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Quant-My-Way
Create and Manage Flavors

. = Agilent MassHunter Quant-My-Way Flavors Setup

[N o)

Open Root Deploy
Folder

Manage

Flavor Root & | | Manage Flavors

Manage Flavors Flavor root folder:

D-\MassHunter\Quant-My-Way

New | | Copy | | Edit | | Delete | | Test
MNew Flavor x
Folder name: | Wehinar(1

Instrument: aaa
Qaa

GCMS and LCMS

Q-TOF
TOF

GC
Flavor Root

Flavor Settings

- 0O X
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From Insight to Qutcome

=

Quant-My-W
ay Flavors
Setup

Click on Quant-My-Way Flavors
Setup. Installed from Start > Agilent
MassHunter Quantitative Analysis
> Quant-My-Way Flavors Setup.

Select the Root Folder.

Click New and create a new Flavor for
a given instrument type

- Or -
Select an existing Flavor name.

Click Edit.....
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Agilent MassHunter Quant-My-Way Flavors Setup - Webinar01 ?Po=- 08 X

Reload Reset to
Settings Default

Step through the various settings.

&= - Agilent MassHunter Quant-My-Way Flavors Setup - Webinar01 P -0 x

Reload Reset to Save

« General Settings _ _
« Batch Table Settings e

. = o- Agilent MassHunter Quant-My-Way Flavors Setup - Webinar01 F - 0 X
* Column Settings

Reload Reset to Save

Settings Default Settings

Modify as desired. o _
- . avor Settings Column Labels .
 Change AcgDate Time variable > PR

Batch Table Settings

We b i n ar‘ Ti m e P ———— Column name Visible Column label -

Table: |Sample ¥ | language: |<Default> v
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Save Settings. v
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BalanceOverride

Step back to Flavor Root e —

Comment

Completed
DADateTime
Te St DAMethodFileName
DAMethodPathName

DatafileName

JE R R E "R R R RO

Flavor Settings Mat=Dathhizma
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Quant-My-Way CrossLab

From Insight to Qutcome
Test the Flavor
B - Agilent MassHunter Quant-My-Way Flavors Setup - Webinar01 Tip: Quaﬁt r@m@mbers th@ East
r = configuration -> Restore User Settings.
| | | O |
Open Root Deploy
Folder = _ ]
Y — BE| v Agilent MassHunter Qu:
Flavor Root & | | Manage Flavors
Quantitate ¥ Clear R
Manage Flavors Flavor root folder: B ﬁl O Calibration «
DA\MassHunter\Quant-My-Way Add Delete Analyze
Samples samples Batch~ Integrate v
Flavors: Samples Analyze
New Copy Edit Delete Test
Batch Table
Webinar(l
Bample: # | Blank-1 * %  Sample Type:| <All> -
Sample
Test the new flavor. | —
M | ¥ Mame Data File Type Level Webinar Time
L J Elank-1 CMAMBIk_07.d Elank 5M2/2006 4:45 PM
I Calib-L1 CMAMCal_L1.d Cal L1 512/2006 451 FM
AUtomatlca”y Opens Quant My Way : ¥ Calib-l2 CMAMCal_L2.d Cal L2 512/2006 4:54 PM
| Calib-L3  CMAMCal_L3.d Cal L3 512/2006 4.57 FM
N I b I . | Calib-L4  CMAMCal_L4.d Cal L4 5/12/2006 5:00 PM
EW labe€l IS prese nt | Calib-L5  CMAMCal_L5.d Cal L5 5(12(2006 5:03 FM
| Qac-2 CMAMQC L2 d Qac L2 512/2006 5:06 PM
| ac-L4 CMAMQC L 4.d Qac L4 5/12(2006 5:09 FM
Tip: Test at each step of the way. ©  Somplel CMAMSam 01.d  Sample 5/12/2006 5:12 PM
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Quant-My-Way CréssLab
Ribbon Layout
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A
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Batch Samples Analyze
Batch Table
Sample: /% | Blank-1 v | wg*  Sample Type: <All= | Compound: ( Amp
Sample Amp M
)] | Vil | Name Data File Type | Level | Acq. Date-Time Dry Weight Factor | Exp. Cc
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Help Files
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Quant-My-Way

Agilent
rossLab

From Insight to Qutcome

Restore Default Layout Load / SaveLayout | Add/Remove Columns

Presetlaoutsy  Toolbars ¥

lance
Maximize Pane ¥ Batch Table Layout ¥|  Reset Sort

Layout Columns

Load Column Setings

Restore Default Columns  Save Column Settings

M Agilent MassHunter Quantitative Analysis (for QQQ) - BenzosnUrine - BenzosinUrine.batch.bin

Auto Review Samples

Auto Review Compounds

Lock Sample/Compound Columns

Auto Review

8 MassHunter Quantitative
is Help

> Getting Started

> Quantitative Analysis

> Method Development

> Library

» Outliers

> Reports

> Workflows

» Reference

Getting Started

What's New
Demonstration videos.
cad the Familiarization Guide

Outlier details
Outliers cnabled by default

in the batch table

1epn 207

Display outlier monitored columns

Integrate a batch, ssmple, o

compound

batch
Create or modify the batch table

aTIC Report
a report method

MassHunter Quantitative Analysis Help

Open amethod
Create a new method
€dit a method

BB Agitent MassHunter Quantittive Analysis (for O0C) - BenzosinUrine - BenzosinUrine btch.bin - o X
file Edit View Anljze Method Update Library Report Tools Help
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[Batch Table -
. Sample: ] Benzo Calds -y ‘ Sarple Type: <All> Compound: (8] 7-amino clonazepam v [&] 1STD: D4-7-amina clonazepam HF|PEEY
‘Sample 7-amino clonazepam Resuls |7—amm funirazepem Resy. alphaOH ‘iazolan]
@ [v Name Data File Tye | Lovl | AcgDaioTime | RT |Final Conc.[Accuracy| RT [Final Conc.[Acawracy RT |[Finel Cone.[Aocuracy| RT [Final Conc.| Accuracy| RT |[Firal Cone Accurecy| RT [Fil
| ¥ | BerzoSamplell2 Benzo Semplel2d | Sample 223207 254 A
© | v | Benzourine 10ngiml | Benzo Samplel3d | Sample 20T A | 095 1079 34| 121981 3810133685 8
| v | Benzourine 25ngiml | Benzo Sample4.d | Sample VR0 R |03 108 34| ang 3817503507 707
| ¥ [ Benzourine Sg/ml | Benzo Samplel5id | Sample (27232007 135 AM 034 1088 3461 4835%] 3817 634485 [
| ¥ | Benzourine 10nginl _| Benzo Sample06d | Samgle 0T 1AM |0 HEI 32171085878, 3469]_95.4209] 3810]_ 1155561 2%,
0 | ¥ | Benzouine pe Z5ngini | Benzo Sample07d | Samgle T IO 0% 108 3225 2416%) 35| 2590 385 0% &
Blankl Benzo Blank01d_| Blark 0T 140 P 3310] 5085
¥ [ Benzo Calle Borzo Call3d__ | Cal [ [VB207 150 PH 0983 248%4 995| 1172 252616 1011|2485 253066 1012| 3181 245010 96| 328 0261607 1006| 3619 25136 1005| 3302 2%
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» al al0b.d 3 0.9 ) 990
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Berzo Call7 BerzoCal07d__|Cal 5 [382007231PN 0933 5013%0|  1003| 1181[ 5021731| 1004| 2471| 4e72638| o9s| 3201 Sa0sEds| 1041[ 2234 siseais| a2 3519 582674 97| 3913 81
0| v [BerzolGC BerzoQC01d_|GC GCT_[3i2007 251 PH 0se| 1s3az5|  ei2| 1181 s3] sas 1% oisa| e32[ 328 488 EERIES
@ | v |Benzo Sampled Benzo Sample01d | Sample 382007 301 M 38132 2465 117119 | | [ [ 54| 5212 [
>
g a e d a e Ana
5 Q - X
Q B B [= ‘ Type: Quadratic ~ Origin: lgnore  ~ Weight: 14"2 ~ | ISTD
a
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Processed

Benzo Cal05  7-amino clonazepam 14 Samples (14total) DESKTOP-S76FDV6icse

SEES

Outlier details
Outliers enabled by default
Display outlier monitored columns
in the batch table

: Sample: A\ Benzo Cal0s v/p Sample Type: <Al> | Compound: ¢ | 7-amino clonazepam | ¥ 15TD: D4-7-amino donazepam BB B R EEERE
Sample T-amino clonazepam Results ‘ 7-amino flunitrazepam Res ‘ zopiclone Results clonazepam Results ‘ i
® ‘ v ‘ Name Data File Type ‘Leve\leq. Date-Time | RT ‘Fmﬂ\ Conc. ‘Aocuracy‘ RT ‘Fmﬂ\ Conc. ‘Aocuracy‘ RT ‘Fmﬂ\ Conc. ‘Aocuracy‘ RT ‘Fmﬂ\ Conc. ‘Aocuracy‘ RT
| © ¥ BenzoSampled2 Benzo Sample02.d Sample 2232007 12 0.887 3186 29670
| © ¥ Benzourine 10ng/ml Benzo Sample03.d Sample 2232007 1:0... | 0.925 1079 3218 17224 344€
| O ¥ Benzourine 26ng/ml Benzo Samplel4 d Sample 2[23/2007 12 | 0.944 1.088 3241 453633 3.44¢
| O ¥ Benzourine b0ng/ml Benzo Sample5.d Sample 2[23/2007 1:3.. | 0.934 1.088 3226 517133 3461
| O ¥ Benzourine 100ng/ml Benzo Sample06.d Sample /232007 1:4.. | 0.934 1083 3217 1085878 346
| O ¥ Benzourinepc 2ong/ml  Benzo Sampled7.d Sample 123200
| Blank01 Benzo Blank01.4 Blank 3/8/2007 - Agilent | MassHunter Quantitative Analysis
¥ Benzo Call3 Benzo Cal03.d Cal Lt 382007 GetingStated  QuantiativeAnalyss  Mathod Development  Outlers  Reports  Reference
< & MassHunter Quantitative: o A
lysis Help. 52 . =
Compound Information 5 GetingStarted MassHunter Quantitative Analysis Help
e e AT faw ¢ YIRS & R A AR A LA p o s
> Methad Development
+ MRM (286.0 -> 121.0) Benzo Cal05.d 2860->1210 . 286.0-> 2220 + MRV (09251117 n) .,:,d.y o
2 02 0,883 min # «1027 Retio = 3.1 (1007 % £ xi02 i
K & » Reports
) < > Workflows
] 08 N
25 3 > Reference
2 2 06 L 2
15 K
; 2 04 Method Development
05 02
0 What's New Analyze a batch Overview - Unified Method
. . , — , 0 Demonstraton Videos Createor modifythebatch table
05 1 15 05 1 15 Iy Read the Familirization Guide Integrate a batch, sample, or
Acquisition Time (min) ‘Acquisition Time (i) Srmwenn)

Generate a report
TIC Report
report method

Basic Software Tasks
Batch table columns
Method table columns
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Training Resources
Familiarization Guide and Videos

Agilent MassHunter
Workstation Software

Quant-My-Way Flavors Setup
Familiarization Guide

Agilent Technologies

Supplemental\MassHunter\Manuals\Quant
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Agilent
CrossLab

From Insight to Qutcome

Agile [terative Development - Starter.mpd
Batch Table Settings - Deme - Advanced.mpd

Column Labels - Demo - Advanced.mpd

Compounds-at-a

-Glance Demno - Starter.mpd

Custom Button.mpd

Deploy Flavers - Advanced.mpd
Flavors Setup steps - Starter.mpd

General Settings -

Demo - Advanced.mpd

Intreduction - Starter.mp4
Less is More - Starter.mpd

Outliers - Demo -
Ribbon Settings -
Ribbon Settings -
Ribbon Settings -
Ribbon Settings -
Ribbon Settings -
Ribbon Settings -
Ribbon Settings -
Ribbon Settings -

Advanced.rmpd

Compounds-at-a-Glance.mpd

Main Window - Batch Table - Toclbar+ Context Menu - Advanced.mpd

Main Window - Calibration Curve - Toolbar+ Context Menu - Advanced.mpd
Main Window - Compound Info - Toclbar+ Context Menu - Advanced.mpd
Main Window - MethodTable - Toolbar+ Context Menu - Advanced.mpd
Main Window - Others - Toolbar+ Context Menu - Advanced.mpd

Main Window - Ribbon Tabs - Advanced.mpd

Main Window - Sample Info - Toolbar+ Context Menu - Advanced.mpd

Ribbon Settings introduction - Advanced.mpd

Sample Types - Demo - Advanced.mpd

Supplemental\MassHunter\Videos\Quant




Agilent

Cros

sLab

rom Insight to Outcome

Quant-My-Way

Time for a demo

Next up:
Unknewmns Analysis

MassHunter Webinar Series Agilent



Unknowns Analysis P8t ab
Overview

Tentatively Identified Compounds

 Method Parameters
- Peak Detection
- Library Search
- Compound Identification
- Target Match (semi quantitation)
- Blank Subtraction

« Component Review

« Screening

Minimal Sample Prep

Fast Chromatography
Component found = Confirmation

* Report Generation
PDF Report Builder
Queries

Agilent




Overview of Unknowns Analysis CrossLab

From Insight to Qutcome

Target Compounds + Unknowns Analysis : ely Identified Compounds

Quantitation

R

Deconvolution
and

Library Search

Agilent



Quantitative Analysis & Unknowns Analysis Workflow CrossLab

From Insight to Qutcome
MS Scan Data
Total lon Chromatogram Total lon Chromatogram

Integrate

Integrate

l Unknowns ' <
Extract 2 Deconvolute “
| ..... o b

/ ':
Igtgcﬁt Hit 1 Mbtrar:y Spectral
3 e Library :

]
]
|
it

Quant ; Unknowns i
~ Analysis Analysis

~ Method ' Method
R Tentatively Identified
Compound

-

©....

[ Component ]

Agllent



Unknowns Analysis Workflow CrdssLab

From Insight to Qutcome

Tentatively Identified Compounds

* Process the batch of samples in Quantitative Analysis

Start Unknowns Analysis

Edit an Unknowns Analysis Method
- Peak Detection
- Library Search
- Compound Identification
- Target Match (semi quantitation)
- Blank Subtraction

« Component Review

Review component and library spectrum

View ion peak shapes vs. component peak shape vs. TIC
Run Queries for custom review

* Report Generation
PDF Report Builder

Agilent




Process Batch with Quantitative Analysis CrossLab

From Insight to Qutcome

Information from the batch file (batch.bin) is used in Unknowns Analysis.

i Agilent MassHunter Quantitative Al:uysus— d
i File Edit View Analyze Method Update Report Tools Help
i Q= || Gal (= AnalyzeBatch | @ | Layout: A B E Restore Default Layout
Batch Table - X
Sample: 1—| PEST 5T.. = £| Sample Type:| <All> ~|| Compound: [#] Demeton-o ~|[=] ISTD: 4,4'-Dibromooctaflucrobiphen g P t? W '(.'—"'
Sample Demeton-... Demeton-o Results Clualifier... | 4 4-Dibromooct .. | Qualifier |
@ ¥ MName Data File Type Level Acg. Date-Time Exp. Conc. | RT Resp. | MI|Calc. Conc. | Final Conc. | Accuracy | Ratio| MI| RT Resp. | Ratio| MI
Q@ | ¥ | ISTD+sclvent +MATRIX ISTD-MATRIX-01.D MatrixBlank 12/82010 1:15 PM 11.257 0¥ 0.0000 [C1] 12.808] 532377| 61.5|[C]
¥ | PEST STD - 10+MATRIX | PEST-STD-10-MATRIX-03.0 | Sample 1 12/8/2010 4:56 PM 11.401 76652|[C] 10.3666 10.3666 (]| 12.805| 574795] 627|[C]
PEST STD - 20+MATRIX | PEST-STD-20-MATRIX-01.0 | Sample 2 12/8/2010 5:40 PM 11401 187248|[C] 15.6429 156429 ]| 12.805] 609024] 61.0][C]
¥ | PEST STD - B0+MATRIX. | PEST-STD-50-MATRIX-03.0 | Sample 3 12/8/2010 9:21 PM 11401 531910([7 32.0823 32,0823 [C1] 12.805) 625841] 62.8|[C]
» [H=SIRE R LAY PEST-STD-100-MATRIX-01.0 | Sample 4 12/8/2010 10:05 PM 11.401| 1249101 ][] 65.0227 65.0227 209([]| 12.300] 644913| 61.0([]
¥ | PEST STD - 200+MATRIX | PEST-STD-200-MATRIX-03.D | Sample 5 |12/9/2010 1:45 AM 11.401] 2728088 || JEEESEE] 1428855 | 38.7][C1] 12.805] 605421 61.0|[]
< | T | »
Compound Information ~ X |Calibration Curve - X
@o t R T A EE = ﬁ|ﬁ|ﬂl T~ N @0 t i [@ = Type Li. | Origin:|l. ~| Weight N.. ~| ISTD @ o
|~
+ EIC (B2.0) Scan PEST-STO-100-MATR. | 88.0, 60.0 + Scan (11.348-11.518 min, 32 scans) PE. | Demeton-o - 5 Levels, § Levels Used, 5 Points, 5 Points Used, 0 QCs
2 x105 ) 3 %102 | Ratio =2081(573 % 2 %105 Ref. Library Match Score =532 | & 475y =0.016400"x - 0.208715
R 11.401 min. B ¥lgg | etio=203(73%) RN R i i 2 % R2-039m31382
(5] a (s} 2 -~ | Type:Linear, Origin:lgnore, Weight: None
S 54 8.5 g 4254
4.5+ = 2 440 o 4
A 2 45 754 £ 3754
2 74 3 35
354 2 5] 6.54 3.22—
o 5 -
3 3 275
5] 251
2.5 2.5 5 ,
45 225
2 24 =71 |880 2
. 44 1.754
154 1.54 3.5+ 154
14 ER 125
14 2.5 14
0.5+ 24 0.754
0.54 o4 164 054
14 1710 0.25
0+ -0.54 054 o4
A Qe | O
1.3 114 1.5 1.3 114 11.5 100 200 300 400 0 20 40 &0 80 100 120 140 160 180 200 220 240 260 280 300
Acquisition Time (min) Acquisition Time (min) Mass-to-Charge (miz) Relative Concentration
Processed PEST STD - 100+MATRIX Demeton-o & Samples (6 total)
o

; Agilent




Unknowns Analysis

Startup

| |
Please choose icons to appear on your desktop
Quant-My-Way | Classic Ul

Quantitative Analysis Instruments/Applications

Choose Desktop lcons - MassHunter Quantitative Analysis

Instrument | Standard Drug Analysis = Environmental Analysis

M3 (single gquadrupole)

QQAQ (triple guadrupole)

TOF [time-of-flight)

Q-TOF {quadrupole time-of-flight)
GC

Unknowns Analysis
Unknowns Analysis

Pre-Configured Flavors

Vanilla

O & E EE

OK

Oooomn

Apply

ogoooo

Cancel

Adgilent
CrossLab

From Insight to Qutcome

. Agilent MassHunter Quantitati... -~

Loaded as part of MassHunter _
Quantitative Analysis. A\ bray aitr

E Quantitative Analysis (M5)

Quantitative Analysis (MS) (Qua...

As of Quant B.09.00 it will not be
displayed in the Start menu
unless it is enabled using the
Choose Desktop Icons utility.

E Quantitative Analysis (QQQ)
Quantitative Analysis (QQQ) (Ou...

ES Quantitative Analysis (Q-TOF)
Quantitative Analysis (Q-TOF) (Q...

ES Quantitative Analysis (TOF)
Quantitative Analysis (TOF) (Qua...

Quantitative Analysis Tools

Unknowns Analysis

(s

Unknowns Unknowns
Analysis Analysis o
|:[1|_| d nt- M}r l Agilent MassHunter Report Bu... *
-WEl’_',.f:l l Agilent Technologies

Unknowns Analysis (Quant-My-...




Setting Up an Analysis
New Analysis

Unknowns Analysis file (.uaf)
contains information on

« Quantitative Analysis batch
(.batch.bin or .batch.xml)

« Unknowns Analysis Method
(.uamethod.xml)

« Sample list (typically from
Quantitative Analysis batch)
* Results

— Components with any identity
information.

« Component is the “compound”
found in Unknowns Analysis.

B Agilent MassHunter Unknowns Analysis - Webinar VOA uaf

File

Edit View Analyze Method FReport  Tools  Help

|

Newﬁmalysisl Ctrl+M

=
=

S iy

Open Analysis Ctrl+ O

Save Analysis Ctrl+5
Save Analysis As...

Close Analysis

Add Samples..

Import Cuantitative Analysis...

Import Target Method (Quantitative Analysis Method]...
Export...

Page Setup...

Print... Ctrl+P

Print Preview...
1: D MassHunter\Data\ QuantExamplest MW OA\Webinar VO A, uaf

Exit

Agilent
CrossLab

From Insight to Qutcome

43

VoA v @& @~

MName analysis File Data Ve...
BLAMKO1.D
BLANKD2.D
CAL_L03.D
CAL_LO4.D
CAL_LO5.D
CAL_L06.Dr
CAL_LOT.D
CAL_L0Z.D
CAL_LO9.D
CAL_L10.D
CAL_L11.D
CAL_L12D
CC_Lo7.D
QC_L06.D
CQuantResults
SAMPLEO1.D

Tip: Create
analysis in the
batch folder.

SAMPLED2.D
SAMPLED3.D
SAMPLES.D

£ » (<€ >

|Webinar VOR V| | Create |

| Unknowns Analysis Files {*.uaf) w |

File name:

Files of type:




Setting Up an Analysis Cré<eLab
Import Quantitative Analysis Batch

BB Agilent MassHunter Unknowns Analysis - Webinar VOA.uaf I Import Quantitative Analysis Batch X
File |Edit View Analyze Method Report Tools Help Look in: | VOA v| (< Wi
0 Mew Analysis Ctrl+MN * Name A | analysis Fie Data Ve | 1+ Quantitative A A
i mpo uantitative Analysis batc
5 Open Analysis Ctrl+0 BLANKO1.D Volatil=Organics.batch.bin P ty

Quick access BLANKOZ.D
CAL_LO3.D Importing sample CAL_L11.0 (18/38)
- CAL LO4.D

Save Analysis As..
Close Analysis ‘ Desktop CAL_LO5.D -
- CAL_L0B.D

™ CAL_LOT.D

Import Quantitative Analysis... Libraries CAL_L08.D

& Save Analysis Ctrl+S

Import Target Method (Quantitative Analysis Method)... CAL_LOS.D
Export.. . ! CAL_L10.D
I:u . ot Thiz PC CALLN.D w
age Setup... _ <
= Print. Ctrl+P @ S
[&  Print Preview... Hetwerk Files of type: Batch Files (* batch bin;* batch xmi) v Cancel
1: X\MassHunter'\ Data\QuantExam ples\MS\WOA Webinar VOA uaf [] Open as read-only [ T—
| 5 Agilent MassHunter Unknowns Analysis - Webinar VOA.uaf — O >
File  Edit View  Analyze Method Report  Tools  Help
O & | [Ba |9 () Analyze All | Al Target MNon-Target Neon-Hit
Samples « I X | Chromatogram - 01X
Sample Name File Name Components Hits ™ EM_LM_[CM_LM-D)
9 4106] . . . .
I 020 R Batch file contains all sample, campound and calibration
CAL_LO4 CAL_LO4D 15 . . . o
ous oo B information contained |n the original batch. Targets are
CAL_L0§ CAL_LOED 09 .
CAL_LO7 CAL_LO7D g-?}: 0] bta| ne d fI’O m th batdh .
CAL_L08 CAL_L08D 061
CAL_L09 CAL_L0S.D o
CAL_L10 CAL_L10.D El:3—
0.2
CAL_LM CAL_L11.D
_ - 014
CﬁL_L12 CAL_L12D o T T T T T T L’ulh‘-w T T T T T T 1
4.00 .00 200 10.00 12.00 14.00 16.00 18.00 20000 X200 2400 2600 2800
cC_Lov CC_LO7.D v Acquisition Time (min)




Agilent

Cros

sLab

rom Insight to Outcome

Unknowns Analysis

Time for a demo

Next up:
Unknewns Analysis Metheods

MassHunter Webinar Series Agilent



Edit Method CrossLab
P eak D ete Ctl O n From Insight to Outcome

Method ? .
E Agilent MassHunter Unknowns Analysis - Webinar VOA.uaf Peak Detection  Deconvolution Library Search  Compound Identification  Tanget Match  Blank Subtraction
' Peak detection
File Edit View Analyze |Method |Report Tools  Help |TIC Analysis v|
IJ = H Ez |9 ™ @ @ Edit... I F10 | Specify scan./signal for TIC Analysis... |
Load Methed to All Samples... ‘ P
(5 Load Method... Excluded m/z: 28
Example: 28,91,145
Fy Save Method of Current Sample... SNR .

Maximum number of peaks

Choose Peak Detection Parameters _ Rank by: | | v
Deconvalution = Maximum number of peaks: Ares
ey et
. . . [ Absolute area == |0 counts
« TIC Analysis locates components by integration. Dragme o st et
« Deconvolution locates components using T )
parameters. ceeE T o
] Relative height = |0 % of largest peak

SureMass applicable only to GC QTOF data.
« Feature Extraction algorithm.

Can also set Peak Filter parameters based on
SNR, area Or helght. Advanced... | | Apply to All Samples || Apply to Selected Sample || Default || Close




Edit Method
Peak Detectio

n

@ Ms
() Signal
Signal type:
Signal instance:

Signal name:

Scan/Signal for TIC Analysis >

All 5can Types W

Scan

Selected lon Maonitor
High Resolution

Multiple Reaction Manitor
Product lon

Precursar lon

Meutral Loss

Neutral Gain

OK | Cancel

Peak detection

TIC Analysis v|

| Specify scan/signal for TIC Analysis... |

4

'4

Scan/Signal for TIC Analysis

() MS |

(®) Signal

Signal type: |D-'"'-D

Signal instance: |

Signal name: |-'"'-

| ok

Agilent
CrossLab

From Insight to Qutcome

uVv

Tip: TIC Analysis uses an integration algorithm.

Can select various DAD signals.

Scan/Signal for TIC Analysis x
O Ms | v
(®) Signal
Signal type: |F|D w |
Signal instance: |1 w |
Signal name: |-":"- - |
[ ok | Cancel |

e Agilent



Edit Method
Deconvolution

Method

?

Peak Detection Deconvolution  Library Search  Compound ldentification  Target Match  Blank Subtraction

Resolution:

*

RT window size factor: |25.50.1D'I].2'D'I]

Extraction window:

Left m/z detta:
Right m/z delta:

m/z delta units:

|Use integer m/z values

Component shape:

2| =
||

AMU w

I=
=
=

PPM

[J Use base peak shape

Sharpness threshold:

lon peaks:

Min # of ion peaks:

Max # of ion peak shapes to store:

Tip: Start with the default parameters

and a

small representative batch.

Advanced... |

| Apply to All Samples | | Apply to Selected Sample | | Default | | Close

Agilent
CrossLab

Deconvolution Parameters

 RT window size factor - Key parameter that controls the
grouping of EIC peaks into components.

Larger value = fewer components.
Equivalent to RT window in AMDIS, but unitless.

« Extraction window —>Allowable mass drift.
More applicable to high resolution data.
Low resolution data can use integer m/z values.

Use integer m/z values - Evaluates both rounded (integer)
and unrounded m/z values when extracting EICs.

- Almost always doubles number of components.

 Component shape ->Matches the EIC peak shape across
the component.

* lon Peaks—> controls the number of mass spectral peaks
(depends on data El, CI, ESI, APCI, etc.).




Edit Method
Library Search

Method ? >

Peak Detection Deconvolution Lbrary Search | Compound ldentification  Target Match  Blank Subtraction

Libraries:
O:\MassHunter'Data\QuantExamples\MEW0 AV olatileOrganics reflibrany.xml
Add Library. .
Move Up | Open Library... | | Remove Librany |
Search criteria: Forward-Reverse Search:
Pre-search type: Pure Weight Factor:
' Example:
|
Adjust MNomal 0.0for reverse search
[] RemoveFast 1.0for forward search
Match factar:
[ Use RT Match
RT penalty function: RT mismatch penatty:

Trapezoidal Multiplicative

RT range: E = Additive

Penaltydree RT range: 0 e Max RT penalty: 20

Gaussian

Standard deviation: & =

RT calibration file:
| MNew... | | Choose... |

| Advanced... | | Apply to All Samples || Apply to Selected Sample || Default || Close

Agilent
CrossLab

Library Search Parameters

» Libraries - Multiple Libraries can be searched.
- Search ordered can be changed.
- Library can be opened and viewed in Library Editor.

Search Criteria Tip: Recommended < Normal
- None = no preliminary search.
- Normal = Screens entire library = 50-100 times faster.
- Fast = Uses an index for potential candidates. = 100-1000 faster

« Forward-Reverse-Search Pure Weight Factor New Feature

e Match Factor

- Uses retention times from library or retention indices (RT
calibration file needed).

« Can set different parameters for different libraries.
- Including different Match factor parameters, RT and RI libraries




Edit Method CrdssLab

Compound ldentification Fom nsight o Outome
Compound Identification Parameters Method rox
« Max hit count = number of library matches to save. oo e Beeenltn eyees _C oS e S S
« Min match factor e %

* Min MZ = Important factor :T“U’;:T‘-';Tw ::E'S:f‘*"m -

Accurate Mass Pattem Match

- Set to minimum scan ranges
Al w

- avoids penalties for low masses that may be in library but not is
SpeCtrum giln When Found

Stop when first hit found in the first librany

Library Search Type
- Spectral Search used dot product search. New Feature ’
- Retention Time Match = for GC, LC 2D data.

- Accurate Mass Pattern Match = Isotopic pattern match for TOF
only.

Multi-Library Search Type
— stop when first hit found in the first library.
— put a user generated library first.

Advanced... | | Apply to All Samples || Apply to Selected Sample || Default || Close |




Edit Method
Target Match
Target Match Parameters
» Target requirements = Filters the quant method compound
(target) list.
- Finalftarget concentration > 0

- Qualifier ions found
- Qualifier ratios in specified ratio

* Hition match criteria = Filters the components list.
- Targetion>0
- Target ion found and/or Qualifier ion(s) found.
- Qualifier ions in specified ratios.

« Hit RT match criteria = component within Quant RT window

« Additional target hit match
- must be present in quant method and match library.

Agilent
CrossLab

From Insight to Qutcome

Method

?

Peak Detection Deconvolution Library Search  Compound Identification  Target Match  Blank Subtraction

Target requirements:
[] Final concentratio

[] Target response
Hit ion match criteria:
[] Target ion

Hit RT match criteria:

n [] Gualfier ionis)

(] Qualffier ion ratios

(] Qualffier ionis)

(] Qualffier ion ratios

Within target RT window

Additional target hit match:
Use compound name Use CASH

Estimation response factor:

Estimation:

*

| Mo estimation

Manual response factor:

L]

Advanced. .. |

| Applyto All Samples | Applyto Selected Sample

|| Default || Close




Edit Method CrossLab
Target Match —Semi Quantitation

Method [ >

Peak Detection Deconvolution  Library Search  Compound Identification  Target Match  Blank Subtraction
Target requirements:

Target Match Parameters [ Fina concertraton 7 Qualfie onie)
. . . i . [] Target response [] Qualfier ion ratios
« Estimation response factor = Method of semi quantitation. o et ot

[ Targetion ] Gualfier ionis)
] Gualfier ion ratios

- Based on response factors from Quantitative Analysis.
- Calculates the estimated concentration based on value chosen.
Hit RT match criteria:

- A manual response factor can be chosen for semi quantitation of Wihin target RT window

the components.
Additional target hit match:
lUse compound name Use CASH

Estimation response factor:
Estimation:

Mo estimation

Average RF of all targets
Average RF of closest tanget
Average RF of all ISTDs

RF of closest target’s [STD
RF of closest ISTD

Relative ISTD Estimation

Manual RF

Advanced. .. Apply to All Samples Apply to Selected Sample Default Close




Edit Method
Blank Subtraction

Blank Subtraction Parameters

« Perform Blank Subtraction
- assumes a blank is present in sample list
- annotates blank subtracted from sample

 Retention Time Window => allows for RT variation
between blank and sample

- No retention time window active => sample and blank must
have ‘same’ retention time to be subtracted.

-  FWHM when checked the blank peak must be within the
specified multiple of the sample peaks Full Width at Half
Maximum.,

- Minutes when active, blank peak must be specified minutes to
the sample.

« Peak Threshold

- Blank peaks will not be subtracted from sample peaks unless
the Component Area/Estimated Concentration exceeds the
specified percentage of the samples.

C

Agilent

rOSS

Lab

From Insight to Qutcome

Method

Peak Detection Deconvolution  Library Search  Compound Identification  Target Match  Blank Subtraction

Perform Blank Subtraction

Retention Time Window
() Mo retention time window

® FWHM

times

I

i) Minutes

Peak Threshold
|Compcnent Area w |

Sample <= %, of Blank |Estimated Concentration

(Example: 100)

Apply to All Samples Apply to Selected Sample | Default | | Close

3 — 6 seconds

Component Area

S

Mone

?

x




Agilent
CrossLab

From Insight to Qutcome

Edit Method

Advanced Parameters

Method *
Deconvalution  Library Search  Compound ldentfication  Target Match  Blank Subtraction  Auxiliary
Sample File Name  Sample Group  Algorithm Integrator EIC Peak Threshold  EIC SMR Threshold — Excluded MZs  Left MZ Detta  Right MZ Detta  MZ Delta Units ~ Window Size Factor  Use Integer MZ Values  Min Hof Peaks = Max # of ion peak shapes to store ™
CAL_LO3 |CAL LO3D TIC Analysiz | Agile 2 v 0.00 0.00 |28 03 0.7 |AMU ~ 250 3 10
CAL_LO3 |CAL_LO3D _?Eci:‘;;';r_t:’" Agile 2 w 0.00 0.00 |28 03 07 Qﬁ,ﬁm 50.0 3 10
CAL_LO3 |CAL_LO3D Target Deconvald Agile 2 ~ 0.00 0.00 |28 03 07 ~ 100.0 3 10
CALLO3 |CAL_LO3ID I'%lﬁguez v 0.00 0.00|28 03 0.7 | AMU v 2000 3 10
CAL_L04 |CAL_LO4D TIC Analysis | |Agle2  ~ 0.00 0.00 |28 03 0.7 |AMU ~ 25.0 3 10
CAL LO4 |CAL_LO4D TIC Analysis |~ A:]“e 0.00 0.00|28 03 0.7 | AMU v 50.0 3 10
CAL_LO4 |CAL_LO4D TIC Analysis |~ | Agile 2 w 0.00 0.00 |28 03 0.7 | AMU w 100.0 3 10
CAL_LD4 |CAL_LO4D TIC Analysis |~ | Agile 2 ~ 0.00 0.00 |28 03 0.7 | AMU ~ 2000 3 10
CALLOS |CAL_LOSD TIC Analysis |~ |Agle2 v 0.00 0.00|28 03 0.7 | AMU v 250 3 10
CAL_LOS |CAL_LO5.D TIC Analysis |~ Agile 2 w 0.00 0.00 |28 03 0.7 | AMU w 50.0 3 0,
< >
ooy | [ Do | [ 0k | [ Cancn
Method =
Deconvolution  Library Search  Compound Identification  Target Match  Blank Subtraction  Avsiliary
Sample Mame  File Name Sample Group  Library File Library Path Library Type Presearch Enabled Presearch Type  NIST Compatibility Pure Weight Search RT Calibration  RT Match Factor Type  RT Max Penalty ~
CAL_LO3 CAL_LO3.D VolatileOrg flibraryxml | | D:\MassHunter\Data\QuantExampl VOA | [yl { Normal “ 0.7000 2 None ~ 20.0000
CAL_LO3 CAL_LO3D MIST17.L ... | D\MassHunteriLibrary XML ~ 0.7000 0 None w 20.0000
CAL_LD4 CAL_LO4D VolatileOrg_flibraryxml || D:\MassHunter\Dats\QuantExampl oA | 2 Normal “ 0.7000 2 None ~ 20.0000
CAL_LD4 CAL_LO4D MIST17.L . | DMassHunteriLibrary [ EEETESM O Nom » 0.7000 0 None ~ 20.0000
CAL_LOS CAL_LO5.D VolatileOrg flibrary.xml | | D:\MassHunter\Data\QuantExampl WOA | | XML 0.7000 2 Nong v 20.0000
CAL_LOS CAL_LO5.D MIST17.L .. | D\MassHunteriLibrary . | Compressed O Noml 0.7000 0 M
CAL_LO& CAL_LDE.D WolatileOrg. flibrary xml _ D:'MassHunter\Data'QuantExampl _\WVOA | | XML 0.7000 2 Gaussian 20.0000
CAL_LOB CAL_L0SD NIST17.L .. | D MassHunteriLibrary ... | Compressed O v 0.7000 0 Trapezoidal 20,0000
CAL_LO7 CAL_LO7.D VolatileOrg flibrary.xml | | D:\MassHunter\Data\QuantExampl IWVOA | | XML Normal “ 0.7000 2 None ~ 20.0000
CAL_LO7 CAL_LO7.D MIST17.L . | DMassHunteriLibrary | Compressed O v 0.7000 0 None ~ 20.0000 ,,
< >
oo || owax |[ ok ][ Caoa |

: Agilent




Agilent

Analyze CrossLab
Analyze All Fom nsihto Ouone

Analyze | Method  Report  To Analyze
(»)  Analyze Al Fs C . _
P Clicking Analyze All causes e
Library Search each sample to be fully —
Target Match ro CeSS e d T h IS Ste Can ta ke Sample Mame Peak Detection Library Search Target Match Blark Subtraction ™
Blank Subtract p N p 0% ] [ oo 10
several minutes. Blank 02 I |
Clear All Results
CAL_LO3 DO | —
Analyze Sample F& CAL_LD4 v
Peak Detect Sample ‘ < >
Library Search Sample
Target Match Sample
Blank Subtract Sample
Clear 5armple Results
Compress Results... Lnalysis Messages
Type Target Meszage
Compress Results x i Sample Blank 01 Deconvolution process has been already performed before. Skipping deconvolution process.
Iﬁd'idre“iféhf resulfle s, check the dsta o pemanently delee fom he dezbsse. (i) |Sample Blank(02 Deconvolution process has been already performed before. Skipping deconvolution process.
You will not be able to restore the deleted data.
(i) |Sample CAL_LO3 Deconvalution process has been already performed before. Skipping deconvolution process.
Detete invisble components/his (i) |Sample CAL_LD4 Deconvolution process has been already performed before. Skipping deconvolution process.
Delete non primary hits New Feature (i) |Sample Blank01 This sample is one of the blank sample types. Skipping blank subtraction process.
Delete non hit components (i) |Sample Blank02 This sample is one of the blank sample types. Skipping blank subtraction process.
Delete non best hit components
o o Analysis Messages provide guidance with information and errors.




Component Review CrossLab

From Insight to Qutcome

B Agilent MassHunter Unknowns Analysis - Webinar VOA.uaf - O *
File Edit View Analyze Method Report Tools Help
N B |9 ™ [(p)analyze All | Al Target Non-Target Mon-Hit
Samples w 1 X | Chromategram * X
Sample Name File Name Components Hits ~ CJD"L_LD-E_[CAL_LD-E- 0)
108 2 a o
0 CAL_LO3.D 54 28 5 4 © = g
=] — 4 ¥ =
CAL_LD4 CAL_LO4D [:x] 51 D134 9 b 4 s 3
1.24
CAL_LOS CAL LO5D 69 80 1 @
CAL_LOB CAL_LOBD 70 50 14 ]
CAL_LO7 CAL_LO7.D 75 85 084
0.84
CAL_LD8 CAL_LO8.D 72 65 074
CAL_LO9 CAL_L09.D 7 71 064
CAL_L10 CAL_L10.D 77 72|, 0.5+
0.4+
Components - 10X 0.3 = | g = E =
s [fe] = Z Z
Companent RT Compound Mame Match Factor o) 0.2+ R g o et g
3.8384 | Carbamic acid, mono... 683 O'l_ P l*-"*'--"‘----L_,._.,,_.l MM
42531 | Dichlorodifiucrometha. . 559 ' 1200 1400 16.00 1800 20000 2100 2400 26,00 2800 '
5.1643 | Methyl farmate 528 Acouisifion Time (min)
84762 | n-Hexane 517 lon Peaks ~ I X |Spectrum ~ 00X
- Component RT: 13.1632 Component RT: 13.1633
5.0274 | Methane, dibromoflus ... 535 % 11D13 _E <102 1
9.55945 | 1,2-Dichloroethane-dd 803 g . Component || |3 08
10.0965 |trans-1,3-Dichl 539 )
rans-1, oroprop 05 06
10.3365 | Carbon Tetrachloride T87 025 100.0 04
10.6245 | Fluorobenzene 930 0 | | - —[70.1 0.2 421540 ?DIJ
— 13125 1315 13175 132 R 0 I [ B D I I I I I I I I I I
11.1554 | Propane, 1 Z-dichloro 513 Acquisition Time (min) — 20 4 & 8 3 120 14D 160 180 200 220 240 260 280
11.2263 | Bromodichloromethane 575 Mass-to-Charge (miz)
Molecular Structure -« X
12,9887 | 1,1,2- Trichlorosthane 60.5 Toluene-DE8 (NISTT7.L)
5 wqpz 520
13.1633 | Toluene-DE& 94 4 o ) =
D S 08
15.3660 | Benzene 531
06
16.0279 | Ethylbenzene 7238 ) PN . 04
16.6809 | 0-¥ylene 754 02 2050 700
0 3‘}:'[) T 220 L
17.3102 | Benzene, 1-bromo-341... 955 o T oy | T T T T T T T T T T
O o 5 5 20 40 60 B0 1 120 140 160 180 200 220 240 260 280
< > Mass-to-Charge (miz)

: Agilent



Component Review CrossLab

Sample Table From Insight to Outcome
|Samp|£=s - 0 X
e Sample table gives summary information & rlelleme _{ Componerts s 1%
CAL_LO3.D LY 28
on number of components found and CAL_L04 CAL_L04D &3 s
number of library matches. CALLS CALLSD ® @
CAL_LD& CAL_LD&.D 70 &0
CAL_LOV CAL_LO7.D T& &5
e Used to navigate between samples. CAL_L08 CAL_L08D 7| &
CAL_LOS CAL_LOSD 7h 71
CAL_L10 CAL_L10.D T T2 v
e Samples can be removed or added as —
Columns *
n ee d ed ' Select columns from:
<All> ~
Awvailable columns: Show these columns in the arder:
.. : ) ﬁﬂigﬂﬁium = o P e
e Additional sample info accessible by Aoa Vthod e Remove | |Cameenert
Acq. Operator
Add/Remove Columns. L
B i
Comment
e Numerous parameters are available in Soeied Borcde
the tables. e
Matrix Spike Dil.
Matrix Spike Group h Mave Up Mowe Down
[ ok |  Resst | Defat || Cancel




Component Review
Components Table

Displays components and associated data.

Extensive number of data columns.

Agilent
CrossLab

From Insight to Qutcome

Componenis
Sample Name Component BT &~ Compound Mame Formula E:::tc:: Best Hit CASH Ezt;nc'lated Base Peak Area Area i Area % Max. Algorithm
CAL_LO& 38275 | (2-Agindirmylethyl}amine CAH10M2Z 505 4025-370 5003 hhdR33.2 0.255 4598 | TIC Analysis
CAL_LO2 4 2476 | Dichlorodifluoromethane CCI2F2 e 75718 2439 65304 4 0.700 13.48 | TIC Analysis
CAL_LOg 4. 4531 | Chloromethane CH3aCl FiT 74-87-3 Columns
CAL_LO& 47823 | 1-Propene, 2-methyl- C4H3 854 115-11-7
Select columns from:
CAL_LOg 5 2352 | Methane, bromo- CH3Br 284 74-839 Al
=3 S
CAL_LOg 54044 | Bthyl Chloride C2H5CI 81.7 75-00-3
CAL_L08 6.0973 | Trichloromonaflucromethane | CCI3F 95.0 75 694 Available columns: Show these columns in the order:
Accurate Mass Tolerance F Add - Sample Name
Acq. Date-Time Component RT
Acq. Date-Time (Inst.) N Compound Mame
<Al ~ Acq. Method File R Formula
Add/Remove Columns.., ool tg gﬂ?ﬁh:tifath dd Al oo E:;tdﬂlr{:adm
52 Copy Component At ) CA’.S#
Model Peak | Analysis State <<- Remove Al Estimated Conc.
Delete Hits Del Eln P E"‘; an Area Fitter Absolute Base Peak Area
ase rea Area Fitter Relative Area %
Restore All Hits Library Hit Barcode frea % Max,
Deconvolution Method Base Peak Custom Calc. Algorithm
Export... Library Search Method Base Peak Deconvoluted Area
Target Compound §from Guant) Base Peak Deconvoluted Height
Target Peak from Quant) Base Peak End X
Base Peak FWHM
Base Peak Height
Base Peak MZ ~ Move Up Move Down
Reszet Default Cancel




Component Review CrossLab
Filtering of the Components Table

ywns Analysis - PestExampleuaf

¢ AII o AII Components are diSpIayed. Z?E}A:‘::z:dml Targ-l-e:()lls\Jonl—_'Tj;et Hit Meon-Hit | Best Hit

+ I X |Chromatogram

File: | Component delivered by deconvolution PO0+MATRIX (PEST-STD-200-MATRIX-03.C
Name N =

ywns Analysis - PestExample.uaf

e Target — Components that match a library £ Method Report Toos Help

(¥) Analyze All | Al Non-Target Hit Non-Hit
entry and match Quant Batch compounds. Cowe]rer e e

File | Hit matched with Quant target compound b( (PEST-STD-200-MATRIX-03.C
Name i N | TR

wins Analysis - PestExample.uaf

e Non-Target — Components that match a library < vees e 1o ne
entry, but don’t match Quant batch e i =
compounds. e Componets [HiLnct matched b Quant trget compound AT

wns Analysis - PestBxample.uaf

e Method Report  Tools  Help

. . (¥) Analyze All | All Target Non-Target Non-Hit -
e Hits — Components that have a library match. e

E:ﬂe Components Hits j Component identified by library search ]D'MATHWD&[

[ AT=E0

owns Analysis - PestExample.uaf

ze  Method Report  Tools Help

) , (3) Analyze All | All | Target | Non-Target ~Hit
e Non-Hit —-Components that don’'t match any - x

File

[

-
|Cnmponent5 |H'rts il e win7d

library entry within the defined parameters.




Component Review CrossLab
Best Hit

When Best Hit is disabled all When Best Hit is enabled only the
library hits are displayed. highest Match Factor hit is displayed.
& Agilent MassHunter Unknowns Analysis - Webinar VOA 2.uaf B Agilent MassHunter Unknowns Analysis - Webinar VOA 2.uaf
File Edit View Analyze Method Report Tools Help File Edit View  Analyze Method Report  Tools  Help
O I Z3 9 () Analyze All | Al Target Non-Target Nen-Hit | Best Hit O & | 2 |9 ™ () Analyze All | All Target Non-Target Non-Hit
tnm:nmerts turrpnnerl's
Sampl C ent Match .
qur:nn'_llgle %:_:l_mpunent Compound Name Eaaéc:l Best Hit CASH NI:THF;E H:_:l_mpun Compound Name Factor Best Hit CASH
CAL_LD8 7.1777 | Carbon disulfide 897 75-150 CAL_LO8 71777 | Carbon disulfide 83.7 75150
CAL_L0S 71777 | Arsine 507 ] 7784-42-1 CAL_L08 76578 | Bthylene, 1,2-dichloro-, (Z)- 96.4 156-55-2
CAL_LOS 71777 | 4 4" Diisothiocyanatostibene. . 611 N 53005-05-3 CAL_L08 7.8052 | Propane, 2-methoxy-2-methyl- 927 1634-04-4
CAL_L0B 71777 | Carbon disuffide 297 [l 75-15-0 CAL_LO8 7.9579 | Ethane. 1.1-dichloro- 94.8 75-34-3
CAL_LO8 7.1777 | Glycine, N-{dithiocarboxy)-N-... 534 ] A0520-03-4 CAL_LOB 8.0616 | Acetic acid etheryl ester 80.5 108-05-4
CAL_LO3 76578 | Ethylene, 1.2dichloro-, (Z) 96.4 156-53-2 CAL_LO8 8.4326 | 2-Butanone 838 78333
CAL_L0B 76578 | Bthylene, 1,2-dichloro-, (Z)- 95.4 N 156-59-2 CAL_LO8 8.6509 | Ethene, 1.1-dichloro- 95.2 75-35-4
CAL_L0B 76578 | Bthylene, 1.2-dichloro-, (E)- 957 [l 156-60-5 CAL_LO8 8.8910 | Trichloromethane 94.8 67-66-3
CAL_L03 7.6578 | Ethylene, 1.2-dichloro-, (E} 96.1 O 156-60-5 CAL_LO8 5.0036 | Propane, 2,2-dichloro- 787 534-20-7
CAL_L0B 76578 | 1.2-Dichloroethylene 95.5 1 540-59-0 CAL_LO8 9.3275 | Tetrahydrofuran 76.9 109-99-9

Tip: Must have more than 1 Max. hit count.




Component Review CrossLab
Chromatogram

|C-::mponents ~ 1 » |Chromatogram - X

Sample Mame Component RT & Compound MName ™ EﬁL_LﬂB (CAL L0B.D) By Copy

&7 o
12.1544 | 1-Propene. 1,3<ichioro-, (JR | ETalkl N e -
z 3 - - il ¥ Auto Scale
CAL_L08 12.2913 | Propene 7 & 5 & 2 . .
2754 = = 5 5 & o @, Previous Zoom
CAL_LD8 12.2953 | Methyl lsobutyl Ketone 25 5 = = = 22 5 5 al neaz
= = = 2 g = & | oom
CAL_L08 12,7498 | 1-Propene. 1.2 Hrichloro-, 2-23' =3 5 3 m =S = 2 g
i - 2 i = D — g s s
CAL_L03 12.7541 | 1-Propene, 13ichloro-, (2 1754 _g gz s .= gt 2 3 = % LE
) 15 To ol I 22 £2 ENY g Z[+] Ecs
CAL_LD8 12.5854 | Ethane, 1.1 24richloro- Eg za BE wo =z g g
1.254 e =l nNE T = &’%_E M= oG] o
CAL_L08 13.1602 | Toluene-D8 1- — i - £ o =% 8 g Ripae
CAL_LOS 13.2685 | Toluene ﬂg g: 2 2 =55 Print.
: ==
CAL_L08 132721 | Bicyclo[4.1.0hepta-1,3 54 0.25- y =8 A |4 Print Preview...
. o T T

CAL 108 13.4483 | Methanesuffinyl fluoride, trif 180 1200 1220 1240 1260 1280 1300 1320 1340 1360 1380 1400 Properties.. 1480 1500
CAL_LO8 13.5561 | 3H-1.2 4-Triazol-3-one, 1.2 Acquisition Time (min)

« Various displays of the Chromatogram window are available.
« TIC displayed in Black.
« All non-selected ions (EIC) displayed in Green.

« Chromatogram displays selected component(s) in Blue.

« Clicking in the Chromatogram display selects the nearest peak and
selects it in Components table.




Spectrum Views
Extracted Spectrum

Allows comparison of the deconvoluted spectrum (top) to the library
spectrum (middle) and the averaged spectrum (bottom).

Spectrum 3¢
Component RT: 12,1544 "
2 yip2 75.0 53 Copy
S o5 =0 2 Auto Scale
| 'L 49| 0 mi”'l @ Previous Zoom
S N R E R S R I I 1 T T T & T |@ NetZoom
15 20 25 30 35 40 45 50 55 &0 65 70 75 80 8% 95 100 105 110 115 |
TP 1.3-dichloro-, (Z)- (NIST17.0) Header-to-tall
-Fropene, |, ICMIoro-, - .
8 102 750 Extracted Spectrum
S 05 2.0 [j Print...
' 430 110.0 Print Previ
260 540 610 830 | & Print Preview...
Y R S N I le 1 I T I DR N
15 20 25 30 35 40 45 50 B85 B0 65 70 75 8D 8% 95 100 105 110 115 Properties...
+ 5can (12.1011-12 2251 min, 23 scans) CAL_LO2.D
2 y102 750
3
03 381 490 109.9
0 T L L. 823
I T T 1 S I T 1T 1 & T T T 1T _ T T 1
15 20 25 30 35 40 45 50 B85 &0 65 70 75 80 8% 95 100 105 110 115 120 125 130 135 140 145

Mass-to-Charge (m/z)

Purity

C

Agilent

rOSS

Lab

From Insight to Qutcome




Spectrum Views
Head-To-Tall

Agilent
CrossLab

From Insight to Qutcome

Spectrum
Component RT: 12,1544 S . . . .
2 4102) 70 2 Copy Right click to view Head-to-Talil.
& 0.84 W Auto Scale
064 180 @& Previous Zoom
024 . ., Next Zoom
0.24 450 mr'g Header-to-tail
R — |'||A4' T "iu' — T T la — T ¢| — Extracted Spectrum
20 25 30 3 40 45 B0 B85 60 65 70 U5 85 100 108 110 115 ,
=j Print..
1-Propene, 1,3-dichlore-, (Z)- (MIST17.L) |2 Print Preview... . .
2 101] 70 _ Head to Tail View
5 Properties...
C 084 Spectrum 5|
0.6 Component RT: 12.1544 5
390 2 102 53 Copy
4 s i e W Auto Scale
024 450 ]
o 260 1l |I 540 610 N |‘. 830 0.8 @, Previous Zoom
0D 25 3 3 40 45 0 5 60 e 0 5 08 390 S N Zoom
0.4 |TI Header-to-tail I
024 480 ‘ 1083 Extracted Spectrum
Head to Head View 0 S || R PP N L3 e
260 ! ‘ B0 10 830 | , .
|2 Print Preview..,
4 480 1100
ny Properties...
350
-0.64
-0.84
1 75.0
| [ [ A I & I [ [ o | [ [ | [ A& ] | [ [ [ | [
20 25 30 35 40 45 50 55 6D 70 75 BD B5 90 5% 100 105 110 115 120 125 130 135 140 145

Mass-to-Charge (miz)




Component Review

lon Peaks and EIC Peaks

Activated from View >
EIC Peaks.

Useful for visualizing
co-eluting peaks.

Click on ion in
Spectrum to make it
add/remove in lon
Peaks or EIC Peaks.

Use menu to add TIC &
Component.

Copy

Auto Scale

Previous Zoom

Mext Zoom

P Y S P P L

TIC

Component

Print...

Print Preview...

Properties...

Agilent
CrossLab

From Insight to Qutcome

Quant Method

Qualifier Target
lon Peaks « 1 X |Spectrum - X
Component RT: 19,4544 Component RT: 19.4544 & & ?D
2 %1081 2 x102] 150.
g 25 8 e
2 150.0 '
15 152.0 0.6
1 0.4- oo 115.0
0.5 20 ] 0o 520 '
52.0 :
0- | 87.0 | |
1945 195 1955 19§ 0-5 i T piy — I e I I —
Acquisition Time (min) 40 50 60 80 90 100 110 120 130 140 150 160

EIC Peaks

1
=
x

Mass-to-Charge (miz)

EIC Pezaks
Z %103

===
Fall ea|| =[] en|| en
e || e ] ) =

===

s

I I
19.45 19.5

I |
19.55 19.6

1.4-Dichlorobenzene-D4 (NIST17.L) & &
8 x102] 151].?[?
3
0.8
0.6
115.0
0.4 520 T80
0.2 8.0
: 870
[ TR 1 N N A 520 .|||| R l ||. 1
[ [ [ [ & [ [ [ [ [ [ [
40 L] 60 80 % 100 10 120 130 140 18D 16D

Acquisition Time (min)

Mass-to-Charge (miz)




Component Review CrossLab
lon Peaks and EIC Peaks
« Adding another

Extracted lon
Chromatogram (EIC)

] ) lon Pezks - [ X |Spectrum - | X

) C“Ck On the peak In 53025)3?"1 RT: 10.9754 . EED:?ET_M RT: 10.5754 os

either the component |5 12 g s &0 70 |

or Iibrary window. 075 0.6- Click

. ﬂgg: / E:: 420 51 1o 1zo w1 here
* Best done without 0= — o Il |II|||II|||||I||I|| ||‘ I.. i .|. . ||| 1973 29237
10.9 10.35 11 11.08 0 | | I |
head-to-tall. Acquisition Time (min) 2 4 & e 160 180 200 220

Mass-to-Charge (m/z)

Diethyl phthalate (RI-PESTICIDES-MOLZ mzlibrary.xml)

* Isthe 177.0 mass g <102, e
part of the first T
component or the 041 70
second component? : o mofp 0760 ROUG0 o | o | wo e
! 1D|.Es 1'D|.E! 1|1 Z!D 4!D 'E'D = B!D 11.l.'|]l 1&0 'Iiﬂ 1'E|§'D 'IEIa'D Zéﬂ Z.JI'D

Acquisition Time (min) Mass-to-Charge (mi'z)




Component Review CrossLab
lon Peaks and EIC Peaks

From Insight to Qutcome
 EIC for mass is

lon Peaks

Spectrum

. . - X
dlsplayed In the Component RT: 10.5754 Compenent RT: 10,9754
window g 10 g 102
& 1.254 é nad
‘|_
0.6
Is the 177.0 mass 75y -
. 5- 4 1120
part of the first 05 02 oo |
B o4 il ||| |||II|I||||I||I|||||||I|||||II| Loodig 197.3 2233
component or the T S R S
’) Mass-to-Charge (miz)
Second Component' EIC Peaks v % [Dicthyl phthalate (RI-PESTICIDES-MOLZ mslibrary xmi)
EIC Pezks 2 102] 149.0
2 %1057 G
z ] O 08
= 1'2?: 0.5
0.75- 0.4 1770
05 :
0.2
025 : 390 500 BEI;EI ?ﬁ“ﬂ 937.0 th'i-.ﬂ 121.0 | 1640 || 1940 2220
0= T T | 177.0 B | I P [ I T I A I T
108 103 11 20 40 80 80 100 120 140 160 180 200 290
Acquisition Time (min) \ Mass-to-Charge (miz)




Unknowns Analysis Method

Method | Report  Tools  Help

Edit... F10
Ef

Load Method to Al Samples...
(% | Load Method...
E

Save Method of Current Sample...

e Method can be saved and loaded
from .M folder (unified method) or
as uamethod.xml file.

e Previously stored methods can be
used multiple times.

File |Edit View  Analyze Method Report Tools Help

1 Mew Analysis Ctrl+M
[ Open Analysis Ctrl+Q
(=} Save Analysis Ctrl+5
Save Analysis As...
Close Analysis

Add Samples...

Import Cuantitative Analysis...

Import Target Method (Quantitative Analysis Method]...
Export...

Page Setup...
Print... Ctrl+P

" il i

Print Preview...

1: DassHunter Datal CuantExamples\ MSWO A Webinar VOA 2 uaf
2: D\MassHunter\Data\ QuantExamples\MS\WOA\Webinar VO A uaf
3: D\MassHunter\Data\Deepald.Deepak UA Project.uaf

Exit

Method id also saved as part of
the Analysis.

Method is stored in the .uaf file.

C

Agilent
rossLab

From Insight to Qutcome



Export Components to Library Editor CréssLab

From Insight to Qutcome

Sample Name Component RT  «  Compound Mame Match Factor Best Hit Window Size Factor ¢ Se I eCt d eSI red CO m po n e ntS (3) -

CAL_L08 3.8275 | (2-Aciidinylethyllamine 505 & 250 ] ]

CAL_L0S PRT7E] 1-Propene. 2-methyl- 94| & 250 e R g ht click and select Ex PO It.

CAL_L08 9.5048 620 M 25.0

CAL_L08 122060 I . 46| ¢ 250 ° I
cae e ue O = Choose Selected Components/Hits.
CAL_LDB 15.1328 EEFE R = 577 | 250 ° Choose fo rmat aS L I b rary.

Export Component Table * : :
\ 4  Three components and spectra in library.
Add/Remove Columns... Export from:
T -
Sa CDF'T O All componerts /hits B, Library Editor - Webinar 1.mslibrary.xml* — m} x
Set Best Hits I (® Selected components./hits I File Edit Tools Help
. N *EE 9™ |[Fi| P
Show Alternate Hits... Export to:
Delete Com punents.."Hits Del Compound D Compound Name ~ CASH Formula Molecular Weight ~ Retention Index Retertion Time
» 1-Propene, 2met... | 115117 C4HB 56.063 336.0000 47823
Restore All Components/Hits 2 | Methyl Isobut K .. | 108101 CEH1ZD 100089 £90.0000 12.2960
[] tutomatically name compounds for nen-hit components o lsobuty -
S mrm ST 3| Benzene, 1,2.44n... | 35625 COH12 120.094 1020.0000 19.1328
Prefix:
Format Column... |Unknuwn |
I EKP“—"”:--- I @ Md inde: Spectrum View
Ig Print D Add retention time : Max, £ of panes: 8 e 1=
a1 SingleQuadrupole +1-Propene, 2-methyl- (115-11-7)
|_il Print Preview... oK I | Cancel x104 411
0.75 56.1
0.5
0.254 620
ol il .u,|.|. [, 787 884 1027 1200 1340 1466 1595 1798 1910 2078 2331 260.1
20 30 4 5 60 70 30 90 100 110 130 130 140 150 180 170 180 130 200 210 20 230 240 250 260 270
Displayed Compounds: 3 | Total Compounds: 3 | Spectras 3 .




Export Components to .CSV CrossLab

From Insight to Qutcome

Comporents ~#x < Selectthree different components.
Sample Name Component RT  « Compound Mame Match Factor Best Hit Window Size Factor
CAL_LO08 4.2466 | Dichlorodiflucrometh... 97.7 200.0 : .
- [ ]
CAL_LOS F¥LYall Chioromethane 336 200.0 R I g ht CI IC k an d Se I € Ct EX p 0 rt *
CAL_LO8 46131 | 24{Dibromomethane)... 554 25.0 .
CAL_Lo8 17305 [ 53 o * Choose Selected Components/Hits.
CAL_L08 47821 9.3 200.0 _
CAL_L08 47871 AN 59.2 =0 ¢ Choose format as CSV File.
Export Component Table 4 . .
< port Feme  Three components in CSV File.
Add/Remove Columns... Export from:
By Copy () All components./hits
Set Best Hits I (®) Selected components/hits
Show Alternate Hits... Export to: | A | B C D | £ | F | G |
Delete Components/Hits  Del 1 |Sample Nar Component RT|Compound Nam.l'-.ﬂatch Factc Best Hit Window Size Factor
ponents/ CSV File v
Restore All Components/Hits » » 2 |cAL Lo8 4.492109814|Chloromethane | 98.603205  TRUE 200
Automatically name compounds for non-hit components 3 |cAL Log 4.732524655|Ethene, chloro- | 95.327862  TRUE 100
Set Hits as I5TDs Prefic: 4 |caL_Los 4.787117711|2-Butyne 59.193042  TRUE 25
Format Column... |L|r1knuwn |
Export... (®) Add index
&8  Print.. () Add retention time
|4 Print Preview... Ok | | Cancel




Export Components to Quantitative Analysis Method CrdssLab

From Insight to Qutcome

Campanerts - x One compound added to QDB
Sample Name Component RT & Compound Mame Match Factor Best Hit Window Size Factor . ..
CAL_L08 4.2465 | Dichlorodiflucrometh. 977 200.0 With two Qual ifiers
CAL_L08 44921 | Chloromethane 986 2000
CAL_L0S 46131 | 2{Dibromomethane)... 55.4 250 Export Quantitative Method =
- ~
CAL_LO8 47325 | Ehene, chloro 95.3 100.0 Destination method path:
CAL_L08 47821 | 2-Butene 993 2000
| D:\MassHurtter\Data"\Quant Examples\MS\VOA\Webinar GDB.m | | Browse...
CAL_L08 47871 | 2-Butyne 592 250
Target ion:
‘ Export Component Table >
Most abundant -
Export from:
Add/Remove Columns... Mumber of qualifiers to add:
53 Copy () All components hits 4 B
Set Best Hits I (® Selected components/hits I
Show Alternate Hits... Export to: ' Cancel
Delete Components/Hits  Del IQuarﬂ'rtati'u'e Analysis Method iy I
Restore All Components/Hits '
Automatically name compounds for non-hit components
i Sample
Set Hits az [STDs Prefix- P .
|L|r1knuwr1 | Mame Data File Type Level
Format Column.. [CAL_L0S CAL_LOSD Cal 3
IExport... I (@ Add index Quantifier
& Print.. () Add retention time Mame Uncartainty
=8 2-(Dibromometh 1 Sc Target 450 Relative
& Print Preview... Cancel = an arge ati
Qualifier
Mz Fel. Resp. Uncertainty | Area Sum

2199 46.3 200 L]

2178 135 200 Ol




Layouts r0SsLab

From Insight to Qutcome

B Agilent MassHunter Unknowns Analysis - Webinar VOA 2.uaf - X
File Edit View Analyze Method Report Tools Help
® I reset Layouts O E 5|9 © (P)Analyze Al | Al Target Hit Non-Hit = BestHit
Samples » 1 X |Chromatogram - I X
Sample Name File Name Components Hits ~ ||CAL_LOB (CAL_LOB.D)
2 xi0® = g2 = = ;
CAL_L03 CAL_L03D £ z gg‘%‘ ez 3 1 : ‘ $
CAL_L04 CALL04D C 32 feffzE I3 H = =]
o % £ =& B 5 =
CAL_LOS CALLOSD 3 R I 3 i i
28 o z - 23 < 5 =
CAL_LDS CAL_LOED . 35 = < SH B =
&y 2 f of 28 28 o
° CAL L7 CAL_LO7D " 3 . S: § oL, g B2 B EH .
’ g £ & K] R . F g s
CAL_LDS CAL_L0SD 2 & g : E 2 g o2 8s
& [ o = = -1 . N N
CAL_L10 CALL10D 18 g El g = I n:o,g 22 s A z
2 = = £ & 588 & = i
CAL_L1 CALLT1D 6 & 5 03 g o ERia g £
CALL12 CALL12D 14 g s SRy AN E 2
= = 12 s B2l & 2% o & S &
cC_LO7 CC_L070 £ 8oFE2 =3 = =5 E 3
. _ 1 s ©e B 88 - = 4 £
- z = < \ 5
View | Analyze Method Report Tools Help ac e ac.Len 08 g e E - 5
~E 3 @ =
Blark0! BLANKO1.D 05 &= E 83 <0
- - T = o g c
Samples All Target Hit Mon-Hit Blark02 BLANKOZD 04 ne o2 EE EE
SAMPLEDT SAMPLEDT D 02 = a=
Chromatogram - WU |
SANPLEDZ SAMPLEOZD abo sbo sbh el 7ho  sbo  9bo w0 0 1200 1300 1600 1500 800 1700 1800 1800 2000 2100 200 2300 2600 2500 2600 2700 2800 2900
C ompon ents AMPI F03 AMPIFIA D) hd Acquisition Time (min)
lon Peaks Components = 7 X ion Pesks + 7 X [Spestum -1 x
Component RT 4 Compound Name: ”F‘:;? Best Hit F:A gﬂmwfm RT:16.5410 iompur;em RT: 165410 .
10 [T 10 '
EIC Peaks 16,1309 | Meth E R
X ane, tibroma- 924 O CH 3 125 Componert | |3
— ] i
Spectrum 16.1808 | Dibromoniromethan 24 O o+ - o ol 80
16.5410 | Bieyclo[4.2 locta-1,3 54iene %8 O |ca 05 780 0]
Molecular Structure 1357 Cycooctatetraene %7 O | || 0 A 020 s 510
ol 1 630
. 5 %5 ca T T T T T T
Analysis Messages e = SR eM 6% R 166 o A }L‘ NN s B B B s e A s P A PR A B B
165410 1,35 7Cyclooctatetracne %2 [0 |ca Acquisition Time (min) (51.0 0 20 30 40 50 6) 70 20 S0 100 110 120 130 140 150 160 170 130 180 200 210 220 230 240 250 260 270 20 290 300
Mass-te-Charge (m/z)
16.6645 | p-K¥ylene 28 [ |c8 ||EICPesks 71X
Preset Layout * | Standard z E
Lay tyrene (NISTI7.L)
16.6545 | Benzere, 1,3dmethyl- 825 [0 c@ [|EICPezks 2 102 1040
£ x102]
Load Layout... All - Extended 16,6625 | Benzene, 1 3dmethy- @5 O ca ||Ex0° H
3 084
16,8645 |0 Yylene 221 o jee ||° 4
Sawve Layout... I - I 08
Y All - Condensed 16,8793 | Prapane. 1.2 Hrchiore- 21 0O |@ 2 0l 50
Sample - Companent 16.8793 | Propane, 1.2 Hichioro- 21 O |a 1 02l 510
16.8793 | Propane, 1.2, 34richioro- us| O & 0 - . . ; : : ol zo B0 ) 80 ) so )
- L R ITET IR T T T L L L L L L 1 I L L.l I I
Chromatogram - Spectrum 16,6793 | Propane, 1.2, Mrichioro- 9 O | 165 ©%2 % 1% 163 166 0 20 30 40 50 60 70 B0 90 100 110 120 130 140 150 160 170 180 180 200 210 220 230 240 250 260 270 260 20 0
Acquisition Time (min)
Mass-te-Charge (miz)
17,2879 | Benzene, (1methyie 09 =
Coempenent - Spectrum zene. (Lmehdd: g Wolecular Structure - X [-CALI®D
17,2878 | Benzene, (1methylethyl) 07 cs 2 2 1040
Component - Spectrum - lon 17.2878 | Benzene, (1 methylethyi)- w2 O o s ]
038
17.2879 | Benzene, 1-cthyl-4methy- 793 cs
Spectrum - lon zene, [t 4metht o 06 70
176572 | Benzene, bromo- %3 [ |c6 0il
17,8572 | Benzene, bromo- 9.1 O cs 02 50 o
176572 |Benzene. bromo- %9 O |c6 H2C ] B0 80 | w0 )
\\ e e N S s s s N s s I e s B A s B By s B B S B U S
176572 | Benzene, bromo- %3 [ (Cov 0 20 30 40 5 60 70 g S0 100 110 120 130 140 150 160 170 180 150 200 210 220 230 240 250 260 270 280 250 300
< > Mass-te-Charge (m/z)
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Unknowns Analysis

Time for a demo

Next up:
Unknewns Screening

MassHunter Webinar Series Agilent



Overview of Unknowns Analysis Cré%sLab
Screening

Deconvolution and Library Searching + Unknowns Analysis = Screening

Quantitation

ntitation
(\5 ) ’

Deconvolutior
and
Library Search

Agilent



Screening CHéSLab
Workflow

Screening methodology
* May require minimal sample preparation.

* Does not require Quantitative Analysis.

Shorter chromatographic runs.
- Deconvolution algorithm does most of the ‘dirty’ work.
- Use multiple RT Window Size Factors to extract targets.
- Applicable to low resolution and high resolution data.
- Most appropriate with scan data.

Library Searching
- Can be commercial library.
- Better with a smaller user generated library with ‘targets’.

Screens positive = Confirmation.

Improves sample throughput.

Agilent




Screening CFESsLab
Workflow

[ =} Agilent MassHunter Unknowns Analysis - UA Verapamil.uaf — O X
File Edit View Analyze Method Report Tools Help
T By 9 o [(F)Analyze All | Al Target Non-Target Non-Hit | Best Hit
Samples + 1 X |Chromatogram v I X
Sample Name File Name Components Hits Blank Subtracted 1 pa/ul (1pg-r001.d)
n 5
1pa/l P 001 s ¢ ° 3 ﬂ{) _WMWWWNW
]
[
5
4
2
2
2
1 b
Components v 1 X =
n -&——
Component  Compound Match _ Window oo 020 030 0.40 0.50 00 070 080 050 1.00 130 120 130 140
RT Name Fagtor  DestHt  Fomuia E';;m Acquisition Time (min)
0.5293 | Verapami 945 [0 |cerHasnzos 25 |||lon Pesks ~ & X [Spectum - X
0.5293 | Verapamil 945 [0 |cerHasnzos 250 g“mﬁ’gr?"t RT: D'SZ_M__...ﬂ___.__HGEI g"mﬁ’grfm RT. 0525
x x
i s s 4552854
0.5253 | Verapamil 975 O C27TH38N204 500 g 5 Component | 3 14
0.5293 | Verapami 975 [0 |co7H3BN204 50.0 4 5 00 024
] : 10,0571 .
0.5293 | Verapamil 53.3 [ C27HIBN204 100.0 1 4562935 04 108.0571
0.5293 | Verapamil 595.9 [ C2VHIBN204 200.0 04— T ; r 125.0956 )
] 05 0.55 06 [130763 0.24
0.5293 | Verapamil s59( [  |cz7H3snzos 2000 pequisition Time (i) L2 : 0 | 1?3,0?53 | 2,
EIC Peal > I x 117.0 165.1 2031 2292 3032 3272 3682 3532 4233 4773
-0.24
EIC Peaks
2 410 : 455 2854 0.4
g 108.0871 06
4 4562935
3 -0.84
125.0856
2 = -14
1 193.0763 4553
0 T T T & 4 I T AT T | | I I | T I I M| I
05 0.55 06 00 125 180 175 200 225 250 275 300 325 350 375 400 425 4R0 475
Acquisition Time (min) Mass-to-Charge (m'z)

"‘Agilent
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Time for a demo

Next up:
Reporting

MassHunter Webinar Series Agilent



Generate Reports CrossLab

From Insight to Qutcome

Samples Report ? >
Sample Mame File Name Components Hits
CAL_L03 CAL_L03.D Report folder:
CAL_LD4D Report | Tools _ Help |D:‘\MassHurlter‘\Data\QuantE:amples\MS\‘u"OMUnknownsHeporll | Browse... |
CAL_LO5.D Generate... Report method:
CAL_LDG CAL_LOGD | Open Report Folder... - [ |
CAL_LO7 CAL_LO7.D » kB Queue Viewer.. Choose.. | | MNew. Edt.
CAL_LOS CAL_L0S.D 72 69 Edit Report Method... R
CAL_LO9.D Cuery... () All samples
CAL_L10 CAL_L10.D ® Selected sample(s)
CAL_L11 CAL L11.D Generate:
CAL_L12 CAL_L12D @® G:erate reports naw
Open report folder after reports generated
() Queue report task
e Must “Save Analysis” first. Report > Generate
[ ok || cancel
e If only a subset of samples
IS wanted select them in Choose, create or edit a
Samples. Unknowns Analysis Report

Method.

4




Generate Reports CrossLab

From Insight to Qutcome

Report Method Edit (Unknowns Analysis) - O X
~
File Edit Tools . Marme
kGa@|9 o~
Templates WGraphics settings Codes
Template Report mode fl#:stination f':::rtln_l";h Language Eiazg: Printer Open published file E:’iess |§| all-hits.ua FEPDI't-Im |
D:\MassHunter\Repo..\all-hits.uareport xml - all-hits.uareport pdf |g| AreaPercent.tem F|-| ate.xml

|Z| AuditTrail_UA.uareportxml

|Z| best-hits,uareport.xml

|£| Best-Hits_Rl_withChrom.uareportaml
|Z| LRS_MonTarget_Details.templatexml
|Z| LSR_MonTarget_Hits.termplatexml

|Z QuantCsV_TICs.uareport.ml

Add Template... | | Remove Template | | Edit Post Processes... |

Save & Exit | | Exit |

o Select the report(s). l

Templates Graphics settings

e Numerous PDF style reports are available.

Fixed range graphics:

| Fixed range graphics settings. .. |
e Determine or modify the graphic settings. Sample chromatograms

e Generate the report. lon peaks chromatograms:




Generate Reports
Graphic Settings

@ Report Method Edit (Unknowns Analysis)
File Edit Tools
DEd| 2Rl

Templates Graphics settings

Fixed range graphics:

| Fixed range graphics settings... |

Sample chromatograms:

| Graphics settings... |

lon peaks chromatograms:

| Graphics settings... |

Graphics Range
Samples:
Min Max ¥ Min X Max X
| I I I
Compounds:
Compound Mame Min Max ¥ Min X Ma ¥ Min Mz Max Mz

Add Delete

Sample Chromatogram Graphics settings

General:

lon Peaks Graphics settings

General:
Background color: ||:|Transparent w |
Foreground color: |-B|ack v |
Gridlines color: | No display w~ |

Peak Labels:

Display peak labels
Vertical labels

[ Allow ovedap
Choose labels:

[] Component RT
[ ] Component RI
[] Compound Name
[ Formula
C]cas#

[ Estimated Conc.

L Mave Up

Move Down

Background color; ||:|Transparent w | Font | Microsoft Sans Se v|
Foreground color: |-Blac:k ~ | :| _“ Friier |3'25 d |
Gridlines color: | Mo display ) | Chromatagram:
_ - TIC: (B v
Fort: Microsoft Sans Se  ~
- la 5 l Componerts: |-Dark Green V|
ot size: . v
Display EICs | EIC colors... |
e Numerous Chromstogram:
. TIC: |-Black - | Scale the TIC to the highest peak after .
min.
Optlons are Components: |- V|

Show lon Peaks

available.

Show Labels

| lon Peak colors... |

[ Display label names (ex. RT=2.5412)
[ Display urits for Canc. and RT

OK

| | cancel

0K

| | cancel

C

Agilent

rossLab

From Insight to Qutcome

- Agilent




Generate Reports Cré<eLab
Example Reports

ILlhrarv Search Results - NonTarget Hits lNIth Del:allsl ":I' Agilent Technologies

[« RT G dinbabeiio d Conc.
4.2475 Di:hk:lodlﬂ.l:lmne 1790225.4 846 75-71-8 C02F2 24.3%
. anznor:m RT: 42478 840?
I Area Percent REDGFIII i Agilent Technologii| & 031
Path Name g;
Acq. Method File 624A.M H
Acq. Date-Time 6/20/2008 3:04:21 PM g;
Sample Name CAL_L08 0.2 s .
Acg. Method File 624A.M o1} 9 859 , "
I I I ; y I ; y I % : I I I ! | 'é Slﬂ 9|5 15{ 1||35 IIID I1|5 Izlfl |2IS 1:'1.() 1:|{5
5 10 15 20 25 30 35 40 45 %5 &0 &5 T 75 BO
Mass-to-Charge (miz)
CEL;.ILSSI:CAL_LMD} E ) < & <2 o E - + & 3 'g JE“ Richlorodiiuoromethane (NIST17 L) o0 .
= 8
ER g £ € 2 3B g ng = % B g Z E 3 s "'f;; 5
25 E £ E 3 of =42 3|5 2 1E G g £ 0z
; Lo mB g 4 Al z 3 0H
= g 08 2 o AR NERE N FE i< o8]
- ok £ £ ¢ =2 | 8% IHal | HEl (|l 3= e o o1
i o) ,E E- ? “"g H E“ 45 - § | e z & LES
1 1: {\l‘ = . = 1| = 2 [y
0.5 g h il - & o1 150 L 4?-31'054.0 550 8240 i 1200
-I}- _ I 'L_h_J._4IJ. ; | l _,L 'I " _...:' EEEEEEEE R R LR 80 85 100105 110 115 120 125 130 135
F b4 Mass-10-Chal fz]
Tl T g taf | 1314 15 16 17 18 19 20 21 22 23 2% %% % 27 28 29 e =
22 32 Acquisition Time [mi| £ mi0?] 3
o 8 os
Pk# RT Min Start Min End Min  Peak Height Peak Area  Peak % Max % of Tot| or
1 3.8275 3.7639 3.9902 111516.5 660840.8 5.0 0. o
2 4.2476 4.1966 4.3622 531988.1 1790225.4 13.5 0. oA
3 44931 4.4495 4.5532 213151.1 674802.7 5.1 0 °F
4 47823 46677 49133 1321997.5 5600361.8 422 2. °f 51 o] egp 103 200
! 2||J 4IQ o BID BI fﬁ‘l"‘ 12|C| 140 1SI-C| Iéﬂ Z!lﬂ 22‘!] 2‘50 25‘{] Zéﬂ 3&0
Mass-to-Change (m/z)|
e Area Percent Report :
. .
e Library Search Results Report of Non Target Hits.
a [] ] ™ _ : - a
Tip: Area calculations only available with TIC Analysis. R FR




Generate CEF Files CrossLab

From Insight to Qutcome

I Open * Tools | Help
-~ v <« MassHunter » Scripts » Unknowns » Actions v O Search Actions 2 IF'I""lrI 5cript... I

Convert Accurate Mass Samples...

Organize » Mew folder f== ~ [TH 0
configuratior * Mame Date mud\iffied Size Type Audit Trail
Data D ExportCEFFile-AllBestHits.Unknowns.script 10/20/2017 1:02 PM 16 KB SCRIPT File
Layouts D ExportCEFFile-AllComponents.Unknowns.script 10/20/2017 1:02 PM 15KB SCRIPT File
Library [ ExportCEFFile-AllHits.Unknowns.seript 10/20/2017 1:02 PM 15KB  SCRIPT File ° Ac'uvated from TO 0O | S > R un SC ri p i.
log D ExportCEFFile-MenHits. Unknowns.script 10/20/2017 1:02 PM 15KB SCRIPT File
Manuals D ExportCEFFile-MonTargetBestHits.Unknowns.script 10/20/2017 1:02 PM 16 KB SCRIPT File
Methods D ExportCEFFile-MonTargetHits.Unknowns.script 10/20/2017 1:02 PM 15 KB SCRIPT File
D ExportCEFFile-TargetBestHits.Unknowns.script 10/20/2017 1:02 PM 16 KB SCRIPT File

:E::rtTempl ?ExeortCEFFiIe—TarEetHits.Unknowns..scriﬁt 10;:20.{301?1:02% 15 KB SCRIPTF?IE ° CEF FI|eS (Common EXChange Format)
D GotoMISTMSProgram.Unknowns.script 10/20/2017 1:02 PM 6KB SCRIPT File .

epors used for exchanging data among

L programs, Quant, MPP, etc.

File narne: | v‘ |Script Files (*.unknowns.script;® V|

| Open | | Cancel |

 Script to go to NIST programs. New
Feature.

Application — essential oils.




Customizable Report Templates Cré<sLab
PDF RepOrt BUllder From Insight to Outcome

‘P:’. ] M AreaPercent.template - Report Builder (Unknowns Analysis)

« Both Excel and PDF Builder templates s S| B v [ B B e

Pa Textbox | e List Tabl
are user customizable. e me W o
Alignment
° - | d - Pagel -
PDF Builder easler to use. ME
v General
1] Pagel
. Page Orientat Portrait
. - Agilent Technologies Margi
Home Insert Page Layout Formulas Data Rey {LArea Percent Report} ph Y t Marg_m 0.25in 0.25in 0.25in 0.251
- — o {C:DataFileName} {\:DataFileName} argins LN S SN SN E S
e 2 €0 €fii.] * H) IT o 0 {C:sampleName} {V:5ampleName}
& | ==] SE| - 1C:AcgMethodFileName} {v:AcgMethodFileName}
Process Clear Add Add Add Advanced Validate About Help {L:Acq Date Time} {V:AcgDateTime}
Report Results Data Graphics Formatting Properties Design [ | ]
SampleChromatogram
MassHunter Reporting
L14 & Je
A [ B | c , D
1 |Batch Data Path  ° )
2 |Analysis Time A Y Analyst Name
3 |Report Time b " Reporter Name
4 |Last calib Update " Batch State Y
5 1 1 ]
6 |CMD:Repeat Compound
7 |CMD:SheetBreak Compound :Pk#} {L:RT Min} {C:CompoundName} Start Min} :End Min} Peak Height} L:Peak Area}L:Peak % Max} © of Total}|
8 |samplein * [CompoundID |~ |Compound ¥ | GraphicCalibr sion...J:tentionTime}  {V:CompoundName} {V:StartX}  {V:EndX}  {\:Height} {\:Area} AreaPercentMax} reaPercenty
q {L:Page &[Page] of &[Pages]} {L:Generated at &[Time] on &[Date]H
10
11 [SampleID * [ CompoundID ¥ HISTDCompoundID | ¥ [ PeakiD
13 D
14
156 |SamplelD ¥ [CompoundID ¥ [ ISTDCompoundID | ¥ | CompoundTy
17
18_ CMD:EndRepeat Compound To map repeating elements, drag the elements from
19- the tree onto the worksheet where you want the data
a headings to appear.
20 |
21 To import XML data, right click an XML mapped cell,
22' point to XML, and then click Import.
23| Options * | | XML Maps...
| Options Design-Compound (‘E‘ . . Varifu kan far Fynnet -
Ready HH - 1 +  100%

- Agilent




Agilent
rossLab

From Insight to Qutcome

Custom Data Review
Queries

B8 Agilent MassHunter Unknowns Analysis - Target and Mon-Target Analysis.uaf - m] X
« Report uer
> File Edit View Analyze Method |Report |Tools Help
0 Ea 9 © () Analyze Al &] Generate... on-Hit | Best Hit
Samples Open Report Folder... X |Chromatogram il
ueries are useful to review kPt G| e v agr] ST AT
ISTD=salvent +... |ISTD-MATRI... Edit Report Method... g «107 |
D-10 D S 1
Query... 55
data_ PESTSTD - 20+ | PEST-STD2 5
PESTSTD - 50+ | PEST-STD5 an 54 10 51
PESTSTD - 100... | PEST-5TD-1... 135 53 10
Data can be viewed in B i
24
154
1] & pBEBIY? 883 32 B8 B8 B § 8 & 2 L
S FEEZE EEC B S fE L OB 5 5 | M
. Components - 1ox 054 - [pF3=8w =SZs &g = g9 S = = )
-
Window | # L L Quel K
(égrmponem [riluanr::;ound ’:‘:g:: Best Hit Formula Size 600 200 10 R Y
Factor \on Pasks 4 <« Scripts » Unknowns > Queries & Search Queries o
Can Co all the data o e L = .
] 13.7629 | Dimethoate 637 C5H12NO3PS2 75.0 g“:;’;“:_m RT: 218380 Ol New folder B~ 1 @
143058 | BHC beta iso... 638 C6HECIE ol g ] o [T Date modified
15.0144 | Fonofos 729 C10H150F52 750 i # Quick acc
156882 | Diazinen 323 C12H2TNZ03.. 750 3 cache 3/4/2018 2:57 PM
Can Copy selected data. . Mok B I o tomssmien L
15.6848 | BHC deta iso... 689 CEHBCIB 75.0 1 3 Dovnlozds # El £l sqhany IHesee e
17.0839 | Diisobutyl oht 501 C16HZ204 50 0 D Batch Mon-Target Hits custom filter.sql.qry 10/20/2017 1:02 PM
. Query w [ Documents [] Batch Quant Target Compound List.sql.qry 10/20/2017 1:02 PM
( :an Export Data to CSV 'I:I |e —|  &lPictures 4 [} Sample Tentatively |dentified Compound filter.ling.qry 10/20/2017 1:02 PM
—
" SampleName  ~ Compound cAS Formula MW hs PCOL
Decachlorobiphe... | 2051-24-3 120110 Qual
. . . L L PEST 5TD - 10+... |Oxychlordane 27304138 C10H4CIB0 Queries
Review tentatively identified || o o swre oo
.. PEST STD - 10+... | Endosuffan (slph... | 955-98-8 COHECIBO3S
Compounds Or pOSItlve PEST STD - 10+... |Decachlorobiphe... | 2051-24-3 c12010
PEST STD - 100... | Fenhexamid 126833178 CT4H17CI2NO2 301 |59.657 27.498 [ This PC
: PEST STD - 100... | Decachlorobiphe... | 2051-24-3 120110 434 |79.722 23549 Inin)
screening compounas = MHDATA @)
. PEST STD - 20+... | Endosufan (slph...  959-93-8 COHECIBO3S 404 72,254 23610
MassHunt
PEST STD - 20+... |Fenhexamid 126833178 C14H17CI2NO2 307 |55.889 27.4% VI >
PEST STD - 20+... | Decachlorobiphe... | 2051-24-3 120110 434 |75.873 33548 ) s .
- File name: || v| ‘Queryflls(".lmq.qry, .sql.qry) V‘
ReqUIreS expert PEST STD-200... |DDMU [1-Chloro-... | 1022-22:6 C14H9CI3 282|73.369 23.268
PEST STD - 200... | Fenhexamid 126833178 C14H17CI2NO2 301 62,037 27499 [ open | ‘ i |
ro ram m I n Skl | IS PEST STD- 200... | Decachlorobighe... | 2051-243 c1z010 434 78.095 13549
p g g PEST STD -50+... | Fenhexamid 126833178 C14H17CI2NO2 301 |56.760 27516
LI N S L C PEST STD - 50+... | Decachlorobiphe... | 2051243 C120110 434 |76.763 33552
Q’ Q ,CH# e

- Agilent




Training Resources CrossLab

Familiarization GUide From Insight to Outcome
ame ) e Familiarization Guide on USB drive in
_ GE90152 Quant Familaization-EN pof \Supplemental\MassHunter\Manuals\Quant

™ (3335-90196_QuantATM_QuickStart.pdf

g (53335-90200_Cwant_Familiarization_MSD-en. pdf

3 (33335-90219_Report Builder_Familiarization guide-en.pdf
" 53335-90240_Quant-My-Way_Familiarization_Guide.pdf

" (33335-90241_MassHunter_Offline_Installation-en. pdf

- 33335-90243_Unknowns_Analysis_Familiarization-en.pdf

e Familiarization Guide covers basic operations.

Mame

[5TD-MATRIX-01.D

« Uses example data located on USB in PEST-STD-10-MATRIX-03.D
\Supplemental\MassHunter\Data\QuantExamples\ gl
MS\RI'PEST'MATRIX PEST-5TD-100-MATRIX-01.00

PEST-5TD-200-MATRIX-03.D

« Example data can be loaded with Supplemental QuantResuts

Installer (Supplemental.msi) RICAL

UnknownsResults

/= DEMCLuarmethod.xml

™ MassHunter Quant-Unknowns Analysis ASMS poster.pdf
Pesticide spike exps 12-2010.xlsx
RI-Libs-CF-RTL-summaries.xlsx

|2 RI-PESTICIDES-MOL2 mslibrary.xml |

* Includes RI Library and RT Calibration files.




.. Agilent
Training Resources 8151 | £ irors it ¢ [ =& CrossLab
s Ey @ filey///C:/Program%20Files/Agilent/Mas w = L e - From Insight to Outcome

Help

Agilent | MassHunter Quantitative Analysis

« Help is now compiled
HTML based. Home > Unknowns Analysis

 Available with a Context e .
sensitive links. .

.

Unknowns Analysis Help

e S e a.rC h a.b I e . Welcome to the Agilent MassHunter Unknowns Analysis program. The program is designed to identify

compounds that may be present in a sample batch beyond what has been identified in the target
analysis.

Online Help

The topics listed here will help you quickly get started using the Unknowns Analysis program to
analyze data for components beyond the target compounds already identified in the Quantitative
Data Analysis program.

1. Create a new analysis

2. Import data from a MassHunter quantitative analysis
3. Edit a method

4. Completely analyze

5. Generate a Report

16-Sep-2017 -4 Agilent Technologies © 2017 Agilent. All Rights Reserved




Training Resources CrossLab
Available 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.

MassHunter Webinar Series 3.3 Agilent



Agilent University chae) b
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.

MassHunter Webinar Series <5 Agilent
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From Insight to Qutcome

Agilent Community

Agilent Community

Mass Spectrometry

Gas Chromatography Liquid Chromatography

2=I w B X

community.agilent.com

1
| I
| {l I

Get answers. Share insights. Build connections.

Collaborate - Ask and answer questions.

Software

Consumables

Sample Preparation

|

“'-

T
|

Energy and Chemicals

B

Connect - Interact with other Agilent users. —

Food and Agriculture

o2
4

Environmental Applications

78\

Discover - Find relevant discussions, documents, and videos.

Share - Contribute your insights.

MassHunter Webinar Series




