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MassHunter Quantitative Analysis Software
Review and Quant Method Optimization

Topics
« Batch Definitions
* Three main views in MassHunter Quantitative Analysis
» Developing a quantitation method
Method Editor tasks
* Analyze the batch
 QOutlier setup
« Advanced Tasks
Integration parameters
« Data review
« Generating a report, modifying graphic output
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Definitions

Batch - A set of data files that may include calibrators, samples, blanks,
and QC samples. The data in the batch will be operated on by one
method. The method and calculated results are contained in the batch.

Quant Method — A list of target compounds with quantifier and qualifier
lons specified for each compound, retention times, ISTD info, calibrator
concentrations, outliers, integration parameters, and much more.

Results — After the batch has been analyzed, results are generated and
contained within the batch (xml file). These results are displayed in a
tabular format in the Batch Table and graphically in either the Batch
View or the Compounds at a Glance View.

Batch Contents

Acquired Data Quant Method Results
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Definitions

SQ - Single quadrupole instrument low or unit mass resolution data.
Can be scan data or SIM.

QQQ — Triple quadrupole or tandem quadrupole. Composed of a Q1,
collision cell (Q2) and Q3. Usually acquired in multiple reaction monitor
(MRM). MS/MS data.

TOF — Time of flight High resolution mode. Gives exact mass to 4
decimal places. Data acquired in scan mode.

Q TOF — Quadrupole combined with high resolution TOF. MS/MS data.

Agilent Technologies




MassHunter Quantitative Software

There are 15 possible Quantitative Analysis icons

Use the icon applicable to
the instrument and dataset
for the application.

2D UV signals (UV only)can
be processed with the GC
icon or as part of an MS
method.

Environme... Environme... Environme... Environme... Environme...
Quant (GC) Quant (MS) Quant (QQ... Quant (TOF) Quant (Q-...

Same core software different
UL.
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Typical Data Folder Structure

Four Basic Components to the Batch Directory

Mame

Benzo Blank(1.d

Benzo Call3.d

Benzo Calld.d

Benzo Call5.d . -

Benzo Cal06.d e

Benzo Callv.d Callbrators, Sam p|eS, PeakChromatogram

Benzo QC01.d blan kS, QC and CC Peakﬂualff?erChrﬂmatogram

Benzo Samplell.d Lo PeakQualifiers

Benzo Samplefa.d Sam p|eS com anlng the PeakSpectrum

Benzo Samplel3.d batC h . SampleChromatogram

Benzo Sampleld.d TargetCompoundCalibration

Benzo Samplel3.d D batch.results.sd

Benzo Samplele.d D graphics.log

Benzo Samplel?.d |=| Options.xml

BenzolnUrine.m — Q u ant M eth 0 d |Z QuantReport_|STD_ResultsComplete_B_06_00.ReportStatus.saml
CuantReports ﬁ CQuantReport_|STD_ResultsComplete_B_06_00.xlsx
QuantResults ——] Batch . bl N fl Ie |Z| report.results.xml

Use the icon applicable to the instrument and dataset
for the application.
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MassHunter Quantitative
Batch-at-a-Glance View

Software

B Agilent MassHunter Quantitative Analysis - pines - batch.bin
¢ File Edit View Analyze Method Update Report Tools Help
0O & | 2| (Z AnalyzeBatch -| @ | Layout: 55 EH B EH Restore Default Layout
Batch Table - X
Sample: i | QCO1 - [E] | Sample Type:| <All> - | Compound: zopiclone ~|[=| ISTD: D5-cxazepam
Sample zopiclone Method zopiclone Resulis Qua..| D5-oxazepam (IS..
Data File Type Level Exp. Conc. Resp. Cale. Conc. RR RT Resp.
Blank01.d Blank 165.58 11.3624| 0.0008 5.504 | 20847598
105d01d Cal 1 10.0000| 23505.51 18.3295| 0.0952| 60.6| 5.478| 237015.34]
2551 01d | Cal 2 250000 72043.18]  31.0980| 0.2795| 59.7| 9.505| 257807.97 a C a e
50 Std 01.d Cal 3 50.0000| 149166.10 53.2302| 0.5920] 58.3| 5518 251976.39
1255td01d [ Cal 4 125.0000 | 405779.06 120.7031| 1.5447| 59.1| 9.504| 26268657
2505td01d | Cal 5 250.0000 | 84727269 240.7353| 3.23%6| 59.6| 5519 261534.06
500Std0.d | Cal [ 500.0000| 1719934... 486.8957| 6.7155| 60.2| 9.504 | 256113.91
1000 5td 01.d | Cal T 1000.0000| 3527601 1009.0082| 14.08_| 60.0| 9.451| 25035883
»[QcO1d Qc H 125,0000| 594615.30] 167.8056| 22098 fiIIE 9.505| 269077.16
Compound Information + X |Calibration Curve - X
E]H T R 2@ E [ (= Aﬁ_ﬂl_‘_iﬂ\ 25 o8& B A pa L E]Q—P $ K- [=|  Type: Linear -| Origin: Ignore ~| Weight: None = | ISTD | QC |.€C
+MRM (383.1 -=2451) QC 01.d 389.1-»2451 ,3381-=2171 zopiclone - 7 Levels, 7 Levels Used, 7 Points, 7 Points Used, 1QCs
B w1057 3,637 min. 2 %1057 Ratio = 60.0 (48.2-72.3) 3 %101 |y =0.014120"x - 0159647
R RS 8 1a5] N e Orgingnore, ieight N
O ps o 084 § 1] ype Linear. Origin:lgnore. \Weight:Mone
0.89 0.8 =135
0.7 0.7 £ 1.3
0.6 i T 1254
054 b =2
05 1154
0.4 0.44 1.14
0.3 0.3 1.05
0.2 0.2 1
0.1 0.1 o Dag:
o 1] 0.854
B T T T T T T T T T 01— T T T T T T T T 0.2
8 3 32 34 36 28 4 42 4z 228 3 32 34 36 38 4 42 44 0,754
isition Time (min) Acquisition Time (min) 0.7
+MRM (292.0->2460) GC 014 292.0->246.0 065
2 %1047 9.505 min. 2 4104 0.6
5 i H 0.554
3 4 3 44 0.5
354 35 0.45
3] i 0.4+
2 . 0354 . .
= [lCompound Information Calibration Curve
24 2 0254
024
1.5+ 1.5 0154
i 1 0.14
0.054
0.5 054 o]
0 04 -0.05
—0.14
94 96 98 0 102 104 94 95 98 0 102 104 3 %0 560 300 =00 560 =50 50 200 60 1000
Acguisition Time (min) Acguisition Time (min) Concentration (ng/ml)
Processed Qc ot zopiclone S Samples (3 total)
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MassHunter Quantitative Software
Method Editor View

Method h Update Report Tools Help

BB Agilent MassHunter Quantitative Analysis - Method - [C!

Method > Edit menu or F10 key

Mew ! = =
i File Edit View Analyze Method Update Report Tools Help
Open P05 | G (= AnalyzeBaich - @ | Layout B EH B EH Restore Default Layout
Method Tasks « % Method Table - x
Append [ New / Open Method [ TimeSegment: & "<a> ~| % | Compound: [&][1,1-Dichloro-L.. ~|[8) | Reset Table View
[ Method Setup Tasks [ Tsamete =i
@ Edit Compound Setup Name DataFile | Type [ Level [ 4cq. Method File [ Acq. Date-Time =
i . Retention Time Setup CAL L4 |catoan [cal [4 [ B24Am [ 612012008 930
éﬁ Validate 2 157D Setp Quantfier
- 1 Concentration Setup Name 1s Scan [ Type
EE Save T Qualfer Sep AIY 1.1-Dichioro-T-pr. 1| Scan [Target
. ifier
34 Calibration Curve Setup Qua
Save As... MZ Rel. Resp. | Uncertainty
— o Method Table
Ei Exit [Save 6 1100 200 200
& velidse Calibration
Level -
Methed Setup Tasks & Swe —
Save s 4
Manual Setup Tasks 5 4
Ed Exit =
- 'Sample Infermation - X
Outlier Setup Tasks Manual Setup Tasks : .
Outlier Setup Tasks 5@“ DNONO T L (- vl JE P
Advanced Tasks —— |+ TIC Scan 7] CALLOSD .
4 10 x10
) . g 35
Copy Calibration Levels To... 1 3
S JSample :
Average Calibration Replicat e 2
04 - 15
Create Levels from Calibratio 0 I anJ;[I:La.tlon 1
08
Import Calibration Levels fro : : Al g
r: = - = 25 3 35 4 45 5 55 6 €5 7 75 8 @5 9 95 10 105 1 115 12 125 13 135 14 145 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 2715
Acquisition Time (min)
Setup Reference Library... Compound Informaton - x
.. Method [@e s £z 90 e AR A LN Lashshinl
Setup Reference Pattern Libr B (50 5o CALT00D 750 7201100 + Scan (10.049-10.150 min, 19 scans) CAL_L04D
2 4104 2 %102 | Ratie=228 2 x104
Tasks oiMmati Y os
2 4
Compound Infoimation 2
. JE T f e Ao kst o P . mme "
s2 g2 g5 88 10 10z 104 e 108 1 §2 s« 95 98 10 12 10¢ 108 12 11 D 4 e =@ 100 120 140 160 10 200 20 20 260 2%
Acauisition Time (mir) Acauisition Time (min) Mass-to-Charge (miz)
+EIC (36.) Scan CAL_L04D 90,372 500 - Scan (10.555-10.746 min, 35 scans) CAL_L04D
2208 10621 min 2 X102 Ratio=12 2 x10%
Fa 2 Ratio=10.1 ER
8 R 8
H 2
2 2 o i 700
0 T N 0 500 570 810 | e )
98 10 102 104 1086 108 1 12 114 98 10 102 104 106 108 n 12 114 45 50 55 60 65 70 r) 20
Acauisition Time (mir) Acauisition Time (min) Mass-to-Charge (miz)

71 Compounds (71 total) 3 ISTD (3 total)

Tip: Only one data file is seen in Method Editor -- choose a calibrator.
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MassHunter Quantitative Software
Compounds at a Glance

View > Compounds-at-a-Glance

Compounds at a Glance
: File Edit View Layout Help
P &S By fE = | Panes:|5x4 R T N - N . N R N AN
CAL_L 03 [Dichlorediflucromethane] Cal_L03 [Chloromethane] CAL_LO3 [Vinyl Chloride] CAL_L03 [Bromomethane] CAL_L 03 [Chloroethane] -
2«10 |85.0 Area=33911 «10°3 |50.0000 Area=26120 62,0000 Area=27521 94,0000 Area=29372 «10 2 |64.0000 Area=12059 N
187.0 Area=11513 152.0 Area=10731 i 7|96.0 Area=27073 3.{66.0 Area=5632
LT 25
24 =
4 154 r
24 14
0.5
e ; ; T ; T T ; ; ; : : T : ; 03 T T T 3
15 4 45 5 4 45 5 4 45 L 55 45 L) 55 & 5 5.5 6
CAL_L04 [Dichlorediflucromethane] Cal_L04 [Chloromethane] CAL_I_.D-! [Vinyl Chloride] CAL_L04 [Bromomethane] CAL_L04 [Chloroethane]
1«10 4]85.0 Area=67124 102 |50.0000 Area=43514 «10 4 620000 Area=4 10 3] 94.0000 Area=33551 «102 |64.0000 Area=22857
1.5487.0 Area=20671 8520 Area=16682 764.0 Area=17025 54 96.0 Area=30256 766.0 Area=11821
1.25 0.8
0 _;' 064
0.5 049
0.254 =
0-es : et i ; ‘ ; e . : : : : : : {
35 4 45 5 4 45 5 4 45 5 55 45 5 55 6 5 55 6
CAL_L05 [Dichlorediflucromethane] Cal_L05 [Chloromethane] CAL_LO5 [Minyl Chloride] CAL_L0O5 [Bromomethane] CAL_L05 [Chloroethane]
%104 |85.0 Area=13141 x104 |50.0000 Area=7327% 104 |62.0000 Area=32451 x104_{54.0000 Area=57301 x10 4 |64.0000 Area=51402
25 87.0 Arez=44764 1 25_ 52.0 Area=25123 784.0 Area=30808 96.0 Area=51073 1 66.0 Area=16322
2 14
1.5 0.75
14 0.54
0.54 0.25
D T T T T D T T T T S L T T T T T T T T
35 4 45 5 4 45 5 4 45 5 55 45 5 55 6 5 55 ]
CAL_L06 [Dichlorodiflucromethane] CAL_LOE [Chloremethane] CAL_LOE [Vinyl Chlcride] CAL_LDE [Bromomethane] CAL_L0& [Chloroethane]
%10 4785.0 Area=20450 x104 |50.0000 Area=122135 x104_|62.0000 Area=150456 1047340000 Area=32501 x104764.0000 Area=77515
4|B7.0 Area=63728 152.0 Area=40643 5]64.0 Area=43863 5 96.0 Area=85583 5 66.0 Area=25016
N 2 25 J i
1.5 24 14
2 14 154
i 14 0.5
1 0.5 054
D T T T T D T T T T D T T T T
35 4 45 5 4 45 5 4 45 5 55 45 5 55 6 5 55 ] o
4| 1 | }
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Important MassHunter Quant Concepts and Rules
Batch Setup

A Batch is a file which contains all the Quant results from a set of data files
and the Quant method used.

All the data files in a Batch must reside in a single directory, so put them all
together before creating a New Batch.

Tip: Acquire the data in a unique directory.
Create the Batch name within the batch directory.

Using the single batch concept allows for easy archiving and retrieving of
data.

All information about the batch is stored in the QuantResults\batch.bin file

Agilent Technologies




Important MassHunter Quant Concepts and Rules:
Quant Methods

The most common method problem: Calibration/QC level names in Batch
and Quant method do not match, e.g.

- Method: levels are
- Batch: levels are L1,L.2,L.3,L4,L5

Second most common problem: a hidden column in the Method with a key
parameter, e.g. lon Polarity if method created manually.

Many Quant parameters can be applied to multiple compounds with the Fill
Down feature or Apply to All button.

Tip: When in doubt, right-click to add columns or additional features.

Agilent Technologies




Creating a Batch for Processing

Batch-at-a-Glance
1) File > New Batch...

2) Create the batch in the directory in which the data files reside

3) Add Samples

4) Tip: Highlight or select a
high to mid range calibrator
before editing the method.

I Mew Batch
Loolk in:
L -
<
R t Pl

| 2013_05_18 - @ F = E-

MName Date modified Ty
.10 Std 01.d 9/18/2013 1:41 PM File
. 255td01.d 9/18/2013 1:41 PM File
. 50 Std 01.d 9/18/2013 1:41 PM File
0125 5td 01.d 9/18/2013 1:41 PM File
. 250 Std 01.d 9/18/2013 1:41 PM File
. 500 5td 01.d 9/18/2013 1:41 PM File
. 1000 Std 01.d 9/18/2013 1:41 PM File
. BlankD1.d 9/18/2013 1:42 PM File
. QCiold 9/18/2013 1:42 PM File

< | 3

File pame: Type Batch Mame Herg| - Open

Files of type: Batch Files (~ batch bin) - [ ncel |

Help

5) Method > Open Method from Existing File...
Or Method > Open Method from Existing Batch...

Agilent Technologies
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Let's take a moment

Short Demo for questions on batch
: definitions and setting
e up a batch.
.....
00 @ @ o
e,
: : K Up Next:

Setting up a quantitation
method.



Creating a Quantitation Method for SQ

Method > New
New Method from Acquired SIM Data...

Only available from MS Quantitative Analysis icon.
Available in QQQ but not as useful.

New Method from Acquired Scan Data...
(with Library Search)
Use Library Method to identify and create compounds.

Clean up unwanted compounds.
Edit ions choices (Selected ions may not be the “best” ions).

New Method from Acquired Chromatographic Data...

Used for 2D Data (UV, FID, ECD, etc.).
Gives only Compound_1, etc. based on RT.

New Method using Manual Setup

Manually enter compound data (RT, concentration, masses, etc.).

Can be tedious for large number of compounds.

New Method from File...

From CEF file generated in Qualitative Analysis.
From a small user generated library.

Tip: Avoid using Manual Setup

Agilent Technologies
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Editing a Quantitation Method

Step through Method Setup Tasks fethod s st |

Compound Setup |

Applies to SQ, TOF, QTOF. /. Retention Time Setup

=2 ISTD Setup

-4 Concentration Setup
Fi Qualifier Setup

«7 Calibration Curve Setup

E Globals Setup

| Save [ Exit
@ Walidate

8 Save
Save As. .

Ed Euit

In QQQ MRM Setup | Method Setup Tasks |

.l . AT MRM Compound Setu
Allows setup _of transitions with precursor | I Retontion fmmpp |
and product ions.

&7 ISTD Setup

+% Caoncentration Setup
ﬂ Gualifier Setup

7 Calibration Curve Setup

MassHunter Webinar Series
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Method Editor

Agilent MassHunter Quantitative Analysis - Method - <C\Massk
-Method Tasks ;

File Edit View Analyze Method Update Report Tools Hel

0 = | B3| [ Analyze Batch ~| @ : Layout: i EE
Methed Tasks - X

Method Tasks organizes the method —— |
actions and parameters into related | Method Setup Tasks |
sections. Compeund =

,I"FC Retention Time Setup
BF ISTD Setup

M al n m eth Od ; Concentration Setup
i1t H Quslifier Setu
editing functions. i

# Calibration Curve Setup

& Globals Setup
| save / Exit
Validate content, @ validate
save and apply i Save
Quant method. e
Ed Exit
— | Manual Setup Tasks
Use when you cannot & New Compound
add compounds or  _J | ZZ NewQualifer
. New Calibration Level
qualifiers "
. Delete
automatically. a— |
| Advanced Tasks |

MassHunter Webinar Series
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Editing a Quantitation Method for SQ

Compound Setup

Name — compound name
TS — time segment usually 1 for scan data
may be many time segments for SIM and MRM data
Type — Target, ISTD, Surrogate or Matrix Spike
MZ — mass of target or quantifier ion
RT — retention time of compound of interest
lon Polarity — may be Positive, Negative, Unassigned or Both
- In most applications, it will be positive
Criteria — Close RT, Close RT with Qualifiers, Greatest Response or
Greatest Q- value

Guantifier
MName TS Scan Type MZ RT lon Polanty Cntena
BHC beta isomer 1| Scan Target 215.0 14,327 Positive Close RT
BHC delta isomer 1| Scan Target 181.0 15.653| Positive Close RT
Disulfoton 1| Scan Target 88.0 15.688| Positive Close RT
b | Methyl parathion 1] Scan v 263.0 17.726| Positive Close RT

MassHunter Webinar Series
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Editing a Quantitation Method for All Instruments
Retention Time Setup

RT — retention time of compound of interest

Left RT Delta — represents the left side of the EIC window around the
expected retention time.

Right RT Delta - represents the right side of the EIC window around
the expected retention time

RT Delta Units — typically in minutes.

Quantifier
MName T5 Scan Type RT Left RT Delta | Right RT Delta RT Delta Units
b | BHC beta isomer 1| Scan Target 14327 0.164 0.164 | Minutes
BHC delta isomer 1| Scan Target 15693 0.164 0.164 | Minutes
Disulfoton 1| Scan Target 15638 0.164 0.164 | Minutes
Methyl parathion 1| Scan Target 17726 0.164 0.164 | Minutes
Endosulfan (alph.. 1| Scan Target 23619 0.164 0.164 | Minutes

MassHunter Webinar Series
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Editing a Quantitation Method for All Instruments

Cuantifier
MName TS| Scan Type ISTD Compound Name ISTD Flag | ISTD Conc. | Time Reference Flag
4.4'—Dibrorrmc{\jluorobiphenyl 1| Scan ISTD <Monex 0.4970 []
Sulfotep ; 1| Scan Targst 4 £-Dibromooctafluorobiphenyl [] []
Phorate 1| Scan Target 4 &-Dibromooctafluorobiphenyl ] ]
BHC zlpha isomer 1| Scan Target 4 &-Dibromooctafluorobiphenyl ] ]
} | Pentachloroanisole 1| Scan Target 4 &-Dibromooctafluorobiphenyl D—_ ]
ISTD Setup
Defines the ISTD and associates each ISTD with one or more target
compounds.

Multiple ISTDs can be assigned in a method.

ISTD - Flag Toggle this flag on for all ISTDs

Type - Compounds assigned as an ISTD become available

ISTD - Compound Name Establishes concentration levels

ISTD Conc. — a concentration must assigned for each ISTD

Time Reference Flag — only ISTD can be assigned as time reference

compounds

A Time Reference ISTD adjusts the RT of all target compounds
related to a given ISTD due to slight RT shifting due to extraneous factors
such as matrix effects. This is done a on a per sample basis.

3.3 Agilent Technologies 1102018
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Editing a Quantitation Method for All Instruments

Concentration Setup
Defines the concentration of each compound in the standards.

Agilent MassHunter Quantitative Analysis - Method - <C\MassHunter\Data\QuantExamples\MS\WOA\QuantResults\VolatileOrganics.batch.bin>
i File Edit View Analyze Method Update Report Tools Help
=" NNEE [;E Analyze Batch ~| @) Layout: ﬁ %

| @ Restore Default Layout

Methed Tasks ~ X | Methed Table
| New [ Open Method | i TimeSegment: 4 | <All» ~| = | Compound: [@] Dichlorodifluor... v Reset Table View
| Method Setup Tasks | Quantifier
Compound Setup Mame T5 Scan Type Units
}K Retention Time Setup [EE®® Dichlorodifluoro.. 1 Scan Target ng/ml
ﬁ ISTD Setup Calibration
|:ﬁ Concentration Setup | Level L Conc. Response Enable I
. 3 0.5000 25715 [V f U h k d I I
§ Qualifier Setup 2 1.0000 56557 ¥l nC eC e a eve
 (Calibration Curve Setup 5 2 0000 127904| | b d . bl d d
7 Globals Setup 5 50000 211200] ¥ . . .
. 7 10.0000 671861 V) h I b
Sa Exit —
s ? fosoo ——eries] appear in the calibration
4 Validate 8 15.0000 1105068 (V]
: T SN 200000 1474827 curve.
5 Save [0 30.0000 2199968 (V]
Save As.. 11 3126148 ¥
12 2575319 [V
B Ei Quantifier
Sl ssilplo o Name TS Scan Type Units
Outlier Setup Tasks =i Chloromethane 1| Scan Targ ng/ml
Agilent MassHunter Quantitative Analysis - VOA - VolatileOrganics.batch.bin
© File™Bdif View Analyze Method Update Report Tools Help
I : h d h | . =" | = AnalyzeBatch ~| @ | Layout FF BH BB EH [Al [
Level In Method must match Level in o
h bl | i Sample %] CAL_LO3 v | | Sample Type: <All>
Batch table! —
@ | % | MName Data File Type ' |Level|  Acq. Date-Time
»| @ | ¥ |CALLO3 CAL_L0O3.D Cal 3 6/20/2008 8:53 AM
Q| v [CAL L4 CAL_L04D Cal 4 6/20/2008 3:30 AM
Q| ¥ [CALLOS CAL_LO5.D Cal 5 6/20/2008 10:06 AM
¥ | CAL_LO& CAL_LDED Cal 6 6/20/2008 10:44 AM

MassHunter Webinar Series
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Editing a Quantitation Method for All Instruments
Concentration Setup

Calibration levels can be created manually or automatically.

Manual Setup

| Manual Setup Tasks

ﬁ MNew Compound

T New Qualifier

New Calibration Level

>( Delete

,_|
=

[
!

Calibration
Level e Conc. Response Enable
10 30.0000 E£482345
11 40.0000 9154502
12 50.0000 11963873
Quantifier
MName 15 Scan Type Units
1.4-Dichloroben... 1| Scan ISTD ng/ml
n-Butylbenzene 1| Scan Target ng/ml
| Calibration
Level
| 3
| 4
| 5
! [
1

Setup Levels from Calibrators, QCs & CCs in Batch

a & W

MethodiUpdate Report Tools Help

Mew

Open

Append

Edit

Validate

Save

Save As...

Exit

Method Setup Tasks
Manual Setup Tasks
Cutlier Setup Tasks
Advanced Tasks

Copy Calibration Levels To...

Average Calibration Replicates...

F10

F11

- v v -

Create Levels from Calibration Samples

Import Calibration Levels from File...

setup R Quantifier

Setup R

- Agilent Technologies

Hame T5 Scan Type Units
Winyl Chloride | focan Target ng/ml
Calibration

Level Conc. 7 Response Enzble
1|3 0.5000 W |
Iz . 2
| 5 E_
| 3 E_
y 7 E_
b8 E_
y L) E_

10 W

11 W

12 [

MassHunter Webinar Series
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Creating a Quantitation Method for All Instruments
Concentration Setup — Create Levels from Calibration Samples

Tip: Fill in the Type, Level and Exp. Conc. columns in the Batch Table

MName Data File Type Level |Exp. Conc.
Benzo Call3 | Benzo Call3.d | Cal L1 250000
Benzo Calld | Benzo Calld.d | Cal L2 50.0000
Benzo Calls | Benzo Callbd | Cal L3 125.0000
Benzo Callb | Benzo Called | Cal L4 250.0000
Benzo Call? | Benzo Call7.d | Cal L5 500.0000
Benzo GQC Benzo QC01.d | QC aci 189 0000

Then Method > Edit and then

Method > Create Levels from ———

Calibration Sample.

Method | Update Library Report Toels Help
Mew O

Open 2

Append k
Edit F10
Validate

N

Save

Save As...

Ed Exit F11
Method Setup Tasks

Manual Setup Tasks

Outlier Setup Tasks

Advanced Tasks

- - - -

Swap Qualifier With Quantifier
Copy Calibration Levels To... |

Average Calibration Replicates.., f

I Create Levels from Calibration Samples I |

Import Calibration Levels from File...

MassHunter Webinar Series
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Editing a Quantitation Method for All Instruments
Concentration Setup

[Method Table
Time Segment: 4@ | <All> | = Compound: Dichlorodiflucr... ~ [=] | Reset Table View
Sample
[ame Data File Type Level Acg. Method File | Acqg. Date-Time
CAL_LD3 CAL_LO3.D Cal 3 624A.M 6/20/2008 8:53..
Quantifier .
Copy Calibration Levels To - E
Name T5 Scan Type Units
=5 i — ng/mi Select Compounds:
Calibration Name TS RT MZ IS5TD Aag Cmpd. Group it
Add/Remove Columns..,
beuel 1.1-Dichloro-1-propene 10.100
| 3 Add Column »
( = = [
s Remove Colurmn Chloromethane 4453 |
| 5 Restore Default Columns 1 ,4—Did"l|C|I'C|th'IEE2ﬂE= 15.535
a |6 S =
- 17 Auto Fit Columns Carl+l Vinyl Chloride 4734
- 2 E Fill Down 1,2 4-Trichlorobenzene 23.250
| E)
10 Reset Sort Bromomethane 523
1; Arrange Compounds By » Chloroethane 5410
| New Compound Maphthalene 23680
[ e - - - - e _
f T T T i | New Qualifier Hesachlorobutadiens 23.858 =
Sample Information New Calibration Level F Trichlorafluoromethane &.097
ST T CALLED X | Delete Del Acstone 6.134
O§ 144 I Copy Calibration Levels To... PR 5773
1.2 verage Lalibration replicates.., ‘ Select Al
1.2 Group By Time Segment
114 Expand All
14 Collapse All
0.34 | Print. Ctrl+P
0.84 [_Ll Print Preview...
0.7
|| || I ||

If concentrations are the same, they can be copied to the other compounds.

MassHunter Webinar Series
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Editing a Quantitation Method for All Instruments
Qualifier Setup

Method Table
Time Segment: 4a | <All> -| = | Compound: [@] n-Butylbenzene = |[=] Reset Table View Q u aI ifi er m ay be
Quantifier
Name s Scan Type MZ Uncertainty d d d 1 t t I
- 1,2-Dichloroben.. 1| Scan Target 146.0 | Relative a e In e raC Ive y
- " n-Butylbenzene 3 arge 3
o) [120bonoe | 1]Sen - — c=C
S Uiz ¥ | Auto Scale
+TIC Scan (™ -=*) CAL_LO5D -
2 4106 U = | X - Auto Scale Quantifier
3 ol 1 V- AutoScale Name TS Sean Type MZ
o a& Previous Zoom 1,2.—Dichlnr{:ben_.. 1| Scan Target 146.0
] DE Ene d arge
-0.54 Q Mext Zoom
T T T T T T T T T T T T L — -
186 188 19 192 194 1964788 20 202 204 206 New C ’ 2 2 GQualifier
ew Compoun
TR S LT P MZ Rel. Resp. | Uncertainty | Area Sum
+2can (£lsls-2U.260 min, 3 scans LU v Mew Qualifier A
Py o1l _ Q b )] LA pi10) Il
E [ 4~ | Search Library Quantifier
i: Search Library Settings... Mame 15 Scan Type MZ
g: Glear Spectrum Panes 1 2-Mihramo-3-¢ 11 Sran Tarast 1R70
14 65.0 .
nd. ..n.l. . . 1. | ol 5 Print... Cul+P
5000 70100 80100 000 0000 11000] [& | Print Preview.. 15
Quantifier
s Name TS Scan Type MZ
1.2-Dichloroben . 1| Scan Target 146.0
+Scan (20.312-20.350 min, 3 scans) CAL_L0S.D v Qualifier
e *‘“: o0 MZ Rel Resp. | Uncertainty | Area Sum
o H —
© 520 544 200 [Tl
4 L 1340 254 20.0 o
2 £5.0 1340 Quantifier
= ."'l" 7 "'“'. = ."'l' T — ) - : : Name | kS, | Scan | Type | MZ |
60.00 70.00 20.00 50.00 100.00 110.00 120.00 13000 140.00 1500
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Editing a Quantitation Method for All Instruments

Qualifier Setup Expected Qualifier lon response as Percentage

of Quant lon, and Percentage Uncertainty.

Agilent MassHunter Quantitative Analysis - Method - <C\MassHunter\Data\QuantExamples\MS\WOA\QuantR sults\V\ JA_example.batch.bin>
: File Edit View Analyze Method Update Report Tools Help

0 5 || B3| = AnalyzeBatch ~| @ i Layout FF B BB B [A] Restore Default Layout

Method Tasks + ¥ | Method Table
| New / Open Method | :  TimeSegment: 4  <All> « = | Compound: Chloroform - Reset Table View
| Method Setup Tasks | Quantifier
Compound Setup MName T5 | Scan Type Mz Uncertainty
J.-rc Retention Time Setup 1 » | Chlgroform 1| Scan Target 5.0 Ii\te hd
_ elative
B 1STD Setup Busiifes Absolute
2 Concentration Setup MZ Rel. Resp. Uncertainty | Area Sum
- 830 161.7 200 Ml
F Qualifier Setup | 270 50 200 0
42 Calibration C Set
+4 Calibration Curve Setup Quantifier
5 Globals Setup Name TS Scan Type MZ Uncertainty
| Save [ Exit | = : Propane, 2 2-dic.. 1| Scan Targst 77.0| Relative
Manual Setup Tasks Qualifier o
|ﬁ5 S | = ma e | ey Taesen L If Checked, qualifier area
- 97.0 17.2 200 ] i
5 New Qualife e 12 D0 L is added to target.
Mew Calibration Level Quantifier
}( Delete Name TS Scan Type MZ Uncertainty
=} riz-1 2-Nichlam 11 Sran Tarnst SR 01 Relative
| Outlier Setup Tasks |

80% Relative Response with 20% Uncertainty
Absolute = 80 +/- 20 = range of 60-100
Relative = 80 +/-(80*20/100) = range of 74 - 96

MassHunter Webinar Series
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Editing a Quantitation Method for All Instruments
Calibration Curve

Note: Calibration Curve not available for viewing until batch is analyzed.

Method Tasks w X | Method Tahle
| New / Open Method | P Time Segment: 4= | <All» | =% | Compound: 1,1-Dichlero-1.. = Reset Tabkle View
| Method Setup Tasks | Sample
Compound Setup Mame Diata File Type Level Acq. Methed File | Acg. Date-Time
J,rr{ Retention Time Setup Cal_L10 CalL_L10.D Cal 10 6244 M /2002008 1:19..
ﬁ ISTD Setup Quantifier
:ﬁ Concentration Setup Mame T5 Scan Type CF i CF Origin CF wieight
. 1,2-Dichlorostha .. 1| Scan Surrogate Awverage of Respons_. | lgnore Mane
ﬁ Hualifier Setup Toluens-D8 1| Scan Surrogate Awverage of Respons_. | lgnore Mane
+7 Calibration Curve Setup ” = p | 1,1-Dichloro-1-pr_.. 1 3 Target Linear Ignore MNone
Dichloredifluoro.. 1| Scan Target Linear Ignore Mane
& Globals Setup Chloromethane 1| Scan Targst Linear Ignore Mone
| Save | Exit | 1.4-Dichloroben . 1| Scan Target Linear : Ignore Mone
— t-butyl Acetate 1| Scan Target Quadratic Ignore Mone

Curve Fit Curve Fit Origin Curve Fit Weight

Linear. Ignore *None (equal wt.)
*Quadratic. Include. «1/Xx, 1/x2
*Power. Force. «1/y,1/y?

*1st order In.
«2nd grder In.

*Average response factors.

*Blank offset.

*Log
«1/SD?*

Agilent Technologies
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Editing a Quantitation Method for All Instruments
Globals Settings

Globals
P

Apoly Mulipler to 1STD [
Apply Mulipler to Matrix Spike Apply Multiplier’s
Lpply Multipher to Surrogate
Aoply Multpler to Target ——> None or Overlapped or Sample Group
Bracketing Type None ——> Associates target and qualifiers in min
Carrelation Windaw 2000 ——> Dynamic Background Subtraction Video
Dynamic Background Subtraction [
lnorePeaks Not Fourd —> To avoid flagging target compounds that absent
ibrary Method —> Part of unified method
Non Reference Window 2000017 } Peak identification within the extraction window
Non Reference Window Type Percent _ _

: —> Spectral Reference Library (.reflibrary.xml)
Reference Library -l —>  Spectral Pattern Reference Library (.reflibrary.xml)
Reference Pattern Libfﬂl’h’ [ Peak identification within the extraction window
Reference Window 80.000 } (ISTD with Time Reference Flag checked)
Reference Window Type Percent ——> Semi quant relative to ISTD
Relative STD 0 — > Quantitate with Standard Addition
Standard Addition [ il

MassHunter Webinar Series

4.3 Agilent Technologies 11052018

27


Quant/Method Editor - Dynamic Background Subtraction - Advanced.exe

Editing a Quantitation Method for All Instruments

Validate

|Sa1.'e,|fEin:

EF Validate

8 Save
Save As...

Ed Eit

Red icon — Must be

corrected \

Yellow icon - Warning

Save and Save As — A quant method
can be saved and applied to multiple
batches.

Tip: The calibration table is saved
within the method.*

Method Error List

Category  Message

a Batch Global Reference library = Reference library is not found

_T'". L\} Relative retention time limits have no effect for ISTD compounds

a Imvalid ISTD reference: ISTD compound cis-Chlordane refers to another 1STD, 1D=71
L Unreferenced |5TD compound

Tip: Double click on the error.

Agilent Technologies
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Editing a Quantitation Method for All Instruments
Exit Method Editor and Apply Method

Apply Method X Analyze may (*) rebuild the
_ calibration curve and then
? Woud you ke to apply this method to the batch? calculates analyte concentrations.
N
Yes Mo Cancel

Quantitate does not rebuild the
calibration curve but calculates

Addttional batch processing after apphying the method

22‘32?; concentrations based on the
O megrte existing curve.
i) None
Integrate simply calculates the
response for compounds in the
* New Feature: B.07.00 batch. It does not use the
and later — Calibration calibration curve nor obtain final
Curve is cleared IF batch concentrations.
contains any Cals.

MassHunter Webinar Series
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Analyzed Batch !!!

E Agilent MassHunter Quantitative Analysis (for GCMS) - VOA - VolatileOrganics.batch.bin - O x
File Edit View Analyze Method Update Library Report Tools Help
0= 23 | = Analyze Batch -| @ : Layout [ ) Restore Default Layout
Batch Table - X
© Sample: [#] CALLOT + g | Sample Type: <All> + | Compound: [@] Dichloredifluoromethane = [ ISTD: Fluorobenzene L B <
Sample Dichlerod. Dichlerodiflucromethane Results Qualifie.
@ ki Data File Type Level Acg. Date-Time Exp. Conc.| RT Resp. |MI|Calc. Conc. |Final Cone. | Accuracy| MZ Ratio | M
9| ¥ CAL_LO3D Cal 3 6/20/2008 11:53 AM 0.5000] 4237| 29715|[ ] 0.0019 0.0019 336|[ 1| 10821
Q¥ CAL LD4D Cal 4 6/20/2008 12:30 PM 1.0000] 4242| 665977 06134 06134 302|7] 10621
v ¥ CAL_LD5.D Cal 5 6/20/2008 1:06 PM 20000) 4247) 127904 1.6067 16067 301
¥ CAL_LOE.D [} 5.0000 46657 z 310
» 3 CAL L07.D0 Cal 7
¥ CAL_LDBD Cal 8
v CAL_LDSD Cal 9 6/20/2008 3:41 PM 20.0000 207629
¥ CAL_L10.D Cal 10 6/20/2008 4:19 PM 30.0000 20.6758
¥ CAL L11D Cal 11 £/20/2008 4:57 PM 40.0000 40.9978
¥ CAL_L12D Cal 12 6/20/2008 5:35 PM 50.0000 487544
¥ CC_L07.D cC 7 6/20/2008 6:13 PM 10.0000 100228
9| ¥ |Qc Los QC_Lo6D ac 6 6/20/2008 6:50 PM 5.0000 25412
¥ | BlankD1 BLANKD1.D Blank £/20/2008 7:28 PM 0.0000
¥ | Blank02 BLANKD2.D Blank 6/20/2008 8:07 PM 0.0000
@ | ¥ | SAMPLEN SAMPLECT.D Sample 6/20/2008 8:44 PM 0.0000
Q@ | ¥ | SAMPLED2 SAMPLEOZD Sample £/20/2008 5:22 PM 0.0000
& | ¥ [ SAMPLED3 SAMPLE0ZD Sample 6/20/2008 10:00 PM 0.0000
@ | ¥ | SAMPLED4 SAMPLEQ4D Sample 67202008 10:38 PM 0.0000
Q@ | ¥ | SAMPLEDS SAMPLEOS.D Sample 6/20/2008 11:16 PM 0.0000
‘Compound Information w X | Calibration Curve - X
|E| ¢ 2 AT FE | (=] [=] | AFE b & ‘ A Ao | A h Ak A LA Type: Linear - Origin: Ignore = Weight: Mone '| ISTD E
+ EIC (85.0) Scan CAL_LO7.D 850 .87.0 Dichlorodiflucromethane - 10 Levels, 10 Levels Used, 10 Points, 10 Peints Used, 1QCs
2 i3 4248 min. F x102 | Ratio =324 (925 % ] 7y =0558398"x +0.021997
ER 2 #I0% Rello =324 (5257) B g R2-039807261
3 & g Type:Linear, Origin:Ignore, Weight:None
184 SRRAR & 264
174 E o
18] ERRE T 24
154 Y 2 224
1.4 = = 5]
134 £ 084
1.2 1284
114 07 164
1 06
08 149
08 054 124
074
04 1
064
054 03| 08q
044 4
034 024 e
- 044
024 0.14
0.14 024
2 0 * - of
ing a Method with the Calibration Table Information 7| - o
[ LA,/ R S R R R R Y A Y A N SR B | T T T U T T T T T T T T T T T T T T T T T U
ving a Methoed wi the Calibration Table Information i1 343536372839 4 414.2434.4454.64?4.3-!9_?5.1_ 02 0 02 04 06 08 1 12 14 16 18 2 22 24 25 28 3 32 34 36 38 4 47 44 46R4|3_ 5c 52 54
2thod >Edit > Save As method to retain calibration table. i Aoquisition Time (min) elztive Concentration
R . Processed CAL_LO7 Dichlorodifluoromethane 19 Samples (19 total)
): Save the method again after Analyzing the batch.
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Saving a Method with the Calibration Table Information
Method >Edit > Save As method to retain calibration table.

Tip: Save the method agam after Analyzing the batch.

Method Tasks

| MNew / Open Method

| Workflow

| Method Setup Tasks

Compound Setup
fr{ Fetention Time Setup
ﬁ ISTD Setup
:ﬁ Concentration Setup
F5 Qualifier Setup
&7 Calibration Curve Setup

& Globals Setup

| Save [ Exit

& Validate

Ed Et

| Manual Setup Tasks

| Qutlier Setup Tasks

| Advanced Tasks

. Save Method As

« v A | D:\MassHunter\,damethods|

Organize = Mew folder

A
@ Onelrive Name

default.anm
E This PC

[ Desktop
Documents
; Downloads

J’! Music

[&] Pictures

B Videos

=, Local Disk ()
- WIH DATA (D)
./ DVD Drive (B} &

wiff_to_d.anm

=g Shared Folders (
v £

X
Search damethods 2
=~ @
Date modified Type

32720171057 PM File folder
322017 1057 PM File folder

File name: | VOA with Cal Curve

Save as type: | Methods (*.m)

» Hide Folders

i Agilent Technologies

Save Cancel

MassHunter Webinar Series
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Editing a Quantitation Method for QQQ

Compound Setup

Q00

Cluantitatnre

Name — compound name —
TS — time segment usually 1 for scan data
may be many time segments for SIM and MRM data
Transition — Precursor ion - Product ion
Scan — MRM (Multiple Reaction Monitor)
Type — Target, ISTD, Surrogate or Matrix Spike
Precursor ion — mass of the ion
Product lon — mass of the ion
RT — retention time of compound of interest
lon Polarity — may be Positive, Negative, Unassigned or Both
- In most applications, it will be positive
Tip: Enter the Precursor lon and the Product lon—Transition auto populates.

Quantifier
Mame Transition Precursor lon | Product lon lon Paolarity
7-amino clonazepam 1 2860-=1210 MREM 0983 Positive
7-amino flunitrazepam 1| 284.0-=226.0 | MEM Target 284.0 226.0| 1.181| Positive
D4-7-amino clonazepam 1 250.0-=2260 | MEM ISTD 2500 226.0| 0573 Positive
zopiclone 2| 3851 -=2451 | MEM Target 3851 2451| 2471 Positive

MassHunter Webinar Series

i3+ Agilent Technologies 1102018

32




Editing a Quantitation Method for QQQ

Qualifier Setup

Cluantitatire

Analysis

Precursor lon — mass of the ion

Product lon — mass of the ion

Transition — Precursor ion > Product ion

Relative Response — ratio of Qualifier to Quantifier
Uncertainty — amount of variation of the relative response
Area Sum — summation of qualifier area to the target area.

Quantifier
Mame TS5+ Transition Scan Type Precursor lon | Preduct lon ncertainty
| clonazepam 3| 3602700 | MEM Target 3116.0 270.0| Relative
- |Qualifier
Precursor lon Product lon Transition Rel. Resp. Uncertainty | Area Sum
- | 3160 2140( 31602140 230 200 L]

Agilent Technologies
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Editing a Quantitation Method for TOF

Mass Extraction Setup

Juantitatine

Analysis

Method > Edit > Advanced Tasks > Mass Extraction Setup

Allows for a mass range for the extraction of the accurate mass (M2).

Quantifier
MName TS Scan Type Extract Left miz Mz Extract Right miz | MZ Extraction Window Units
k| Sulfadimethoxine 1| Scan ISTO 20,0000 311.0808 20.0000¢ PPM o
Caffeine-DA0 1| Scan Target 20,0000 1950876 20.0000( PPM
Sulfadimethonin._.. 1| Scan ISTD 20,0000 311.0808 20.0000| PFM
Available MZ Extraction Window Units oo i ton e
Thomsons
FFM
Percent

MassHunter Webinar Series

i3+ Agilent Technologies 1102018

34




Editing a Quantitation Method for QTOF

=
Compound Setup & Mass Extraction Setup
Cuantitative
Analysis
QTOF is a combination of MS/MS and accurate mass data
Quantifier
Mame TS Transition Scan & Type Precursor lon | Product lon RT | lon Polarity Criteria
Sulfamethizole 1 271.0318 -=156.0114 Product lon Target 2710318 156.0114| 0.620| Positive (Greatest Response
Sulfachloropyridazine | 1| 2850208 -=156.0114 Product lon Target 285.0208 156.0114| 0.850| Positive (Greatest Response
Sulfamethazine 1[ 279.0910 -= 186.0332, 156.0114, 1240865 | Product lon Target 279.0910 186.0332| 2.030| Positive (Greatest Response
Sulfadimethaxine 3| 311.0805 -= 1560768, 218.0230, 2451030 | Product lon Target 311.0805 156.0768| 2.950| Positive (Greatest Response
Sulfamethoxazole 2| 254.0654 - 156.0114 Product lon ISTD 254 0594 156.0114| 0.940| Positive (Greatest Response

Name — Compound name

TS — time segments may be multiple

Transition — Precursor ion > Product ion scan

Scan — Product lon

Type — Target, ISTD, Surrogate or Matrix Spike
Precursor lon — mass of the ion

Product lon — mass of the ion for the target ion to monitor
RT — retention time of compound of interest

lon Polarity — usually positive

Criteria — Close RT, Close RT with Qualifiers, Greatest Response or
Greatest Q-Value

Tip: Enter the Precursor lon and the Product lon—Transition auto populates.

MassHunter Webinar Series
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Using an Existing Method

Method > Open from Existing File...
Method > Open from Existing Batch...

The quantitation database is saved in the method and in the batch file and
can be recalled from either location.

W Update Library Report Tools Help
Mew v ] [A] Restore Default Layout
Open kI 5 OCpen Methed from Existing File...
Append » Open Method from Existing Batch...
B Edit F10 Open and Apply from Existing File...
G Validate Open and Apply from Existing Batch...

Opening and applying method from existing file or batch does not
automatically enter the Method Editor—stays at the Batch Table.

MassHunter Webinar Series
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Analyzed Batch !!!

E Agilent MassHunter Quantitative Analysis (for GCMS) - VOA - VolatileOrganics.batch.bin - O x
File Edit View Analyze Method Update Library Report Tools Help
0= 23 | = Analyze Batch -| @ : Layout [ ) Restore Default Layout
Batch Table - X
© Sample: [#] CALLOT + g | Sample Type: <All> + | Compound: [@] Dichloredifluoromethane = [ ISTD: Fluorobenzene L B <
Sample Dichlerod. Dichlerodiflucromethane Results Qualifie.
@ ki Data File Type Level Acg. Date-Time Exp. Conc.| RT Resp. |MI|Calc. Conc. |Final Cone. | Accuracy| MZ Ratio | M
o v CAL_L03D Cal 3 6/20/2008 11:53 AM 0.5000] 4237| 29715|[ ] 0.0019] 0.0019] 336|[ 1| 10821
Qv CAL L04D Cal 4 6/20/2008 12:30 PM 1.0000] 4242| 665977 0.6134] 0.6134] 302|7] 10621
9| ¥ CAL_LD5.D Cal 5 6/20/2008 1:06 PM 20000) 4247) 127904 1.6067 16067 301
\d CAL_L0ED [ 5.0000] 4.6697| 2 31.0
> 3 CAL_LO7.D Cal 7
\d CAL_L08D Cal ]
v CAL_LDSD Cal 9 6/20/2008 3:41 PM 20.0000 207629
\d CAL_L10.D Cal 10 6/20/2008 4:19 PM 30.0000 296758
\d CAL L11.D Cal 1 6/20/2008 4:57 PM 40.0000 40,9378
¥ CAL_L12D Cal 12 6/20/2008 5:35 PM 50.0000 487544
\d CC_L07.0 cC 7 6/20/2008 6:13 PM 10.0000 10.1228
9| ¥ |Qc Los QC_LosD jelo 6 6/20/2008 £:50 PM 5.0000] 2.5422]
¥ | Blank01 BLANKD1.D Blank 6/20/2008 7:28 PM 0.0000]
¥ | Blank02 BLANKD2.D Blank 6/20/2008 8:07 PM 0.0000
@ | ¥ | SAMPLEOT SAMPLECT.D Sample 6/20/2008 8:44 PM 0.0000]
O | ¥ | SAMPLEDZ SAMPLECZD Sample 6/20/2008 9:22 PM 0.0000]
& | ¥ [ SAMPLED3 SAMPLE0ZD Sample 6/20/2008 10:00 PM 0.0000
O | ¥ | SAMPLED4 SAMPLEQ4D Sample 6/20/2008 10:38 PM 0.0000]
@ | ¥ | SAMPLEDS SAMPLECS D Sample 6/20/2008 11:16 PM 0.0000]
‘Compound Information = X | |Calibration Curve - X
|E|"’ k4 ﬁ: il £||F!] E|Aﬁjﬂﬁ‘i;iﬂ\|‘hﬁhﬁ_& ﬁA Type: Linear ~ Crigin: Ignore ~ Weight: Mone '|ISTD
+ EIC (85.0) Scan CAL_LO7.D 850,870 Dichlorediflucromethane - 10 Levels, 10 Levels Used, 10 Points, 10 Points Used, 1 QCs
8 w05 4248 min. F x102 | Ratio =324 (925 % ] 1y =0558398 " x +0.021997
ER 2 #I0% Rello =324 (5257) B g R2-039807261
3 & g Type:Linear, Origin:Ignore, Weight:None
1.8 s 114 9 264
174 E o
164 2 s T 244
1.54 LR = 224
144 = Y
134 £ 084
1.2 1284
114 07 164
1 06
094 144
084 054 124
07
0.4 14
0.64
054 034 084
0.4 4
0.34 0.24 0E
g 044
024 0.14
0.14 024
D? 0 - " o
- -0.14 024
LIS, P R I Y R R I R R P M B D | LIS, A I N R R R A R I M A T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T
343536373839 4 £14243444546474843 5 51 143536373839 4 £14243444546474843 5 51 02 0 02 D4 0B 08 1 12 14 16 18 2 22 24 26 28 3 32 34 36 38 4 42 44 4B 48 5 5 B4
ition Time (min) Acquisition Time (min) Relztive Concentration
Processed CAL_Lo7 Dichlorodifluoromethane 19 Samples (19 total)

Once developed, Methods can be used over and over.
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Demo Let's take a moment
for questions on

¢ setting up a
'..;..' quantitation method
ce0@ Qoo and Method Editor.
A 2
. Up Next:

Outlier Tasks



Outlier Setup Tasks

Oultliers are setup in the
Method Editor and are part
of quant method.

Qutliers are used to
perform automated quality
checks.

Aids in data review by
highlighting problem areas.

Increases confidence in
data integrity by applying
outliers.

Greater than 45 outliers
are available.

Can create Custom
Calculations.

| Outlier Setup Tasks

M\ Retention Time
Relative Retention Time
Peak Resolution

{_'k FPeak Symmetry
Peak Full Width Half Maximum

M, Pesk Purity
Flates
Capacity Factor

ﬂ Signal-to-Noise Rato

—~ Limit Of Detechion
Limit Of Quantitation
Method Detection Limit

Fi Quslifier Ratio
QValue
Qualifier Coelution Score

ﬁ ISTD Response

ISTD Response Percent Deviation

Sample Amount

Sample RSD

_s_ Blank Concentration

Blank Response

Accuracy

HAverage Response Factor

HLverage Response Factor RSD
55;» Curve Fit R2

Relative Response Factor
Response Factor

% ac

QC Relative Standard Deviation
QC LCS Recovery

z CC Average Response Factor
CC ISTD Rezponse Ratio
CC Relative Response Factor
CC Response Ratio
CC Retention Time

Matrix Spike Percent Difference
Matrix Spike Percent Recovery

Matrix Spike Group Recovery

Surrogate Percent Recovery
Response Check

Mass Lccuracy
Mass Match Score
+t Library Match Scaore

Alternative Peak

Custom Calculation

| Advanced Tasks

Agilent Technologies
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Outliers in Batch At a Glance

LS A <l R Outliers 7 4
| Icons on the toolbar — :
-] Altemative Peak
) [ ]Capacity Factor
Al Select Outliers [Z]Peak Not Found

-] Peak Resolution Front
- . [ |Peak Fesolution Rear
& Turn off outlier filter g il

-[w] SureMass Ratio

> Display rows that have High/Low [ ARetertion Time

[« Relative Retention Time
outliers A Integration Metic
D Symmetry
. ; . -] FLIII."-"s'iu:Ith Half Madmum
Display rows that have High outliers ;;;Hg;";;l -
. . |:| Limit Of Detection

|:| imi uantitation
¢ Display rows that have Low outliers et
] . [—]-- Gual'rﬁer. . .
Display rows that have no outliers ~LQusierCookton Score

-[ 1Gualfier Peak Resolution Front 04
< >

R

|-:",:-

Select Al
| Show Outlier Columns

Cancel

MassHunter Webinar Series
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Outliers Help

@ MassHunter QuantD4 Workstation Software

e &

Hide Back Print

Conterts ~ Search

Type in the keyword to find:

||method outlier |

List Topics

Select Topic to display:

Matrix Spike Percent Recoveny Maximum ~
MatrixSpike Percent Recoveny Minimum
Matrix Type

Matrix TypeOveride

Maximum Average ResponseFactorRSD
Maximurm Blank Concentration
Maximum EBlank Response
MaximumCCResponseFactorDeviation
Method

Method = Cutlier Setup

MinimumAwerage ResponseFactor
MinimumPercent Purity
MinimumSignal To Noise Ratio

New Method from Acquired Chromatoar...
MNew Method from Acquired MRM Data
New Method from Acguired Scan Data
New Method from Acquired Scan Data ...
New Method from Acguired SIM Data
New Method Using Manual Setup
Optimize compound identfication using ...
Qutlier

Outlier Details

Cutlier Setup Tasks Section
QutlierAccuracy

CutlierAtemativePeak

OutlierAverage ResponseFactor
QutlierAverageResponseFactorRSD

" tlierRelrw | imitCf Dletertinn

Display

Method > Outlier Setup
Tasks

These menu items are only available when you
are in the Method Edit view.

hh Retention Time

Specify a retention time outlier

Relative Retention Time
Specify a relative retention time outlier
Peak Resolution

Specify a peak resolution outlier

—
IS

Peak Symmetry

Specify a peak symmetry outlier

Peak Full Width Half Maximum

Specify a full widthﬂ\_"”]alf maximum outlier

Peak Purity

Specify a peak purity outlier

F

— Signal To Noise Ratio

Specify a signal to noise outlier

Agilent Technologies

Specifyla peak resolution
outlier

This outlier metric is a measure of how well
two neighboring peaks are separated. This
outlier applies to the primary peaks of all
compound types and all sample types.

This outlier metric is determined by comparing
the calculated resolution value of the primary
peak against a user-defined limit
ResolutionLimit, The peak resolution outlier
applies to target, qualifiers, and internal
standard results.

To set the limit for the peak resoclution:

1. From the Method Task window, select
Outlier Setup Tasks > Peak Resolution
to display the Quantifier Method Table
with the Resolution Limit column
highlighted.

2. Enter the value in the Resolution Limit
column for the first compound.

3. Enter the wvalues for the other
compounds.

The outlier is set to Low if

ResolutionFront (ResolutionRear) <
ResolutionLimit

MassHunter Webinar Series
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Outliers Videos

Many Outliers have videos associated on the topic

Advanced User Videos

The fﬂwing Agilent MassHunter Quantitative Analysis advanced video
demonstrations are available on your installation DWVD in the Supplemental =
Videos =Quant folder. Open the outline.htm for a table of contents that organizes
and links you to the videos.

What's new in Quant B.08.00

Quant Outliers

. ﬁthud Editor - Alternative Peak outlier {Advanced)

Quant videos are located on the
Desktop (if installed)

thod Editor - Signal to Moise Ratio outlier {Advanced)

Method Editor - Theoretical Plates outlier (Advanced)

Method Editor - Peak Symmetry outlier {Advanced)

Method Editor - Capacity outlier {Advanced)

Quant B.08 DVD 2 of 3 in
MassHunter > Videos > Quant

Method Editor - QWalue outlier (Advanced)

Method Editor - MatrixType outlier {Advanced)

MassHunter Webinar Series
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Editing a Quantitation Method

Advanced Tasks Integration Parameters
Accessed via Method > Edit > Advanced Tasks > Integration

Parameters Setup Quantifer
MName TS| 5Scan Type RT Int. Int. Farms.
| Advanced Tasks |_> P | Chloromethane 1| Scan Target 4 493 Agile2 |
| Integration Parameters Setup | Qualifier R!i")
Signal to Noise Setup MZ Rel. Resp. ncertainty Int. Parms.
= 52.0 350 20.0
Smoothing Setup
_|J_|_ Mass Extraction Setup Integration ? X
Spectrum Extraction Setup Integrator  General Universal  Spectrum Summation  Peak Fitter v
|zotopic Dilution Setup Integrator:
Agile2 -
Compound 20 Setup Agile
Agile2
M5-MS
. MS-MS (GC)
Each compound can have a unique | e

set of integration parameters.

Each qualifier can have unique
parameters or same as target ion.

Integration parameters can be
applied to ALL compounds.

Tip: Select the
integration algorithm
from the integrator tab.

Reset Defaul Cancel Apply

MassHunter Webinar Series
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Editing a Quantitation Method

Integrator Parameters
Agile2

Default Integrator, 3" generation parameter less integrator
Better baselines, higher sensitivity to smaller peaks.

Agile

2"d generation parameter less integrator.

MS/MS and MS/MS (GC)

15t generation parameter less integrator intended for MS/MS

systems, not recommended for SQ. Originally required 64 data points.

All parameter less algorithms
have Peak Filter tab.

Integration ?

Imtegrator  General Universal  Spectrum Summation  Peak Fiter
{'j Peak Threshold

i) Peak Area (counts) counts

i) Peak Height (counts) courts
(@) Peak frea (%) . of largest peak
() Peak Height (%) % of largest peak

i) Signal to Noise

Maximum number of peaks

= e W W W e
E i i 1] i i

[] Limit to the largest peaks

Agilent Technologies

Mass

Hunter Webinar Series
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Editing a Quantitation Method

Integrator Parameters

G e n e r al (RT E) Integrator Universal Spectrum Summation  Peak Filtter

Familiar to MSD ChemStation users.  bstector
Data point satgling: Start threshold:

. . . [] Smoocthing Stop threshold: ICI
Areas in Universal are 10 time smaller etecton g ek loction
than seen in ChemsStation. o
Integration ? =

Baseline reset (# points) =
Uri I i
Integrator Geneml Spectrum Summation Peak Filter Hleading urtmiling edge e o

Initial Parameters

Threshold Peak Width Baseline preference: | Tangent skim else drop w |
Area Reject [ Shoulder Detection

Timed Everts Universal

Event Value Time

15t generation ChemStation
o S OFF integrator.

Area Sum ON

Easeline All Valleys OFF
Baseline All Valleys OMN
Easeline Back
Easeline Hold OFF
Easeline Hold ON
Baseline Mext Valley
Baseline Now
Integrator OFF
Integrator OM

Megative Pealk OFF
Megative Pealk OM
Peak Width

Saolvent Peak OFF

Solvert Pesk O =wea | | Significant number of timed events.

Defaut | | Cancel | |  Apply |

Familiar to MSD ChemStation
users.

MassHunter Webinar Series
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Editing a Quantitation Method

Integrator Parameters

Spectrum Summation
Integrator designed for situations where compounds are poorly separated or
peak shape is highly irregular.

Integration ? X

Integrator  General  Universal Spectrum Summation  Pealc Filter

PCB mixtures, TPH and GRO Baseline

Fraction cut in hydrocarbons O Use lowest paint s baseine offet
L . . (@) Use fived baseline offset

Flow injection analysis

D

counts
() Use lowest point in RT range as baseline offsst
Start RT:

[ 9
EndRT [ 0] min.

Peak: start and end

Exclude signal below threshold © Use relative dekss from extracton window

() Use absolute times
Start integration

Always gives a horizontal baseline [ 0] [Percent

End integration

0 e

mir.

Sums signal over a time range

RT reported as the center of the time

range Aoplyto Al
Reset Default Cancel Apply

MassHunter Webinar Series
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Editing a Quantitation Method

Setting an integration threshold

Method > Edit then Tools > Actions > Set Peak Filter Area Threshold

Choose any value as a percentage of lowest calibrator

: File Edit View Analyze Methed Update Library Report | Toels | Help

ﬁ Agilent MassHunter Quantitative Analysis (for QQOQ) - Method - <D\MassHunter\Data\Quant Examples GO0 Mew)\BenzosinUrineyCuantResults\BenzosinUrine.b

% 0= H | Ee) l;E Analyze Batch - | @ % Layout: E| Acticns » Copy Calibration Level

Method Tasks - @ Audit Trail... Dummy Calibration Setup

| New / Open Method Options... Go to NIST MS Program...

| Workflow #£  Number Formats... Go to QRS Trend Charts..,

| Method Setup Tasks Add-Ins... Go to Qualitative Application...

. MRM Compound Setup — Zero Peak below LOD

A Retention Time Setup Cal|brat|{|i:|m Mark Compound Group Over Reporting Limit
ﬁ ISTD Setup N L1 Replicate Injection MDL-LOQ-LOD Calculation
| :ﬁ‘ Concentration Setup be | ﬁ Send To OpenLAB ECM...

7t Qualifier Setup 7 | Set Peak Filter Area Threshold |

# Calibration Curve Setup Im TIC Mass Extraction Window Setup

[ Globals Setup Quanifior Update Qualifier Ratio Limit Following Point System Rules
| Save [ Exit Name Custom Action...

Pt

Percentage of lowest cal level (30, 50, 80 etc):

Cancel

I OK I

: Agilent Technologies
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Compounds-at-a-Glance
View > Compounds-at-a-Glance...

10 Std [zopiclone] 10 Std [7-amino clonazepam] 10 Std [7-amino flunitrazepam] 10 Std [chlordiazepoxide] 10 Std [quetiapine]
x10 3 |389.1-> 245.1 Area=23506 x10 3286.0 -> 121.0 Area=8258 x10 37284.0 -> 226.0 Area=5036 x10 37300.0 -> 227.0 Area=11117 x10 4|384.1 -> 253.2 Area=60895
7389.1 -> 217.1 Area=1423; 286.0 -> 222.0 Area=6358 7284.0 -> 256.0 Area=4300 7300.0 -> 283.0 Area=6730 384.1->221.1 Ar¢p=27778
354 129 08| 1.84 1]
34 14 0.7 1.6+
064 1.4+ 0.8+
2.59 0.84 1.2
5 059 1] 0.6
0.6+ 0.4+
1.5 0.8+
) 0.4 031 06 041
7 0.2+ 4
0.5 0.2+ 0.1 g;, 0.29
0 T T T T T T T T T T 0 T T T T T T T T T T T T T 0 T T T T T T T T 0 T T T T T T T T T T T T T 0 T T T T T T T
28 3 32 34 36 38 4 42 44 2628 3 32343638 4 42444648 5 44 46 48 5 52 54 56 58 474849 5 5152535455565758 6 6.2 6.4 6.6 6.8 7 72
25 Std [zopiclone] 25 Std [7-amino clonazepam] 25 Std [7-amino flunitrazepam] 25 Std [chlordiazepoxide] 25 Std [quetiapine]
x10 4 |389.1 -> 245.1 Area=72049 x10 3 |286.0 -> 121.0 Area=21511 x10 3{284.0 -> 226.0 Area=13922 %10 4 [300.0 -> 227.0 Area=63410 x10 4 |384.1 -> 253.2 Area=160721
1.24389.1 -> 217.1 Area=4301 3.5286.0 -> 222.0 Area=16227 2.25-{284.0 -> 256.0 Area=10923 "1300.0 -> 283.0 Area=32898 34384.1 ->221.1 Ardp=71654
14 39 21 " 25|
1.75+
05 25 1 0.8+ 2
064 2 1254 0.6 154
1.5 1
041 14 0.75- 0.4 1
0.5+
0.24 051 0.25) 0.2 0.5+
Or——— T T T — T T 1 Ve 0 T T T T T T T T S5 0°— T T T T T T
28 3 32 34 36 38 4 42 44 2628 3 32343638 4 42444648 5 44 46 48 5 52 54 56 58 474849 5 5152535455565758 6 6.2 6.4 6.6 6.8 7 72
50 Std [zopiclone] 50 Std [7-amino clonazepam] 50 Std [7-amino flunitrazepam] 50 Std [chlordiazepoxide] 50 Std [quetiapine]
x10 4389.1 -> 245.1 Area=149173 x10 31286.0 -> 121.0 Area=44146 x10 37284.0 > 226.0 Area=27361 %10 4/300.0 -> 227.0 Area=128711 x10 4 |384.1 > 253.2 Area=319220
2.5-4389.1->217.1 Area=8698: 7286.0 -> 222.0 Area=32848 7284.0 -> 256.0 Area=21466 2.25-300.0 -> 283.0 Area=66628 7384.1->221.1 Aret=143305
1.75- 54 ‘3, 1757 4
154 ol 251 1.5
125 2 1.254 3]
1 34 i
0.754 2] 1.54 0.75 21
0.54 14 0.5 1]
0.251 M 0.5 0.25-
T 1 T T T T T T T T 0- T T 1 T T T T I T T T T [ 0- T T T [ T T T T 0- T T T T [ T T T T T T T T 0- | T T T T ] T
28 3 32 34 36 38 4 42 44 2628 3 32343638 4 42444648 5 44 46 48 5 52 54 56 58 474849 5 5152535455565758 6 6.2 6.4 6.6 6.8 7 72
125 Std [zopiclone] 125 Std [7-amino clonazepam] 125 Std [7-amino flunitrazepam] 125 Std [chlordiazepoxide] 125 Std [quetiapine]
x10 4 [389.1 -> 245.1 Area=405779 x10 4 |286.0 -> 121.0 Area=116266 x10 4 |284.0 -> 226.0 Area=71747 %10 4 300.0 -> 227.0 Area=342037 x10 5 |384.1 > 253.2 Area=770657
71389.1 -> 217.1 Area=239800 1 8: 286.0 -> 222.0 Area=86541 7284.0 -> 256.0 Area=55954 6-300.0 -> 283.0 Area=177148 1.44384.1 -> 221.1 Areh=353282
6- 164 1 s 1.2
5+ 1_4217 03] ol 1
4+ “1 0.8
1 0.6-| 3]
34 0.8 0.64
2- 0.6+ 04 2] 0.4
0.4+
1 02] 02 i 024
T 1 T T T T T T T T 0- T T 1 T T T T I T T T T [ 0- T T T [ T T T T 0- T T T T [ T T T T T T T T 0- | T T T T ] T
28 3 32 34 36 38 4 42 44 2628 3 32343638 4 42444648 5 44 46 48 5 52 54 56 58 474849 5 5152535455565758 6 6.2 6.4 6.6 6.8 7 72
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Compounds-at-a-Glance

Manual integration — right-click context menu or

4

10 Std [7-amino flunitrazepam] 10 Std [chlordiazepoxide] 10 Std [quetiapine]
l__-‘l‘:nnl {:Dp}r Cirl+C =8258 x10 37284.0 -> 226.0 Area=5036 x10 37300.0 -> 227.0 Area=11117 x10 4|384.1 -> 253.2 Area=60895
= =6358 7284.0 -> 256.0 Area=4300 ] 8’ 300.0 -> 283.0 Area=6730 384.1 > 221.1 Arda=27778
0.84 84 14
1.6
0.74
Copy Page o 141 038
) 0.5 1'? 064
:EE Setup Layout... F10 04l o]
0.34 064 0.4
fi, Start/End Manual Integration Ctrl+E o o4 02
- - 0 0 0 T
Manual Integ ration WIndDW {:tr|+{1 3‘6 3‘8 Jt 4‘2 4‘4 4‘6 4‘8 é 4‘4 4‘6 4‘8 é 5‘2 5‘4 5‘6 5‘8 ‘ 4‘7 4‘3 4‘9 EL 5}1 5}2 5‘3 5‘4 ! 8}4 6‘6 6}8 7‘ 7}2
25 Std [7-amino flunitrazepam] 25 Std [chlordiazepoxide]
x10 4 |389.1 -> 245.1 Area=72049 x10 3 [286.0 -> 121.0 Area=21511 x10 3284.0 -> 226.0 Area=13922 x10 4 |300.0 -> 227.0 Area=63410 . 1721
1.2-{389.1 -> 217.1 Area=4301 3.5-286.0 > 222.0 Area=16227 2.25284.0 -> 256.0 Area=10923 300.0 -> 283.0 Area=328¢ n I Ca eS 4
1 34 0 2 m 14 .
25 t|
0.84
2 Manual/\’\l’ntegrate an outiier ? x
0.64
1.5
i EER S W - N . N N W~ At £ Close
0.2 051 - : :
o) o) ACAL_L10[1.2-Dichloropropane] CAL_L10[1,2-Dichloropropane] CAL_L10[1,2-Dichloropropane]
T T T T T T T T T T T T T T T T 1 - - -
28 3 32 34 36 38 4 42 44 2628 3 32343638 4 1,103 |63.0 Area=335112 x1047|64.0 Area=228817 x103476.0 Area=h44154
50 Std [zopiclone] 50 Std [7-amino clonazepam] -
x10 4389.1 -> 245.1 Area=149173 x10 31286.0 -> 121.0 Area=44146 e 2.44
2.5-389.1 -> 217.1 Area=8698 7.286.0 > 222.0 Area=32848 77
2.25 34 - :
2 61 / p
1.75- 54
151 o 25 G 1.8
1.25
1 34 5 1.6
0.75- 2 24 1.4
0.54
0.251 N 44 12
T T T T T T T T T S 1.5+ 14 m
28 3 32 34 36 38 4 42 44 2628 3 32343638 4 3
125 Std [zopiclone] 125 Std [7-amino clonazepam] 0.2
x10 4 |389.1 -> 245.1 Area=405779 x10 4 |286.0 -> 121.0 Area=116266 1 !
7389.1 -> 217.1 Area=239800 1 g 286.0->222.0 Area=86541 24 0.6+
6| N
s b 0.5 : 04
| 144 7 02
1.2 -]
4
i 4 L R s i !
37 0.8 0 0 o
2] 0.6 -0.24
0.4 T T T T T T T T T T T T
i 0.2 10.5 1 115 12 105 1 115 12 105 1 115 12
T T T T T T T T T 0= T T 1 T T T T 1 m
28 3 32 34 36 38 4 42 44 2628 3 32343638 4
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Compounds-at-a-Glance

Zero multiple peaks

Select manual integration icon
Hold down CTRL key, click multiple peaks, click the zero peak icon. _i. ‘

Blank [zopiclone] Blank [7-amino clonazepam] Eslank [7-amino flunitrazepam] Blank [chlordiazepoxide] Blank [quetiapine]
%10 11389.1 -> 245.1 Area=166 %10 1 |286.0 -> 121.0 Area=14 x10 1 |284.0 -> 226.0 Area=36 x10 1.]300.0 -> 227.0 Area=98 x10 2 |384.1 -> 253.2 Area=39
2.25389.1->217.1 Area=61 7286.0 -> 222.0 Area=11 7284.0 -> 256.0 Area=45 300.0 -> 283.0 Area=139 1.24384.1-> 221.1 Afea=499
> 1.2 1 N
1.754 14
159 0.8 081 0.8
1'2?’ 0.6 0.6+ 0.6
0.754 0.4 0.44 oal
0.5 0.2 0.24 0.2
0.25-] o
S e S e B B ML T T T T T L S U e s T T T T T T T 0 T T T T T T
28 3 32 34 36 38 4 42 44 3 3.5 4 45 5 44 46 48 5 52 54 56 58 4.8 5 52 54 56 58 6 62 64 66 68 7 72
10 Std [zopiclone] 10 Std [7-amino clonazepam] 10 Std [7-amino flunitrazepam] 10 Std [chlordiazepoxide] 10 Std [quetiapine]
x10 3 |389.1 -> 245.1 Area=23506 x10 3286.0 -> 121.0 Area=8258 x10 37284.0 -> 226.0 Area=5036 x10 37300.0 -> 227.0 Area=11117 x10 4]384.1 -> 253.2 Area=60895
7389.1->217.1 Area=14#33 286.0 -> 222.0 Area=6358 7284.0 -> 256.0 Area=4300 7300.0 -> 283.0 Area=6730 384.1->221.1 Atea=27778
354 124 0.8 1.8+ 1]
3] 1 0.7 1.6+
0.64 1.4+ 0.8+
254 0.8-] 1.2
2l 0.5 1 064
0.64 0.4
154 0.8
] 0.4 031 0.6 04
1 0.2+ 4
0.54 0.2+ 0.14 g::— ]
O 0- T T T T T 0- T T T T T T T T 0°s T T T T T T 0= T T T T T T
28 3 32 34 36 38 4 42 44 3 35 4 45 5 44 46 48 5 52 54 56 58 4.8 5 52 54 56 58 6 62 64 66 68 7 72
25 Std [zopiclone] 25 Std [7-amino clonazepam] 25 Std [7-amino flunitrazepam] 25 Std [chlordiazepoxide] 25 Std [quetiapine]
%10 4 |389.1 -> 245.1 Area=72049 x10 3 |286.0 > 121.0 Area=21511 x10 3284.0 -> 226.0 Area=13922 x10 4 |300.0 -> 227.0 Area=63410 x10 4 |384.1 -> 253.2 Area=160721
1.2389.1 -> 217.1 Area=43Q19 3.54286.0 -> 222.0 Area=16227 2.25-284.0 -> 256.0 Area=10923 7300.0 -> 283.0 Area=32898 3384.1->221.1 Afea=71654
1 31 2 " 2.5
1.754
084 251 1.5 0.8 24
06 % 1259 0.6+ 154
154 1
0.4 1] 0.75 0.4 1
0.5+
0.2 054 0281 0.2 051
e 0- T T T T T 0- T T T T T T T T 0 T T T T T T 0= T T T T T T
28 3 32 34 36 38 4 42 44 3 35 4 45 5 44 46 48 5 52 54 56 58 4.8 5 52 54 56 58 6 62 64 66 68 7 72
50 Std [zopiclone] 50 Std [7-amino clonazepam] 50 Std [7-amino flunitrazepam] 50 Std [chlordiazepoxide] 50 Std [quetiapine]
x10 4389.1 -> 245.1 Area=149173 x10 31286.0 -> 121.0 Area=44146 x10 37284.0 -> 226.0 Area=27361 x10 4]300.0 -> 227.0 Area=128711 x10 4 |384.1 -> 253.2 Area=319220
2.5-4389.1-> 217.1 Area=86984 7286.0 -> 222.0 Area=32848 7284.0 -> 256.0 Area=21466 2.25300.0 -> 283.0 Area=66628 7384.1 ->221.1 Aflea=143305
1.75 5 N 1.75 o
1.5+ 4 254 1.5+
128 ° 1.25- 3]
1 34 14
0.75 2] 159 0.754 2
0.5 1 0.5 .
0.25] 19 0.5-] 0.254
— T T T T 1 T I T 1 0- T T T T T 0- T T T T T T T T - T T T T T T 0" T T T T T T
28 3 32 34 36 38 4 42 44 3 35 4 45 5 44 46 48 5 52 54 56 58 48 5 52 54 56 58 6 62 64 66 68 7 72
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Let's take a moment

Demo for questions on
: Compounds at a
.o Glance
.....
c0 @ Qoo
e,
o ® °
. Up Next:

Reporting



Report Generation
Excel

Report > Generate

Generate Report *
Batch file:
Batch folder: D:\MassHunter\Data“Quant Examplest M5 WO AN
Batch file: WolatileOrganics batch bin Browse. ..
Report folder:

| D:\MassHunter Data“Guant Examples M5O ANIuant Reports \Valatil

Report method:

|D:\MassHurrter\Hepurt Templates'My Guant Repart.m

Report folder

| Choose... | I Mew...
Samples/Compounds:
All zamples | Choose samples... |
All compounds | Choose compounds. .. |
Generate:

(@) Generate reports now
] Open report folder after reports generated

() Queue report task

JLdr lJUele Viewer

Quant Report
Method

OK

|| Cancel

MassHunter Webinar Series
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Report Method Edit

Excel

Report Mode — Batch or Single Sample.
Publish Format — XLSX, PDF, TEXT or CSV.

Report Method Edit (Quantitative Analysis) - My Quant Report.m — O X
File Edit Tools
NEd| $BR|9c|a
Templates Results Graphics settings
Template Report mode Destination file Publigh format Language Page Size Printer Open published file Post Process Audit Trail Report
XLSX w ™ <MNone O

w | QuantReport_|5...

» DiiMass_ \QuantReport_ISTD_Complete_B_06_00xlt« | |Batch

| |
Add Template... |I Remove Template |

Save & Ext | | Ext |

MassHunter Webinar Series

1/10/2018
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Report Method Edit

Excel

Results tab

% Report Method Edit (Cuantitative Analysis)

File Edit Tools

Select the correct

instrument type

Generate results file onhy when Excel report templates are selected.

() Yes

Always generate results file

() Mo

Mewver generate results file

Upload results file

Agilent Technologies

NEdH|*2@al9e|a
Templates Pesults  Graphics settings {t”)
In=t t :
nstrument type aaa »
Qaa w
GCMS
(Generate report results (report.results oml): QTOF —
TOF
(® Auto GC

For Excel always select
Auto or Yes

MassHunter Webinar Series
1/10/2018
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Report Method Edit

Excel

Graphic Settings tab.

Allows customization of the graphics output.

Report Method Edit (CQuantitative Analysis) - My Cuant Report.m
File  Edit Tools

'ﬂlﬁ'ﬂ|;’; —_‘Ilﬁ|q (M |'.§i

Templates  Results I Graphics settings I

Peak chromatograms:

General:

Always generate

. : Generate graphics files {.emf fileg) | Graphics settings... |
th e grap h ICS If th e [ Delete gmphics@s after report generation Guantifier’Qusalifier overlay chromatograms: ——
f||e contains Fixed range graphics: . .
{ | Graphics settings... |
graphlc Output | Fixed range graphics settings... | Specira:

Sample chromatograms:
| Graphics settings... |

| Graphics settings. .. |

Calibration curves:

| Graphics settings... |

MassHunter Webinar Series
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Report Method Edit
PDF Reporting

PDF Reports are located D:\MassHunter\Report Templates\Quant\PDF-
Reporting folder.

Run much faster for large batches.

PDF reports are built on Python code and take the form of xml files.
Only available Publish format is PDF.

On the Results tab, there is no need to generate the results file.

On the Graphic Settings tab, there is no need to Generate graphics files.

Agilent Technologies




Report Method Edit
PDF Reporting

Report Method Edit (Cuantitative Analysis)
File Edit Tools
NoH| 2R |9c|a

Templates Pesults  Graphics settings

Instrument type:

[elele v|

(Generate report results (repart.results xmil):

) Auto

Generate results file only when Excel report templates are selected.

() Yes

Always generate results file

® No

Mever generate results file

LIpload results file

Report Method Edit (Cuantitative Analysis)
File Edit Tools

DodH|s2@|9|a

Templates Results Graphics settings

(General:

[ Generate graphics files (.emf files)
[ Delete graphics files after report generation

Fixed range graphics: [k

L)
| Fixed range graphics settings... |
Sample chromatograms:
| Graphics settings... |

PDF Reporting will still generate graphics even when this checkbox is disabled.

Agilent Technologies
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Report Method
Graphic Settings

Sample Chromatogram Graphics settings x
Ge I: Peak labels:
. Background color: ||:|Transparent V| [] Vertical labels
Applies to Excel or PDF
] Foreground colar; |-Black w | [] Allow overap
R e po rtl n g . Gl | No display - | [] Show target peak labels on TIC
Time segment boundary: | Mo display e | Choose labels:
Font size: gl= T ~ Move Up
- : Glame
Label compound name S Do oo Move Down
: Final Conc.
On the TIC- TIC: — [] Height
| EMEIack | 5 e
a
Overay target compounds [] Detta RT W
[] Oveday ISTD compounds
[ Overlay signals Display Label Names (ex. RT=2.452)
Sample chromatograms: [ Normaiize Display Units for Conc.. RT and Detta ml
Graphics settings... Sl aiee
Cweray compound colors. .
Qveray signal colors...
For 2D data such as
“ Scale the TIC to the highest peak after
GC/FID, check “overlay [ Jmn
signals” to display the
sample chromatogram. e

MassHunter Webinar Series
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Report Method

Example

TIC labeled with RT and Compound Name and Overlay Targets.

Sample Chromatogram
+ TIC MBM = = =) Banzo SamplelS.d (BEenzo unne S0ng/mil)
£ =103 = =
3 ] E
3 E 5 2 E
41 = s =8 =T
] 2 £z EE
337 E b E | 2§ =
E_ f = L} = I
3 ] o =2 ] o
3 4F =2 5 "E
25 5 m ==
o o U
21 ey ™ g
EE I} E
1.5 =7 ke =
g ]
Ly -
0 T T T 1 | 1 | | | | 1 | T T T
0.5 1 1.5 2 235 3 3.0 4 4.5 5 5.5 6 6.5 7 1.9 &

Acquistion Time {min)

i’ Agilent Technologies

MassHunter Webinar Series
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Report Method
Graphic Settings

Applies to Excel or PDF Reporting.
Normalize the qualifier ions.

Cuantifier/Cualifier Overlay Chromatogram Graphics =
General: Chromatogram:
Background color: ||:|Transparent w | Auto scale: Auto scale w
Foreground colar: |-Black e | [ ] Momalize {T)
Gridlines colar: | No display W | Annotations
Time segment boundary: | No display V | Qualfier colors...
Quantifier’Qualifier overlay chromatogrames Fort: size- gl= Uncertainty band: | ---ssememememme w
| Graphics settings... | (] Wrap title  t is too long e

(®) Fill out-ofdimits qualfier peaks
() Fill all qualfier peaks

() No qualifier peak il

Fill target peaks

Fill transparency: ||:|'."5‘!¢ Transparent v

Response ratio label:
Ratio and percent of expected ratio '

MassHunter Webinar Series
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Report Method

Example

Example of Target ion shaded green and qualifiers with uncertainty band.

Targel Compound  lbrazepam
+ MRM [(321.0 = 275.0) Benzo Sampledb.d | 3210 -=2750,321.0=2280
Ratioc = 36.5 {95.5 %)

®x10 2 4 661 min.
14

Counts
Counts

0.8
0.6 1
0.4 1
0.2

a

I I I I I I | I I I I I I |
4445454745849 5 444545474549 5
Acquistion Time {min) Acquistion Time {rin )

MassHunter Webinar Series
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PDF Report Builder

Allows user to generate unique report styles

CP_;" 9™ AreaPercent.template - Report Builder (Unknowns Analysis)

File Home

X <Default> - | <Defauit> - =| EEEk g R % o & Graphics¥
B I U o2

2 +H Table Row

Delete Fage Textbox Image =
- g W' scriptBox

Edit Alignment

Textbox8 hd

Horizontal Alic

Vertical Alignrr
Agilent Technologies

{L:Area Percent Report}

{C:DataPathName}

{V:AcgMethodPathName}

Borders

{C:AcqMethodFileName} {v:AcgMethodFileMame} Column Span |1
{C:AcqgDateTime} {V:AcqDateTime} Paddings 1pt,1pt, 1pt, 1pt
{C:SampleName} 1{V:5ampleName}
{C:AcgMethodFileName} {v:AcgMethodFileName} Content Type | FieldValue
SampleChromatogram Expression
Field Caption
Field Value Sample-5ampleMame
Localized Text

New Feature: New to
MassHunter Quantitative
Analysis B.08

L:Pk#} {L:RT Min}  {L:Start Min} {L:End Min} {L:Peak Height} {L:Peak Area}{L:Peak % Max} {L:% of Total}|

ession...] [V:RetentionTime} LV:Start}; {V:Endx} {V:Height} {V:Area}/:AreaPercentMax} {V:AreaPercent}
{L:Page &[Page] of &[Pages]} {L:Generated at &[Time] on &[Date]}:

Text Textboxd

Field Format

Format

1]
Outline Level

Textboxd

Background Color

Allows user to customize report styles.
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PDF Report Builder

Relatively simple to learn and use.
Uses a GUI to layout report items.
Property based customization.

12 Quant templates are available.
Report Builder Familiarization guide.
A number of videos are available.

PDF Report Builder - Report customization

o

(W]

o o o o0 0O o0

PDF Report Builder overview  iscarzer) #u!

PDFE Report Builder desian flow  (z2dvanced) #u

= PDF Report Builder Design Architecture  (zxpers) et
PDF Report Builder - .csv to LIMS (starter] #et

PDF Report Builder - Add Columns Demo (zdvenced] Fed

PDF Report Builder - Remove Columns Demo idvanced] fel

PDF Report Builder - Replace Columns Demo (zdvenced) #et

PDF Report Builder - Modify Graphics Demo (zdvanced) #ed

PDF Report Builder - Configure Graphics Demo izdvanced) fw
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Training Resources

Convenient Trainingy

Training resources that are available. Our team 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
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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 N 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
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Questions on today’s material...
Thank you for your attention.

MassHunter Quantitative Analysis

www.agilent.com

Access Aqilent

f
Facebook @Agqgilent.Tech

Twitter | B @Adgilent

LinkedIn ﬁ
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