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Agenda

Brief Introduction

How to fully leverage the information in the raw data during data analysis
Tips and Tricks for fast data review of even thousands of complex samples
Ways to automate peak detection to eliminate the need for manual integration
New features to quickly and automatically create pdf reports

Integrating MassHunter Quantitative Analysis with other laboratory systems
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Labs Have More Samples than Ever
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Agilent MassHunter Suite

* Agilent LCs, GCs, ICP and MS
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Quantltatlve * Easily visualize results (Review-by-Exception) %%%I%l%mm%
An aIyS|S * Integration with LIMS/LIS E%@@@mm@m
e Custom reports
[MOL Tt |
 ID and characterize compounds in all markets u\(/_\( i
* Novel algorithms for feature finding "7
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MassHunter for all your needs
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MassHunter Software
One software for all Agilent Mass Spectrometers

Minimize the training costs and delays — A Single User Experience for all technigues

ICP-MS




MassHunter Quantative Analysis Workflow
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MassHunter Quantative Analysis Workflow

Import
or
Manually Create
Sample List
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Including Additional Sample Information about Samples

We have an electronic sample list with sample information (pH,
company identifiers, etc.) and we wish this information to appear in
the final reports. How can we do this?

» Worklist/Sequence has two columns, “Comments” and
“Info.” that will get read by MassHunter Quantitative
Analysis.

e 10 additional columns can be created that are labeled
“UserDefined, UserDefined1, UserDefined?2, etc.”

« Custom columns of other names will get stored in the .D
folder but not read by MassHunter Quantitative Analysis to x| o
be included in the results for reporting.

Colurnn Information
ser-defined information

Colurmn name: UserDefined?
Walue: 12345

Uzer defined data bope
€ Tent " Number
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Remembering Worklist/Sequence Column Layout

We hide, add, or reorder columns but next time MassHunter Acquisition
brings it up the original way. How do we get MassHunter to remember

these changes?

For LC/MS

« After getting Worklist the way we want, save the ’ lllllllll O '
Worklist to the MassHunter/Worklist Templates folder |

* Rename the file from myworklist.wkl to
myworklist.wkt

 To use this template, select New Worklist

 |If we don’t need more than one, we name it
default.wkt

For GC/MS
» Use the Sequence Table Tools

eeeeeeeeeeeeee




MassHunter Quantative Analysis Workflow

'm(';’ro” Collect

Manually Create Data
Sample List
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Unified Method

One location, one name L R AR i RRRRRRRRRRRRRRR—

li » Computer » Local Disk (C:) » MassHunter » Methods » Quant »

 Defines acquisition method
» Defines analysis method
» Defines report method

Name Date modified Type

I MyUnifiedMethod.m 9/20/2013 3:04 PM  File folder
Allows granular control
over analysis and reporting
by sample
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MassHunter Quantative Analysis Workflow

Review-

by-
Exception

'ﬂf” Collect

Manually Create Data
Sample List
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Agilent MassHunter Quantitative Analysis (for QQQ) =n ===
File Edit View Analyze Method Update Library Report Tools Help
: Lj = | Ey CE Analyze Batch ~| @ % Layout: E E E E Restore Default Layout
Batch Table - X
% Sample: ﬂ - £| | Sample Type: * | Compound: [@] - [=] 5D
Sample
(@ [ % [Neme|Dat File| Type| Level| Aca. Date-Time
‘Compound Information Calibration Curve - X
;E»tﬁzéﬂﬂ|@@|jﬁmg|1 im|ﬂh¢3‘ﬁg £ A TN LT GT BA CO RT INT §|E|«¢;$;v§|§]@ Type: ~ Origin: ~ Weight: ~| 5™ Qc cc
Chromategram
«101 8 x102
] @ 4
5
0.8+ %‘ 0.8
0.854 &= 07
0.8 0.6+
0.75- 0.5
0.7 0.4+
0654 0.3
064 0.2
0.554 0.1
0.5 04
0454 0.1
0.4 -0.24
0.354 0.3
0.34 -0.4
025 -0.54
0.24 -0.64
015 -0.74
014 -0.8
0.054 0.9
0 T T T T T T T T

14 r r T r r r r . T T T y T T r ; r T T
-50 -80 -0 -60 -50 -40 -30 -20 -10 0 10 20 30 40 50 60 70 80 50
Concentration
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@ Agilent MassHunter Quantitative Analysis (fer QQQ)
: File Edit View Analyze Method Update Library Report Tools Help

(o= -

Er] CE Analyze Batch ~

@ % Layeut: B EH B EH Restore Default Layout

B =R B

n o - X
Mew Batch (Ctrl+M) 5
W—‘ -~ g | Sample Type: + | Compound: [@] - [® 1STD: ‘lﬁ | L% | L= ="
Sample
@ [ ¥ [Name|Dat File| Type| Level | Acq. Date-Time
New Batch [5m]
Lockin: || DrugsCfAbuse - @ = m-
Ir= Marne * | Analysis File Data Ve... Size Date Analyzed Analyst Dat
el . CMAMBIK_01.d [ Drugsofabuse. .. 14 39KE  3/8/2012 11:58:0... QuantSWie... 3/8
RecentPlaces | cppamcal 11.d " DrugsOfabuse. . 8  201KB 2/25/2015 2:28:3... jadebyrd 22
- | CMAMCal_L2.d E]Drugs[!lﬁ!'.buse... 11 161KB 6172015 10:55:... AGILEMTYja... &1
- | CMAMCal_L3.d i EDrugsDﬁﬁ.buse... 178 KB 9/27/2012 12:09:... QuantSWie... 9/2
Desktop CMAMCal L = || [E] 7ades.batch.bin 474KB  6/18/2015 10:02:... AGILENTVa... 6/1
I | L4,
e L CMAMCEI_LS.d
= L CMAMQC L2.d
f%"””‘”"ﬁ”mg e | o D| Libraries L CMAMQC L4 d M
Lo a : [k 8| &= =)
Chromstogram : . CMAMSam_01.d P
<107 ﬂg!.l,h! . CMAMSam_02.d
oo Computer . CMAMSam_03.d
0.64 . DOA_Reporthethod.m &7
n‘.}??: @ ‘ i 4 ] r
0.65
0‘2 Metwork File name: | - Cpen
ose) Files of type: [Eamh Files (* batch bin) v] Cancel
04+
0.354
0.34 Hap
0.254
024
0154 -0.7
0.1+ -0.8
0054 =05
ol 0 o5 02 ok o3 0% 0d ol 05 ok 08 obs 07 o 0z ok 09 ok T %0 20 Jo €0 80 4o 90 o o 0 0 2 33 40 5 6 70 8 %0
Concentration

July 29, 2015
15

Agilent Technologies



B Agilent MassHunter Quantitative Analysis (For QQQ) e )
: File Edit View Analyze Method Update Library Report Tools Help
=™ | | Ba |E§ Analyze Batch = | @ § Layout: B EH H Restore Default Layout
|Batch Table - X
Sample: (] - g | Sample Type: ~ | Compound: - IsTD: ‘lﬁ | L %) | =R ="
Sample
@ [ ¥ [Name|Dat File| Type| Level | Acq. Date Time
Add Samples [ mESl
Batch Folder: C:A\MassHunter\Data*Gua. ..
File name Sample name *
CMAMEIl:_01.d Blank-1
CMAMCal_L1.d Calib-L1
CMAMCal_LZ.d Calib-L2 3
CMAMCal_L3.d Calib-L3
Compound Information [:f'-ﬂ.-“-.f'-ﬂl:al_Ld.d Calib-L4 - X
Pletpx HuEEAThe|Lilr 8ashsprion v [NSREEEN CalibL5 - g - Weght | = Q¢ cc
Chromatogram -
X107 ] CMAMQC_LZ2.d Qc-L2
09 - _ o
085 Lok d
sl ] m 3
0.75-
0.7+ [ Browse to Copy Samples... ]
0,65
o] | Translate MSWS Samples... |
05
osey | Selectar | [ ok || cancel |
04
0354
034 —
0.254 05
024 -05
0.154 0.7
0.1 -0.8
0.05+ -0.8
ko s o 0B 02 0B 07 ok 05 0k 06 ok 07 0% 07 ok o5 0% I S0 @& Jo0 fo S 40 d0 2 0 ) T 20 30 40 5 e 70 80 90
Concentration
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Agilent MassHunter Quantitative Analysis (for QQQ) - DrugsOfAbuse - MewBatch.batch bin | Iﬂ
File Edit View Analyze Method Update Library Report Tools Help

: =" | Bz |L= Analyze Batch = | i@ ; Layout: i EY B B Restore Default Layout
Batch Table - x
§ Sample: ] g | Sample Type: <All> ~ | Compound: [&] v [®] ISTD:
Sample
M | % | HName Data File Type  |Level  Acg Date-Time
Blank-1 | CMAMBlk_01d | Blank 5/12/2006 1:48 FM
Calib-L1_| CMAMCal_LTd | Cal L1 |512/2006 151 FM
Calib-LZ_| CMAMCal_L2d | Cal 2 |512/2005 154 FM
Calib-L3 | CMAMCal_L3d | Cal L3 |512/2006 157 FM
Calib-L4 | CMAMCal_L2d | Cal L4 |512/2006 2:00 FM
Calib-L6_| CMAMCal_L5d | Cal L5 |512/2006 .03 FM
QC-l2 | CMAMQC L2d [QC L2 [5/12/2006 2.06 PM
QC-l4 | CMAMQC L4d [QC L4 [5/12/2006 2.09 FM
Sample-1 | CMAMSam_01.d | Sample 5/12/2006 2.12 FM
Sample-2 | CMAMSam_02.d | Sample 5/12/2006 2.15 FM
Sample-3 | CMAMSam_03.d | Sample 5/12/2006 2.18 FM
Compound Information ~ X |Calibration Curve - X
;Eotﬁzgﬂﬂhﬂawﬁm§|1'im|ﬂnﬁﬁﬁg'ﬁﬁ,§m LT GT BA GO RT INT §E<—»3,‘g-§|§]@ Type: ~ Origin: + Weight: -| 5TD QC <c
Chromatogram
x101] 2 x102]
4 g -
0.8 % 08
0.85 oc 07
08 0.6
075 05
07 04
065 0.2
05 0.2
0.55 014
0.5 04
0454 -0.14
04 0.2
0.354 -0.34
03 0.4
0254 -0.5
02 06
0154 -0.7
014 -0.8
0.05 0.8
o obs 01 o0i5s 02z 025 03 035 02 o035 05 o055 05 o085 07 05 08 08 0% 0% 1 3 % 70 & % 4 J 2 T 5 0 P B 0 B ) E 0 0
Concentration
Modified 11 Samples (11 total)
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Agilent MassHunter Quantitative Analysis (for QQQ) - DrugsOfAbuse - MewBatch.batch bin

= = 55
: File Edit View Analyze |Methed | Update Library Report Tools Help
[ New » |5 Mew Method from Acquired MRM Data... |
Open 4 New Methed from Acquired Scan Data... - X
Append » New Methed from Acquired Scan Data with Library Search... U v [#] 5D
B Edit F10 New Methed from Acquired Chromategraphic Data...
@ Validate New Methed using Manual Setup
Fy Save Mew Method from File..,
Save As L2 |512/2006 1.54 FM
o L3 |5/12/2006 1:57 PM
Ed Exit Fl11 L4 |512/2006 2:00 PM
L5 |5/12/2006 2:03 PM
Methed Setup Tasks 4 L2 | 5M12/2006 2:06 PM
Manual Setup Tasks 3 L4 |5012/2006 2:09 PM
512/2006 2:12 PM
QCutlier Setup Tasks » 51212006 2:15 PM
Advanced Tasks 3 5/12/2006 218 PM
Copy Calibration Levels To...
Average Calibration Replicates...
Create Levels from Calibration Samples
Import Calibration Levels from File...
‘Compound Information Calibration Curve - X
Eo:ﬁ:éﬂﬂ|l§]l§]|j§ﬂﬁ|i im|ﬂh¢3‘_¢g £ A TN LT GT BA O RT INT §E«1;gv§|§]@ Type: + Origin: + Weight: ~| 50 Q¢ cc
Chromatogram
«107 8 x102
] @ 4
g
0.5 %L 024
0.854 = 074
0.8 0.6+
0.75- 0.5
0.7 0.4+
0654 0.3
08 0.24
0.554 0.1
0.5 04
0.45- 0.1
0.44 -0.2
0.354 0.3
0.24 -0.4
025 -0.54
0.24 -0.64
015 -0.74
014 -0.8
0.054 0.9
0 T T T T T T T T T T T T T T T T T T T -14 r r r r r . r : r . . : . . r : r : :
0.05 01 015 02 025 03 0.35 04 0.45 05 055 06 0.65 07 0.75 08 0.85 05 08 -50 -80 70 -50 -50 40 -30 20 -10 0 10 20 30 40 50 60 70 80
Cancentration
Modified 11 Samples (11 total)
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Agilent MassHunter Quantitative Analysis (for QQQ) - DrugsOfAbuse - NewBatch.batch.bin = =R
: File Edit View Analyze |Method | Update Library Report Tools Help
[ New »[|EF Mew Method from Acquired MRM Data...
Open 3 New Method from Acquired Scan Data... v X
Append 4 New Methed from Acquired Scan Data with Library Search... U v [®] IsTD: | |8 | L3 | P
B Edit F10 New Methed from Acquired Chremategraphic Data...
B Vvalidate New Methed using Manual Setup
T Save ._’
. | BB New Method from Acquired Data
Ed Euit F11 :
Method Setup Tasks v [ Lockin: |, DrugsOfAbuse - '@' _? = [
Manual Setup Tasks v H -
Outlier Setup Tasks v = Mame Date moedified Type Size Jr
Aevanced Teais dy C .. CMAMEIk_01.d 1/6/20158:39 AM  File folder
rg'kw“"ﬁ'; RecentPlaces | cppamcal 11.d 1/6/20158:39AM  File folder
Create Levels from Calibration Samples -"' | CMAMCEl_u.d 1,“6,.“2[]15 8:39 AM File folder
e | L CMAMCal_L3.d 1/6/2015 8:39 AM File folder
Desktop L CMAMCal L4 .d 1/6/2015 8:39 AM File folder
eSO L CMAMCal_LS.d 1/6/20158:39 AM File folder i
= L CMAMQC_L2.d 1/6/2015 8:39 AM File folder
R - Libraries L CMAMQC L4.d 1/6/2015 8:39 AM File folder i
ZiE g == )
C@ﬁ:: gxisg@el | CMAMSam_01.d 1/6/2015839 AM  File folder
x0T u&! . CMAMSam_02.d 1/6/2015 8:39 AM File folder
D‘ij Computer . CMAMSam_03.d 1/6/2015 8:39 AM File folder | &
nD?i: . DOA_ReportMethod.m 11/19/2014 11:34 ... File folder
074 @ . QuantReports 6/18/201510:11 AM  File folder
el Network | QuantResults 7/28/20159:54 AM  File folder
D;i: Background - DOA in OF poster ASMS.ppt 5/23/2006 8:01 PM Microsoft PowerP... 1,855 KB 7
045
04 Object name: - Open
0.35
034 ) )
2 Objects of type: - | Cancel
024
015 07
0.1 -0.8
0.054 -0.8
o obs 01 o0i5s 02z 025 03 035 02 o035 05 o055 05 o085 07 05 08 08 0% 0% 1 N T &0 20 2 Eh) T T 5 0 P B 0

Concentration
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B Agilent MassHunter Quantitative Analysis (for QQQ) - [New Method] = =R
File Edit View Analyze Method Update Library Report Tools Help
=" | | By ([= AnalyzeBatch - | @ % Layeut: B EH B EH Restore Default Layout
Method Tasks ~ X |Method Table - X
New [ Open Method % Level Name Prefix: #of Levels: 10 Create Levels Time Segment: 4@ <All> -+ = | Compound: [&] + [=] | Reset Table View
Workflow Sample —"
Method Setup Tasks Name DataFile | Type | Levd [ Acq MethodFile | Acq. Date-Time m
‘ 7 WRm - W |cmwcm_u.a | cmamcal_L3d | | | |
AT Retention Time Setup Cuaniiic, - -
Neme [ 15 | Transition | Sean Type [ 1sTDC iName |  CAS# | ISTDFlag | ISTDCone. | TimeReference Flag
E2 I5TD Setup = [Amp | 113625914 |MRM [ Target | <Nore> | O | | [l
:2 Concentration Setup B
ﬂ Qualifier Setup Precursor lon | Product lon | Transition | Rel. Resp. | Uncertainty
&7 Calibration Curve Setup [ 136.2] 119.4[1362->1194 | 66| 200
27 Globals Setup QTR 3
Name [ 15 | Tramsion | Scan | Type [ 1sTDC iName |  CAS# [ ISTDFlag | ISTDConc. | TimeReference Flag
\ Save | Exit = [ Amp-d5 | 1[1411->934 | MRM [1sTD | <Mone= | | | | [}
& Validate Qualifier
By Seve Precursor lon | Product lon | Transition | Rel. Resp. | Uncertainty
' | 141.1] 1244141151244 | 262| 200
Save As
Quantifier
Ed Exit Name | 15 | Transition Scan | Type | 15TD Compound Name | CAS# | 1STDFlag | I1STD Conc. | Time Reference Flag
Manual Setup Tasks 2 [ Cocaine | 1/304.1->1820  [MRM | Target | <Mone= | [\ ] | [} B
Outlier Setup Tasks Buzilie
Precursor lon | Product len | Transition | Rel. Resp. | Uncertainty
Lillodiel Lals | 3041 2.0 304.1 > 820 39| 200
Quantifier
Neme TS | Transition | Sean Type [ 1sTDC iName |  CAS# | ISTDFlag | ISTDCone. | TimeReference Flag
B | Cocaine-d3 | 130711850 | MRM |1sTD | <Nene> | | | | =]
Qualifier
Precursor lon | Product lon | Transition | Rel. Resp. | Uncertainty
[ 71| 850[3071->850 | 4.4] 200
!
Sample Information - X
‘Compound Information - X
E» t RTiME ﬂ||§]|§||jﬁm§|_|_§ NI LT GT BA CO RT INT
Chromatq;ram
x10°7
0.8
084
0.74
0.6
054
0.4
0.2
0.24
0.1
0 T T T T T T T T T y T T T T T T T T T T T T T T T T T T T v ; T T ; y T T T T T T T T T T T T T T
002 0.04 006 008 01 012 014 0.16 018 0.2 022 024 026 028 03 032 0.4 036 038 04 042 044 046 048 05 052 05¢ 056 058 06 062 064 066 068 07 072 074 076 078 0.8 082 084 086 088 09 052 0.94 096 098

4 Compounds (4 total) 4 1STD (4 total)

Agilent Technologies
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Target, Internal Standard and Qualifier lon Ratios learned from the Data

Quantifier . Average Qualifier Ratios
MName TS5 Transition Scan “ Type Select Compounds:
[ | Amp T ise2s-=314 MRM Target Name TS RT  Trnston  ISTDFag C*
: Qualifier 13C-Ochrateedn A 1| 6425|4242 -> 250.1
Precursor lon Product lon Transition Rel. Resp. incertainty 13C-T2 Tasin 1] 5959|5083 321
13C-Fearalenone 1 6437 3352 = 2500 o B
| 136.2 1194)1362->1194 26.6 200 At B1 T aazsmio20] O _
Quantifier AMlatoxin B2 1| 4176|3151->2589| [ B
Name T5 Transition Scan Type Aflatoxin &1 1) 386832912430 [0
| Amp-d5 1] 1411->934 MRM ISTD Alatoxin G2 1| 33585 331153130 | [
-
Qualifier ! L :
Precursor lon Product lon Transition Rel. Resp. LIncertainty l::'m includes:
| 141.1 1244 141.1->1244 26.2 200 =
ok ][ cancel
New in B.07.00 — SIM from GC/MSD works the same as MRM

Available for MSD, QQQ, TOF, and Q-TOF

4.3 Agilent Technologies uly 29, 2015
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Peak Detection

Each peak can be configured to use 1 of 5 peak detection algorithms

Agilent MassHunter Quantitative Analysis (for QQQ) - [New Method]

File Edit View Analyze Method Update Library Report Tools Help

O H | B3 |LE Analyze Batch ~| @ % Layeut: FE BH BE B2 Restore Default Layout
Methed Tasks + X |Methed Table
| New [ Open Methed | % Level Name Prefix: # of Levels: 10 Create Levels % Time Segment: 48 <All> * = | Compound: [@] Amp-d5 + [®] | Reset Table View
| Workflow [ sample
| Method Setup Tasks | MName Data File Type Level Acg. Method File | Acg. Date-Time
| Save / Exit | | cMAMCal_L3.d CMAMCal_L3d
| Manual Setup Tasks | L —
: MName TS Transition Scan Type RT | IrE Int. Parms.
| Outlier Setup Tasks | & [ amp 1[1362 5914 MRM Target 2134 Agile2
| Advanced Tasks | Qualifier
| Integration Parameters Setup | : Precursor lon Product lon Transition Rel. Resp. Uncertainty Int. Parms.
Signal to Noise Setup | 136.2 119.4[ 1362->1154 266 200
Smocthing Setup Quantifier
MName TS Transition Scan Type RT Int. Int. Parms.
1l Mass Extraction Setup = b [ Amp-d5 1] 141.1->934 MRIM ISTD 2.122| Agile2
[ntegration @

Integrator |Ger1eual I Universal | Spectrum Summation I Peak Filterl

Integrator:

ile
MS-M5
MS5-M5 {GC)
General
Universal

Spectrum Summation

Agilent Technologies
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Agile and Agile2 — parameter-less integrators

+EIC (145.0) Scan PZ168-THZ25.D

£ x104

+EIC [213.1) Scan 327014050 E -
£ w04 21.938 min, : 3

R Bisphenol & Agl|€2 451

=16 44

1.4 3.5

1.2 3

14 254

0.8 24

0.6 1.5

0.4 14

0.2 ﬂ"\_)’\/\ﬂv\,—/\f —,_—~ 054

04 ’\UA W\ 04

20 21 ;2 23 24 215 216 217 218 218 22 221 222 223 224 225 2B 227 228 229 156 157 158 158 16 161 162 163 164 165 166 167 168 163 17 17.1 172 173 174 175 176 177 178 178 18 181 182 183

Acquizition Time [min) Acguisition Time (min)

£

+EIC (86.0) Scan 32701421.0 .
e gile

2.043 min.
2-Butanone, 3-methyl-

Cour

+EIC [45.0)5can 2.0
X108

Counts

0.9
0.8
0.7
0.6
0.5
0.4+
0.3
0.2
0.1+

04

-0.14

Agile2

(=R SRR A I )

P

{f f\/\J__J’\,
18 2 208 Jv 2%s 22 28 23 238 2s 2bs 25 2fs J6 2fs 27 2vs 28 28 23 2% 3
Acquisition Time [min)

2.158 min.

mz=45 +EIC (86.0) Scan 32701421.0

Agile

2.043 min.
2-Butanone, 3-methyl-

T T T T T T
42 44 45 48 b 52
Acquisition Time (min] 1% 2 205 21 275 J2 225 J3 23 4 235 25 256 26 2f6 27 275 28 286 29 2% 3
Acquisition Time [min)

.
j—y
[}
—
Y
[=r)
j—y
==}
o
[x%)
2
2%
N
ra,
=2}
[x%)
o
o
2%}
[}
[3%)
£
[3%)
[=r)
%)
==}
e
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Building the Calibration Table

il Agilent MassHunter Quantitative Analysis (for QUJQ) - Method - <B\Thomas Data try APesticides_Water_QUQUNPestiaides_Water_Uemo.batch.bin=
. File Edit View Analyze Method Update Library Report Tools Help

A & = | Ep [;E Analyze Batch - % Laycut: ﬂ E E Restore Default Layout
Vethod Tasks ~ X |Methed Table
H — ] T T [EH e -
New | Open Method || {(LeveName Prefix: L J< EE Agilent MassHunter Quantitative Analysis (for b <ai» Agilent MassHunter Quantitative Analysis (for { o 7001 view
‘Workflow | Sample ; File Edit View Analj,'ze Method | Update Li : File Edit View Analyze Method Up‘d-ﬂtE Li
Method Setup Tasks | Name Data File New , Acq. Date;l Mew "
f MRM Compound Setup | QCJ?D-FDDB'd Qe 100-1003.d —  Sample
fif Retention Time Setup Quantlﬁep: s Open ’ L Name Data File Type
alme
¥ ISTD Setup I pETTr— : Append b | Sample-t CMAMSam_01.d | Sample
% Concentration Setup - | Alachlor 1] 1 = . ’ Lin Quantifier
FE Qualifier Setup Arazine E = Edit e Lin -
Boscalid 1] @ Validate ![ﬂ Name T5 Transition
& Calibration Curve Setup | Bromacil . 1]3 ﬂ = | Amp 111362 -=914 MEM
Carbamazepin 11 = 5 Lin
& Globals Setup Chlorfenvinphos 1] g Save Lin Calibration
By Chloridazon (Pyr... 1|1 Lin
Sa Exit —
ve / | Chioridazon-des. 1 Save As... Gin Level Conc. Type Response | Enable
7 Validate Chloridazon-met . 1 B Exit F11 Lin L1 1.0000| Calibration [t
B Seve E::Drml"'”m o :: 4 I F o A pANERY] Calibration 1073
c lortol urorll (Ch.. p Method Setup Tasks v B L2 20000 QC 1011
Save As eisopropylatra.. 1 Lin - -
Desethylatrazine 1 Manual Setup Tasks Nt L3 23.0000| Calibration 2686
Ed Exit Desethylterbutyl . 1|1 P Lin L4 4.0000| Calibration 5122
Di 1] - i
Manual Setup Tasks | Et';;zfmate : COutlier Setup Tasks b ﬁ L4 40000 QC. . 4721
= - — L5 5.0000| Calibration 18410
Outlier Setup Tasks | |soproturon 14 Advanced Tasks B
Lenacil 1] 3 in Dmntifier
Advanced Tasks | Metalaxyl 1] Copy Calibration Levels To... inear Copy Calibration Levels To... f
Metamitron 1/ Linear ] ) ]
Metazachlor 1] Average Calibration Replicates... \Linear Average Calibration Replicates..,
Metclachlor 113 Lingar . N
Metribuzin 1)1 Create Levels from Calibration Samples Linear Create Levels from Calibration Samples
Pendimethalin 113 Lingar . . .
Quinaxyfen [E Import Calibration Levels from File... |Linear Import Calibration Levels from File.
Simazing 1| == e NG =Linear Blank offset None
----- Terbuthylazine 1023011741 | MRM [ Target [ Linear Blank offset MNaone

- Agilent Technologies
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Compound Group Sample & Compound based Review/Report

A Agilent MassHunter Quantitative Analys's (for GCMS) - Method - <Di\MassHunter\Data\QuantExamples\MSWOA\QuantResults\VolatieOrganics batch.bin>

i File Edit View Analyze Method Update Report Tools Help
O H By l;E Analyze Batch (7] Layout: E E ﬁ E IE Restore Default Layout

Methed Tasks + X | Method Table
| New [ Open Method | ! TimeSegment 4=  <All> - =% | Compound: Dichlorodifluer... « Reset Tabkle View
| Method Setup Tasks | Sample
| Compound Setup | Mame Data File Type Level Acq. Method File | Acq. Date-Time
j}f Retention Time Setup | CAL_LO3 CAL_LO3.D Cal 3 B24A.M &/2002008 8:51.
= ISTD Setup Quantifier
. ] MName T5 Scan Type MZ 2 RT lon Polanity Critenia Cmpd. Group
% Concentration Setup - [ Tetrahydrofuran 1| Scan =T 20 9311 Positive CloselRE AR
ﬁ Qualifier Setup Acetone 1| Scan Target 430 6194 | Positive Close RT B
. _— Vimyl Acetate 1| Scan Target 430 8064 | Positive Close RT AR
.« Calibration C Set —
#_ Calibration Curve Setup .. | 2-Butanone (ME.. 1] Scan Target 430 8437 | Positive Close RT LB
E Globals Setup 4-Methyl-2-Pent... 1| Scan Target 430 12.382| Positive Close RT AB
Carbon Disulfide 1| Scan Target 440 7177 | Positive Close RT B
| Save [ Exit Methylene Chlor... 1| Scan Target 490 6.877 | Positive Close RT B
&’ Validate Chloromethane 1| Scan Target 500 4 493 | Positive Close RT B
2-Hexanons 1| Scan Target 580 13.562| Positive Close RT AB
Eg SE-.'.E a Mo AL -4 [ P Temo—-1 s i E et ¥ B DR Moo - T

Useful when there is one analysis method but wish to review and report different sets
of the compound list based on individual samples

Also used for StreamSelect (2 or 4 streams)
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Compound Math: group peaks for calibration and quantitation

Five peaks representing
Aroclor PCBs mixture

Agilent MassHunter Quantitative An”oi r GC) - PCB-CompoundGroup - Arochlor PCB CompoundMam.bmch.m —b‘@g

i File Edit View Analyze Method Update Report Tools Help

i 0 = [ 53| G= Analyze Batch ~| @ § Layout: BF BB EH Restore Default Layout

Compound Information - %
i@o s Az @Y @=As 4

Total 1016-1 GC7-1850.0

gx107

g 24

5633 min.

23
22

1.5 5.744 min.

555 56 565 57 575 58 585 59 595 3 6.05 61 615 62 625 63 635 64 645 65
Acquisition Time (min)

Processed  1016/1260 @ 500/300 ng/m| _ Total 1016-1 6 Ct (14 total including ISTDs)  AGILENT\mtischler

[Method Table
'\ Compound: @] Total 1016-1 ~|[®] Reset Table View
Sample —— - : o —
Name ‘ DataFile | Type . Level | Acq.!
[ 1016/1260 @ 50..| GC7-1842.D | Cal | 500 I
AQuantifier B
_ MNeme | Type | CmpdGroup  CompoundMath
Y LA grge
_§ Aroclor1016-1 Target
Aroclor1016-2
|| Aroclor1016-3
| Aroclor1016-4
| Aroclor1016-5 X
Aroclor1260 arget [ 2- ‘
Aroclor1260-2 Target L2-1 }
Aroclor1260-3 Target L2-1 /
Aroclor1260-4 Target L2-1 /)
Aroclor1260-5 Target L2-1 i
| DCB Target S
i 4 Total 1016-1 Target L1-1 Concentration Sum
Total 1260-1 Target L2-1 oncentration Sum

July 29, 2015
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New Find Feature in Method Editor

Agilent MassHunter Quantitative Analysis (for QQQ) - Method - <D:\MassHunter\Data\QuantExamples\QQOQ\DrugsOfAbuse\QuantResults\DrugsCiAbuseDemo.batch.bin >

=
¢ File |Edit | View Analyze Method Update Report Tools Help
: (b ] 3| Copy Ctr+C Batch ~| @ Layout: E E E Restore Default Layout
Method [ | Paste  Crl+V « X |Method Table - X
New| 2 Delete Bel i TimeSegment 4 <All> ~| = | Compound: [&] Amp v [®%] | Reset Table View
Helhla% Find N Sample
|//c MRM Compound Setup \ | Name ‘ Data File | Type | Level | Acg. Method File | Acq. Date-Time:
X Blank-1 CMAMBIk_01.d Blank APC m |B1272006 1:48.
/K Retention Time Setup | ‘ | | | |
ﬁ 1STD Setup Quantifier
lame ransition recursor lon lon Polarity
N . M Transiti Pi lon lon Polari
vf Concentration Setup 1 X
ualifier Setup - .1-2 33 . . . ositive
Qualifier Set Amp-d5 1] 141.1-5534 MREM ISTD 1411 934 2.078| Posi
. . Meth 1/150.1->1193 MRM Target 150.1 119.3 2.239| Positive
> Calibration C Set s
# Calibraton Curve Setup Meth-d5 T[1552 5923 | MRM ISTD 1852 923 2233 Positive
5 Globals Setup MDMA 1]194.2-> 163.3 MRM Target 194.2 163.3 2.263 | Positive
MDMA-d5 1/199.2->1643 MRM ISTD 199.2 164.3 2.269| Positive
| Save [ Exit Cocaine 1]304.1->182.0 MEM Target 041 182.0 2443 | Positive
@ Validate y Cocaine-d3 1/307.1->185.0 MRM ISTD 3071 185.0 2.450| Positive
8 Save
Saves... Find (o
Ed Eit Find
Manual Setup Tasks [Quarmﬁer v] - -
e e = — Search quickly in methods
Advanced Tasks P lon ~| | Equals +| 135
Product lon -
IC LCS Maximum Recaovery A L]
QC LCS Maximum Recowvery B i find bexd, ] [ ose ]
QC LCS Minimum Recovery A
S QC LCS Minimum Recovery B —
QC Max. % RSD
QC Max. Dev Operator:
Quant by Height s
Quantitation Message
Ref. Path Is null
Relative ISTD Multiplier Iz not rull
Resolution Limit Equals
Response Check Min. _ Does not equal
Retention Time Window CC 1Contains
RF Max. % Dev. Does nat contain
R_' Greater than
Right RT Delta Greater than or equal to
RRF Max. % Dev. Less than
S'FF{T Maxe. % Dev. T Less than or equal to
RT Delta Units -
RT Units 1
RT Window
Rt
Ry
Sample Max. % RSD
Scan
Signal Instance
Signal Name
Signal Type i

- Agilent Technologies auly 29, 2015
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After applying the Analysis Method

Agilent MassHunter Quantitative Analysis (for QQQ) - Pesticides_Water_QQQ - Pesticides_Water_Demo.batch.bin —|[ER ﬂ
File Edit View Analyze Method Update Library Report Tools Help

123 | L= AnalyzeBatch ~| @ - Layout B EE BB B Restore Default Layout
- - X
New Batch [Cerl+N)
Tmpm_h_pvlaterjlank - ﬂ ‘ Sample Type: <All> - | Compound: [@] Chloridazon-methyl-desph... + [E] ISTD: ) ' c? @ ‘t’-"
C Method Tapliizter_Blank Taplater_10ppt TaplWater_20ppt Taplater_S0ppt TapWater_100ppt Taplater_200ppt Taplater_500ppt Tapl/ater_1000ppt TapWater_BElank QC_100ppt TapWater_Blank QC_100ppt TapWater_Blank Ep
Mame T Final Conc. v | Final Cone. y | Final Cone. y | Final Cone. w | Final Cong. y | Final Conc. y | Final Conc. y | Final Conc. | Accuracy | Final Conc. | Accuracy | Final Cong. | Accuracy | Final Cone. | Accuracy | Final Cone. | Accuracy | Final Cong. | Accuracy | Final Cc[ |
26-0i i 0.0000| 8.1937 91.8| 18.2128 1.1 48.0247 86.0| 1002781 100.3| 18983317 59.2| 5045525 100.8| 10146218 1015 0.0016 837748 8938 0.0432 58.4452 584 0.1268 457,
Alachler 0.0000| 10.2705 102.7| 19.5266 976| 486564 874 926053 98.6) 201.4687 100.7| 458.6039 59.7) 1023.7946 1024 0.0000 102.3866 1024 0.0000 104.5183 104.9 0.0000 744
Afrazing 0.0000] 9.39%6 94.0( 183112 916[ 452480 885| 1031877 1032| 206.8804 103.4| 507.7247 101.5| 996.5813 99.7 01173 1073537 1074 0.0365 1123472 1129 0.0000 8.1
Boscalid 0.0000] 9.0067 90.1 18.8585 943 483091 966| 99.5080 §9.5| 2050340 1025| 503.2323 100.6| 1003.5681 1004 0.6462 96.2291 96.2 0.1165 101.5400 1015 0.0000 75.0]
Eromacil 0.0000] 9.3003 93.0( 186574 933 487618 975| 1029587 103.0| 201.8753 100.8| 503.6542 100.7| 999.4483 99.9 0.08%6 1005131 100.5 0.1173 106.0802 106.1 0.0000 942
Car 0.0266| 8.4575 950( 19.6358 982| 485084 §70| 995726 996| 197.8596 58.8| 4831143 §7.8| 1023.3143 1023 0.1584 104 8265 1048 0.0717 104.3400 1049 0.0000 976
Chlorfenvinphos 0.0000| 74183 20.6509 1035 472176 S44) 9422 8942 2261282 1131| 509.7450 101.9| 1001.2650 1001 0.3470 835786 240 0.0000 83.3952 234 0.0000 2=
Chloridazen (Pyrazon) 0.0000] 5.8987 187511 93.8| 45.3%86 888 1027678 102.8| 205.3185 1027| 5124382 1025| 1022.1500 1022 0.0752 100.0562 1001 01443 103.0884 0.0000 §5.50
Chloridazon-desphenyl 0.0842] 94229 19.4046 970( 48.8804 99.5835 99.6 58.3| 501.5482 100.3| 1020.7517 102.1 0.0473 . . 2 0.0000

19.1230 101.7 2343 101.1 4 1013.4379 101.3 0.0860
835 877354 877| 2304208 1152| 4576379 99.5| 1005.0455 100.5 11282

0.0000| 53136 531 18,6633 533) 452809 885[ 101.8758 1018| 2047478 102.4| 4555666 53.2| 1012.0544 1012 02148 892415

Chloridazon-methyl-desphenyl
Chlorpyrifos
Chlortoluron (Chlerotoluron)

Deisopropylatrazine 0.0000) 95353  ©54| 196563 983 498150 995 1031062 103.1| 2062434 103.1| 5187587| 103.8| 10147763 1015  0.0467 1051516 1052|  0.0374 1043118 1043 00167
Desethylatrazine 0.0000) 55455 955 19.1568|  95.8| 500757 1002 1040118 1040| 2078635 1040| 5105482 102.1] 10032515 1003 _ 0.1181 107.3840| 1074  0.0622 112.0453] 1120 0.0000
Desethylerbutylazine 0.0000] 98941 989 196820 984 502870  1006| 1030138 103.0| 2046834 1023 5129148]  1026] 10106521 1011] _ 0.3222 1053669 1054| _ 0.0000 112.3336] 1123 0.0000
Diuron 0.0000] 93922 939 191165 956 494363  9B3| 1025628 1026| 2014063 1007| 5095506  1019] 1008271 _ 1008| 04077 1017913 1018 00000 108.0800] 1081 00000
Ethof 0.0000] 94243 44| 191199 56| 452241 04| 995664|  996| 2031267| 1016| 50BBI9|  1014] 10002152 1000] 04342 1030517 1031| _ 0.0000 1057015 1057| 00000
Isoproturon 0.0000) 97083 71| 194801  o75 49.0861|  ©82| 1016062 1016| 2043815 1022| 5032161| 1006| 1008.0831] 1008| 02132 1032964 1033  0.0224 1092081 1082|  0.0000
Lenacil 0.0000) 57604 97.5| 196204 81| 515417 103.1| 1057330 1057| 2085570 1043| 520.7366|  1041| 9838666  984|  0.1984 1049982 1050|  0.0866 1103428 1103 0.0000
Metalaxyl 0.0000] 51744 917| 190020 950 499733  ©9.3| 1025986 1026| 2052550| 1026 497.9926|  996| 10128326  1013|  0.1247 599160 999 00298 1043334 1043 0.0000
WMetamitron 0.0000) 91850 91.8] 202199 101.1| 507015 1014| 1024198 1024| 2004870 1002 5153685  103.1] 10139303 _ 1014] _ 0.0000 988182 988| 00000 1058201 1055 _ 0.0000
0.0000] 96050 961] 191691 958 497336  995| 1050914 1051| 2074960 1037| 5130757  1026] 10067558 _ 1007] _ 03162 1122598 1123 00971 1156858 1157| _ 00833
Metolachlor 1 0.0000) 94752] 948 195262| 76| 495671  ©9.1| 1004346 1005 2031694 1016/ 4985331  999| 1008.7702] 1010]  0.2922 960150] 960/ 0183 10120751 1012]  0.0000
J P — I ]
Compound Information « X |Calibration Curve - X
lz‘ et AT iHY | ] E|| i e~ | A E o | &2 koA p NI LT GI BA CO RT INT IE‘ @ 1 - @ @ Type Linear v Origin: Blank off.. » Weight None v | ISTD QC CC
+ MRM [160.0 -> 87 §) Blank-1-r001 d Chleridazon-methyl-desphenyl - 7 Levels. T Levels Used, 14 Points. 13 Points Used, 3 GCs
2 4102 4192 min 9 4108 y = 3155411078 *x + 6774.820160
3 15 2 R"2=039872732
8 1 2 32 TypelLinear, Origin:Blank offset, Weight None
1.4 2 4l o
1.3 28
124 264
114 244
1 22
039 2
1.8
02 e
071 144
01 124
0.5 14
04 0.2
0.3 05
024 0.4
01l 02
0 &
-0.24
! 73 34 35 38 37 38 3% i £1 42 a3 44 45 45 47 48 43 5 51 T %0 0 50 100 7150 200 250 300 3%0 400 4% 500 550 600 650 700 750 200 850 900 S50 1000 1050
Acquisition Time (min) Concentration (ng/L)
Medified Tapwater_Blank Chlor ethyl 28 C (28 total ISTDs)
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2 Configurable Views: both take advantage of Outliers

i
:

Sample: | Calib-L1

Batch-at-a-Glance

- £| ‘ Sample Type: <All»

Compounds-at-a-Glance

[ESEE== |

u | puner 312 . sl 2ppeoned | A | L A
T
5 1108 a0

L ahiAA ol

f

£
{

Sample Z
M | ¥ | Hame Data File Type |Level  Acg Date-Time RT |Final Conc. | Accuracy .
» ¥ | Calib-L1 | CMAMCal_L1d | Cal L1 [5/12/2006 1:51 PM 2140 3.2209 (8 E E
¥ | Calib-L2 | CMAMCal_L2.d| ¥ Outlier(s) =
Calib-L3 | CMAMCal_L3 d| Amp: Accuracy value = 128 8 is outside the allowed range [20.0, 120.0] ! u

Calib-L4 | CMAMCal_L4d TCal 4 (51272006 2:00 PM 2022]  26.7565]  107.0 - e — R
Calib-L5 | CMAMCal_L5d | Cal L5 [5/12/2006 2:03 PM 2101 1244862 996 R :
QC-L2  |CMAMQC L2d [QC L2 [5/12/2006 2:06 PM 2142 52293 1046 : .
QC-L4 | CMAMQC L4d [QC L4 [5/12/2006 2:09 PM 2135 278044 1112 : :

Sample-2 | CMAMSam_02.d | Sample 5/12/2006 2:15 PM 2143 4.8978 .

Sample-3 | CMAMSam_03.d | Sample 5/12/2006 2:12 PM 2105] 142185 :

http://www.chem.agilent.com/en-US/products-services/Software-
Informatics/MassHunter-Workstation-Software/Pages/Batch_at_a glance_demo.aspx

http://www.chem.agilent.com/en-US/products-services/Software-Informatics/MassHunter-
Workstation-Software/Pages/quant_flat_table.aspx

July 29, 2015
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Outlier Options: Configured in the Method

40+ OutllerS can be Conflgured (80701) ¢ File Edit View Anslyze Method Update Library Report Tools Help
ER i =] | E=] |[;§ Analyze Batch ~| @ Layout: E E Restore Default Layout
1. Retention Time Method Tasks ~ ¥ Method Table
2. Relative Rete.ntlon Time New / Open Method 2|12 Level Name Prefix: #of Levels: 10 Create Levels = Time Segment: 4= <All»
3. Peak Resolution 2 S
4. Peak Symmetry e Sampls
5. Peak Purity Method Setup Tasks Name Data File Type Level Licq. Method File | Acg. Date-Time
6. Signal-to-noise Ratio Save / Exit | Calib-L1 CMAMCal_L1.d Cal L1 APClautotune.m | 5122006 1:51..
7. L!m!t of Detectl'on_ e — Quantifier
8. Limit of Quantitation MName TS Transition Scan Type QC Max. Dev.”
9. Method Detection Limit _ Outlier Setup Tasks - p | 7-amino clonaze... 1] 286.0->121.0 MRM Target
10. Qualifier Ratio b, Retention Time - | 7-amino flunitraz_. 1]2840-=2260 MREM Target 02
- | D4-7-amino clon.. 1] 250.0->225.0 MRM ISTD 02
11 Internal Standard Response Relative Retention Time zopiclone 2]3891->2451 | MRM Target 02
12. Internal Standard % Deviation E : : 2 :
Peak Resolution alpha-OH zlpraz. 3| 32502570 MRM Target 02
13. Sample Amount Cenk St [ clonzzepam 3[3160-=2700 | MAM Target 02
14. Sample % RSD Ay Pesk Symmetry - | D4-clonazepam 3| 2200->2740 MRM ISTD 02
15. Blank Concentration Peak Full Width Half Maximum flunitrazepam 3| 3140-> 2680 MRM Target 02
16. Blank Response Peak Purity alprazolam 4| 308.0->281.0 MREM Target 02
17. Accurac DE-alprazolam 4| 314.0->286.0 MREM ISTD 02
18. n yR Fact Wiy Signal-to-Noise Ratio - | D5-oxazepam 4[2920->2460 | MRM ISTD 02
- Average Response Factor - : - [furazepam 4]388.0->3150 | MRM Target 02
19. A R = %RSD = Limit Of Detection
- Average Response Factor % o o | lorazepam 4]3210-22750 | MRM Target 02
20. Curve Fit R? Limit Of Quantitation - | oxazepam 4[2870->2410 | MRM Target 02
21. Relative Response Factor Method Detection Limit 3 triazolam 4]343.0-=308.0 MRM Target 02
22. Response Factor - | D5-temazepam 5| 306.0-> 260.0 MRM ISTD 02
23. QC Max Deviation F& Qualifier Ratio desalkylflurazep... 5| 285.0-=2260 MRM Target 02
! . . temazepam 5| 301.0-= 2550 MREM Target 02
24. QC Relative Standard Deviation 2 ISTD Response [ chlordizzepaxide 6] 300.0>283.0 | MRM Target 02
25. QC LCS Recovery ISTD Response Percent Deviation | D5-nerdiazepam 6| 276.0-> 140.0 MRM ISTD 0.2
26. CC Average Response Factor ~ | nordiazepam 6] 271.0-> 140.0 MRM Target 02
27. CC Internal Std Response Ratio Sample Amount ~_ | diszepam 7]285.0-:2220 MRM Target 02
28. CC Relative Response Factor SsmpleRSD |l midazolam 7]3260->2910 | MRM Target 92
29. CC Response Ratio
: : Blank Concentration
30. CC Retention Time
31. Matrix Spike Blank Response
32. Matrix Spike % Difference Accuracy
33. Matrix Spike Percent Recovery . a .
34. Matrix Spike Group Recovery verage Response Factor
35. Surrogate Average Response Factor RSD
36. Surrogate % Recovery R Curve Fit R2
37. Response Check Relative Response Factor
38. Mass accuracy Response Factor
39. Mass Match Score P m
40. Library Match Score [ ac |

41. Custom Calculation
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B Agilent MassHunter Quantitative Analysis (For QQQ) - Mycotoxins_QQQ - Mycotoxins_Demo.batch.bin = =R
File Edit | View | Analyze Method Update Library Report Tools Help
Batch Table b = Layout: 4 E E E Restore Default Layout
Compound Information - X
Calibration Curve - ﬂ | Sample Type: <All= - | Compound: [#] Deoxynivalenol - [@] ISTD: 13C-Deoxynivalenol ‘ 18 | “ | @- P t‘? w Q'—"'
Sample Information Deoxynivalenol Res... | Aflatoxin G2 Results | Aflatoxin G1 Results | Aflatoxin B2 Results | Aflatoxin B1 Results | HT2-Toxin Results | F BE1Results| T2-Towin Results | Ochratoxin A Results | Zearalenone Results | F isin B2 Results
Metrics Plot Type Level Acg. Date-Time Final Conc. y| Final Conc. v| Final Conc. | Accuracy | Final Conc. v| Final Conc. y| Final Conc. v| Final Conc. vy | Final Conc. | Accuracy | Final Conc. | Accuracy | Final Conc. v| Final Conc. ¥
) hple B/2/2011 8:48 PM 953381 221832 5.1051 £.8215 22204 433515 41.4520 7.0834 135732 305107 51.4217
Method Table hple 232011 9:12 PM 0.0000) 0.0012 0.0042 0.0035 0.0012) 0.0257 0.0853 0.0005 0.0000) 0.0000 0.0709)
Method Development Tasks 1 [232011926 PM 0.0862 0.0082 0.00%6 0.0096 0.0050 0 0.0851 0.0356 0.0102 0.011 0.0000
) - 2 [2/2720118:38PM 0.2454] 1089 00248 1097 0.0229) 1014 0.0225] 100§ 0.0214 957 0.1969 977 0.0767] 1028 0.0284 0.0228 993 0.0825
Metbod Eepglit 3 @301 951 PM 06825] _ 908| DO/6|  937| 00715] 948 00691|  926] 00713]  956]  0583]  873| 02214  889] 00657 872| 00708  822| 03043
Status Bar 4 [2/3201110:03 PM 20200 897 02038 801 02088 28 02074 28 02110 942 19161 950 07261 999 01770 0.2008 875 06621
| 5 |8/3201110:16 PM 69948 932 06343 21 07180 953 06372 934 07253 977 51391 914 21844 861 0.6300 915 06851 896 21540
Compounds-at-a-Glance... 6 |8/3201110:29 PM 211500 939 21833 968 21354 944 18739 87 22344 998 200025 992 BEIT1 226 20369 801 21378 931 69392
— R 7 [23201110:41PM 72 9867 972 73218 71 72630 964 83728 1122 74287 995 e8BaET[  1022| 222863 302 71423 948 71220 931 26449
8 [2/3201110:54 PM 2167979 963 218831 966 218742 954 213p32 952| 214229 957| 2035765 1010| 73742 R7[ 218 952 225482 982 757838
Window Layout b 9 [2/3201111:06 PM 7624102 10n7| 785047 i015| 7eee72[  1020| 752327 ione| 75esea|  1014| ee34Em2 996| 2536088] 1018 771%90| 1024 77eess[ 1018 2517291
hple 81372011 11:19 P 32860170 326179 363763 408611 550843 9588777 1137979 202239 38 1642 92 8875
Batch Table Layout » hple 81372011 11:57 PM 01786 0.0024 0.0055 0.0052 0.0046 0.0137 0.0820 0.0015 0.0052 0.0000
o o hple 81472011 12:09 AW 50085 04349 04384 04438 04654 36130 15708] 04315 04360 18909
Emove Lotumns. hple 8412011 12:22 AM 157770 14740 1.4470) 14438 1.4543) 12,1565 50211 1.4302 1.6385, 27109
Restore Default Columns hple 8/4/201112:35 AM 43.9983 44282 4.5907 43826 47169 38.4992 14,0406 43725 3.8254 17.2780
- pple 8142011 12:47 AW 149.3063 15.3387 15.8213 155714 16.1309 1351231 46.6525 15.0457 13.9448 57.0075
Load Column Settings... hple 8/4/2011 1:00 AM 451.1134 47.0283 47,6888 465171 47,5886 4292127 1416326 477655 42,0208 168.6467
Save Column Settings... hple 8142011 1:12 AM 1528.7403] 148.9406 150.4875 148.1366 158.5599 1390.5888 4909122 157.1570 143.3065 514,9689
hple 8/4/2011 125 AM 385318 841637 5.7807 4.9510 13.8139 155.1843 0.0000 9.4868 15.8711 65.9222
Reset Sort
Lock Sample/Compeund Columns
Expand All
Collapse Al ) ~ X |Calibration Curve ) - X
i~ E M LT GT BA CO RT INT Eo -l Type: Li ~ Origin: | ~ Weight 1/ ~| 151D c
Auto Review Samples Ctrl+1 ! | ﬁ ‘IJ'I‘ = | 'l‘ i A ‘ ﬂ a ﬁ h }k A ﬁ A s : ;g s =l = ype: Hnear ngin: ignere =9 * Qc
Decxynivalencl - @ Levels, @ Levels Used, 3 Points, 9 Points Used, 0 QCs
Auto Review Compeounds Ctrl+2 1.493 min. i v =1.068232"x - 1.280418E-004
ERLE| 2 B5qR"2=059931220
(] 2 24 Type:Linear, Origin:|gnore, \Weight:1/x
244 3
T 75
s
224 2 74
2] 2 654
1.8 59
5.5
164 5
144 45
1.24 41
35
14
a4
0.84 251
06 24
044 1.5
02 y
1 054
0 04
-0.24 -0.54
' 06 07 08 D09 i T 12 13 14 15 16 17 18 19 2 71 22 23 24 05 ) 05 i 15 3 75 3 25 i 45 3 55 & 55 7 75 3
Acqguisition Time (min) Relative Concentration

Processed ISTD-30 Deoxynivalenol 20 Samples (20 total)
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Compounds at a Glance - Mycotoxins_QQQ - Mycotoxins_Demo.batch.bin =n e |
File Edit View Analyze Layout Tools Help

4 3 ‘ B3 | (= AnalyzeBatch ~| 32 | 4 ~ = | Panes: 9x9 v| Sample Approved | A g 85 | a2 b o B oA A g £ A
I Salvent Blank [13C-Deoxynivalenol] Selvent Blank [Decxynivalencl] Solvent Blank [13C-Aflatoxin G2] Solvent Blank [Aflatcxin G2] Solvent Blank [13C-Aflatoxin G1] BRI RGN Sclent Blank [13C-Aflatoxin B2] Solvent Blank [Aflatoxin B2] Solvent Blank [13C-Aflatoxin B1] -
X Page Setup |> 63.1 Area=77 1297.1-> 249.0 Area=T8 x101{348.1-> 2591 Area=B x1027331.1 -> 3134) Area=288 %10 173461 -> 2122 Apea=60 x1027328.1 -> 2430 rea=274 %101 |332.2 -> 303.0 Arpa=t6 x102{315.1 -> 2589 Arga=322 13301 > 301.1 Area=161
— 7 654 3112 7 *328.1-> 200.1 fea=273 7 12543151 -> 287.0 Arfik=283
] e i
i 55 D'F&WW\AM\P
1 15 2 1 15 2 343536372839 4 343536372839 4 36 37 38 39 4 41 36 37 38 33 4 41 39 4 41 42 43 44 39 4 41 42 43 44 42 44 45 43 5
ISTD-Blank [13C-Deaxynivalenel] _ ISTD-Blank [13C-Aflatoxin G2] ISTD-Blank [Mflatoxin G2) ISTO-Blank [13C-Aiatoxin G1] ISTD-Blank [Aflatoxin G1] ISTD-Blank [13C-Aflatoxin B2] ISTD-Blank [Miatoxin B2] ISTD-Blank [13C-Aflatoxin B1]
«105 |312.2-> 263.1 Area-510450 x10 43481 -> 2591 Area=50733 %102-331.1-> 3130 Area=80 %104 3461 -> 2122 Aea=201214 «102]329.1 > 2430 Aea=349 %104 |332.2 -> 303.0 Arga=1339T1 x102315.1 -> 2589 Arpa=154 %10 53301 -> 3011 Area=289704
3)\&;{;@%\}'{ . 3231 -> 2001 Afge=202 1 152151 -5 287.0 Aghk=313
1 14 1 J i
0.5 Y 1 2l 1 05
343536372839 4 343536372839 4 36 37 38 39 4 41 36 37 38 33 4 41 39 4 41 42 43 44 39 4 41 42 43 44 5
ISTD-10000 [1 ac- Decoqnualenol] [EN e ST 10000 [13C-Afatoxin G2] ISTD-10000 [Aflatoxin G2 ISTD-10000 [13C-Aflatoxin G1] ISTD-10000 [Aflatoxin G1) ISTD-10000 [13C-Aflatoxin B2] ISTD-10000 [Afatosxin B2 ISTD-10000 [1 IC-Alatoxin B1] =
%10 53122 -> 263 1 Agea-583956 x102 [*297.1 -> 249.0 Area=526 x104348.1 -> 2591 Area=52222 13311-> 3130 Area=607 %104 3461 -> 2122 Area-216425 %1024 x104 |3322 > 303.0 Arpa=135562 %10 53301 -> 31 1 Area=293858
b i ]
54 4
14 0.5
0.5 1 25 254 /\ =l 2 /l
05
15 1 15 2 343536372839 4 343536373839 4 36 37 38 39 41 36 37 38 33 4 41 i 41 42 43 44 39 4 41 42 43 44 45 5
15TD-3000 [13C- Dec:(ynwaleno\] ISTD-3000 [Decxynivalencl] 15TD-3000 [13C-Aflatoxin GI] 1STD-3000 [Aflatesin G2] ISTD-3000 [13C-Aflatoxin G1] 15TD-3000 [Aflatoxin G1] ISTD-3000 [1 3C-AMlatoxin B2] ISTD-3000 [Miatoxin B2] 15TD-3000 [1 3C-Miatoxin B1]
%105 |312.2-> 263 1 Area=550738 %102 |297.1-> 249.0 Agea=1373 x1047348.1 -> 2591 Area=51003 13311 -> 3130 Area=1590 %1047 3461 -> 212 2 Agea=203087 «1034329.1 > 2430 Apea=3772 104 |232.2-> 3020 Arg==129262 %102 |315.1 -> 2589 Arga=2965 %10 53301 -> 301 1 Area=287548
1 1297.1->203.0 1 1 14329.1-5> 200.1 Arka=2535 13151 -> 2870 Affle=2338
054 21 H 4] 2 054 051
: 14 05 24 0.5+
i P ' i 15 2 " 3432536373839 4 " 3435363738339 4 36 27 38 385 4 41 36 27 38 335 4 41 i 41 42 43 44 39 4 41 42 43 44 £5 5
1STD-1000 [13C- Deoxynl\.raleno\] ISTD-1000 [Decxynivalenl] 15TD-1000 [13C-Aflatoxin GI] ISTD-1000 [Afitoxin G2] ISTD-1000 [13C-AMatoxin G1] 1STD-1000 [Aflatoxin G1] ISTD-1000 [1 3C-AMlstoxin B2] ISTD-1000 [Miatoxin B2] 1STD-1000 [1 IC-Alatoxin B1] T
x105 |3122-> 2631 Appa=530222 %10271297.1 -> 249.0 Apea=3798 «104348.1 -> 2591 Area=50924 ©103 |3311 - 313 Area=2515 11043461 > 212.2 Arga=204012 %103 | 3291 > 2430 Arga=12634 x104 [3322 > 303.0 Arpa=130581 %10 27315.1 -> 258 9 Arga=9240 %10 53301 -> 31,1 Area=291887
1297.1-> 200.0 Alga=2645 331.1-> 24} Area=2752 73291 -> 2001 Afa=8250 3151 > 28702
| 05 054 1 1 44 2] 2] 24 054
0254 0.5 24 1
X
' i 15 2 ' 1 15 2 " J42526273829 4 " 2435235373839 4 36 27 38 33 4 41 36 27 38 39 4 41 i 41 42 43 44 39 4 41 42 43 44 f3 5
ISTD-300 [13C-Decxynivalenal] I1STD-300 [Decucynivalenal] ISTD-300 [13C-Aflatoxin GZ] ISTD-300 [Aflatoxin [32] 1STD-300 [13C-Aflatoxin G1] ISTD-300 [Afiatoxin G1] ISTD-300 [13C-Lflatoxin BZ] 1STD-300 [Aflatoxin B2) ISTD-300 [13C-Aflatoxin B1]
%105 |312.2-> 2631 Appa=528462 %1027297.1-> 249.0 fpea=11335 «10 43481 -> 2591 Area=52385 %102 |331.1-> 3130 Area=13395 %104 346.1 -> 212 2 fipea=708693 %10 413291 > 2430 Area=38932 x104 [3322 > 303.0 frpa=132437 x104]315.1-> 2589 Arga=28156 %10 53301 -> 3011 Area=294267
242971 > 203.0 Afpa=7428 ; 13311 -> 2891 Area=2305 o 113281 > 2001 Afda=24559 315.1 -3 287.0 Aje=21343
054 N 5] 4 . 5] 054 0.5
' i 15 2 ' 1 15 2 " J42526273829 4 " 2435235373839 4 36 27 38 33 4 41 36 27 38 39 4 41 i 41 42 43 44 39 4 41 42 43 44 f3 5
ISTD-100 [13C-Decxynivalenol] ISTD-'IDD [Deouxynivalenal] ISTD-100 [13C-Aflatoxin G2] ISTD-100 [Aflatoxin GZ] ISTD-100 [13C-Aflatoxin G1] ISTD-100 [Afiatoxin G1] ISTD-100 [13C-Lflatoxin BZ] 1STD-100 [Aflatoxin BZ) ISTD-100 [13C-Aflatoxin B1]
105 |312.2-> 2631 Apea=523387 %1047297.1 - 249.0 Agea=39042 «104{348.1-> 2591 Area=53156 w104 3311 -> 3130 Arez=46292 £104]346.1-> 212 2 Area=208728 «104 3291 > 2430 Area=134314 %104 |332.2 -> 303.0 Arga=137266 £1047315.1 - 258.9 Arga=38150 %103 3301 - 3411 Area=299055
05| 297,12 2030 Alga=24556 ; 122115 248y srea=2035 5] 13291 -> 2001 Afa==83045 4 3151 > 2870 Arg=73340
i 5 . ] i i 1 0.5
05 0.254 0.5 25 2 2 H
' 1 15 2 ' 1 15 2 " 3435376373839 4 " 343535373839 4 6 37 38 38 4 41 76 27 38 38 4 41 I 41 42 43 44 9 4 41 42 43 44 42 44 45 48 &
1STD-30 [13C-Deaxynivalenol] ISTD-30 [Deoxynivalenol] 1STD-30 [13C-Aflatoxin G2] ISTD-30 [Mflatoxin G2] ISTD-30 [13C-Aflatoxin G1] 1STD-30 [Aflatoxin G1] ISTD-30 [13C-Aflatoxin B2] ISTD-30 [Aflatoxin B2] ISTD-30 [13C-Aflatoxin B1]
«103 |312.2-> 263.1 Apea=505942 %104 |297.1-> 249.0 Apea=114244 «10 43481 -> 2591 Area=51309 %10 473311 -> 3130 Area=140887 %104]346.1-> 212 2 Area=208300 10343291 > 242.0 Area=339465 %104 |332.2 -> 303.0 Arga=137203 «105 |215.1 - 2589 Arga=263729 %10 33301 -> 311 Area=298441
22971 > 203.0 Afka=T1771 ; 443311 -5 249 Area=82328 5 113291 > 2001 Afga=286217 4 315.1 -> 287.0 Afga=217405
0.5 14 1 24 5] 054 P 05 0.5
' i 15 2 ' 1 15 2 " 243536373839 4 " 243535373839 4 36 37 38 39 4 41 36 37 38 39 4 41 i 41 42 43 42 39 4 41 42 43 44 42 44 46 48 &
ISTD-10 [13C-Deaxynivalenol] ISTD-10 [Deoxynivalenol] ISTD-10 [13C-Aflatoxin G2] ISTO-10 [flatoxin G21 ISTD-10 [13C-Afatoxin G1] ISTD-10 [Aflatoxin G1] ISTD-10 [13C-Aflatoxin B2] ISTD-10 [Aflatosin B2] ISTD-10 [13C-Aflatoxin B1]
%105]312.2 -> 263 1 Arpa=266800 %10+2871 - 249.0 Apea=163323 «104{ 381> 2591 Area=51133 %105 |231.1 > 3130 Area=470050 %10 4]346.1 -> 2122 Area=207281 X105 32815 2430 Arga=1353043 | 104 |332.2-> 303.0 Aupa=120486 «105]315.1 -> 258.9 Arpa=1034867 510 5 |330.1 > 341.1 Area=305902
528715 200.0 A=-228567 121> 248 Area-a07e12 5] 73291 -> 2001 Afdn-001524 S J2151 > 267.0 Ale-7e450
05 1] i 1 _
254 0.5 25 21 24 1 05
343536373839 4 " 243535373839 4 36 37 38 39 4 41 36 37 38 39 4 41 38 4 41 42 43 44 39 4 41 42 43 44 42 44 46 48 5 | .
| ¢ < 1 | C

X333 Y70826.171 | 20 Samples (20 total) | 22 Compounds (22 total)
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Samples | Compounds | Organ Samples ‘ [ Compounds | Orga Samples | Compounds | [Organize ‘ Samples | Compounds | Organize | [Outler |
Samples: Compounds: Organize Rows by: =[] Peak Resutt ~
Name Data File Name Type @) Compounds -[|Peak Mot Found
= -] Peak Resalution Frort
) Samples '
-[] Peak Resolution Rear
[[]Peak Resolution R
Overay: [ Retertion Time
_ . [ Relative Retention Time
© None -target only [ Integration Metric
() Mone -target and qualifiers -] Symmetry
@ Quali [ Full Width Half Mzodmum L
@ Qualifiers - [FPurty =
i@ ISTD -.[]] Signal To Moise Ratio
= . ’ [ Limit OF Detection
(1 Matrix Spilc
B e =Pl -..[7] Limit OF Quartitation
{2 Compound Groups - [E]Method Detection Limit
(7) Sample Groups H"Ggﬁlalﬁ‘ o Nt Found
[ Qualifier Peal oun
Add = Add > O -] Qualifier Peak Resolution Front | &
Add Compounds [E] Qualfier Peak Resolution F
Samples shown in this order: Compounds shown in this order: © Samples gua::?er g?ak lFf;.ESEr:IIUt.iDn HH;?F
-] Gualifier Signal To Moise Ratio
Name Data File Name Type [T Qualifier Ratia
13C-Demgmivals -] Qualfier Integration Metric
Solvent Blank Blank_01.d : -.[T] Gualfier Peak Symmetry
S TD-Blank 014001, Deaxynivalencl | Target [T Qualifier Peak Full Width Half Madmum
po— 4021001 13C-Mlatosdn G2 |ISTD =-E]ISTD
10000 _ =
ISTD-3000 Sid-03+001 Afatoxin G2 Target g g;:ile
: 13C-Mlatoxin G1 - |I1STD & [ Calibrati
ISTD-1000 Std-04+001. -] Cabration
Aflatosin G1 Target 5----;’—'wemge Response Factor RSD Al
ISTD-300 Std-05-r007. "
13C-Aflatoodn B2 ISTD Fitter:
|4S'||'D-'|DD Std-06-r007. o S R e e
l (7 Show panes without outliers
@ Show panes with outliers
< <Back || MNed» | Aeply || 0K || Cancel

Agilent Technologies
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Compounds at a Glance - Mycotoxins_QQQ - Mycotoxins_Demo.batch.bin

: File Edit View Analyze | Layout _ Tocls Help

% d Predefined Layouts b Batch - ¢]~l_’ﬁ | L -~ =
15T Saved Layouts » Jade's favourite Layout

x10 ¢]~l_’ﬁ Setup Layout... F10 Jades' layout for Drugs of Abuse

1'12 Load Layout... update

1.1 Save Layout...

-I_-IE Set as Default Layout

Compounds at a Glance - Mycotoxins_(QQQ - Mycotoxins_Demo.batch.bin

: File Edit View Analyze |Layout| Tools Help

Predefined Layouts 2

ST Saved Layouts 2
*10[

i :F_’ﬁ Setup Layout... F10

! Load Layout...

g Save Layout...

0 Set as Default Layout

0

05

0.4

03

0.2

01

Samples/Targets/Auto Scale

Samples/Targets/Link X Axes + Fit to low CAL
Samples/Targets/Overlay Qualifiers + Link X Axes
Samples/Targets/Cverlay ISTDs + Link X, Y Axes
Samples/ISTDs/Cverlay Qualifiers + Link X Axes

Samples/Targets/By Compound Wrapped + Fit to low CAL
Samples/Targets/By Sample Wrapped + Fit to low CAL
Calibration/Targets/ByCompound Cverlapped + Fit to peak
Calibration/ISTDs/ByCompound Cverlapped + Fit to peak

1 - Agilent Technologies

NEW in B.07.01

Compounds at a Glance - Mycotoxin

: File Edit View Analyze | Layout
E d Predefined Laycuts b
15T, Saved Layouts b
«10]
g:% Setup Layout... F10
1.2
. Load Layout...
1.1 Save Layout...
1)
10 Set as Default Layout

July 29, 2015
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Compounds at 2 Glance - Mycotoxins_QQQ - Mycotoxins_Dema.batch.bin @\E"él

File Edit View Analyze Layout Tools Help
R & S| G E,E Analyze Batch ~ ;:*:f L] = | Panes: 3x2 - Sample Approved _l_ i &2 s & h _&_ _& ﬁ A
1STD-10000 [Aflatoin G2] 1STD-10000 [Aflatoxin G1] -
x10277297.1 -> 243.0 Area=526 %1027331.1 -> 313.0 Area=607 %102 |329.1 -> 243.0 Area=1428 T
172971 -> 203.0 Area=534 331.1-> 2451 Area=260 329.1-> 200.1 Area=313
1.854 344 £.25
1.8 e 6
B ] 575
1654 a4 55
16 5.25+
1.5 £H 5
1.5 4754
26
1-145- 45
1354 24+ 4254
§ 44
13 23]
1.254 . 3754
124 2 3.5 =
1.154 325
114 1.8+ 1
1.054
1 16+ 2
0.95 254
0.5 144 2.25
0.85 24
0.8 1.2+ 1.754
0,754 1] 154
074
1.254
0.65 08
06 7 11
0.554 0.754
D'S_l T T T T T T T T T T T T T T T T T T T DG_ T T T T T T T T T T T T T T T T 1 05_ T T T T T T T T T T T T
06 07 08 0% 1 11 12 13 14 15 16 17 18 18 2 21 22 23 24 33 335 34 345 35 355 36 365 37 375 383 385 39 395 4 405 36 365 37 3.5 38 3.85 35 355 4 405 41 B
¥ Outliers 2000 isi
Deoxynivalenel: Accuracy value = 128.2 is outside the allowed range [80.0, 120.0] )Ijgl:z)__ 708 LF_I;FTBET‘IL%%
17 e T E G O Area=252 : 37 706.4 -> 318.3 Area=184
1.654 1.75
16 174
1.55 1.65
1.5 1.6
145 ]
1.4+ 145
1.35 1.44
1.3 1.354
1.254 1.2
124 1.254
L 1.2
1'11?_ 1.154
1.1
1.05 1.054
1 14
055 0.85-
0.9 0.3
0.354
0.85
02 0.8
: 0.75
0.75 07
07 0.65
0.65 0.6
0.6 0.554
055 Udr
054 0.454
T T T T T T T T T T T T T T — —T—1 1 T T 1T — T —
57 5.5 58 5.85 53 535 13 6.05 6.1 6.15 62 575 58 585 59 595 6 605 61615 62 625 63 635 64 645 65 655 66 665 67 675 -

< 1 | 3
X 2.22 Y146.775 | 20 Samples (20 total) | 22 Compounds (22 total)

- Agilent Technologies July 29,2015
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MassHunter Quantative Analysis Workflow

Review-

by-
Exception

'ﬂf” Collect

Manually Create Data
Sample List

%% Agilent Technologies

Generate
Reports

July 29, 2015
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Excel Reports: A Case Study

Melissa Churley' and Joan Stevens? 1Agilent Technologies Inc., 5301 Stevens Creek Blvd.. Santa Clara, CA'95051 USA -2Agilent Technologies Inc.. 2850 Centerville Road, Wilmington, DE 19808 USA

Distribution of Average Recoveries (n=6) for 126 Pesticides Spiked at 1, 5, 10 and 50 ng/g in Carrot, Tomato and Celery

80 100 70
90
70 | 60 c I
Carrot 1ng/ Tomato m1ngle elery
m1ng/g 80 H1lng/g
60
5 H5n
ng/g 0 e/e 50 | s ngle
H10n
w0 8/8 " 10 ng/g m10ng/g
50ng/g > m 50ng/g . 50ng/g
§ 40 e 50 g
g 2 3
T o w0 g *
2 o3 g 2
30 20
20 -
20 -
10
10 10
0 0 | 0
0-49 50-59 60-69 70-79 80-89 90-99 100-109 110-120 >120 0-49 5059 60-69 70-79 80-89 90-99 100-109 110-120 > 120 0-49 5059 60-69 70-79 80-89 90-99 100-109 110-120 >120

These graphs took just 3 minutes to prepare!

http://www.chem.agilent.com/Library/applications/5991-6069EN.pdf

% Agilent Technologies sty 20, 2015
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How reports work in MassHunter Quantitative Analysis

e A A I e s et
%II%IIZIIZI e = [
IZ,IZHZIIZIIIZ“ZHZ“ZM XML results -, — o,

MMM MMMV ] - ’

. . % e . * xls file Adobe
— Add-in
Graphics
I

IZIIZIIZIZIIZIIZIIZIIZI
e T |
|Z[|ZIIZIIZ|.IZHZI|Z| IZI 5. Agilent Technalogies

MMM MM v Build Document

v

M@MMMMM% Render Graphics g ‘/

n Adobe

July 29, 2015
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Significant Gains in Performance

Quant Report Generation Time
in Excel Performance Comparison

Excel 2013 32 bit = PDF Reporting
Excel 2013 32 bit mExcel 201364 bit mExcel 2010 32 bit EMO

in.)
2

(m
8

120
£

-
ha
[=]

F 100
|

-
[=]
[=]

on Time

=]
=]

=]
[=]

£
=]

Report Generatio

]
[=]

Report Generati

.
160

0 — — . I
4185 6975 8370 9765 1
No. of Compounds

(6]
o
— Excel Report Couldn't finish the lar

=

15 25 30

No. of Samples
**Also benefit of modernization of code base

.3+ Agilent Technologies Juy 29, 2015
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Automatically Generating Reports

Dozens of PDF Report Templates Available at Installation

Agilent Technologies

| AuditTrail.report.aoml 5/19/20155:42 PM XML Document 1KE

|| DrugAnalysis.reportxml 5/19/20155:42PM XML Document 1KE

|| Drug&nalysis_DopingScreening.reportxml  5/19/2015 5:42 PM XML Document 1KB

R e p O rt M eth O d | ] Env_CC_Avg.reportxml 5/10/20155:42 PM XML Docurnent 1KB
|| Env_CC_MidPoint.reportxml 5/19/2015 5:42 PM XML Document 1KE

- - Env_CC_Previous.report.xml 5/19/2015 5:42 PM XML Document 1KB

¢ ConSOIIdateS report Settl ngS E Erw_DuaIGCResuIts.F:eport.xml 5/19/20155:42 PM XML Document 1KE
| Env_DualGCResults_TIC.reportxml 5/19/2015 5:42 PM XML Document 1KE

- Tem pla’tes’ G raph IC Settl ngs, post process ™ Env_InitiaI(?aI.report.me 5/19/20155:42 PM XML Document 1KB

|| Enw_LCSSpike.reportxml 5/19/2015 5:42 PM XML Document 1KE

| Env_MSD.reportaiml 5/19/2015 5:42 PM XML Document 1KE

b S u p p O rts b Oth Exce | an d P D F || Env_QA_Check.report.xml 5/19/2015 5:42 PM XML Document 1KB
= || Enwv_Results.reportxml 5/19/2015 5:42 PM XML Dacument 1EKB

Env_Results_withGraphics.reportxml 5/19/2015 5:42 PM XML Document 1 KB

Report Method Edit - Demo.m Lol o] = EEm.r_TPH_‘u’alidation.?eport.xfnl 5/19/20155:42 PM XML Document 1KB

ICRECE - | | Gen_ByCompound.reportxm 5/19/2015542PM XML Document 1KB
D@l [ ] [ Gen_BySample.reportxm 5/19/2015 542 PM XML Document 1KB

Templates | Fesults | Graphics settings || Gen_BySample_withSN.report.xml 5/19/2015 5:42 PM XML Document 1KB

T emplate Report mode Destination file Publish farm || Gen_Calibratien.report.xml 5/19/2015 5:42 PM XML Dacument 1EKB

» |Batch + | Complete report pdt | PDF | Gen_Complete.reportaxml 5/19/2015 5:42 PM XML Document 1KE
C:AProjectshTechnic..plete_B_05_01.xtx | .. |Batch ¥ | QuantReport_|5.. |XLSK L| Gen_LIMsIntegration.report.cml 5/19/20155:42PM XML Document 1KB

|| Gen_ResultsQualifierRatio.report.xml 5/19/2015 5:42 PM XML Dacument 1EKB

|| Gen_ResultsSummary.reportxml 5/19/2015 5:42 PM XML Document 1KE

|| Gen_Samples.report.xml 5/18/20155:42 PM XML Document 1KB

|| Gen_Samplestemplatexml 6/1/2015 3:45 PM XML Document 84 KB

|| gen_samplesladetemplatexml 6/1/2015 4:21 PM AML Document 84 KB

|| UMslntegration_ExportResults.report.xml 5/18/20155:42 PM XML Document 1KB

logo.tif 5/19/20155:42 PM  TIFF image 743 KB

] ] 3 || QPCW.reportxml 5/19/20155:42 PM XML Document 1KB

|| Qutlier-BlankConc.templatexml 5/18/20156:14 PM XML Document 12KB

|| PAH_BicMarkers.repartml 5/19/2015 5:42 PM XML Dacument 1EKB

- b o || Pesticide_Residues.reportxml 5/19/20155:42 PM XML Document 1KB

I nCIUde Report MethOd In U nlfled Meth Od || QuantC5V.report.xml 5/19/2015 5:42 PM XML Document 1KB
|| 5IMScan.reportaml 5/19/2015 5:42 PM KML Document 1KB

|| TargetedDeconvelution.reportaml 5/19/20155:42 PM XML Document 1KB

July 29, 2015
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PDF Logo File

T — —
CUStOmIZE the PDF reportS by repIaC|ng the @_O' k. » Computer » Local Disk (C) » MassHunter » Report Tempiates » Quant » POF-Reporting »

shipping Agilent logo file with a desired Qe Rbodenr M -G — Hewioon

J. ENV 8 Name Date modified Type
I l L. EmvDemo
graphic (jpeg, etc.) A Codes
I gems
L Unknowns 18/2014 1025 A f
L ohe & logoutif 312/2014 £13PM  TEFim
}. MassHunter TR I : .
dit i rail.reportxm 3/12/2014 413 PM XML Fil
). Achive-only 0 > =
oS o =
}. ChemicalDataDi Drug &, logo tif - Windows Photo Viewer 8 @———“
). Columns e Ffle + Pont + E-mail Bun v Open ~ w
Env_CC
). Data
Filedd Env._CC
| eSS&gI
: o Env_CC
). GCMS
Env_Duall
). Layouts
Env_Inith .
). Library . -
log Env_LCS! ‘e
| i+ Agilent Technologies
L damethoss | B EmM '-..' gl ent lechno ogles
Env Q A M |
J. LibraryEdit :
J. quant
J. QuantRepornt
J. Unknowns
J. UnimownsAnaly 4
-
) Methods <
'..
). olg

I Repon Template

July 29, 2015
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2 mechanisms to create reports: via Excel or Directly (PDF reporting)

Excel PDF Reporting

Fully supported Available since B.06.00 SP1

Uses Industry Standard Excel Plug-In Significantly faster, especially for large data sets
Available since initial version of MassHunter Graphics are PDF direct content, virtually zero
Quantitative Analysis (~10 years), 400+ Graphics Device Interface resources consumed
templates

Minimum Memory Usage
Excel file format can be useful for repurposing

_ _ Logos, labels and graphics can be customized
* Word documents, Power Point Presentations

Based on Python programming language
Rich content, feature-rich y prog g languag

Foundation for LIMS/LIS fileless integration

Agilent Technologies




MassHunter Quantative Analysis Workflow

Review-

by-
Exception

'mgro” Collect

Manually Create Data
Sample List

Agilent Technologies

1

_—

Generate Upload
Reports Results

July 29, 2015
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Integration with LIMS/LIS/Intranet, etc.

R Aqgilent MassHunter Qu ' 19=01A
{ File Edit View Analyze Method Updatef Report JTools Help

: - i 0 & | 5 G= Analyze Batch - @ : L&/ Generate..
D O n e VI a. re p O rtl n g m et h O d Batch Table — Open Report Folder... '77*
: Sample: @] Sample-3 | %) Queue Viewer.. » ¢ ;
. . . . Sample Quieny. alifie...
Tutorial videos include details ® [¥[ tome | morie | Tipe  fccontfponMethods o
Q| ¥ [Blank-1 |CMAMBIK_01.d |Blank | 1: C\.."\Report Templates\Quant\PDF-Reporting\LIMsIntegration_ExportResults.m ]
. . . o|v Calib-L1 CMAMCal_L1.d |Cal [ ! = = = ! = == .9|[C]
Y SQL DIreCt Insert IS fIIeIeSS transfer y Nalik 12 CAAARACAL 1D A ~al 1N c nnnnl 2 140 1incall c 7Cc9n c 7Con 11C N ' Ixﬁvw 1298 25‘9 D
Generate Report A ]gg ggg %
1053] 26.4|[]
Batch file: ﬁi g“ g
9 Batch folder: C:\MassHunter\Data\DrugsOfAbuse) 1445 257 S
» 1284| 29.8|[ |
Batch file: DrugsOfAbuse-LIMsExportResults.batch.bin Browse
Compoun | peport folder: Ene

“Ieightz N ~ &
i

+ MRM (- C:\MassHunter\Data\DrugsOfAbuse\QuantReports\DrugsOfAbuse-LIMSExg

£ x102
3 ¢ Report method:

C:\MassHunter\Report TempIates\Quant\PDF—Reponing\LIMsIntegrationiExportResults.m

[ Choose... ” New... H Edit.. ]

1 Samples/Compounds:

(V] All samples [ Choose samples... ]

P r——— | —— p—

= 2 22 24 26

 —— (V] All compounds [ Choose compounds... l Relative Concentration
AGILENT\mtischler

4.3 Agilent Technologies uly 29, 2015
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Uploading Results

[—
% v | | o | [ =
Iéllll%ll v % [ 2 [ | —
0% % 7 ] 0 3 | o e [ > = >
[ o e | o e -
VMM MMM —
*.csv file
LIMS, LIS,
Intranet

“SQL Direct Insert”

SQL Insert Statements

&
RK
]
RIRIKIRE
RIRNRNE
&
&
RERRE
;

LIMS, LIS,
Intranet

.3+ Agilent Technologies Juy 29, 2015
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User Community Resources Highlights

In online Help, Videos,
What's new

2 min videos and 30-60 min
webcasts on www.agilent.com

Agilent MassHunter Quantitative Analysis Video Demos

- Agilent Technologies

o Usrseey Parne:
CTS & SERVICES CROSSILAB SOLUTIONS SUPPORT LIBRARY TRAINING & EVENTS BUY
Searcn Centralized Network Solutions

o OpenlAB ECM MassHunter Compliance (ssarser) #.
o Network Attached Storage (NAS) iadvenced) #..!

What's New in Quant B.07.01

FILTERS APPLIED Al (35) Explore (34) Shop (0) Support (0

1100138

15 for mas shustor '

Sbsos o Lookng for an Electronic Measurement product? Vist Keysight GC-MSD Library Search
RO VG oS MassHunter Software: MassHunter Walkup o Ll_bra Method (scarver) #eut
o Library Search (scarter) #.:
Content Type o Library Search Results (zdvanced) #..r

o

o Go To NIST MS Program (advanced) See!

Solutions

GC-MSD Library Search Report
o TIC Library Search report (scarcez) s
o TIC Library Search report Technical walkthrough (zavencea) #..

puar
GC Workflows
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Feedback about MassHunter Quantitative Analysis

“We work with QC analyses that involves tracking 40 parameters, looking at a
sequence of 10 samples at a time... before, we had to go sample by sample, data file
by data file to evaluate the sequence... Now, with MassHunter, we have created one
customized overview screen that enables us to scroll parameter by parameter all the

QCs for the full sequence very quickly.”

“At the American games in Mexico, having an option like Compounds-at-a-
Glance made it very easy to detect which compounds are positive. Also, having
the capability to customize our reporting is very important because we are
continuously adding new compounds to the methods and we need to incorporate

them into the reporting template.”

4% Agilent Technologies




Agilent Technologies auly 29, 2015

48




