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MassHunter Quantitative Software
Review and Quant Method Optimization

Topics
 Brief Review
« Batch Table Navigation
« Compound Information
- Data review and manual integration
« Calibration Curve
« Working in Compounds At a Glance
» Method Editor Globals Setting

o Tip: Tips are labeled throughout the presentation
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Review

Three major views in MassHunter Quantitative Analysis.
« Batch At a Glance

« Method Editor

« Compounds At a Glance

Handling MS/MS data QQQ and QTOF.

Handling accurate mass data TOF and QTOF.
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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
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2 %1047 9.505 min. 2 4104 0.6
5 i H 0.554
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MassHunter Quantitative Software
Method Editor View

Method h Update Report Tools Help M h d > E d . F 1 O k
= . etho it menu or ey
Cpen B Agilent Analysis - Method - [CA =
i Flle Edit View Analyze Method Update Report Tools Help
Append : ) By |G /iBa ) C= AnaiyaeBotch Layour: [ [ B E Restore Default Layout
N Method Tasks w X Method Table - X
@ Edit | New ] Open Method [ TimeSegment: ® [<ail> ~| ® | Compound: [@]1,1-Dichloro-1.. ~|[®]| ResetTable View
\sﬁ Validate | Method Setup Tasks | Tsampte i
Compound Setup Name Data File Type | Level | Acq, Method File | Acq, Date-Time =
EE Tos . Retention Time Setup CAL_L04 [ catoaD [cal |2 [ 622am 6202008 3:30.
& 1STD Setup Guantiier
Save As... 3 Concentration Setup o, il Soon Type
T Qualifer Setop » 1.1-Dichloro-1-pr 1] Sean | Target
Ei Exit 3 Calibration Curve Setup | | eien
[ Globals Set . 1z s et 0 a e
& Globals Setup 770 0.0 20
Methed Setup Tasks [save Bt : 00 %0 %0
N . |Calibration
Validat :
Manual Setup Tasks e o
) 13 Save 3
Outlier Setup Tasks Seve ds 1
5
Ed &t i I
Advanced Tasks Ssmpe nformaion -x
Manual Setup Tasks -
= T - Outlier Setup Tasks @" @@ (1% |l Maxz of panes 7 MY ¥
Copy Calibration Levels To.. [-TIC Soan [~ ] CALLOAD
Advanced Tasks 505 - 0t
Average Calibration Replica g 35

Create Levels from Calibratig

Import Calibration Levels frof

Setup Reference Library...
Setup Reference Pattern Liby

Method
Tasks

Sample
Information
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+EIC (36.0) Scan CA I T 1 I'JUUI LAY I B A 4 0. + Scan (10.555-10.746 min, 35 scans) CAL_L04D
2,108 10.621 min 5 X102 | Ratio=18 £ x108
H 2 Rafio=10.1 : s
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2 2
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71 Compounds (71 total) 3 ISTD {3 total)
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MassHunter Quantitative Software
Compounds at a Glance View

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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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
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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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Batch Table

Batch Table
© Sample: |E| CAL_LO8 - |E| Sample Type:| <All> | Compound: E Trichloreflucromethane |v
Sample Trichlorof... Trichlorofly Trichloroflusromethane |
@ % MName Diata File Type Level Acg. Date-Time Bxp. Conc.| RT Resp. |MI|Czg Acetone E
Q@ | ¥ [CALLO3 [CALLO03D |Cal 3 [6/20/2008 5:53 PM 0.5000] 6.108|  58365([]| | 1,1-Dichlorcethene
Q| ¥ [CALLO4 [CALLO4D |Cal 4 |6/20/2008 6:30 PM 1.0000] 6.092] 906171 | +-Butyl Alcohol
Q@ | ¥ [CALLOS [CALLOSD |Cal 5 |6/20/2008 7:06 PM 2.0000] 6.097| 173426([]| | .
¥ [CALLO6 |CAL LOD |Cal 6 |6/20/2008 7:44 PM 50000 6.097| 243633[[C]| | Methylene Chloride
¥ [CALLO7 |CALLO7D |Cal 7 |6/20/2008 8:21 PM 10.0000] 6.097| 830216|[]| | carbon Disulfide
» ¥ [CAL L0 |CAL L0SD |Cal 8 [6/20/2008 9:04 PM 150000 6057 1347631[[ 1| | .. ..
¥ |CALLOS [CALLSD |[cal 5 |6/20/2008 9:41 PM 20.0000| 6.092| 1781882 |[C]| | “ensSoTHICNIOTORMENE
¥ [CALL10 |[CALL10D |Cal 10 |6/20/2008 10:19 PM 30.0000] 6.092] 2773495 |[C]| | 2-Methoxy-2-methylpropane
W Eat | 144 P | 4 M a~ 44 PR ANGCTT kA A ey T =y | [

Click in a sample row to display data on that sample

Click on Next and Previous icons to move through a batch or use

Hotkeys:
Next Sample =Alt+Down Next Compound = Alt + Right
Previous Sample=Alt + Up Previous Compound  =Alt + Left

Compound list are frequently long, try the Compound drop down list to go
directly to the desired compound.

MassHunter Webinar Series
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Batch Table
Alphabetizing the Compound List

& ] @

R =

Add/Remove Columns...

Restore Default Columns

Reset Sort

Fill Down

Leck Sample/Compound Columns

Flat Table

Mested Table (Horizontal)
Mested Table (Vertical)
Cempeound Table

Single Compound/Sample View
Multiple Compounds/Samples View

Batch Table
© Ssmple: ] CALLO3

- £|‘ Sample Type: <All> | Compeound:

|Acetone

Arrange Compounds By

m Mame

e W

Dizable Calibration Points...

Print... Ctrl+P

Print Preview...

Properties...

Retention Time
Mass

ISTD

Compound Group
D

User Defined

Sample Acetone._..
Type Acqg. Date-Time Exp. Canc.
Cal 6/20/2008 11:53 AM 0.5000
Cal 6/20/2008 12:30 PM 1.0000
Cal 6/20/2008 1:06 PM 2.0000
Cal 6/20/2008 1:44 PM 5.0000
Cal 6/20/2008 2:21 PM 10.0000
Cal 6/20/2008 3:04 PM 15.0000
Cal 6/20/2008 3:41 PM 20.0000
Cal 6/20/2008 4:19 PM 30.0000
Cal 6/20/2008 4:57 PM 40.0000
Cal 6/20/2008 5:35 PM 50.0000
CC 6/20/2008 6:13 PM 10.0000
Qc £/20/2008 6:50 PM 5.0000
Blank 6/20/2008 7:28 PM
Blank 6/20/2008 8:07 PM
D | Sample 6/20/2008 8:44 PM
D | Sample 6/20/2008 9:22 PM
D | Sample 6/20/2008 10:00 PM
D | Sample 6/20/2008 10:38 PM
D | Sample 6/20/2008 11:16 PM

Acetone

Benzene

Benzene, bromo-
Bromedichleremethane
Bromoform
Bromomethane

Carbken Disulfide

Carkon Tetrachloride
Chlorobenzene
Chloroethane
Chleroform
Chleromethane
cis-1,2-Dichloroethene
cis-1,3-Dichlercpropene
Dibremochloromethane
Dibremomethane
Dichlerediflucremethane
Dicxane

Ethane, 1,1,1,2-tetrachlore-

From within the Batch Table
right click, select Arrange
Compounds By > Name

Tip: Alphabetize the
Compound List for faster
compound access.

3% Agilent Technologies
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Batch Table

Messages and Outliers

Batch Table
Sample: | |CAL_L10 v & | Sample Type: <All> v || Compound: [@] Dichlorodiflucromethane - =] ISTD: Fluorobenzene @lﬁ E] i ' ¢\
Sample Dichlorod... Dichlorodiflucromethane Results Qualifier.. | Fluorobenzene (L. | Qualifie..| Qualifie. -
@ 4 Name Data File Type Level Acqg. Date-Time Sample Group | Exp. Conc. | RT Resp. | M| Calc. Conc. | Final Conc. | Accuracy | Ratio |MI| RT Resp. | Ratio| MI| Ratio| MI
1] CAL_[03 |CAL_L03D |Cal 3 [6/20/2008 1153 AM 05000[ 4237] 297i5[[]| 04278 04278 85| 336|0] 10.621] 1344418 18] 95|
0 CAL_L04 |CAL_L04D | Cal 4 |6/20/2008 12:30 PM 10000] 4242| 66597|[]]  1.0238] 10238 1024| 302|[]| 10621] 1183324 1.8][J] 101|[]
1] CAL_L05 | CAL_LO5D | Cal 5 |6/20/2008 1:06 PM 20000 4247 127904[[C]]  19920] 19920  99.6| 31.6|01] 10.620] 1144880 2.0][]] 05|
CAL_L0_ | CAL_L0GD | Cal 6 |6/20/2008 1:44 PM 50000 4258| 203734|[]| _ 51178| _ 51178 1024| 31.1|[]| 10621] 700587 16|J] 98]
CAL_L07 | CAL_LO7D | Cal 7 |6/20/2008 2:21 PM 10.0000| 4248] 671861|[C]| 104356 104356 1044] 32.4|[C]| 10.621] 1128268| 2.0([C]] 11.0[] S I t
CAL_L02_ | CAL_L0BD | Cal B |6/20/2008 3:04 PM 15.0000| 4242| 1105063|[C]| 161636 16.1636] _ 107.8| 314 ]| 10.621] 1196415| 2.0|[]| 10| e eC
CAL 03 | CAL_L0SD |Cal 9 |6/20/2008 3:41 PM 200000 | 4242] 1474827|[C]| 206623| 206623] 1033| 32.0|[1] 10620 1248377 20|] 104|C]
3 CAL 130 | CAL (100 | Cal 70 | Ga0/2008 4-19 Bl S0.0000 | 4948 9198968 SaaAat | e aAet | GrE| a3 | 10621 1310816 7L 1L 104 O tl A
CAL 111 |CAL 11D |Cal 11| 6/20/2008 457 PM 40.0000| 4247] 3126148|[C]| 403840| 403840] 101.0| 330|01] 10,626 1352547 1.9|[ ]| 106][] u |erS
¥ [CAL L1z [CAL L12D | Cal 12 |6/20/2008 535 PM 50.0000| 4247] 3975819|[ | 47.9433] 479438 959| 32.8|[]| 10621] 1443684 EEEE
CC_L07 _|CC_LO7D__|CC 7 |6/20/2008 6:13 PM 10.0000| 4247| 802673|[C]| 103853 103853 103.9] 33.8|[J| 10.621] 1354418| 16[[]] 107|C] .I': D I
¥ [QCL06E  [QCLOED |QcC 6 |6/20/2008 6:50 PM 50000 4247 211200[[]] 29037 2.9037 3211|0620 1288182 1.7/ 105|[C] Or |Sp ay
¥ | Blank01 | BLANKD1.D | Blank 6/20/2008 7:28 PM 4258  20853)[]|  03450]  0.3450 37.2|[C]| 10626 1201381 EIEEE
¥ |Blank02 | BLANKD2D | Blank 6/20/2008 8:07 PM | 4630 IPES 1] T T 1] 0.621] 1058821] 1.5[[C1] 103[[C]
] ﬂ Quantitation Message(s)
M essages Dibromomethane: Qualifier MIZ = 83.0: Qualifier peak not found or does not match quantitation criteria
Hexachlorobutadiene: Qualifier MiZ = 223.0: Qualifier peak not found or does not match guantitation critena
Hexachlorobutadiene: Qualifier MZ = Z227.0: Qualifier peak not found or does not match guantitation criteria
Tetrahydrofuran: GQualifier MIZ = 72.0: Qualifier peak not found or does not match guantitation criteria
Winyl Acetate: Qualifier MIZ = 86.1: Qualifier peak not found or does not match guantitation criteria
L 4 Outliers )
Dichlorodifluoromethane: Retention time = 4 630 is outside the allowed range [4.037, 4 467

Hover cursor over the outlier or message to display details

MassHunter Webinar Series
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Batch Table Layout Modification

Add/Remove/Move Columns

Batch Table
Sample: j CAL_LO3 hd £| Sample Type: <All> || Compound: Chleroform hd ISTD:| Fluorobenzene
Sample Chlorofor... Chloroferm Results Qualifier.. | Qualifier... | Fluorobenzene (L. | Qualifier... Qualiﬁa’...1
@ % Name Data File Type Level Acq. Date-Time Exp. Conc.| RT Resp. | M| Calc. Conc. | Final Conc. | Accuracy Ratio| M| RT Resp.
»| D | ¥ e =l 2 L= 5:53 PM 0.5000] 8.851 32587([ 06516 94([C1] 10.621| 1344418
Q| v [CAL Add/Remove Columns.. £:20 PM 1.0000] 8.891|  4632|[] 1.1376 1.1376 1] 10.621] 1183324
Q| ¥ |CAL Restore Default Columns 008 7.06 PM 2.0000] B.88B5 9123401 2.1757 21757 ]| 10.620] 1144890
¥ | CAL | 008 7:44 PM 5.0000] 8391 130047 (1 50875 5.0875 1l 10621 700587
¥ [CAL| | ResetSort D0 221 FM 10.0000] 8.891| 415785|[] Columms
¥ | CAL | E Bl D08 9:04 PM 15.0000| 8.891| 649647 |
¥ | CAL] 008 3:41 PM 20.0000] 8.891] @93838[[] SRt ErimTs i
?- (_:,g\]__ Lock Sample/Compound Columns ?[_;%1?1? ?M 3?[_)??? %%?1_ 13.(3;?[3?_? ; = -
Available Columns: Show these columns in the order:
. Acq Operator - Add - Oua_nt'rtation Message Summany
Use the Add/Remove Columns function to prod et N S s
Amt. = B Data File
1 ed 3 T
customize the Batch table. i 2
Barcode Acq. Date-Time
Calibration Reference Sample ID
Comment
Completed
. DA Method File
Note that the columns of data in the Batch DA Henog Fein
. . . Data Path
Table are organized into sections. -
Dual Injector Expected Barcode
Dual Injector Vial
Dual Imjector Volume i Columns
Select Columns From:
Columns can be moved only within a section. s z

Cum[.mund Method

Cumpnund Rlesults
Tip: Select the correct table Gusifr Resuts

ISTD Compound Method

ISTD Compound Results

| PO =T

MassHunter Webinar Series
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Batch Table Layout Modification

Ingle and Multiple Compound Modes
Single Compound Mode

Batch Table - %
sample: ] cAL_L10 ~ 8] | Sample Type:| <All> ~|  Compeund: [@] Dichlorediflucromethane =[] ISTD: Fluorobenzene @
Sample Dichiorod... D Results Qualifier. | F (L. Qualifie.. Qualifie..
@ | % | HName Data File Type |Level|  Acq DateTime | Sample Group|Exp. Conc Final Conc.| Accuracy| Ratio |[MI| RT | Resp. |Ratio| MI| Ratio| MI
1] CAL_L03 | CAL LO3D |Cal 3 |6/20/2008 1153 AM 0.5000) & 10621| 1344418| 19| 95|
['] CAL_ 04 |CALLO4D | Cal 4 |6/20/2008 1230 PM 1.0000 10621] 1183924 18| mLI»
[1] CAL_L05 | CALLOSD | Cal 5 | 6/20/2008 1:06 P 2.0000) E | Tos20] 1144890] 20[E| 105|0
CAL_L06 | CAL LOGD | Cal 6 | 6202008 144 P 5.0000) 10621 700587| 16| 98|
CAL_LO7 | CAL_LOTD | Cal 7 6202008221 PM 10.0000 10621] 1126268| 20|[] 11.0|[]
CAL 08 | CAL LOBD | Cal B |6/20/2008 3:04 P 15,0000 10621] 1196415| 20|[]] 108(]
CAL 03 | CAL LOSD | Cal 3 | 6202008 341 P 20,0000 10620] 1248377 | 20|[]] 104[
» AL (10, | CAL (10D | Cal 10 |Br2012000 4.1 P 30,0000 0621 1310216 L7 [ 1103
CAL_L11 | CAL L11.D | Cal 1 | 612012008 457 Fit 40.0000 £l
¥ |CALL12 |CALLIZD | Cal 12 |B12002008 5:35 Mt 50.0000
CC 07 |CClo7D [ cC 7 |B202008 613 FM 10.0000
¥ [QC_L0s  [QC LD |QcC 6 |8/20/2008 6:50 FM 5.0000| 4247
¥ |BlankD1 | ELANKDTD | Blank £/20/2008 7-28 FM
¥ |Blank02 | ELANKOZD | Blank £/20/2008 8:07 FM
¥ | SAMPLEDT | SAMPLEDTD | Sample £/20/2008 8:44 P
¥ | SAMPLEDZ | SAMPLEO2D | Sample /20/2008 8:22 P
¥ | SAMPLEDS | SAMPLEDSD | Sample £/20/2008 10.00 FM
¥ | SAMPLEDS | SAMPLEDZD | Sample /20/2008 10.38 FM
¥ | SAMPLEOS | SAMPLEOSD | Sample £/20/2008 11.16 FM
Multiple Compound Mode
Batch Table - x
Sample: ] |CAL_L10 ~ g] | SampleType <All> ~ || Compound: [@] Dichlorodifluoromethane ~ ~ | [®] ISTD: Fluorobenzene
Sample 11,1-Tri Resuls [ 1.1.2.2-T Re.| 112 Results [ 1.1-Dichloro-1-propene Resul| 1,1-D Results [1.23-Tri Resul_| 1.23-Tri Resul_| 1.2.4-Tri Resul_[12.4
@ [ %] Neme Data File Type |Levell  Acg. Date-Time Final Cone.| Accuracy| RT _[Final Conc. | Accuracy|  RT | Final Conc.[Accuracy| RT |Final Cone. Accuracy| RT Final Conc. Accuracy| RT | Final Conc.| Accuracy| RT [Final Conc. Accuracy| RT
O| v [cas [caloap [cal 3 |6/20/2008 1153 AM 16661  04496] 99| 12989 o05207] 1059 10087 08125 ] 0400 BT 2:076) o847 |JRERY 17310 82431 TS
O | ¥ [CALlo4 [CALLO4D [Cal 4 [6/20/2008 12:30 FM 16.650(  0.3010, 90.1] 12983  1.0112] 101.1] 10.091 1.2425 . X 085 1.3502 [MRETLY 16278  0.0000]
O ¥ [cALl5 |CALLOSD |[Cal 5 | 6/20/2008 1.08 PM 16655] 19043 95| 12984] 21236 1082| 10.081 I ; 7] 24 ; 1125 0.0000
¥ |CALL0S |CALL0SD |Cal € | 6/20/2008 144 PM 16650) 62325 12978 55467  1108| 10.091 . 101.4
¥ |CALL07 |CALLO7D |Cal 7 | 6/20/2008221PM 16656) 100043 100.0| 12983 100877 101.0| 10081  9.8186] 965
¥ |CALL0S |CALL08D |Cal 8 | 6/20/2008 304 PM 16656) 152043 101.4| 12983) 148484  997| 10081) 14.8581 3 . . 146137|  97.4| 16.885 ;
¥ [CALL09 |CALL0SD |Cal 9 | 6202008341 PM 16655| 200773 100.4| 12983] 206s86| 1033| 10081] 19.8885 3 ] 3] 22 19.7133] 986| 16,885 19.1484
3 ¥ CAL (0 |G 00 | Cal 10, |EE0G008 413 o 6E06[  28aion|  Sed| 12883  Jegenr| 96| 10081 293391 ] AT TS M
¥ | CAL_L1T CAL_L11D Cal 11 |6/20/2008 457 PM 16.655| 368531 92.1| 12983 367778 91.9| 10,091 415072 40.0841 1002 24071 40.0485 100.1 16879|
¥ |CAL_L12 CAL_L12D Cal 12 | 6/20/2008 5:35 PM 16.656| 529585 105.9| 12989 529157 105.8| 10.091 483410 50.1004 1002 24071 50.7087 101.4
¥ [CCL07 [CcClorD | cC 7 |E20/2008613FM 166565 102451| 1025| 12883) 10.1677|  101.7| 10.081 105843 1058| 24071 114831 1148
¥ [Qcos [ac l0s0 |ac § | E/20/2008 650 FM 166565] 43073 80| 12883 60550 1011 24085 55208 1104
¥ |Blank0l | BLANKOTD | Elank /2012008 7.28 FM 16,666 05658 12934 06881 24082 12614
¥ |Blank02 | BLANKOZD | Elank /2012008 8.07 FM 16050 0.0966 13180 13818 8 667 24071 05752
¥ | SAMPLEOT | SAMPLEOTD | Sample /2012008 8.4 FM 15854 0.0978 13180 13256 5 7 24082 05083,
¥ | SAMPLEO2 | SAMPLEO2D | Sample /2012008 8.22 FM 17284 01018 13185 14552 2 g 24085 04845,
¥ | SAMPLED3 | SAMPLEO3D | Sample /2012002 10:00 FM 16055 00931 13180 14057 g 23280 04325
¥ | SAMPLEDS | SAMPLEOZD | Sample 6/20/2008 10:38 PM | 13174 14983 5 24071 0474
¥ | SAMPLED5 | SAMPLEOSD | Sample 6/20(2008 11:16 PM 17316]  0.1082 13185 15543 24065 0.5247| 16672  2442% 22838

MassHunter Webinar Series
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Batch Table Layout Modification
Compound Table Modes

B8 Agilent MassHunte
i File Edit View Analyze Methed Update Report Toels Help
0 & | Ea | (E AnalyzeBatch - @ ¢ Layout: B B2 B E Restore Default Layout

Batch Table
Sample: ﬂ QC_LoG hd £| Sample Type: | <All> || Compound: Dichlorodiflucromethane - | [=] ISTD: Fluorobenzene
Compound Method Qc_Los Qualifie.. | Qualifie.. ISTD Method ISTD Results | ISTD Q.| ISTD @ -
Add/Remeve Columns...
Name RT Resp. | M| Calc. Conc. | Final Conc. | Accuracy | Ratio| MI| Ratio| MI MName RT Resp. | Ratio| M| | Ratio| N
1,1-Dichlore-1-propene 100.| 243136|[ 27578 47578) 952 316([ ]| 3¢5|[1[ Flucrobenzene 10.620| 1288192 1.7|0] 105|0 Sodoluag '
» | Dichlorodifiuoromethane L3247 271200 Fanay| aenay Flucrobenzene 10620| 1288192 1.7 0.5 Restore Default Columns
Chloromethane 4498 19419201 47682 47682 [ []| Flucrobenzene 10,620| 1282192| 1.7|[| 105]|[ Auto Fit Columns Crl+U
1,4-Dichlorobenzene 195.| 458056 |[] 5.2756] 5275 [C1] 43.3[[C1] 1.4-Dichlorcbenzene-d4 | 19.504| 619825| 57.6|[1] 41.8][
Vinyl Chloride 4739] 232018[[1 41548 41548 ] [71] Fluorobenzene 105620] 1288182 1.7[[1] 105[0 Reset Sort
1,2, 4-Trichlorobenzene 23.2.| 258025 ; 5.2625 5.2625 ] ; 296 ; 1,4-Dichlorobenzene-d4 | 19.504| 61%3825| 576 ; 418 ; e T B B
Bromomethane 5251 116516|| 3.9551 3.9551 79. [ ||| Flugrobenzene 10,620| 1288192 1.7|[1| 105|[]
Chloroethane 5.421] 135708[[C1 51361 51361] 1027 ] 1] Fluorobenzene 10.620] 1288152 1.7|[]| 105|[] & Flat Table
Maphthalene 236.| 519274|[] 63778 63717 27 1| 10.8[[T] 1.4-Dichlorobenzene-d4 | 19.504] 619825] 57.6|[1| 418|[] Nested Table (Horizontal)
Hexachlorobutadiens 238 | 2277s8[[] 51452  51452] 1028 [C]] 57.3[[C1] 1.4-Dichlorebenzene-d4 | 19.504] 619825| 576([C][ 41.8[[] )
Trichlorofluoremethane 6.097| 377098 (] EEEEEE s 5| 10.6|[C]| Flucrobenzene 10620 1288192 17|[]| 105 Mested Table (Vertical)
LAcetone 6.190| 170682 |[C] 52652 52652 [ []| Fluorobenzene 10620| 1288192 17|[C]] 105 Compound Table
1.1-Dichloroethene 6.719| 254394[[C] 47579 47979 (71| 38.5|[C1] Flucrobenzene 10.620] 1288192 1.7[[] 105 - - .
12,3 Trichlorobenzens 240 | 257318|[]|  55208| 55208 1| 297 || 1.4-Dichlorobenzene-d4 | 19.504] 619825| 576|[]| 418 Single Compound/Sample View
Methylene Chloride 6.877| 182447 |01 51835 51835 [ []| Flucrobenzene 10.620) 1288192 1.7[[0] 105][] Multiple Cempounds/Samples View
Carbon Disulfide 7.178|  69558|[] 58374 58374 ] [ Flucrobenzene 10.620] 1288192 1.7[[1] 1050
trans—1 2-Dichloroethens 7663| 165832 ]| 50798 50298 1] 6328|[]] Fluorobenzene 10620] 1288192] 17|0]] 105/ | ~range Compounds By b
2-Methowy-2-methylpropane | 7.810| 438853 (] 51202 51202 ] [C]| Flucrobenzene 10.620| 1288182 1.7|[C1| 105|[[ = | Print.. Ctrl+P
1.1-Dichloroethane 7.952| 303201 [ 53097  5.3087 1| 6.3][CT] Fluorobenzene 10.620] 1288182[ 1.7|[C1] 105][0 3| Print Preview..
Vinyl Acetate 8056 130420([C) 45381 45381 ] 1] Fluorobenzene 10620] 1288192 1.7[[1] 105
2-Butanons [MEK) 8438] 229534[7 57318 57318 = IET3E 71 Flucrobenzene 106200 1282192 17101 1050701

Compound Table lists by compound rather than sample.

Select Flat Table to see list by sample.

MassHunter Webinar Series
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Batch Table

Compounds Groups

Batch Table
Sample: |E| CAL_LO8 - |E| Sample Type: <All= * || Compound: E Trichloroflucromethane |T
Sample Trichlorefl... Trichloroflu Trichlercflueremethane -
@ 5 Mame Data File Type Level Acg. Date-Time Exp. Conc. | RT Resp. | MI|Cg Acetone E
Q@ | ¥ [CALL03 |CALLO3ID |Cal 3 |6/20/2008 5:53 PM 0.5000] 6.108| 58365[[]| | 1,1-Dichloroethene
Q@ | ¥ [CALLD4 |CALLO4D |Cal 4  |6/20/2008 £:30 PM 1.0000] 6.092] 90617|[C]] | +-Butyl Alcohol
Q@ | ¥ [CALLOS |CALLO5D |Cal 5 |6/20/2008 7:06 PM 2.0000] 6.097] 173426|[]| | _
¥ |CALLOG | CALLDED |Cal 6 |6/20/2008 7:44 FM 5.0000| 6.097| 248633|[C]| | Methylene Chloride
¥ |CALLO7 |CALLO7TD |Cal 7 |6/20/2008 8:21 PM 10.0000| 6.097| 830216|[1| | Carbon Disulfide
» ¥ |CAL L0 |CALLOSD |Cal 8 |6/20/2008 9:04 PM 15.0000{ 6.087| 1347631\ | | ..
¥ |CALL0S [CALLDSD |[Cal 9 |&/20/2008 3:41 PM 20.0000| 6.092| 1781882|[C][ | FAnSeTHIEICTOSMENE
¥ [CAL L0 |CALLIDD |Cal 10 |6/20/2008 10:19 PM 30.0000| 6.092| 2773495|[C]| | 2-Methoxy-2-methylpropane
L Rl [ | En T B e ! Ea | 14 RN ANLETT Mk A My T Aoneren | =1

It may be useful to group compounds to organize Batch Table.
Look at parent compound and metabolites.
Group hydrocarbons to Group 1, aromatics to Group 2 and so forth.

Compound groups are generated in the Method Editor.

MassHunter Webinar Series
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Batch Table

Compounds Groups

® & @ [V BatchToble Activated with a right click
Outlers to the right of the ‘flags’ or View
renns > Toolbars > Filtering.

: File Edit View Analyze Method Update Library Repert Tools Help

% =" | | 23 | [ Analyze Batch ~| @ % Layout: B EH B E Restore Default Layout
Batch Table

= Samlge: @] Benzo Cal06 - g

E Compound Gruup:|<ﬁ.l|> |v| Sample Group: <All> * |STD: <All» *  Time Sec

<Mone=

Sample Type: <All> v| Compound:

Group 2
Group 2
Group 4
Group 3
<All=

Agilent Technologies

Group 1 Yields an Additional Toolbar.

MassHunter Webinar Series
1/17/2018
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Batch Table

Samples Groups

Sample Groups are specified in the Batch Table through Add/Remove
Columns.

EaCh Sample |S Sample Group n \;'””P'EGFGUP n

assigned to a Al Sample Group 0 > e
1

1 <lUnassigned:
group, then only o 1 ] tnmssres |
samples specific @2 ; 02
3 3 > L]

to a group are

displayed and

evaluated.

Cancel Cancel

Samples groups are distinctively different from compound groups.

MassHunter Webinar Series
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Batch Table Layout Modification

Format Columns

How to change the
number of decimal
places.

Alter number formats

1) Exponential
(scientific notation)

2) Fixed point

3) General

4) Significant Figures

Alter Date formats

Agilent MassHunter Cuantitative Analysis (for GCMS) - VOA - VolatileOrganics.batch.bin

: File Edit View Analyze Method Update Library Report | Tools | Help
% N | | E3 | E Analyze Baich ~| @ % Layout: [ Actions istore Default Layout
Eatch Table B Audit Trail.. I
E Sample: ﬂ CAL_LOG - £| | Sample | Opticns.. * | Compoun
Sample | #  Number Formats... Dichloredifluorometha
i | T | hlamme Dtz Cile | Tamn ||-£=1r Ao Dioie Add Lge =sp | MI CC;_';
Formats * —|
5000] 4237 29715]] | 0.0019
Commonly used 0000] 4242 56R57 (] 06134
Format pattem Beman 0000| 4247 127904 g 1.6067
v : . 0000| 4.258 13@4_“
= - - o000 4248] emse1|[ 1 102701
RT | Fixed point w3 =
Final Conc. | Fixed point w| |4 =
All ather numbers
Narnte ! Format Pattern Precision = RT Resp. Ml Cale. Conc.
= Category: Concentration
7| Cale. Conc. Exponentizl w4 4737 29715 D 1.2200E-003
Conc. Fixed point 4 4242 BERS7([ ]l 6.1343E-001
Custom Cale. General 4 4247 127904 (]| 1.6067E+00D
Custom Calc. 1 Significant Figures 4 v 4258 158054 D 4 6697E+000
J( = —— 5 4248 671861 (]| 1.0270E+001
All other dateAime
Mame ! :l
= Category: Date Time
[ Acg. Date-Time [2/25/2012 5:40 FM v
| < >
Default Cancel Aoply

MassHunter Webinar Series
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Batch Table Layout Modification

Context Menu Properties

Change the Font size

Properties et
General:
Fort size: I 100 VI %
Color scheme: Standard w

Default Cancel Apphy

NEW FEATUREI

Change the Color scheme

Properties

General: [}

Fort size: 100 we | T

Color scheme: IStandard A I

Standard
Classic
Light Gray
Dark Gray

Defaul Black

MassHunter Webinar Series
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Export Batch Table

Agilent MassHunter Quantitative Analysis (for QQQ) - VOA - VolatileOrganics.batch.bin

e| Edit View Analyze Method Update Library Report Tools Help

3 Mew Batch... Carl=N Restore Default Layc
& Open Batch ... ctiso
@l Save Batch Ctrl+S = | Comp
Save Batch As... D: <All> - T
Close Batch Di
g Add Samples... Exp. Conc. | RT Resp
:| Export } Export Table...
0 Page Setup... Export Graphics...
|| Pprint.. Cti+p L s e —
(4, PrintPreview..
0 Batch Properties... ]
H 1: DA\...Data\Quant Examples\MS\VOA\VolatileOrganics.batch.bin L}
H 2: D\...5\SemiVOAS\BQ_ SemiVOAS-Target Deconvolution.batch.bin
H 3: DA\...Quant Examples\MS\RI-PEST-MATRIX\TargetDEMO. batch. bin
H 4: DA\...xamples QQQ New\BenzosinUrine\BenzosinUrine.batch.bin
H 5: DA\...mples GOQ New\DrugsOfAbuse\ DrugsOfAbuseDemo.batch. bin
H 6: Di\..QQQ New\DrugsOfAbuse\ DrugsOfAbuseDemo-small.batch.bin
H 7: DAMassHunter\Data\evaldemo2a.batch, bin
8: D:\...2 April 2017 test\11_April 2017 Calibration.batch.bin
9: Di\...Examples QQQ New\PEST\Blankoffsetcalculated. batch.bin

Export Table X
T « M5 » RI-PEST-MATRIX » v |0 Search RI-PEST-MATRIX el
Organize « MNew folder - o
[ This PC Name Date modified Type ~
[ Desktop ISTD-MATRIX-01.D 315/2017 .04 PM - File folder
Documents junk.m 3/23/2017 15PM File folder
Lib Search method.m 3152017 .11 PM - File folder
; Downloads
. PEST-STD-10-MATRIX-03.D 3152017 1:04 PM - File folder »
b Music
v < >
File name: | | w
Save as type: | CSV Files (*.csv) ~
Open exported file Export Mode (@) Entire Table
(O Selected Rows
# Hide Folders Cancel

RI PEST MATRIXxlsx - Excel (=]
Pagelayout  Formulas  Data  Review  View  MASSHUNTER REPORTING Q Tell mewhat you want to Signin 53 Share N EW F EA E U REE
L]
akln, - - - -
0 % Microsoft Sans Se ~ |8 | A A ¢ [General - 2] 7] ?'"‘m = ’%‘Y p
Ep ~ - & Delete ~ -
Paste B I uU- s = $ - 9% » <2 g2 Conditional Formatas Cell . Sort & Find &
- u W 8 Format~ | & +
- Formatting - Table~ Styles~ | B Forma L~ Filter - Select -
Clipboard Font F] Alignment ] MNumber i) Styles Cells Editing ~
Al - £ | sample v
A B c D E F G S L e R S A M N O | P Q [R| s |T [~ CWF”EE*:S‘I.I':I
1 Sample lusromethar] Dichlorodfiucromethane Results ler (87.0) Hobenzene (ISTD) Refer (37.2) A
2 Name Data File Type | Level Acq. Date-Time Exp. Conc Calc. Cone. | Final Conc. | Accuracy | Ratio [MI| _RT | Resp. | Ratio|MI 5V Files |:*.C§‘|":|
3 [CALL03 [CALLO3D |Cal 6/20/2008 11:53 0.5] 0.00187998|  0.00188| 0.375995| 33.6| #| 10.621| 1344418 1.86|FH i
4 QCL06  |GC_L06D ac 67202008 18:50 5 254215754| 25421575 50.64315| 32.1| &| 1062| 1288192 169|45| Excel Files |:*x|5:(:|
5 CALL0Z [CALL04D [cal d 67202008 12:30 1 0.61342523| 06134252| 6134252| 302| &| 10.621| 1183924 181|=5| .. X
& |SAMFLEDZ |SAMPLEDZD |[Sample 672072008 2122 D) 0) 25| #| 10.626| 1138631 2.22|#H| Tab Delimited Files E*.tftj
7 |SAMFLEDZ |SAMPLEO3D |Sample 6/20/2008 22:00 D) [ 61| #| 10.621| 1036288| 2.17|H|
5 |SAMPLEO4 |SAMPLEDZD |Sample 6/20/2008 22.38 D) [ T58| #| 10.621| 950498.4| 2.45|#4]
o |SAMFLEOl |SAMPLEOID |Sample 6/20/2008 20:44 [ [ #| 10,621 1165447| 1.96|#5]
10 SAMPLEOS |SAMPLEOS.D |Sample 6/20/2008 23:16 0 0 183 #| 10.621| 1205617| 2.09|&H|
11 |Blankiz BLANKDZD  |Blark 672072008 20:07 0 0 | 10.621| 1059821 1.93|=5|
12 [CALL06 _[CALL06D _|Cal 67202008 13:44 5 2 66573662| 46697366 63.30473] 31| £| 10.621| 7005874 150]55| -
Sheet1 (©] 4 »
Ready E m - 1 +  100%

Tip: Popular option to Excel based reports.
Easy to layout columns and format data, then export into Excel.
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Let's take a moment
for questions on

Batch Table
Navigation.




Time for a demo on
Batch Table
Navigation

Next up:

Compound Information



Compound Information

Display and access one compound in one sample at a time.

Compound Information - X
aje t R g ATEE LR A 28 dh A pis A
+EIC (85.0) Scan CAL_L11.D 85.0000 , 830,870 + Scan (8.820-9.023 min, 35 scans) CAL_L11.D
2 w103 8.856 min. % x102] Ratio=161.7 (98.3 %) 2 3107 329
2 . Iy Ratio=16.0 (100.1 %) 2 pod
S s M © e 770
5 T 08 0.7 '
i — 0.6
4 < 064 0l
31 = ‘
5 = 044 0.4 471
1 = 0.3
14 0.2 02 47.0 %69
ol ! i 0 014 61.0 ‘ ~ 1109
T T T T T T T T T T T T T T T T T T T T EI_L“II L “I' '|J'I T L i'l L '| T |' T |I -
g 82 B4 B6 B2 9 52 94 565 958 g 82 B4 B6 B8 9 52 54 56 58 40 B0 60 7 80 50 100 110
Acquisition Time (min) Acquisition Time (min) Mass-to-Charge (miz)
+EIC (36.0) Scan CAL_L11.D 960,372 500 +5can (10.557-10.757 min, 37 scans) CAL_L11.D
2 %105 10.626 min. R x102 | Ratio =1.3 (1147 %) £ x108
2 = 1 Ratio =10.4 (103.0 %) E] T
© 4 = 1.21 O a5l
ERERE \ 3
¥ 2 03 25-
2 Z 06 24
2 D2 1.5
14 = 1 700
0.2 1 :
i 50.0
0= WA 0 AN o ﬂ'ﬁ || 57060 ?ﬁlﬂ |
. M i1 N b | 1 Lk I N 1
58 10 102104106 108 11 112114 58 10 102104106 108 11 112114 45 BD G5 60 65 VO 75 B0 B85 80
Acquisition Time (min) Acquisition Time (min) Mass-to-Charge (miz)

MassHunter Webinar Series
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Compound Information - Toolbar

Compound Information
jaje t AN EEA[FEWS A LM 25 884 HisA

W Y )

Un-zooms, Sample Display/Hide Manual Integration
Peak scaling, and Target, Functions
Auto Scales x Compound Qualifiers,
and y axes Navigation Spectra,
Next / ISTD
Pervious

Agilent Technologies




Manual Integrations and M| Toolbar

Compound Information - X
ale t RTid g AlFEMEA A A 82 Ak & Qs A
+EIC (85.0) Sean CAL_L11.D +EIC (23.0) Sean CAL_L11.0 +EIC (37.0) Scan CAL_L11.0D
A %105 ] 8.896 min. B %106 8.857 min. B %103 3.897 min.
6+ 14
i‘ 089 N 0.1
T 0.6 AN 0.6
3_
2 0.4 0.4
14 0.2 0.2
ﬂ—lﬂ-—l ﬂ-l&-—n ﬂ-r&n
4 82 84 26 88 9 92 94 9§ 98 8 82 84 26 88 9 92 94 96 98 @ 22 84 86 88 9 92 94 9§ 98
Acquisition Time (min) Acquisition Time (min) Acquisition Time (min)
+EIC (96.0) Sean CAL_L11.D +EIC (37.2) Sean CAL_L11.0 +EIC (50.0) Scan CAL_L11.0D
% %105 10,626 min. .2 %105 | .2 %1057
3 g 3 3
4- i 25
2 0.2 2
0.6 i
5 15
0.4 14
14 ) 10.626 min.
0.2+ 10,620 min. 0.5
0-+—u". ilu 01 04 In“i"-l
98 10 102 104 106 108 11 112 114 98 10 102 104 106 108 11 112 114 98 10 10.2 104 106 108 11 112 114
Acquisition Time (min) Acquisition Time (min) Acquisition Time (min)
' 1 | b

Click on the Manual Integration icon to place Compound Information in
Manual Integration mode.
Each signal is placed in its own window (no overlay of qualifiers).

MassHunter Webinar Series
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Manual Integration Toolbar

Compound Information - X
fele st fa H g EEAEnalAlds 25 6k h
+MRM (1362 -> 91.4) CMAMCal_L3d

2 4102 2134 min

6.59

6
554

5
454
4
354
2.54
1.54
14

@
EEEN

[N

Hoon S5 4R A A

0.5
0

054

12 13 14 15 18 17 18 19 2 21 22 23 Z4 25 28 27 28 28
Acquisition Time (min)

I Enable Manual Integration — this
tool activates the manual integration

toolbar.
Clear Manual Integration — this tool
becomes active once a manual
integration is present.

Zero Peak — this tool sets start and
stop to the same value.

ﬂ a Merge Right/Left Peak — this tool
merges the peak to the right/left of

the selected peak.

£ A
£

£

Split Peak and Pick Right/Left —
this tool splits the peak and then
selects the right or left peak.

Snap Baseline — this tool places
start/stop integration points on the
baseline.

Drop Baseline — this tool finds the
lowest end of the peak, then drops
the baseline on the other side of the
peak from it, thereby creating a flat
baseline that avoids negative area.

MassHunter Webinar Series
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Compound Information
Peak Annotation

Activated from Tools > Add-Ins...
|1§im|ﬂaﬁﬁﬁﬁéﬁ,ﬂriml LT GT BA CO RT INTI

- g NI — The peak was not integrated at all by the
e He S cion computer software.

e e e bifes s || T — The peak in question was inappropriately
o abound e Nevigaten integrated to an area less than what it should be

(e.g., Peak area was cut).

GT - The peak in question was inappropriately

Cancdl integrated to an area greater than what it should be
(e.g., Peak Tailing).

BA — The baseline had to be adjusted correctly by the analyst.

CO —The analyst had to split to co-eluting peaks apart that were not (or could

not be) separated by the computer system.

RT — The retention time for the peak in question has shifted from the expected
retention time.

INT — There was electronic interference (e.g., Noise).

MassHunter Webinar Series
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Compound Information
Peak Annotation

The editable file is located in C:\Program
Files\Agilent\MassHunter\Workstation\Quant\bin\AddIins\PeakAnnotations.xml.

}(?xml version="1.0" encoding="utf-g8" ¥

-<AnnotationButtons>
<Button ID="NI" BisplayText="NI" Valug="NI" Tooltip="The peak was not integrated at all by the computer software."/>
<Button ID="LT" EisplaﬂexF”LT” Valug="LT" Tooltip="The peak in question was inappropriately integrated to an area less than what it should be (e.g., Peak area was cut)."/>
<Button ID="GT" DisplayText="GT" Valus="GT" Tooltip="The peak in question was inappropriately integrated to an area greater than what it shonld be (e.g., Peak tailing)."/»
<Button ID="BA" DisplayText="BA" Value="BA" Tooltip="The baseline had to be adjusted correctly by the analyst."/:
<Button ID="C0" DisplayText="CO" Value="CO" Tooltip="The analyst had to split two co-eluting peaks apart that were not (or conld not be) separated by the compnter system."/:
<Button ID="RT" DisplayText="RT" Valuz="RT" Tooltip="The retention time for the peak in question has shifted from the expected retention time."/:
<Button ID="INT" DisplayText="INT" Value="INT" Tooltip="There was electronic interference (e.g., Noise)."/»

~¢/AnnotationButtons:

Tip: Always create a back-up file before editing a configuration file.

MassHunter Webinar Series
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Compound Information
Peak Annotation

The Peak Annotation can also be displayed in the Batch Table.

When the batch is saved, the values are retained.

Columns ? »
Select Columns From:
Compound Method w
pond Dichlorodifluoromethane Method | Dichlorodiflucromethane Results

HAvailable Columns: Show these columns in the order:
Aocuracy Max, % Dav. " o (B Cone. Exp. Conc.| RT [User Annotation. RT Resp. [ MI|Cale. Conc. |Final Conc.
AglertD R— 0.5000] 4.243| NI 4237 228397 0.0000 0.0000
Memaiv Pedk D 1.0000| 4249 LT 4242 51949 0.2941 0.3941
At Lini L Add Al 5> 20000 4243 GT 4247 g@g28 11534 11534
P P —— 5.0000] 4.249 | BA 4307 -3978 0.0000(  0.0000
$roa Conecion Selected MZ 10.0000| 4249]CO 4242 495112 74664 7.4664
Ava. RF RSD 15.0000| 4249|RT 4406 -90142 0.0000 0.0000
B oL Offst 20.0000| 4.243) INT 4242| 1149283 160923|  16.0029
Calibration Ra Filt
Cettretion Range Fter 30.0000| 4.249 4248 2199968|[ ]| 296758 296758
CASH
rav v
£ >

“ e The Ml flag is checked in the Compound

oK Reset Default Cancel
Results.

MassHunter Webinar Series
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Compound Information
Context Menu Integration Parameters

Compound Information
[2]e s @|=|

+EIC (85.0) Scan CAL_L10.D

'g & 4248 min.
o] g

5.5

e

45

4

35

34

25-

74

15

14

05

0

-0.54

T | — T
15 q 45 B

Acquisition Time (min) | |

+ EIC (96.0) Scan CAL_L10.D
%10 37

451
44
3.5
34
25-
74
1.5
14

05
APV

T T : T
0 105 1
Acquisition Time (min)

b} :
= 10,623 min.
o
]

AllAlz?d 2 82 2z
EE] C_op}' Ctrl+C

Chromategram
Iﬁ‘ Qualifiers
Spectrum
ISTD

IE‘ Auto Scale

+  X- Auto Scale
1 V- Auto Scale
/% FittoPesk

Fit to Peak Height
“a Fitto Lowest Calibration Level
Fit to Highest Calibration Level
Manual ¥ Scale...

U Zerc Peak Del
i Clear Manual Integraticn Ctrl+3
Show Wider RT Range Ctrl+W

Reset RT Range

I Integration Parameters... I

Restore Integraticn Parameters

Search Library...

=§ Print..
(& Print Preview..,

Ctrl+P

Properties...

10 105 11
Acquisition Time (min)

w x
2N LT
182-4 417 min, 43 scans) C.

66.0

1
T 1 T T 1
55 60 &5 70 75 &0
Mass-to-Charge (m/z)
0) Scan CAL_L10.D
Ratio = 10.3 (189.0 %)

1[1.51émin.
A—-\_/\_J ]

T T T
0 15 1
Acquisition Time (min)

Agilent Technologies

GT BA 7

Right click to expose the
context menu.

Most of the features are toolbar
icons.

Integration Parameters can be
used to change the integration
parameters.

Applies ONLY to this compound
in this sample.

Restore Integration Parameters
reverts to the method
integration values.

MassHunter Webinar Series
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Compound Information
Context Menu Properties

Properties *

Properties allows for
customization of the display.

Compound Infermation  Compound Information (2)

General: Retention time:
Background colr [Hautomstic v]  Refersnce RT: [No dispiay
. Foreground color: [ — v|  Recogrition windaw: |No display
Can Change FI” COlorS' Gridines color: | Nodisplay v | Peak purity:
Time segmert boundary: | No display v| [0 Show peak purty
Chromsatogram: {h Purty colors...

Can change Peak labels.

Bazelines
] Baseline calculation points
] Momalize quartifier

Can change Titles.

[[] Original baselines after manual integration

RT lon polarity Noise regions: | Mo display V|

[ ] Name Scan type : . >

] Cale. Conc. Collision energy Peak |E75% Transparet |

[] Final Conc. {h_—.) Transition Fill colors...

[] Height File name b e

[] Area [ ] Compound name

[ ] Deta RT [] Sample name Tiles. .

[]5/MN ] Instrument Name

[] Cmpd. Group ] Acg. Date-Time OK Cancel Aoply
[ ]Q. Computed qﬁj

MassHunter Webinar Series
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Compound Information
Context Menu Properties

Properties {F_r?

Compound Information  Compound Information (2}

Qualifiers:

Momalize qualfiers
Annotations

Cualifier colors...

Spectrum:

Qualifier Properties can be

MS/MS precursarion...
Refersnce spectrum
Refersnce library source
[] Reference pattem spectrum

Uncertainty band: Mo display

Ovemide spectrum

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

() Fill all qualffier peaks
(") No qualfier peak fill
] Fill target peaks

Show match scores
Show mass indicators

Manual integration:

changed.

Spectrum Properties can be
altered.

Show baseline start/end boxes

Fill transparency: ||:|?5‘3(, Transparent

w | Max. # of panes per row:

Response ratio label:
Ratio and percent of expected ratio

L

oK Cancel

Manual integration
parameters can be varied.

Apply

Tip: Uncheck Normalize qualifiers and display the
Uncertainty band for more information about the qualifiers.

MassHunter Webinar Series
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Signal to Noise
Five algorithms are available

Consult online help for more
information on the algorithms.
Noise regions can be
automatically determined or
individually specified.

The Noise regions can be
displayed in the Compound
Information window under
Properties > Compound
Information (1) > Baseline
Calculation Points.

In this example, 2 noise regions
were determined—one before
the peak and the other after.

Peak-to-Pezk
Peak-to-Pegk from Dnift
ASTM

RMS

Auto-RMS

+ MRM (300.0 -» 283.0) Benzo Cal03.d

=

[=]
o

£ x102T

-0.24

364
344
3.2
34
2.8
26
24
22
s
1.4
164
144
1.2
14
0.8
0.6
0.4-
0.2-
0

5,385 min.

&1 82 B3 B4 5B

E6

T
5.7

T T I
528 59 &
Acqguisition Time (min)
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Let's take a moment
for questions on
Compound
Information




Let’'s take a moment
for a demo on the
features of Compound
Information

Next up:

Calibration Curve and
Curve Fit Assistant




Calibration Curve

View ISTD Responses B

. Change Curve Fit.
FIt to J

Levels s olac]ee] —
. BT ey XX < f [@] (=] | Type: Linear | Origin:|Ignore | Weight: None | - ||| ISTD | QC | €C
(Scahng) Chloroform - 10 Levels. 10 Levels Used, 10 Points. 10 Points Used. 1QCs
g v = 0363825~ x + 5 312656E-004 <108 @
2@ 331 R2=099913110 - =
2 1.24 TypeLlinear, Ongin:lgnore, Weight:Mone =
% ‘I_I,T_ _2 EE
R? T 16 g
o R =
£ 15 e g
o 144 116
1.34
12- u 14
1.1
1 1.2
CC Levels 05, 3
0.8
074 0.8
A
0.5 L0
04
0.3 04
0.2 0.2
0.1
QC Samples o] Lo
0.1
A ' 02 0 02040608 1 12 1416 1.8 2 22 24 26 28 3 32 34 36 38 4 42 44 46 48 5 52 54

Relative Concentration

Concentration can be set as relative (to ISTD) or actual.
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Calibration Curve
Disable calibration points

Calibration Curve -

@ @ 1 X~ [@ (@ Type Linear v | Origin: Ignore v Weight: None - | ISTD | Qc | cc

Chloroform - 10 Levels, 9 Levels Used, 10 Points, 3 Points Used, 1 QCs

x

a2 7y =0355118"x + 0004740 x10%
2 154 R"2=0055882935 /_'_,./_ =
%_ 1.2 Type:Linear, Origin:Ignore, Weight:Mone fg" s
< 1 o
) - =1
- o
= 154 ' 8
o 14 L16
1.3
12- " 1.4
1.1
14 -1.2
0.5 -1
0.8
0.7 -0.8
0.6
054 F0.6
0.4+
0.3 0
0.2 -0.2
0.1
n- -0
014

" 02 0 02040608 1 12 1416 18 2 22 24 26 28 3 32 34 316 38 4 42 44 46 48 5 52 54
Relative Concentration

Click on calibration point once to disable and remove from curve.
Tip: After changing the curve always reanalyze the batch.
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Curve Fit Assistant

Calibrabon Curve 4
% e o % [em] [s | Type: Linear ~ Origin: Ignore v Weight: Noene ~ | ISTD QC CC
digzepam - b Levels, 5 Levels Used, 5 Points, 5 Points Used, 0 QCs
o oY =0/770045 % x -0.037379 -
n 1 R"2 = 099886582 =58 Copy Ctrl+C
g 75 TypeLinear, Origin:lgnore, Weight:Mone
g ’ Curve Fit Assistant
o 7
z Confidence Band
= b5
= e Accept Assistant Curve
L Relative Concentraticn
LE Standard Deviation Bars
459 IEI Auto Scale
41 + X - Auto Scale
3.54
I Y- AutocScale
7
25 X - Log Scale
7 Y - Log Scale
1.5 =) Print. Cirl+P
& &, Print Preview...
039 Properti
roperties...
0
I I | I I I I I I [ I I I I I I I I I I I |
o0 05 1 15 2 25 3 35 4 45 K KR & &8 T J¥H & &5 95 _85 10 105
Relative Concentration

Y. Agilent Technologies
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Curve Fit Assistant

: Best curve fit may be ranked using b
Sorting Columns y g by

R2, Standard Error, or Max % Residual.

ibration Curve
M e T ok - =] | Type: Linear * Origin: Ignore r Neight: None v| ISTD QC CC
digzepam - 5 Levels, 5 Levels Used, 5 Points, 5 Points Used, 0 QCs -

o 4y =0770045"x - 0.037379
i ] R2-0s9886502 |
= Type:Linear, Origin:lgnore, \Weight:Mone
E 1 Ef“u_1_E%B%aSDD 0112636
-% i_ T*,f;e:Li.rear. Origin:lgnore, Weight:Mone e "
£ 2
2
14
04
I I I | I I I I I I |
B5 6 65 ¥ T7H B 85 9_ 55 10 105
Relative Concentration
Curve Fit A
Type Equation kT
3 1.00000000 00 y=0771976"x - 0.112636
Linear Ignore 1 3( 1.00000000 0.0 0.0] y=0761863"x - 0.011506
Linear Ignore 12 3| 1.00000000 0.0 0.0) y=0579829 "= + 0.0756.
Linear Ignore 1y 3( 1.00000000 0.0 0.0] y=0761863"x - 0.011506
Linear Ignore "2 3| 1.00000000 0.0 0.0) y=0579829 "= + 0.0756.
Linear lgnore Log 3| 1.00000000 0.0 0.0 y=0768857 *x - 0081844
Linear Include 1 3( 1.00000000 0.0 0.0] y=0761863"x - 0.011506
Linear Include 12 3| 1.00000000 0.0 0.0]y=0579823"x + 0.0735..
Linear Include Ty 3( 1.00000000 0.0 00| y=0761863"x - 0.011506
Linear Include "2 3| 1.00000000 0.0 00|y =0579829 " x + 0.0795.. v

Curve Fit Assistant calculates the mathematical curves.
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Curve Fit Assistant
Disabled Points

Calibration Curve =
"o R T = =] | Type: Linear = Crigin: Ignore * Weight: Mone | ISTD QC CC
diazepam - 5 Levels, & Levels Used, 5 Points, 5 Points Used, 0 QCs
o 4 ¢ =0770045"x - 0.037379
0 74 R"Z = 0.59886582
= Type:Linear, Onigin:lgnore, Weight:Mone
E 6 y=0771976"x - 0. 112636
o 54-R"2 =1.00000000
= 4 T}fpeiﬂrear. Crigin:lgnore, \Weight:Mone
3 ]
7
14
04
I I | I I I I I I I I I I I I I I I I I I |
0 05 1 i 2 25 3 35 4 45 b BB & &5 ¥ 5 B B85 5 55 10 105
Relative Concentration
Curve Fit N
5| Origin 5| Weight & | # of Disabled Paoints R2 % 5| Standard Error 57| Max % Residusl &7 Equation S
MNone )] 1.00000000 0.0 00 y=0771976"x - 0.112636
Linear Ignore 1 (Custom) 1.00000000 0.0 0.0 y=0.761863"x - 0.01150&
Linear Ignare 12 || (Blanks) 1.00000000 0.0 00|y =0579829 " x +0.0795..
Lnear  |lgnore |1y E“D”B'a”kﬁl' 1.00000000 0.0 0.0|y=0761863"x - 0.011506
Linear Ignore "2 1 1.00000000 0.0 0.0]y=0579829 " x + 0.0735..
Linear lgnore Log ) 1.00000000 0.0 00|y =0768857"x - 0081344
Linear Include 1 3 1.00000000 0.0 0.0 y=0.761863"x - 0.01150&
Linear Include 1402 3| 1.00000000 0.0 00|y =0579829 " x + 0.0795..
Linear Include 1y 3| 1.00000000 0.0 0.0] y=0761863x - 0.011506
Linear Include 1" 2 3| 1.00000000 0.0 00|y =0579829"x +0.0795.. v

# of Disabled Points defaults to 3 but column can be filtered.
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Curve Fit Assistant
Confidence Band

Original Fit

Calibration Curve =
% S I o ¢ *% [=] | Type: Linear * Crigin: Ignore * Weight: None = | ISTD QC CC
diazepam - 5 Levels, 5 Levels Used, 5 Points, 5 Points Used, 0 QCs

| (black)

o 4y =077054%"x - 0037379
h 7. R"2 = 0.99826582
% 6 Type:Linsar, Origin:lgnore, Weight:Mone
Ty =-000E755 "« 2 + 0842446« - 0.130065 .

5 R2-033037228 Best Fit
= 4 Type:Quadratic, Originilgnore, \wWeight:Mone
£ 0 (blue)

2

14

0 Confidence

[ | [ I [ | [ [ [ | I | [ | [ | [ [ [
o0 05 1 15 2 25 3 35 4 45 K 85 & &5 7 75 8 85 5 _ 55 10 105
Relative Concentration B an d

Curve Fit

~| (blue)

Type 7| Origin

| Wweight | # of Disabled Points W

R2 % |Standard Error 57| Max % Residual 7

Equation Nl

Quadratic  Ignore [.89937223 y=-0006700"x "2 +08.
Quadratic |Include Mane 0| 099526794 0.0 B3|y =-0.004411"x"2 + 08,
Linear Include Maone 0| 095502767 0.0 41| y=0765312"x - 0.025968
Quadratic |Force Log 0| 099854558 0.0 1959y =-0003180"=x "2 +0.7.
Quadratic | Blank off.. |Log 0| 055854558 0.0 1959y =-0003180"=x "2 +0.7.
Linear |gnore Maone 0| 095886582 0.0 42 y=0770045"x - 0.037375
Quadratic |Force Mane 0 0.9938R543 0.0 31|y =-0001842"x "2 +0.7.
Quadratic | Blank off.. | Naone 0| 0.99225543 0.0 31| y=-0001842"x "2 +07..
Power |gnore Maone 0| 0595877784 0.1 39|y =0767519"x " 0.998791
Power Force Maone 0| 0595877784 0.1 39|y =0767519"x " 0.998791 o

Agilent Technologies

MassHunter Webinar Series
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Calibration Curve
Log Log Plot

Calibration Curve |
% de T *% [4=] EI| Type: Linear * Origin: Ignore * Weight: Mone = | ISTD QC CC
digzepam - b Levels, 5 Levels Used, 5 Points, 5 Points Used, 0 QCs

w101 E%ﬂjgﬁﬂdﬂ*x -0.037379 33 Copy Chrl+C /

Type:Linear, Origin:lgnore, Weight:None

Curve Fit Assistant
Confidence Band

Accept Assistant Curve

Relative Responsas
= :}g
T

=
.
1

Relative Concentration

[<]

Standard Deviation Bars

0.21 IE' Auto Scale
¥ - Auto Scale
014 I V- AutoScale
0.08 X - Log Scale
. . 0.06 - ¥ - Log Scale
Logarithmic e —
Scale T 4 & Print Preview...

Properties...

SN

0.02 4

]

I
g
Relative Concentration

-

NEW FEATURE!

MassHunter Webinar Series
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Curve Fit Assistant
Accept Assistant Curve

Calibratitn Curve x|
2o T * [&=] EI| Type: Linear * OCrigin: Ignore * Weight: None | ISTD QC CC
diazepam - & Levels, & Levels Used, 5 Points, 5 Points Used, 0 QCs

o 4y =0770045 " x - 0.037379 B -
o 7] R"2 = 0.99826582 == Lopy Ctrl+C
=1 Type:Linear, Origin:lgnore, \Weight:Mone _ _
& Sy =-D006755 % "2 + 0842446 " x - 0130065 Curve Fit Assistant
54 B2 =0.00037228 i
.'13: 4l Type:Quadratic, Origin;lgnore, Weight:Mone Confidence Band
L Accept Assistant Curve I
24 Relative Concentraticn
1
0 Standard Deviaticn Bars
[ I I I I I |
@ Auto Scale 75 8 B85 % 95 10 105
Relative Concentration
= X - Auto Scale
Curve Fit 1 Y- AutocScale A
Type | Origin i i i . Residual 7 Equation T
Quadratic X - Log Scale 1 y=-0006755"x"2 +08.
Quadratic | Include Mone 0 Y - Leg Scale 53|y =-0004411"x"2 + 08,
Linear Include Maone 0 41| y=0765312 "« - 0.025568
Quadratic | Force Log o| (& Print.. Ctrl+P 199y =-0003180"x "2 +07.
Quadratic | Blank off.. |Log 0 \  Print Preview 198|y=-0003180"x "2 +0.7.
Linear lgnore Maone 0 - ) 42 y=0770045"x - 0.037379
Qluadratic |Force Mane 0 Properties... 31|y =-0001842"x "2 +07.
Quadratic |Blank off.. | None 0| bosooooss TR 31| y=-0001842"x"2 +07.
Paonever lgnore Mane 0] 0959877784 0.1 39| y=0.767519*x "~ 0.998791
Paonever Farce Mane 0] 0959877784 0.1 39| y=0.767519*x "~ 0.998791 v

MassHunter Webinar Series
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Calibration Curve
Properties

Calibration Curve 3
I S S g % [4=] [=] | Type: Quadratic * Origin: Ignore * Weight: Mone = | ISTD QC CC
diazeparL\gE- Levels, & Levels Used, & Points, & Points Used, 0 QCs
o P v =-0.006755 "x" 2 +0.842446 " x| - 0.130065
o T R"2 =0.93337228
= 754 Type:Quadratic, Origin:lgnore, Weight:None
i .
" 4 X Properties o
e 7 53 Copy Ctrl+C P
E E'z_ Curve Fit Assistant Calibration Curve
Confidence Band General: Standard deviation bars:
LT
5 Accept Assistant Curve Background color: ||:|Au1{:matic: w | ] Show standard deviation bars
: : Fareground color: |-Autgmatic w | Calor: |-Gray il
45 Relative Concentration :
41 Standard Deviation Bars Gridiines color. ||:|I-i5|ht{3r‘i‘llr V| ISTD responses:
354 IE Auto Scale Point size: Small w [ Show ISTD responses
2 o . ISTD response color: |-Green ~ |
& X- Auto Scale / Calibration curve:
1 $ V- Auto Scale Curve color: |-.|’-‘».ut{:matic: ~ | e
24 ) : (] Show QC points
¥ - Log Scal Point color: |-Au1{:mat|c v|
154 o »Cale Line color: ||:||-i§lh'f Blue V|
[0 Auto scale to enabled points
14 ¥ - Log Scale o Fill colar: |-Blue V|
05 Current sample indicator:
7 3 Print... Ctrl+P CC:
0 lj - Show indicator
] & Print Preview... (] Show CC paints
— | Calibration sample: |-Da rk Blue ~ | |
. —— Line colar: [Pink W
Properties... I Sample: |-|"J'Iagenta -
Fill color: |-F{ed W |
Defautt Cancel Apply

MassHunter Webinar Series

- Agilent Technologies 11712018

44



Let’'s take a moment
for questions on
Calibration Curve and
Curve Fit Assistant




Time for a demo on
Calibration Curve and
Curve Fit Assistant

Next up:

Compounds at a Glance



Compounds-at-a-Glance

High throughput data review environment.
View compounds across multiple samples.
View all compounds within a sample.

Compounds at a Glance - DrugsOfAbuse - DrugsOfAbuseDemao.batch.bin — m] ¥
File Edit View Analyze Layout Tools Help
[z & @|j=-°‘ = Analyze Batch - ;Eﬁ| - - ﬂ| Panes: Sx4 - %i JI\|£ o & ﬁ”%ﬁ ):
Calib-L1 [Amp-d5] Calib-L1 [Amg] Calib-L1 [Meth-d5] e Calib-L1 [MOMA] ~
x1027141.1 - 534 Area=1387 x1027136.2 -> 91.4 Area=658 *x1037155.2 -> 52.3 Area=3057 x102]150.1 -> 119.3 Area=838 1031842 - 163.2 Area=1794
17411 -5 124 4}rea=261 71362 - 119.4 rez=160 185.2 > 121.4 frea=739 150.7-> 91.4 Alfen=042 1942451353 frea=287
el 154 084 254 1 r
2.5 1.25 0.6 24 0.8
24 14
1.5 064
1.5 075 0.4
1 0.4+
1 0.5 0z
051 0254 | 05 0.2+
0 T | T g T | T o T T T o T | T o T T T
15 7 7R 1R 7 75 15 7 75 15 7 75 15 7 7R
Calib-L2 [Amp-d5] Calib-L2 [Amp] Calib-L2 [Meth-db] Calib-L2 [Meth] Calib-L2 [MOMA]
x102 |141.1-> 334 Ares=1258 x102]136.2 > 51.4 Area=1053 x1027155.2 -> 92.3 Area=2709 x102 [150.1-> 119.3 Area=1460 x1037194.2 -5 163.3 Ares=7433
3_ 1411124 4P¢~rea:33.7 25 136.2 - 118.4\rea=355 7' 186.2 -» 121.4 hrea=617 41501 - 81.4 Alea=1421 5 1842 -2 1253 Area=215
] 6
28 24 c] 34 154
21 154 ]
1.5 29 1
1 v 3
4 24 14 0.5
054 0.54 L il L
a T | T g T | T o T I T o T | T 0 T I T
15 7 75 15 7 7R 15 7 7R 15 7 7R 15 7 75
Calib-L3 [Amp-d5] Calib-L3 [Amp] Calib-L3 [Meth-d5] Calib-L3 [Meth] Calib-L3 [MDMA]
x102 |141.7-> 934 Area=1377 «1027136.2 > 91.4 Area=2673 %102 ]155.2 -> 92.3 Area=2687 x1037150.1 -> 119.3 Area=4306 X103 [194.2 = 163.3 Area=170..
B 1411 -» 124 4frea=362 741362 -5 119.4}hrea=T14 71852 > 121.4 hrea=702 1.24{150.1-> 914 =4243 541942 -5 135.3 Area=1697
] &
259 54 g— 1 4
2 2] Uiy 3
41 06+
151 2 3 : 24
14 24 2 044
05 1 i 024 i
0 T I T 0 T | T o T I T o T | T 0 T I T
15 7 25 15 ? ?5 15 ? ?5 1A ? 25 15 ? 25
Calib-L4 [Amp-d5] Calib-L4 [Ame] Calib-L4 [Meth-d5] Calib-L4 [Meth] Calib-L4 [MDMA]
x102 |141.1 -5 534 Area=1304 x102]136.2 -» 81.4 Area=4852 %102 |155.2 -= 52.3 Area=2751 10371501 -> 119.2 Area=7525 X104 1842 > 163.3 Area=332..
Tr41.1-5 1248 Area=376 A41362-> 1198 Area=1429 7' 185.2 > 121.4 Prea=578 5 {1507 -5 91.4 frea=T180 71942 -5 1353 drea=3174
24 7q ] 0.8
6 154
154 5 59 ’ 05
1 4 N " 04
] 3] 2 4
054 24 Ea 054 024
1 1
0 T | T o T | T o T T T o T | T o T T T
15 7 7R 15 7 75 15 7 75 15 7 75 15 7 7R v
< >
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Compounds-at-a-Glance

To start, select View > Compounds-at-a-Glance...
View | Analyze Method Update Library R

Batch Table

Compound Information

Calibration Curve

Sample Informaticn

- Metrics Plot
Choose Layout > Predefined Layout o
Method Development Tasks

Method Error List

Status Bar
Compounds-at-a-Glance.., I

Sljglplesﬂa rgets/Auto Scale Toolbars »
Window Layout »

Tocls Help
Predefined Layouts
Saved Layouts k

Samples/Targets/Link X Axes + Fit to low CAL
Samples/Targets/Cverlay Cualifiers + Link X Axes
Samples/Targets/Cverlay I5TDs + Link X, Y Axes
Samples/I5TDs/Cverlay CQualifiers + Link X Axes

Batch Table Laycut »

;ﬁ Setup Layout... F10

Load Layout...

Samples/Targets/By Compound Wrapped + Fit to low CAL
Save Layout...

Samples/Targets/By Sample Wrapped + Fit to low CAL
Set as Default Layout

Calibration,/Targets/ByCompound Owverlapped + Fit to peak
Calibration/I15TDs/ByCompound Cwverlapped + Fit to peak

MassHunter Webinar Series
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Compounds-at-a-Glance
Setup Graphics Wizard

To customize select Layout >

Setup Graphics

S t ..... Samples | Compounds | Crganize | Outlier |
etup... i _..r.!'I | o
| 1
Mame Data File Type Lewvel Sample Group

Setup Graphics

‘ ISampIes | Compounds

Organize | Outlier |

Specify Samples to view in
Compounds-at-a-Glance then

Compounds. By default, all samples | |EEESSSETTENE .

and all compounds are selected. Cbi? w124 [cd 2

Specific samples and order can be

mOdlfled < Back Next > | mpy [ ok || cancel

<

Add >

Samples shown in this order:

Add All >

< Remove | | << Remove All

MassHunter Webinar Series
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Compounds-at-a-Glance
Setup Graphics Wizard

Setup Graphics Define how to the selected
Samples | Compounds ||Drganize | Outlier | Compounds and Samples'

Setup Graphics X .
Define the Overlay mode.
Samples | Compounds ||Organize | Outlier |
Organize Rows by: Review Mode
(C) Compounds (®) Mone

(®) Samples (O Sample by Sample R eVI eW M O d e
(O Compound by Compound

g;e::::e -target only (O Compound Group by Compound Group S a’m p I e by S am p | e
) None -target and qualfiers Pane Dimension Com pou nd by Com pou nd

@ Qualfiers 5xd ~

) ISTD . .

o o Compound Group by Compound

() Compound Groups Baseli

(O Sample Groups 0 F.:SPeI:i: G ro u p

(C) Compounds [] Nommalize

O Samples [] Uncertainty Band . .

Peak annotations... DISpIay Optlons
Dizplay Options
[ ] Wrap Rows
[ ] Basslines
[] Fill Peaks
[ ] Nomalize
< Back Next > Apply LarEz [] Uncertainty Band

MassHunter Webinar Series
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Compounds-at-a-Glance

Setup Graphics Wizard

Setup Graphics

Samples | Compounds | Crganize Ii:ILrtlle-r

Finally, define which Outliers
should be highlighted...

Outliers can also be filtered by
Panes without outliers
Panes with outliers

Setup Graphics

Samples | Compounds | QOrganize ||O|_rtlier ‘

=-[_]Peak Result

- [+] Altemative Peak

[ JCapacity Factor

- [+] Peak Mot Found
..[_|Peak Resolution Front
.| _|Peak Resolution Rear
. _|Plates

-[Javalue

-] 5ureMass Ratio

-[] Retertion Time

- [+] Relative Retention Time
®¥ Integration Metric

D Symmetry

] Full Width Half Maximum
|:| Purity

.| _]Signal To Noise Ratio
.| Limit Of Detection

.. Limit Of Quartitation
.. JMethod Detection Limit

B[] Qualfier

[ JQualifier Coelution Score
[~ Qualifier Peak Mot Found
[ JGualifier Peak Resolution Front

L NP [ QRN o PR [N o (RN N CRRPUY o pU,

Filter:

(® Show all panes
(") Show panes without outliers
() Show panes with outliers

< Back Mesxt =

%% Agilent Technologies
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Compounds-at-a-Glance

Outliers

Compounds at a Glance - DrugsOfaAbuse - DrugsOfAbuseDemo.batch.bin

mR S| e
Calib-L1 [Amp]

File Edit View Analyze Layout Tools Help
L= Analyze Batch ~

Calib-L1 [Meth-d5]

v ‘ Panes: Sv‘
Calib-L1 [Meth]

«1027136.2 - 91.4 Area=6.. «1037155.2 -» 92.3 Area=3.. 10241501 -= 119,23 Area=_.
1541362 -> 1134 Area=.. 0.84155.2 -= 1274 Area=.. 2541507 -= 914 Area=3.
- 0.6 24
0.4 1-15'
0.5+ 024 054
L I | 0 T | T 0
15 2 1R 2 7R
Calib-L2 [Amp] Calib-L2 [Meth-d5] Calib—LZ[Meth]
«1024136.2 -= 91.4 Area=1.. ¥102 1552 = 922 Area=2.. w102 |150.1 == 1193 Area=_.
2541362 -= 1194 Area=.. 158.2 -= 1214 Area=.. 11501 -= 91.4 Area=1..
2 B4 3
1.5 a4 34
14
05 2 | 14
0 ] ]

I |
18 7

Calib-L2 [Amp)

T |
15 7

Calib-L2 [Meth-d5]

T
7R

Calib-L3 [Meth

«1027136.2 -= 91.4 Area=2.. «102]1552 = 923 Area=2.. 1027 151]1 -= 1193 Area=..
g {1362 -> 1194 Area=. c 1852 -x 121|4 Area=. 1_ 150.1 -= 914 Area=4..
0.84
4 4 0.6
24 24 044
L_ 0.24
0 T T 0= T T 0
1R 7 1h 7 7R
Calib-L4 [Amp] Calib-L4 [Meth-d5] Calib-L4 [Meth]
«102 |136.2 -> 914 Area=4 «102 1552 -> 92.3 Area=2.. 10271501 == 113,3 Area=...
11362 -= 194 Arez 1662 - 12704 Area=. 241501 - 914 Area=7..
6 B4 154
4- 41 1
24 24 0.5
0 0 | | ; 0
15 7 25

Sample Approved

Calib-L1 [MDMA]

%1034
14
0.24
0.6
0.4+

%1037
2
1.54
14
0.5+
0

x103

194.2 -» 1633 Area=_.
194.2 -= 135P Area=..

L Y I
158 ? 75

Calib-L2 [MDMA)

194.2 -» 16373 Area=_.
184.2 -= 1358 Area=..

- 1
158 7 2R

Calib-L3 [MDMA)

194.2 -» 1633 Area=_.
194.2 -» 1358 Area=..

Calib-L4 [MDMA)

T | T
1R 7 7R

x104 1342 - 1633 Area=..

1842 -= 135 Area=.
0.2
0.6
0.4
0.2

b
0 T | T
18 ? 25

itk s

Calib-L1 [MDMA-dE]
«1034195.2 -= 164 3 Area=.
199.2 -> 135} Area=..

R P N
158 ? 25

Calib-L2 [MDMA-d5]
«1027]199.2 = 164.3 Area=_.
71992 > 1358 Area=..

R P N
158 7 2R

Calib-L3 [MDMA-d5]
x1032 |199.2 = 164.3 Area=_.
341592 -= 138

2
1

0 L

'I|5 ;I? 7R
Calib-L4 [MDMA-d5]
x102J199.2 -> 164 3 Area=..
2541892 -= 1351 Area=

2

1.5

1

0.5

0

Outliers are
highlighted in red.
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Compounds-at-a-Glance
Manual Integration Pop Up

Compounds at a Glance - DrugsOfAbuse - DrugsOfAbuseDemo.batch.bin — O *
File Edit Wiew Analyze Layout Tools Help
] e 8 | EEY |[;§ Analyze Batch ~ ;EE| - v = | Panes: 5 v| [ Sample Approved | i JT\| & o8 o8 B ?
!Calib—L1 [Amp] Calib-L1 [Meth-d5] Calib-L1 [Meth] Calib-L1 [MDMA] Calib-L1 [MDMA-d5] -
| x1027136.2->914 Area=658 x1037155.2 -» 52.3 Area=30.. 1021501 == 1193 Area=B. x102 1942 -= 163.2 Area=3.. x103{199.2 -> 164.3 Area=1_.
! 136.2 == 1194 Area=1... 08 1852 -> 1214 Area=7... 180.1 -= 514 drea=042 1842 -» 135, Area=3.. 3541992 -> 1354 Area=3..
| 15 - 25 1 3
| 1254 06 2 08 25
‘ 14 15 08 2
| 0754 04 15
| 1 04
| 0.5 02 1
| 025 ' 05 02 05
B : 0 0 0 0 ; 7 ;
15 2?2 2| Manual Integrate ? X 15 2 25
Calib-L2 [Amp] - a NDMA-d5]
. 021362 >914aed G (2 (RO 25 AR A H L 3 Close 1997 .~ 1643 Area=1..
D O u b I e CI I C k fo r 25 136.2 -> 119 Are] Calib-L3 [Meth] Calib-L3 [Meth] 199.2 -= 135.4 Area=2..
] X1-|D§_ 1601 > 119.2 Area=4208 x11[)§—15[).1 -= 51.4 Area=4243
single pane 5 b
i 1 1
aCCessS g 0z] 0:]
. 0- 0.8 0.8
15 2 2] 074 0.7 15 7 75
Calib-L3 [Amp] 0.6+ 0.6 HDMA-d5]
102711362 -> 914 Areg 057 0.54 199.2 > 164.3 Area=1_.
11262 -> 11gjard 041 044 199.2 > 135.4 Area=2 .
0.3 0.3 1
Can be accessed
0.14 0.1
. 0 0
without manual N e T e
14 16 18 2 22 24 26 28 14 16 18 2 22 24 26 28
|ntegrat|on belng 15 7 2§ 5 7 J8F | LR S LS 15 7 7§ 15 7 98
Calib-L4 [Amp] Calib-L4 [Meth-d5] Calib-L4 [Meth] Calib-L4 [MDMA] Calib-L4 [MDMA-d5]
. 102 |136.2 -> 91 4 Area=49_. %102 |1556.2 -> 92.3 Area=27 . x1037150.1 -> 119.3 Area=7._. x104 [194.2 -= 163.3 Area=3_. x102[198.2 - 164.3 Area=0
aCtIVate d 841362 -> 118.4 Area=1_.. 1562 -> 121.} Area=b.. 21507 -» 1. 4{Area=71.. 1942 -> 135.} Area=3.. 25 199.2 -> 135.4 Area=2..
" 0.8 )
6
6 2
) 15 06 i
1 1 04 P
J 2
2 05 02 05 l
o T T 0= T T 0= T T 0= T T 0= T T
1R 7 7R 1R 7 7R 1R 2 7?5 1R pd 7R 1R e 2R w
< >

X1.41 Y 783.904 | 11 Samples (11 total) |3Compounds(3tota|) £
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Compounds-at-a-Glance

Print Preview

Select File > Print Preview to create a chromatogram report.

FiIElEdit View Analyze
.:]_] Page Setup...

EBlank-1 [Amp-d5]

| Blank-1 [4mp]

Compounds-at-a-Glance

|Blank-1 [Meth-d5]

Blank-1 [Meth]

Agilent Technologies
| Blank-1 [MDMA] [

[141.1 > 92.4 Area= | [1352-> 914 Area- o |1552°5 823 Area=0 315015 119.3 Area-8 (1942 > 163.3 Area=T
. . o141 > 124 4 Acde= 1362 -> 119.4 A 1552 > 121 4 Area= 1> 91.4 Area= 1942 > 1353 Arellfl11
| 4] PrintRreview... 1751411 > g |7 Tk 251552 > - So 01814 e s 142
15 2] 3]
1254 064 25] 24 254
=4 Prnt.. Cirl+F 1] 2] 154 2]
0.75 044 1.5 1] 154
] 05 02l 1] 0s 1
Export Graphics... 0.25 0.5 Hﬂ =1 05+
0 o b 0 b
11
15 2 25 15 31 75 5 3 25 5 3 25 15 2 25
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{1411 > 124 4lrea=361 {1362 > 113.4]prea=160 021852 > 1214 frea=733 55|01 914 Hea0e2 J1e42> 1353 reomai
15 1 5 i
25 125 el 2] 08 r
2 14 154 064
1.5 0.75] 0.4
14 044
. 1 05 02l
Export Graphics
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T T T T T T T T T T T T T T
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glve a grap IC €102 |1411 5934 Area=1298 | 4102|1362 5914 Area=1059" | 10271552 > 923 Area=2708 | 102 1501 > 1193 Area=14_ | 10311942 > 1633 Area=74
41411 12 2fprena7 55 [1262->113.4]rea=255 1552 > 1214 freasbt? 41501 > 91.4 Afea=1431 2_1542—>135.3+ea=315
. . . 1 5
Image In various 5 o °] > 5
1.5 1 2] 1
1 ik g
] ] 14 |
formats. S 3
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T T T T T T T T T T
15 3 ok 15 3 25 15 2 o5 15 2 2 15 3 s
Enhan::edlﬁe‘taﬁles (" EMF) Calib-L3 [Amp-d5] Calib-L3 [Amp] Calib-L3 [Meth-d5] Calib-L3 [Meth] Calib-L3 [MDMA]
©102 14115834 Area=1377 | 3102713625914 Area=2673 | 10215525923 fyea=687 | 310211500 = 1193 Ares=t3. 102 [1942 -> 1633 Area=17..
JJ1411 > 124 tfareaze 74136.2 -> 112.4fprea=714 L1852 1214 frea=r02 1211501 - 91.4 Afea=t243 511942 -~ 1253 prea=16..
N - L e £ 1
Bitmap Files (*.BMP;".DIB;". RLE) 25 ) 64 14 4
JPEG (" JPG;" JPEG;" JPE;" JFIF) 2. 2] 5] gi )
GIF (*.GIF) 1'?‘ ; 1 0s 2
B - g 2 7
TIFF {*.TIF;* TIFF) 051 4] 4 0.2 1
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Compounds-at-a-Glance
Properties Properie |

Compounds-at-a-Glance

General: Feaks:
] Peak Annotations x
F rnm th e Background calor: | [ |Automatic “ | Baselines .
7| Area Move Up
. D MNomalize [] Cale. Conc. e
context menu Foreground color | Automatic v] v oo
- [] Uncerainty band | O RT i
Se | eCt Gridiines color: | Mo display e | % ::?:t :
I Peak annotations... I [] Detta RT i
. Outlier color: | 1] b | (15N
Propertles - Peak fill [] Q. Computed
Pane border: ||:||-lﬂ|'lt Gray ~ |
Fill attemate peaks wh
Selected pane border: |- e |
Fart size: 8 : D1:sp|a',r anr‘lotation names (ex. RT=2.452)
Retention Time: [ Display units for Conc., RT and Detta RT
Chromatogram colors.. I Response ratic label:
: Reference RT: Ratio 4
Chromatogram Colors > L
3
Colors: Recognition window: Canes! ‘
| Manual integration:
Move Down
]
| Remove Show baseline start /end boxes
] . )
r— Manual integration: | | ~
I 5
Max. # of panes: 3 =
|-Black ~ | Change
o Mavigation:
Defautt Cancel (] Synchronize Navigation [

Default Cancel Aoply
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Compounds-at-a-Glance
Save Layout

Compounds at a Glance - Dl::}gsﬂfﬁ.buse - DrugsOfabuselemn

: File Edit View Analyze |Layout| Tools Help
mR S | 23 |(= | Predefined Layouts  »
Calib-L4 [Amp] Saved Layouts 3
%102 |13682 - 91 4 Area=
81362 > 11p4 Area B SetupLayout..  F10
g Load Layout...
4 ISave Layout... I
2] Set as Default Layout
Save As X
L « Layouts » Quant * Compounds-at-a-Glance v | D Search Compounds-at-a-Gla.. @
Organize * New folder f== = (7]

Some settings in the Bvdes A e
Layout screens are not = oreone

[ This PC

saved such as M DATA ()

MassHunter
compounds, samples, etc.
[_} Network
v o« >
File name: WebinarSerie;{ -
Save as type: ICompounds—at—a-Glance layout files (*.quantcaglayoutxml) w
~ Hide Folders Save Cancel
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Time for questions on
Compounds at a
Glance




Let's watch a demo
on Compounds at a
Glance

Next up:
Global Settings



Globals Settings

Component of Method Editor.
Global parameters are critical to proper quantitation.
Globals are method parameters.

Globals apply to the whole batch — all samples and all compounds.

MassHunter Webinar Series
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Globals Settings

Globals
&
Apply Multiplier to [5TD [
Apply Multiplier to Matmx Spike /
Apply Mulipler to Surrogate Apply Multiplier’s
Apply Multiplier to Target
Erackefing Type None —> None or Overlapped or Sample Group
Correfation Window 2000 — > Associates target and qualifiers in min
Dypemc Gckground bfecion D ? Dynamic Background Subtraction
|gnore Peaks Not Found
: —> To avoid flagging target compounds that absent
Library Method  unifiod method
—> Part of unified metho
Non Reference Window 200000|
Non Reference Window Type Percent } Peak identification within the extraction window
Reterence Library . -l —> Spectral Reference Library (.reflibrary.xml)
Reference Patem Lbray —>  Spectral Pattern Reference Library (.reflibrary.xml)
Reference Window §0.000 Peak identification within the extraction window
Reference findow Type Percent (ISTD with Time Reference Flag checked)
Relative [5TD [ ——> Semi quant relative to ISTD
Standard Addition [ + —> Quantitate with Standard Addition

MassHunter Webinar Series
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Globals Settings

Calculated and Final Concentration

Sample 1.2 4-Trichlorobe._. 1,2 &-Trichlorobenzene Fesults
Type Level | Dil. | BExp. Conc. | Units BT Resp. [ MI|Calc. Conc. |Final Conc.
Sample 1.0 ng/ml | 23280 1138 ([] 0.6341 0.6341
Sample 1.0 ng/ml | 24071) [7074 L] 0.6581 0.6581
Sample 10 ng/ml | 23.280] 272 |[] 06520 06580
Sample 1.0 ng/ml | 23280 5189|[] 0.6964 0.6964

Calculated Concentration (Calc. Conc.)—is the concentration of the
compound as calculated from the calibration curve.

Final Concentration (Final Conc.)—is the concentration after the
Multiplier has been applied to the Calculated Concentration.

The equations are:

Final Concentration = Calculated Concentration x Multiplier

MassHunter Webinar Series
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Globals Settings

Multiplier

Multiplier = Dilution x Sample Amount Multiplier where

Sample Amount Multiplier = TotalAmt/Amt

All three of the factors are columns in the Sample section of the Batch Table.
By default, they are set to 1, either

explicitly (Dil.) or implicitly (Amt. and Tot. Amt.)

Sample | 1.2.4-Trichlorobe... 1.2 4-Trichlorobenzens Results
Type Lewvel IDiI. |.ﬁ.mt.|T{:t. .IE'dTIt.IE:I:p. Conc. | Units | RT Resp. | MI|Calc. Conc. |Final Conc.
Sample . ng/ml | 23.280 1138 ([] 0.6341 0.6341
Sample 1.0 ng/ml | 24.071 2074 (] 0.6581 0.6581
Sample 1.0 ng/ml | 23.280 2272 (] 0.6580 0.6580
Sample 1.0 ng/ml | 23.280 5189 (] 0.6964 0.6964

Agilent Technologies
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Globals Settings
Multiplier

C“'“m”‘% * | The columns (Dil., Amt.,
;E“‘“’“‘I o TotalAmt, and Multiplier) must
ample e
Awvailable Columns: Show thege columns in the order: be ad d ed to th e BatCh Tab I e .
Acq Operator - dd - Type
Acqg. Date-Time Lz
Acq. Date-Time (Inst.) Bermove Dil.
Acq. Method File B Amt.
ﬁql.-(ﬂ:ahud Path Add Al 5> Tot. Amt. . . .
Aoprove The Multiplier in the Compound
Clrcion et Sampeld | Results represents the product
DA Hethed Fie applied to the compound.
DA Method Path
DA. Date-Time
Data File
e romtier v
< i Columns ? >
Move Un | Select Columns From:
oK Rest Defaut Compound Method e
| Awailable Columns: Show these columns in the order:

Accuracy Max. % Dev. ~ Bxp. Conc.

Agilent ID T

Altemative Peak Criteria T [ Muttiplier

Altemative Peak 1D o i
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Globals Settings

Bracketing type = None

No (None) Bracketing allows the user to have sample(s) quantitated

using the average of all the calibration standards in the batch without
regard to order.

— [Cal Set A
Sample 1 Set]
Avg. Cal (A+B+C) — Cal Set B]
[Sample 2 Set]
— [Cal Set C]
Sample 3 Set]

Agilent Technologies




Globals Settings
Bracketing type = Overlapped

Overlapped Bracketing allows the user to have sample(s) quantitated
using the average of the calibration standards injected both before and
after the samples injection.

——[Cal Set A]
[Sample 1 Set] Average Calibration (A+B)

= [Cal Set B]
[Sample 2 Set] Average Calibration (B+C)

— [Cal Set C]

Agilent Technologies




Globals Settings
Bracketing Type = Sample Group

Used with Stream Select (LC)

When the Bracketing Type Sample Group is implemented, only samples
from a specific Sample Group (specified in the Batch Table) are considered
in the formation of the calibration curve and quantitation of the samples. This
feature would accommodate slight shifts in retention time and/or variations
In instrument responses.

Comment | Sample Group Info.
Colurn | Added from Worklist or Batch Table.
Column 1
Colurrin 2|

Agilent Technologies




Globals Settings
Correlation Window

Indicates the retention time relationship of target and ions to one or more
gualifiers.

520000 640 561
2 x103 ] Ratio = 21.3 (106.1 %) .
7] Reto=T134 00187 Tolerance of extracted ions to be
Iy considered a single peak.
1.44
1.34 ) ) ) )
2 Default time of 0.5 min is rather wide.
14

ool Typically 0.01 to 0.05 min (0.6 sec to
e 3 sec)

0.6
0.5
0.4
0.34
0.2
0.1

0 L
-0.14

Cou

T T T T T T T T T T
43 44 45 46 47 48 49 5 51 52
Acquisition Time (min)
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Globals Settings
Dynamic Background Subtraction
Removes noise or background ions in TIC, not generally recommended.

Sample Information v X

@0 1/8 8 %% Ma# of panes: 2 '.I.li_l.l.fJJ

<1 Sean () CAL LIGD

208 KD

§ |
12 09
. 08

Before DBS .

T4 5 6 7 & % owm % on B # % ® v ® ®© »H H B2 B x B % H B B
Aequisition Time (min)

Sample Information v X
E]H I8 R A Mack ofpanes 2 e
+TCBSn (> CAL LD
2108 w0
3 1
v 19
T 08
07
¥ h After DBS "
06 b
04
) \
02
" 01
P48 6 T 8 3 : : ‘

R B B % 7 B B
ST imc (i)
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Globals Settings

Non Reference & Reference Window

Extract full signal for baseline and noise.

Globals |
Restrict peak selection to smaller RT window.
i\zp:v EU:ED:!EF :D :'Ii;—‘tD Spik Compound Information - X
ply Multiplier to Matrix Spike . — — . .
Apply Multiplier to Surrogate :@(;D);|%MT1;.D£| 1 &8s @ﬁ JJL A LA EnABEL 2L
Apply Multiplier to Target £ x10¢] ; 1-Sigﬁﬁ\mhane
Bracketing Type Mone S gzg: '
CC Maxamum Elapsed Time In Hours 0.000 0.7
Correlation Window 2000 gg: Non Reference = 0.25 min
Dynamic Background Subtraction [ g;:
Ignore Peaks Not Found [l 02 .
Library Method ,. o SN /L
Non Reference Window 0.250 7 T 72 T3 Td 75 78 77 78 75 & &1 82 82 &4 &5 5 =7 &8 o9
Non Reference Window Type Minutes — Acquisition Time (min)
. +EIC (96.0) Scan CAL_L11.D
Reference Library 2 3105 10,628 min.
Reference Pattern Library 3 4?: Fluoragenzene
Aeference Window 0720 23] Reference = 0.75 min
Reference Window Type Minutes 3 ’
Relative ISTD O ]
Standard Addition O 2]
05
D H H
97 38 g5 1 101 10z 163 104 105 de 107 108 ids 11 111 1z i3 11z 15 '
Acguisition Time (min)
Quantifier
MName TS| Scan Type ¢ |ISTD Compound Mame |ISTD Flag| ISTD Conc. | Time Reference Flag
- | Fluorobenzene 1| Scan ISTD <Mone> ] 10.0000 — Reference = 1STD + Time Reference
Chlorobenzene-db 1| Scan ISTD <None> il 10.0000 I
1.4-Dichlorobenzene-d4 1| Scan ISTD <Mone> V] 10.0000 [ \
1.2-Dichloroethane-dd 1| Scan Surrogate Fluorobenzene I 10.0000 I
Toluene-D& 1| Scan Surrogate Chlorobenzene-d5 ; 10.0000 ; Non Reference = Everything else
1.1-Dichloro-1-propene 1| Scan Targst Fluorcbenzene [ 10.0000 [
Dichlorodiflucromethane 1| Scan Target Fluorobenzene [ 10.0000 [ /
Chloromethane 11 Scan Taroet Flugrobenzene IF 10.0000 [

e Ag | Ie nt Technologies MassHunter Webina73eaes
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Option to Display Reference RT and Window

Compound Information > Properties > Retention time

Chose which reference points to show and in what color and style.

Compound Information b 4
2 et AT Y EB[AFEMNE A
+MRM (1362 ->914) CMAMCal_L4d  [1362-2914 ,1362-> 1194
2 %102 RT=2.022 min. 5% x10 27 Ratio = 23.1 [109.6 %)
= 94 Calc.Conc=267561ngml |5 1, :
[ : a
8.5- : 5
o E 1.1
7.5 = 14
7 2
55 %' 0.5
64 = oned
5.5- .
5 0.7
45 0.6-
A
- 0.5-
3 0.4-
25-
o] 0.3-
15- 024 .
iy 014 1 |
0.5 o 1! E
04~ 04~ : :
05 | 01 | E

15 2 25

Acguisition Time (min)

15 2 25

Acguisition Time (min)

Reference RT |£|
Show reference RT
Color: IlC=k Blue -
Style: e -
| pDefak || oK || Ccancel
Properties X
Compound Information - Compound Information (2)
General: Retention time:
Bachkground calor: ||:| | Automatic w | Reference RT: Mo display
Foreground color: |-Automatic v | Recogrition window: No display
Reference Window |£|
Show recognition window
Color: F=d -
Stler e -
| pDefak || oK || Ccancel
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Globals Settings

Reference Library

[Tibrary | Report Tools Help The Reference Library is activated from Library
Library Method... > Setup Reference Library...
Library Search Results A reference library can be created from a
Library Search Reports g calibrator or existing library and added to the
[etup Reference Library. | guant method to aid in the identification of
Setup Reference Pattern Library...
compounds.
Setup Reference Library x
ngh Ievel Callbrator () Obtain reference spectra from sample
ShOUId be SeleCted before (@) Obtain reference spectra from lookup library
entering Method Editor to Lookup lorary
Obtaln better quallty |D:\MassHurrter\IJbrar:.r‘-.demn.l | I Browse...
spectra for the reference Create reference library &t
||brary from the sam ple. |D:\I'I-I'IassHurrter‘\Data‘\DuantE:amples\MS\UDAWulatileOrganics.reﬂibrawl Browse...

kK Cancel
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Globals Settings

Reference Library

Apply

Vinyl Chloride Results L& Propertics
RT Resp. | MI|Calc. Conc. |Final Concj Library Match Score Compound Information Compound Information (2)
4739 17767 (] 0.0574 0.057. 531 Qualifiers: Spectrum:
I:l 0. 31 ] Momalize qualfiers MS/MS precursor ion...
I:l 0. 35.1 Annotations Refersnce spectium
I:| 0. 344 Qualf | Reference library source
I:I Ll‘a == : [] Reference pattem spectrum
I:l 0. 240 Uncertaln.ty band: No display V| Ovenide spectum
] 227 59.0 Al Daéksh" teimts uatfir pesk Show match scores
I:l 0.09: 61.8 O Fil sl i " Show mass indicators
I:l . 0. 778 ° ill all qualifier peaks - —
No qualfier peak: fill ‘anual integration:
‘!-E ,L?E_‘Ef g 1?:323 1?:3‘] &3.0 [ Fill target peaks Show baseline start/end boxes
= ! - - . 1% | m Max. # of panes per row: 3
28 E e ATme LA SDRAALIDA
-_"E 10 21 Lib Match Score=53.2 411 820 -
8 8 56.1
54
N Target Scan
2]
24 881
40 50.0 Defautt Cancel
1 a7 21 || 40 430 ‘ 0, 530 ‘ 610
T |i 20 40 } 0 480 4 ‘ I 820 I' 50 ‘ 571 =2 0
| .
w00 2 Library Match
-3 1
Reference Spectrum Score Is column
5 39.0
: that can be added
56.1 I .
-f{ D:\MassHunter'\Data\QuantExamplds IMSWOMCAL_LOS.D : | | | | | I I I I , I I I I I % I n th e B atC h Tab I e ]
kIO I 4 41 42 43 44 45 46 47 43 43 BD B B2 B3 B4 BE BE E7 BE Saass??o-clgl 62 I
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Globals Settings
Relative ISTD

A method of semi quantitation.

It is a global parameter and is applied to every sample in the batch.

Intensity of Phe

[Phe] = —22ten
Intensity of D,Phe

x [D,Phe]

Relative ISTD is a concept where the response factor of the ISTD is used
for quantitation.

Response
ISTDResponse

* ISTDConcenratiort* ISTDRelarveMultiplér = Calculated oncentraion
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Globals Settings
Standard Addition

Standard Addition is activated in Globals Setup in the Method Editor.

The calibration curve is Linear, Ignore Origin and No Weighting.

The non-spiked sample MUST precede the calibrators in the Batch Table.
Quant assumes that the order samples are acquired are the order in which
they are analyzed.

|Globals
Apply Multiplier to ISTD |
Apply Multiplier to Matrix Spike E:' i Name Type Level
Apply Multiplier to Surrogate 1.‘ ¥ | Sample 1 Sample
Apply Multiplier to Target 1.‘ ¥ | Sample 1 Spike 1 Cal L1
Bracketing Type Mene 1.‘ ¥ | Sample 1 Spike 2 Cal L2
Caorrelation Window 2.000 ‘] ¥ | Sample 2 Sample
Dynamic Background Subtraction ] Qv Sample 2 Spike 1 Cal L1
lgnare Pesks Not Found L D | ¥ | Sample 2 Spike 2 Cal L2
Library Method
MNon Reference Window o 200.000 . ) . .
Mon Reference Window Type Percent
Reference Library O:\MassHunter\Data\QuantE . WolatileOrganics reflibrary. xml O rd e r I n B atC h Tab I e IS I m pe ratlve "
Reference Pattern Library
Reference Window 20.000 Sample’ Cal 1 ) Cal 2 e
Reference Window Type Percent
Relative ISTD |
Standard Addition |
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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

MassHunter Webinar Series
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Agilent University Agilent

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

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

Training & Events

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

Expanded portfolio:
* Foundational subjects
* Intermediate subjects
» Advanced subjects
» Workflow and applications

Helping customers:

» Educate your employees on Agilent
instruments and software

* From new hires to the most seasoned
scientists

“£# Agilent Technologies



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

MassHunter Quantitative Analysis

www.agilent.com

Access Aqilent

f
Facebook @Agqgilent.Tech

Twitter | B @Adgilent

LinkedIn ﬁ

Agilent Technologies




