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My Goal : Spark an interest in using MassHunter Data Analysis in your lab!
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MassHunter — A Software Suite

MassHunter software is modular:

= Different modules that focus on these specific tasks:

v Acquisition (Instrument Specific)
v' Quantitative Analysis (Quant)
v' Qualitative Analysis (Qual)

= A common reporting engine that uses different templates which are
based on the specific reporting that is required.

= Suite of accessory applications which aid in specific tasks:
v' Unknown Analysis: batch versions of deconvolution and library
searching |
v Library editor
v' Method development assistants
v' Data Translators
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MassHunter Data Analysis Software

MassHunter’s main data analysis modules have different functions:

Quantitative (Quant): Qualitative (Qual):

(Target Analysis - Quantitation) (Discovery of non-target compounds or
features, & Method Development)

* Finds compounds
= Identifies compounds

= Uses chromatogram and spectra
extraction tools, i.e. deconvolution

= Searches El Libraries

= Review Batch results

= Visualize quality outliers

= Powerful quantitation engine

= Flexible result and report presentation
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Delivering Data to MassHunter Data Analysis

Quantitative (Quant) and Qualitative (Qual) analysis modules can
process data from any Agilent MassHunter software system.

translated into
the MassHunter

format.

I MassHunter format

GC/MS Acquisition Module |
Triple Quad GC/MS, GCMS Q-TOF |

Chem Station | |
Single Quad LC/MS I Translator |> MaSSHuntel’
Chem Station |
Single Quad CG/MS (MSD) [ Transiator ng?”t
------------------------------------------------------------------------------------------------------ Qual
— Modules
LC/MS Acquisition Module |
Triple Quad LC/MS, LC/TOF, LC/QTOF __| I-|>> SOMSD & CEMSD
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5975C SQ

7890 GC

5975E SQ 5975T LTM SQ

Agilent GC/MS
Deploying MassHunter Software
Agilent GC/MS/MS

220 1T

7890 GC

240 1T 7000 TQ

7890 GC 7890 GC
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GCMS Translator — GC MSD

GC MSD Translator converts GCMS data files to
MassHunter format.

a) single file translation

b) Multiple file translation

c) Automation with E.02.00 through macros

GC MSD ChemsStation Quant Method Translator
converts MSD Chemstation quant database to
ChemStation MassHunter quant format.

Quant
Method
Translator
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GCMS Translator — lon Trap

MSWS Data Translator coverts MS Workstation

data files to MassHunter format.
a) single file translation
b) Multiple file translation
c) Automation with through command file

MSWS Quant Method Translator

WS Oua GC/MS Translator for the MS Workstation
Method . . Quick Start
Translator ® ° ; ° °
ove
c0e® ©Oo0-:-1
..... Translate an MS Workstation Quant
® ® e, Method into a MassHunter Method
[ ]

Methods that were created by the MS Workstation can be automatically
converted for use in MassHunter Quantitative Data Analysis using the GC/MS
Translator software. Quantitation methods that were running successfully in
the MS Workstation frequently convert and validate with no errors in
MassHunter Quantitative Analysis. When validation issues are found, they are
automatically identified and are correctable using the MassHunter
Quantitative Analysis software.

Agilent Technologies

May 9, 2012



GCMS Translator — AIA / netCDF

GC AIA Translator converts AIA format MSD files
to MassHunter format

GC/MS Translator is included with GC/MS MassHunter bundles: G7010AA,
G7011AA, G6844AA, G6849AA, G6841AA and G6846AA

GCMS Translator is free!

Please give me contact information to recieve a copy
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MassHunter WorkStation Qualitative
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Extract Chromatograms

55 Agilent MassHunter Qualitative Analysis B.04.00 - Defaultm

e Extract multiple signal types to

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

23 a-FEE - PR [BE][A] R[] b 4l i @ S

n-‘DataNavlgﬁt ; /% Chromatogram Results
ot b Dt e 'éaucla@ww.gge 1 x|l B

B .e-; ldemo.d

'+ Find Compounds

Identify Compounds

Compound Automation Steps

Worklist Automation

miz of interest: Any
miz value(s):
Do cycle sum

create Chromatograms

e Definition of signals can be stored in

User Chromatograms %108 [+EI TIC Scan Pest - 200 - Scan.D
[¥]f4, + TIC Scan 4754 .
£ the method and used with
44
é-: : b automation
sl 3,25
g = E
E > Types of Chromatograms
5] TIC — Total lon Chromatogram
2 BPC — Base Peak Chromatogram
L[5 Merhed Explorec ckni |} B Method Editor: Define Chronsiagroms d EIC — Extracted lon Chromatogram
= Chromatogram =l (V) Extract Defined Chromatogram = | (7} | ) = 4
Integrate (MS) Defined chromatograms
Integrate (MS/M .
e m SIM - Selected lon Monitor
Smooth
Exclude Mass(es) m

MRM — Multiple Reaction Monitor-QQQ

Define Chromatograms | ! T [EF‘C v] 0 Integrate when

G T e B pNLC - Precursor Neutral
General evel: MS - ‘olarity: -Both -

'+ Reports Scans [leiﬂglastagescantypes v] LOSS Chromatogram

Other Chromatograms — DAD, VWD, ADC, GC

Instrument Curve - %Comp., Temps, etc.
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Extract Spectra

: %4 Data Navigator
Sot by Data Fie iz o 210 @ 4 - 1_‘_1}5\@%&\2‘4\4“ Minutes A=)
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Jser Chromatograms %107 |+EI TIC Sean Pest- 200 - Scan.D
. er/\’; 14: Extract MS Spectrum
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[l + Scan (11.184 min) 1 v ,
g + Soan (11,318 min) ® Extract Peak Spectrum
lul + Scan (11.604 min) 06 Extract Chromatograms.
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Find Compound b

Agilent MassHunter Qualitat
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ldentify Compounds with Library Search

i d o s

: 7 Data Navigator

||} 1} Spectrum Identification Resuls: + Scan (7.705-7.753 min) Sub

Sort by Data File

i Automatically Show Columns || 145} | @, 8

Structure Viewer: 1.1-Biphenyl._ X

Structure -

+ Scan (5.262-5.294 min) Sub
+ Scan (6.393-6.448 min) Sub

Assign Random Colors

&3 Choose Defined Color

Show

Hide
Expand Rows

Subtract Background Spectrum
Subtract Any Spectrum

Add Any Spectrum

Convert Profile to Centroid

Convert Profile to Centroid and Replace

Find Spectrum Peaks

Search Library for Spectra

Search Using NIST MS Program

Best Formula Score  Mass(DE)  IDSourc™ Score (Lib) CcAS
o Biphenyl. 4-ch C12HICI 98.08 LibSearch  98.08 1
Num Peaks
\mte\ henyl, 4-chloro- \m |s&u& \
Best Name Formula Score  Mass (DB)  IDSourc™ Score (Lib) cas
c 1.1-Biphenyl. 4-ch | C12HSCI 973 188 LibSearch | 573 2051-62-3
& 1.1-Biphenyl, 4-ch | C12HSCI 9661 [ 188 LibSearch | 96.61 2051629
i~ 1.1Biphenyl, 2-ch | C12HSCI 9532 | 188 LibSearch | 85,32 2061607
= 3-Chlorobiphenyl | C12H3CI 9454 | 188 LibSearch | 3454
(sl 1.1-Biphenyl. 2-ch | C12H3CI 5448 | 188 LibSearch | 34.48 2051-60-7
= 1.1Bipheny1, 2-ch | C12HSCI 538 | 188 LibSearch | 8438 2061607
= 1.1Biphenyl, 4-ch | C12HSCI 5281 | 188 LibSearch | 32.81 2061628
c 1.1-Biphenyl, 2-ch | C12HSCI 9223|188 LibSearch | 3223 2051-60-7 -
& 2l C12HsCI 9065 | 188 LibSearch | 30.65 2051618

User can overwrite
reported compound

Add/Edit Manual Identification

Structures available and
added to Spectra

A\ ch

Results }4 Spectrum Igentification Results: + Scan (7.705-7.753 min) Sub |

% SetAnchor - = 5
[Z Method E|  ||: [} Method Editor: Search Unit Mass Library  |[: 111 MS Spectrum Results
Clear Anchor
Chromato| t@s@mnub.a.yfursmdmvﬂlq-(uv F I R I TR MAlD o 4v|
Move to Background Spectrum -
Spectrum | Settings | Search Resuls | %105+ Scan (5.262-5.294 min, § Scans) evaldemo.d Subtract
Bl Copy to User Spectra o
Library selectio i
F General (%! Delete | 1o seiecten 25 52 B e BN
4| Reports e o 2?2.I|. i l e 3
Find Compounds D:\MassHunter\Lbrary\NISTOS L () %105+ Scan (83996448 min, 7 Scans) evaldemod Subtract
1541
F| Identify Compounds Search crteria 5 0
[Search Unit Mass Library Il eesin spectral matching at 2000 miz o 1 _ 3
P R - Enable screcning %105 [+ Scan (7.705-7 753 min, 7 Scans) evaldemod Subtract
5 188.2]
Worklist Automation Adiust Score 1521 O
761
¥ Export MS/MS search o I A .
raGETEE %104+ Scan (8.838-8 978 min, & Scans) evaldemod Subtract
2521 -
Symmemcfns) v * 05~ : .
T mp
911 1181 1491 1850
od . i e (I )
4 6 s 1o 120 1o 160 10 200 20 2% 20
Counts vs. Mass-to-Charge (miz) -

Library search User Spectra or Compounds.
Library search parameters are part of a method.
*May use Retention Time or Retention Index in seach
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Using NIST library matching from Qual

nﬁ ataMNavi A romatogram Hesul
S " et » Export spectra to NIST
B[] evaldema.d
= T\E,I\hio-r[n%osgc[aa:s 341402: 1+ TIC Scan evaldemo.d
El ' j . . .
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Sublrack Any Spectrum M aSS H u n te r re p O rtS

Add Any Spectrum

Convert Profile to Centroid

el LN e LRl 13 NIST MS Search 2.0 - [Ident, Presearch Default - InLib = 120, 100 spectra]
Find Spectrum Peaks

"I File Search Wiew Tools Cptions Window Help

Search Library for Spectra

RS EEBE -2

| Search Using NIST M3 Program
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U @|b|ﬁ-“‘|§| [1.+5can [9.?55-9.?33min,5scans]E\L|@| ?::::|®| @|@|

Ve i Y Set Anchor —
{5k Methad Explorer: librarysearchm [B] + Scan (52625298 mi_[12 [4) + Scan [6.3936.448 mi.. # 74 Hame: + Scan [39.755-9.788 min, 5 scans] evaldemo.d Subtract
\ | 1o Bt MAA D 4 DB: Text File
2 | 2 = a7 10 largest peaks:
¢ i |4 5 74999 07647 F5196( 143172 43155)
. ) o A}E N 97 113 18827 70 5 '1‘305n1;i.l #105] 57 95| B3 80| 227 74
- 4 x YOS
Mames p, Structures / Spec List 40 80 120 160 200 240 280 | rosynoryms
nainlib; replib; rist_salks; 220460 tatal spectra [Text File] + Scan [9.755-9.788 min, 5 scans) evaldemo.d Subtract
10 PlotfTest of Sesrch Spectrum A Flot of Search Spectrum . FlotText of Spec st J
1
1
1000 900 800 700 00
[P Hexadecanaic acid, m... |2 [M] Hexadecanic acid, m.. # &+ Scan [3/00-9. 700 min_ & scans] evalden] Tifference MF=A97 FMF=020 [d Hexadecanoic acid, methyl ester
97 920R 69.9P T T avTR Baap © = |\ Difference A Headto Tail_p,_%ide by Side A _Subtraction J 297 920R 69.9F
E 10 4
. : . a7 /D\H//\/\/\/\/\/\/\/
B i e e R i i e e 5
u] HE—] 43
: - 55 o
0 f i T 20 30 40 50 60 70 B0 90 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280
= ¥ | [replit) Hexadecanoic acid, methyl ester
Structures InLib = 120, Hit List M\M/‘y_
] Lib. Search | Other Search | Mames | Compare | Librarian | MSMS |
For Help, press F1 Ident Tdent [ |
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Library Editor & Available Libraries

Fie Edit Toadls

wound Table

A dedicated application, the

Help

\ Library Editor - Demo.mslibrary.xml*

eI CEN RaAr

. - - Compound 1D Compound Name CASH Formula Molecular Wweight | Retention Index Library ID User Defined
Library Editor, is used to 1 ' e 1 1
y J 2 Biphenyl 000092-52-4 C12H10 154.078 1
- - 3 4-Chilorobiphenyl 002051-62-3 C12H3CI 188.038 1
C re ate e d I t a n d m 0 d I 4 Methyl palmitate 000112330 C17H3402 270.254 1
] j 5 Barbital 000057-44-3 CBH1ZN203 184.085 1
B Butethal 000077-281 C10HTEN203 212118 1
I H b 1 7 Amobarbitsl 000057-43-2 C1TH18N203 226131 1
u S e r I rar I e S L] 8 Pentobarbital 000076-74-4 C1TH18MN203 226131 1
3 Secobarbital 000303-43-3 C12H18N203 238131 1
10 Methadone 000076-93-3 C21H27ND 308.208 1
" Cocains 000050-36-2 C17H21ND4 303.146 1
12 Codeine 000076-57-3 C18HZ1ND3 233151 1
13 Morphine 000057-27-2 C17H13ND3 285,138 1
Spectrum Yiew Froperties
:‘Max‘ # of panes: 1 ] ::u:::::;;:::i Tone [L] 2485284167 610107156414 A
\ + Scan Dodscane | 000112-40-3) Ba:a Peak Abundance 99390
“ P Base Peck Mz 570
Callision E nergy
Compound ID 1 ]
Highest Mz 201.0 3
:
lan Polarity Positive

Libraty Edikor

Auwailable Columns

Alternate Names

1| | Boiling Point

Description

Last Edit

Agilent provides over 15 El Libraries such as:

v NISTO8

v Wiley8th+NISTO08

v Fiehn Metabolite Library
v Japanese Pesticide list

Librarny IO

kdelting Point
honoisotopic Mass
RFetention Index
User Defined

Show these columns in the order

Add =

Al All ==
<< Remowve All

Compound 1D
Compound Name
CASH#

Formula

tdolecular Weiihl

bdorwe Down

[=].9 ] [ Reset

] [ Default ] [ Cancel

May 9, 2012




Annotate and Document

: /A Chromatogram Resulls 3
Annotate chromatograms and  =«: cms«ilsac - «xisaERn s E
Spectra USing text’ graphics WD2DDBDSD?-GE-PDDDU180-A2-I1D -
(.jpg) and chemical structures = » inarin
(mol) : A

. .y th+ y N i "

Mass Caliper to document b
fragmentation and losses _f(

+ Sean [10.562-10.599 min. 14 scans] D20030507-GC-PO000T80-42-1.0

Export or copy & paste
graphics into presentations
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Automation - File Open Actions &
Post Acquisition Worklist Processing

%t Method Explorer. Defaultm

Chromatogram

[Z' Method Editor: Assign Actions to Bun Opening a Data File
A g e | () 7| Method Items - | (5 3G

Spectrum

= General

Analysis Report
Compound Report
Common Reporting Options

File Open Actions

Extraction Data Format

Find Compounds

Identify Compounds

Compound Automation Steps

Worklist Automation

Export

Awailable actions

Integrate Chromatograms

Integrate and Extract Peak Spectra
Smooth Chromatograms =
Generate Cu:umu:uund Feport

(>

Generate Analysis B
Find Compounds by Chru:nmatn:ugraphin: Deconvolution
Cnrralate | W Chromatonrame with Cnmnnnns -

3 | | &

Actions to ke run

Integrate and En-dract Peak Speu:tra
Generate Analysis Report

XL
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Quantitative Analysis Screen

Th e Q u ant B atc h fim Agilent MassHunter Quantitative Analysis - DrugsOfAbuse - DrugsOfAbuseDemo |§| ‘Z”EW’gl

: Flle Edit View énalyze Msthod Update Report Took Help
r n I k I H k th H P i A S | GF snalyzsbBsteh | @ ¢ Layeut: B B BB B [A] Restore Dafault Layout
screen 100KS lIKe TNIS. o =
i Sample: & B Sample Type: <all> | Compound: [$5] 1: Amp ~ [=] 15TD: Amp-ds Time Segment: | <all= - LS BB B <l e
Sample AmpResuls | MethFesuts | MDMAResubs | Cocaine Resuls
| | 1 @ s MName Data File Type Lewvel Acq. Date-Time RT Final Conc. RT Final Cone. AT Final Conc. RT Final Cone,
Res u Its In fO rmation D | ¥ | Blank-1__| CMAMBIK_01d | Blark, 5/12/2006 1.48 PM H ] nm?w 55724) 2433] 118235
¥ | Calbll | CMAMCalL1d_| Cal 1 [5/12/2006 1.51 PM 2141 33187| 2247 25936 2276 2o624] 2453] 24087
fO rt h e b atc h can b e ¥ iz EMAME:I_LZ ER] 2 |5/12/2005 154 PM 2140 57433] 2248 5i011] 2277 4661] 2454] 47682
. . . ¥ | Caltl3 | CMAMCalL3.d | Cal 3 [5/12/2005 1.57 PM 2134]  13.6608] 2247 15.1623] 2.077]  11.2726] 2459  11.5607
CalibLd | CMAMCal L4d | Cal 4 [5/12/2005 200 PM 2002 257561 2.228]  27.0574] 2.064]  24.6702] 2.449] 252501 R e S | t S
d IS p I ayed ' VI su al g ul d es Calibl5 | CMAMCal L5 | Cal L5 |512/2006 203 PM 2101] 124.4844] 2237] 124.2764] 2.271] 1251660] 2.448] 1250768 u
. . I OCLZ | CMAMOC L2d | dC 2 |512/2006 206 PM 2142  52293] 2.248 5.2414] 2275 4.6567] 2453  a.287
h | g h I | g ht S p ecl f IC d ata OCL4 | CMAMOC Lad | oC L4 |512/2006 209 PM 2135  2/8033] 2.246]  27.7713] 2.276] 23.0391] 2455 245377 .
. . O | * | Samplel | CMAMSam_0.d | Sample 5/12/2006 212 PM ﬁ 4.4257] 2315 56138 | n O r I I l atl O n
Sample2 | CMAMSam_02.d | Sample 5/12/2006 215 PM 2143]  48977] 2.250 5.8102] 2.280 51778] 2450] £33
th at fal I outsi d es p ecCl fl C, 3 Sample-3 | CMAMSam_03.d | Sample 5/12/2006 218 PM 2105]  14.2183] 2.236]  14.1876] 2.267]  10.7772] 2445 109299
predefined conditions.
= Compound Information ST IRATT o2 TS =
d. I h I i@ | @lﬂr—\[ﬁ[ﬂllﬁl@" $ A= i o] [®@] | Tvpe:|Li -| ongn:| s [ge] e i oa e &
IS p ayS g rap iIca +MRM [135.2 > 31.4) CM&MS am_03.d 136,25 T4 1962 119.4 + MRM [2.0332.234 min, 33 scans) (136.2 . [||[&mp - 5 Levels, & Levels Used. & Pairts, 5 Paints Used, 2 GCs
. £ w10 £ 1027 Ratio=25.3 £ w103 914 g o5l jﬁiz?'—ugagsggzzwu
representation of the 3 67 3 & 5 & 5 T2
cg- 6.25{ 6.25 65 o 48
peak, qualifier ] o] ‘]
5.75-| 5,75 =70 2 s
H H 5.5 5.5 -
information, spectral a5 ] 424
5 5 234 .
H H ] ] 5 82 .
information, and the g el atch Information
s Compound Information <
ISTD. Visual guides " P — : sal et
a70) 375] o (i.é., Calibration Curve)
' ' ' 254 25 1
help identify associated =,
3 34 3.25 2.4
data problems. ] 27 3]
2254 2254 2754 2]
24 8 R FH==f==F=g== 25+ 1.8
1.75 1.75 222* 154
1 1.5 1.5 |
= Batch Information e [ 14
14 14 154 -
. 1 1 2
provides easy = n
. . . 0,25 0,25 - 06
visualization and "1
0.25 0.254 2ol 15%.4 024
. . 05 .05 4] . ol
CUStO mi Zatl on Of 12141618 2 22 2Z4 2% 28 12141618 2 72 2476 78 "o o a1 0 o1 oz o3 nsa s ds ar
. Acquizition Time [min) Acquisition Time [min) Mazs-to-Charge [méz), Relative Concentration
relevant desired data. e - 1 Sarpes 1 )
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Batch Screen — Sample & Results Information

In Results Information, the Quantitation Message is a human-readable string that
contains a list of error messages that result from a compound's quantitation.

i sample: ¥ ]| Sample Type: <Al>= = | Compound: [#] 1: Amp v [®] ISTD: Amp-d5 | Time Segment: <Al> + |[E]E: ™ ¢ @\
i Compound Group: <All> =
Sample Amp Met.. Armp Results Qualifier (136.2 - Amp-d5 (I1S..| Qualifier (141.1 -..
O % Name Type Level Acq. Date-Time Dil. Exp.Conc.. RT Resp. S3/N Ml Calc. Conc.  Final Conc. Accuracy Ratio S/N MI RT  Resp.| Ratio, S/N M
g Blank-1 | Blank 11/11/2006 11:05 AM 1.0 L] ] L]
» N b 006 0A 0 000 B 9.10 B S
¥ [Cafbl2 | Cal L2 [11/11/2006 11:15AM 10| 50000] 2140] 1059] 4225|[] 4.5770 4.5770 91.5 Infiftey | (1| 2128 1298] 25.9] 48.46|[1]
Calib-[3, | Cal L3 [11/11/2006 11:20 AM 10| 125000] 2134] 2673] 10728| 0| 126107 126107] 1009] 27| 1468[ 0] 2121 1377 263| 4609(J
Calib-14 [®al 4 [11/11/2006 11:25AM 10| 250000] 2022| 4952] 2026|[0| 258545 258545] 1034| 241] 4900|[0] 1990 1304 288 2154[J
Calib15 | Cal L5 [11/11/2006 11:30 AM 10| 1250000] 2101] 18605] 4790/ C0| 1248426 1248426 999| 270 3902|[0] 2076] 1053 264| Infinity| (]
acl2  |ac 2 [11/11/2006 11:35 AM 10|  50000] 2142] 1006] 81007 4.0502 4.0502 810] 277] 34h7|[00] 2131] 1356 311| 429900
Qcl4  |ac B, [11/11/2006 11:40 AM 10| 250000] 2135] 4716] 91.48|[0| 269159 269159| 107.7] 254 | 60,790 2.121] 1196 31.1] 91.84[[]
[F] Sample-1 | Sample 21/11/2006 11:50 AM 1.0 L] 10 [
Sample-2 | Sample 11/T%2006 11:55 AM 10 2143 1004] 8065]J 37144 37144 308, 7054| [0 2130 1445 257| 293890
Sample-3 | Sample 11/11/2008,11:59 AM 10 2105 2590] 7497[0| 131551 131551 253 65040|[1] 2.089] 1284 298| 129910
Quantitation Message(s . :
9 _ _} These icons filter
Amp-d5: Integrator did not find any peaks outliers in the
1] Amp-d5: Gualifier M[Z = 124.4: Qualifier peak not found or does not match quantitation crtena display
Cocaine-d3: Integrator did not find any peaks

Cocaine-d3: Qualifier M{Z = 85.0: Qualifier peak not found or does not match quantitation criteria
Meth-d5: Qualifier M{Z = 121.4: Integrator did not find any peaks

v ¥ Outlier(s) Blue =low / Red = high
Amp: Qualifier ratio= 33.5 15 outside the allowed range [21.2. 31.8]

“Outliers” define and specify results of known problem samples/substances that fall outside predefined conditions.

Agilent Technologies
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Results Information: Outlier Options

= 39 quality checks can be
specified to highlight outliers
In results.

= Can set high and low limits.
= User defined quality check

can be added to predefined
calculations.

Amp Besultz

RT | Final Conc. | Accuracy
2141 3.3187

2140 5.7493 1150
2134 13.6808 1094
2022 26.7561 107.0
2101 124.4844 936
2142 5.2293 104.6
2135 27.8023 11.2
2143 4.8977

2105 [ TEEE |

‘ Outlier Setup Tasks

Jf|‘1 Retention Time
Relative Retention Time
Peak Rezolution
& Peak. Syrrmety
Peak. Full'width Half b aximum
Peal. Purity
Wiy Signalto-Moize Fatio
== Limit Of Detection
Lirnit OF Quantitation

b ethod Dretection Limit
T Qualifier Ratio

ﬁ ISTD Response

ISTD Response Percent Dewviation

Sample Amount

Sample R5D

Blank Concentration
Blank Response

Accuracy

Average Responze Factor
Average Responze Factor RS0
R Curve Fit B2

Felative Responze Factor

Rerponge Factor

- Agilent Technologies

oo

[AC Relative Standard Deviation

z CC Awerage Response Factor
CCISTD Rezponze Ratio
CC Relative Responsze Factor
CC Responze Ratio

CC Retention Time

ﬂ Matrix Spike
Matrix Spike Percent Difference
batrix Spike Percent Recovery

Matrix Spike Group Recovery

ﬁ._ Surrogate

Surrogate Percent Recoverny
Rezponze Check,

M azs Accuracy

Custom Calculation
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Batch Screen - Compound Information

Compound information displays all relevant information in one view.

Caompound Information

a1 == AFEmE A Liele 3 A

+ MRM [1580.1 - 113.3] CMAMSam_03.d

1801 > 1193 1500 - 914

+ MRM [2188-2377 min, 31 scang] (15907 - ] CMaMSam_03.d

£ x103 Calc. Conc.=14.1876 £ 03] Ratio=952 £ «1047 dia 1133
3 12 RN ERRAE :
14
14 27 ) 0.9
R T e o T | T Ty g (g | = e e e 0.8
0.8
0.7
" Compound 08 Quallfler_ 07, Spectrum
' . 0.6+ 0.5
.« Integration s Informatio s | Information
- * Uncertainty Bands -
0.24 i
0.24
04 ti5 014 150.1
T T T T T T T T T T T T T T T T D_ T T T T T T ?
14 16 18 2 22 24 2B 2B 14 16 18 2 22 24 2B 28 30 100 110 120 130 140 150
Acguizition Time [min] Acquizition Time [min] M azz-to-Charge [m/z)
+MRAM 1551 -» 52 3] CMAaMSam_03.d 1851 -» 923 .1551 > 121.4 + MRM [2183-2.434 min, 41 scansg] (1551 > *) CMaMSam_03.d
£ «1027 Calc. Conc.= - £ #1027 Ratio=21.8 £ %1037 923
= = =
R a8 B a7
7 7
o o =
5 ISTD 51 ISTD Qualifiier i ISTD Spectrum
B : 5 ; 1 .
 Integration « Informatio 1 Information
31 (Quntitation: S S S AL IO S S 3
12‘ Part of Agilent’s 12 -------------------- 2. 1914
1 Parameterless i 14
’ i 0 155.1
Irl]teqlratloln) T T T T T T T T T T T T EI_ T T T T T T T ‘ T
14 16 18 2 22 24 2B 2B 14 16 18 2 22 24 26 28 a0 100 110 1200 130 140 150 &0

Acquizition Time [mir)

Acquisition Time [min]

M azs-to-Charge [m/z]
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Batch Screen — Calibration Curve

An example of Batch Information is this view of the Calibration Curve. The Curve fit can
be changed and data can be updated instantaneously.

View ISTQ responses or display QS: samples - click either the IS‘D or ?C button.

Change Curve Fit = Cﬂlihmtinnﬁl*e / l x

Zoom infout button —_ [} [&] [=]| Type: L\ear - Origin:/gnnre ~ Weight: None ~ [ ISTD | QC|
(right click/drag) EN : \ /

W Levels, & Levels\sed, 5 Points, & Points Used, 2 QCs

RZ.

@10 1] y=0.1401*x +\0.1746 'meQ
Z R"2 = 0.999897 - -
2 L16 ﬁ
o 1.5 =
-%J u ] 1.4 %
%’: ] F1.3 w
e 12

11
0.9
/.@/./ 08
0.7

0 10 20 30 4 50 6 70 8 90 100 110 120 130
/ Concentration (ng/ml}

Concentration can be set as relative (to ISTD) or actual.

After editing the
calibration

curve, you must
reanalyze the
batch.

=
TRt TR ED

- Agilent Technologies
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Batch Screen - Curve Fit Assistant

! Calibration Curve x
 [&] [%]] Type: Linear » Origin: Ignore  + Weight: None »| ISTD

i@]e -

Amp-5Levels. 5Levels Used. 5 Points, 5 Points Used. 2 QCs
2x10 1 {y=01401"% + 0.1746
g 164 R"2 =0.59985733
S 1 4]y=01403"x 01200
[34] . % — 1 DO
% 124 R"2 = 1.00000000
= 14 :
R Calculates all possible
T .
E ] - -
o calibration curve
0.2 combinations. 23 Copy Cirltc
D_
T T T T T T T T T T T T T T T T T T T T T T T T T T rve Fib Assistant
5 0 65 10 165 20 25 30 35 40 45 B0 K5 60 65 70 75 80 85 90 95 100 105 110 115 120 SH'“ —
Concen u
CurveFit
Type ¥ CQrigin 7 Weight ¥ #of DisabledPoints ¥ R2 © ¥ Standard Error ¥ Max % Residual 7 Equation Relative Concentration
3 3 1. 1 I + Skandard Deviation Bars
Linear lgnore 1% 3| 1.00000000 0.0 00|y=01478"% + A Auto Scale
Linear lgnore 1/"2 3| 1.00000000 0.0 00|y=01379*x + =
Linear lgnore 1y 3| 1.00000000 0.0 D0|y=01478"x + |+ 1-AutoScale
Linear lgnore 12 3| 1.00000000 0.0 00|y=01379"x% + $ - Auko Scale
Linear |gnore Log 3| 1.00000000 0.0 00|y=01386%x% + -
Linear Include 1% 3| 1.00000000 0.0 D.0]y=01478"x + ¥ - Log Scale
Linear Include 10%"2 3| 1.00000000 0.0 00|y=01379"x + ol Seela
Linear Include 1y 3| 1.00000000 0.0 0.0|y=01478"% + —
Linear Include 1y"2 3| 1.00000000 0.0 0.0)y=01379"% +| 4 Prirt... Chrl+P
| Prink Preview, .,

- Agilent Technologies
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Compounds-at-a-Glance

Compounds-at-a-Glance allows you to view multiple traces of compounds at
a single glance.

S odbicrnel Gl it 4 L8 [Cfocliore| CALLES Clcelsans. | C4LL ket | CLLOD Dtblorne. CAL£3 Dllsodbsone. CaLLI [eHoutoore 2 (e,

_LI1 [BiHocdluone.| CALLT
80

P i ” 5 iz 5 e E e ; 4 e t
104185 0areasiBts] T  04{E0ave 12 04 B0 e 184799 e ) - - = 2 T ! 1 ¥ 251 05 i
7080573 i itad P e 5.0 Daen5 7 750001 c
5 3 ) e R BRI RN B3 455 ER I EREE 3w L4 L R i RN
ks % ClLOS(Clownshne.  CAL_D1 Chiswebere]  ZAL U5 Chorstrel | L_LOG Eorstire] L CLLBGlrobard |G (3 Gt |G Dbl ]
2 3 s LS E0Ge AR )4 RO Aeand]oE AOFEDNeREE ¢ B daearl[TE5 05|04 - ACE0 TR 25 [50L A P
15 P 075 s-52001fsi5 150 el 203eadlote 2 Inessfiic < f 1-B20enzin 252t e
05- 2 of
. SEEES ERRSEERS| o R AR i AR e : :
LS Dk 5 ik T s g T TS I
4 H EE R RN EEER ‘ T &4 &€ CalL03 My Chiice] e R R o T N e N T T
erm— [Hxmnehre] L_D5(Hormeher] 5620 b0 (ChetfiS) 0 [0NRE  0eJ AT 03 (D0 0 {20k Dol S5 |0 {R0ARTIN 03 E0NedE 0t e DanandpRETT
s00n 00Aeacs 51 03 a2t 07 S 5 07 510 e I Lo et \ G SR T \ i ke {172 L [ 2 L 51D | o[t oy ) JJeeoesfes e RS el L
& 75 2022t 4 B20se=T S0 05, P00 9 L
s [ 15 25 P45 5o R L E I 56 85 IG5 Tf5bom T g5 oo T 65 i E e T 5 5%
¢ [ z 2 0 CAlDBormehare CA_D{Berebene] AL LT Eenaretre] o GCotoutad | LUl OLL Bmonen
s s T K08=R7]7S e e ACE 0GR ETE 125 [ a0 y .
2 04 N N ssuuawn 1660 ea=4fEED 1-96.0 braaeEf532 1Aty
2 0 by
[ # A i f\ . R YV N
o ol \ by 45 5 55 b 45 5 55 & 45 § 5 © LR ¢ [
36 38 4 42 M 46 44 45 48 5 32 34 36 I3 4 42 44 45 43 5 32 B4 Cal LO3 [Cometrare] CAL_M [Chiroathae] L U:\Eh\xnehane\ I Chirosthans] AL U?l(hhne\hane
G e CAL_Le iy Thde CALLO7 i Cherel WCe BB g2 [HCASE a0k Bi L e 3 279
0 fRR e 04 [R0eats> £ 05~ et e 25, S00EET e Seseeh7 6 vt
s)nmaamz\ 164 0aces-1437E 12640 e AEE <5 23 I
o i ol
. - 5 55 £ g ome & _ ) £ se i
i 08 06 40 Fidortimah. |G il oL (Tt | LU el CaLLo7 Tt (LIS " lchacne. DL ts idertora CaLL0 [Troleone. | 1 oo A2 clohorns
3 o 05 e T T P T T 04 [0 Dbveaspicenn 0511 Dieas; 35574 AIT[IL0AEE A3 05 1T Lo 0€ 101 DeanfATESTS
) o 0 104 030t i 510 Jbes o130kt FR (I e R T e 10308 eanfotzsiz
: L s b o !{\ ]\ 508 530 i e 5 e %] Bose s soseapy | CSosCheofion | 05 o
4 A -
Ll [ANTYRENUNOEL T EL WY b, B3 R U5 i T w e [ B O B O B
52 5 S 4 3244 4R 5 BI R SRL_ % 4 3244 6485 G2 SAREL 304 924 WS B 5’ 6136 3 12 14 46 46§ 52 31 66 CalL03feontons] CL_4 rceone AL L5 osine B Lp k) CALL08 poetoe] CaL03 e CH_IC ceone] AL lne Bl Lizbord
] 5 Brnmehre] ] CALLE Brerinehre] AU Blberien | HOCAed  a0HBDNesER  r0- 03| 308 ACS BN 425 | e w0 ot
0 JoiDamartigz [#aeamitite 5% Hen088) £ 0+ Hmes2ELS 561 ezt oy ey 3 e eaeticie e = B 1-581 e hs2 501 s 2fors
. e 2. BlaerT (R C5- z 1 2
: " = ; " s ¢
12 i v B RN ERG ECRE ] 55 6 6E 7 556 65 1 R RN B ER ]
08 - ) SO o] S Ditrherd | ALLAIL Dot m D dotore | PLLT( Ciforsk] | BLUB(CHorotere] | G105 A imorston] (S0 Ditcrtend AL Dirtend | LI Dl
2 05 o * P 104 [E10Neo- e Tl zEl A S0 T Che B 186
: o oz it g Ss[é\ua' 2 FEPE 7 2 S0 o2 7 kgt J =
M 02 05 set:\ua e B0 draedfigs Hmrsefie [ D269
? 5 adsha YT ) A"
o e e o A it 0 g = 4 R T e 6 65 1 i5 [ 3 TG T &5 7 S [
4 45 45 5 50 54 56 58 44 45 48 5 %0 54 56 58 44 45 48 5 32 8 56 58 & 44 ds 43 5 32 38 56 58 & 44 ds 43 5 32 33 3 58 & mnx[mm M mmux TR LT T Db
Ca_C3[Chostene CAL_L¢ CHosne LTS Hiretoe L CALLO7 Chietel x“’[ “;‘“ ‘! TRt “jaz‘[‘zs“n MyEa Ry |23 L et
0% B8 OeaeT 1B 0% B4 0eea0TE 04540 eatT31 0% im0 m = it hozeee a0, Py b it ot foncceet
[ 6508 o437 T DaeEL e e 5 . 1 p € . | s
. 6 s 2 [ " L | A
: 5 q e - T b smit swih terh Lot m T Emin EHlE sEl® fein
3 ! o - CalL O3l yens ] CAL_D1 MethjreChiits] AL L35 Mehvlre Toicel | CALLOG ety s, COLLD?[vensCrords] - CoL L0 sbyene Chicrcel 15 Varyre ] |G e Ol CALLI2ehylre e
: E 0 | - - A0 )TCAATE 0+ {80k RS gt SIS ]| B0 C b AR5 437 iy e e b
¢ 2 0 v > s 6 ren2frrs 50075 g InenigT MY 1 eoaeeslrs) 5 scadin e R
o | 05- }L - 15 0= s p 25
o o L 0 bt Lol TSR] o ) - c b = = L.
f5 k% osz5e 5k 5E £ 62 Y5 dp f o5z 5e s 5e £ 62 5 48 f 5z 5e % 5e £ 62 5 43 3 52 5% 58 £ 62 tstxsszmsssxssz N 2o r s LR 685 7 05 L 683 775 - 2o r s L [

= View up to 10 x 10 chromatograms

= Overlay Target with ISTD

= Overlay Quantifier with Qualifiers

= View chromatograms across 100 samples
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Compounds-at-a-Glance

You can view compound outliers at-a-glance too.

Compounds at a Glance

: File Edit View Layout Help
i [ & S EBa :Eﬁ 48 Methamidophos  ~ = Panes: 3x 3 - _|_
Garlic_500ppt with Pratectant [Methamidophos] Gailic_2500ppt with Pratectant [Methamidophos] Gailic_Sppb with Protectant [Methamidophos]
wi04]141.0 950 w104 [141.0-> 950 w1044141.0> 950
55]96.0-> 80.0 . 57 95.0-> 0.0 224950800
2 iy 2
18 2.254 124
1.6 21 1.64
1.4 il 1.4
12 i3 1.2
14 1.254 14
0.8 11 0.8+
0k 0.75 05
0.4 0.5 0.4
0.2 0.254 0.2
0 0 0 £
b2 : y r T r ; T T T -0.25- ; y r T . r . T o2 ; y r r ; T T T T
5 52 5.4 5E 58 g EZ2 B4 EE 5 52 54 56 58 6.2 B4 EE ] 52 5.4 5.6 58 B 6.2 E4 EE
Galic_25ppb with Protectant [Methamidophos] Gailic_50ppb with Protectant [Methamidophos] Cao_Mix_E Protectant [Methamidophos]
¥104[141.0> 550 x1047141.0> 950 4103 [141.0-> 95.0
95.0-» 80.0 3495.0- 80.0 1.6495.0 -+ 50.0
29 2754 164
1.8+ 254 ’
1.6 2.25 1.4+
2] : Shad maticall
aded automatically
N i
i 0.8
nE) 1 '2!13- 06
0.6 ’
0.754 0.44
0.44 0.5 :
0.2 0,254 0.2
04 04 04
e : y T T r T T T T 025 ; : T T ; T . T ; y r T ; T T r T
5 5.2 5.4 5E 58 & E2 E.4 EE 5 5.2 5.4 56 58 6.2 .4 EE ] 5.2 5.4 5.6 58 B 6.2 E4 EE
Cao_Mix_5 Protectant [Methamidophos] Cao_Mix_4 Pratectant [Methamidophos] Cao_Mix_3 Pratectant [Methamidophos]
w103 |141.0+ 950 w10 441410 950 1041410 950
2495.0-> 80.0 95.0-> E0.0 95.0-> 80.0
18 0.9 1.8
164 0.8 1.6
1.4 07+ 1.4
1.2 0.6 1.2
1 0.5 14
0,84 0.4 0.8
0.6 0.3 06
0.4 024 0.4+
0.2 0.1 0.2
I heuea =S
04 04 0
-0.2- T T T T T T T T T ; T T T T T T T T T T T T T T T T
5 52 5.4 5E 58 g EZ2 B4 EE 5 52 54 56 58 6.2 E4 EE ] 52 5.4 5.6 58 B 6.2 E4 EE
9 Samples (9 total) | 31 Compounds (31 tokal)
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Compounds-at-a-Glance

You can view the manual integration of compounds at a glance too.

Compounds at a Glance
: File Edit Yiew Layout Help

BN n| - N= RE C“% @ Methamidophos

v B | Panest|3x3

- A

Garlic_500ppt with Pratectant [Methamidophaos]
w104 ]141.0-> 550
22960800
24
1.84

104 [141.0> 950
950 B0.0

2.5
2254
24
1.754

Garlic_2500ppt with Pratectant [Methamidophos]

Ganlic_
#1044
224

24
1.8
1.6
1.4

Sppb with Protectant [Methamidophos]
141.0-> 950
95.0-> 80.0

,U_DZ, R | [l | Zero Peak  Clear Manual Integration @ Close
5 52 54 856 53 & B2 li#0- 50 950 50.0 k> 54 &5t 53 kB2 B4 BE
Garlic_25ppb with Pratectant [Methamidophos] MIER 103 | [Methamidophos]
4]141.0- 950
mz:ss.n» g00 23 51
4.5
B 0 /
1.44 1.44 33:
1? ' f 254
08 08+ a
06+ 06 1.5
0.44 0.4 14
024 024 054 1
04 0+ 04
5 5.2 5.4 8 58 5 E.2 5 52 64 BE 58 E 62 B4 BB 5 &2 54 BE 58 E B2 B4 EE E.2 5.4 5E 5.8 E E2 B4 EE
Cao_Mix_5 Protectant [Methamidophos] [Methamidophos]
o410 950 P A ARUER=N 1) P NRC NI
2485.0- £0.0 ng{30->80.0 4 g]%.0> 800
1.84
164 0.8+ 1.6
1.4 0.7 1.44
124 0.6+ 1.2+
14 054 1
0.8 0.4 0.8
0.6 0.2 06
0.4 0.2 0.4
0.2 0.1 0.2
o 04 I
-0.24 r r : r r r : r . . . . . + ; + + . . . ; . + + r r
5 5.2 5.4 8 58 5 E2 E4 EE ] 62 54 &E 58 E E2 4 EE 5 5.2 5.4 5E 5.8 E EZ2 B4 EE

9 Samples (9 total) | 31 Compounds {31 kokal)
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Quantitation Method Creation

Easy way to create a target method from acquired data (MRM, SIM or Scan).
Using information from a data file, MassHunter Quant can create a target compound list - generating
Compound Name, Retention Time, Quant and Qual ions, and ratios automatically.

: File Edit Yiew Analyze Method Update Report Toals Help

i B GE anayeeBatch | @ ¢ Layout: R BB

= NigE| Restore Default Layaut

Method Tasks X ||Method T able
MNew / Open Method : Level Name Prefix # of Levels: | 10 CreateLevels | Time Segment: 4= | <Al ~ = | Compound: [#8]) <0 ~ | [%] | Reset Table view
Method Setup Tasks Sample
Cormpound Setup Marne | Data File | Tupe | Lewel I Acg. Method File | Acg. Date-Time
A Retention Time Setup o | | | | |
B 157D Setup Quantifier |
:2 Concentration Setup ;
ﬂ Qualifier Setup

;ﬂ.f Calibration Curve Setup

B Globals Setup

‘ Save / Exit ‘
&2 vaidale Mew Method from Acquired Scan Data with Library Search
By save
Save As Mews Method using Mari ig| Agilent MassHunter Quantitative Analysis - [Mew Method]
: File Edit “iew Analyze Method Update Report Tools Help
Ed Ext
‘ Manual Setup Tasks 0 & @ By | GE anskeebarch | @ § Layout: B BE BE B Restore Defaulk Layout
- Method T asks X [|Method Table
_ﬁ'_ Mew Compaund = =
" New / Open Method i Level Mame Prefix: #of Levels: 10 Creste Levels | Time Segment; 4 | <all> v = | Compound: [&] ~ | [®] | Resst Table View
¥ Mew Qualier
Hew Calibration Level IlettudisetopTasic Sample
x Del ["t MRM Compound Setup Mame | Data File: | Tvpe I Lewvel | Acq Method File | Aci. Date-Time
elete
. Retention Time Selup [ #]CHAMCSl L4.d [ CMAMCal Lad | | | [
2 15TD Setup Quantifier
jﬁ Concentration Setup T8 i Colision | Scan | Type W
F Qusifer Selop Amnp 13625 914 P ) 50| MRM | Target C 2020
,'f Calibration Curve Setup Qualfier
Precursor lon I Product lan | Transitioh Uncertainty
" Giobal: Setup 136.2| 119.4] 136.2 > 1194 X Y
—
‘ Save / Exit Quantifier
@ “alidate Mame 2 | 15 | Transitioh | Collision | Scan | Type RT
& - Amp-df | 11411 5 934 | 50| MRM [ 157D | 1330
ave
Save s Qualifier
ave i
Precursor lon I Product [on | Transition | Rel. Resp. | Uncertainty
E3 Exit 141.1] 124.4] 1411 > 1244 | 27.4] 200
Manual Setup Tasks Quantifier
Outlier Setup Tasks MName L | 15 | Tranzition | Callision | Sean | Type | RT
advanced Tasks Cocaine | 1] 3041 > 1820 | 5.0] MAM | Targat | 2448

 [ausltier |
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Automatic Compound Detection — Scan Data

Automatic compound detection works with both MRM and Scan data.
For scan data, Library information can be used to add compound name and CAS#;

© File Edit Wiew Analvze Method Update Report Tools Help
A H G I;E @ i Layout: E E E @ Restare Defaulk Layout
ethod Tasks X ([Method Table
New / Open Method i Level Mame Prefix: # of Levels: | 10 Time Segment; <= <All= v 4
Method Setup Tasks Sample
j{ MAM Compound Setup Mame Data File | Type | Lewel | Acq. Method File | Acqg. Date-Time
JIC. Retention Time Setup » [ CMAMCa_L4d [ CMAMCal Ldd |
=2 157D Setup Quantifier
:f Concentration Setup Mame | TS | Tranzition | Callision | Scan | Type | RT
F Quallier Sstup =] Amp | 113625914 | 5.0| MRM | Target | 2.020
+% Calibration Curve Setup Qustlie)
Precursor lan I Product lan Transition I Rel Resp. | Uncertainty
B Glabals Setup 136.2] 1194] 136251194 | 26,0 200
| Save / Exit Quantifier
@ Validate Mame | TS | Transition | Collizion | Scan | Type | RT
= = | Ampeds | 11411 5 934 | 5.0| MRM [1sTD | 1.990
Saveds.. Qualifier tethod T able
Frecursor lon -
B4 Eait :lji Lewel Mame Prefix: # of Levels: 10 Time Segment: 4= | <Al= | Compound: [4=]
Manual Setup Tasks Huantifier ® ample
Dutlier Setup Tasks MName | = = =
T = [ Cocane I ame D ata File Type Level Acg Method File | Acq. Date-Time
Qualifier p | Cal_LO7d Cal L0O7.d
Huantifier
Mame TS| Scan Type Mz CASH Library Match Score RT Librare BT | Rl | Library R
Compound_1 1| Scan Target 440 3833
Dichlarodifluoromethane 1| Scan Target 84.9| 75-71-8 95.6] 4.249
tethane, chloro- 1| Scan Target a0.0] 74-87-3 093 4492
Cyclobutane, ethyl- 1| Scan Target 411 4806-61-5 E9.3[ 4790
Compound_B 1| Scan Target B0.0 5163
tethane, bromo- 1| Scan Target 95.9| 74-83-9 gav| 524
Aminomethanesulfonic acid 1| Scan T arget G4.0( 13381-931-9 ROz 540
Trichlororonofluoromethane 1| Scan Target 100.9] 75-65-4 91.0] E£.098
Acetane 1| Scan Target 43.0] 67-64-1 81.9] E194
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Multiple Integrators / Compound Specific

Methad Table -
Level Mame Prefix: # of Levels: 10 Create levels ©  Time Segment: 4 <all> - = Compound: [ Amp - Reset Table Yiew
Sample
Mame | Drata File | Type | Level | Acg. Method File | Acq. Date-Time
LCalibL5 | CMaMCal L5d | Cdl [ L5 | 4PClautotunem | 5/12/2008 203,
Quantifier
Mame | T5 | Transition | Scan | Tupe | RT Int. Parms.
= [ Amp | 1113625 914 | MRM | Target | 2102 Agile 1
L 1
Qualifier
Precursor lon | Product lon | Trangition | Fel Resp. | Uncertainty | Int. Parmns.
136.2 119.4[136.2> 1194 | 26.8] 20.0]
Quantifier
MHame T5 Transition Scan Tupe RT it Int. Parms.
EH Arnp-dd 1141 -» 934 MFib ISTD 2.078) M5-M5 [GC)
Qualifier
eoratio
Precursor lon Product lon Trangition Rel Resp. Uncertainty Int. Parmns. -
141.1 124.4| 1411 > 1244 26.4 200 Integrator | General | Universal | Peak Fiter|
Quantifier
Integratar:
Mame T5 Transition Scan Type RT TR
= ot L= == | S | ——
Compound Infarmation - ) M5 -M5 -
- — MS S [GC)
e 3 & 2@ @ @ = [AfERR] A Gereral
Uni |
+MRM (136.2 > 91.4) CMAMCal L5 13625 914 1362 1194 ==
£ x102 RT=2.102 min. £ 4107 | Ratio=27.0
2 4 Name=Amp H
[ Area=19301 o 34
35
a4 2.5
25 24
; g 1.5+
] 1
1y 05
0.5 1
0 1 136.2
T T T T T T T T T T T T T T T T
12 1.4 16 148 2 22 24 26 28 3 1z 1.4 16 18 2 22 24 0 135
Acquisition Tirme [min) -to-Charge [
+MRM [141.1 > 93.4) CMAMCal_L5.d 14115 93.4 L1411 > 124.4 } Apply ta Al
202 RT=2.076 min. £ 1029 Ratio=265 ;
Z 25 Mame=gimp-d5 E i 1 [ u] ] [ Feset ] [ Diefault ] [ Cancel ] [ Apply ]
a Areas1043 o
5] 1751
; 154 | 2l
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Overview of Unknowns Analysis

Quant addresses target compound list

What else is present in the samples?

lon Extraction

Quantitation

: —

/ ’//\_//

Unknowns
Analysis

Deconvolution

Library Search
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Unknowns Analysis Workflow

*Process batch of samples in Quantitative Analysis
*Run Unknowns Analysis
*Analyze

« Perform deconvolution to create components

« Perform library matching on components, assign compound ID
* Link components to Quant target compounds from

« Assign estimated concentrations to non target components

Review data

* View component and library spectra

* View molecular structure vs. spectrum

* View ion peak shapes vs. component peak shape vs. TIC
» Edit components (change compound ID, delete)

* Run queries for custom review

*Print Report

Agilent Technologies
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Unknowns Analysis

Agilent MassHunter Unlnow

Target and No t Analysis.uaf

File Edit View Analyze Method Repert Tools Help
i 3 |9 ™ |(p)Analyze on-Target Hit Mon-Hit
; ¥) Anabyze All | Al Mon-Target Hit Non-H
Samples « & X [Chromatogram - X
+ TIC Scan (™ -> =) PEST-STD-100-MATRIX-01.0
Sample Name File Name n 7
= x10
E
ISTD+solvent +MATRIX | ISTD-MATRIX-01.D 3 &
PEST STD - 10+MATRIX | PEST-STD-10-MAT... 7
PEST 5TD - 20+MATRIX | PEST-STD-20-MAT... [
PEST STD - 50+MATRIX | PEST-STD-50-MAT... 5
AR (Vi RNV PEST-STD-100-MA.. .
PEST STD - 200+MATRIX | PEST-STD-200-MA...
34
3 Sk e E | o~ = EguBosi £ g h"
1 EHcB Be B3 5 B S788382 8%
S+ gQ [ = = o &g Ede & 8 &
ol A sy B A7 B R T I O, WS SN W
T * 7 T T T T T ; T T T 7 ¥ T ? ? t T T T T T T
4 15 18 17 18 19 20 21 22 23 24 B % 27 B ¥ 30 3N 32 3B M 3B ¥ I
a Acquisition Time (min)
Components ~ | X |Spectrum - & X
s | |Component RT: 26 6611
Component . Compound &
RT mmary Name b0 2 ] 23?2
0.84 967
17.9328 b Heptachl A
eptachior 06l loe 153.1
18.4662 Fenchlomphos 0.4 65.0
024 721 1091 | 17511991 -
15,1918 Fentrothion o] Bsul N SO 1 P I P PRI P I, 208 2930 a1 379 :
19,6656 Aldrin | I I I I ] I I [ I I I | [ I I [ | I |
20 40 60 80 100 120 140 160 180 200 220 240 260 230 300 320 340 360 380 400 420
19.5050 Malathion Ethion
203467 Chiorpyrios |02 =10
203762 Parathion 084
0.6
218317 Heptachlor exc-spo... 044 7.0 125.0 1530
21.8505 Oxychlordane ] £5.0 3840
02 0 70 ‘ 112.o| | R R A T I | 261.0 2930 1380 |
21,6061 Endosufan (alphai... o ; e : % bl i e LW L T L - ; ; ; o ‘ e ; ;
217874 cisChlordane ] 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420
244364 Fenamiphos lon Peaks ~ 7 X |Molecular Structure - X
247379 Dicldrin _ || |Component RT: 26.6611 o
]2 0] TIC
248510 p.p-DDE s —
p End a 2 Component
5440 rin . 2312 2 ]
262511 Fensuffothion 971
1.6 — s P
26.3792 pp-DDD 144 96.7
264132 Nonachler, cis- 124 1521 =
26.5960 Endrin aldehyde 14 125.0 r
26,6611 Ethion L 084 S\ s
054 ;
269975 Suiprofos e <
27.2622 Carbophenothion 0.4+ 2
275873 pp-DDT 0 =
0
28.2648 Tiipheryl phosphate | ~ ' 266 2665 267 5 -
< m
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Chromatogram

Components ~ = X Chromatogram S
Componert lPSnmary Compound Match cm‘ :ﬂﬂc ssn {**-> =) PEST-5TD-100-MATRIX-01.0
RT Hit MName Factor £ x10
236061 Endosulfan (@lphai... 704|959 8 42:
237874 cisChlordane 707|510 N
244364 Fenamiphos 816 222 15
247279 Dieldrin 70.3 (605 94
248510 pp DDE 917|725 254
255440 Endin 547|722 24
253077 Endosufan (beta is... 75.1 (332 154
26.2521 Fensuffothion 204|115 14
264132 Neniachlor, cis- 66.1/510 "TE% % 205 21 26 22 %5 23 255 284 55 X5 25 286 565 27 2575 28 XB X8 5% F
26 5960 Endrin aldehyde 710|742 Acquisition Time (min)

Chromatogram displays selected component(s) in Blue
All non-selected ions (EIC) displayed in Green
TIC displayed in Black

Clicking in the Chromatogram display selects the nearest
peak and selects it in Components table
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Spectrum & lon Peaks

Quant Method
e Default number ions Qualifier Target
displayed in lons Peaks
Is 5, limitis 10 /

{S:F::B:;::nt RT: 266611 Y $¢ - =
. . . 10 2 2312
e Clickonionin ‘E% %7 s
. ) 650
Spectrum to make it L Tl L me | o me e me
. : 0 20 40 &0 20 100 120 140 160 180 200 220 240 260 280 300 320 340 360 3230 400 420
add / remove in lon Eier o
Peaks ﬂ% 670 1peg 1530 {
0 50 | P R 2610 2930 3330 %0
T 5 & & o 1o o o 150 180 230 250 240 260 200 280 220 2o 2o 2Ho abo ako
* CIICk On Iabel In E::z::ntHT:ZE.EBTI -
Spectrum or lon Peaks  |£*°] mel
to remove re]
12
1
0.84
0.6+
0.4
0.2
: =

' 2656 2658 266 JG62 2664 2666 2668 267 IJ672 2674 2676 26.78
Acquisition Time (min)
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Outline of Topics

Topic 1: Introduction to MassHunter
Topic 2: Data Acquisition / Conversion

Topic 3: Qualitative Analysis
Topic 4: Quantitative Analysis
Topic 5: Reporting

Q&A
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MassHunter Excel Reporting

*Excel Based (Excel 2007 & 2010 supported)

MassHunter application exports data in XML and graphics files
*Templates define report formatting

*Over 100 shipping report templates

*Reports can be altered for desired information & appearance
«Customization using Excel features (function, formatting, code)
Computer Based Training for report customization by users
«Some customization available through Agilent

Agilent Technologies
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Shipping Quant 5.0 Templates
90 Shipping Quant Templates - 14 “New” Templates added for B.05 release
English (Letter & A4), Chinese (A4), Japanese (A4)
Significant new templates for
Compliance (1) DrugQuant (2)
EnviroQuant (2) Unknowns Analysis (4)

Mockup reports for both PDF and XLSX formats

L E F 1
FAST B ExcelTemplate BJ|ExcelWorkbook EJ PDE
K HyperLink to Workbook (.xlsx) HyperLink to Adobe Acml

Sample Sheet{s)

QuantReport_ESTD_Samples_B_04_00 xltx

Batch Info

record batch identification information
Analyze Info

show sample specific information
Sample Chromatogram

Include sample chromatogram graphic
Quantitation Results

list results and concentration for compounds
Compound Graphics

display compound graphics for each compound

QuantReport ESTD ResultsSummary B 04 00 xlbx
QuantReport_ESTD_ResultsQualifierRatios_B_04_00.xltx
QuantReport_ESTD_ResultsComplete_B_04_00 xltx

QuantReport_ESTD_ResultsByCompound_B_04 00 xltx

QuantReport_ESTD_MotDetected B_04 00 .xltx

Agilent Technologies
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Report Template Design Worksheets

Customize the template by placing data and graphics in the desired locations

Templates may have multiple Design worksheets with different layouts

(Oia) H9- ™ & )+ QuantReport_ISTD_ResultsComplete_B_04_00.xltx - Microsoft Excel -
b |

Home Insert Page Layout Formulas Data Review View Developer | Add-Ins | @ - 7 X

Eluetooth - ﬁ Process Report |j' Clear Results *:ﬁdd Data *E Add Graphics %Add Formatting %ﬁd\ranced Properties ‘E Walidate Design @ .Q. Test Quant ~
T L ) -
@Snaglt E‘ Window i

Menu Commands Custom Toolbars i |
X6 - (- fe | |
A B C D E F G H | J K 1
1 |CMD:Repeat SamplelD
2 |CMD:SheetBreak Data File
3 Batch Info h h b b
4 |Batch Data Path h
5 | Analysis Time h Y Analyst Name h
E Report Time b * Reporter Name b
7 |Last calib update “Batch State *
8
9 |Analysis Info h
10 |SampleID IZI Data File IZISample Name Bhoq Heththcq Time IZISample ﬂz‘ Level E Position B Dilution IZISample IB Cnmmen'l:lz‘ Samply
11
12
13

14 Quantitation Results

15 |SamplelD B CompoundID B ISTDCompoundID E‘ PeakID E‘ CompoundT‘;pEB Com pounE‘ ISTD E‘ E‘ Rﬁpﬂl’@ ISTD RelE‘ Resp RaE‘ Fin.

18 |CMD:EndRepeat SamplelD

4 4 b M| " Design-Summary -~ Design-Calibration | Design-Sample %] [l m
Welcome to the Excel-reporting template examples...
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Excel XML Source Window

* Reporting uses XML mapping to import results into templates

* Drag and drop to add data to existing reports

| c10 - ] -
A - B c D E F G 'i:lCML Source v X

1 Batch Info

5 Batch Data Path . ‘| #ML maps in this workbook;

7 |Analysis Time b h Analyst Name b |QuantitatinnDataSet_Map

4 Report Time X " Reporter Name = L7 ns1:TargetCompound -~

& |Last Calib Update ‘Batchstate Y1 3} =] ns1:BakchID

[ ns1:SamplelD

7 |CMD:Repeat compoundID ns1:CompoundID

8 CMD-SheetBreak Cnmpound nsl :P.n:n:uracyL|m|t.Mu|t|p||erLOQ o

9 |sampleIld B CompoundID F Compoundiame F GraphicCaIibB RetentionTime B ns1:AceuracyMaximumP ercentDeviation i

10 nsliAreaCorrectionFackar

1 * nsliareaCaorrectionMz
ns1:AverageRelativeRetentionTime

12 |sampleID C dID PeakiD C ~ Data File T Na

13 SR B e EI = B e ! B vpe B me [ nsl:AverageResponseFactor

14 ns1:BlankResponsecifset

15 = ns1:CASKumber
ns1:CCISTDResponseR atioLimitHigh

16 |SamplelD E CompoundID EI CompoundType E SampleNameE SampleType E Grapl ¥ romatogram ns1:CCISTOResponseR atioLimitLow

7 " ns1:CCResponseR atioLimitHigh

18 9 nsl:CCResponseR atioLimitLow

19 |CMD:EndRepeat CompoundID I~ ns1:CollisionEnergy

20 \ 4 ns!:Compoundaroup

21 =l n=1:Compounddame

-3 [ | e = ns1:CompoundTvoe b

23 < | >

24 Ta map repeating elemants, draq the elements Fram the tree anka

75 the worksheet where vou want the data headings to appear.

26 Toimport %ML data, right dlick an %ML mapped cell, poink to #ML, and

27 then click Impart.

28 ,_Optinns - ] ’_ AML Maps. ..

gg verify Map for Export...

31 (@) Tips For mapping XML

4 4 b M| Options | Design-Compound - %] I
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MassHunter Reporting User Information (CBT

Agilent Technologies

Agilent MassHunter

Reporting User Information

MassHunter Reporting Welcome to Agilent MassHunter Reporting User Information

User Information )
Whether you want to use preconfigured reports or customize templates for

special applications, this collection brings together all the training for Reporting Training
ﬁ —5 . MassHunter reporting in one location.
o 13
v e, B - - MassHunter Reporting Training Familiarization Guide
o — Read it, see it, hear it, do it! This self-paced curriculum incorporates multiple

formats, to reinforce concepts and to allow you to adapt the training to your

unigue learning style. The MassHunter Repaorting Training provides: Reporting Help - Quant

Written topics that summarize procedures

Demo movies to show you how to use the software

Software reviews that allow you to interact with the programs
Mo-fail quizzes with instant feedback

Reporting Help - Qual

List of Demo Movies

IIIIIE

In addition, this DVD includes:

« Comprehensive familiarization exercises that guide you through the
software step-by-step — and provide tips along the way
& Extensive online Help for MassHunter Reporting
o Quantitative
o Qualitative
e Alist of the demo movies, for quick access

Where do I start?

While you can customize your path through the training, we recommend the
following:

1. Start with the MassHunter Reporting Training and follow the suggested
order of topics.

2. Next, work through the Familiarization Guide to solidify your knowledge.
Do all the familiarization exercises at once, or intersperse them with the
Reporting Training, where the topics tell yvou when a familiarization
exercise is available.

3. When you perform a task for the first time or forget how to do it later:

o Consult the online Help for MassHunter Reporting, which you can
access from this DVD or directly from the Add-Ins tab in Microsoft®
Excel.

o View the list of the demo movies to select one for a quick
refresher.
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MassHunter Workstation

Increase your productivity significantly

£ Agjlen MassHunter Qualitative Analysis - Demo_FK.M

. Compounds at a Glance - [O]x]
8 : File Edit Yiew Layout Hel
L2 2 4 O FIEIE 9 [T ] — T
$ T8 DataMavigam o o ; Gala ~| ® || Panes:[4x4 -
o D - AT BwPuk R Calib-L3 [Amp-d5] [Calib-L4 [Amp-d5] Calib-L5 [Amp-d5] [QC-L2 [bmpd] =
= B im0 | PR ey ———————rs sl 1 53 102141151244 2| 141.1-> 1244 102414112 1244 1021411 1244
&t Trodcan| O 3TE TBE 25 z 15 25
O 19 Theckeid| 75 7638 =) 2 15 2
g 18. Thaberdaco| 26| 2367 202081 15 5 1 15.
= [¥] Compourds 12 Tensconssel] 147| 18027) 72009 1
3 16 1
SO s i Tehimeun] T60] 16305 05 05 05 05
B> s 14 e M L N2
# EICod 4 CAHENE 04 12 Tebucoremel 149 1412 e 12141518 2 22242628 12 141618 2 22242628 12141618 2 72242623 12141618 2 22242628
% []Cpd 5 C11 H12ZN1005 = Sonoamns| 94| 11027 2924
¥ [2]Cod & Cypomasine 11 Spenna| 112) 13072 73248 Calib-L3 [Amp] Calib-L4 [Amp) Calib-L5 [Amp] GC-L2 [Amp]
# ot citgor i Frocsectal] 82| 870 M08 1021362 1194 10 2]1262-> 1194 10313625 1194 1021362 > 1194
s o . Famethanl] 0] 8643011 6
% Bt e o Fyotertton] 15 1138 02 3 2 zg 2
# [2Cod 11 CEHANID us. Ptsckaaon] 163[ 16523 W06 15
* [ACpd 12 CAK2N2 025 05 Fymancng| 8| 10% FLAL] 3 * 15 1
% [10pd 13 CEHIND iy Prooawa| 03] 8725]  ZI0MZ™ 2 3 1
# [ACed 14 CEHA2 1 It > ] 05 05
= EaiiliL Ly o e e e S EYETEY e
% Bt 7. comen : e T r—————— 12141618 2 22242628 12141618 2 22242628 121415618 2 22242628 12141618 2 22242628 | |
& Eon caingoz LR s T T Calib-L3 [Meth-d3] [Calib-L4 [Meth-d5] Calib-L5 [Meth-d3] [Qc-12 Meth-d5]
i Pepeeat o I T T TR » | 2w v 1| S| pue| Do (02 |185.1 -3 1214 Lp2 {18515 1214 102 [185.1 -3 121.4 oz 1851 -5 1214
- - s M ol 3 5 5
i x| x N I 3
§ 309 et (b)=] ethod bems - | O gy hews Q@M C[Eaoc:  =[m]Menn s X i CEn s n 5 4
. -~ . g - p— - Sz eEa 1 il
Dpbions | Ackitonal Chomalogiams | BPC Enclusian: a5 Cpd 221 ?mm +E51 MFE Speciium [20EE321.169 min] Frag=175 1 pest —— - — 2 3 . 2
Conpourd rinig Er il ] I Wi
) Find by Molecuia Fealue 2u ] e 0 [ 0 0
© Frd by Foms 22 A B 14 16 18 2 22 24 28 28 14 15 18 2 2224 26 238 14 16 18 2 22 24 26 28 14 16 18 2 2224 28 28
O Frdby uio WSS 13 ) I ] 2 Calib-L3 [Veth) Calib-L4 [Meth] Calib-L5 [Veth) [QC-L2 Meth]
O Fid oy Tageled MS/MS % sassma]_en] 1] | k] x102{150.1->914 [x103 |150.1->91.4 x1037150.1 -2 914 [x1024150.1-> 814
5
e — iy o 15 i 3
& 2.
2] Search a dsabave b sach compound i 06 ; 3 3
] Mstch secusnces for esch comprnrnd 15 04 2
5] Gt fomdat for sach compound 14 02 05- 1 1
as 14 16 18 2 22 24 26 28 141518 2 22 24 26 28 14 16 18 2 22 24 26 28 14 16 18 2 22 24 26 28 |
S ? = ; 3
2] Show onl deilied compands g; s
- 1 !
180 200 20 - Al @ &
< b Thompeorss va. Mass-io-Charge [m/z] v
= Deme_FEM = Melhod Edior Compound duematon || ]| WS Spechm Rends [

Questions?

Terry is available today for questions, software demos and problem solving.
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