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MassHunter Qual - Configurable Software

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

« Many software features can be used by all data types but many are only
useful for a particular instrument type.

 MassHunter Qual MUST be configured to reduce complexity and hide
unneeded and potentially misused features.

« 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

r— Separation types Unit Mass (Q, QQQ)
(Check GC or LC) Accurate Mass

/ (TOF, QTOF)

Cenfigure for Workflow b

Window Layouts

Chromatoegram Display Opticns...

MS and MS/MS Spectra Display Options... Mark all of fhe following that apply to the data you wish to analyze /our choices control the tools
Deconvoluted Spectra Display Options... that are bled as well as the initial values for some parameterg/)n the default method.
Sepgphtion types Mass accuracy

Plot Line Definitions...

GC [] Other (for example, CE) Unit mass (@, GG
Table Text Settings...

[ LC [] Mone (for example, infusion) [] Accurate mass (TOF, G-TOF)
Message Box Opticns...

lonization type MS levels

Intermediate Report Files...

MS (any)
7] MSIMS (QQQ. Q-TOF)

El or other "hard” ionization technique

Cl, APCI, ESI, MALDI or other "soft™
ionization technique

Cempeound Label Configuraticon...

Mon-MS detectors

[ uv
[F] ADC

Cptional software features

[] Peptide Sequence Editor

Check Show Advanced e
Parameters —————>  [¥] Show advanced parameters

MS Levels: MS ok ][ cancel
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MassHunter Qualitative Analysis Workflows

Configuration | Tools Help

1 Configure for Workflow b General d
Window Layouts » BioConfirm Intact Protein
User Interface Configuration... BicConfirm High Mass Intact Protein

Chromatogram Display Options... BicCenfirm Small Cligonuclectides

MS and MS/MS Spectra Display Options... BicCenfirm Large Cligonuclectides

Deconveoluted Spectra Display Opticns... BioConfirm Protein Digest

UV Spectra Display Options... BioConfirm Synthetic Peptide

Plot Line Definitions... Chromatogram Peak Survey

T [ex e e Formula Cenfirmation and Sample Purnty

M5 Target Compound Screening

= Message Box Opticns...

Intermediate Report Files...

Compound Label Configuration... | Yo %E-

| o Minutes - |

Depends Upon Software Loaded and Configuration Selected

MassHunter Webinar Series
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Configure for Workflow

Configuration | Tools Help

Configure Far YWarkFlow

P

Window Layouks

User Inkerface Configuration. ..

Zhromatogram Display Options...

M5 and M5/MS Spectra Display Oplions. ..

Deconvoluted Spectra Display Options., ..

I Spectra Display Options, ..

General
Chromatogram Peak. Surwvey

Formula Confirmation and Sample Purity

M3 Target Compound Screening

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

Zompound Label Configuration. ..

Waorkflow Configuration

Qualtative Method

Al unsaved changes will be lost!

(7 Reload current method

@ Load workflow's default method (It includes parameter values adjusted
'@ for this workflow and it may include new report templats.)

Layout
i) Use current layout
I @ Load workflow's default layout I

Configuration Changes Graphics, Table, and Method Layouts.

Tip: Load workflow’s default method and default layout.

: Agilent Technologies
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Chromatogram Peak Survey Workflow

General

: [} Method Explorer: Default m

=I Chromatogram

Integrate (MS)

Integrate (MS/MS)
Integrate (LIV)

Smooth

Exclude Mass(es)
Calculate Signal-to-Moise
Define Chromatograms
Adjust Delay Time
Extraction Data Format

=l Spectrum

Extract (MS)

Extract (MS/MS)

Exctract (UV)

Deconvelute: Resclved |sotope

Extraction Data Format

-| General

File Open Actions
File Save Options

'+ Reports

'+ Find Compounds

Find Compounds by Formula

TIdentify Compounds

Compound Automation Steps

Worklist Automation

'+ Export

Modify settings
for
chromatogram.

Modify settings
for spectral
extraction.

Chromatogram Peak Survey

! [ Method Explorer: Defaultm

x

I Chromatogram Peak Survey Workflow

Previous Results
Chromatogram Extraction
Chrematogram Integration
Mass Spectrum Extraction
Spectrum Peak |dentification
Malecular Formula Generation
Database Search

Match Scoring

Analysis Report

Automation

Extraction Data Format

Chromatogram

[+ Spectrum

General

[t Reports

[+l Find Compounds

Find Compounds by Formula

Identify Compounds

Compound Automation Steps

Worklist Automation

[+ Export

: Agilent Technologies

Specified
= workflow
added.

MassHunter Webinar Series

7



MS Target Compound Screening Workflow

General MS Target Compound Screening Workflow

: Ek Method Explorer: Default m *

! =k Method Explorer: Screening Defaultm x
= MS Target Compound Screening Workflow

I-I Chromatogram

Imtegrate (MS)

Integrate (MS/MS) Extraction Data Format
Integrate (UV) Chromatograms

Smooth Mass Spectra

Exclude Mass(es] Find by Molecular Feature
Calculate Signal-to-Moise .
9 Find by Formula
Define Chromatograms

Adiust Delay Time Identify by Database Search

Extraction Data Format |dentify by Library Search

) Spectrum Identify by Formula Generation
Extract (MS) Match Scoring

Extract (MSIMS) Compound Report

Extract (UV) é Automation
Deconvolute: Resolved Isotope

) Chromatogram
Extraction Data Format

= General Spectrum

File Open Actions General
File Save Options

[+ Reports

|+ Reports

I+ Find Compounds
I+ Find Compounds

[# Find Compounds by Formula Find Compounds by Formula
[+ Identify Compounds Identify Compounds
Compound Automation Steps Compound Automation Steps

T -
1+ Worklist Automation ki ati

|+ Export

MassHunter Webinar Series
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Navigator View

Navigator View Chromatogram Results
I

Tolo s

|
v .

5 ] User Chvomatograms x102 71C Scan Pest-200- Sean®
TIC Sean 2
1
059 I
5 @ Pest-200-ScanD 0s: ‘
= V] User Chromatograms. 07
JEZPY - TIC Scan |
= [V] User Spectra 06
¥y + Scan (9.322-9.335 min)
Vil + Scmuesssm) 05
04
u !
: Uu | A W 'MJ ﬂ.& J J 'h NAM\ /l Jk
=] J“"\J ‘leb ILUM«MAJ"\N»JJAU{LA‘. i rIL./\J‘I | \J ‘u’u\./lv’\«w, U‘\ \.)WW*‘*\.MJ A UIJ r.\rw‘-A Sl A S
0
01
25 3 35 4 45 5 55 & 65 7 15 & 85 S 95 10 105 11 15 12 125 13 135 14 145 15 155 16 165 17 175 18 185 19 195 20 205 21 215
Counts (%) vs, Acquisition Time (min) -

L3149 - 04 | Method kems~ | 0 @y
Chromatogram data format

xw' ~Sun(93229335mn AS:ans)Psl 200- SeanD

© Centroid when available. otherwise Prokle 70 1250
Profile when available, otherwise Centroid 1
Centroid caly 08 3 Wi
1
Profile only 06 601
1570 1710 1850
Mass spectral data fomat 04 g1 970 1150 el
© Centroxd when available. ctherwise Profle o u H] h I uso L ’ l 1990 270
PO when Waatle; Ch e CUpkOC o |,| [ R |]| .|||I sl oath... wh l.l. 2200, Lt 229
) Cooweid oy X106+ Scan (16,858 mir) Pest - 200+ ScanD
Profle orly 4
14 11 a8
12 571
1
08
08 =81
m
04 12721 1
1 1881
02 1631 1831 - —. .
o h nil Ll il [ Jit. n|, \| i 90 2 BV 782 22 72 13 2953 392 W3 W73 W2 w3 95

Counts vs_Mass-!

Method Explorer

% 6 70 80 solﬂoﬂn|iodouo\éo1éo”1§o1éo1502602101502502402502%02’0290&03603103&0ﬂﬂoséoaéoaioaéoaéododododowﬁo

Method Editor

Agilent Technologies
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Data Navigator

The Data Navigator pane shows

the data files which are loaded into|

Qualitative Analysis.

The user can selectively display
the information associated with a
data file (i.e. chromatograms,
spectra, compounds) by
selecting/deselecting a checkbox.

In the top drop-down, the user can
choose to sort by Data File or Type
(i.e. User Chromatogram, etc.)

: o :
: i D ata M avigator

Sort by D ata File

= W M5-onlw.d
-- ¥ User Chromatograrns
- #-[¥ User Spectra
{ ] Background Spectra
¢ L[ Compounds
=¥ CallOng-5v.d
E||7 |zer Chromatograns:
- Ay RIEEED
=¥ User Spectra

S IR + Froduct lon [3.517 min) [121.18569 -> =

- %A D ata Navigator

¥ i + TIC Scan - MS-only.d

|lzer Spectra

W 1l + Scan (1,040 min] - M5 -only.d

ITlIN + Product lon [3.517 min] [121.18569 -> **] - Call0ng-
E ackground Spectra

_ompounds
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Compound Details View

Compound Detalils View
\

Compound List

Agilent MassHunter Qualitative Analysis B.08.00 - Default.m

File Edit View Find Identify Method Wizards Configuration Tools

Compound List

Help

A T =T IR, e I = 0 = W [ [ B =) = e

= Navigater View

BE Compound Details View

Automatically Show Columns | 3] || S S | 5 62 | @ @, | o,

e

oS

-8 Score™ W4 Mass W45 Avg Mass W8 Std Dev -5 Mass (DB) 78 Mass (MFG) ¥ = Diff (MFG, ppm) 7+ Diff (MFG, mDa) W& Base Peak T miz ¥ Polarity 78 MaxZ 75 MinZ 7

169.047

Label T3 CpdTH MName v Formula
Cpd 125: C3H10 N4 03 125 C3HION403 99.39| 1500753 150.122 0.0006 150.0753 023 0.03 151.0825| 151.0825 Positive 1
Cpd 15: iscamyl nitrite 15| isoamyl nitrite CEH1TNO2 99.18| 117.0788 117.2335 117.079 117.079 174 02 118.0861| 118.0861 Positive 1
Cpd 17: beta-Alanine 17 beta-Alanine C3IH7NO2 98.84| 895.0479 89.0778 89.0477 89.0477 -2.73 -0.24 90.0552| 90.0552 Positive 1
Cpd 69: Dimethylglycine 69 Dimethylglycine| C4HIND2 98.79| 103.0635 103.1025 103.0633 103.0633 -156 -0.16 104.0708 | 104.0708 Positive 1
Cpd 1: Proline| 1 Preline C5HI NO2 98.28| 1150835 115.1076 0.0002 115.0633 115.0633 -1.18 -0.14 116.0707 | 116.0707 Positive 1
Cpd 73: Quinolinic acid 73 Quinolinic acid C7H5 N O4 3815 167.022 167.0501 167.0213 167.0219 -0.53 -01 168.0232| 1680292 Positive 1
Cpd 27: CE H4 04 27| CEH404 9802 | 1400108 140.0708 140011 222 031 141.0179| 141.0178 Positive 1
Cpd 71: Xanthine 71 Hanthine C5H4 N4 02 97.82| 1520332 152.0895 152.0324 152.0334 064 o1 153.0407 | 152.0407 Positive 1
1

Cpd 76: alpha-Ketopantoic acid topantoic acid CEHI0 04
Best ¥ W4 Name w4 Formula 748 Score™ ¥ Mass W8 Mass (DB) W Mass (MFG) ¥ Diff (ppm) W45 Diff (sbs. ppm) 78 Diff (mDa) 78 RT 748 RT Available (DB) ¥+ RT (DB) ¥
|= | alpha-Ketopantoic acid | CEH10 04| 97.82| 146.0578| 146.0579 | 146.0579 | 0.42] 0.42| 0.06| 5892 |
|(‘ \ CJH6N4| 41 €1| 14em| | 1450592| 925| 925| 1.35 5892\ \
Label TR Cpdva Name ] Formula W Score™ W Mass W Avg Mass ¥R Std Dev ¥R Mass (DB) W+ Mass (MFG) ¥ = Diff (MFG. ppm) 7+ Diff (MFG. mDa) W+ Base Pesk ¥ miz TR Polarity V8 MaxZ ¥R MinZ 7
| Cpd 10: CIHI N O| 10| C3HINO| 97.78| 750688 75.0962 | 0.0003| | 75.0684 | -562| -042| 76.0761| 76.0761| Positive | 1]
J | Cpd 2: Vigabatrin | Ell Wigabatrin | CEH11NOZ| 97657| 1290791 1291302 0.0002] 125078 128079 131 017] 147.1126| 147.1126] Positive | 1] =
| " *

2 1[Fo] % % i1 =

Minutes

i~

Compoun
“LChromatogr
< Results

5.892
Cpd 7&: alpha-Ketopantoic acid

A [m ][] o2 5k
%104 |Cpd 76: alpha-Ketopantoic acid: +ESI MFE Spectrum (5.728-6.242 min) SynUrine_pos_01.d
& 169.0470
(IC6 H10 D4j=Ma)+
2]
2
ol |
%105 |Cpd 76: alpha-Ketopantoic acid: +ES| Scan (5.735-6 242 min. 46 Scans) SynUrine_pos_01.d
101.0602
&
2
24 I 227.0659 247.0420 493.1005 736.5422 922.0098
o ol [ul, | - .
50 100 150 200 250 300 350 400 450 500 600 650 700 750 800 850 300 350 1000
Counts vs_Mass-to-Char: mz]
x

No Fragment Spectrum available for this compound

Compound Fragmient Spectrum Results

4 47 44 45 48 5

52 54 56 58 6
Counts vs. Acquisition Time (min)

62 64 66 68 7 T2 74 76 78

v
Compound MS Spectrum Results
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Definitions

: % Data Navigator User Spectra are mass spectrum that the
ik el user creates.

=) [¥] Pest - 200 - Scan.D
=-[¥] User Chromatograms

..............................

- [[]] Background Spectra
=[] Compounds

e e Sean Compounds are generated by one of the
L g - 8196 2365 ) ‘Find by’ algorithms. Compounds are
""" [E) Matched Sequences generated by the software.
Assign Ranges to
Move to Background Spectrum User Spectra and Compounds are readily
|C|F‘f";“ff:“| | interchangeable through the context menu
S (right click on the User or Compound
Spectrum in the MS Spectrum Results
| Create Compound from Each Selected Spectrum | wind OW) .

Agilent Technologies




Expose or Hide Windows as Needed
Menu /Toolbar

Agilent MassHunter Qualitative Ana'ysis B.06.00 - Default.m =N = =
i File Edit Viethl'nd Identify Lpectra Chromatograms Method Wizards Actions Configurgifon Tools Help
) LE. Data Mavigator (ﬁ”@l@“@ﬂ-ﬂf L | _[A; alt ﬂ @| @ @5 B & [ B | Navigator View |EE Compound Details View
(A DataNi Method Explorer : /% Chromatogram Resulis »
Sort by Data §Z| Method Editor N TP 3|Qtzﬁ|'€|£l|ﬂ(} 1 'E.L&E|%3%-s??|ﬂ Minutes = [}
= [¥] pest-2
- Chromatogram Results x102 |+ TIC Sean pest-20ppm.D
E I Spectrum Preview 14 7.138 8772 9243 oo
""E MS Spectrum Results 08 il 591 P 7.81 719—2 :
Diff Result: 0.6 7828
E-I-H- ifference Results 2150 prg - o)
E J%- Deconvolution Mirror Plot 0.4+
[
0.2
[ A Integration Peak List . . ) 8338
E Al MS Spectrum Peak List 1
= 4 45 5 55 § 65 7 75 [ 25 3 95 10 105
E it M5 Spectrum Peak List 2 Counts (%) vs. Acquisition Time (min)
-
. @ MS Actuals @ Method Editor: Define Chromatograms x JlLH.SSpminlnﬂmulh x
- Compound List = - .
I—@ P EE@ Extract Defined Chromatogram = | (5} | #) » (4 FI I |Qf;ﬁ|f|ﬁ|{} 64 2 v||: -
= @ Compound Identification Results .
Bl o Defined chromatograms || x10% |+ Scan (4.121-4.200 min, 5 Scans) pest-20ppm.D -
= N 1K Spectrum Identification Results BPC {all) M5 (Cyclesummed) 14 369 |E|
& Structure Viewer " nad
Imtegrate (M
&: Sample Information 0.6
Integrate (G - - 0.4
Smooth Status Bar = 024 g1 9?‘-0 1300 464 55 218
Exclude Mad Linked Mavigation Chromatogram defiition ol Liw o den b b 2% Ll
- - 108 +5can (4.654-4713 min, 5 Scans) pest-20ppm.D
Calculate Signal-to-Noise Tz ] Integrate w -y
ype: |BPC - ] 125 -
extracted 1681
Define Chromatograms 14
= MS Chromat
Extraction Data Format romstogrEm |MVEHCEd | Bxcluded Masses| [ 0.75
. ~ 291
MS level: MS - Polarity: | Bath 0B 831 =
& General Scans: [.lelngle stage scan types v] 0. i ]l u .l i [ 2059
¥ Reports e e - 50 75 100 125 150 175 200 225 250 275 300 325 350 375 400 425 450
-+ | [Tl | 3 Counts vs. Mass-to-Charge (m/z) i
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Docking & Undocking Windows

Agilent MassHunter Qualitative Analysis B.08.00 - Default.m EI@
: File Edit View Find Identify Spectra Chromatograms Method Wizards Actions Cenfiguration Tools Help
i 2 dEe g aMEE - E[R][EB]E][ALRLL]# 4 ol e G @ B S | B[ Nevigator View | E Compound Details View
i 4 Data Navigator % ||i /\ Chromatogram Resulis - 4
Sort by Data File i |Ee ¢|Q¢#|Q|& ,;. ._&_&wag,%%g Minutes v | =
=[] pest-20ppm.D -
- [7] User Chromatograms b x102 |+ TIC Scan pest-20ppm.D
IR - TIC Scan 1 7138 g7 9243 1
User Spectra L 054 T 10519
MM+ Scan (4.181-4.200 min) T : 855
Wl + Scan (4.694-4.713 min) 0.6
1l + Scan (5.047-5.066 min) L 0.4+
Wl + Scan (5.391-5.410 min) 024 M | “
i + Scan (5.947-5.870 min) ' e 8.538
1l + Scan (5.994-8.027 min) 0 J
_hJ_h_[ + Scan [802.7'5050 min] T T T T T T ’ T T T T T
i + Scan (8.201-6.225 min) | — 4 e = = £5 = Lb E‘in) :
WL+ Scan (6.342-6.375 min) ﬁSpu:inlnle »
1l + Scan (6.686-6.71 4.0 i = Method Editor: Define Chron :
1 @lulu + Scan (5A52E77E min) = s P o 10 B HI|YAlD & 3
1 1 = (6 907-6 821 min " ||i (¥} Extract Defined Chromatog |ﬂ. RaN«
L — xdE:plnnr Default m x Defined chromatograms Scans) pest-20ppm.D
|- Chromatogram |« 23658
Integrate (MS)
Integrate (GC)
Smooth L 27a
- w2 Ui
Exclude Mass(es) Chromatogram definition
Calculate Signal-to-Neoise Type: [BF‘C ES:Ens] pest-20ppm.D
Diefine Chromatograms | / )
— M35 Chromat
Extraction Data Format A romatogram | duagocin —f= U7
. Py oG
Spectrum MS level: MS - Palarity: 05 63.1 "1‘1 my
= 025 48,
General Scans: [NI single stage scan types J . i IL a1l l 9059
| Reports T Ex a2 - 50 75 100 125 150 175 200 225 250 275 300 325 350 /5 400 425 450
=1+ | i | 3 Counts vs. Mass-to-Charge (m/z) i
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Restore Default Layout

m‘ Tools Help
Coenfigure for Workflow 3 e | a | Mavigator View
Window Laycuts r Leck Layout
User Interface Configuration... Restore Default Layout
Chromatogram Display Options... Load Layout..
MS and MS/MS Spectra Display Options... save Layout..

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

« Layouts can be locked.

Agilent Technologies




Restore Qual Setting

This may be a useful tool to restore the Qualitative Analysis settings
If a configuration problem is suspected.

| &4 Windows DVD Maker N |
52 Windows Fax and Scan W T a= |
€ Windows Media Center i l
@ Windows Media Player L Or DESktOp fOIder
& Windows Update Agilent
<A XPS Viewer .
. Accessories Documents ° o
J Agilent Pictures
. MassHunter Workstation
B PCDL Manager B.07.00 Music .
Qualitative Analysis B.07.00 Name
Quantitative Analysis (M5} Computer (& .dlcon Changer
Quantitative Analysis (QQQ) EI Isotope Distribution Calculator
Quantitative Analysis (Q-TOF) Control Panel Restore Qual Settings I

CQuantitative Analysis (TOF)
.. PCDL B.07.00 Tools Devices and Printers
1. Qualitative Analysis B.07.00 Tool
@ .dIcon Changer Default Programs

Isotope Distribution Calculat
Restore Qual Settings Ir Help and Support

4  Back

| Search programs and files 2 | E

- Agilent Technologies
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Specify Compound Label Configuration

Configuration i Tools Help

Coenfigure for Workflow 3 Compound Label Configuration
Window Layouts » Compound attributes to include in compound labels
i ] Byvailable Selected
User Interface Configuration...
Base Peak m/z Retention Time A
i ; Location Neutral Mass
Chromatogram Display Options.. Relative MFE volume percertage Formula

MS and MS/MS Spectra Display Options... Sequence Compound Name

Sequence Name
Deconveluted Spectra Display Cptions...

2]

> (-]
NV Spectra Display Options... E B

N

Flot Line Definitions...

Table Text Settings...

Message Box Cptions...

Label priority

Intermediate Report Files...
Include the compound number (always first)
@ Include the first selected attribute that has a value
Configuration > Compound Label
Configuration I

) Include all selected attributes that have values I

Tip: Select Include all selected
attributes that have values.

In this example, compounds shows
the compound number, RT,
compound and formula.

[+ [¥] Cpd 32: 18.463 Ronnel; CBHECI303PS

MassHunter Webinar Series
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Compounds Labels Display in Data Navigator

Sort by Data File

=[] Compounds
Cpd 13 1.020 163.0848; C7 H11 W3 02; C7 H11 N3 02; M{pai}-tethyl-L-histidine

Cpd14:1.033103.0936; CE H13N O
[+]Cpd 16: 1.068 161.1047; CF H1E N O3

[¥] Cpd 17

S 1114 1712.0586; C4 H7 N3 0; CA HY N3 0; Creatinine

Cpd 20: 1,146 115.0332; CEH1S N O
[#]Cpd 23: 1.193 85.0892; C5 H11 M

Cpd 24
Cpd 25

Cpd 26:

[¥] Cpd 27
[¥] Cpd 28
[¥] Cpd 29

:1.195 140.0531; C6 HE N2 02; CE HE M2 02; Ethylimidazole carboxylate
1281700687 CF H10 M2 03: CF H10 M2 03: 2.2.4-Trihpdrowpbenzylhpdrazide
(1232228104 C1I0HIENZ D4

21,278 143.0945: C7 H13 M 02: CY H13 H 02; Trparanal

- 1,318 137 0476 CY HY M 02; CFY HY M 02; 2-Pundylacetic acid

- 1.328175.0955; CE H13 M3 03; CE H13 N3 03; Citrulline

Cpd 30: 1.246 2021316; CIH1E N2 03; CIH1E N2 03; Alalle
Cpd 32: 1.420 85.0895; CEH1T N

[] Cpd 33
[] Cpd 34
[7] Cpd 35

Cpd 37 1.433 145.0357: C6 H11 N3 02: C5 H11 M3 02Z; 4-[diaminomethylideneaminolbutanoic acid

[#] Cpd 38
[#] Cpd 39
[#] Cpd 40
[7] Cpd 42

- 1.450 2031164; CI HI7 M 04; CI H17 M 04; L-Glutamic acid n-butyl ester
14641591267 CE H17Y W 02; CB H17 W 02; DL-2-Aminooctanoic acid
14T 211.0948: CA H123 W3 03: C3 H13 M3 03:; Zalcitabine

- 1.529 216.1468; C10 H20 M2 03; C10 H20 M2 03; val Wal

D TE13 268.1168; C11 H1E M4 04; C11 H1E M4 04; lzobutylglycine
- 1,623 244.0697; CI H12 N2 06; C9 H12 N2 0E; Uridine

- 1.646 192 0265; C6 HEB 07; CB HE O7F; 2, 3-Dioxogulonic acid

Cpd 43 1.647 137.9356; CE HZ2 04

[7] Cpd 44
[] Cpd 45
[] Cpd 46
[#] Cpd 47

- 1.648 174.0189; CE HE 06; Ck HE 06; Dehydroaszcarbic acid
- 1.655 180.0643; C7 HE M4 02; C7 HE N4 02; Theobramine

s 1.BE0 228.1470: C11 H20 M2 03;: C11 H20 W2 03: Leu Pro
S1EEY 2161223 CBEHIENA O3

Cpd 43 1.685 163.0844; C7 H11 M3 02: C7 H11 M3 02Z; M{pai]-k ethyl-L-hiztidine
Cpd 43 1.685141.0791; C7 H11 H 02; CF H11 N 02; Ethosusimide

Cpd 51: 1,775 129.0425; CEHY M 03; CE HY W 03; Pyraglutamic acid

Cpd52: 1.776 1581415, CEHI18 N2 O

: Agilent Technologies
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Open Data Files

Agilent MassHunter Qualitative Analysis B.06.00 - Default.m =n| Wl <
Em&iﬂ View Find Identify Spectra Chromatograms Method Wizards Actions Configuration Tools Help
i[5 OpenDatafile. cl-0 7|/ ¥ o | 2[R][B]E][A] R[] # & | A il B B @ @ 5 & | B [ Nevigatorview | BB Compound Detals View
_ﬁﬁ Refresh Data File ) X ||i /A Chromatogram Resulis »
R o ST
Close All \. Lookin: [l Pest =
=) Print 3 \‘ :J;pest-ﬂ.ﬂa)pm.D
Export ) p&ﬁ-ﬂ.ﬂEppm.D
Import Compound... Recent ltems ::i ;.:ﬂmg
g o €
Documeris |+ Pe% 1m0 o : :
€ Pl oom o) Select multiple files at once for
£ 1! pest-20ppm.D e . o
Dookop |k Cumnesuls — Dbatch analysis, then click Open.
Co;i';uter ‘
Q File name:  "pest-0.05ppm.D" "pest-0.1ppm.D" "pest-0.2ppm D" "
| Netweork Files of type: |Data Files ("d) -] [ Cancel |
} [Ek Method Explorer: Defaultm x j . r T 1 .
—— - N If Load result data is checked, the
i ‘ Sompe Nare: qualitative data manipulations previously
@ Use current method ser Name - o
S | ijss] saved will be loaded.
Exclude Mass(es) [] Load result data Samrg ) ] I
Calculate Signal-to-Meise _ . M . -
Define Cromstograms | ) e e T If Run ‘File Open’ actions from
Extraction Data Format -
o \ selected method is checked,
Exract (M5) A= T automated processing is performed.

If neither Load result data or Run ‘File Open’ actions from selected method is
checked, then a TIC is automatically extracted from the data files.

MassHunter Webinar Series
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Tip

Every time a data file is loaded see 2 TICs.

Agilent MassHunter Qualitative Analysis B.07.00 - Defaultm =R =

! File Edit View Find Identify Spectra Chromatograms Method Wizards Actions Configuration Tools Help

3Ed0g a-FEE - [ER]EE ARk )5 b GG s f[E ] [
x:

: " Data Navigator : /\ Chromatogram Resulis X
Sot by Data Fie lia e t1QE@IC[HAl0c 3 v [e]L A K ER]% % H = !
B[] AdditiveMix0001 d
9.. User Chromatograms %108 +ESI TIC Scan Frag=155.00 AdditiveMix0001.d
@\ +TIC Scan 1 1
SNty + TIC Scan 51
-] User Spectra
-] Background Spectra
-] Compounds 0-
----- [F] Matched Sequences 108 |+ESI TIC Scan Frag=155.0V AdditiveMix0001 d
1 1
e
04

1 2 3 4 5 6 7 8 9 1 11 12 13 14 15 16 17 18 19 20
Counts vs. Acquisition Time (min)
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Refresh Data File

iAg‘_lent MassHunter Qualitative Anal

Feature is useful when it is desired to
view data as the data file is being

ﬂm T Fmd———menw 2l acquired.
@ Open Data File... Ctrl+0
B2 Refresh Data File Initially use Open Data File as normal to
Gl Save Results e | view data file being acquired.
ﬁ" Close Data File
Close Al Then use Refresh Data File to update
4| Print b the view and add the most recently
N Eion , 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
=N W= SnapShot.

Agilent Technologies




Let's take a moment
for chat questions on

: Configuration and

: . Layouts.

Up Next:
Qualitative Methods



Demo on
Configuration and
Layouts.




Qualitative Analysis Methods

Agilent MassHunter Qualitative Analysis B.06.00 - Default.m

i File Edit View Find Identify Spectra Chromatograms | Method iWizards Actions Configuration Tools Help
RN 4o @[[E open.. Cuishift=0 | s (| G @[] & | B I[B Nevigator View | B Compound Detals View
: P4 Data Navigator w |3 Save Ctrl+Shift+S k
Sort by Data Fil - Save As..
v i fie | €] 8 Open Method
=[] Pest - 200 - Scan.D Print Qualitative Method Report...
=[] User Chromatograms . | [7
[Fal¥Y -+ TIC Scan Print Acquisition Methed Report... Lookin: | [ B.05.00 J
E E_S.S;?ES:t:Ec; cire Method Explorer J, BioConfimIntact Protein-Defautt.m
D Pi‘ﬂ’f;:z: SpectE Method Editor 7 4! BioCorfimmintact ProteinHighMass-Default m
o B ;‘:1;t’||:';" ;”L‘I’"" 5 i Py BioConfimOligonuclectide Large-Default. m
T 124 e 4 BioCorfimOligonuclectide Small-Default m
114 4 BioConfimmProteinDigest-Default m
: 41 BioCorfirmSynthetic Peptide-Defautt. m
) . ™ ChromPeak Survey-Default. m
Documents  |= ’
05 e
0.8 = ./ GC_QTOFm
[ . Metabolomics-Default.m
07 : sl
] Desktop i mh_text.m
064 Py SamplePurity-Defautt.m
0.54 e 4 Screening-Defautt m
- _— dtestm
] Computer
0.3
02 (4} File name:  Defautm .
0.1
Network Files of type: | Method Files (*m) -] [ Cancel ]
o4
25 3 35 4 45 Help 125 13 135 14 145
Time (min)
[\ Chromatogram Results | (F Spectrum ldentification Results |
i [E% Method Explorer- Defaultm ||} Ef Method Editor: Search Unit Mass Library x ||: 1lL MS Spectrum Resulis
[ 7 Chramatameam i (») Search Library for Compounds = | {3} | ) - (4 -| Methodltems - | (= 3§ P2 et QR C kAl 4 mlleE L% %

Qualitative Analysis Methods are stored in a .M folder.
Many application & instrument specific methods, generally use Default.m.

Default.M is read-only, after editing “Save As” to a customized method.

MassHunter Webinar Series
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What is a Method? Unified Method Concept

Agilent MassHunter Qualitative Analysis B.06.00 - Default.m

i File Edit View Find Identify Spectra Chromatograms

Methadin'zards Actions Configuration Tools Help

i & @5&, | B ||EH Navigator View |BE Compound Details View

e e W Bl 9o @[[E open. Curl+Shift=0 |

§ %A Data Navigat w |3 Save Ctrl+Shift+5 k

Sort by Data File h Save As.. | £ Open Method
= Ho

(=) [¥] Pest - 200 - Scan.D
[H[¥] User Chromatograms

S iT - T1C Scan

+-[] User Spectra

Print Qualitative Method Report...
Print Acquisition Methed Report...

Method Explorer
Method Editor \Q

Look in: | 0

B.06.00

-l O[3 [+

J, BioConfimIntact Protein-Defautt.m
4! BioCorfimmintact ProteinHighMass-Default m
Py BioConfimOligonuclectide Large-Default. m

} [Ek Method Explorer: Defaultm

| # Chromatoaram

Qualitative Analysis 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.

Y. Agilent Technologies

124 Fizzerilizns J, BioConfimOligonuclectide Small-Defautt. m
114 . BioConfirmProteinDigest-Default. m
1 41 BioCorfirmSynthetic Peptide-Defautt. m
) . ™ ChromPeak Survey-Default. m
ol

031 Pocuments |14 EEPY

0.8 = ./ GC_QTOFm

5 L[_a 4 Metabolomics-Default m

] Desktop i mh_textm

064 Py SamplePurity-Defautt.m

0.5 —_ 4 Screening-Defautt m

04 = dtestm

“ Computer

0.3

02 Q Filename:  Defautm -

0.1

Network Files of type: | Method Files (*m) -] [ Cancel ]
0
75 3 35 4 45 Help 25 13 135 14 145
Time (min)

[\ Chromatogram Results | (F Spectrum ldentification Results |
} [2 Method Editor: Search Unit Mass Library x || ]I MS Spectrum Resulis
: (V) Search Library for Compounds ~| (3} | ¥ - 4 | Methodltems ~ | (2. [ et QR CNAlD & 4 mleE L% %

MassHunter Webinar Series
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Method Explorer T x

Integrate (M5)
Integrate (GC)
Smooth

Acts as a table of contents for the method. Exclude Mass(es)

Calculate Signal-to-Moise

Define Chromatograms

Items in Method Explorer automatically Exracton Dota Format
display related Method Editor features. =k
Extract (MS)
Items are dynamic and controlled by the * General
User Configuration and Workflow setting. fﬂ':""“': :

Compound Report
Commaon Reporting Cptions

= Find Compounds

Find by Chromatogram Deconvolution
Find by Integration

Find Compounds by Formula
= Identify Compounds
Search Unit Mass Library

Combine |dentification Results

Compound Automation Steps

I+ Worklist Automation

[+ Export

Agilent Technologies




Method Editor

Display and Edit sections of the Method.

Tabs within the Method Editor further
organize method parameters.

 [Z Method Editor: Integrate (MS)

: () Integrate Chromatog

ram ~| 74| 9 - 04 | Method ltems - | (2 (34
Intearator | Suitability | Peak Fiters | Resuls |

| Agile :

The “Run” icon executes the function |
associated with this part of the method

: [Z Method Editor: Integrate (MS) x
(¥} Integrate Chromatogram ~fl (3} | @) = (4 - | Methodltems -~ | (2 (3§
ntegrator | Suitability | Peak Fiters | Results

Integrator selection

| Agile

-] A

In some cases the “Run” icon can have

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

Integrate Chromatogram

Method Items ~ | (= 135
Integrate and Extract Peak Spectra

.~ Agilent Technologies
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Relationship Between Action and Method Ed|tor

. Agilent MassHunter Qualitative Analysis B.06.00 - Default.m

I File Edit View Find Identify Spectra| Chromatograms iMElhod Wizards Actions Conpdi elp
(3850 B I AR BI[Y ] etrect Pesk spectrum M & | & |[[E Navigator View | B Compound Details View
i 24 Data Navigator % || Extract Chromatograms... k »
Sort by Data Fils ~ || Extract Defined Chromatograms o 4 M= Minutes = (s
7 Use Highlighted Chromatograms 3
Integrate Chromatogram 4 | Entire Chromatogram 1
Extract MS Spectrum
Integrate and Extract Peak Spectra 3 | Chver SEIrSlEd Ranges | 8772
Extract MS Spectrum to Background . .
Smooth Chromatogram nght Click Menu
Subtract Any Chromatogram Eame Pl asim
Calculate Signal-to-Moise 3 e =
Extract Defined Chromatograms
% SetAnchor
Use Highlighted Chromatograms 3
Clear Anchor
Integrate Chromatogram 4 | Entire Chromatogram
Copy to User Chromatograms
Integrate and Extract Peak Spectra 3 Cwver Selected Ra
H Clear Results = k- | s nges[\J
Smooth Chromatogram
0.5
}-\ J L Subtract Any Chromatogram 2947
0 - - - - - 2 - - - - Calculate Signal-to-MNoise 3 : - - - - - —
52 54 56 58 1 62 64 66 68 7 86 88 9 592 54 96 58
Col [é; Integration Peak List
< [Tl | r /\, Chromatogram Results |_IJ§ R Butt Adjust Peak Threshold
E - un sutton =
} [Ek Method Explorer- Defaultm % ||} [Z7 Method Editor: Integrate (MS) = =leqf Set Anchor i b
I~ Chromatogram = i [#) Integrate Chromatogram || (3} | ) = 04 - | MetrodItems ~ | 0= % Clear Anchor
Assign Ranges to *log
|Imegrate (M) | Integrate and Extract Peak Spectra o ’ ~ U :
Integrate (GC) ol Copy to User Chromatograms
- ¥ Clear Resul 1882
Smooth ear Results
Exclude Mass(es) 2 Delete
Calculate Signal-to-Moise = L ¥ Delete Peak
Define Chromatograms Q Unzoom
Extraction Data Format Assign Random Colors
Spectrum d%  Choose Defined Color 3 121
General 23| Copy to Clipboard Ctrl+C
Reports [ = Print..
Export... -
& 126.1 | 770 ‘
¥ Find Compounds oJ T i 0l ol S il I il
i Find Compounds by Formula = 30 40 50 60 70 & %0 100 1i0 120 130 140 150 180 190
IR LI} > Counts vs. Mass-to-Charge (miz)

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

! [E Method Explorer: Defaultm x ||} [EF Method Editor: Define Chromatograms x |
= Chromatogram *||i (¥} Extract Defined Chromategram = | ¢34 | ¥ + (4 -
Integrate (MS) Defined chromatograms
Integrate (GC) EIC (31.0 m/z) M5 (Cycle-summed) A
o By e
Exclude Mass(es) [
Calculate Signal-to-Noise
- Chromatogram definition
Extraction Data Format = S ’El[: v] |:| ErEmrier
= ) extracted
Spectrum
N Advanced
—— 5 Gromsegon]| ) Abvrced [ Bcos s
Extraction Data Format Fragmentor:  Any - lomzation:
= General Collision energy: Any
File Open Actions Single m/z expansion for this chromatogram
File Save Options Symmetric: {m/z) - + 5 - ﬁ
Reports M
Compensation Field: - Dispersion Field: -
Find Compounds (1] = Any = Any
Find Compounds by Formula (1]

Agilent Technologies

A

When you make a change to the
current method the change is
marked. In addition, all other
functions that are affected by this
change will be marked. Save the
method to remove the icon.

N

An invalid value has been
entered into a field. The field
will reset to the last valid value it

contained.

Additional information is required.
The error must be fixed before the
algorithm will execute.

MassHunter Webinar Series
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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
— Qverlay / List mode
— Anchoring

Agilent Technologies




Define Chromatograms

Agilent MassHunter Qualitative Analysis B.06.00 - Default.m [l =]

i File Edit View Find Identify Spectra Chromatograms Method Wizards Actions Configuration Tools Help
i3 e a-VEE 9o R[] [B]E][A] R # 4 A ok B B @ @ 2 & | B [F Nevigator View |F Compound Detals View

i %4 Data Navigator % || /% Chromatogram Results x
Sort by Deta Fle 2ot Q@@ C[%la0c 4 A 7 % [%)] % |

= User Chromatograms u + TIC Scan pest-0.05ppm.D

o ] T I D A Y s
round Specira N I .

- + TIC Scan pest-0.1ppm.D
= [¥] pest-0.1ppm.D 144

1
= [¥] User Chromatograms
Fa¥Y + TIC Scan
- 04

+ TIC Scan pest-0.2ppm.D

co 1 1
14
User Chromatograms o

L s Minutes =

»

m

v BRI
~[] User Spectra %102 |+ TIC Scan pest-10ppm.D
- [] Background Spectra 14+ ;
unds | 4 U
d Sequences JL Jt
, N B | W ol J I
4 45 5 55 3 65 7 75 2 25 3 95 10 105
- Counts (%) vs. Acguisition Time (min)
: [Z: Method Explorer: Defaultm % ||} £ Method Editor: Define Chromatograms % ||} 1]I MS Spectrum Resulis x
I=I Chromatogram Il @ Extract Defined Chromatogram -| ﬁ| ¥) ~ (4 | Method Items ~ | = P A e L Q fé|‘££|ﬁ|9 6 2 vl!
Integrate (MS) Defined chromatograms :
Integrate (GC) = BPC (@} MS (Cycle-summed) Can DI S p I ay :

Smooth -

Exclude Mass(es) il Chonoe 3 TO F Dat a.
Calculate Signal-to-Noise Detete QTO F D at a
| | 4

LETE T grams Chromatogram definition

Extraction Data Format s [EF’C v] m Integrate when QQQ Data

extracted
iseecinan N Nata
Extract (MS) | M5 Chromatogram | Advanced | Excluded Massesl O\J Data
T3
Sz e e - e — - S
E . .Y ! =+ ., I I\ I A a,ta

Data Loaded & Displayed FID Data

MassHunter Webinar Series

Agilent Technologies




Extract Chromatogram

Agilent MassHunter Qualitative Analysis B.06.00 - Default.m

i File Edit View Find Identify Spectra Chromatograms Method Wizards Actions Configuration Tools Help

g ede g aVEE Y- 2R [EBE] AR M S Lok B GG S S | B [F Nevigator View |EJ Compound Details View

: 24 Data Navigator x ||i /% Chromatogram Results *
Sor by Data File e e QB C S D 4 cI[e]E A K B[%]|% B S Minutes =
B[] pest-0.05ppm.D -
E}-[#] User Chromatograms |_| +TIC Sean pest-0.1ppm.D
a s

i,

-[F] User Spectra Assign Random Colors

[ Background Spe &y Choose Defined Color ‘ »
-] Cempounds
----- [] Matched Seguen Show »
=[] pest-0.1ppm.D Hide , | TIC Scan pest-0.2ppm.D
= [¥] User Chromatogr|
=[] + TIC Seq Expand Rows Extract Chromatograms
- [[] User Spectra
0 round Spe Extract Peak Spectrum List of opened data files
~[E] Compounds Extract Chromatograms.. Pest0GomD ]
""" [E] Matched Sequen - { | pest-0.1ppm.D Type: [EIC - Integrate when
- [¥] pest-0.2ppm.D Extract Defined Chromatograms TIC Scan pest-1 pest-0.Zppm.D ¥PE [ ]A ] extracted
I=I+[¥] User Chromatogr Use Highlighted Chromatograms 3 pest-10ppm.D A M5 Chromatogram |A.dvanced I Ecchuied Massesl

[ + TIC Sez

-[F] User Spectra Integrate Chromatogram f MS level: Polarity: A
[C]] Background Spe Integrate and Extract Peak Spectra
nds 3 Scans: [A" scan types ’]
..... [E] Matched Sequen Subtract Any Chromatogram
(o] i A 10 o i " By
: = Smooth Chromatogram miz cf interest el
i [Ef Method Explorer: Def d Editor: Extrag .
Calculate Signal-to-Moise mEEEE; 91.1]
= Chromatogram | ) - fu -]
\f Set Anchor
Integrate (MS) Clear Anchor ram data format [] Merge multiple masses into one chromatogram
Integrate (GC) d when availably
R Clear Results
Smooth when available,
)( Delete [ o J ’ el ]
Exclude Mass(es) — wemreid only Il T

List of Chromatogram types is determined by data in file.

MassHunter Webinar Series
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Selecting Chromatograms for Display

Agilent MassHunter Qualitative Analysis 8.06.00 - Default.m o || = || E2

i File Edit View Find Identify Spectra Chromatograms Method Wizards Actions Configuration Tools Help
Mavigator View EH Compound Details View

(s 2l B S a-VEE e - R RE ]| [Alaln] b 4 A G e Glke &l

i 2 Data Navigator % ||} /% Chromatogram Resulis ‘
Sort by Data e 2o 3@ C[xaoc s A2 [B]% R B e Minues =)
=- AMES-SIMSCAN.D
%107 +TIC M5(1) FAMES-SIMSCAN.D -
1.54 1|2
14
+ S5IM(2359.0) SIM 2
+ SIM(270.0) SIM 0.5 5
+SIM(271.0) 5IM o) F Y
+ SIM(227.0) SIM
+5IM{233.0) SIM x104 |+ SIM(227.0) SIM FAMES-SIMSCAN.D L
+ SIM(270.0) SIM 754 1]z
+ SIM(271.0) SIM :
LE
2.5
0 AN
x104 |+ SIM(235.0) SIM FAMES-SIMSCAN.D
Agilent MassHunter Qualitative Analysis B.06.00 - Default.m EI@
i File Edit View Find Identify Spectra Chromatograms Method Wizards Actions Cenfigurstion Tools Help
21 i3S d e MEE 9 LR [B]F] AL 4] A s B G S [0 & | B I[EH Navigator View | B Compound Details View
i % Data Navigator % ||} /\ Chromalogram Resuils *
0 . ; o
W5 6 15 stblEafe iz o ti0 B2 E]alo e - [e]h A& SR % % B v a
=-[7] FAMES-SIMSCAN.D
= . %104 [+ SIM(227.0) SIM FAMES-SIMSCAN D Sl
— Ac gram Resuls | 1 Sp ] 12
54
+SIM(270.0) SIM 25 =
+SIM(271.0) SIM ol
+ SIM(227.0) SIM

+5IM(235.0) SIM *x104 [+ SIM{228.0) SIM FAMES-SIMSCAN.D
+SIM{270.0) SIM

+ SIM(271.0) SIM

x104 [+ SIM(270.0) SIM FAMES-SIMSCAN.D

145 15 155 16 165 17 175 18 185 19 195 20 205 21 215 22 225 23 235 24 245 25 255 26 265 27 275 28 285 29 295
Counts vs. Acquisition Time (min) =

Ao Results | 1§ Spectrum Identification Results |

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

MassHunter Webinar Series

Agilent Technologies




Specify Number of Chromatograms Displayed

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

i 2 Data Navigator X ||} /A Chromatogram Resulis x
Sort by Data Fie iz o Q@ C[ka o LA O 2 [B] % Be B m Minues -l
= [7] FAMES-SIM.D ~
EH[¥] User Chromatograms b x103 |+ TIC SIM FAMES-SIM.D Maximum number of list panes |
My + TIC SIM ~ 1|2 /\:r_}\_ 34 f\ 4|5 5|s-
- [@], + SIM(227.0) SIM 0
<[ + SIM{233.0) SIM %104 +SIM{227.0) SIM FAMES-SIM.D
[Z]fyy + SIM(270.0) SIM 12 ol al als 5l6
[+ SIMZTID) SIM |2 n | j\ |< 2|2 3 |
- [E#w, + SIM[255.0) SIM .
[l + SIM267.0) S %104 +SIM(239.0) SIM FAMES-SIM.D
- [Ef, + SIM{298.0) SIM 12 23 3 45 5)8
= Sl o ﬂJ /\ |
L %104+ SIM{270.0) SIM FAMES-SIM.D
5 Chromatograms | N 12 313 o 45 5|s.
Selected 0
%104 +SIM{271.0) SIM FAMES-SIM.D
[0/ + SIM294.0) SIM ] N 12 23 34 4ls 5
[ + SIM(235.0) SIM e
[\ + SIM236.0) SIM 145 15 155 16 165 17 175 18 185 19 195 20 205 21 215 22 235 23 235 24 245 25 255 26 265 27 275 28 285 29 295
- [F +c;||l.1|:"cp.f'.-| <1 i Counts vs. Acquisition Time (min)
: % Data Navigaior x || /\ Chromatogram Resuiis x
Sot by Data Fie 2o s QB C[Ha 0 3 - L £ 2 %] % % B S Minues =)
= [¥] FAMES-SIM.D A B
- [f] User Chromatograms —|| %105 |+TIC SIMFAMES-SIM.D -
@ 47 12 212 34 45 5[5
P, + SIM227.0) SIM 2l
[Z] + SIM{238.0) SIM f'\
[@] + SIM{270.0) SIM 0 A\
"\‘“S'M‘m'mim = %104+ SIM{227.0) SIM FAMES-SIM.D 3
- 1]2 203 a4 45 5[
R4
| " E
5 Chromatograms 104 +5IM(239.0) SIM FAMES-SIM.D
Selected Scroll bar appears when there are more selected
29 chromatograms than can be displayed
O, + SIM[234.0) SIM o
[ + SIM(295.0) SIM —_——— ——————————— —
1/ + SIM(36.0) SN 145 15 155 16 165 17 175 13 185 19 195 20 205 21 215 22 235 23 235 24 245 25 255 26 265 27 275 ‘/zﬁ 73 295
i + SIMOE 01 S - Counts vs. Acquisition Time (min) =
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Overlay vs. List Mode Chromatograms

i /\ Chromatogram Resuits g x
oo to@udEaod s - A 7k 2[R % %o Bl = vinutes e

%103 |+TIC SIM FAMES-SIM.D
List mode :

3 3l 45 5|6
0 ™\ Al J\

x104 +5IM{227.0) SIM FAMES-SIM.D

List G \ |
(Separated) B ——

104 +5IM{270.0) S5IM FAMES-SIM.D

=
o
\Pf‘»

]
[
W
[

r~

.
]
en
)

]
[
W
[

r=

-
o
en
=

=1
]
[
w
w
=
.
o
o
=

x104 +5IM{271.0) SIM FAMES-SIM.D

]
[
)
[

=

.
]
en
)

145 15 155 16 165 17 175 18 185 13 195 20 205 21 215 22 235 23 235 24 245 25 255 25 265 27 275 28 285 29 295
Counts vs. Acquisition Time (min)

2ot QREY

x103 |+ TIC SIM FAMES-SIM.D .
1 Overlaid mode

3.8
364
344
324

Overlaid b

Minutes - =

]
W
]

=

b
o
en
Ex)

: A A

145 15 155 16 165 17 175 18 185 13 195 20 205 21 215 22 235 23 235 24 245 25 255 26 265 27 275 28 285 29 295
Counts vs. Acquisition Time (min)
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Anchoring ¥

Agilent MassHunter Qualitative Analysis B.06.00 - Default.m [ = | ==

i File Edit View Find Identify Spectra Chromatograms Method Wizards Actions Ceonfiguration Tools Help

iz 2B S AV E 9 PR [B]E][A] @] # 4 Aol e R @S @ | B[ Nevigator View | B Compound Details View

E" -2 Data Navigator » ﬁmmm b4
Sort by Data File e ot .m. O G 3 rl[W]E A g 2B % B B Minues =)
= [7] FAMES-SIM.D A .
5 [7] User Chromatograms | xi05 +TIC SIMFAMES-SIM.D
[, + TIC SIM 4@ | 23 34 A i‘5 5|6
[, + SIM[227.0) SIM 0
[, + SIM239.0) SIM
3 m :g:mgﬁg g:: ) %104 + SIM{296.0) SIM FAMES-SIM D
~[@f, +SIM[2550) SIM | 12 sl R- 2l a5 56
[/, + SIM(267.0) SIM 0 | |
@/, + SIMZS8.0) SIM 105 +SIM{282.0) SIM FAMES-SIM.D
[, + SIM[264.0) SIM x105 + : :
S e Scroll through other chromatogr 45 o )
<[ + SIMSE0) SIM 0 3
s - :

5 . L ; 0] SIM FAMES-SIM.D
Agllent MassHunter Qualitative Analysis E.r ) b o3 2la A als e

! File Edit View Find Identify Spectra
15 155 16 165 17 175 18 185 19 195 20 205 21 215 22 235 23 235 24 245 25 255 25 265 27 275 28 285 23 285

=22 d s |I ' ' ' ' ' fe e ' ' ' ' ' ' -
! ZA Data Navigator X

Sot by Data Fie -} Setting an anchor keeps the anchored

=) [#F] FAMES-SIM.D . .
& {7 User Chomstogans - chromatogram displayed at all times.
B EEEIY

[y + SIM{227.0) SIM
[ + SIM(239.0) SIM

- 2w - SM2T00) S Only one Chromatogram can be anchored at a time.

ol |

The anchor can be set and cleared Set Anchor
from the context menu. Clear Anchor

MassHunter Webinar Series
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Fi\ Edit View Find Identify Chromatograms Spectra Method Wizards Actions Configuration Tools Help

iBEEBESa-FEE - Pa[E s [AlR]h A bR EEHR &

: 28 Data Navigalor x [[i /A Chromatogram Resuits

Sort by Data File 2o tlaB ¥ C[Saloc 1ol E A % E[B]% K B S Mies xl3

B ] Right-click and drag over the desired area
! or right- C|ICk In the aX|s and drag to zoom.

0.8 8 [+EI TIC Scan Pest- 200 - Scan.D

. o
07 754
o0& 54
05 254
0.4 1
0.3 7
024 1
014 “ ]
o . ‘ ! ! - ! |
3 4 5 [ 7 [ 5

1 L

0754 i
0.5

Autoscale 66 68 7 72 74 76 78 & 82 B4 86 88 9 92 94 96 98 10 102 104 106 W8 1 12 ||
Counts vs. Acguisition Time {min) -

/1\ \ Normalization Scale to largest in Each
| 2 o 31Q 3 (%] % % %e—"_ over Selected Range

— Scale to largest in Each

x107 [+EI TIC Scan Pest - 200 - Scan.D

Unzoom _
(multiple levels) Scale to largest in All

Linked Y-axis Scale Off
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Chromatogram Display Options

Configuration hTouIs Help

Configure for Workflow
Window Layouts

User Interface Configuration...

Chromatogram Display Opticns...

Deconvoluted Spectra Display Opticns...

M5 and Ma/W5 Spectra Display Uptions...

Plot Line Definitions...

Table Text Settings...

Message Box Options...
Intermediate Report Files...
Compound Label Configuration...

L3

Main Menu

Within Display

Chrormatogram Display Options

Chromatogram |Cnn1mnr1 I Color Options

Retention time units:

Digits after the decimal:

Maximum number of panes:

Plot lines:

Pezk labels:

Plot titles:

Integration results:

Peak highlighting:
Time segment markers:

SR results:

@ Minutes ™) Seconds ) Scans
3 (Retention time values)
4=
[Culnr onhy v]
[F{etentinn Time v] @iﬂiﬂ“ﬂiﬂ& |

Label top plot anly

[T] Allow everlap with other labels

MNone
Zero based start index of peak
Zero based end index of peak

[] Expanded (with ionization, fragmentor vol

Highlight flag
0

t Height
Height Percent

Momalized Height Percent B

Peak fill | Translucent

v] [ Maimum Abundance

[7] Peak end markers

Retention Time
[ Area
Area Percert

Area Sum Percent

Arrow Lines Base Peak m/z

Compound Label =
i) @ Li Compound Number
© None - e Signalto-Noise

Width =
Show in title Bold noise regi Full width at half madmum in minutes

| Ok || Cancel || Default

Customize Appearance of Chromatograms
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Let's take a moment
for questions on

: Chromatogram Display

s - Options.

Up Next:

Chromatogram Functions



Let’s take a moment
for a demo on
Chromatogram Display
Options.

Up Next:

Chromatogram Functions



Chromatogram Functions

—! Chromatogram

Integrate (M) Identify chromatographic peaks
Integrate (GC) for further analysis.

Smooth
Exclude Mass(es) — Exclude certain masses when depicting chromatograms.

Calculate Signal-to-Noise

Define Chromatograms ——  EXtract chromatograms.
Extraction Data Format

%% Agilent Technologies




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?

: : 0
| [5 Method Explorer Defaultm X ||} [= Method Editor: Extraction Data Format X _ Profile MS data
" Chromatogram “lE 00 | & | @ -4 - MethodItems - | (2 3§ %80 3004
Integrate (MS) Chromatogram data format E B
Integrate (GC) @ Centroid when available, otherwise Profile £
Smooth Bl © Profile when available, otherwise Centroid g (2013
Exclude Mass(es) () Centroid only ]
Calculate Signal-to-Naise ) Profile only 2626 27 2% X A0 AR IB WA ;B A
Define Chromatograms Mass specirl data fomik ?TD_ e -
Exdraction Data Format @ Centroid when available, otherwise Profile EBT_ I Centroid MS data
= Spectrum (7 Profile when available, otherwise Centroid g -
Extract (MS) () Centroid only % T
Extraction Data Format © Profile only & T a0t
General |« ] 3
295 295 297 293 289 300 A01 302 303 304 30 a0 A07

miz
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Extract Defined Chromatogram

Agilent MassHunter Qualitative Analysis BO6.00 - Default.m

Calculate Signal-to-Noise

Set Anchor

Integrate (MS) Clear Anchor

Integrate (GC)
Smooth

-4

Clear Results

Delete

Exclude Mass(es)

Calculate Signal-to-Maoise

m

Diefine Chromatograms

Extraction Data Format

= Spectrum

Extract (MS)

Extraction Data Format

General

= | B>
File Edit View Find Identify Spectra Chromategrams Method Wizards Actions Configuration Tocls Help
20 B2 a-EEE e Em][EBE] A @[] ) A s B R @ S % @ | B I[FE Navigator View | B Compound Details View
* ||} /% Chromatogram Results x
e 2l FEwC[Halo e 4 - B S 2] %[%] % B = Minutes =
= l+TIC Scan pest-0.05ppm.D
[\l B » P " |
Assign Random Celors
+ TIC Scan pest-0. 1ppm.D
Choose Defined Color 3 04k
Show » + TIC Scan pest-0.2ppm.0
Hide . L 0k A
) T %102 +TIC Scan pest-10ppm.D
[Egrems [wns ok n___| Extract Defined Chromatograms = e =]
Extract Peak Spectrum A 45 5 55 ('; 65 7 1 List of opened data files
) s,
Extract Chromatograms... = el s S pest-0.05ppm. 0
Extract Defined Chromatograms i;“ = e E:ﬁ;ss:g
Use Highlighted Chromatograms » — | (») Extract Defined Chromatogram - 2% | ¥} = (4 < | Method Items = pest-10ppm.D
Integrate Chromatogram Defined chromatograms
Integrate and Extract Peak Spectra BPC (all) M5 (Cycle-summed)
Subtract Any Chromatogram -
Smooth Chromatogram
v -

Chromategram definition

. Integrate when
Type:  [BPC 5] (O xoacted
MS Chromatogram | Advanced | Becluded Masses
Fragmentor:  Amy - lonization:
Collision energy: Ay [ Extract J [ Cancel

Single m/z expansion for this chromatogram

Symmetric {m.z) - x

Compensation Field: Any -

0.5 -

Dispersion Field: Any -

Software extracts a list of chromatograms which are stored in the

Extract Defined Chromatogram section of the method.
List of Chromatogram types is fixed list of all instrument types.

Agilent Technologies
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Extract Define Chromatograms

e e Select MS Level based on acquisition

i File Edit View Find Identify Chromatograms Spectra Method Wizards Actions Configuration Tools Help

EE T RN R G Y B Ay % e N reh scan type.

i 74 Data Navigator % ||i /\ Chromatogram Results
S@ﬂ::fm”m e e QB # ¢ [EA0 e 1 -[w]E
=2 K:T.}T?;i;m x;gse_ +EI TIC Scan Pest- 200 - Scan.D
Eé* 2 Types of Chromatograms
~[[] Ca ra
o a0 S B T1C — Total lon Ch
@'_*’;\ﬁm = — Total lon Chromatogram
- [[] User Spectra 2754
- [F] Background Spectra 55
= BPC - Base Peak Chromatogram
1.754
154
1.254
o EIC — Extracted lon Chromatogram
05
025+
04 .
64 66 68 7 72 74 76 78 & SlM_SeIeCted Ion |\/|0nlt0r
i 5 Method Explorer: Defaultm % ||} & Method Editor: Define Chromatograms x
- w— | ® et vetnea cromstogram - 519 - Other Chromatograms — GC, DAD, ADC
e —
— 8l =5 Instrument Curve (LC) - %Comp., Temps, etc.
Exclude Mass{es) T Delete

Calculste Signal-to-Moise

Chi definition
| T T — )

e D) e vhen Triple Quad systems only

Extraction Data Format

: :i':' [:fﬂ_nglm'gm::‘“ _h.] ' MRM — Multiple Reaction Monitor

PR I PNLC - Precursor Neutral Loss Chromatogram
Identify Compounds miz value(s):

. Tip: Select Change or Add.

=
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Extracting GC, UV and other Non-MS Signals

Agilent MassHunter Workstation Software Qualitative Analysis [wf.3m|

’ﬁ“jl M5 data is not present for the file
-/ O:\MassHunter Data'\Fred\DRO-50-5TD-002.0

Agilent Technologies




Extract All Non-MS Chromatograms

Actichs ||Configuration Tools Help

Run the Worklist Actions

Run the File Open Acticns

Extract Peak Spectra

Extract Defined CI{}rmatugrams
Integrate Chromatcgrams
Integrate and Extract Peak Spectra

Smooth Chromatograms

Select Actions > Extract All Non-MS
Chromatograms.

Correlate TIC with MFE Compounds

Correlate TIC with Find by Integraticn

Extract All Non-MS Chromatograms

DADT - A:Sig=272,16 Ref=360,100 sulfas_PosM5.d

DADT - TWC sulfas_PosMS.d

" 005 01 075 02 025 03 035 04 045 05 05 06 065 07 0/5 08 085 09 055 1 105 11 11
Response vs. Acquisition Time (min)

MassHunter Webinar Series
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Extract lon Chromatograms from Spectra

3 Agilent MassHunter Qualitative Analysis B.04.00 - Defaultm
i File Edit View Find Identify Chromatograms Spectra Method Wizards Actions Configuration Tools Help

‘g2 dadla-MEERE - PR]|EE Al A blkG K &

: 2 Data Navigator x ||} /4 Chromatogram Resulis x
Sort by Data Fi e o slQB W C[Halo c 2 xl[o]L A KL% % B = Mine =)
=) [#] Pest - 200 - Scan.D
B[] User Chromategrams x107 +El TIC Scan Pest - 200 - Scan.D
[#]f + TIC Scan 124
: [FAfg%Y + EIC(196.1) Scan 1
B [¥] User Spectra T
: .J_|J_||_[ +Scan [4 007 min) 0.84
0.6
044
024
04
x103 |+El EIC{196.1) Scan Pest - 200 - Scan.D
6
54
4]
3
2]
1
0
36 365 37 37 38 385 39 3985 4 405 41 415 42 425 43 435 44 445 45 455 46 465 47
Counts vs. Acguisition Time (min)
} =k Method Explorer: Defaultm % ||} 1]l MS Spectrum Results x
i Chromatogram fe ot Q@Y [l 1= (][] 8 53] % % W] =
[+ Spectrum x10% +El Scan (4.007 min) Pest - 200 - Scan.D
[+ General 12
Reports 11 1250
[+ Find Compounds 14
[+ Identify Compounds 035 57.0
B1.1 .
i —— Double-click on spectrum
I+ Worklist Automation 0.7 p
1510 196.1
e ion and the EIC will appea
ion an will appear.
0.4+
031 108.0
0.2
551
0.1 ‘ ‘ “ ‘ 1330 1663
o4 ‘||||\ - || u \||w L u.l.“u i ||||. L .|| o |
w0 1d0 200 20 240 260 280 300 2o 3@ 3o 30 ado 4o 4k
Counts vs. Mass-to-Charge (m'z)

MassHunter Webinar Series
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Subtract Any Chromatogram

Right click in Chromatogram, select “Subtract Any Chromatogram”, the
next chromatogram you click on will be subtracted from 15t one.

Agilent MassHunter Qualitative Analysis B 00 - Default.m
¢ File Edit View Find Identify <Chromatograms Spectra Method ‘Wizards Actions Configuration Tools Help
iBSdaIa-FMEAR9-c [PR|[BEAlROH A LR EEHe A
nﬁ Data Navigator x f_\ Chromatogram R esults x
Sort by Diata File v[; & @ ¢|Q¢,4|@|;_\‘|g I % %yl = minues M=)
=[] evaldema.d
=[] User Chiomatograms ¥10& [+ TIC Scan evaldemo.d
SRS n 1 E 431 1
& [, + TIC Sean Sub | 49 63343435 T (B E EpEED 543&37523 7
I o Scan 354 4415'72472% 2 53110371 Extract M5 Spectrum ta Background
(=[] User Spectra 3 :
[ Original TIC
2.5 Extract Chromatograms,..
2 Extract Defined Chromatograms
o 1.59 Use Highlighted Chramatograms 3
D 19 Inteqgrate Chromatagram
| 05 Inteqgrate and Extract Peak Spectra
0 Smaokh Chromatogram
106 +TIC Scan evaldemo.d Subtract
3 Subtract Any Chromatogram [} 0772 1
5278
34643271 £ 431 777 " Calculate Signal-to-Hoise 41248731
25 42024226 40547908
}_ré} Inkeqgration Peak List
21 Original TIC - BPC Adjust Peak Threshold
E@Melhndl{xplnlelz Defauktm x 1.5 e Set Anchar
I=| Chromatogram | 14
[Integrate (M5) A 0.5
Integrate [M5/MS) 0
Integrate (GC) Al Clear Results L4
Smooth 4105 +BPC Scan evaldemo d X Delete
Exclude Mass(es) 1 5431 x 1
1.6 273FaE
Calculate Signalto-Noise 4 Gl Unzoom
Define Chromatograms 1.2 7737 Assign Random Colors
. o 1851398 8
Extraction Data Format N 24 Chonse Defined Color b 123_5757925 5
Spectrum nsd 95505;? . 53 Copy to Cliphoard i
General 064 =4 Prit...
Reporks 0.4 Export...
Find Compounds n 0.2+ 8955
g 246101
Identify Compounds _— ¥ 7+
B152536456565876859 6 616263646566 676869 v 7172737475 767770879 8 81828384 8508687 8883 39 91929349455 96437 98439
R i e e v Counts ws. Acquisition Time [min)
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Integrate Chromatogram

_ﬂﬁrmmmganm B

= Extract MS Spectrum —]
2 o 3 ¢ I[4] | L [~][el] & %] G = Minutes
1 El El AR A D C A 7f £ % %% — Extract MS Spectrum to Background —
x10 7 |+El TIC Scan Pest - 200 - Scan.D -
Extract Peak Spectrum
1.2 4007 Extract Chromatograms... E
1.1+ Extract Defined Chrematograms
14 Use Highlighted Chromatograms 3
0.9 Integrate Chromatogram
0a- Integrate and Extract Peak Spectra
074 Smooth Chromatogram
0 Subtract Any Chromatogram
Calculate Signal-to-Moise
0593574
I n M Integration Peak List
Chromatograms i Method Wizards A;ctl'anf sloss 4793 Adjust Peak Threshold
Extract Peak Spectrum I 4% setAnchor
Extract Chromatograms.., I — 4133 Clear Anchor
Extract Defined Chromatograms I Assign Ranges to L
Use Highlighted Chromatograms 3 ; : ; ; ; 7 ; 7 T T i Copy to User Chromatograms =
| 79 3% & 4bs 41 405 424X 43 4k 4 S B
I Integrate Chromatogram I Counts vs. Acquisition Time (min) AL Clear Results 52
Integrate and Extract Peak Spectra K Delete
Smocth Chromatogram & Delete Peak
Subtract Any Chrematogram & Unzoom
. . Assign Randem Col
Calculate Signal-to-Moise L e e
&My Choose Defined Color 4
% | Set Anchor
=5 Copy to Clipboard Cirl+C
Clear &nchor .
=4 Print..
Copy to User Chromatograms Export.
K Clear Results

MassHunter Webinar Series
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Integrate Chromatogram

/ Independent Integrator for each configuration.

: 4 Method Explorer- My GC Method.m /x : (5 Method Editor: Integrate (MS) | = Method Editor: Integrate (MS) x
| Chromatogram / = @ Integrate Chromatogram = i (W) Integrate Chromatogram - ) | © = 4 | Method Items ~ | = !
itahili Result
|Integrate (MS) | Itegrator | Sukabilty | Pealc Fiters | Ftegror | Sutabty | Peskc Fiter | Rt |
- Previous results
Integrate (MS/MS) Integrator selection -
; Clear previous pesk spectra (during Integrate and Extract)
Integrate (V) ‘P_gd-e <
ChemStation
Integrate (GC) General ?h_.I\ew .resu.lts
. @ Highlight first peak
Integrate (ADC) Universal _
= MS/MS () Highlight all peaks
Smoacth MSAME (GE)
ile
Exclude Mass(es) A i [/ Method Editor: Integrate (MS) x
Calculate Signal-to-Noise @ Integrate Chromatogram - 4 | ) + 4 - | Method ltems ~ | = !
Define Chromatograms | Irtegrator I Suitabil'rt_‘,r| Peak Fiters | Results |
Adjust Delay Time Fiter on
Extraction Data Format || () Peak height @ Pesk ares
Spectrum Height filte
Ahsolute height == 10000| counts
General
Relative height = 5000 % of largest pesk
Reports
o B L Area filters
| [+ Find Conmnonnds ———
[7] Absclute area 5= 10000| counts
Relative area »= 1.000 % of largest peak
Mandmum number of peaks
[ Limit (by height) to the largest 100

MassHunter Webinar Series
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Integrator Types

Agile2

- Default Integrator, 3" generation parameterless integrator

- Better baselines, higher sensitivity to smaller peaks

Agile

- 2"d generation parameterless integrator

Universal

- 1st generation ChemStation integrator

- Familiar to 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)

- 1st generation parameterless integrator intended for MS/MS systems,
not recommended for SQ. Originally required 64 data points.
ChemsStation

- 2"d generation ChemStation

- Intended for UV

Agilent Technologies




Integration Peak List

Agilent MassHunter Qualitative Analysis B.06.00 - test.m
t File Edit|View |Find Identify Spectra Ct Method Wizards Actions Configuration Tools Help
== Data Navigator A EAED Ed e GBS M B Navigator View Compound Details View
i %8 DataN Nethod Explorer \ ¢ /\ Chromatogram Resulis % ||} /i Peaks: + TIC Scan x
Sort by Dat= Method Editor Iz o t1Q @45 2 T A % E|% Fy G @ Minutes = [ Pezck © & RT &  fres & Heght 4 Types Width & FWHM 4 SN
11092 77 41 76 2 0413 0.169
Chromatogram Results »
A x108 [+ES1TIC Sean SynUrine. pos 01 2| 1383 1023557869 0112|011
Ji Spectrum Ereview 854! ! 3| 1461 sz 0134|0075
MS Spectrum Results g 1022 4| 1651|  2609082.19] 1915738.45 0.112[ 0.074
P Difference Results Fe 5| 1729| 104576403.06| 722165296 0447] 0327
| Deconvolution Resuits N 6 2738 s53173242| 562esElER 0503|0133 E
- 7| 2801 30883808.17| 465911477 0.257| 0102
4% Deconvelution Mirror Plot 6.5 4181 AT S NG T 055 0778
4 UV Spectrum Results & 14.440 9| 3471 244450985 42582779 0112[ 0123
E Integration Peak List 551 0| 3534 7386858269 2047137 48 0547|0154
s P =l 2801 11| 4387 37076639.75| 415010073 067|014 i
1 pectrum Pesk List 12 . . 12| 5862 1862568403 131344243 0771|0236
e M5 Spectrum Pezk List 2 454 8 0.366| 0.206
Add/Remove Columns [E3]
£l MS Actuals 41 X 5 0.369] 0.203
25 5| 0407|0233
A Compound List N ) n 0930303
@3 Compound dentification Results Available Columns: Show these columns: 5 0369 0243
25
B Spectrum Identification Results 3 0435|0162
+
Wi MS/MS Formula Detsils z Area Sum Arsa . o 0.345) 0.164
s v 15 Baseline Area % i 0257 023
& Structure Viewer N End Base Peak 6 0.29|0.19
B SampleInformation 05 End BLY Add > Cpd 3 0.257] 0101
Status Bar o End Y HEQE {Tgﬂ i 0.M8] 0123
B B B T S B S N M i PN o )
Linked Mavigation H & i ol nonlnns
9 co | Height % (Mom) T Terrrn H.Eﬂght B
Start k
Start BLY Label
Start Y Add Al > Max Y
. . . Peak
RIght-C“Ck on the Peak List Fioes
Flates/M
[ <=- Remowve All ] Resolution
header to Add/Remove Columns i
. SNR
Symmetry
Tailing factor
Type
Width
Tip: Tables can be configured
] a

(o] [Looes )
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Integration Peak Tables (all tables)

i f}Peaks: +TIC Scan X
Peak  * RT Area Area% Height T =

50 5075 2685728 a7 79'95154 - W TabIeS Can be moved to
B 81338 T1BE9E53 100 13275633 . .
2 O O different locations.
B4 9.'." 313 8981728
BB 5867 1542863 215 GERZEB0
I 2] e Tables can be split for easy
Lt 102361 1432126 pd GR3ITEE - -
L] 10.865 45726450 587 15411580 1 VI eWI n g .
&0 10872 2972858 415 1106482
&1 11.041 1134827 158 433793
&2 11.093 3833847 £3k 1884571
2 I I I ) Columns can be added,
B4 11.314 3414664 476 1413546 -

J(_ CR 11 ATG | 1COCOAD 7 IR TACOGC i — removed ’ and moved .

Columns can be moved by
Clicking and dragging on
column header.
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Manual Integration A

ﬂﬂl‘mnatnganm =
P2 o t QR W (%MD 4 v LA 2% % B B
+EI TIC Scan Pest- 200 - Scan.D
<107 |Noise (AutoRMS) = 23393 24; SNR (9.335min) = 451.7
12- = 4.007
14
0.8
06
0.4- 4293
N ~ A A
37 375 38 38 39 3'15& 415 42 44 445
Counts ,ﬁa::qmsmnn Time (min)
: /i Peaks: + TIC Scan X
PeskNu’ Cpd  RT Area .ﬁ.reaS- Type

13 3574 5006322 1.
14 3.808 1853232
18 3925
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Calculate Signal-to-Noise
Specific Noise Regions

! [ Method Explorer: tom_junk.m

.9

=l Chromatogram

Integrate (MS)
Integrate (MS/MS)
Integrate (GC)
Smaooth

Exclude Mass(es)

Calculate Signal-to-Maise

Define Chromatograms
Extraction Data Format

*User defined specific noise regions.

*May be performed automatically when
Chromatogram is integrated.

: (¥} Calculate Signal-to-MNoise ~| 5} | 1 -

| Method Items -

i

Signal measurement

Signal definition: [Height

Moise measurement

Maoise definition: lPeak-to—F‘eak

) Automatic noise region detection
Desired length: 1.000 min
Minimum length: D.100 min

@ Specific noise regions
5.400-6.200, 6.600-7.600

min

Type time ranges separated by commas. For example 1-2, 4-5

[ Automatically compute when chromatograms are integrated I

tea e tlQBY C[Ealoc

4 | EAE] 2 B % % &

+ TIC Scan evaldemo.d

x10 & |Noise (PeakToPeak) = 10462.00; SNR (6.431min) = 378.7

1
4

35 5278
3
25
2
1.5

14 |

0.5+ ]»
04

£.431

64 668 68 7 72 74 78 78
Counts vs. Acquisition Time (min)
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Calculate Signal-to-Noise
Automatic Noise Region Detection

Alternative to user defined specific noise regions in which the software
seeks to locate a “noise region” between the peaks found by the
integrator

*User specifies a maximum length (desired) and minimum length of noise
region and software locates an acceptable region if one exists

EAEhmmalnglamHesqu X

2ot QEu ¢ [Ea 00 o bI]A L L% KE S e ="

@ M ethod E ditor: Calculate SignaHo-Noise x

i (b Caleulate Signal-to-Moise ~| (3 | 0~ (4 - | Method Items » | (2 (3§

¥105 |+ TIC Scan Cal_LO7.d -
Signal measurement

7.5 9016

7 Signal definition: | Height L |
£.5

i a5 M oize measurement
el 3551 Noise defiition: | Peak-toPeak v| % | |

5- . . . .
- (%) Automatic noige region detection

4 Ciegired length: 1.000 min
354

9 Minimum length: 0100 min

i 8438 " . =
& } \ ) Specific noize regions

2- .
151 J \ [ \ region4 i | ™

N region 2 region 1 | Vo \ g . region 5 _

/‘ \_/ Tuvpe time ranges separated by commas. For example 1-2, 4-5
e M
| | ] Ty ) i
o [] Automatically compute when chromatograms are integrated

" g3 ok g4 ol g5 8% g6 mEs 87 8/ 48 aB g9 8% 9 96 491 915 92 4% 493 9% 44 945 45
Counts vs. Acquistion Time [min]
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Let's take a few
moments for questions
on Chromatogram

.o Functions.
.....
c0 @ Qoo
e,
° ® °
. Up Next:

Training Resources.



Time for a demo on
Chromatogram
Functions.

Up Next:

Training Resources



Training Resources

Convenient Trainingy

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

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

MassHunter Webinar Series
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Introducing Agilent University Agilent

UNIVERSITY
Upgraded customer experience:
» Search and find courses that meet T Naileat et e —————
your interests and needs in the format & i [ [er:

th ey req u I re PRODUCTS SOLUTIONS BRANDS TRAINING & EVENTS SERVICES SUPPORT RESOURCES BUY W

Training & Events

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
instruments and software

* From new hires to the most seasoned
scientists

“£# Agilent Technologies



Questions on today’s material...
Thank you for your attention.

MassHunter Qualitative Analysis

www.agilent.com

Access Aqilent

f
Facebook @Agqgilent.Tech

Twitter | B @Adgilent

LinkedIn ﬁ
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