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Warranty

The material contained in this docu-
ment is provided “as is,” and is sub-
ject to being changed, without notice,
in future editions. Further, to the max-
imum extent permitted by applicable
law, Agilent disclaims all warranties,
either express or implied, with regard
to this manual and any information
contained herein, including but not
limited to the implied warranties of
merchantability and fitness for a par-
ticular purpose. Agilent shall not be
liable for errors or for incidental or
consequential damages in connection
with the furnishing, use, or perfor-
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terms, the warranty terms in the sep-
arate agreement shall control.

Technology Licenses

The hardware and/or software described in
this document are furnished under a
license and may be used or copied only in
accordance with the terms of such license.

Restricted Rights Legend

If software is for use in the performance of
a U.S. Government prime contract or sub-
contract, Software is delivered and
licensed as “Commercial computer soft-
ware” as defined in DFAR 252.227-7014
(June 1995), or as a “commercial item” as
defined in FAR 2.101(a) or as “Restricted
computer software” as defined in FAR
52.227-19 (June 1987) or any equivalent
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commercial license terms, and non-DOD
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52.227-19(c)(1-2) (June 1987). U.S. Govern-
ment users will receive no greater than
Limited Rights as defined in FAR 52.227-14

(June 1987) or DFAR 252.227-7015 (b)(2)
(November 1995), as applicable in any
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Safety Notices

A CAUTION notice denotes a
hazard. It calls attention to an oper-
ating procedure, practice, or the
like that, if not correctly performed
or adhered to, could result in
damage to the product or loss of
important data. Do not proceed
beyond a CAUTION notice until the
indicated conditions are fully
understood and met.

A WARNING notice denotes a
hazard. It calls attention to an
operating procedure, practice, or
the like that, if not correctly per-
formed or adhered to, could result
in personal injury or death. Do not
proceed beyond a WARNING
notice until the indicated condi-
tions are fully understood and met.
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1. Introduction

In This Guide

About MassHunter
GC/Q-TOF Pesticides
PCDL

Before You Begin These
Exercises

In This Guide

The Familiarization Guide presents step-by-step exercises to help you learn to use the
Agilent MassHunter GC/Q-TOF Pesticides Personal Compound Database and Library
(PCDL) with the PCDL Manager program to search for compounds and create a custom
PCDL. and with the Agilent MassHunter Workstation Qualitative Analysis and Quantitative
Unknowns Analysis B.07.00 Software to identify compounds.

The MassHunter Pesticides PCDL contains an accurate mass Electron lonization (El)
spectral database, which is often referred to as a spectral library or library.

With the MassHunter Pesticides PCDL, you can:

+ Screen over 700 pesticides with accurate mass measurement, in a single GC/Q-TOF
analysis

* Minimize method development time for your analysis
+ Search for compounds using text, formula, exact mass, and retention time

+ Store accurate mass spectra, retention time values, and other information for com-
pounds existing in the database at purchase and for compounds added to the database
after purchase

* Create subsets of the database, which can contain different lists of compounds with
different retention times, allowing the database collection to be tailored to the specific
needs of your laboratory

The quadrupole time-of-flight (Q-TOF) instrument provides the capability to screen
simultaneously for all compounds in the database that are detected by matching their
exact mass spectra and retention time.

The exercises in this guide use the following software programs:

+ Agilent MassHunter PCDL Manager B.07.00

 Agilent MassHunter Qualitative Analysis B.07.00

+ Agilent MassHunter Quantitative Analysis - Unknowns Analysis B.07.00

See the individual software documentation for more help on installing and using these
programs.
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2. Familiarization Exercises Exercise 1. Search the PCDL

Exercise 1. Search the
PCDL

In this exercise, you will search for compounds in the PCDL.

Start the PCDL manager The MassHunter PCDL Manager lets you edit, search, and create PCDLs. It also lets you

program search and store spectra acquired on a Q-TOF instrument.
1. Start the MassHunter PCDL
Manager by double-clicking the O
desktop icon.
PCDL
Manager
B.07.00
2. From D:\MassHunter\PCDL, i '
he PCDL {5 Open PCDL (3]
open the CDL, QQ [ 1+ Computer » OS(D:) » MessHunter » PCDL » [ 42| searc ol
Pesticide_15-15m_40min =
- . wn Organize + Mew folder =~ 0 @
PCDL.cdb. 5 B :
{¢ Favorites MName Date modified Type Size
B Desktop Archive 9/4/2014332PM  File falder
& Downloads Mass List Files 9/4/2014 950 AM  Filefolder
] Recent Places __| Empty.cdb 9/16/2014 1:55PM  CDB File
|| Pesticide 15-15m_40min_PCOL.cdb 9/15/2014 202 PM  CDB File
4 Libraries E
3 Documents
,J‘. Music
= Pictures
$# videos
1% Computer
File name: Pesticide 15-15m_40min_PCDL.cdb - [PCDLted) -
[ Open |v] [ Cancel ]
The MassHunter PCDL Manager opens.
5 MassHunter PCDL Manager for Pesticides - D:\MassHunter\PCDL\Pesticide_15-15m_40min_PCDL.cdb =N e ===
File Edit View PCOL Links  Help
P Find Compounds D (=g e
Single Search ‘ Batch Seach | B Bl Spectial Search e | Edit Spectra |
Mass Molscule:
© M+HE @ Meutal ) [MH] Formula: Q
Mass tolerance: 100 @ pem O mba Name
Notes
Retention time
7] Remuire UPAC
AT tolerance: 01 min
CAS:
lon search mode ChemSpider
Inchude neutials
Include anians Notes:
Include cations
4 0
[] Print/Copy in Requlatary Famat
Compourd Name Formula Mass RT [min) Cas ChemSpider 1UPAC Mame
<[ m v




2. Familiarization Exercises

Browse compounds in the PCDL

Click Single Search.

2. Click Find Compounds.

Use this procedure to display the entire PCDL and view the information that is contained in

the database for the selected compounds.

Exercise 1. Search the PCDL

4 MassHunter PCDL Manager for Pesticides - D:\MassHunter\PCDL\Pesticide 15-15m 40min_PCDL.cdb (==
File  Edit Wiew PCDL  Llinks Help
I Find Compounds DE =He
Single Search Batch Search | Beisheue e Spechal Search Bisime | e |
Mass Molecule: | Shucture
O MeHl @ Neunal ) [MH]- Fomula: a
Mass tolerance 100 @ ppm © mDa Narme:
Hates:
FRietention time
[T Require IUPAC
RTtolerance: 01 min
Cas:
lon ssarch mode Chempider
Include neutrals
Include ariors Notes
Include cations
< i
[] Prirt/Copy in Regulatory Famat
Compound Name Formula Mass RT(min]  CAS ChemS pider IUPAE Mame
< i v

All compounds in the PDCL are displayed in the Single Search Results table.

E MassHunter PCDL Manager for Pesticides - D:\MassHunter\Pesticide_15-15m_40min_PCDL.cdb

File Edit  View PCDL  Links Help
’ Find Compounds §=4 OE | = Iﬂ%]
Single Search Batch Search | Batch Summany Edit Compounds Spectral Search Browse Spectia | Edit Spect
Mass Molecule: | Stucture [MOL
O M+Hl+ @ Newwal O [MH} Formula:
Mass tolerance Mo @ ppm ) mDa Mame: H
Motes:
Retention time:
[[] Require 1UPAL: o
T tolerance: 01 min S
CAS:
lon search mode ChemSpider
Include neutrals
Motes:
Include anions
Include cations
4| m
[™] Prirt/Copy in Regulatory Fomat
Compound Name Formula Mass Anion Cation RT (min) CAS ChemSpider
b | 2Methyiphenol C7H8O 108.05751 ] ] 4.098 | 95487 13835772 2-Methylphencf
4-Methyiphenol C7H8O 108.05751 = = 4.250 | 106-445 13839082 4methyiphenol
2.4-Dimethylphenol {2, 4-¥ylenol) CEH100 12| [ [&] 4955 | 105679 | 13839123 2 Adimethylph
Naphthalene C10H8 128.06260 ] ] 5544 | 91-20-3 506 Naphthalene
Nitraphenol, 4- CEH5NO3 139.02694 | [0 ] 10.843 | 100027 3855 4-Nitrophenal
Methamidophos (Metamidophos) C2HBNO2PS o O ] 5.885 | 10265-92.6 | 3954 0,5-Dimethy! pf
1-Naphthol (Maphthol, 1-) C10HE0 14405751 [F [&] 10508 | 90-15-3 6739 1-Naphthol
Paradichlorobenzene (Benzene, 1.4-dichloro-) CEH4C2 14596501 ] ] 3.880 | 106-46-7 13866817 1.4-Dichlorobe]
1.3-Dichlorbenzene CeH4CI2 145.96301 ] ] 3.832 | 541731 13857694 1.3-Dichlorben|
Phthalimide CBH5NO2 14703203 [0 ] 9.588 | B5-41-6 6550 1H4scindale-1
Propyl cresol C10H140 150.10447 | [0 ] €.705 | 85-83-8 21105998 Thymal
= =




2. Familiarization Exercises Exercise 1. Search the PCDL

3. Click on a compound in the When the structure is included in the PCDL, it is displayed the Structure window.
Single Search Results table.

& MassHunter PCDL Manager for Pesticides - D:\MassHunter\ PCDL\Pesticide_15-15m_40min_PCDL.cdb

[l o
File  Edit  Yiew PCOL  Links Help
B Find Compounds & & | ) 5| 88 M @

Single Search BachSeach | Batch Summary Edit Compounds Spectial Seaich BowseSpecta | Edispecia |
Mass. Mole Stucture | MOL Text

© MeHF @ Neursl O MH} Formuie:

Mass tolerance: 100 @ ppm ) mDa Name: oH
Notes:
Rieteriion time
[ Requie 1UPAL:
AT llance: 01 min
£as
lon search mode
ChenSider

Include neutrals

Notes
Inciude anions
Include cations

[7] Piint/Copy in Fiequlatory Format

Conpound Name Formla Mass  Anion  Cation AT (min] Cas ChemSpider IUPAC Name Spectra =l

> | 2Prenyiphercl Orthophenyiphenol Ci2H100 1morze| [ 0 1068030437 | 13633012 2Bipheniol 1 =
35 Dichiaranine TEHGCEN R ) 5] 600 E2edsT | LT T
Acrinathin (Rufast) C2BH2IFENDS s13z8|  [O ] 30700 101007061 | 10469290 Cyano(3phenoxyphenyimetyl 3-(12}-34(1.1.1.3... |1
Alachlor Cl4H200ND2 26911826| [ 6] 18.420| 15972608 | 1994 2-Chloro M- 6-diethylphenyl} N (methosymethyila...| 1
Ameliyne (Bmelres] COHITNES 2n17| [ a 19460 834128 | 12705 N-EthpNsapropyl-6 melhylsulfanyl-1 3 5-isdin... |1

Search for a single compound Use this procedure to search the PCDL for a compound by its formula.

1. Click Single Search.

2. In the Formula text box, type

Single Search Batch Search Batch Summary Edit Compounds Spectral Search
C10H19N50. | | |
Masz
) [M+H]+ @ Meutral () [M-H] | Formula: — C10H19M50 |
Mass tolerance: 100 @ ppm O mDa Name:
Motes:
Retention time
7] Redquie IUPALC:
RT tolerance: 01 ity
CaS:
lon search mode ChemS pider:

Include neutrals
Include anions
Inchude cations

10



2. Familiarization Exercises Exercise 1. Search the PCDL

3. Click Find Compounds.

All compounds in the PCDL that match the formula are displayed in the Single Search
Results table.

& MassHunter PCDL Manager for Pesticides - D:\MassHunter\Pesticide_15-15m_40min_PCDL.cdb

File Edit View PCDL Links Help

[E=REcR S
[ Find Compounds DS ®Mfe
SroleSeach | BoichSeach | Belch Sunmany £t Compounds Spectral Search BowseSpectia | EdiSpectn |
Mass Melecule: | Stucture | MOL Test
© [MeHls @ Newtsal @ [H} Fomul:  CIOH19MSD
LNy
Mass tolerance: 100 @ ppn © mDa Hame: o
Motes:
Retention time. /
1 Requs ILPAL: W "
” N)\ J\
ATtolerznce: 01 min
R Bs ><N Sy o e
on search made Chenpier Hac
Include neutrals
Include anions Notes:
Include cations
< i '
7] Pint/Copy in Regulatory Format
Compourd Mame Formula Mass Anion Cation AT (min) cas ChemSpider 1UPAC Name. Spectia
¥ Terbumeton CI0H19NSD | 22515696 [ 0 15,560 | 33693048 | 33617 N-Ethyl 6 methoryN“{2 methy}2 propanyl1.35¢... |1
Sechumeton CIOHISNSD | 2251506 [] [&] 16,630 | 26253450 | 30651 N-secBulyh-thplGmethon1 3 5riszine 24-d...| 1
Frometon CIOH1SNS0 | 22515896 [1] B 16170 1610180 | 4753 NN-Disopiopyl&-methosy-1.3 Stiiazine-2 d-diam. . |1

Search for compounds from a

You can search for compounds from mass lists. Use this procedure to open a sample mass
mass list list exported from Qualitative Analysis.

1. Click Batch Search.

2. Click File.

ﬁ MassHunter PCDL Manager for Pesticides - D:\MassHunter\Pesticide_15-15m_40min_PCDL.cdb

B atch Summary

File  Edit Wiew PCDL  Links Help
B Find Compounds 405 =M e
| Single Search I Batch Search I

E dit Compounds Spectral Search

Brow

Masses: Mass AT Hits Masses

) [M+Hl+ @ Meutral ) [M-H]-

M ass tolerance: 100 @ ppm () mDa

Fietention times lon search mode

9 taner Include neutrals
@ Optional .
>R Include anians
) Required .

Include cations
RT tolerance: 01 min

1



2. Familiarization Exercises Exercise 1. Search the PCDL

3. From =
D:\MassHunter\PCDL\ Mass

E Open Mass List

k " QU | . v Computer » OS(D:) » MassHunter » PCDL » Mass List Files - | £,| ‘ Search Mass yel |
List Files, open the sample mass :
- - Organize « MNew folder =~ 0 @
list file exported from . .
MassHunter Qualitative Analysis, % Fovorites q e e
g o0 Bl Desktop @ mass_list_pesticide_PCDL 8/13/2014 8:25 PM Microsoft Excel C... 5 KB
mass—IISt—peStlc“je—PCDL'csv' & Downloads l%] sulfa_compounds 6/22/2009 5:20 PM Microsoft Excel C... 2KB
| Recent Places | sulfa_compounds 6/22/2009 5:20 PM Text Document 2KB
= Libraries
3 Documents
fJ‘. Music
= Pictures
B Videos
M Comnuter =
File narme: mass_list_pesticide_PCDL - [MassHunter Plass Lists (*.caw, * ']

[CaeeEl] [ o ]

The mass list opens in the MassHunter PCDL Manager.

lassHunter PCDL Manager for Pesticides - G:\MassHunter\PCDL\Pesticide_15-15m_40min_PCOL.cdb folle ==
File Edit View PCDL Links Help
P> Find Compounds DE &MHe
Single Search Belch Seach | Botch Summay | Edh Compounds Spectral Search Browse Specira Edt Spectra
Masses: Yy AT Hts - Masses Molecule: | Stucture | MOL Text
I 1410013 s (o] Omee @nem ©pen a
219.9459 636 | Masstoerance: 100 @ ppm () mDa
21215 3169
gy 2048 Retention fimes lon search made
191131 12066 @ lgrore Include neurals
2586761 12587 Optional P
169.0892 12899 Reauied
2420564 13198 Include cations
RT tolerance 01 min
213.0557 13523 Notes.
270.0877 14241

4. In the Retention times section,
i Batch Search i
select Ignore. Single Search | Batch Summary | Edit Compounds Spectral Search Brows

Masses: Mass RT His - Masses
I | 1410013 6122 = O Mt @ Newd O [M-HE
219.9459 6.326 B Mass tolerance: ~ 10.0 @ ppm (O mDa
21715 5169
2500162 12043 lon search mode
191.131 12.066 Include neutrals
. 7 & Ot
258 8761 12,587  Optional o arione
169.0892 12399 © Requred
2420564 13198 ' incluce cations
RT tolerance: 01 min
213.0857 13.523
270.0877 14.241
NE OCE 14 QL i

12



2. Familiarization Exercises Exercise 1. Search the PCDL

5. Click Find Compounds.

When the search is complete, the number of hits for each mass appears in the Hits column
of the mass list table, and the list is automatically sorted to show the masses with the
most hits at the top of the list.

6. Click on a row in the mass list

Single Search Batch Search | Batch Summary | Edit Compounds
Masses: Mass RT Hits R Masses
[T 200781 15, = | © MHE @ Neutral
F 2940327 21.50 I Mass tolerance: 100
225159 16.814 3
225,159 15,738 3 Retention times
225159 15.734 3 © Ignore
2250824 15.311 2 () Optional
275.1471 18.797 2 ©) Required
2411361 18.834 2 AT tolerance: 0
2411361 19294 2
317.9537 23.89 2
7o 1967 £ 95

lassHunter PCDL Manager for Pesticides - C:\MassHunter\PCDL\Pesticide_15-15m_40min_PCDL.cdb (=3
table to display the compounds m e T S O
B> Find Compounds (5 N = e
found for that mass in the Batch Single Search BtchSeach | Botch Summary | Edh Compounds Spoctrl Search | BrowseSpectm | EdtSpecra |
Search Results table. e [ Fram——r— R ke
I* 2010781 15.353 5 ‘; M+Hl- @ Neutral M-HE - NH2
oI TE0S Masstoerance: 100 © ppm (O mDa
225159 16816 3
b Retertion t [ 1 mod
225159 1573 3 ertion times lon search mode s N Ny
225158 15738 3 i Include neurals H3C. |
2250824 19311 2 > Optioral e anions 7
279.1471 9.797 2 Reauired N n d
241 1%1 Ba 2 Include cations Hac
RTtolerance 01 mn
2411361 1925 H Notes
a17.9537 287 2
< i r
[ Print/Capy in Reguiatory Format
Best Compound Name Formula Mass Deta  Arion Cation  RT fmin) CAS ChemSpider IUPAC Name Spectra
» | [ |Terbuthylazinedesethyl CTH120NS 20107812| 00| O | @ 13903 | 30125634 | 97278 6-Chioro-N-{2-methyl-2propanyi)- 1.3 5riazine-2.4... | 1
[ | Smazine C7HIZCINS 0i0712| 0w B | B 16,112 | 122349 5027 6Chloro-N,N-diethyi-1.3 54iazine-2. 4 diamine 1
Sebuthylazine desethyl C7H12CINS 0u072) 0| @ | @ 15359 | 37019184 | 4197234 | NsecBupiGehloro-135tiazne 24damne |1
[ | Ferfuram C12HTINO2 010788 43| O | @ 16553 | 24691003 | g1792 2:Methy-N-pheny-furamide 1
[ | Carbayl CI2HTINOZ 20107858 a3 O [ © 13269 63252 5359 1-Naphthyl methylcarbamate: 1

7. Clickonacompound in the Batch
Search Results table.

When the structure is included in the PCDL, it is displayed the Structure window.

lassHunter PCOL Manager for Pesticides - Ci\MassHunter\PCDL\Pesticide 15-15m _40min_PCDL.cdb o=
File Edit View PCDL Links Help
B> Find Compounds (= D& =Ee
Single Search Batch Search ‘ Batch Summary | Edit Compounds ‘Spectral Search | Browse Spectra | Edit Spectra ‘
Masses [T T prov—( Masses Stucture [ MOL Tt
T aom 15.398 5 H Mt © Neura MHL- - " -
294.0327 21509 A Mass tolerance: 100 @ ppm  ©) mDa Y \I/
225.159 16.816 3 " ~
225 159 57 B Retenton times lon search mode Y
225159 15736 3 © lgnore Include netrals m =]
225.0824 18.311 2 Optional Indlude arions
279.1471 18757 2 5 Fequred i
2411361 1883 2 Include cations
RTtolerance: 01 min
2411361 1925 2 Notes
317.9537 2387 2z
< i v
[ Print/Copy in Regulatory Fomat
Best Compound Name Fomula Mase Dsta  pion Cation  RT min) CAS ChemSpider 1UPAC Name Spedtra
[ | Terbuthylazine desethyl CTHIZCING aoriz] o] B [ B 13903 30125634 | 37278 &Chloro-N-2methy-2propanyl}-1 3 Strazine-24...| 1
O soun CZuLON 2wzl op O 0 15012 ey spp SCHlon NIV i) 3 S0az0e 2 giann .
» Sebuthylazinedesethyl CT7H120NS 20107812 01| [ =] 15.359 | 37015184 4197234 N-sec-Butyl-6-chloro-1,3 54riazine-2, 4 diamine 1
T Terfuram TTZATING OS] 2 L s TE 553 | 2205100 72| ZVehysheny Hoamde T
[ |Cabaryl C12H11NOZ 20107898 438| O =] 18.269 | 63-252 5899 1-Naphthyl methylcarbamate 1

1

3




2. Familiarization Exercises

8. Click Batch Summary to view
only the best hits from the Batch
Search Results table.

Browse all spectra in the PCDL

1. Click Browse Spectra.

2. Using the default search criteria,

Exercise 1. Search the PCDL

15 MassHunter PCDL Manager for Pesticices - C:AMassHuntet\PCDL\Pesticide_15-15m_40min_PCDL.cdb
Fle Edit View PCOL links Help
P Find Compounds 3 @ |0 &5 | @ ] @
| snoeSemh | Bacnsemn | BachSomey | EtComponss ecdlSeach | Boweseom | Estseom |
Repor comments: Wolecule: | Sucture [MOL Text
[@j B . -
\\(\l/
Mass lis search parameters \r
Mass s f:  C:\MassHurter\PCDL\Mass LstFies\mss Jit_pesticide_PCDL csv ! .
Vasses: - 10.0ppm Newral Search:  Neuirals Anions Catans
Retention time parameters Best mass match resuts
-
RTs: +/0.1min (ignore) Totalhis:  69/69{100.0%)
Confictnghts: 0/69(0%) Notes: Pesiade
e buiylazin-deset
Aopy Retenion Tmes Singe matches: 56/ 69/84.1%) SR G SR
| m ]
[] Pint/Copy in Regulatory Fornat
Compound Name Fomuia Mass Mess Dbz mjon Caon RT(un) RTmeass. DetaRT  CAS ChemSpider \UPACV\‘:‘
Sebuhyfazine deseitnd CTHIZONS o7i2] aomn] on| O | O 15358 15353  0034[3018184 41703  |NesoBuylbchion135
Methiocarb (Mercaptodimethus) CIHISN02S 2500235 2500240 42 O [ 19155 19311 0156(2032657 15407 |35Dmehyinenisuf:
Wefencxam CI5H2INO4 e a0 o O | O 18643 18797 0154[70830470 |3328271 | Mty N4 6dimethyphe
Tetbutnn CIOH19N5S 1112 241110 00 O [0 19005 1920 0045[36500 |24 [NEniv{Emehk2on
O] T — ] '

Use this procedure to search an example library for spectra that match certain parameters,

such as mass, formula, name, and RT.

[ MassHunter PCDL Manager for Pesticides - C:A\MassHunter\Pesticide 15-15m 40min PCDL.cdb = | S|
click Find Spectra. File_ Edit _View PCDL Links Help
DNE =Ee
‘ SingleSamch Batch Search | Betchy Sommay | P em—— | Gewtdicnrts || Browse Spectra Edit Spectra
Mass Graphic | Mass List
Precursorion lon polarty: () he Library spectrum
- 5 g 10 7239807
Tolerance 200 © ppm @ mDa lonization mode: (Ary) - £ 1233805
S ol 60,00
Colision snsray 2wl
80 |
Tolerancs 20 v
70
60
50
Compound Hame Ion Speciss Pracursor lon  CE (V) Polsity  lorization
2 4-Dimsthyiphenol (2 4-¥yleno) 0|Postvs |E1 40
Nitrashenal 4- 0 | Pastiva F 304

All spectra in the PCDL are displayed in the Spectral Search Results table.

14



2. Familiarization Exercises Exercise 1. Search the PCDL

ClICK ona Compound n the [ MassHunter PCDL Manager for Pesticides - DiMassHunte PCDL\Pesticide_15-15m 40min_PCDL.cdb | = e =
Spectral Search Results table to Bb G Do RIb Jul FLi
| - P Fndspects G |0 5 38 1 @
view the mass spectrum plot in T T | crspeen
the Graphic window. ——
110

Tolerarce: 200 pom @ nDa larization mode: am

Colision energy

Abundance

Tobance: 20 o
w 6502432
o 6031
13007742
0 17.49
Compound Hane o Species Precusorlon CEM  FPolaiy  lonzaton et ©
o © 05563
DEET / Dietyholuanice 0/Posiive |1 agrol g
Pyimetharil 0|Posiive  |EI a1o kX
' o
Pebulate 0|Posiive I ato 0
Dichioran 0|Fosiive |l am o Laltill
Proposur 0/Posiive |1 aro - D 6 s 10 12 140 160 180 200 2k
a m J i w2

4. Click Mass List to view a list of
masses and abundance values Bl Edt Yew BCOL Limks Help

E MassHunter PCDL Manager for Pesticides - D'\MassHunter\PCDL\Pesticide 15-15m_40min_PCDL.cdb

B Find Spectra D& =& e

for the selected compound.

Sickasemrt | Batch Search | _ | Edit Compounds | Speciral Search BrowseSpecta | EdiSpechs ‘
Mase Mass List ||
o Jon polariy B =
fecursor ion Mass Feel Abund
Toletance: 200 © ppm ® mDa lonizaion mods o] - 2m 07757 100.00000
18805410 611817
Colison eneray
172,627 8143819
E— 20 w 5302432 8031262
13807742 47.40804
95 05662 3367441
17203845 351981
Compaund Name lon Species Precursorlon  CE V) Polaity lonization  Ingt * 202.07406 21475
Malinte 0/ Posiive  |EI gl | 3100575 208133
DEET / Dietrgholusmids 0 Fosve I ato 188.0170 28,8006
Pyimethani 0 Postve | 910 175,341 26,9305
Pebulate 0 Posiive  |EI ato 8551504 2560865 i
Dichlaran 0| Positive El aro || <] n ] »
< (] ] v

|
Search for a specific spectrum Use this procedure to search for specific spectra in the PCDL.

1. Click Single Search.

2. In the Formula text box, type pe— | |
Ingle Searc Batch Search Batch Summary Edit Compounds Spectral Search
C25H22C1NO3.
Masz
) [M+H]+ @ Meutral ) [MH] | Formula:  C25HZ2CINO3 |
Mass talerance: 100 ® ppm © mDa Name:
Motes:
Retention time
[ Require IUPALC:
RT tolerance: 01 ity
CaS:
lon search mode ChemS pider:
Include neutrals
Include anions
Include cations
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2. Familiarization Exercises

3. Click Find Compounds.

4. Click Browse Spectra.

5. Select the compound
Esfenvalerate and view the mass
spectrum plot in the Graphic
window.

Exercise 1. Search the PCDL

All compounds in the PCDL that match the formula are displayed in the Single Search

Results table.

E MassHunter PCDL Manager for Pesticides - D:\MassHunter\Pesticide_15-15m_40min_PCDL.cdb

Eile  Edit View PCDL Links Help

[ B Find Cormpaunds lﬁ HIDE &Ee

Include neutials

Include anions

Includs cations

GrgeSeach | BahSeach |  BatchSumay | EdiCompounds | SpectialSeach Browse Spectia EdtSpectia |
Mase Molecule: | Stucture | MOL Text
O Mo © Newd O MHE Famula: | CZEHZ20N03
Mass tolerance: 100 ppm ©) mDa HName: e,
Notes: ]
Retention time a \ o
] IUPAC:
RT tolerance: 01 min
Cas:
lon search mode. ChenSrider K

Nates

Fint/Copy in Regulatory Format Single Search Results: 2 hits

Compound Name Formla Mass  Arion  Caon AT (min) cas

Chenpider

IUPAL Name Spectia

Fenvalerate | CasHz2ENe 41912082 |

| (81 Cyanolz phenaiypherylimethyl (25 2 (4-chir.. |1

Esfonvalerais | C25H220N0I3 41912682

| (5-Cyanof¥phenosyphemfimethy (25 24é-hior.. | 1

MassHunter PCDL Manager for Pesticides - D*\MassHunter\PCDL\Pesticide 15-15m_40min_PCDL.cdb =@
Ele Edit View PCOL Links Help
P FindSpectn & | T e P @
Single Search | Baich Search | Batch Summary | Edit Compounds | $pectral Search I‘ Browse Spechia ‘I Ecit Spectra
Mass Graphic | Mase List|
Prcussorion fonpolaty Lixay specturn
o 110
Tolerance: 200 lanization mod: g 5
£ 10
Collsion energy 2 g
— a0
Tolerance: 20 &
70
60
Spectra for compound: Fenvalerate 18106473
% 4383
lon Species Precursorlon  CE V] Polarily lonization
77.03857
o B07
0
1o l L J 29307278
oL T 06e L
50 100 190 200 250 360 0 40
miz
Compound Name Forrula Mass  brion  Caon R jmin] 45 Chempider IUPAC Name Spectia

Fenvalerate | coszzeinna 41312802 |

3100 51630581

3230

| (5Hyanal3 phenoryphenymethyl (251214 chlr... | 1

Esfenvalerate C2H22CND3 | 419.12882

35,500 | 66230.04-4

8517510

(S}Cyano{3-phenoxyphenyljmety (25)-244-chlor.

MassHunter PCDL Manager for Pesticides - D:\MassHunter\PCDL\Pesticide_15-15m_40min_PCDL.cdb =0 =
Fle Edit Wiew PCDL Links Help
PP rindspectra (G | () 5 2% H @
GGty | Batch Seach | Bctcu o | EeiiEoree o | Spectial Search Browse Specia | Edi Specua
Mass Grsphic [ Mass Lit
Pisussorion lon selsiy: Lina e
Tolerance: 200 Ionizalion mads: g T
£ 1
Colision energy I
a0
Tolerance: 20 ES
0
50
Spectia for compound: Esfenvalerate 181.06473
50. 4857
Ton Species Precusorlon  CE [¥) Polaiy  lorization
770385
kU a5
20
1 708334
B 062

50 100 150 200 260 300 30 400

| Compound Name Farmula Mass  Anon  Cafion  RT(min)

ChemSpider

IUPAC Name Specha

|C25H220ND3 | 41912682 I [

Fenvalerate

(5] Cuanof3 phenosyphenymethyl (2512 4 chior.. |1

Esfenvalerate

< i,

{8)-Cyano (3 phenaxyphenyllmetiyl (25)-2-4-chlor.

16



2. Familiarization Exercises

6. Click Mass List to view a list of
masses and abundance values.

Exercise 1. Search the PCDL

MassHunter PCDL Manager for MeassHunter\PCDL!
i Fle Edit View PCDL Links Help
S FindSpecta S L) T (a@ H @
SingeSeach |  BachSesch |  BachSummey |  EdiCompounds |  SpectalSesch |  BoweeSpeoha | EdiSpecta |
Mass [ raprc] M= it |
Precursor ion lon polarly: ) he s FRYTN R
Tolerance: W O oppm @ mba Ionization mode: 12501525 100.00000
S— 181.06479 4857380
—_— 167.06220 4465603
— B0 e 169.06479 4365105
226 07843 1245301
115 05423 37 69688
Spectra for compound: Esfenvalerate Frapap Py
Compound Name lon Species Precusorlon  CE V) Polaily lorization | 141.06380 245127
158 06753 23 47635
77.03858 27 67488
197.08571 2739615
152.00234 2453463
209.08352 2123640 i
<] I ] v
4 L[} L3
Compound Mame Fomus  Mass  Anon  Caon  AT(mn)  CAS ChemSpider IUPAC Name
Fenvalerate \ C25H22CND3 \ 912882 \ \ \ \ (5)-Cyano{3 phenosypherylimethyl (2512 (4-ch
¥ | Esfervalerate C25H22CIND3 | 41212682 (5}Cyano(3 phencxyphenylimethyi (25)-2-{4-chic

"

b
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2. Familiarization Exercises Exercise 2. Create a Custom PCDL in the PCDL Manager

Exercise 2. Create a Custom | In this exercise, you will create a custom PCDL that is a subset of the GC/Q-TOF Pesticides
PCDL in the PCDL Manager |§ PCDL

Create a new PCDL Master PCDLs cannot be edited, but they can be used to create custom PCDLs that can be
edited. Use this procedure to create a new custom PCDL.

1. Select File > New PCDL.

E MassHunter PCOL Manager - Di\MassHunte\PCOLYPesticide_15-15m_40min_PCDL.cdb

File | Edit  ‘iew PCDL  Links Help
[ MewPcDL. cwlsM [z MY @
[ OpenPCDL.. Ctrl+0 -
I: Backup PCOL... arch | Batch Summary | Edit Compound
Create Subset PCDL..
lon polarity: [Arw]
Irmport Compounds.,
m @ mDa lonization mode: [&ar)
Export Results..
=) PrintResults.. Ctrl+P
Exit Alt+F4
2. Select the existing PCDL, (o )
- . b Create New PCDL
Pesticide_15-15m_40min
PCDL.
- PCOL path: D:\MassHurter\PCOL (]

Select an existing PCOL:

|[Pesticide_15-15m_40min_PCOL]|

Select the PCDOL type: Pesticides -

Erter the new PCDL name: Custom_Pesticide_PCDL

Enter a description of this PCDL:

1 Create ] [ Cancel
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2. Familiarization Exercises

3. Select the PCDL type, Pesticides.

4. Enter the new PCDL name,
Custom_Pesticide PCDL.

5. Click Create.

Exercise 2. Create a Custom PCDL in the PCDL Manager

§ Create New PCDL

=2

PCDL path:

Select an existing PCDL:

Select the PCDL type:

Erter the new PCOL name:

Enter a description of this PCDL:

D:\MassHurter\PCOL E

Empt
Pesticide 15-15m_40min PCDL

Pesticides -

Custom_Pesticide_PCDL

Create ] l Cancel

Create New PCDL

=2

PCDL path:

Select an existing PCDL:

Select the PCDL type:

Erter the new PCOL name:

Enter a description of this PCDL:

D:\MassHurter\PCOL E

Empt
Pesticide 15-15m_40min PCDL

Pesticides -

Custom_Pesticide_PCDL

Create ] l Cancel

@ Create New PCDL

S

PCDL path:

Select an existing PCOL:

Select the PCDL type:
Erter the new PCOL name:

Enter a description of this PCDL:

D:\MassHurter\PCDL [j

EITI'
Pesticide_15-15m_40min PCDL

Pesticides -

Custom_Pesticide_PCDL

’ Create l ’ Cancel
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2. Familiarization Exercises Exercise 2. Create a Custom PCDL in the PCDL Manager

6. Select PCDL > Allow Editing.

hassHunter PCOL Manager for Pesticides - DiMassHunte\PCOLACustorn_Pesticide_PCDL.cdb
File  Edit  Wiew I PCOL I Links  Help
[ Find Compounds | B Find Campounds  F5
. o iti
Single Search [ Al i Lmmary E dit Compounds Sp
Corwert PCDL
tass )
PCOL Information..,
[T T EHar T [T T Fuarnnwla:
Mass tolerance: 100 @ ppm © mDa Mamne:
Hotes:
Retention time
[F] Require IUPALC:
]
Delete a specific compound Use this procedure to search for and delete a specific compound.
1. Click Single Search.
2' In the Name text bOX, type [ MassHunter PCDL Manager for Pesticides - D:\MassHuntertP CDLyCustom_Pesticide_PCDL.cdb ===
Phosalone'and then chck File Edit View PCDL  Links Help
F_ d c d B Find Compounds | L1 | 5 @@ 1 @
in ompounds. Single Search Bahfeach |  BachSumay |  EdiComounds | Smeotddeach | GowseSpeova | Edidpeota |
Mass Moleculs: | Structue | MOL Text
O MeHl @ Nedral O [MH] Fomula
Massteance: 100 ©) ppm ) mDa |Name Fhosslond | o ‘
Notes:
Retention time.
[ Requie 1UPAL: ‘
RT tolerance: a1 min
CAS:
lon search mods ChemSpider
Include neutrals
Include anions Notes:
Include cations

3. Click Edit Compounds.

4. Click Delete Selected and then i w -
l. k Y t f E MassHunter PCDL Manager for Pesticides - DAMassHunte\PCDLACustom_Pesticide_PCDL.cdb
GiE BSHLOLC 0NN File  Edit  Wiew PCDL  Links Help

[> Find Compounds ) RR=AL EEI (7]

‘ Single Search Batch Search | Batch Summary Spectral Search | BEirow
Mame:  Phaosalone Edit actions
IUPALC:  5-[[B-Chloro-2-ouo-1,3-benzorazol-3[2H-yllmethyl] 0.0 -diethyl phosphaorodithioate Add New
Mass: | 38638588 CAS: 2310170 Save s New
RT: 29.39

ChemSpider. 4629 Update Selected
_D elete Selected

Fornula:  C12H15CIMO4PS2

lon type

@ Meutral
) Anion

() Cation
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2. Familiarization Exercises

Delete a group of compounds
Click Single Search.

Using the default search criteria,
click Find Compounds.

3. Click Edit Compounds.

Use this procedure to delete a group compounds from your custom PCDL based on mass.

Exercise 2. Create a Custom PCDL in the PCDL Manager

All compounds in the PCDL are displayed in the Single Search Results table.

E MassHunter PCDL Manager for Pesticides - D:\MassHunter\Custom_Pesticide_PCDL.cdb

=

File  Edit Miew PCDL  Links  Help
B Find Carnpounds |5 = o [ @
Single Sasrch BatchSearch | Batch Summary Edlit Compounds Spectsl Seatch BrowseSpectra | Edit Spect
Mass Maleculs: | Structure [ MOL
@ [M+H]+ @ Neutral (O [MH] Formula:
Mass tolerance: 100 @ ppm O mDa Narne: H
MNotes:
Retertion time
[C] Requirs IUPAC: et
RT tolerance: 01 min S
Cas:
lon search mode ChemSeider
Include neutrals
Include aniors Metes
Include cations
< i
[ Print/Copy in Regulatory Fommat
Compound Name Formula Mass Anion Cation RT {min} CAS ChemSpider
b |2-Methyiphenol C7HBD 108.05751 | ] 4098 | 95487 13835772 2-Methyiphency
4-Methylphenal C7HBD 108.05751 = ] 4.250 | 10 5 13839082 4-methylphenol
2.4-Dimethylphenol (2,4-Xylencl) CeH100 12207316 = = 4.955 | 105-67-9 13839123 2 Adimethylph
Naphthalene C1oH8 128.06260 = ] 5544 | 51203 506 Naphthalene
Nitrophenal, 4- CBHENO3 139.02654 = ] 10.843 | 100-02-7 955 4-Nitrophenal
Methamidophos (Metamidophos) C2HBNO2PS 14100134 [ B 5885 10265926 | 3354 0,5-Dimethyl
1-Naphthol {Naphthol. 1-) C10HBO 144.05751 = =] 10.508 | 90-15-3 6739 1-Naphthol
Paradichlorobenzene (Benzene, 1.4-dichloro-) CBH4CI2 145.96901 =] (=] 3.880 | 106-46-7 13866817 1.4-Dichlaorobe
1.3-Dichlorbenzens CEH4C2 145.96501 = ] 3832 13857694 1.3-Dichlorben)
Phthalimide CBHENO2 147.03202 = = 9588 6550 TH-scindole-1
Propyl cresol C10H140 15010447 = ] 6.705| 85838 21105358 Thymol
] MassHunter PCDL Manager for Pesticides - D:\MassHunter\PCDL\ Custom_Pesticide_PCDL.cdb
File Edit View PCDL  Links
[ Find Compounds 4 &= e
‘ Single Search | Batch Search | Birtaic |‘ Edit Compounds ‘l _ | Bt o Edt Spectia
Mame:  Boscaid (Nicabifen) Edit actions Molecule: | Stucture | MOL Text
JUPAC:  2-ChiororN-{4-chloro-2-biphenylyljnicatinamide A
Mass 34203267 CAS: 188425858 .
AT EEEd ChemSpider: 184713 . .
Fomula  CIEH1ZCNZD
lon type
a
© Neural
©) nion Netes:
© Cation
| i
(7] Print/Copy in Regulatory Fomat
Compound Name Famula Mass  Anion  Caon  RT(min) 45 ChemSpider 1URAC Name Spectt
2Phenylphenal {Dithophenlohenl) [EERL EEEC S [&] 0880|0437 | 133012 2Biphenylol 1
35 Dichioroaniine CGHECIZN iengrsan, [ &) 8600| £26-93F | 11778 3 5dichloroaniine 1
Acrinathin (Rfast) COBHZIFENDS | 54113233 [ [&] 700 0469250 Cyano(3phenaxyphenylimetiyl 3-{(12)3(1,1,1.3... |1
Alachior C14H20CND2 311826 [ [ 19.420| 16572608 | 1534 2-Chioror N2 & diethylphen-N-methosymethyla.. | 1
Ametiyne [metrer) CIHI7NSS 2712047 [ [&] 18460 B4128 | 12705 N-Ethyl'isopropyhB- methylsulfanyl}1,3 5+4riazin... |1
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2. Familiarization Exercises Exercise 2. Create a Custom PCDL in the PCDL Manager

4. Click the Mass column heading
in the Single Search Results
table to sort the compounds by

their mass from lowest to
h |g hest. | Single Search |I Batch Search | Batch Summary Edit Compounds | Spectral Search | Br

ﬁ MassHunter PCDL Manager for Pesticides - D:\MassHunter\PCDL\Custom_Pesticide_PCDL.cdb
File  Edit  Miew PCDL  Links Help
|> Find Compounds & [ | [ & | @ EEI (7]

Mame:  Boscalid [Micobifen] Edit actions

IUPAL:  2-Chloro-M-[4"chloro-2-biphenylyllnicotinamide Add Hew
Masz: 342.03267 CAS:  198475.85.5
RT: 3338 ChemSpider. 184713 T —
Formula:  CT8H12C12M20
Delete Selected

lon type
@ Meutral
1 Anion

() Cation

[ Print/Copy in Regulatory Format

Compound Mame Farmula | Mazz |Ani0n Cation RT [min) CAS

Methamidophos [Metamidophos) C2HEBMNO2PS 141.00134 [} [ 5.890 | 10265-92-6
Bipheryl C12H10 154.07825 [} [ 8.270 | 92524
3.5-Dichloroaniline CEHACIZN 160.97330 [ [ 8.600 | G26-43-7
Diphenylamine C12H11N 169.08915 [ [ 12,730 | 122-39-4
2-Pherylphenal [Othophenylphenal] C12H100 170.0736 [} = 10,680 | 90-43-7
Molinate CIH17HOS 187.10308 [} [l 11.070 | 212671
DEET / Diethyltoluamide C12H17HO 19113101 [} [ 11.900 | 134-62-3
Pyimetharil CI2H13N3 1593.11055 [} [ 16,160 | 5a112-28-0
Simazine C7H12CINS 2007812 [} [ 16110 | 122-34-9
Aol A e Ann 4 Aann = = Al 41447 a
'l 1
5. Select all compounds with _ _
masses |eSS than 165 [ Print/Copy in Requlatary Farmat
Compound Mame Formula Mass Anion Cation RT [min] CAS
' Methamidophas [Metamidophas] C2HBMOZPS 141.00134 [ [l 5.890 10265-92.6
| Bipheryl C12H10 154.07825 [} [} 8270 92-52-4
'}_ 3.5-Dichlaroaniline ECBHSEI2N 160.97330 1 [l 8,600 B26-43-F
Diphernylamine C12H11N 169.08915 ] ] 12,730 122-39-4
2-Phenylphenal (Qrthaphenyiphenal) ClzH100 170.07316 [} [} 10.680 | 90-43-7
- o miae 107 1onnn = = P
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2. Familiarization Exercises Exercise 2. Create a Custom PCDL in the PCDL Manager

6. Click Delete Selected and then
click Yes to confirm.

ﬁ MassHunter PCOL Manager for Pesticides - DiMassHunter\PCDLYCustorn_Pesticide_PCDL.cdb
File Edit View PCDL Links Help
[ Find Compounds & | | 5 & [ @

‘ Single Search Batch Search | Batch Summary Edit Compounds Spectral Search | Brow
Name:  3.5-Dichloroaniline Edit actions
i,
Mass: 160.57950 CAS: 626427
RT: 86 ider
ChemSpider: Update Selected
Formula:  CEHBCIZN
Delete Selected
I lon type
| _
@ Neutral
| @) Anion
[l () Cation

4| i

[ Print/Copy in Regulatory Format

Compound Name Formula Mass Anion Cation RT {min} CAS
[ || Methamidophos (Metamidophos) C2HBNOZPS 14100134 [ il 5.890 | 10265-92-6
[ Biphemyl C12H10 15407825 | [] Il 8.270 | 92524
» |3.5Dichloroaniine CHH5CIZN 16097990 | [} il 8.600 | 626437
[l Dipherylamine CIZHTIN 169.08915| [ m 12.730 | 122.394
2-Phenyiphenal {Orthophenylphenol) C12H100 700736 [ | 10,680 | 90-43-7
Malinzta raH17NNG 187 1008 =1 =1 11 070 | 3919671

The selected compounds are removed from your custom PCDL.

& MassHunter PCDL Mznager for Pesticides - DAMassHunter\PCDL\Custom_Pesticide_PCDL.cdb == ==
File Edit View PCDL Links Help
B Find Compounds (& 0E e&Ee
Single Search Batch Search | Balch Summary Edit Compounds | — | Benareni | Edit Spectia
Mame: Dipherylamine Edit actions Molecue:
IUPAC:  H-Phenpleniine Add New
Mass: 163.08515 CAS: 122394 H
AT 1273
ChemGpider. 11003 Upsote Selected
Famuls:  CIZHTTN ‘
Delete Selected )
lon type:
@ Meutral
% Arion Notes:
) Cation
< i
7] Print/Copy in Aequlatory Fomat
Compound Name Formuda Mass ~ Anon  Cafon AT [min) CaS ChemSpider IUPAC Name Spect
¥ Diphenylamine CIZHTIN 1690895 [ [&] 12790 122384 | 11003 N-Phenplaniine 1
2Phenyiphencl (Orthaphenyiphenc) CizH100 S ) ] 10680 80437 | 13838m2 28iphenylol 1
Molinate CaHINOS 67008 [ [&] 11.070| 2212671 | 15790 SEihyl 1-azepanecaibcthiosts 1
DEET / Diethyitoluamide C12HI7ND wanm | [0 [&] 11900| 134623 | 4133 N N-Digthyl- 3 methylbenzamide: 1
Fyiimetharii CIZHIN3 19911085 [ [a] 16160 G126 | 52753 4,6-Dimethy-phenyl-2 pyiimidinamine 1
Simazine CTH1ZCNS amormz [0 =] 5110|1234 | 5027 6-Chloro NN diethy1 3 S trezine-2.4diamine |1
Pebulate CIOHZINGS 031333 [ [&] SE20| 1114712 | 13578 §-Propyl buliethyllearbamothioate 1
Dichloran CEH4CIN202 20596498 [ [&] 14780 | 93309 152 26Dichloro-dniroaniine 1
Proposur CIIHIEND3 0910518 [ [&] 12500\ 114261 | 4775 24sopropouyphenyl methyloarbanists 1
Fra— i omann oo | = = <= oon | conon ca s | overe e Miednn St dma 4t 4
] i J '
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2. Familiarization Exercises Exercise 2. Create a Custom PCDL in the PCDL Manager

Add a compound Use this procedure to add a compound to your custom PCDL.

1. Click Edit Compounds.

2. Click Add New.

[5d MassHunter PCDL Manager for Pesticides - Di\MassHunte\ PCDL\Custom_Pesticide_PCDL.cdb
File  Edit Wiew PCDL Links Help

B Find Cornpounds () 0= = e

‘ Single Search | Batch Search | Batch Summary Edit Compounds | Spectral Search | Browse Spectra | Edit Spectra ‘
Name:  Isazafos (Mil) Edit actions Molecule: | Structure | ML Tew|
IUFAC: 05 Chioro-1isopropyl1H-1.2.4 tiazal 3l 0.0-clethyl phasphorathioate
Mass, 31304168 CAS 47509808

RT: 16.89 P
ChemSpider. 33885 Update Selected
Formula: - C3H17CIN303PS ’Dc/\\'ﬂ

lon type:

@ Neutral

©) Brion Notes

@) Cation

New Compound is added to the table with a mass of 0.
MassHunter PCDL Manager for Pesticides - D:\MassHunter\PCDL\Custom_Pesticide_PCDL.cdb
File  Edit ‘Wiew PCDL Links Help
P Find Compounds ) N E =M e
| Single Search Batch Search | Batch Summary Edit Compounds ‘ Spectral Search | Browse Spectra
Mame:  Mew Compound Edit actions Molecule; | £
IUPAC Add New =
RT
EhemS pider, Update Selected
Formula:
Delete Selected
lon type
@ Meutral L
) Anion Motes:
1 Cation

4 | m

[ Print/Copy in Fegulatory Fomat

Compound Hame Formula Mass Mass Submitted Delta Mass [ppm) Aniah Catioh

I MNev Compound 0.00000 F1 F1
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2. Familiarization Exercises

3. Enter the compound information:
Name: Dazomet
Mass: 162.02854
RT:14.713
Formula: C5H10N2S2
lon type: Neutral
CAS: 533-74-4

4. Click Update Selected.

Exercise 2. Create a Custom PCDL in the PCDL Manager

File  Edit
[p Find Compounds &)

Wiew

Links  Help
D= = e

ﬁ MassHunter PCDL Manager for Pesticides - D:\MassHunter\PCDL\Custom_Pesticide_PCDL.cdb
PCODL

| Single Search

Batch Search |

Batch Summary

Edit Compounds

Spectral Search | Er
Mame:  Dazomet Edit actions
IUPAL: Add New
Mass: 162.02854 CAS: 533744
RT: 14713 ar
ChemSpider Update Selected
Fomula:  CBH10MZ252
Delete Selected
lon type
@ Meutral
0 Awion
(7 Catior
1| 1
[ Prirt/Copy in Regulatory Farmat
Compound Mame Fammula Mazz Mazz Submitted Delta Mazs [ppm) Anic
» | Mew Compound 0.00000 [

The information you entered for the new compound is added to the table and the custom

PCDL.

{5 MassHunter PCOL Manager far Pesticides - DiMassHuntenPCDL\Custom Pesticide PCDL.cdb

[E=E E=R ==
il Edit View PCDL Links Help
P Find Compounds @ | |0 &5 | @8 B @
‘ Singls Szarch | Batch Search | Bateh Summary Edit Compounds ‘ Spectial Gearch | Browse Spectia | Edit Spestia
Name:  Dazomet Edi actions Moleeule:
IUPAC: AddNew —
Mass: 162.02854 CAS: 533744 __Save A New
AT 14713 5
ChemSpider [ Update Selected |
Fomulz:  CSHTONZS2
Delele Selected
lon typs
© Neural
Anion Nates:
© Cation
< i '
[ Print/Copy in Regulatory Fomat
Compound Hame Fornula Mase  Dekaass(ppm] Anion Calon  RT(mn)  CAS ChemSpider 1UPAC Name Spectra
Terbuiyn CI0H13NES El 0 0 | 19100896500 | 12074 N-EthyhN*{2-methyl-2 propanyi) 6 methylsufan)..| 1
Fromelyn CI0H13N5S 2411 008 [0 | [ 18600 7287186 4760 NN Disopropy 1.3 Siazine-2, . |1
» | Dazomet C5H1ONZS2 1520 B |8 14713| 533744 | 20332 35 Dimethyl13 Sthiadiazinane-2thione
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2. Familiarization Exercises Exercise 2. Create a Custom PCDL in the PCDL Manager

5. Click Open to the left of the
Structure window.

E MassHunter PCOL Manager for Pesticides - DiAMassHunte\PCDLACustorm_Pesticide_PCDL.cdb
File  Edit

Yiew  PCOL  Links  Help
B Find Compounds & | | 5 |88 [E @
| SigeScach | BatchSeach | Bach Summay EdiCompounds | SpeciolScach | BiowssSpesia | Edit Spectia
Hame:  Dazomet Edit sctions Melecule: [ Stucture | MOL Text|
Mass 16202854 CAS: Ha3T44
RT 14113 ChemSpider:
Fomula  CEHTONZSZ
lon type
@ Meunal
@) &nion Motes:
) Cation
6. Navigate to and open 10332.mol.
-l Open Structure File @
Look in: PCOL - o7 -
I Name ‘ Date modified Type Size
"“’} . Archive 8/18/2014 1:47 PM File folder
RecentPlaces || \1ace List Files 8/15/2014917 AM  File folder
L 10332.mol 8/13/2014 8:40 PM MOL File 1KB
Libraries
e
u&
Computer
File name: 10332 -
Files of type: [Mnl Files [mal) v] Cancel

The structure is added to the PCDL and is displayed in the Structure window.

E MassHunter PCDL Manager for Pesticides - D:\MassHunter\PCDL\Custom_Pesticide PCDL.cdb

Eile  Edit Miew PCDL Links Help
B Find Compound: & | |0 5 |8 Y @
Single Search Batch Search | Batch Summary | Edit Compounds | Speciia Search | Biowse Spectia | Edit Spectia ‘
Name  Dazomet Edit actions Molecule: || Structure [MOL Tewt
IIRAL: Add New /CW
Mass: 162.02854 CAS. 533744 N
RT 14713 /
ChemSpider. Update Selected 5
Formua  CSH1ONZS2
Delete Selected ”\
lon type . -
Notes:
© Cafion
< m
[ Piint/Copy in Regulatory Format
Compound Name Fomls Mass  Mass Submitted DeltaMassippm)  Arion  Cation  RT[wn)  RTmess DekaRT
»  New Compound 0.00000 [a] ]

26



2. Familiarization Exercises Exercise 2. Create a Custom PCDL in the PCDL Manager

Import Spectra from a CEF file Use this procedure to import spectra from an existing CEF file. For information on exporting
spectra and creating a CEF file, see “Export your results as a CEF” on page 52.

1. Click Edit Spectra.

2. Click Load spectra from a CEF \ [ MassHunter PCDL Manager for Pesticides - DAMassHunter\PCDI\Pesticide.15-15m 40min PCDLcdb =N
file. ‘ File Edit View PCDL Llinks Help
P Findspecta G Il | | = E @
| SngeSeach |  Bacheach | Eeich Summay T a— SeeciielSearch | BrowseSpecta | EdiSpectm ||_
Aecquired specira Graphics | Mass Lists |

Compound Name lon Species Precursor o CE (V) Polarity Mﬂ“‘m%';wﬂmm

Abundance

&
6
4]
2
0

1|

Lbrary spectra 2
Campound Name lon Species Precursorlon CE Por
P B ) L ‘ Library spectrum

g 1004 |

R

R
o] |
204 |
o

40 60 20

20
4 I 3 miz

Single Search Resulis: 78 hits

Compound Name ~  Fomula Mass Anion Cation RT {min) CAS ChemSpider 1UPAC Name
» | Methamidophos (Metamidophos) C2HBNOZPS 141.00134 5885 | 10265526 | 3954 0.5-Dimethyl phosphoramidathioat
Methazole COHBCIZNZO3 | 259.97555 20354261 | 4528 22 4-Dichloropheryl}-4-methy-1,3
C14H15N02 22911028 I I 28730178 | 31609 2.4 5-Trmethnd-N-oherwvi-3-furamich

Kl n m—| 3

3. Select the CEF file from which to I Lood Spectra i

import spectra, and click Open. =
Loak in: | Data - e [f EF F~
(= MName . Date medified Type Size
""} | Tomato_spiked.D 9/5/2014 11:26 AM  File folder
RecentPlaces || oknownsResults 9/5/2014 456 PM  File folder
-j | || Tomato_spiked.cef 9/5/2014 11:44 AM  CEF File 206 KB | I
|
Desktop i

Libraries

File name: Tomato_spiked -
Metwork
Flesoftype: | Compound Bxchangs Fommat("cef) -
Open as read-only
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2. Familiarization Exercises Exercise 2. Create a Custom PCDL in the PCDL Manager

The imported spectra appear in the Acquired spectra table.

lassHunter PCDL Manager for Pesticides - C:\MassHunter\PCDL\Pesticide_15-15m 40min PCDLcdb [P
File Edit View PCDL Links Help
P Find Spectra S DE = e
Srgle Search | BachSeach | BatchSumay | EdtCompounds | Speciel Search | Browse Spectra ‘ Edi Specira L
Acquired spactra | Graphics | Mass Lists
Compound Name lon Species Precursor lon  CE (V) Polarity o |Acquired spectrum
o I T
Bhenyi 0 |Fostive E®
2 60
35 Dichloroaniline 0| Postive
40
Diphenyiamine 0|Fostive
— - —- 20-
< il J 5 o
Lbrary spectra w8
miz
Compound Name lon Species Frecursor lon  CE (V) Folarty lo pE—
ibrary spectrum
T m— I “d
R
2 s
« S
20-
o
)
4| i, ] + miz
Compound Name Formula Moss  Arion  Cafon R min) cas ChemSpider IUPAC
» | Methamidophos (Metamidophos) C2HBNO2PS 14104 [ 0 5890 | 10265926 | 3954 0.5-Dimethyl phosphora

Modify spectra

Information about spectra such as ion polarity, ionization mode, and instrument type
cannot be edited. You can add, move, or remove spectra from a compound in a custom
PCDL or remove small noise peak from spectra in a custom PCDL.

Use this procedure to remove small noise peaks from spectra before or after you add them
to your custom PCDL.

1. Click Single Search.

2. Using the default search criteria, All compounds in the PCDL are displayed in the Single Search Results table.

click Find compoul‘lds. [ MassHunter PCDL Manager for Pesticides - DA\MassHunter Custom_Pesticide_PCDL.cdb ==
File Edit Wiew PCOL Links Help
B Find Compounds |3 1 |1 &5 @@ 1 @
Single Search Batch Search | Batch Summary Edit Compounds Spectral Search | Browse Spectra | Edit Spect
Mass Molscuie: | Stiucture [MOL
© [M+Hl+ @ Neutral O [MH} Formula
Mass tolerance: 100 @ ppm O mDa Hame: H
Notes
Retention time
[7] Require JUPAE: "'S/
RT tolerance: o1 min S
Cas:
lon seaich mods —
Include neutrals
Inchude arions Motes:
Include cations
< i
[ Print/Copy in Regulatory Format
Compound Name Formuia Mass Anion Cation RT fmin) cas ChemSpider
v 2Methyphencl T 10805751 [0 [&] 4098[95487  [1383772 | 2Methyphend
#Hlethyiphenel CTHEO 10805751 | [ =] 4250( 106445 13839082 | dmethyipheno
2,4 Dimethyiphenol (2,4-Xyleno)) C8H100 1207316 [ [&] 4955105679 | 13829123 2 Adimethyiphy
Nashihakene CloHe 1220680 [ [&] 554491203 908 Naphihalene
Nirophenol, 4- CBHSNO3 13902684 [ [&] 10843100027 | 955 & Nirophenol
Methamidophos (Metamidophos) C2HBNO2PS W] [ [&] 5885 10265906 | 3954 0.5 Dimethyi
1-Naphthol (Naphthol, 1 C10H30 14405751 [ [&] 10.508 | 90-15-3 6739 1-Naphthol
Paradichombenzene (Benzens. 1 4dichloro) | C6H4CI2 14596301 [ [&] 3880[106467 13366817 | 14Dichiorobe
1.3Dichlorbenzens CoHaT2 159601 | [ =] 3832[54173-1 13857694 |1.3-Dichiotben
Phinalmide CBHBNO2 ur0en| 0 [&] 9568[85416 | g850 1Hisoindole-1
Propyl cresol CloHe0 EXE] =] 6705(89638 20105998 | Thymol
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2. Familiarization Exercises

3. Click Edit Spectra.

4. Click to select a compound from
the Single Search Results table.

5. Select the spectrum of interest in
the Library spectra table.

6. Click Mass Lists.

Exercise 2. Create a Custom PCDL in the PCDL Manager

The spectra for that compound are displayed in the Library spectra table in the middle of
the tab.

File  Edit View BCDL Links Help

Find Spectrs & 1l |1 5 |88 ) @

SingleSearch | BalchSeach |

Batch Summary

Edit Compounds

Spectral Search

B

owse Spectia |

Edit Spectra I

Acquited specira Graphics | Mass Lists |
Compound Name: lon Specios Precursarlon  CE (V) Polarty cauired gpectum
LI
2 &
N
2
1| o
Library spectia e 40 B0 B0 100 120 140 160 180 200
Compound Name: lon Specios Precursar lon  CE [¥) Polarty
Libray specium
g 100
b
2 &0
40
20
[
o 6 60 160 120 140 160 10 200
'z
Single Search Results: 185 hits
I Compound Name: Formula Mass  Arion  Caten AT (mir] cas Chem pider 1UPAC Name Spectia
Pimetharil [RERET 199.11095 16160 53112280 | 82753 46 DimethplN phenyl 2 pytinidinaing 1
5 “ Simazine C7H1ZCMS o 0812 15110] 122809 |57 6Chioro N N-diethyl1 35 tiazne 2 4 demine |0
Pebulate TTOHEINDS EEES] 3620 114712 | 1509 S Fropyl buylethyljcarbamothioate 7
‘ Dichlaran CEH4CIZNZ02 20638438 14780 93.309 7152 2,8-Dichioro-4-nitroaniline 1
([e—— FTTHTENNA ona 1nE1a RN 114281 477 serunnwunhendd mefhulcahamate 1

e Edit  Wiew PCDL  Links

Help
Find Spectrn (S 1l | ) 5 | o% 1) @

Single Search |

Batch Search |

Batch Summary

Edit Compounds

Spectial Geaich

Browse Spectia

Edi Spectia

Acuired spectia

Graphics | Mass Lists

Compound Name.

lon Species

Precursor lon

CE (V)

Polariy

[Accpied specium
PR

Bbundanc:

« .

Libraty specira

8
3
4
2
0

BRG]
miz

100 120 140 160 180 200 230

Library spectrum
00

‘Abundance

68,0432
60.31 138.07742
4743

9605563
2267

©Eile  Edit PCOL  Links  Help
(P Fndspecs G W |0 F @

View

SigoSeach | BachSeach | Batch Summay Edit Compounds SpecilScach | BiowseSpecta |

Acquited spectia

lon Species

Compound Name

Precursor lon

CE [¥)

Polaiity  lanization

Instrument

b Lt |

Acquired masses

Mass

 —— ——

Library spectia

Ton Species

Precursor lon

CE [¥]

Polarity
0 Posi

lonization

Instrument

QToF

Edit Spectra
Library masses

FRed &bund Mass Fiel Abund
20.07757 100.00000
186.05410 8611817
173.04827 81.42219
68.02432 60.31262
13807742 47 48844
56 05562 3367441
17203845 3351941
203 07486 3314795
§1.00675 3208133
188.05170 268.80055
175.04341 26.93605
168 03638 2673626
8551504 25.60865
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2. Familiarization Exercises Exercise 2. Create a Custom PCDL in the PCDL Manager

Click the Rel Abund column [Graghics] Viaee Lo |

header If YOU want the IOWest Acquired masses Library mazzes

relative abundance values (likely Mass Rel Abund Mass Relabund | +

noise peaks) to appear at the top 5452709 000375

Of the table. 7752420 0.00427
E5.50971 0.00534
F2e0910 0.00750
1.49867 0.00812
192.00686 0.01058
90.50942 0.01330
152.09335 0.01574
192.93878 0.02181
11308322 0.02232
168.11153 0.02432
Ba.01878 0.02704
7401510 0.036839 i

Select the masses to delete by

clicking on them in the Acquired

masses or Library masses list.

Use Ctrl+click or Shift+click to

select multiple masses.

Right-click in the Acquired LD

masses or Libral’y masses IlSt Acquired mazses Library maszes

and select Delete Masses. Mass Rl Abund Mass

201.07757
186.05410
17304627
EB.02432

Delete Masses I

3 138.07742 48844
9E. 05562 F1E744
17203845 33515941
203.07486 3314795
91.00575 3208133
188.05170 28.80055
1750434 26.93605
15803535 25.73626
85.51504 2560865

10. Click Update Spectra to update
the selected library compound
with a modified library spectrum.
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2. Familiarization Exercises Exercise 2. Create a Custom PCDL in the PCDL Manager

.|
Delete spectra Use this procedure to delete spectra from a compound in your custom PCDL.

1. Click Edit Spectra.

2. Click to select a compound from The spectra for that compound are displayed in the Library spectra table in the middle of
the Single Search Results table. the tab.

le Edit ¥iew PCDL Links Help

D rindspec (@ W | 5 (82 M @

SrgeSeach | BatchSeach | Bachsummay £t Compounds SpectiaSearch | BowseSpeota | EdiSpecha

hoquied specta Mass Lite
Compound Name 1on Species Frecusorlon CE(V]  Folaiy  lonizali Acquired masses Llray masses
Mass Rel dbund Mass Rel A
1250334 100.00¢
505473 56.328¢
9803643 245447
8308583 19.395€
[ — D 127.09463 7.8337¢
Ly speclra 7008513 651246
Precursorlon__CE 187.10254 56538
121.06479 55690¢
5 01,0598 50892
5605529 33735
601309 324767
15412264 30097
6604348 za774E
n

Single Search Results: 185 hits

‘ Compound Name 4 Formula Mass  Anon  Caon AT [min) CAS ChemSpider IUPAC Name Spectia
Metolachlor 5- CI5H22CND2 2313391 2Choro N{2 ethyl 8 methyiphenyl} {1 methooy-.. |1
»_|iMolinate CIHI7NOS 19710308 790 §-Ethyl 1-sz=panecatbothioate 1
Napropanide CT7HZINDZ 27115723 25304 NN Diethyl2{1-naphthylowlpropanamide. 1
Nuaimol ClIZoRND | d4neezz| 26770 6328471 | 2786 (2-Chioropheny)(# fuoropheny-pyrimidingimetha...| 1
- [Reprm— e | = el e

Click to select the spectrum of Multiple spectra can be selected using Ctrl+click or Shift+click.
interest in the Library spectra
table.

Click Delete Spectra. The Library spectra table will be updated to show the revised list of spectra for the
compound.

File  Edit ¥iew PCDL Links Help

ChFndsen 3 W0 E @O |

ity | Batch Seach | Bixichcu g e e o oGt | ot ‘ Edit Spectia
Acquied spectis Graphics [ Mass Lists

Compound Name lon Species Precursorlon CE V) Polarity Acqmq [TPEC‘““"

8
3
4
2
i

‘Abundanc:

« i 3

Library spechia

40 60 80 100 120 140 160 180 200

lon Species Precursorlon  CE V]

126.09134
1o 1.0

Update
o

98.09643
2454

15412263 187.10254
I 300 555
il L L
40 &0 80 100 1200 140 160 180 200
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2. Familiarization Exercises

Save your custom PCDL

Click Update Selected to apply the
changes to the PCDL.

Exercise 2. Create a Custom PCDL in the PCDL Manager

Use this procedure to save all the changes made to your custom PCDL.

ﬁ hassHunter PCDL Manager for Pesticides - DivMassHunter\PCDL\Custam_Pesticide_PCDL.cdb

File  Edit ‘“iew PCDL  Links Help
P Find Compounds & | | 5 |88 5 @

| Single Search | Batch Search | Eatch Summary Edit Compounds |

Spectral Search | Brc

Mame:  Phosalone
IUPALC:  5-[[E-Chlora-2-oxo-1,3-benzoxazol-3[2H -ullmethyl] O,0-diethyl phosphorodithioate
Mass.  366.98686 cas: TR0

RT 29.33 ChemSpider: 4629

Formula: C12H1SCIMO4PS52

lon type
@ Meutral
) Anion

() Cation

Edit actiors

Your custom PCDL is saved in D:\MassHunter\PCDL and can be used in the PCDL
Manager, as well as in the Qualitative Analysis and Unknowns Analysis programs.

32

=l =]
@uvl b Computer + OS(D) » MassHunter » PCOL » ~ [ 43 |[ search DL ol
Organize ~ Include in library « Share with = New folder =~ 0l @
X Favorites Name : Date modified . Size
B Desktap Archive 9/4/2014 3:32PM  File folder
& Downloads Mass List File 9/4/20149:59 AM  File folder
&l Recent Places | Custom_Pesticide PCDL.cdb 9/15/2014 2:02PM  CDB File 22,588 KB
T EmphyC 9/16/20141:56 PM  CDB File 124 KB
) Libraries _ L Pesticide_15-15m_40min_PCDL.cdb 9/15/2014 202 PM  CDB File 22,588 KB
= Dacuments 3
&t Music
i Pictures
B videas




2. Familiarization Exercises Exercise 2. Create a Custom PCDL in the PCDL Manager

Create a PCDL subset Use this procedure to create a subset of an existing PCDL using selected compounds.
Click Single Search.

2. Using the default search criteria,
click Find Compounds.

All compounds in the PCDL are displayed in the Single Search Results table.

5 MassHunter PCDL Manager for Pesticides - DAMassHunter\Pesticide_15-15m_40min_PCDL.cdb (=N ==
File  Edit  ‘iew PCDL  Links Help

B Find Compounds | 1 | 1 5 @@ P @

Single Search Batch Search | Batch Summary Edit Compounds Spectral Search | Browse Spectra | Edit Spect

Molecule: | Stucture | 0L
O MHE @ Newral O [MHE Formul C

Mass

Mass tolerance: 100 @ ppm ) mDa Mame: H
HMotes:
Retention time
[] Requie IUPAC: o
RT tolerance: 01 min S
CAS:
| h mad
on search mode Chempider

Inchude newtrals
Include aniares Notes:
Include cations

4| i,
[T Prirt/Capy in Regulatory Format
Compound Name Formula Mass Anion Cation RT {min) CAS ChemSpider
| 2-Methylphenal C7HEO 108.05751 ] ] 4098 | 95487 13835772 2-Methylphenof
‘H 4-Methylphenal C7HEO 108.05751 @ ] 4250 | 106445 13839082 4methylphenc|
2 & Dimethylphenal (2.4-¥ylenol) C8H100 12207318 | [0 & 4955 | 105679 13839123 2 &dimethylph
Naphthalene C10HE 12806260 [] 0 5544 | 51203 305 Maphthalene
Nitrophenol, 4- CEHENO3 13902694 | [ [&] 10843100027  |855 4 hitrophenol
Methamidaphos (Metamidophos) C2HBNOZPS 14100134 [0 ] 5.885 | 10265-526 | 3954 0.5-Dimethyl pf
1-Maphthol {Naphthal. 1-) C10HED 144.05751 ] ] 10508 | 90-15-3 6739 1-Maphthol
Paradichlorabenzene (Benzene, 1.4-dichloro-) CeH4CI2 145.96501 E ] 3.880 | 106-46-7 13866817 1.4-Dichlorobe
1,3 Dichlorbenzene C6H4C12 145.96301 ] ] 3832541731 13857694 1,3-Dichlorben
Phthalimide CBH5NO2Z 14703203 [0 & 9.588 | 85416 6550 1Hdsoindole-1
Propyl cresol C10H140 150.10447 | [0 m 6.705 | 83-838 21105938 Thymol
= =
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2. Familiarization Exercises Exercise 2. Create a Custom PCDL in the PCDL Manager

3. Select the compounds to include

JES] MassHunter PCDL Manager for Pesticides - CAMassHunter\PCDL \Pesticide_15-15m_40min PCDLcdb ===
in the subset from the Single F B7 L D R I
B Find Compounds (& D= e
searCh Resu“s table- Sngle Search | BatchSeath | Betch Summary Edit Compounds: Spectral Search Buwse Specta | Edit Spectrs
Mass Molecule: | Stucture | MOL Text
O MHr @ Newal O MHH Formula @
Mass tolerance 100 @ ppm © mDa Name: o
Notes:
Retention time. /
[ Require 1UPAG NH
RTtolerance: 0.1 min
CAS:
lon search mode ChemSpider o
Include nevtrals
Include znions Notes
Include cations
N i 1 v
7] Print/Copy in Regulatory Fomnat
Compound Name Fomula Mass. Anion Cation RT (min) CAS ChemSpider IUPAC Name Spectra ‘i‘
2-Methyiphenol C7HEO 10805751 | [ 0 4098 | 95487 13835772 2-Methylphenol 1 m
4-Methyiphenol C7HED 10805751 [ [&] 4750 108445 | 13839087 4-methyiphenol 1
2.4 Dimethyiohenol (2.4 Yytenol) CaHIto 12207316 [ ] 4955105679 | 13839123 2 4-dmethylphenol 1
Naphthalene Cl0Hg 12806280 [] [&] 5544 | 91203 506 Naphthalene 1
Nirophenol, 4- CEHENO3 12902634 [0 0 10843 100027 [355 4Hitrophenol 1
Methamidophos (Metamidophos) C2HBNO2PS monx| [0 [&] 5885 | 10265.92.6 | 3954 0.5-Dimethyl phosphoramidothioats 1
+Naphihol (Naphthol, 1 C10HE0 14405751 [0 0 10508|90453 6739 ‘Hhaphthol 1
Paradichlorobenzene (Benzene, 1 4-dichloro) CEH40Z 145.96501 | ] =} 3.880 | 106467 13866817 1.4-Dichlorobenzene 1
1.3 Dichlorbenzene caHaa2 1596301 [ [a] 3832541731 | 13857694 1,3 Dichlorbenzens: 1
b Phthalimide CBHSNO2 1470203 [0 (@] 9588 | 85416 6550 THisoindole-1,32H)dione 1
Fromyl crosel CToH1# T5010847 [ 5] 6705 | G038 | 21105998 Thymol 7
Canmne CINH1ANY 18N 10247 Ll Ll A 194 Ga4an 211NRLIL. I-mathud K inmn-1-andad\unlshey-an-1.ane. 1
4. Right-click in the selected area,
d I t c ‘t s b t PCDL [] Print/Copy in Regulatory Format
Compound Name Formula Mass Anion Cation
2-Methylphenal C7HEO p
| M= i Add/Remove Columns ...
4-Methylphenol C7H8OD
— hyp Restore Default Columns
2 4-Dimethylphenol {2 4-Xylenal) CBH100
c .
opy te Clipboard  Ctrl+C
Naphthalene C10H8 Py to Lip
| C
" opy Cell Value
Nitropherol, 4- CEHENO3 i
|-
Methamidophos (Metamidophos) C2HENO2PS Export Results ...
| M-
1-Naphthol (Naphthal. 19 C10H80 Print Results... Ctrl+P
| M-,
Paradichlorobenzene (Benzene, 1,4-dichloro-) CEH4CI2 Create Subset PCDL...
1.3-Dichlorbenzene CEH4CI2 Append to PCDL...
|-
»  Phthalimide CBHENOZ 14703203 [0 &
[ LIER RN 1N4AT = =

5. Select Pesticides from the PCDL . \
e ovh menu. I Create Subset PCDL [

The selected rows will be used to create & subset PCDL. The subset PCOL
will be loaded.

Select the subset PCDL type: Pesticides -

Enter the subset PCOL name:
[#] Include spectra for compounds if present

Enter a description of the subset PCDL:

Create l [ Cancel
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2. Familiarization Exercises Exercise 2. Create a Custom PCDL in the PCDL Manager

6. Enter a name for the subset , )
PCDL [ Create Subset PCDL 5
The selected rows will be used to create a subset PCOL. The subset PCOL
will be loaded.
Select the subset PCDL type: Pesticides -
Enter the subset PCOL name: Pesticide_PCDL_massunder150

Include spectra for compounds if present

Enter a description of the subset PCDL:

[ Create ][ Cancel ]

The subset library is created in the destination folder.

.
()™ » Computer » OS(D:) » MassHunter » PCDL » - | & Search PCDL yel |
) P D
Organize v | | Open New folder B= -~ 0 '@
=
- Favorites ol Name Date modified Type Size
R
B Desktop i | Archive 9/4/2014 3:32PM  File folder
& Downloads 1 | Mass List Files 9/4/2014 9:59 AM  File folder
E RecentPlaces L1 | ] Empty.cdb 9/8/2014 1114 AM  CDBFile 124 KB
& SkyDrive ¥ formula_database_generator 1/26/20054:25PM  Microsoft Excel 97... 35 KB I
Pesticide_PCDL.cdb 9/15/201411:40 AM  CDE File 4,540 KB
il Libraries | ] Pesticide_PCDL_massunder150.cdb | 9/15/201411:54 AM  CDB File 252 KB
= Documents [ Pesticide_PCDL_subset.cdb 9/15/201411:36 AM  CDE File 4,540 KB
& Music || Pesticides_PCOL_impert.cdb 9/15/201411:39 AM  CDE File 124 KB |
[ Pictures B8] unknown_analysis 9/5/20141:35PM  Microsoft Excel C... 3KE

B videos

3 Homegroup
Pesticide_PCDL_massunder150.cdb Date modified: 9/15/2014 11:54 AM Date created: 9/15/2014 11:54 AM
CDE File Size: 252 KB

7. Click Create, and then click Yes
to load the new subset library.
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Exercise 3. Use the PCDL to
Identify Compounds in
Qualitative Analysis

Load data in the Qualitative
Analysis program

1. Start the Agilent MassHunter
Qualitative Analysis program by
double-clicking the desktop icon.

2. Navigate to
D:\MassHunter\Data and open
the data file Tomato_spiked.D.

3. Load the method GCQTOF _
Pesticide_15-15m_40min_
PCDL.m.

Set the method parameters

1. Click Navigator View in the
Method Explorer toolbar.

Exercise 3. Use the PCDL to Identify Compounds in Qualitative Analysis

In this exercise, you will search the PCDL with MassHunter Workstation Software -
Qualitative Analysis B.07.00 using the Find by Formula Options.

The Qualitative Analysis program lets you focus on the immediate aspects of data when
reviewing chromatographic and mass spectral results.

Qualitabhive
Analysis
B.O7.00

Use this procedure to define parameters in the Method Editor that are applied to identify
compounds in your PCDL.

i File Edit View Find Identify Method Wizards Configuration Tools Help

Hlz= = | P A RN RN ] ‘|@|@|@|A‘®|®|| H Jl‘@l@‘"k}i ﬁl\ Mavigator View |EE Compound Details Wiew

@[ﬁnmpnund List x @Enmpnundldenlilicalim Resuks
Autoratically Show Calumns | PR Gl Gl | 53 62 | @ &% | on Bk || | 8

Mo data o display

Automatically Show Columns |

Mo data to display
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2. Familiarization Exercises Exercise 3. Use the PCDL to Identify Compounds in Qualitative Analysis

2. Inthe Find compounds by i File Edit View Find Identify Spectra Chromatograms Method Wizards Actions Configuration Tools Help
i § i po g -V [Z A - oA o
Formula menu, click Find by im 2l oA MEIE PR [E] 2 [A] R[] S 2 A b
- : 2 DataMavigator ||} i CompoundList
Formula - Options. = :
St by Data File ~I|E [ Automatically Show Columns | [ | Gl S | G & |
7 [9] Tomato_spiked O
] User Chiomatograms Ced TR Name T
] D S pecia 1 Methamidophas [Metamidophos) Cp
5] Backaround Specha 2 Biphenyl
[F] Compounds » 3 3.5Dichloraariing
[F]Matched Sequences 7 Dipherglaring
5| 2Fhenyiphencl [Orthophenyiphenol]|  Cpd 5
B Molinate
= w- | 7 DEET / Diethwltoluamide
: [k Method Explorer: Leahm X J_" i
Chromatogram i /\ Chromatogram Results
* Spectrum 2ot QE#C[HADE 2~
General 02 lm TIC Sean Tomato_spiked D
a

Reports

! Find Compounds

= Find Compounds by Formula

Find by Formula - Options | 11| MS Spectrum Resuls

Find by Formula - Chromatograms H* BN RSN AR \QU o6 3 x

Find by Formula - Mass Spectia

Find by Formula - Sample Pty

Identify Compounds A

Compound Automation Steps

[+ Waorldict Aukamation

Set the formula source options

1. Click Formula Source.

2. Select Database/Library.

3. Browse for and open the PCDL.

@ Method E ditor: Find Compounds by Formula - Options x

i (B} Find Compounds by Formula =/ 5} | € = (4 | MethodIterms ~ | (2 5§

| Megative lons I Fesults | A Result Filers | Fragment Confirmation
Formula Source | Farmula Matching | Positive lons

Source of formulas to confirm

() These formulas:

[twpe a comma-separated list of formulas, e.g.. "CEHE, CH4"

() Compound exchange file [.CEF):

@ Database / Library
D:\MassHuntetsPCOL Pesticide_15-15m_40min_PCDL [ |

0 warklist

Matches per formula

Mavimum number of matches 1

Automatically increase for isomeric compounds

alues to match

) Mass

@ Mass and retention time [retention time optional)

() Mass and retention time [retention time required)
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2. Familiarization Exercises

Enter the Maximum number of
matches and clear Automatically
increase for isomeric
compounds.

Set the formula matching options
1. Click Formula Matching.

2. Select a mass range for the
extractions of the EIC.

Exercise 3. Use the PCDL to Identify Compounds in Qualitative Analysis

If the Automatically increase for isomeric compounds option is selected, the isomeric

compounds will be grouped as one compound.

@ Method E ditor: Find Compounds by Formula - Options
: () Find Compounds by Formula = | (5} [ ¥ » (4

| Method Iterns ~ | (2L 35

| Megative lons I Fesults | A Result Filers |

Fragment Confirmation

Faormula Source | Formula Matching

Fuositive lons

Source of formulas to confirm

() These formulas:

[twpe a comma-separated list of formulas, e.g.. "CEHE, CH4"

() Compound exchange file [.CEF):

@ Database / Library
[\ azsHunter\PCD L \Pesticide _15-15m_40min_PCDL

=

0 warklist

Matches per formula

Mavimum number of matches 1

[ Automatically increase for isomeric compounds

alues to match
) Mass
@ Mass and retention time [retention time optional)

() Mass and retention time [retention time required)

The value selected may depend on whether you are running your acquisition method in

high resolution mode or dual gain mode.

@ Method E ditor: Find Compounds by Formula - Options
: () Find Compounds by Formula = | (5} [ ¥ » (4

| Method Iterns ~ | (2L 35

Expanzion of values for chromatogram extraction

Lirnit EIC extraction range

+- B0 -

Expected retention time:

o

minutes
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2. Familiarization Exercises

To limit the EIC extraction range,
select Limit EIC extraction range
and set the expected retention
time.

Set the results options
1. Click Results.

2. Select Delete previous
compounds to remove any
previously found compounds.

Exercise 3. Use the PCDL to Identify Compounds in Qualitative Analysis

@ Method E ditor: Find Compounds by Formula - Options
i (B} Find Compounds by Formula =/ 5} | € = (4 | MethodIterms ~ | (2 5§

Megative lons | Fesults I Fiesult Filters I Fragment Confirmation

A Forrmula Source | Fomula Matching | Fuositive lons

Match tolerance

Masses: +- 1000 ppm -

Fietention times: +- 0380 minutes

Expanzion of values for chromatogram extraction

Poszible mz: | Spmmetric [ppm) - +- 350 -

Lirnit EIC extraction range

Expected retention time:

+- 100 minutes

@ Method E ditor: Find Compounds by Formula - Options
i (B} Find Compounds by Formula =/ 5} | € = (4 | MethodIterms ~ | (2 5§

A Fomula Source I Formula katching | Positive lons

| Fesult Filters | Fragment Confirmation

Megative lons

Previous results

Delete previous compounds

Mew results

@ Highlight first compound
() Highlight all compounds
Chromatograms and spectra
Extract EIC

Extract cleaned spectum [ Include structure

[ Extract raw spectrum

Symmetric [mdz] +/4- | 5.0000
[ Extract MS/MS spectrum

@

Precursor tolerance:  +~ |20.00 ppm
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2. Familiarization Exercises Exercise 3. Use the PCDL to Identify Compounds in Qualitative Analysis

3. Enable Extract EIC and Extract
cleaned spectrum.

@ Method E ditor: Find Compounds by Formula - Options x

i (B} Find Compounds by Formula =/ 5} | € = (4 | MethodIterms ~ | (2 5§

A Fomula Source I Formula katching | Positive lons

Megative lons Fiesult Filters | Fragment Confirmation

Previous results

Delete previous compounds
Mew results

@ Highlight first compound

() Highlight all compounds
Chromatograms and spectra

Extract EIC

Extract cleaned spectum [ Include structure

[ Extract raw spectrum

Symmetric [mdz] +/4- | 5.0000
[ Extract MS/MS spectrum

Precursor tolerance:  +~ |20.00 ppm

Set the result filters options

1. Click Result Filters.

2. Select Only generate compounds
for matched formulas. If not
selected, compounds that are not

fOUnd W|" alSO dlSplay in the Formula Source Formula Matching I Positive lons | Megative lons
Results Result Filters 1 Fragment Canfirmation
results.

@ Method E ditor: Find Compounds by Formula - Options x

i (B} Find Compounds by Formula =/ 5} | € = (4 | MethodIterms ~ | (2 5§

Unmatched formulas

Only generate compounds for matched formulas |

Matching criteria
Low score matches

Matches for which the overall score is low
wam if score is < 7500

Do not match if score is ¢ 70.00

Single ion matches

Matches for which only a single evidence ion iz obgerved, but a second
evidence ion of significant abundance iz predicted from the formula

‘wam if the [unobserved) second ion's > B0.00
abundance is expected to be

Do not match if the [unobszerved) second > 200.00
ion’s abundance is expected to be -
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2. Familiarization Exercises Exercise 3. Use the PCDL to Identify Compounds in Qualitative Analysis

Set the fragment confirmation
options

Click Fragment Confirmation.

2. Select Confirm with fragment If not selected, you will be penalized for not having molecular ions or similar compounds.

ions and Molecular ion optional.

@HeﬂmllEdﬂm’ Find Compounds by Formula - Oplions x
i (¥} Find Compounds by Formula | (3} | ) + (4 | Methodltems ~ | (= 34

A Fomula Source | Formula Matching I Positive lons |
Megative lons | Results | Result Fitters | A Fragment Corfimation

Search fragmert ions

Confirm with fragment ions A
Melecular ion optional A

ragm lon source

@ Use spectral library only

bt

T Use ge frag spectrum if spectral library not

Mumber of most specific ions from spectral 5
library

Mumber of most specific ions from average
fragment spectrum

Fragmenit ion EIC qualification settings

RT difference +- 0.10 min. of expected RT
SIM ratio >= 500
Coelution score  >= 50

Fragment ion confimation criteria
@ Minimum number of qualified fragments 1

() Minimum percent of qualified fragments 75
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2. Familiarization Exercises Exercise 3. Use the PCDL to Identify Compounds in Qualitative Analysis

3. Select Use spectral library only.

E@HﬂﬂlodEditnr:Finanmmeﬂs by Formula - Oplions x
i (») Find Compounds by Formula =| {3} | € = (4 -| MethodItems ~ | (2 [

A Fomula Source | Formula Matching I Positive lons |
Megative lons | Results | Resutt Filters | A Fragment Corfimation

Search fragment ions
Confirm with fragment ions A&
Melecular ion optional A

Fragmenit ion source

@ Use spectral library only

() Use average fragment spectrum if spectral library not available

Mumber of most specific ions from spectral 5
library

Mumber of most specific ions from average
fragment spectrum

Fragmenit ion EIC qualification settings

RT difference +- 0.10 min. of expected RT
SIM ratio >= 5.00
Coelution score  >= 50

Fragment ion confimation criteria

@ Minimum number of qualified fragments 1
() Minimum percent of qualified fragments 75
4. Enter 7 for the Number of most A higher number of ions will produce greater specificity and more confidence in the results;
specific ions from spectral however, the higher the number of ions, the longer the program’s run time will be.
library.
E@HﬂﬂlodEditnr:Finanmmeﬂs by Formula - Oplions x

i (») Find Compounds by Formula =| {3} | € = (4 -| MethodItems ~ | (2 [

A Fomula Source | Formula Matching I Positive lons |
Megative lons | Results | Resutt Filters | A Fragment Corfimation

Search fragment ions
Confirm with fragment ions A&
Melecular ion optional A

Fragmenit ion source
@ Use spectral library only

() Use average fragment spectrum if spectral library not available

Mumber of most specific ions from spectral 7 A
library

Mumber of most specific ions from average
fragment spectrum

Fragmenit ion EIC qualification settings

RT difference +- 0.10 min. of expected RT
SIM ratio >= 5.00
Coelution score  >= 50

Fragment ion confimation criteria

@ Minimum number of qualified fragments 1

() Minimum percent of qualified fragments 75
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2. Familiarization Exercises Exercise 3. Use the PCDL to Identify Compounds in Qualitative Analysis

5. Enter 0.2 for the RT difference. The recommended range for this value is 0.1-0.2. The RT difference is the difference that is
allowed for the retention time shift of the reference ion. The reference ion is automatically
chosen by the MassHunter Qualitative Analysis software.

@HeﬁmllEditnr:FimlCnmpunls by Formula - Oplions x
i (W) Find Compounds by Formula = | (3} | ©) = (4 | MethodItems ~ | (= [

A Formula Source | Fomula Matching I Positive lons |
Megative lons | Results | Result Fiters | & Fragment Confimation

Search fragment ions
Confirm with fragment ions A
Melecular ion optional A

Fragment ion source
@ Use spectral library only

() Use average fragment spectrum if spectral library not available

Number of most specific ions from spectral 7 A
library

Number of most specific ions from average
fragment spectrum

Fragment ion EIC gualfication settings
| RT difference +- 0.2 A min. of expected RT

SIN ratio = 5.00

Coelution score = 50

Fragment ion confimation criteria

@ Minimum number of qualified fragments 1
() Minimum percent of qualified fragments 75
6. Clear S/N ratio. If selected, there is a high probability of producing false negatives (if the ratio is too low).
E@Heﬂdeditnr:Finanmmeﬂs by Formula - Options x
i (¥} Find Compounds by Formula ~| {3} | ) ~ (4 -| Method ltems - | (= 3§
A Fomula Source | Formula Matching I Positive lons |
MNegative lons | Results | Result Fiters | A Fragment Confimation

Search fragment ions
Confirm with fragment ions A&
Melecular ion optional A

Fragment ion source
@ Use spectral library only

() Use average fragment spectrum if spectral library not available

Mumber of most specific ions from spectral 7 A
library

Mumber of most specific ions from average
fragment spectrum
Fragment ion EIC qualfication settings

RT difference +- 02 A min. of expected RT

[[]SMNratic A >= 5.00

Coelution score = 90

Fragment ion corfimation critefia

@ Minimum number of qualified fragments 1

() Minimum percent of qualified fragments 75
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2. Familiarization Exercises Exercise 3. Use the PCDL to Identify Compounds in Qualitative Analysis

7. Enter 80 for the Coelution score. The recommended range for this value is 50-90.

i@leﬂdeditnr:FindCumpm by Formula - Options x
i (¥) Find Compounds by Formula = | {3} | €1 = 04 | Method ltems = | (= 3§

A Formula Source | Formula Matching I Postive lons |
Negative lons | Resutts | Result Filters | A Fragmert Corfirmation

Search fragment ions
Confirm with fragmentions A
Melecular ion optional A

Fragment ion source

@) Use spectral library only

() Use average fragment spectrum if spectral library not available

MNumber of mest specific ions from spectral 7 A
library

Mumber of mest specific ions from average
fragment spectrum

Fragment ion EIC qualification settings
RT difference +- 02 A min. of expected RT

[[1SNratic A == 5.00

Coelution score  >= 20 A

Fragment ion confimation criteria

@) Minimum number of qualified fragments 1
() Minimum percent of qualified fragments 75
8. Select Minimum number of The recommended starting value is 1-3. This setting requires two qualified fragments: a
qualified fragments and enter 1. reference ion and a qualified ion.
E@Heﬁdeditnr:FimlCnmpuIﬂs by Formula - Oplions x
i (W) Find Compounds by Formula ~| &} | ) ~ ™ -| Method ltems ~ | (= 3§
A Fomula Source | Formula Matching I Postive lons |
Megative lons | Results | Result Fitters | A Fragmert Corfirmation

Search fragment ions
Confirm with fragmentions A&
Molecular ion optional A

Fragment ion source
@ Use spectral library only

() Use average fragment spectrum if spectral library not available

Mumber of mest specific ions from spectral 7 A
library
MNumber of mest specific ions from average Tj
fragment spectrum
Fragment ion EIC qualification settings
RT difference +- 02 A min. of expected RT
[C]SiNratio & >= 500
Coelutionscore »= a0 A
Fragment ion confimation criteria
| @ Minimum number of qualified fragments 1
(7) Minimum percent of qualified fragments 75
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2. Familiarization Exercises Exercise 3. Use the PCDL to Identify Compounds in Qualitative Analysis

Process and interpret data with
All lons

Use this procedure to apply your defined parameters and analyze the Find by Formula
results.

1. Click Find Compounds by

Formula in the Method Editor : 5 Method Editor: Find Compounds by Formula - Opé -
toolbar. (¥} Find Compounds by Formula ~ |Iﬁ | 9 = 4 | MethodItems~ | (5 [
A Fomula Source | Formula Matching I Paositive lons |
Negative lons Resutts | Result Fiters | A Fragment Confimmation

Search fragment ions
Confirm with fragment ions = A
Malecular ion optional A

Fragment ion sounce
@ Use spectral library only

() Use average fragment spectrum if spectral library not available

-

Number of most specific ions from spectral 7 A
library

MNumber of most specific ions from average
fragment s pectrum

2. Click Compound Details View in
the Method Explorer toolbar to
switch views.

Actions Configuration Tools Help

R0 L ™ s B BB B ws & | B [ Novigstor View
e [a8] 0 1

BEE Compound Details View

ow Columns |H§||(‘£%|@@|%%|ﬁ%

3. Click or use the arrow keys to
move through the Compound List
to review one compound a time.

Name i Label T+ ShowHi # Formula 7R miz ¥ Mass T8 Mass (Tat)
4-Methylphenol Cpd 1: 4-Methylphenol C7HBO| 108.0579| 108.0584 108.

ethamidophos (Metamidophos)| Cpd 2: Methamidophos (Metamidophos) CZHENOZPS| 141.0002| 141.0007 141
1-Naphthel (Naphthel, 1-) Cpd 3: 1-Naphthel (Naphthel, 1-) C10HE0 144,
Phthalimide Cpd 4: Phthalimide CEHEN 02| 147.0325| 147.0334 14

Propyl cresaol Cpd 5: Propyl cresal CI0H140 150,

Biphenyl Cpd 6: Biphenyl C12H10| 154.0767| 154.0774 154,

1 R-Nirhlarnaniline Crd 7 2 R-Nichlarnaniline [E]] CRHRCIZNT 1enaT7a1] 1RnG7a7 160

Selecting a compound from the Compound List displays the identification results for that

compound in the Compound Identification Results window.

: G Compound List x ||} EXC i - Cpd 5: 2
i B Automatically Show Colurmns | P48 | Off Sl | G 62| @ @ | 0% B \\ 4 7] || B8 Autornatically Show Columns | 4511 O G| G 2 | @ 8| oL o I
Cpd /TR Name w8 Label w8 D Techniques spplied 1

1 Crd 1 ClE|| = » | FEF-FragConfir
: Bpheryi Cpd 2 Biphenyl Best = Name & Fomus B miz B Mass = Mo
3 35Dichlaroaniing Cpd 3 35Dichoroaniine | 2Phenishend @ T iamao] 707 8 e 170 068
4 Diphen Cpd £ D |
mz 8 CoehionScore ®  FlagslFls] 8 Height % SNR-= RT & AT Dif 8 CE 4
6 1700726 10| Ref.lon; Qualified] 231405.3 10741 0
7 DEET /D Cpd 7- DEET /D 169.0648 %83 Qualfied| 216308.7 10744 00m
g Pyrmethani Cpd & Pyiimethani 141.0699 65 Qualfied| 1831277 0741 o
3 Simazine Cpd & Simazine 1150542 947 Qualfied| 1192132 10744 00m
10, Pebulate Cpd 10 Pebulatz| € 710756, 312 Qualfied| 532938 0741 0
il Dichioran Cpd 11: Dichioran| CE 1420777 85 Qualfied| 573091 10737 0003 |-
12 Proposur Cpd 12 Propasur 1380542 23 Qualfied| 43376.1 0744 o003 |
3 Dimetripin Cpd 13 Dimethipin 168.057 %25 Qualfied| 281635 10741 o |
18] Chloopropham (Chlarpropha. Cpd 14 Chloropropham (Chiorpropham]| 1 160579 301 Qualfied| 167454 107 00w
15 Atazine Cpd 15 Atazine 155.0491 828 Qualfied| 63963 10741 0
Jm 0 1R Prananil ] e 1R Prananil ] ‘ £3.0336 0.3 Qualfied|  23584.1 0744 o003

« v “ u
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2. Familiarization Exercises Exercise 3. Use the PCDL to Identify Compounds in Qualitative Analysis

Review the Compound List table

Select a compound from the The Compound List table displays information about each compound. Each row in the first
Compound List to view the level of the table is a different compound. Each column describes a different piece of
chromatogram results information about each compound.

gilent MassHunter Qualitative Analysis B.07.00 - GCQTOF_Pesticide_15-15m_40min_PCDL.m Folrer]=Es)
: Edit View Find Identify Method Wizards Configuration Tools Help

=l N=N= A R A \E&@@AH&JI@@M&,\ Navigator View B Compound Details View

(3 Compound List x [l G Ce Cpd 1:4 X
Automatically Show Columns | ] | & Gl | B 62 | % B | 5% ﬂg\\ .1 Automatically Show Columns | Pl | Off S | G 622 | @ & | 5% ¥ E
Cpd " 71 Name e Label TR Formulz ¥+ mz T+ Mass T+, ID Technigues Applied &
» 1 - Methylphenol Cpd 1: 4-Methylphenol C7HB0 1080579 108.0584 [mm| FERTS FBF-FragConfirm
2| Methamidophos (M. Cpd 2: Methamidophos (Metami_.| C2ZH8 N O2F S| 141.0002| 141.0007 Best # Name 5 Formula® miz / 41 Mass + Mass (Tgf# Diff
3| 1-Naphthol (Naphth Cpd 3: 1-Naphthol (Naphthol, 1-) C10H8 0 _ _ e 4 Methyiphenol| C7H8 0| 108.0578| 108.0584 10&3575 !
4 Phthalimide Cpd 4: Phthalimide C8H5N 02| 1470329 147.0334 sl Z-Methylphendl| C7HE 0| 108.0578| 108.056% 108.0575
5| Propyl cresel Cpd 5: Propyl cresol C10H140
5 Biphery! CdE BipherT T3 0 T 76T TR GTE mz = Co . Fls) = Height®= SNR= RT % RT
7| 3.5-Dichloroaniline Cpd 7: 3.5-Dichlorcaniline|  CEH5CI2N| 160.9791 16097 108.057 Lorge RT diff| 12522 4.306
8] Carbofuran phenol (.| Cpd &: Carbofuran phenol (Carb C10H1202| 1640829 164.0835 107.0481 No peaks for EIC
9| Eugenol Cpd 9:Eugenol | C10H1202| 1640833 1640832 h 77.0286 823 Qualified| 23784 4084
10 Metolcarb Cpd 10: Metolcarb | CSHITN 02 AITE L0 R =in | 245476 AED
11 Diphenylamine Cpd 11: Diphenylamine C12HTTN| 163.0306 169.0912 B 103.05%6 Mo peaks for EIC
12| 2-Phenylphenol (Ort.| Cpd 12: 2-Phenylphenal (Orthop. C12H100| 1700751 170.0757 = 90.0464 No peaks for EIC
B Cpd 1321 CizHTIND L 20021 Large mﬁ!@ X
i Walinate Cpd 14: Molinate| CSHTZNOS 890385 Lorge RT dff| 105694 475
15/ Di (D Cpd 15: Di DEET) CIZHI7NO| 191.1271| 1811277
16] lsonroearh| Cnd 16 lsonrocarh | CTTHIR NO2 .
| 3 o I v
£ Compound Chromatogram Results x ||} Zjl) Compound MS Spectrum Results x
e e 0 F| (2] 2[R % % 1 = i 2o 1Q @ [Samslenl sy
#1053 [Cpd 1: &-Methylphend): +El EIC-Frag(77.0385) Scan Tomato_spiked.D = x10% |Cpd 1: &-Methylphencl: + FBF Spectrum (rt 4 295-4. 316 min) Tomato_spiked D Subtract
15 " s
: H . 1084573
05 4084 {416 m N
P S ¥ e SR A
o x104 |Cpd 1: &-Methylphenol: +EI Scan (rt: 4296, 4299, 4302, £.306 ... min, 7 scans) Tomato_spiked D Subtract
103 [Cpd 1: 4-Methylphend: +EI EIC-Frag(78.0642) Scan Tomato_spiked D 2 T0e 0573 112 Iis
1 i 1 "
05 4097 155 o | | ]
. SN 103 104 105 106 107 108 109 10 11 12 113
0 ; Counts vs. Mass-to-Charge (miz)
P e soanion ey | Compomnd oot Seesh s x
— 2 t 1@ @[] [m][e]E B =)l
5 L] +EICFrag(7s.0542) x10#4 |Cpd 1: 4-Methylphenol: +El Cleaned-HighE Scan (rt: 4.057-4.138 min) Tomato_spiked.D
2 [ch 5%2,
1
1 |
=) [
05. X104 |Cpd 1: &-Methylphenel: +E1 HighE Sean (rt: 4.057-4 138 min, 25 scans) Tomato_s piked D AvgF\
. 91.0538
7T T
® 25 L 201081 281.0502
. Ml |
335 4 405 435 50 75 100 125 150 175 200 225 250 275 300 325 350 375 400 425 450 475 500 525 550
Ratic Fragment lon/Precurser lon vs. Acquisition Time (min) Counts vs. Mass-to-Charge (m/z)
2. Ifacolumnis empty, it can be & = <
H Compound
hidden automatically by clickin ; =
Hid : y by g9 5 Automatically Show Columns |5 BSH S8 | G 6= | o & | 5o, %ll & 8
ide any currently empt =
y y p y Cpd © ¥ 8 Name R Label VR Formulza WA miz WH MassWR
columns. » 1 4-Methylphencl Cpd 1: 4-Methylphenol C7HE0 1080579 108.0584 |mm|
2| Methamidophos (M| Cpd 2: Methamidophos (Metami_.| C2ZHEN 02 P S| 141.0002| 141.0007
3| 1-Naphthol (Naphth..| Cpd 3: 1-Naphthol (Naphthal, 1-) C10HE O
4 Phthalimide Cpd 4: Phthalimide CEHENOZ| 1470323 147.0334
5 Praopyl crescl Cpd 5: Propyl cresal C10H140
3 Biphenyl Cpd &: Biphenyl C12H10| 1520767 1540774
[l T 2 FMichlornanilinae Mrd 7- 2 FoMichlornaniline FEHRCIT A 1/N a7a1 1eMm a7a7
3. Right-click on a compound or Any compound that was not select will be hidden. When you hide an item in the Compound
group of compounds and select List table, those items are also hidden in the other windows.
Show > Only Highlighted. —
Cpd " 7R Name i Label TR Formula ¥R mz ¥R Mass 7R,
| ethylpheno pd ethylpheno 80 1080579 108.0534 |
3 ethamidop Add/Remove Columns.., 000
phtho
Select All
tf 0
Prop Display Hidden Compounds (in both Compound windows)
b B Show »
7| 35-Dichlor Hide 3
8| Carbofuran ph
E Display Tables Vertically All tems
10 Meq Display Levels 4 || }—
) — T in
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2. Familiarization Exercises Exercise 3. Use the PCDL to Identify Compounds in Qualitative Analysis

Review the Compound
Identification Results table

Select a compound from the The results from any of the identification algorithms that you run on the selected
Compound List. compound are displayed in the Compound Identification Results table.
Agilent MassHunter Qualitative Analysis B.07.00 - GCQTOF_Pesticide 15-15m 40min_PCDLm.
i File Edit View Find Identfy Methed Wizards Configuration Tocls Help
L EE g B E[E AR e ([E]E Navigator View BB Compound Details View
i G Compound List x i i - Cpd 1: 4 x
Automatically Show Columns | []| S St | &3 6 | O &, Automatically Show Columns | [45] | S S | &3 6 | @ & | 5% 5 |
Cod /TR MName VR Label e | 1D Techniques Applied
5 1 4-Methylphenl Cpd T 4-Methylphenol 1] (Y FBF Fragtonfim)
2| Methomidophos (M| Cpd 2 Methermidophos (Metami-.| ¢ Best & MName - Formula® miz © 8 Mass + Mass (Ta)=2 Diff (ppm) & Score (Toti# RT < RT (Tot,
3] 1-Naphihol (Naphth_| _Cpd 3 1-Nephihol (Naphhol. 1 © | | Cresa| weosrs| weoses| wecss| | seoe 4097 4
‘ Pribalimce Cods 1 | Crrwo] 10agsTe T0s05eE| 1080675 582 2974] 4097 4t
5 Propyl cresal Cpd 5 Propyl cresl 1
5 Biheny] Cod B Biphen] mz 5 Coslufion Score & Flags(Fls) = Height= SNR= RT 8 RTDiff= CE FU=
7 3.5-Dichloroaniline Cpd 7: 3.5-Di 108.057 Large RT diff 12522 4306 0.208 4
8| Carbofuran phenol (| Cpd 8: Carbofuran phenol (Carb. 107.0431 Ne peaks for EIC 2
5 Eogerdl o35 Esgendl 77038 EH Qualified| 23784 S 2
o Tietolcarb| 5 15 Meroleard 0542 100 Refersnceion| 245475 4087 0 2
7i Diphenylarmine 11D ; 709.05%6 No peaks for EIC
12| 2-Phenylphenol (Ort| Cpd 12: 2-Phenylphenol (Orthop 90,0464 No peaks for EIC 4
o Ced i 20 ; 800621 Large RT diff| 21585, a487| 03w 2
T Volinate Cpa 1 Holinate 80085 Lorge AT dif| 106592 a7 0es
15| D (.| Cpd 15D (DEET)|
o W orroerh ot 16 oo~
T v ] 5
(2o 3le 2 1[%]% % B = Sl=los ]
2105 [Cod 1:4-Methylphendl: +El EIC-Fra(77 028) Scan Tomato_spiked D | “[| %102 [Cpa 1: & Methylphencl:  FEF Spectrum (r: 4.296-4.316 min) Tomato_spiked.D Subtract
15 1 1089579
1 |E s
05 Il B
o 104 [Coe 1- &-Methylphencl: +E1 Scan (1t 4 336, 4299, 4302, 4 206 . min, 7 scans) Tomsto_spiked D Subiract
%105 [Cpd 1: 4-Methylphend +E1 EIC-Frah(79.0542) Scan Tomato_spiked.D 2 1080573 12,0506
1 1 1 -
05 4057 155 0; l I |
i e SN 03 14 15 166 17 18 e 0 111 1z 1
0 b Counts vs. Mass-to-Charge (miz)
3% 1 4k 41 4 42 43 43 45 |ECompound Spectm Resuits
Grrorm e ) | Frag x
w : e (ML) =l i
s ) -Ecrmrsisn 10+ [Cpe 1: 4-Methylphencl: +E1 Cleaned-High Scan irt 4 0574136 min) Tomato_spiked D
z [C:E L*
|
v
05
91.0538
3 [C7 T T
25 L Ll L 2810502
01
. s ,
3% 4 4l 41 45 42 4% 43 &% 50 75 1060 135 150 175 200 255 280 275 300 35 0 5 40 &5 450 4% 500 535 5RO
Ritio Fragment lon/Frecursor lon vs. Acquisition Time (mir) ‘Counts vs. Mass-to-Charge (mi)

The first level of this table shows the summary information for all of the identification
algorithms that you ran.

1D Techniques Applied +

= FBF-FragConfirm:
Best ® Name F  Formula B miz /A Mass  Mass (Tgt) 8 Diff (ppm) 9 Score (Tot) 1 RT 4 RT (Tgi) = RT Diff ¥ Scd
|® | Methamidaphos (Metamidophos)| C2HENOZP S| 141.0002| 1410007 1410013 42| 83.04| 5.964| 5885 0079

miz 8 C as(Fls) R Height+ SMR -+ RT + RTDiff= CE+ FV -+ Co d Name +
141.0008 100 Reference ion| 15409.7 5.964 0 Methamidophes (Metamidophos)
940052 939 Qualified | 57249.8 5.971 0.007 Methamidophos (Metamidophos)
95.0131 88.4 Qualified | 495072 5.971 0.007 Methamidophos (Metamidophos)
1289773 90.3 Qualified | 134186 5.971 0.007 Methamidoohes (Metamidoohos)
2. Expand the first level in the table The second level shows individual scores that were used to create the overall score for an
to view the second level. algorithm. This row is present only when a molecular ion is found and reflects Find by
Formula results.
=}
+ Name A Formula # mfz ~ # Mass B Mass (Tal) # Diff (ppm) B Score (Tgt) B RT + RT (Tat) ® RT Diff  Sco
| Methamidophos (Metamidophos)| C2HENO2PS| 141.0002) 141.0007|  141.0013 42 83.04] 5964 5885 0079
iso. sbund) & So nass) B Score (MFG, MSIMS) & Score (MS) = Score (MFG) & So 0. spacing) 8 Height 4 lon Formula 4 Species =
| 9276 8565 | 9285 | 87.36| 47384| | M|
mz A C Score+  Flags(Fls) & Height+ SNR+ RT & RT Diff® CE4® FV & Compound Name =
141.0008 Reference ion| 15409.7 5.964 0 Methamidophos (Metamidophos)
94.0052 Qualified| 57249.8 5.971 0.007 Methamidophos (Metamidophes)
95.0131 Qualified | 435072 5971 0.007 Methamidophos (Metamidophos)
e s Amigoal A2si0E Tom ne [ ey
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2. Familiarization Exercises

3. Expand the second level in the
table to view the third level.

Review the Compound
Chromatogram Results window

1. Select a compound from the
Compound List.

Exercise 3. Use the PCDL to Identify Compounds in Qualitative Analysis

The third level shows height and m/z values (both calculated and actual).

D =
=] - FEF-FragCantirm

Best + Name + Formula & miz 7 4 Mass & Mass (Tgh 43 Diff (ppm) & Score (Tot) = RT 43 RT (Tat) & RT Diff & ¢

= |F | Methamidophos (Metamidophos)| C2 HEN 02 PS| 141.0002| 141.0007| 1410013 42 83.04| 5964 5885) 0079

4 Score (mass) B Score (MFG, MS/MS) = S (MS) + Score (MFG) 4 Score (isc. ing) ¥ Height4 lon Formula 4 Spes

Score (iso. abund)

92.76 95.65 | 52.85 87.36| 47384 | N

Cale) = Calc) 8 Height % (Calc) 2| miz (Calc) 8 Diff (mD + H = mz = Diff (ppm

45942 922 100|  141.0008 100 95.1| 141.0002 4

160.2 32 35] 1420027 17 1.6 142.0081 E

2265 45 49 1429974 34 33 1429844 A
mz & Flags(Fls) + Height+ SNR- RT & RT Diff+ CE+ FV & Comp ame =
141.0008 100|  Referenceion| 15409.7 5.96¢ 0 Methamidophos (Metamidophos)
94,0052 93.9 Qualified| 57249.8 5971  0.007 Methamidophes (|

950131 224 Qualified | 495072 597 0.007 Methamidophes (Metamidophas)

The Compound Chromatogram Results window displays the EICs selected for each ion.
Any chromatogram that is part of the selected compound is shown in this window. The
start and end of the retention time window are shown as dashed vertical lines. All of the
compound chromatograms are automatically extracted when you select the compound in
the Compound List window.

Agilent MassHunter Qualitative Analysis B.07.00 - GCQTOF_Pesticide_15-15m_40min_PCDL.m | = e
i File Edit View Find Identify Method Wi iguration Tools
iz dagla - BEF iz & | (5 Navigator View | Compound Details View
: (G Compound List  Bice i g i i x
i P 48] Automatically Show Columns | [45] | Sl Sl | G 62 | O &% | oy F)g;l
Cpd ' VR Name. 1D Techniques Applied =
1 =S FBF-FragConfim B
g| CEEriring Best & Name & Formua & miz /& Mass & Mass (Tgt) & Diff (ppm) & Score (Tgt) &= RT 4 RT (Tgf) & RT Diff4 ¢
j "N“""‘:'h(:a"’ 5 [F | Methamidophos (Metamidophos)| C2H8NO2PS| 1410002 1410007 1410013 42| 8304|5964 5885 007
thalir
5 Propyl o (MFG. MSIMS) & Score (MS) -5 MFG) -+ Se 8 Height 8 lon Formula 8
3 Biph =] | 92.85| 736 47384 | M
7| _35Dichloroan A He % (Calc) 8| Height % (Calc) &) miz (Calc) 8 Diff (mDa) & Height = Height um% 8 mz 8 Dif
8| Carbofuran phen 45342 22| 00| 141.0008 06| 47384| 100 95.1| 1410002 -
3 1602 32] 35| 1420027 55 801] 7] 18] 142.0081 -38
10 265 45] 45 1423574 3] 1624 34| 33] 1429944 201
il
T Dl i T miz -+ Cosluion Score 8 Flags(Fls) & Height SNR+& RT & RTDifi= CE+ FV+ Compound = =
f« E 3 <[ . ] b
: £} Compound Chromatogram Results % ||: (]) Compound MS Spectrum Results x
P2 o 38 @[5 [@][] 23] % % B s Minues - R N N BN | =R AT
10+ [Cpd 2 +EI EIC-Frag(141.0008) Scén Tomato_spiked.D ~ 102 |Cpd 2: Methamidophos (Metamidophos): + FBF Spectrum (t: 5.940-6.152 min) Tomat.
15 5964 1410002
all 4 [czHenp2rs)+
g
£ 2
05
0
P e e | -
%102 [Cpd 2 Methamidophos (Metamidophos): +El Scan (rt: 5.940, 5.944, 5947, 5.950 ... m.
x10+ |Cpd 2: Methamidophos (Metamidaphos): +E| EIC-Frag(63 9947) Sca Tomato_spiked.D 1410002
2 971 < i
15 1429944
2 [
1 . | L
05 136 137 132 1ds 1do 11 2 13 ke ks 1d6 147 1k
A A A Counts vs. Mass-to-Charge (miz)
575 52 5i5 53 535 & 605 &1 615 62 €35 63 635 | Fjj] Compound Fragment Specirum Results x
Counts vs. Acqisition Time (min) 2
: iz o slo@Eamelen s )
x104 [Cpd 2: Methamidophos (Metamidophos): +El Cleaned-Hight Scan irt: 5.337-6 159 mi.
5 s 005
& 94,0052
[CH5 N2 P+
s
Z.
w N I
0s. %104 [Cpd 2 Methamidophos (Metamidophos): +EI HighE Sean (rt: 5.937-6.159 min, 67 sca
910538
3
4 207.0221
o 2 2810508
o Ll N L L
575 58 585 59 5% & 605 61 615 62 625 63 635 5 10 10 200 200 300 B0 4o 4 s 5%
Ratio Fragment lon/Precursor lon vs. Acquisition Time (min) Counts vs. Mass-to-Charge (miz)
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2. Familiarization Exercises Exercise 3. Use the PCDL to Identify Compounds in Qualitative Analysis

2. Click Overlaid mode. All chromatograms are shown in one graph.
z o t 2 @ sfalale]s 3] % % Minutes
6 [ +EIC{141.
5.5 [ +EIC-F
5 } [ +EIC-F
45 5 +EIC-F
4] [ +EIC-Frag(125.
354 [ +EIC-Frag(E2.9547) ...
3. [0 +EIC-Frag(75.5858) ...
25 ] '|' 1 +EIC-Frag(110.5502) ...
24 !
1.5 [ g \\un
14 i % i,
054 § ‘M e " .*\“'J\-\J_\
0 i 2 S fadinel;
-0.54 i
575 58 585 59 585 & 605 61 615 62 625 63
Counts vs. Acquisition Time (min)

The bottom graph in the Compound Chromatogram Results window is the Coelution graph,
which displays how closely the Fragment ions coelute with the compound.

[ +EIC-Frag(i70 0726)
[ +EIC-Frag[169.0848) ...
1004 +EIC-Frag 141 0639) ...
- +EIC-Frag(115.0542) ...
+EIC-Frag(171.0756) ...
+EIC-Frag(142 0777) ...
+EIC-Frag(129.0542) ..
+EIC-Frag(162.0570) ...
+EIC-Frag (116 0579)
+E|C-Frag(155.0491] ...
+EIC-Frag[B9.0356) ...
+EIC-Frag(140.0533) ...
+EIC-Frag(153.0639) ..
+EIC-Frag(152.0621) ...
+EIC-Frag(142.0799) ...
+EIC-Frag(112.0386)
+E|C-Frag(102.0464] ...
+E|C-Frag(150.0464] ...
+EIC-Frag(172 0782) ...
106 1062 1064 1066 1088 107 1072 1074 1076 1078 108 1082 1084 1086 1088 109 1092 1094
Fiatio Fragment lon/Precursor lon s, Acquisiion Time [min)

00000

10

05

01
0.05+

000000000

For reference, a black line is shown with the y-value of 1. A value of 1 shows the qualifier
ions are exactly coeluting with the reference ion chromatogram. As the ratio approaches 1,
the qualifier ion is more closely coeluting with the reference ion.
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2. Familiarization Exercises

Review the Compound MS
Spectrum Results window

Select a compound from the
Compound List.

2. Click Overlaid mode.

Exercise 3. Use the PCDL to Identify Compounds in Qualitative Analysis

The Compound MS Spectrum Results window displays MS spectra. If compounds were
identified using the Find by Formula algorithm, then the FBF Spectrum is annotated with
the formula and the adduct ion. The cleaned (upper) and raw (lower) spectra are shown
and the isotopic abundance is also overlaid on the spectrum.

gilent MassHunter Qualitative Analysis B.07.00 - GCQTOF_Pesticide _15-15m_40min_PCDL.m =l e ==
File Edit View Find Identify Method Wizards Configuration Tools H
i dodglacla-o- B E?A\ i Jll iz & | B5 NavigatorView [ Compeund Details View
i 3 Compound List BCe i - Cpd 2 i X
s Bl Automatically Show Columns | 5] Gff 51 | G G | @, @ | oty ‘n&|
Ced 7R D Techniques Applied + =
1 wiph=f = » FBF-FragConfirm| T
L g Leie i a Best ® Name & Formua & miz /% Mass i Mass (Tg)5 Diff(ppm)+ Score(Tg)® RT 41 RT (Tgy+ RT Diff + §
: "N““"‘:L[:‘a‘” & [§ | Methamidophos (Metamidophos)| C2HENO2F S| 1410002| 1410007 1410013 42 3304] 5564|5385 007
thalir
5 Propyl ot Score (iso. abund) 1 Score (mass) 41 Soore (MFG. MSIMS) 1 Score (MS) 1 Score (MFG) 41 Score (iso. spacing) 1. Height 8 lon Fermula 8
3 Biph 2| 9276 95.65| | 92.85| | 8736 47384
7| 35 Dichloroan Calc) + Calo) #| Height % (Calc) 8 miz (Calc) 8 Diff (mDa) | Height | Height % %+ miz A Diff(ppm
8| Carbofuran phen 45942| 22| 100] 1410008 05| 47384 100| 95.1| 141.0002 44
g Eug 1602| 32| 35] 1620077 55 @] 17| 16| 1420081 )
[} 10 Metole 2285 25 43] 1423874 3[ e 34| 33 1229944 201
] 1 Diphenylar
= 121 2-Phenvivhenal (i ™ miz -+ Coeluion Score #  Flags(Fls) - Height SNR- RT + RTDiff-# CE+ FV+ Compound Name & <
J_: & 0 1< " ] »
i £, Compound Chromatogram Results x || Gj| Compound MS Spectrum Results x

P2 o2 EElam]enl =)

L2 o 2Q @ sala][e]eB]% % @

x102 |Cpd 2 Methamidophos (Metamidophes): + FEF Spectrum (rt: 5 940-6.152 min) Tomato_spiked.D Subiract
141.0002
a [c2HENp2Fs]-
45
2 1429944
[C2HEND2PS]-
0 .
25 103 [Cpd 2: Methamidophos (Metamidophos): +EI Scan (rt: 5,340, 5.344, 5347, 5.350 .. min, 64 scans) Tomato_spiked.D Subt
141.0002
a N
2 1429944
l e
- i | . I
9B BB EE P D © A5 31 @i (4 625 1% 13 138 133 180 141 M2 143 4 15 146 147 148
Counts vs. Acguisition Time (min) Counts vs. Mass-to-Charge (miz)
! (i) Compound Fragment Spectrum Results x
5 AR AN | N NI =R T
104 [Cpd 2 Methamidophos (Metamidophos): +E1 Cleaned-HighE Sean ( 5.837-6.158 min) Tomato_spiked D
o4 0052
5 [cHEN Oz P
L 25
0 NI |
%104 [Cpd 2 Methamidophos (Metamidophos): +EI Hight Scan (1t 5.337-6.153 min, 67 scans) Tomato_spiked.D AvgFY
st
B - 207.0221
70 L III 1204578, 2810508 3410164
oL bbb i |

575 58 585 55 59 & 605 61615 62 625 63
Ratio Fragment lon/Precursor lon vs. Acquisition Time (min)

40 60 80 160 130 140 160 180 200 230 240 260 280 300 330 340 360 380 460 430 440 450 480 560 5o 5o
Counts vs. Mass-to-Charge (miz)

The cleaned MS spectrum and the raw MS spectrum are displayed in one graph.

@Cnmpnuml MS Spectrum Resulis

2 o 31Q @ daln])klLenl =l

2

%103 |Cpd 2: Methamidophos (Metamidophos): +El Scan (rt: 5.940, 5.944, 5947, 5950 ... min, 84 scans) Tomato_spiked.D Subt.

45 141 ooz

. L+

4
3.5

3]
2.5+

2
1.5

1

k 1425544

0.5 M+

o4 |‘....._ " " L LS K A

T T T T T T T T T T T T T
136 137 138 139 140 141 142 143 144 145 146 147 143
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2. Familiarization Exercises Exercise 3. Use the PCDL to Identify Compounds in Qualitative Analysis

Review the Compound Fragment
Spectrum Results window

Select a compound from the Com- The Compound Fragment Spectrum Results window displays cleaned (upper) and raw
pound List. (lower) MS spectra with the ions selected for screening from the PCDL shown in a different
color.

gilent MassHunter Qualitative Analysis B.07.00 - GCQTOF_Pesticide 15-15m_40min_PCDL.m

Hy & | Navigator View |[f] Compound Details View

File Edit View Find Identify Methed Wizards Configuration Toels Help
== N=NE AR M A

; 3} Compound List x
Automatically Shew Columns | [ | Off S8 | 3 62 | @ & | 5% Sk \
Name o 1D Techniques Applied =
£Methylph=| = p F BF-FragConfirm| T
= ‘ Best & Name A Fomula B miz /& Mass & Mass (Toi)® Diff (ppm) 8 Score (Tgt)# RT - RT (Tg) 8 RT Diff +
. ”t;h(hi‘p B |& | Methamidophos (Metamidophos)| C2HBNO2PS| 141.0002] 141.0007) 1410013 42 6304|5968 5885|0078
thalir
Fropylor Score (iso. sbund) B Score (mass) # Score (MFG, MSIMS) & (MS) # Score (MFG) & 3 g) 1 Height 1 lon Formula + S
Biph e | 9276| 9565 | 9285 | 87.36| 47384 | M|
3.5-Dichlercan n < (Calc) & miz (Calc) & Diff (mDa) & H + Heigl m% & mz & Diff (pem)
Carbofuran phen 100] 141,008 05| 47384 100| 95.1| 141.0002 44
Eug 35| 1420027 55 801] 17] 16] 1420081 -3
o Meiol 4] 129974 3| 624 34 33 1425544 201
i Diphenylar
o 2 7-Phemdnhenol (| ™ miz =5 Flags(Fls) -+ Heights SNR+ RT - RT Difi & CE& FV-8 d = 2
<« » |« . ] »
i €7 Compound Chromatogram Resulls X || GjjCompound MS Spectrum Resulis x
icwe 3ol s Pl RN
5 TEIC(HT.0008 Soan x103 [Cpd 2 Methamidophos (Metamidophos): +E Scan (rt: 5:340, 5.944, 5.947. 5.950 ... min. 64 scans) Tomato_spiked.D Subt
55 £ +Eic-Fragrian 000} 141002
5 [ +EICFrg@.0052). 9
45 EICFrag(35.0131) 3
: e 2
a5 [ +EICFrgEasn, e
3 e 1 l | -
25 ] +EICFrag(110.8902) ... 0 ! L
L ] 16 % 1% b 1 W1 12 3 1de s 186 147 s
0, Counts vs. Mass-to-Charge {m/z)
i Compound Fragment Spectrum Results x
o] I =
05 | | Il 0% [cos2: wetmamicopnos Metamidophos): +EI Clesnes-HighE Scan (st 5 537-6 158 mim) Tomto_spikes D
575 58 585 59 555 6 605 61 6.15 62 635 63 6 2
Counts vs. Acquisition Time (min) 5
10 T +EICFrgli#t 0008 &
T +EiCFrages.0082) 3
5 +EICFragl#5.0131) . 2
[ +EICFrag(125.9773) 1
[ +EICFrag(63.9847) . o ‘
[ +EIC-Fraglrs.658) = =
bl 104 |Cpd 2: Methamidophos {Metamidophos): +El HighE Scan (rt: 5.937-6.159 min, 67 scans) Tomato_spiked.D AvgFY/
L W 91,0838
05 { s
67.0539
207.0321
2 1200578
o 1650704 2810608 3410164
@ b . R ,
575 58 585 59 565 6 605 61 6.15 62 635 63 40 D 80 100 120 140 160 180 200 220 240 260 280 300 30 340 350 380 4db 420 40 460 480 500 530 50
Ratio Fragment lon/Precursor lon vs. Acuisition Time (min) Counts vs. Mass-to-Charge (miz)
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2. Familiarization Exercises Exercise 3. Use the PCDL to Identify Compounds in Qualitative Analysis

Export your results as a CEF Use this procedure to export your results to a CEF file for use with other applications.

Click File > Export > as CEF.

Agilent MassHunter Qualitative Analysis B.07.00 - GCQTOF_Pesticide 15-15m 4

i|File| Edit View Find Identify Method Wizards Cenfiguration Tools He
i|2 Open DatafFile... G+ B [F f_\ @]l@ [l |@
_ (3] Refresh Data File k@&umndldmﬂiﬁcaﬁm Results: C
Il SaveResults G Automatically Show Columns | Iﬂ%]
& Close Data File ID Techniques Applied -8
i Close All B » | FBF-FragConﬁrm|
B Print ’ Best & Name
£
r| Export 4 as ASR...
4 e [ asCEF. |
6] Biph as Compeound Summary CSV...
7| 35-Dichloroan s MGF
| 2| Carbofuran phen
3 Eug as mzData...
10 Metol as MS/MS Inclusion List...
2. Specify the Export CEF options
p y p p ' Export CEF Options (3]
and click OK.
List of opened data files:
Tomato_spiked.D Export contents
(=) Only highlighted results
@ All results
Export destination

One export file per data file:
@) At the location of the data file

() At specified directory
D:\MassHunter'\Data

If export file already exists
() Overwrite existing export file

(@ Auto-generate new export file name

| ok I cancel

The CEF file is created in the specified Export Destination folder.

=N o =
.
@Uv| . v Computer » O5(D:) » MassHunter » Data » v|&,|| Se p|
Organize Include in library * Share with + Mew folder =~ 0 l@l
-
J Favorites ol Name Date modified Type
Bl Desktop ‘:‘ Tomato_spiked.D 9/5/2014 11:26 AM  File folder
& Downloads 0 B 9/16/2014 3:33 PM  File folder
1 Recent Places 9/5/2014 11:44 AM  CEF File
& SkyDrive
= Libraries
3 Documents
J‘- Music
| Pictures
E Videos
- 4 nr 3
3 items
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2. Familiarization Exercises

Exercise 4. Use the PCDL to
Identify Compounds with
Unknowns Analysis

Create a new Unknowns
Analysis

1. Start Unknowns Analysis by
double-clicking the desktop icon.
or
Click Start > Agilent > Quant
Tools > Unknowns Analysis.

2. Select File > New Analysis.

3. Navigate to Masshunter\Data,
or the folder where the data file
to be analyzed is stored. Enter a
name for the analysis and click
Open.

Exercise 4. Use the PCDL to Identify Compounds with Unknowns Analysis

Use the Unknowns Analysis tool uses deconvolution and spectral library matching to
identify unknowns, such as compounds that are not on the target list but are in a mass
spectral library.

In this exercise, you will identify compounds in the PCDL with Unknowns Analysis.

Use this procedure to create a new Unknowns Analysis file to identify compounds in the
PCDL.

Unknowns
Analysis

15 Agilent MassHunter Unknowns Analysis

File | Edit  ‘iew  Analyze  Method  Report  Tools
||j ey Analysis Ctrl +M n

& Open Analysis Ctrl +0 ar

Sawve Analysis Ctrl+3 .
Save Analysis Az,

Close Analysis

Import Quantitative &Analysis..,

Add Samples..

Export...

Page Setup...

Print... Ctrl+P

Print Preview...

gy =

L 1: DivkAassHunter\UnknownResultsy Ja_PCDLuaf

|— Exit:

ﬁ Mews Analysis @
Look in: . Data - a ? s [

I Mame analysis File Data Ve... Size:

T
g . Tomato_spiked.D jPestacldechl_wwh LA, uaf OKB
. UnknownsResults

Recent Places

Desktop

=
Libraries
'L
==

Computer

P I —
Ay < [ KR m r
estacide_podl with U ua

MNetwork

File name:

- Open I

Files of lype: Unknowns Analpsis Files [*.uaf) - Cancsl
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2. Familiarization Exercises Exercise 4. Use the PCDL to Identify Compounds with Unknowns Analysis

Add samples to the analysis Use this procedure to add samples to include in your analysis.

1. Select File > Add Samples.

E Egl ent Eassaunter EnEnowns !na y'sis - Eestau!e_pc! it

File | Edit  ‘iew  Analyze  Method  Report  Tools
10 Mew&nalysis Ctrl+1
[ Open Analysis Ctrl+0

Save Analysis Crl+5
= ¥

Save Analysis As..,

Close Analysis

Irnport Quantitative Analysis..
Add Samples..,

Expuort..,

Page Setup..
Print... Ctrl+P

IS =

Primt Prewiey..,

L: DvMassHunter\Pestacide_podl_with Ua.uaf
2: DvMlassHunter\UnknownResultsyUa_PCDLuaf

Exit
2. Select the sample file(s) and click If necessary, click Browse to Copy Samples to search for and open sample files.
0K.
m
Batch Folder: C:qMassHunterD ata

100ppb_mi

4 LI} L3

Browse to Copy Samples... ]

[
[ Translate MSWS Samples. .. ]
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2. Familiarization Exercises Exercise 4. Use the PCDL to Identify Compounds with Unknowns Analysis

Edit the method Use this procedure to edit the method search options used to identify the unknown
compounds.

Select Method > Edit.

ﬁ Agilent MassHunter Unknowns Analysis - Pesticide_PCDL_with UA.uaf
File Edit View Analyze |Method |Report  Tools  Help

D %9~ |G Edr. F10
Samples Load Method to All Samples...
File Name Compone (2 Load Method...
Tomato_spiked.D s
fy Save Method of Current Sample...

Set deconvolution options
1. Click Deconvolution.

2. Inthe RT window Size factor

Y Method -7 |3
field, enter 75,100, 200.
Deconvolution | Library Search I Compound |dentification I Target Match
Fesolution
I RT window size factar: 75,100,200 I
Peak filter:
Excluded m/z: 28
Example: 28.91.149
SN threshold: 1]
Estraction window:
Left miz delta: 200
Right m/z delta: 200
m/z delta units: PP hd
Companent shape:
[] Use base peak shape
Sharpress threshold: 28 E4
lon peaks:
Min # af ion peaks: 3
tdax # of ion peak shapes to store: 10
Apply to All 5amples ] [ Apply ] [ Default ] [ Claze
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2. Familiarization Exercises Exercise 4. Use the PCDL to Identify Compounds with Unknowns Analysis

3. In the Extraction Window The optimum extraction window is 100-200 PPM.
section, enter 200 PPM for the
left and right m/z delta. Method (e
Deconvolution | Library Search I Compound |dentification | Target Match
Resolution
RT window size factar: 75,100,200
Peak filter:
Excluded m/z: 28
Example: 28.91.149
SR threshald 1]
Extraction window:
Laft m/z delta: 200
Riight m/z delta: 200
mz delta units: PP -
Component shape:
[] Use base peak shape
Sharpness threshold: 25 4
lon peaks:
tdin # of ion peaks: 3
ax # of ion peak shapes to stare: 10
Apply to Al S amples ] [ Apply ] [ Default ] [ Cloge

Set library search options

1. Click Library Search.

2. Click Change Library and select

Method =
the PCDL, =ne xS
Pesticide 15-1bm 40min P- IMI Library Search | Compound |dentification | Target Match|
cDI. cdb a - B Libraries:

D-\MassHunteriPCDL\Pesticide _15-15m_40min PCDL cdb Change Library..
Add Library...

Move Up Mave Dawn

Search criteria;
Pre-zearch type: [T adjust Scare

tatch factor
Use RT Match

RT penalty function: RT mismatch penalty:
@ Trapezoidal @ Multiplicative

RT range: 25 sec () Addiive

Penalty-free AT range: 14 B Max AT penaly: 20
7 Gaussian

Standard deviation: B =]

RT calibration file:

Apply to All Samples ] [ Apply ] [ Diefault ] [ Close ]
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2. Familiarization Exercises Exercise 4. Use the PCDL to Identify Compounds with Unknowns Analysis

3. Select the Pre-search type, Fast.

Method @

Deconvolution| Libiaw Search | Compound Identfication | Target Match|

Libraries:

D:iMassHunter PCDL\Pesticide 15-15m_40min PCDL cdb Change Library.

Add Library.
Mave Up Mave Down

Search critena;

Pre-search type: Fast v] [T Adiust Score

Match factor
Use RT Match

AT penalty function; RT mismatch penalty:
@ Trapezoidal @ Multiplicative

RT range: 25 sec ) Additive

Penaly-free RT range: 121— e ax RT penalty: 20
) Gaussian

Standard deviation: E =

RT calibration file:

Mew.

Apply ta All Samples ] [ Apply ] [ Diefault ] [ Cloze

4. In the Match factor section,
select Use RT Match.

5. Enter the following:

Method -?
RT Range: 25 sec — SR
Penalty-free RT range: 12 sec Deconvolution | Libraty Search | Compound Identification | Target Match |
Libraries:

[r\MassHunter\PCDL'\Pesticide_15-15m_40min_PCDL.cdb Change Library...

Add Library..
tove Up Move Down Remove Library

Search criteria;
Pre-zearch type: 7] Adiust Score
Match factar:
Use BT Match
RT penalty function: RT mismatch penalty:
@ Trapezoidal @ Multiplicative
RT range: 5 sec | () Addiive
Penalty-free RT 1ange: 14 sec Max AT penalty: 20
) Gaussian
Standard deviation: B 80

RT calibration file:

Apply to All Samples ] [ Apply ] [ Diefault ] [ Clogze ]
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Set compound identification
options

1. Select the Compound

Identification tab

2. Enter the following:

Max hit count: 2 Methes Lol
Min match factor: 45 Deconvolution | Library Search | Compound |dentifization | Taiget Match
Min MZ 60 \ b hit count: 2

Iin match factor: 45

Min MZ: &0

Ratio percent uncertainty: 40

Multi-Library Search Type: All -

Apply ta All Samples ] [ Apply ] [ Default ] [ Clase

Set advanced options

1. Click Advanced.

Method -2 =5
Deconvolution | Library Search | Compound |dentification | Target Match
& hit count: 2
bin match factor: 45
bin MZ: B0
Flatio percent uncertainty: 40
tulti-Library Search Type: All hd

| Advanced... | Apply ta All Samples ][ Applp ][ Diefault ][ Claze
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2. Click Yes to apply changes to all
samples.

Click Deconvolution.

Enter 0.1 for all samples in the

Exercise 4. Use the PCDL to Identify Compounds with Unknowns Analysis

Height Filter Relative column. (etwos =]

Deconwalution | Library Search I Compound |dentification | T arget Match I Auxiliary|

Click Library Search.

Enter 100 for all samples in the
Accurate Mass Tolerance

column_ Deconvolution | Library Search | Compound |dentification | Target Match I Auxihaly|
Sample Name Fange AT Range Mo Penaly Spectum Threshaold Accurate Mass Talerance
Tomato_spiked D 0.4167 0.2000 0.0 100
4 n L3
Apply ] [ Default ] [ ak. ] [ Cancel ]

1. Click OK.

Sample Name Absalute Height Filter Relative Mass Adjustment Max # of ion peak shapes
Tomato_spiked D 00 01
Tomato_spiked D 0.0 01
Tomato_spiked D 00 01

4

[F—— b

Apply

][ Default ][

oK ] [ Cancel

Decorvalution | Library Search | Compound |dentification I Target M atch I Auxiliary|

Sample Mame Fange RT Range No Penalty Spectrum Threshold

Accurate Mass Tolerance

Tomato_spiked D 04167 0.2000 oo

4

100

13

Apply ][ Default ]l[

0k

]l[ Cancel ]




2. Familiarization Exercises Exercise 4. Use the PCDL to Identify Compounds with Unknowns Analysis

Run the analysis Use this procedure to apply your defined methods options and analyze the Unknown
Analysis results.

Click Analyze All.

ﬁ Agilent MassHunter Unknowns Analysis - Pesticide_PCDL_with UA.uaf
File Edit View Analyze Method Report Tools Help
=" | (b) Analyze All J All Target Mon-Target
Samples =~ & X |Chromatogram
. e )
File Name Components Hits 100ppb_mix_ABCD_
10} 7
. x10
Tomato_spiked D - =
=]
The analysis opens and displays the Best Hits in the Components table.
I, Agilent MassHunter Unknowns Analysis - Pesticide_PCDL_with UA.uaf | =8 =R ==
File Edit View Analyze Method Report  Tools Help
=0~ NI (¥) Analyze Al | All Target Non-Target Non-Hit
Samples ~ 2 % |Chromatogram ~ B x
Fie Name Componerts _ Hits 100ppb_mix_ABCD_tomate_2 (Tomslo_spiked D)
S
s
5
]
1]
Components e H gy B3 E 2
HEs 2 s =]
%?r'“p“”m Compound Name gf‘;f:r BestHit P A= N =T { asuii
500 750 1000 1250 1500 1750 2000 2250 2500 2750 3000 3250 3500 3780
[ e | s R
83165 | Biphenyl 702 e - 1 x
235038 |pp DDE 648 Component RT: 14 6695861177624
223303 |0 p"DDE 63E H =102 28,8087
287605 | Fenazaquin 620 S g]
205799 | Dodemorph 594 L 06
3 04 248.8405
12 6464 | Proposur 58.3 02] 1413385 2138718 m
20.3219 | Isacarbophos 58.0 hE e i —H ‘Lll‘L W;
155730 | Propazine 579 :gij ! 1069683 419372 1TEI080 213715 248 ba02
202323 | Chlonthal-dimethyl (Da 575 06]
11.9725 | Diethykoluamide (DEET) 569 0.8
Y 283.2080
242997 | Gyprocenazole 5.6 2]
25.2692 | Bthion 565 I b b b d b ok ok b A b T Bl b i
15 6595 | BHC-gamma (Lindane) 565 Mass-to-Charge (miz)
18.8573 | Prosulfocarb 555 EIC Pezks ~ & X |[lonPesks - X
125169 | Flonicamd 5.2 EC Peais Companent RT: 14,669
26,1246 | Quinoyfen 550 %103 ] £ =108
16.9516 | Tefluthin 549 184 [283.5 S 25
181 eraiis
28,0703 | Phosmet (imidan) 543 124 2
16.7187 | Secbumeton 528 1'$j 15
173648 | Formthion 525 o8] ;
27.1178 | TPPA/ Tiphenyl pho 521 04l o5
15.8571 | PCNB / Pentachloroni... 520 021 o
181860 | Chlorpyrfos metryl 518 - 1465 147 1475 148 1465 147 1475 148
<[ L, » Acguisition Time (min)

2. Select a component to view the
Spectrum and lon Peaks for the
selected component.
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3. Click All to view all the peaks.

4. Click:
Target to display the peaks that
are also in the quantitation batch
Non-Target to display the peaks
that are not in quantitation batch
Hit to display the peaks that are
also in the library
Non-Hit to display the peaks that
are not in the library
Best Hit to display view the best
match

5. Select a component from the
Components table.

6. View the Spectrum, EIC Peaks,
and lon Peaks, for the selected
component.

Exercise 4. Use the PCDL to Identify Compounds with Unknowns Analysis

ﬁ Agilent MassHunter Unknowns Analysis - Pesticide PCDL_with UA.uaf

File Edit View Analyze Method Report Tools Help
=" (») Analyze All arget Non-Target Hit
Samples ~ & X |Chromatogram
File Name Components Hits ‘IDDppb__mix_AB[
Tomato_spiked.D u72 [ g <0
(o] 7]
g
Components > I X 5
%gl_mponent Compound Name E:;C; Best Hit |:| ::
__1456% Howohonberne 309 1[I IS EE
8.3165 | Bipheryl 702 1'2 5
8.3165 | Biphenyl g7 [ 40 sl
8.3165 | Biphenyl 69.1 [
235038 |pp-DDE 648 iizeoie
1R8I n nNNF R4 D = Compone'."t RT:1

ﬁ Agilent MassHunter Unknowns Analysis - Pesticide PCDL_with UA.uaf

File Edit Miew Analyze Methoed Report  Tools Help

=" | (¥) Analyze All I Target MNon-Target Hit Mon-Hit | Best Hit
Samples - romatogram

Fila Mame Componerts Hits 100ppb_mix_~ABCD_tomate_2 (Tomato_sp

2 %107

Cou

Tomato_spiked D 472 36 = q

7

In the Spectrum window, the top spectrum is from the component and the bottom

spectrum is from the library.

5 Agilent MassHurter Unknowns Analysis - Pesticide_PCDL_with UA.uaf (= E=m
File Edit View Anabze Method Report Tools Help
N & | B () Analyze All | All Target Non-Target MNon-Hit
Samples < @ X |Chromatogram T
Fie Name. Companerts __ Hits [100ppb_mix_ABCD_tomate_2 (Tomato_spiked.D)
2 107
Tomato_spiked D 3472 43 e
3
5
;
3
Components SR 2
B
Companent Viatch ol
o Compound Name pateh  Bestht s _
560 75 1000 1250 1500 2000 2250 2500 2750 3000 3250 3500 3750
Hexachlorobenzene 205 cquisition Time (min)
8.3165 | Bipheryl 702 G TS
235038 |p.p-DDE 843 Component RT: 14.6695851177624.
g 2 102
223303 |o05DDE 66 g x0: 283,007
28.7605 | Fenazaquin 620 S oe
20,5789 | Dodemorph 534 3 08
= 0e 248.8405
12,6464 | Proposaur 83 0 1419365 2136716
20.3219 | lsocarbophos 580 e o i A Ui m‘
= - 02 7 106.9683 _, 1785060 138715
155730 | Fropazne 579 22 1418972 es b
20.2323 | Grlorthal-dimethy (Da 575 056-
119725 | Diethytoluamide (DEET) 569 o
24.2997 | Gyproconazole 566 a2 2828050
- R e e O " PR B
252692 | Bthion 565 20 40 60 80 100 120 140 160 120 200 220 240 260 250 300 320 340
15.6595 | BHC-gamma {Lindane) 565 Mass-to-Charge (m/z)
18.8573 | Prosulfocarb 555 EIC Peaks > & X [lon Peaks - i x
12,5169 | Flonicamid 552 EIC Pea Componert AT 14 6695
26.1246 | Quinoxgfen 550 0% 2 £ 108,
163516 | Tefluthin 519 e S 25
28.0703 | Phosmet (imidan) 543 14 2
12
528 1 15
525 o8 1
27.1179 | TPPA/ Triphenyl pho. 52.1 0.4 05.
15.8571 | FCNB / Pertiachioron. 520 °2 o
18.1860 | Chlomyrifos-methyl 518 = 1485 147 1475 148 1465 147 1475 1438
E E——— v Acauisition Time (min)
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2. Familiarization Exercises Exercise 5. Create a Custom PCDL from Your Compound Results

Exercise b. Create a Custom
PCDL from Your Compound
Results

In this exercise, you will export your compound results from the Qualitative Analysis
program or the Uknowns Analysis program and import the compounds into PCDL Manager
to create a new custom PCDL containing only the compounds identified in your analysis.

Export compound results as a
CSV file from Qualitative
Analysis

Use this procedure to export your compound results to a CSV file from Qualitative Analysis.

1. Use “Exercise 3. Use the PCDL to
Identify Compounds in Qualita-
tive Analysis” on page 36 to iden-
tify compounds in Qualitative
Analysis.

2. Click File > EXpOI’t >asa Agilent MassHunter Qualitative Analysis B.07.00 - Default.m - - .

Compound Summary CSV. S =i v Boe Gruey Semm @mnmermrs Dededl Gimms o
i Open Data File... Ctrl+0C ARG B (ﬁlnﬁ | = |_|R
il B2 Refresh Data File | X || G Compound List
E sl Save Results Ctrl+S ~|I; Automatically Show
B B3 Close DataFile Cpd TR
Close All » 1 Meth

4| Print 3 2
| Export 4 | as ASR... -
Exit as CEF... lenyl|
| as Compound Summary CSV... |
as MGF... I
as mzData... —

as MS/MS Inclusion List...

1]
- 17
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2. Familiarization Exercises Exercise 5. Create a Custom PCDL from Your Compound Results

3. Specify the Export Compound .
Summary CSV Options, and click i e b+ 8 e
0K. List of opened data files:
Export conterts
() Only highlighted results
@ All results
BExport destination
I © Worklist
| @ Qualitative method :

@ One export file per data file
@ At the location of the data fils
(©) At specified directory
D:\MassHunter'\Data
() Combine into one export file
D:\MassHurter\Data

Type file name without extension. Default
extension automatically appended.

If export file already exists
() Overwrite existing export file

@ Auto-generate new export file name

0K Cancel

The CSV file is created in the Export Destination folder specified in the Export Compound
Summary CSV options.

=RC g
@uv| » Computer » OS(D:) » MassHunter » Data » - |¢f| | Search Data e |
Organize « Open Mew folder =~ 0 @
- L
| Bl Desktop - Mame Date modified Type
& Downloads = . . .
N 3 Tomato_spiked.D 9/5/2014 11:26 AM File folder o
=1 Recent Places — R . )
X UnknownsResults 9/18/2014 11:15 AM  File folder
& SkyDrive = .
|&3%] Tomato_spiked.csv | 9/18/2014 12:20 PM  Microsoft Excel Com
- Libraries
3 Documents
J’ Music
[ Pictures
BE videos
- 4 1 | »
Tomato_spiked.csv Date modified: 9/18/2014 12:20 PM Date created: 9/18/2014 12:20 PM
n Microsoft Excel Comma Separated Values File Size: 121 KB
——— =
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2. Familiarization Exercises Exercise 5. Create a Custom PCDL from Your Compound Results

Export compound results as a
CSV file from Unknowns
Analysis

Use this procedure to export your compound results as a CSV file from Unknown Analysis.

1.

Use “Exercise 4. Use the PCDL to
Identify Compounds with
Unknowns Analysis” on page 53
to identify compounds in
Unknowns Analysis.

\‘\\

2. Click File > Export.

I5 Agilent MassHunter Unknowns Analysis - Pesticide_PCDL_with_UA.uaf

File |Edit View  Analyze Method Report Tools Help

] New Analysis Ctrl+ M Target
9 Open Analysis Ctrl+Q Bm
[ [J  Save Analysis Ctrl+S _ABCD.
Save Analysis As..

Close Analysis

Import Quantitative Analysis...
Add Samples...

I| Export... ﬂ

[0 Page Setup..

=§ Print.. Ctrl+P
& Print Preview...

L 1: D:\MassHunter\Data'Pesticide_PCDL_with_UA.uaf
2: DAMassHunter\Data'\Pesticide_PCDL_with UA.uaf

1»I Exit
R 2165 | Rinher | " e
3. Select CSV File from the Export . )
p Export Compaonent Table ﬁ

to drop-down menu, and click OK.

Export from:

@ All components/hits
) Selected components /hits

Export to:
(CSV File -
Automatically name compounds for non-hit components |
Prefix:
Unknown
@ Add index
() Add retention time I
ok ||l cancel
i .
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Navigate to the folder where you
want to save the CSV file.

Enter a name for the file, and g =
) B Export
click Save. e .
UU | . v Computer » O5(D) » MassHunter » PCDL » - ‘&, | | Search PCDL yel |
Organize » Mew folder - @
S Favorites = Name Date modified Type
Bl Desktop ‘E‘ | Archive 9/4/2014 3:32 PM File folder
& Downloads J Mass List Files 9/4/2014 9:59 AM File folder
Lj Recent Places B default 8/18/2008 3:38 PM Microsoft Excel Clj
#& SkyDrive ) default_GC 12/7/2011 10:11 PM  Microsoft Excel C
4 Libraries
@ Documents |
J7 Music !
(]
[ Pictures
EE Videos
- 4 (] +
I File name: unknown_analysis I -
Save as type: ICSV Files (*.csv) vl
+ Hide Folders I[ Save ]I [ Cancel ]

The CSV file is created in the destination folder.

@uvl . » Computer » OS(C:) » MassHunter » PCDL » - | 4y | | Search PCDL Fel |
Organize + Open - Print New folder | @
/¢ Favorites Name Date modified Type Size
Bl Desktop J Archive 9/4/2014 3:32 PM File folder
4 Downloads = J Mass List Files File folder
=l Recent Places | Empty.cdb 9/16/2014 2:44 PM CDB File
& SkyDrive Pesticide 15-15m 40min PCDL.cdb 9/18/2014 9:01 AM  CDB File 22
I||D unknown_analysis | 9/18/201412:21 PM  Microsoft Excel C..,
wa Libraries
@ Documents
& Music
[&] Pictures
B videos
& Homegroup
~ 4 . | 3
unknown_analysis Date modified: 9/18/2014 12:21 PM Date created: 9/18/2014 12:21 PM
n Microsoft Excel Comma Separated Values File Size: 116 KB
- =
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Import compounds from a CSV
file into PCDL Manager

Use this procedure to create a new PCDL in PCDL Manager by importing compounds from a
previously created CSV file.

Start the MassHunter PCDL
Manager by double-clicking the
desktop icon.

=~
PCD

Manager
B.0O7.00

Click Cancel when asked to open
a PCDL.

3. Select File > New PCDL.

ﬁ MassHunter PCDL Manager - Di\MassHunter\PCDL\Pesticide_15-15m_40min_PCDL.cdb
File | Edit  ‘iew PCOL  Links Help
[0 MewPcDL. cwlsN a2 MY @

[ OpenPCOL.. Ctrl+0
[ Backup PCOL... ach |
Create Subset PCDL..

Batch Summary | Edit Compound

lon polarity: [ar)
m @ mDa lonization mode: [Bny)

Import Compounds..,

5 Export Results...
= PrintResults... Ctrl+P

Exit Alt+F4

TOIETATICE: o =

4. Select the existing PCDL,
Empty.

( [ Create Mew PCDL ﬁ\

PCOL path: D:\MassHurter\PCDL E

Select an existing PCDL:

Select the PCOL type: Pesticides -

Enter the new PCDL name: Pesticides_PCDL_import

Enter a description of this PCDL:

1 Create ] [ Cancel
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5. Select the PCDL type, Pesticides.

6. Enter the new PCDL name,
Pesticide_PCDL_import.

7. Click Create.

Exercise 5. Create a Custom PCDL from Your Compound Results

Create New PCDL

PCDL path:

Select an existing PCDL:

Select the PCDL type:

Erter the new PCOL name:

Enter a description of this PCDL:

D \MassHunter\PCDL

Empty _ |
Pesticide_15-15m_40min_PCOL

Pesticides -

Pesticides_PCDL_impoart

| Create l [ Cancel
Creata New PCDL ﬁ
PCDL path: D:\MassHurter\PCDL E

Select an existing PCDL:

Select the PCDL type:

Erter the new PCOL name:

Enter a description of this PCDL:

Empty _ |
Pesticide_15-15m_40min_PCOL

Pesticides -

Pesticides_PCDL_impoart

|| Create l [ Cancel
G Create New PCDL -
PCDL path: D:\MassHunter\PCDL E

Select an existing PCOL:

Select the PCDL type:
Erter the new PCDL name:

Enter a description of this PCDOL:

P
Pesticide_15-15m_40min_PCDL

Pesticides -

Pesticides_PCDL_import

Create l [ Cancel
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8. Select PCDL > Allow Editing.

9. Select File > Import Compounds.

10. Navigate to and open a .csv file
previously created in “Export
compound results as a CSV file
from Qualitative Analysis” on
page 62, or “Export compound
results as a CSV file from
Unknowns Analysis” on page 64.

11. Click OK to confirm the
compounds have been imported.

Exercise 5. Create a Custom PCDL from Your Compound Results

kLl MassHunter PCDL Manager for Pesticides - D-\MassHunter\PCDL\Pesticides_PCDL_import.cdb ’

P S Se—— o N ————

File Edit View | PCDL | Links Help
P Find Compounds | B Find Compounds  F5
Single Search Allow Editing Edit Compounds |
1 Convert PCOL
Mass )
| PCDL Information...
[T T~ T THSOrar [T 1] Formula:
Mass tolerance: 100 @ ppm © mDa Name:
Motes:

E MassHunter PCDL Manager for Pesticides - DAMassHunter\PCDL\Pesticides_PCDL_import.cdb ’

e — — — i e ——
File | Edit View PCDL Links Help
|1 MewPCDL.. Ctrl+N E =M e
— 5 Open PCDL... Ctrl+0O
i Backup PCDL arch | Batch Summary Edit Compounds |
Create Subset PCDL...
| | Newtral () [M-H Formula:
Import Compounds...
MName:
Export Results... ppm mba
. Motes:
Print Results... Ctrl+P
- IUPAC:
Exit Alt+F4
(B import Compounds [
@Q-| + Computer » OS(D b MassHunter » PCDL » ~ [ 4 |[ Search PCOL o]
Organize » New folder =~ O @
“ Name . Date modified Type
= Libraries
3o . [ Archive 9//014332PM  File folder
J’ MD“_Jmen : = Mass List Files 9/4/2014 9:59 AM File folder
] ::" || 65 defautt 8/18/2008338 PM  Microsoft Excel Comma Separated V..
E‘V!d ures default GC 12/7/2011 10:11 PM  Microsoft Excel Comma Separated V...
faees 5] unknown_analysis | 9/5/2014135PM  Microsoft Excel Comma Separated V...
% Homegroup
15 Computer
& os)
9 Agilent GC(WTV + ¢ | i ] )
File name: unknown_analysis -

Import Compounds M

Imported 39 compounds into D:\MassHunter\PCDL\Pesticides_PCDL_import.cdb.
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12. Click Find Compounds to view a

list of all the imported 'g MassHunter PCDL Manager for Pesticides - C:\MassHunter\PCDL\Pesticides_PCDL import.cdb = B [
compounds in the Single Search o Ef_View PCOL Lk Fep
B Find Compounds |3 & | 0 5 48 1Y @
Results table.
Single Search Baich Search | T T e ————_— | e— ‘
Mass Molscul
© MeHE @ Newral O [MHE Fomua: ey
Mass tolerance: 100 © mDa Name
Notes:
Retention time
] Fequie 1UPAC:
RTickrance: 0.1 min
cAs:
lon search mode ChamSpen
Include nevrals
Include anions Notes
Include cations
o i
[] Print/Copy in Regulatory Format
Compound Name Fomula Mass  Anon  Caion  RT{mn)  CAS  ChemSpider IUPAC Name
» | Methamidaphos (Metamidophos) CoHENOZPS | 14100134 [ ]
Bipheryl c12H10 15407825 [ ]
DEET / Diethyltouamide CIZHI7ND 19113101 [ ]
Pebulzte CI0H2INOS  |20313439| [ ]
Proposur CTHISNDI 20910519 [ ]
Carbofuran Cl2H1SNO3 22110518 [ ]
Secbumeton CIOHI9NED 22515896 [ ] ]
Fonicamid COHEFINI0 22004630 [ ]
Propazine COH16INS 2910842 [ ]
Tebutyn CIOHINES 24113612 [ ]
Bthoprop (Ethaprophos) CoH1902PS2 20205641 [ ]
Prosufocarh CUH2INDS 25113439 [] ]
Fomothion CEH1NO4PS2 | 25699454 [ ]
; = =
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