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MassHunter Qualitative Analysis Software B.07.00
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» Report Generation
- Analysis and Compound Reports
» File Save Options
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Compound Automation Steps
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Mass Spectral Display Options

Configuration iTooIs Help

Configure for Workflow 3

Window Layouts 2

User Interface Configuration...

Chromategram Display Opticns...
M5 and MS/MS Spectra Display Cptiens...

Deconveoluted Spectra Display Cptions...

Plct Line Definiticns...

Table Text Settings...

Message Box Options...
Intermediate Report Files...
Compound Label Configuraticn...
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Spectra Display — MS Spectrum Results [

1

=

Spectrum Results Selected

When the Spectrum Results tool is
selected, the spectrum is displayed and
sent to the Data Navigator. The
selected spectrum can be saved with
the data file.
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Spectrum Display - Preview /ﬁ il

] Preview

When Spectrum Preview
Is selected, spectra are
not saved to the Data
Navigator automatically.

Easily preview spectra
before saving to the
Data Navigator.
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Add Preview Spectrum to Results

AN

*Right-click
*Select Copy to User Spectra

4.2 Agilent Technologies




Extract Single Scan Spectrum

4.2 Agilent Technologies

Extract Spectra

*Double-click on data
point.

*Right-click on data
point then, Extract
Spectrum.



Extract Averaged Spectra

Use Select Range tool
then drag across region
for spectral averaging.
Double-click to view aver-
aged spectrum.
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Background Subtraction for Manual Spectra

Use the Ctrl Key

O] .
to average multiple
range selections then
Extract Spectrum.

| .@\ .

Change manual spectrum
background to Current
background spectrum.
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Background Subtraction for Manual Spectra

Extract Spectrum

Description indicates
subtraction occurred.

Agilent Technologies




Extract an averaged spectrum

EXtraCt Peak SpeCtrum from a chromatographic peak

automatically. Must integrate
to define chromatographic peaks.

@® Integrate the chromatogram
to locate chromatographic
peaks. Four step process.

4.2 Agilent Technologies




Extract Peak Spectrum ® Enable Peak Select tool.

@ Double-click on peak.

\ @ X

Set up Peak Spectra
Extraction

4.2 Agilent Technologies




Extract Peak Spectra Automatically

Spectra Results from each Integrated Peak

/

‘;

Tip: Set integration parameters
and Extraction parameters in
the Method Editor first.

Select Integrate and Extract
Peak Spectra from the menu.
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Considerations for Accurate Mass Data
Using Extract Peak Parameters — Saturation

} [ Method Explorer: Defauitm x ||} (£ Method Editor: Extract (MS)

Chromatogram A& || ® Extract Peak Spectrum -I\ )~ (4 | MethodItems ~ | (2 35

I Spectrum Manual Bxdraction | & Peak Spectrum Extraction {MS) ‘ TR . I Peak Fiters I Charge State|
Extract (MS) A | S})ectm to include

Extract (MS/MS) ( :I' At apex of peak

Extract (UV) @ Average scans > 10 . of peak height (
Deconvelute: Resolved lsctope TOF spectra

Extraction Data Format Excluge if abave 10.0 % of saturation

General @ In the miz ranges used in the chromatogram (
Reports () Anywhere

# Find Compounds © Inthese miz ranges 100.0000-2000 0000

Find Compounds by Formula A Never return an empty spectrum

Identify Compounds Peal spectrum backaround

Compound Automation Steps Ms [ﬁ\re«age of spectra at peak start and end - ]A

Worklist Automation Time range:

[+ Export

[ Also evaluate with no background

Agilent Technologies

Change 5%
Change 20%

For very narrow
chromatographic peaks
that are completely
saturated you may
have to turn this
function off or error
occurs: No Data
Found.



Using Extract Peak Parameters — Isotope Model

Chose Isotope model that

Corresponds to workflow.

i [£ Method Explorer: Defaultm ® | i[Z Method Editor: Extract (MS)

* Chromatogram i (¥) Extract Peak Spectrum +| (3} | ¥] ~ 4 | Methodltems - | (5 [
- spectrum ] Manual Bxtraction | Peak Spectrum Bxtraction (MS) | Peak Fiters | Charge State
|Ex1Iac1 MS) ‘ Isotope grouping
. Exctract (MS/MS) Pezk spacing tolerance: 0.0025 m/z, plus 70 ppm
Common organic molecules |=25.. e Cm—
Common organic molecules
-+ General
= 4 Charge state Comi o )
Peptides
P e t i d e S Reports Limit assigned charge stz Unbiased 2
p Find Compounds A LT

[] Treat ions with unassigned charge as singly-charged

Find Compounds by Formula

Unbiased i —

Compound Automation Steps

Worklist Automation

Glycans e

Tip: Check Limit Assighned Charge States Maximum Values.

For Small Molecule Applications: Set to 2

For High Molecular Weight Apps: Uncheck or Max 10
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Extract Spectra — Peak Filters

* [& Method Editor: Extract (MSMS)
: () Extract Peak Spectrum = | {5} | ¥) + (¥ < | Method Items~ | (5 [

Peak Spectrum Extraction (MS/MS) | Pesk Location 2 Peak Fiters | Charge Stats |

' [Et Method Explorer: Default m ¥

Chromatogram

= Spectrum
Extract (MS) —Height filters
Extract (MS/MS) A ¥ Absolute height A >= | A s
Deconvolute; Resclved |sctope ¢ Relative height & == | 5000 % of largest peak
Extraction Data Format
—Maximum number of peaks
¥ Limit (by height) to the largest | 100

Tip: Always remember to set Peak Filter Limits to reduce noise.
Important when library searching.
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Context Sensitive Help

100 counts

Height fitters
Lbsolute height A >=
[] Relative height >= |

000 % oflargest pesk

Madmum number of peaks
Limit (by height) to the largest

Spectra to include
i) At apex of peak
@ Average scans > 10

100

% of peak height

Peak spectrum background

= ]

Time range Cument background spectrum
Spectrum &t peak: start
Spectrum at peak end
Average of spectra at peak start and end
Designated time range(s)

MS

‘Cmmm w malecules vi
Common organic molecules

Common organic {no halogens)
Peptides

Unbiased

Ghvcans

Tip: Context Sensitive Help is available through the F1 Key.

MassHunter Webinar Series
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Walk Chromatogram o 1 . [7] 2

/

Walk Chromatogram
Use left and right
arrows on keyboard
to step through
spectra.

Agilent Technologies




MS Spectrum Peak List One |1t

*Right-click spectrum.
*MS Spectrum Peak List One.

*Tool is also available.

Agilent Technologies




MS Spectrum Peak List Two

« CRTL click at 2" spectrum
*MS Spectrum Peak List Two

*Tool is also available.

%% Agilent Technologies




MS Spectrum Peak List

! 1|t MS Peaks One: + Scan (2.041-2.106 min) Sub X
mz Species Abund Abund  Abund % (Norm) Mazx Abund
» 531 273576 527 273576
671 1507424 5101 16507424
681 1874008.7| 6342 187409.7
77 682528 2313 683528
781 i Add/Remcve Columns... :1 162821
i Add/Edit Manual Identification D
&0 | Delete Deconvoluted Peak 452283
a1 275253
91 54| Copy to Clipboard Cirl+C 110364
92 =§ Print.. 1116128
93 T 2954522
941 114854
95.1 33656.4 11.39 33656.4
105 415784 14.07 41578.4
105.1 18000.2 6.09 18000.2
107 1143552 387 1143552
108 397133 1344 357133
1 136363.2| 4615 1363632
1341 17058 5.79 17058
136 1383431 46.82 1383431
J ' T | 3

For relative abundance,
right-click table header.
and Add/Remove
Columns. Select
desired columns.

MassHunter Webinar Series
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MS Spectrum Peak Filter

Only affects MS Peaks
table.

4.2 Agilent Technologies




MS Spectrum Peak Filter Interactive Setup

» Position the ——— )
i2 o t QAW [HAIDC 1 -lm][e]E D% %% =4
Cursor at the x‘H]; +Scan (rt: 6.290 min) Pest- 200 - Scan.D Subtract &
location for the | 3
544
threshold.
43
* Rightclickand |
. ol )
SeleCt Adj U St iﬁ: LLE| 2059
244
Peak .
25 1238
Threshold. &
224 :
o I 0 [ 1 0 S S
164
o Tip: Scale H
0.8 il
Spectra must | E
D:Z: n‘ | 11
be @ﬁ. 50 60 70 80 9 100 190 120 130 140 150 160 170 1éln1éD26D2iD2én2§nz-‘mzénzénﬁnzénzénaénsinaz‘nz,éna-in;;éﬂ3éns#n3énsén4ﬁn4w‘ndz'ndén¢inaéﬂ
Counts vs. Mass-to-Charge (miz) o
{1} MS Peaks One: + Scan (rt: 6.290 min) Sub x
MS Spectrum Peak List 1 miz /48 Abund & Abund % (Morm) 4 Max Abund 4 7 48 Sat+8 Species & Label 8 Formula & lon Species & Diff (ppm) 4 miz (prod.) 4 7 (prod) & lon+ Loss Formula+ Loss Mass & lon Type &
| sa1| 508393 50839.3
| MS Spectrum Peak List 2 | 23 znn
1238| 2634513 2634513
EE M5 Actuals 1755 3822127 82177
1778| 24550.03 2456003
I Adjust Peak Threshold I 197| 24998.13 2499813
2053|3682 36392

MassHunter Webinar Series
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Accurate Mass Considerations
How to Recalibrate a Mass Spectrum

Use on User Spectra only. Save new calibration to whole
datafile. @
Do not background subtract.
Restores original calibration. G
Right-click in MS Spectrum Results a— i

RN CNOR

window and select Recalibrate. ey
Reference list file: C:\..\atof_default_calibr.. [ ]
Calculates and applies new calibration chrcsce mass it (St O = l|
to highlighted spectra. (¥ T
Measured Mass Known Mass Difference (ppm)
. _J 11%08?1 11% %
@ [ | 121.0510 121.0509 1.1856
Select _*= to apply current T F o % o
recalibration to highlighted spectra. wIN et b Sk
o e
Saves new calibration to highlighted [ D 215140
spectra. E
% Mean: 0.3166
Standard deviation: 4 4408

Agilent Technologies




Let's take a moment
for chat questions
on Working with
Mass Spectra



Up Next:

Annotation Functions




Annotation of Chromatograms and Spectra

Agilent Technologies




Place Graphic into Annotation Mode

*Click Annotation Mouse Tool

*Annotation Toolbar and Annotation cursor appear

: /' Chromatogram Results x
2 o tIQEHIC[EAOC 1o s"sj.m@f% B B Minces e
EE 3 X ||
107 |+ TIC Scan PAQO90507-GC-PO0OOT 80-42-11.D \ +
:_ Annotation Toolbar Annotation Mouse Toaol I
7.
£
5.
4 Annotation Cursor i
2
il 1
T /L JL_ S\
0 - —

92 93 94 95 96 97 98 99 10 101 102 103 104 105 106 107 108 109 11 111 112 113
Countz va. Acquizition Time [min]

£
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Add a Text Annotation

FANE LRI LTI 2 | Add/Edit Text Annotation X
fv et QE W CI[EMAl0C 1 e T A ELE[%]% B B S e ==

;99 38 % | g2 Froperties
w107 [+ TIC Scan D20090507-GC-PO000T80-4241.0 4 Ve M
y A
81| Step 1- PO_Sition cusor to where [Press Chl+Enter Yor Alt+Enter to add a new ling)
5 the annotation should be placed
Step 2 - Right click to bring up the annotation menu Test color:
£ then select Add Text Annotation . .
Orientation: degrees
A4
4 Fort style; Font size: 10 R
3] Lnnotation ype
2l ® srichored Step 3 - Enter Text and alter
N Add Tmage Annotation... Shom painter other properties if desired
Add Text Annatation... | . q
al Painter propertizs
" 92 93 d4 95 96 d7 493 39 10 1 7 oi0s 08 11 1 112 113 Calar:
Counts }( 4
| Spectuumprevien X x Palten
001 QBuEN00 2B e
i_ﬂ[ﬁhmmaloglamﬂesulk x Fairter head:
HI T SR R g |A [ & 1oz A [}| % %y H| s Mindtes =] Puairter head location [the », y value using the data dizplayed):

P98 80K e 2 10.0791833333333 i

%107 |+ TIC Scan D20030507-GC-PO0O0TB0-2211.0

5 ' 14256440 [abundance]

|

“] Upper left comer of the annotation [the . y walue using the data displayed):

i g -

5] S [abundance]

N Compound ¥ O Floating

N Upper left comer of the annotation relative to the upper left comner of the canvas:

[% calculated using =y

Fielative ¥ [%):
walues from the canvaz |

1_J{\_/\ Relative ¥ %]

g2 d3 d4 95 496 97 98 93 10 101 102 102 104 105 106 107 108 109 11 111 112 113 ‘ Step 4 - Click OK '_.. L ok, ” Cancel ]

Counts ve. Acquizition Time (min]

I

|

MassHunter Webinar Series
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Text and Pointer Can Be Repositioned

iﬂ[ﬁhmmatugram Rezultz »
2 0 1 Qe %A 1ok LN Minutes =S
32 (X ] e
#107 |+ TIC Scan D20090507-GC-POO001 80-42-1.D .-
94
84 Drag and drop to move text or pointer

B+ Cnmpuund}f{|

) [ RN ? AL

92 93 94 95 96 97 98 99 10 101 102 103 104 105 106 107 108 109 11 111 112 113
Counts vs. Acquizition Time [min]

E4

MassHunter Webinar Series
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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 X
Froperties
Co I |
File path: I WAy Documentziby Pictures\agilent_loago. jpg I |
Add Image Annokakion, .
Orientation; w degres
Add Text annokation, .. d
Select Al Annokations ol i A bl A
x Delete Selected LAnnaokations 5CE|E W|dth 1':":' Z 5CE|E hE|ght 1':":' Z
2 Delete Al Annotations Lock aspect ratio
Annokation Properties. .. Annatation type
%) Anchared
e Show poirter

T T ; ; ; i - | | Fainter propertiez
95 87 88 31 m 101 102 103 0. Color |-Hed 2

MassHunter Webinar Series
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Anchored vs. Floating Annotation

Add/Edit Text Annotation X
Froperties
Text:
[Presz Chr+Enter or Alt+Enter to add a new ling)
Text color:
Orientation: degrees
Fort style; Font size: 10 R

Lnnotation ype
(®) Anchored

Shaw pointer
Painter propertizs

Patter:

Fainter head: | frow

Fairter head location [the . y walue using the data displaved):

% 10.0791833333333 min
Y v 14256440 (abundance]

Upper left comer of the annotation [the . y walue using the data displayed):

H 10.0826084243083 miri
S 30615717.0530033 [abundance]

) Flaating
Upper left comer of the annotation relative to the upper left comner of the canvas:

Relative ¥ [%]: Ba31177029099307 1% calculated using «.y
walues from the canvaz |
Relative ¥ [%]: B4.7231270353308

[ Ok ” Cancel ]

MassHunter Webinar Series
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Delta Mass Caliper

*New tool to calculate and display mass differences between two ions.

_|J_|_ M5 Spectrum Bezuks x

2o QB C[EAlo e 1 ovI[m] e EB[E][%]% % Bl =]

Profile Poirt ta Point - | IR W | A

[

®10E8 |+ Scan [10.582-10.593 min, 14 scans) D20030507-GC-POD0OT80-42-1.0

123.2000
2.4

2.2
2
1.5

1.6

123.2000

Drag and drop

1.4

1.2
75,0000

14 323.6000
0.6
247.4000

. “ v N
0.2-
0-_SALONR LSRR R AR Al et B ol L e |l‘ ikl [J | I ||.|.|I|l|”.|.|.l bl hL L e I |

EEI 75 100 125 150 175 200 225 250 275 300 325 350 375 400 425 450 475 500 525 550 575 GUD 625 BA0 675 700 725 750 775 BEIEI
Counts vg. Masz-to-Charge [miz]

0.5
368.5000

453.3000

L. L

[

MassHunter Webinar Series
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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

i 1lL M5 Spectium Resuks x

T :IQ@@I@I.&I{:Q 1-|.||91%%% =

L Profile: Point ko Point -

%108 |+ Scan [10.582-10.533 mlr‘d scans) D20090507-GC-F0000130-22-1.D \
1292000 ‘

24 Caliper Toolbar \ Delta Mass Caliper

[

2.2

24

1.8

1.6 O—— 129.2000 ——
‘ Drag and drop to span masses

1.4+ &

1-2_ /
75.0000 ‘ Caliper Cursor 'I Q

14 329.6000 |

/

5] 3566000
0.4 o)
456 6000
od 1 | 111 H || JMu ik 1 hu Jou o dol |

_l_l_l_l—l_l_l_l_l_l_l_l_

B0 75 100 125 150 175 200 225 250 275 300 325 350 375 400 495 450 475 500 525 550 575 BUD G625 ES0 675 700 725 750 775 800
Countz vz Mazs-to-Charge [mdz)

[=]
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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

100 §
- Profile MS data
EN 3004
5 3
§_|J_|_HS Spectium Besuks E
. E 40 3
ta e tQBY C[%alOcC 573 o1 3
. 1 o3 .
: Profile Peak to Peak -l i E_ x| & 20 3 .
Profile Peak to Peak 3
Profile Paint to Paint gnd Spectum (6,367 E .
295 256 287 298 299 300 301 302 303 304 305 306 307
15 miz
1 100
& 3004 .
e Centroid MS data
E &0 3
@ E
= A0 3
2 3 3013
70 3
L

295 296 297 298 293 300 3m 02 303 304 305 306 307
iz

Agilent Technologies




Let’'s take another
moment for chat
guestions on
Annotations



Up Next:

Reporting




Print a Report from Qualitative Analysis

@' Method E ditor: Assign Actions bo Bun Opening a Data Fie

Print Qualitative Reports:

*Directly from menu.

Indirectly from Automation

Pyl @ e | ()| Method Ttems ~ | (05 (3

Available actions

*File Open Actions

Extract Defined Chromatograms
Inteqgrate Chromatograms

Integrate and Extract Peak Spectra
Srnoath Chromatograns

Generate Compound Feport

Generate finalysiz Report

Find Compounds by Chromatographic D econwvalution
Correlate LY Chromatograms with Compounds
Search Spectral Library for Spectrum

Search Spectral Library for Compound

Search for Spectrum Ueing MIST MS Program

>

\Worklist Automation

Covered in the
Familiarization Guides.

| %

[~ ]

Actions to be run

Agilent Technologies



Report Generation Options

£ Agilent MassHunter Qualitative Analysis - Default.m

E Ellehgdit View Find Identify Chromatograms Spectra Method Actions Tools Help
|22 openDataFile..  Ctr+0 [ ¥ > o Ig@l @l@l@ﬁﬂl&ﬁﬂ@l@
el saveResults ctri+5 |2 e 2183 @g|@|&|g o v|[ Print Analysis Report
i =
Close batafile x107 |+EI TIC Scan Pest- 200 - Scan.D List of opened data files:
Close all o5 '
[ = Print 4 | —=§ Analysis Report... Ctrl+P | e =D Report contents
Export » Compound Report... @ All results A& Separate report per data file
Exit Qualitative Method Report... O Only highlighted results
O Acquisition MethodReport...
Print repoart
121 Frint report A
14 Frinter name: |=Default> hd
051 [ Print preview
{ £} Method Explorer: Defaultm x ol
—_— Save report
=/ Chromatogram = 695 7 705 71 715 72 725 73 735 74 | ?
[] Sawve report as Excel file Save report as POF file

Integrate (MS)
Integrate (MS/MS)

i [ Method Editor: Analysis Report (%) Inside data file's reports subdirectory

Smooth P @ v 4 | (1) -] Method Ttems~ | (2 G () At specified directory:
Exclude Mass(es) User chromatograms | | ’ ]
Calculate Signal-to-M | Show user chromatograms ) i
Flediele signarieTase o I report file already exists
Define Chromatograms ‘nfith peak tables ] o
; ; O Owerwrite existing report
= Spect [] Wiith signal to noise results
(*) Auto-generate new report file name

Extract (MS) r-9 User spectra
Exctract (MSIMS) Show user spectra
- ” \ifith peak tables oK ] [ Cancel

[] \wfith library spectrum
Analysis Report

[] \wiith difference spectrum
Compound Report
Commen Reporting Options Compounds
File Open Actions Show compound chromatograms
Extraction Data Format [ With peak tables

Show compound spectra

Find Compounds L

\fith peak tables

Identify Compounds
Compound Automation Steps

[ €

MassHunter Webinar Series
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Common Reporting Options

: 5 Method Explorer: testm X Excel Based Reporting

=l Reports .
_ Uses xltx files
Analysis Report n
Compound Report . a o 0
Cormon Repaing Oios | Tip: Review Common Reporting Options first.
Find Compounds E
: [E] Method Editor: Common Reporting Options x ! [ Method Editor: Common Reporting Options x
: (¥} Print Analysis Report ~| {3} | #0 ~ (% - | MethodItems - | (5 3 : (#) Print Analysis Report ~| {2} | ) - (4 - | MethodItems ~ | (= (3
A Templates |Dptions| | A Templatesl Options |
General
@ Use Microsoft Excel® for reporting A Page orientation: @) Portrait @ Landscape
) Use PDF-based reporting Hide empty columns in tables

Show sample information

Report template folder
Peak table limits ({include all peaks unless limits are specified)
[O:\MassHunter'Report Templates'Gual\B.07.000en-U E Chromatogram pesks 10 largest peaks per table
Mass spectrum peaks 10 largest peaks per table
Report templates
Analysis report template Custom plot limits {autoscaled unless limits are specified)
[Mah-sisﬂeport:db( n ] [7] User chromatograms 2.000-10.000 min
Compound report template: [ Compound chromatograms min
[Compoundﬂeport:dbc v] I:I MS spect 100.0000-1200.0000 mi=
5 ra 00.0000-1200.0000
Qualitative method report template : [F] MSMS spectra miz
[Qual'rtati\re MethodReport xdbc - ]
[ Deconveluted spectra 15000.00-35000.00 Da
Acquisition method report template [F] UV spect Saraan
5 ra 240-330 nm
| AcaMethodReport rdic ~|

MassHunter Webinar Series
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Common Reporting Options

New to Qualitative Analysis
B.07.00 SP1

PDF Based Reporting

Uses xslt files

! [E Method Editor: Common Reporting Oplions

(P Print Analysis Report = | (3} | 3 » (4 - | MethodItems ~ | (2. (34

Templates | Options |

() Use Microsoft Excel® for reporting

@ Use PDF-based reporting

Report templates

Analysis report template -

| AnalysisReport xsh -
Compound report template:

[Compoundﬁeportxslt v]

Qualitative methed report template :
’Qualitativel‘v'le:thod Report xsh - l

Acquisition method report template
|AcqMethodReport rdic -

! [Z] Method Editor: Common Reporting Oplions

! (B} Print Analysis Report =| 3} | ¥ = (4 - | Method tems = | 5 (g

Templates | Options |

General
Page arientation: @ Portrait ) Landscape
Page size: ) A @ Letter

Show sample information
Peak table limits ({include all peaks unless limits are specified)
Chromatogram peaks 10
Mass spectrum peaks 10

Custom plot limits  (autescaled unless limits are specified)
10,000

[] User chromatograms 2.000-10.000

[ Compound chromatograms

[] MS spectra 100.0000-1200. 0000
[] MS/MS spectra

[] Deconveluted spectra 15000.00-35000.00
[ UV spectra 240-330

largest peaks per table

largest peaks per table

min

9832

nm

- Agilent Technologies
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Compound Report Options

: [Z Method Editor: Compound Report x
: (¥} Print Compound Report =/ (3} | &) = (& !
Compounds
Show compound table
: 5 Method Explorer- My GC Methodm X Sort by: | Retention time v
Chromatogram A Sort order: [lnu‘easjng = ]
Spectrum A [] Bxclude details for unidentified compounds
General Chromatograms
N [] Show user chromatogramis)

Show compound chromatogrami(s)
Analysis Report

[] Overlay compound chromatogrami(s)

Compound Report
Commaon Reporting Options Compound spectrum (MS)
| Show MS peak tabl
A [¥] Show MS spectrum ow V> pea &
[] Show predicted isctope match table
Find Compounds by Formula r-%
Show MS spectrum (zoomed in on special peaks)
¥ Identify C i
- Zoom padding: - 0.0 + 30.0 miz
Compound Automation Steps Civerlay predicted isctope distribution
Worklist Automation Compound spectrum (MS/MS)
Export Show MS/MS spectrum Show MS/MS peak table

Library search results
[] Show library spectrum [] Show difference spectrum

MassHunter Webinar Series
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Tools

Save Choose |
Open data results to defined Show all |.tems (relates to
files data files color Data Navigator)

T

P 3 %
Close data pyint 2 2 Linked
. o (o) . .
file Qualitative 55 ?Z Navigation
Analysis te
Report




Tools

Spectrum

| Identification

MS

_ Spectrum  Compound
Difference  pegk List  List Structure

Data Method Spectrum Results oo

Navigator Editor Preview
T
L L\

NIE) E AT

Results

]

J | IViewer

G @B HESe

| ] P
Method Chromatogram :_Qt?gration Peak
Explorer  Results IS

Spectrum
Results

Compound

Identification

Results Sample
MS Information
Actuals

Agilent Technologies




Saving Data Files and Opening Data Files

Save
Open data results to
files data files

Agilent Technologies




File Save Options -The Results File

} [k Method Explorer: Defaultm

Chromatogram

[+ Spectrum

: [ Method Editor: File Save Options X
PP | {3 | @ - | MethodTtems~ | (2 Ry

I-| General

File Open Actions

File Save Options

[+l Reports

Find Compounds

Find Compounds by Formula

Identify Compounds

Compound Automation Steps

Worklist Automation

[+l Export

Result save options

@ Save minimal set of results per file
(Recommended for performance)

() Save complete set of results per file

Default is
Save
Minimal.

: 24 Data Navigator

Soit by Datalgle

=) [¥] Pest - 200 - Scan.D
=[] User Chromatograms
<[]y, + TIC Scan
[, + EIC(205.9325) Scan
- ST
(=[] User Spectra

~[@uly + Sean (rt: 5.865 min)
[l + Sean (rt: 5.952 min)
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« Save minimal — only the compound level nodes are saved. No
spectra or compound chromatograms are saved. If you open
again, you will need to re-extract the complete result set.

« Save complete — all compound results are saved including
spectra and chromatograms.

 In this example, all the User Chromatograms, User Spectra and
Background Spectra are saved.
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The Results File

* The results file is saved within
the data file as QualResult.bin.

» A copy of the qualitative analysis
method is also saved.

* Only one results file and method
can be saved.

* The results file is easily loaded
with the data file.
« Complete data archival. |:|
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Let's take a few
moments for questions
on Reporting.

. . Up Next:

Demo on Reporting



Up Next:

Training Resources




Training Resources

Convenient Trainingy

Training resources that are available.  Ourteam of industry experts delivers 2

quality learning experience with a high
degree of flexibility to fit the needs of
your lab — in our classrooms, at your
site or online:

= Classroom Training — Introductory level
to in-depth, hands-on training for lab

hardware or software.

= Customized On-Site Training -
Effective learning environment designed
to achieve operational excellence and
employee development without the

need to travel.

= Online — From foundation to expert
offerings when and where you need it at

YOUr own pace
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Introducing Agilent University Agilent

UNIVERSITY

Upgraded customer experience:

» Search and find courses that meet
your interests and needs in the format
they require

Introduce new elLearning f—
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
instruments and software

* From new hires to the most seasoned
scientists
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Collaborate - Ask and answer questions.

Connect - Interact with other Agilent users.

Discover - Find relevant discussions, documents, and
videos

Share - contribute your insights
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Questions on today’s material...
Thank you for your attention.

MassHunter Qualitative Analysis
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