. . 24 Identify Spectra
Searched ag al nSt a Ilbrary Or Ll Search Library/DEB for Spectra
bt o I Generate Formulas from Spectrurn Peaks I
d atab ase . ::;_ % Add/Edit Manual ldentification...
'1: = }ﬂ_ Clear Spectrurn |dentification Results
0.8 Search Using MIET ME Program...
F Or‘ Si m p Iy fo rm u Ia Ei: % _|1_‘§Speclrum Mentification Results: + Scan (rk: 1.235 min) »
. 02 g el e 2R &8 &
generatlon ] use the range 0% “t0 I2#D 80 2éD BﬁD 31.0 SéD Best Kk 1D Source R Farmula VH Species W iz W Scare VW R DIff (ppm) A|
. . - Countz| & W MFG C12 H14 ha 04 5 [M+H]+ 311.0810 ar 1 -0.2
Select tool to hlghllght the Ion [ [ MFG C12HIT N3 04 8 M+ MHA+ 30810 o711 -0.21 =
. . . [ [} MFG C13HIANS O 8 M+ a)+ INEI0 95,36 0.65
Of |nterest, along Wlth |tS b0 MFG C12HIB N 05§ [M+Na)+ 311.0810 93,54 372
. 3 [ MFG C11HI2Z NG S [M+Ma)+ 30810 262 -43
ISOtO pes- [ [} MFG CIOH12NT O3 5 [M+H]+ INEI0 91,93 -4.78
[ [ MFG CIOHS MG 03 5 [M+MNHA+ 3110810 91.93 -5.07
[ ] MFG Cl1THIG 08 5 [M+H+ 30810 1.1 -4.24
. . [ [} MFG C13HIO NG 5 [M+H]+ INEI0 917 366
nght CIICk and Choose [ [ MFG C13HTNT S [M+MNHA+ 3110810 5917 411
[ [ MFG C7T H20 M4 04 52 [M+Ma)+ 30810 88,99 2.63
Generate FormUIaS from [ ] MFG ClAHIGN 058 [M+H]+ INEI0 i .2 437
[ [ MFG C14H13 055 [M+MNHA+ 3110810 G542 .62
Spectrum Peaks. [ [ MFG CAEHIT M2 OF 52 M+ MHA+ 30810 87,33 1.77
[ [} MFG C15HIG N2 02 5 M+ a)+ INEI0 &d.5 5.57 El
[ il | [
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Library/DB Searching

111 MS Spectium Results (zoomed) x
2ot QAW ¥ 54063 -l BEL " ganc” L
w109 |+ESI Scan [t 1.235 min) Frag=125.0% sulfas_PosMS_hires.d Extract Chromatagrams..,
Or, for a library or database e A
search, again use the range 2 Carer et e
select tool to highlight the ion B sty
of interest, along with its B e Tt
. 24 Identify Spectra
ISOtO peS- :g: I Search Librang/DB for Spectra I
- ] | et
Right click and choose o | BT
- 0.6+ o _|}:_§Spetllum identification Results: + Scan (rk: 1.235 min) x
Search Library/DB for Spectra o G ae e s
- 2 "I 2 2 == = Best ! D Source AT | Mame AT | Formula R Species W4 mi'z W Score VW R
S L N s DBSearch Sulfadimethoxine | C12 H14 N4 04 5 M+H 310810 97,16
Default-LCMS.M method has '
good starting points for high
resolution data formula
generation or Library/DB
searching.
[ i [
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Annotation of Chromatograms and Spectra

_&Chmmaimyam Results (zoomed) x
ol B3 El@faﬁ\fﬂxﬁﬂe1 ‘H.‘.&E%%%@,&QMmutes A= |
BEEX &
®108 |+ TIC Scan SAMPLEDR.D
14
0.95
05
0.85
0.8
0.75
0.7
0.65
0.6 o
0.55
054 s This is itl
0.45
0.4 1ll MS Spectrum Results (zoomed) x
Db-‘*g- 2ot QBIY ¥ 54 0C 1 -l WAL HB%EB k=S
o2 18.189 e
0.2+ x10% |Benzene, 1-ethyl-Z-methyl-: + Scan (rt: 18.156-18.227 min, 14 scans) SAMPLEDS.D ~
0.15 18265 12.473 18707 6.5
0.1 17372 17.998 - £.254 430
0.051 : /\\ ﬂ 6
0 A 575 CH3 290
171 172 173 174 175 176 177 178 179 18 181 182 183 184 185 186 187 18| ool
Counts vs. Acquisition Time (min) 54 150
4754
45 =
4251 CH3 =
4] =
3754
35
1254
3_
2754
m 25_
2251
2_
1.75 d
154 <
1.25 in
1_ = E=
0.75- e o & = |3
054 _ = - = 2 & = = e |8 S ooz
054 = rz Bg B9 = g g =z 2B
D_l.l I [ ||.| '?T. [, |VB? |, |||| Lol 1]
40 5 50 55 80 3 70 75 80 FS 30 95 o 5 10 115 120 125
Counts vs. Mass-to-Charge (m'z) Y]
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Place Graphic into Annotation Mode

*Click Annotation Mouse Tool

*Annotation Toolbar and Annotation cursor appear

[ Chromatogram Results (zoomed)
2ot QR € 4 DC 1 - DA MR % % B A S Minues - 3

fEax x & ~.
x10% |+ TIC SAMPLEQS.D

3 \
0.35 16.023

0.9

Annotation Mouse Tool

0.854
0.8
0.75

Annotation Toolbar

0.7
0.65
06 15.728

Annotation Cursor

055 n _

0.5- —— /-

0.454
0.4+
0.354
0.3
0.254
0.2

0.154
0.1
0.054
04

15133

18.189

18.473 18707

&M A A

17.998
13.433

15.852

20.131
s

21.05%
20,544

FAVAN

178 18 182 184 186 188 19 192 194

Counts vs. Acquisition Time (min)

154 156 158 16

196

198 20 202 204

206

208

71
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Add a Text Annotation

Na Results

2ot QR ¥ G DC 1 v oL AKSE B%HRE L=

x

Step 1 — Position cursor where
the annotation should be placed

Step 3 — Enter Text and set other

Step 2 — Right click to bring up
the annotation menu then select

e \ i Add Text Annotation...

H .
0.8
074 Add Image Annctation...
06 15728 Add Text Annotation...

Select All Annotations
0.5
16.667
)( Delete Selected Annotations
044 }( Delete All Annotations
0.3 Annotation Properties...
7

0.2 19.853

18473 20131 21058

5 el s Ve 2

155 16 165 17 175 18 185 19 195 20 205 21
Counts vs. Acquisition Time (min)

Na Results ) X
et QRIY ¥ SM OC 1 v W EAMER%RE &S
BaEX £

%102 |+ TIC Scan SAMPLEDS.D
14

16.033
0.9

0.3
07
0.6 15.728 L
This is it!

054 16.667

0.4 19.133

0.3

18189
0.2 15.853

18473 2013
ol A i} - A

155 16 165 17 175 18 185 19 195 20 205 7
Counts vs. Acquisition Time (min)
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Add/Edit Text Annotation properties as desired

Properties A

Text: This is it I &~ \ A
[Press Ctrl+Enter or Alt+Enter to add a new\ne)
Ter
Orientation: 0 w degrees
Font style: Reqular  ~ Font size: | | A
Annctation type :Ilg ”
—
Show pointer 18
Pointer properties
cae
Pointer head: | Amow w

Pointer head location (the x, y value using the data displayq

x 18.1834666666667 min

BRECSERENSES5RSSEEEREEEREE

Y: 19626414 (sbundance)

Upper left corner of the annotation (the x, v value using the ds

X 18.18 min
Y: 60103862.81 (abundance)
() Floating v

Upper left corner of the annotation relative to the upper left corner of the canvas:

Relative X [%): 48 2758064516129 (% calculated using .y
values from the canvas )

Relative Y (%): 44 6107734431138

Step 4 Click OK  |——> [0} cores




Text and Pointer Can Be Repositioned

/' Chromatogram Results {(zoomed) x
2ot QY € &M D0 v o LA SRR R % R My S Minotes - 3
EaA X &

%108 |+ TIC Scan SAMPLEQS.D
14
0.95+ 16.033
0.9
0.85-
0.2 :
0.75- Drag and drop to move text or pointer
0.7 —q
065 -
06 15.728 This is itl
0.55-

0.5 16667
0.45-

0.4 15133
0.35-

0.3
0.25- ¥4

0.2 15.853

0.154 18.473 20171 1 089

s M L e b A i E

154 156 158 16 162 164 166 168 17 172 174 176 178 18 182 184 186 188 19 192 194 196 198 20 202 204 206 208 2
Counts vs. Acquisition Time (min)
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Image Annotation
« Same steps as adding Text
« JPEG and MOL (molecular structure) files are supported

* Image may be scaled and pivoted

Add/Edit Image Annotation by
This is it S—
Add Image Annotation... / File path: [C:\Users \Public\Pictures\Sample Pictures\Koalaja] | - |
Add Text Annctation...
Select All Annctations 13133 Onentation: i
¥ Delete Selected Annotations Width: IEI Height:
¥ Delete All Annotations Seale width: A % Scale height: A =%
Annoctation Properties...

Lock aspect ratio
IEars

Annaotation type
y ORIV W W BN s
A g A r~ ® Anchored

172 174 176 178 18 182 184 186 188 19 192 194 1 [A] Shew peinter

Crnnte wve  Acmnzitinn Time fmind

Pointer properties
Color: | I Elack v
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Anchored vs. Floating Annotation

el QRAE ¥ S D0 1 v oA K %K% BB A S Mnutes = Add/Edit Text Annotation *
BixaEX & Properties
%108 [+ TIC Scan SAMPLEQS.D =
Text: is is it!
154
1.4
1 2' [Press Ctrl+Enter or Alt+Enter to add a new ling)
1.1 - - - - - - Text color: Il E=ck v
1]] Fixed without Pointer Fixed with Pointer
ogl Orientation: 1] w degrees
gi_ Font style: Regular Font size: 14 w
0.6 o Floatmg Annotation type
054 el
0ol This is itl 19133 @ Anchored
03 / Show pointer
0] 18.1 e e Painter properties
i 17508 - p 18707
0 7272 Color: I Clack w
171 172 173 174 175 176 177 178 179 18 181 182 183 184 185 186 187 188 189 19 191 192 193 194 Pattern:
Counts vs. Acquisition Time (min) :
—— , ot [———
2ot QR € S 001 - DA ME %% E & S Mues - 3 Painter head: | Amow ~
BLaEx & Fointer head location (the x, y value using the data displayed):
%107 [+ TIC Scan SAMPLEQS.D " 18.2474893339333 i
344 o This is itl 2
1 v Y 79891938.5089619 (abundance)
39 3
ii: I Upper left corner of the annotation (the x, ¥ value using the data displayed): I
241 X 18.341104040935 min
229 18.189
24 Y 52645503 6426454 (zbundance)
184
rel Y Scale O Flosiing
144 Zoomed Upper left corner of the annotation relative to the upper left corner of the canvas:
124 18285 18473 = :
1 ' Relative X (%): | 53.7467700258398 (% calculated using x.y
024 17998 Teror values from the canvas )
06 17.272 ] Relative Y [?{::] 63.7724550898204
04
02
o Corce
171 172 173 174 175 176 177 178 178 18 181 182 183 184 185 186 187 188 189 19 131 192 193 194
Counts vs. Acquisition Time (min)
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Delta Mass Caliper

Used to calculate and display mass differences between two ions.

11 MS Spectrum Results (zoomed) x
et QR ¢ A OC 10 v WEL B%RE =S

Drofile Peak to Pesk ]I A X &

x10% |Benzene, 1-ethyl-Z-methyl-: + Scan (it 18.156-18 227 min, 14 scans) SAMPLEDS.D

5.5 290
5.25+

5 150
475+
45
475

4
3.75+
3.5
3259 Drag and drop

EE
2.754
2.5
2254

24
1.75
1.5
1.25

14
0.754
0.5
0.254

04

1054

1208

Fi0

— /9.0
e

1060

74,0
=1 1150
T 1170

890
C 1030

— [=1149.0

=
=
| ol
85 90 95 100 105 110
Counts vs. Mass-to-Charge (miz) W
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Delta Mass Caliper - Mass Caliper Mode

Click Delta Mass Caliper Mouse icon

Caliber Toolbar and Caliper cursor appear

Add or Edit Calipers

Calipers can only be placed where there is a signal and “snap” to closest ion

111 MS Spectrum Results (zoomed) x

2ot QY ¢ SMOC 1 -0 HER]%%%E k= S
Profile Peak to Peak -maXx &) X

x108 Benzenﬁyl-}mhyl-: + Scan (rt: 18.156-18.227 min, 14 scans) SAMPLEDS.D \
7.5

7251 Delta Mass Caliper
7 Caliper Toolbar

6.75
651 Drag and drop to span masses

6.25

6 o 430 f/
5.75

55 ]

525

5 + / 15.0

475
45
425+
4]
3754
354 -
3251 Caliper Cursors
34
275
25
225
24
1.75
1.5
1.25
14
0.75
05 _
0.254 P
o I.I

1054

12650

TG

79.0

@

- 1050
060
1150

L 117.0

=
E
L,

L 1190

o5
740
|5
L 59.0

a_
B
B
8
gﬁ,‘_
B
5
g
g

70 75 20 g5 0 95 100 105 110
Counts vs. Mass-te-Charge (m/z) W
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Delta Mass Caliper — Profile Options

*Only used on profile data

*Profile Peak to Peak will “snap” Caliper to profile peak apex

*Profile Point to Point will allow the user to position the Caliper to any point

11 Ms Spectrum Results (zoomed)

2 et QY ¢ A
» & X

kl-: +5Scan(rt: 1

Profile Peak to Peak
Profile Peak to Peak

Profile Point to Point
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Relative Intensity (%)

Relative Intensity (%)

T
— Profile MS data
3 3004
CIE
03
3013
20 3 L
_?-_-——Hul—_f\ e P,
295 205 2497 293 299 300 301 302 303 304 305 305 307
miz
o0 3
3 3004 - .
] Centroid MS data
0 3
T
3 3013
20 3
é M 1 1 L 1
205 2495 297 208 20958 300 a0 302 303 304 305 306 307

iz
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Let's take another moment for questions on Searching and Annotations

Up Next:
Training Resources
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Training Resources
Avallable Training Resources

Convenient Training

In our classrooms, at your site or online.

From a team of industry experts that deliver a high quality learning experience.
Classroom Training

Introductory level to in-depth, hands-on for laboratory instrumentation and software.
Customized On-Site Training

Effective learning environment designed to achieve operational excellence and employ development without
the need to travel.

Online

Offerings from foundation level to expert delivered at your own pace.
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Agilent University
Access From Home Page

Upgraded customer experience
Search and find courses that meet your

interests and needs in the format they - Ruilent | e E—

PRODUCTS SOLUTIONS BRANDS TRAINING & EVENTS SERVICES SUPPORT RESOURCES BUY W—

require.

Introduce new elLearning capabilities
Recorded and video-based learning
Virtual online classes

Expanded portfolio
Foundational subjects
Intermediate subjects
Advanced subjects
Workflow and applications

Helping customers

Educate your employees on Agilent
iInstruments and software.

From new hires to the most seasoned
scientists.
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Agilent Community

Agilent Community

CO mm u n |ty ag | Ie nt CO m " 1 Gas Chromatography Liquid Chromatography Mass Spectrometry
- w oL -
| i &=
Get answers. Share insights. Build connections. ST e
Software Consumables Sample Preparation
Collaborate - Ask and answer questions. I

Connect - Interact with other Agilent users. S

Energy and Chemicals Environmental Applications Food and Agriculture

$o
Discover - Find relevant discussions, documents, and videos. C8 & y’:’
L 4

Share - Contribute your insights.
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