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APPLICATION BENEFITS

Using purchased standards for the compounds
of interest, a comprehensive scientific library
may be constructed by:

®m Acquiring low and high energy MS data
using MSEin a single injection.

m Determining the theoretical mass, formulae,
and structure of identified fragment ions.

B Ensuring the accuracy of product ion
identification by obtaining a MS/MS
reference spectrum.

m Uploading all detection results, such as
retention time and theoretical accurate mass
product ions into the scientific library for
future analyses.

Information from previous targeted screening
experiments may also be of use, such as known
MRM transitions for the compounds of interest.
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INTRODUCTION

The acquisition of information-rich datasets collected using techniques such as
MSE is placing a demand on the content of the scientific libraries used to screen
for a large number of compounds in complex matrices. Using more criteria with
wider tolerances controls the number of false detects while ensuring that false
negatives are not introduced in a high-resolution mass spectrometry (HRMS)
screening experiment. In order to capture and manage the wealth of analytical
information that can be gained from powerful chromatographic separations and
HRMS, Waters has created the UNIFI Scientific Library.

Software functionality within UNIFI aids in the creation of a scientific library
that contains all the critical detection criteria, such as retention time and the

theoretical masses of fragment ions generated using structural information.

Here we demonstrate the ease with which a comprehensive scientific library can
be built within UNIFI, considering two different scenarios:

1. Using purchased standards for the compounds of interest with no prior LC/MS

knowledge about the compounds of interest.

2. Using purchased standards for the compounds of interest with prior LC/MS
knowledge in the form of MRM transitions.

For both scenarios the following four steps were taken to build the new scientific
library, as described in the workflow shown in Schematic 1.

m MSE Acquisition — For Scenario 1 (above), the analysis is performed in positive
and negative ion modes. For Scenario 2 (above), the analysis is performed in
the same polarity mode as the MRM information.

m |dentify the compound using accurate mass information and update the
retention time in the library. Theoretical accurate masses for fragment ions
can be generated using the Fragment Match algorithm in UNIFI.

m |f dedicated MS/MS is desired, the Send to MS/MS function is deployed to
automatically populate the MS/MS analysis method with the precursor ion
information and retention time. Upon completion of the MS/MS acquisition,
the MS/MS reference spectrum is available for library upload.


http://www.waters.com/waters/nav.htm?cid=134672594
http://www.waters.com/waters/nav.htm?cid=134613317
http://www.waters.com/waters/en_US/Screening-Platform-Solution-with-UNIFI-/nav.htm?cid=134682903
http://www.waters.com/waters/en_US/Screening-Platform-Solution-with-UNIFI-/nav.htm?cid=134682903
http://www.waters.com/waters/en_US/Screening-Platform-Solution-with-UNIFI-/nav.htm?cid=134682903
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EXPERIMENTAL m Additional scientific library functionality can be used to provide further
information. For example, items can be tagged with classification information,
UPLC conditions - : ) )
keywords, description, and reference information which can be uploaded to
LC system: ACQUITY UPLC I-Class complete the repository.
Column: ACQUITY UPLCBEH C,q
1.7 pm, 2.1 x 100 mm
MSE Acquisition
Column temp.: 45°C
Targeted Processing with Mass and Structure 100 ppb and 10 ppb solvent standards
Injection volume: 10 pL
Flow rate: 0.45 mL/min
Compound Detection Results Recorded
Mobile phase A: 10 mM ammonium acetate
. Fragment Ion Structure Elucidation and Generation
(pH 5) in water etiEntiem Ve of Theoretical m/z
Mobile phase B: 10 mM ammonium acetate

(pH 5) in methanol MS/MS Confirmatory Analysis (optional)

Sample manager purge: 90/] 0 Water/methanol Populate directly from MSE Results Additional Confidence in Fragment Ion Identifications

Sample manager wash: 50/50 water/methanol

Seal wash: 90/10 water/methanol UNIFI Scientific Library
Time Flow rate Item tagging Reference Spectra Document Repository
(min) (mL/min) %A  %B  Curve
Initial 0.45 98 2 b Schematic 1. A streamlined approach to building a screening library for complex HRMS data using
0.25 0.45 98 2 6 UNIFI Software.
12.25 0.45 1 99 6
1300 045 ] e . The information stored in a scientific library is a powerful tool for ensuring
13.01 0.45 98 2 6 ) o ) )
1700 045 98 2 6 confident lc‘ientlhcatlons mofuture HRMS screening experlment‘s..On.ce a

| _ compound is added to the library, relevant reference and classification
;Zl;j;cztgztgoryueéf;ff e R information can be added within the software. Due to the emergence of novel

pesticides, metabolites and other newly recognized contaminants, the ability to

MS conditions create additions to the existing scientific library is of great utility.

MS system:
lonization mode:
Capillary voltage:
Desolvation temp.:
Desolvation gas flow:
Source temp.:

Reference mass:

Acquisition range:
Acquisition rate:
Low CE:

High CE ramp:

Xevo G2-S QTof
ESI +and -
1kV

550°C

1000 L/Hr
120°C

Leucine enkephalin
[M+H]*=556.2766

m/z 50 to 1200
4 spectra/s
4eV

10 to 45 eV
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MSE ACQUISITION OF STANDARDS

In order to include compound structures in the UNIFI Scientific Library, .mol files are required for each of
the compounds of interest. These can be downloaded from ChemSpider (www.chemspider.com). An Excel
spreadsheet containing the names of the compounds of interest, their molecular formulae, and the name
of the corresponding .mol file were saved in the directory containing the .mol files. This spreadsheet was
then imported into UNIFI as a scientific library container (ULC), to be used as the initial screening list,
shown in Figure 1.

gg ~| &3] My Work } 2 Welcome to UNIFI } 4 Administration } Bl scientific Library % | Search folders.. PllE@
Scientific Library
<:I b4 |Home ¥ Import [tems ‘
Type of mport: | Excel (Sereening Lisf) -
ile to impart: C\Usershuslmul\Desktop\More Pesticides For Update May 2013\More Pesticides UNIFI Templatexds
Home EiStolmpet P v p
Manage library items Library to create: ey Pesticides July 2013
Manage libraries R
- Detection results: [Eg[+ -
Import library items
Cenfislesntihclibian NCEECDE More Pesticides UNIFI Template [Compatibility Mode] - Microsoft Excel (=[] = |
= Hnmel Insert Page Layout Formulas Data Review  View © - o x
= == - -
B ol canon “lu - S Wrap Text General - ﬁ E E g™ Insert 5 %r lﬁ
o ka % Delete - -
Paste I u- Ty A - 5| Merge & Center - - s+ ||%8 ;9| Conditional Format — Cell Sort & Find &
e g (B2 o E A erge center - [ 8 % e e~ styere || Bl Format - || 2~ e s
=| Clipboa., ™ Font (] Alignment (F] Number L] Styles Cells Editing
: E11 v 5] v
A | B [ ¢ ] D [ E F |l 6 [ u | 1 |
1 |Compound Name Formula Mol File RT F1 F2 F3 Fa =
2 |1-Naphthaleneacetic acid C12H1002 1-Naphthaleneacetic acid.mol
3 |3,4-Dichloroaniline CBHSCI2N 3,4-Dichloroaniline.mol
4 |6-Benzyl adenine C12H11NS 6-Benzyl adenine.mol
5 |Acetochlor C14H20CINO2 Acetochlor.mol
B | Atrazine-desethyl-2-hydroxy C6HI1INSO Atrazine-desethyl-2-hydroxy.mol
7 |Atrazine-desethyl-desisopropyl C3HACINS Atrazine-desethyl-desisopropyl.mol
W 4 » M| ES+ Sheet3 7d o : i i
Ready | EEE = g
Import
2| Administrator, UNIFI [Administraton] | ® X

Figure 1. From Administration, select the Scientific Library tab, then the Import Library Items tab, and browse for the appropriate spreadsheet, formatted in the displayed

layout. Importing will create the UNIFI Library Container (ULC) to be used for the analysis.

Building a UNIFI Scientific Library for HRMS Screening Experiments

3



http://www.chemspider.com

[ADPLICATION NOTE ]

A new analysis method was created using the Accurate Mass MSE Experiment type. The instrument settings
of the Pesticide Screening Application Solution (PSAS) were used for this analysis. For QC purposes, the
Pesticide Screening Mix (p/n 186006384) compounds were also added to the component list. Prior to analysis
of the new compounds, a test injection of 10 ppb of the pesticide screening mix was performed. The mass error
and observed retention times of the pesticide screening mix components were checked against the expected
values, according to our QC requirements, to provide consistency in the library updates (Figure 2). This step
ensures uniform results between new library entries and those created in the past, by different users, or on a
different system.

Tray: 2:F,2 P5M 10 ppb [] | « | » Methamidophos ¢
mponent

4 Component name 1 Formula Identification status :] Retention Time Error {min) Expected RT (min) Observed RT {min) Mass error (ppm)

1 Acephate C4H10MO3FPS Identified Q.08 2.02 210 -0.85
2 Atrazine CEH14CINS Identified Q.02 743 745 -0.058
3 Atrazine-desethyl CEH10CING Identified 0.06 5.01 5.07 -0.14
4 Buprofezin C16H23N308 Identified .05 10.68 10.73 -1.01
k] Chlortoluron CLOH13CINZOD Identified a.04 718 T.22 0.89
a Cyanazine C9H13CING Identified o.04 816 8.20 -0.57
7 Dicrotephos CEH18NOSP Identified 0.09 4.08 418 054
& Diuran COH10CIZN20 Identified 0.03 76l 763 0.20
9 Fenpropimarph C20H3IMN0 Identified Q.08 1152 11.60 -1.584
10 Hexazinone CLZHZOM402 Identified 203 6.55 8.58 -0.70
11 | Linuron COH10CIZN202  Identified .00 8.25 8.24 -127
12 Methamidephos C2HBNO2PS Identified 0.07 154 161 0.09
13 Methomyl COH10MZ2025 Identified a.08 3.22 3.30 -0.03
14 Metobromuron COH11BrN202 Identified 0,02 7.26 7.27 006
15 Metolachlor C15H22CIND2Z Identified .02 9.23 G9.24 213
16 Metoxuron C1O0H13CIN202  Identified 0.05 5.62 5.66 0.75
17 Maonalinuron CIH11CINZDZ Identified 0.00 6.93 6.93 0.38
18 Sebuthylazine C9H16CINS Identified -0.02 8.26 8.24 -0.09
19 Simazine CTH12CINS Identified 0.03 &40 643 234
20 | Terbuthylazine C9H16CINS Identified 0.02 846 847 -1.25

Figure 2. Mass error and retention time differences were assessed prior to the analysis to ensure the system was running properly.
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Standards of the new compounds in Milli-Q grade

water were injected at two concentrations, y Tr— Sometpe | ssreposton | mntme(nin | niecton e Repots | Tt smmary
10 ppb and 100 ppb, to benchmark the sensitivity Mm Qm M E E M:EI:
and response of each compound. For each of the : . LL: - o o
standards injected, a target list of the .mol files | — - - A
for the compound(s) in that standard can be added b e PR oo o /s o
directly to the sample list, as shown in Figure 3. E US»; E m E US
For the pesticide Screening Mix, all of the compounds A e e o

were added to the target list (first line, Figure 3 [z s
Create Delete | Browse|

“20 targets specified”). Using a target list can U oo bomvearearen oy ecaition misofan o
1 Onyfluorofen 361.0329 C15H11CIF3NO4  /Oxyfiuorofenmol
be used as an alternative to the aforementioned = =
. . . 1 » More Resticides For Update May 2013 43 ||[ Search More pesticides For Up.. o
Excel spreadsheet. Upon analysis, retention times o — —
. . . aC . & Music - jame - ste modifiec e 4
were easily determined, based on identifications 1ol R e o e
B Videos L Neviflumuron.mol 11/15/201211:35...  MOL File
made using the exact mass, as can be seen for the e NP i o
&, Windows7_( Oxyfluorofen.mol 5/29/2013354PM  MOLFile
rodenticide Coumachlor in Figure 4 ﬁ‘gaz:zm; O | Paclobutrazole.ml 5/29/2013355PM  MOLFile Fi A
. s Data2 (& [ paraoxon methyl.mol 7/22/2013433PM  MOL File gure 3. Sample list
et - [ Ry e oLl with easily added .mol
Blomteemyn [ O e e files of new pesticide
Drseumusimdl) Qo S - standards,which are
G Netwerk Sy i ] v . .
e Fo— e = included for use in

fragment ion structural
elucidation during

processing.
ummary = e *Qualitative View ol g # G =1 1=)
4 Componentname i~  Formula Identification status i Expected RT (min)  Observed RT (min]  Massermor {ppm) | Expected Fragments Cou... Identified High Energy Fragments  Isotope Match Mz RMS PPM  Isofope Match Intensity RMS Percent  Detector counts  Response  Adducis
1 Coumachior CISHISCIOS  Toentied 758 123 o 7 116 37 32451 5015+, K +Ha
[ i ]
o = | ] |
Ttem name: Coumachlor 10 ppb. # % | | lrem name: Coumachior 10 ppo Channel name: Low energy : Time 7.9866 +- 00267 minutes : 30 mass peak list
Channel name: Coumachlar [+H] : {13.5 FPA) 343.0727 Description:
100 27664 33883
343.07274
= 3054
a0 36505428
i
£ 2es
8 Coumachlor 3
7398 =
i 33102616
70 = o (
1000001 ADL12611
;
475.32463
42310702
50 - 285 03031 2920530 | 4 I una1s93
SRR Sl W WO 11 N S N Ko
00 15 M0 0 300 350 400 430 500 S50 600 630 700
B Item name: Coumachlor 10 peb Channel name: High energy : Time 7.9866 +/- 00267 minutes : 30 mass peak st
Description:
1105
162.03910
40 -
&
100000
0 o
o — asomso M
z
F &
S
@ 'g <0000 588403865
z
O ygrgsaz
10 ssopn | 1L02842 amosas | 58541235
& 15404200 ’
g 287.02014 saL0z81s
4B5.27206
h o L - ‘ S N PR M AL
2 H K H 10 12 12 % 00 15 M0 350 300 380 400 450 500 550 GO0 650 700
Aetantion tme [min] Observed mass [mizl

Figure 4. Coumachlor identified with accurate mass alone. Observed retention time was then added to the library. Blue icons in the high energy spectrum indicate an accurate
mass product ion, automatically matched by the Fragment Match algorithm. Green area in the low energy spectrum highlight all adducts and their isotopes observed.
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PRODUCTION ASSIGNMENT

Continuing with the Coumachlor example, the Fragment Match results (Figure 5) were displayed by

right clicking on the name of the identified compound and selecting Elucidate. The most ideal fragment ions
to include in the scientific library were assigned based on their intensity and match scores. Common Fragment
Match functionality was used to bring up an XIC of the proposed fragment mass, shown in Figure 6. The
chromatogram provides more confidence in correct fragment ion assignment and also gives an indication of
the selectivity of that particular fragment ion. If prior knowledge of MRM transitions for a specific compound
is available, referring to those would offer additional data for fragment ion selection. Using this approach,
theoretical fragment masses were determined and were used to populate the new library, either by adding to
the Excel spreadsheet, or entering them directly into the UNIFI Scientific Library. Once the information for all
compounds was added, entries from the newly created scientific library were replaced in the original analysis
and the data re-processed to ensure that all compounds were identified using the new library.

Item name: Coumachlor 10 ppb Channel name: Low energy : Time 7.0856 +/- 0.0267 minutes : 3D mass peak list # x Parameters Y
Description:
3.28e5 Use smartsScores Multiple: 4| Alpha: 5 DBE minimum: .10 Mode: [Positive =
34307274 Pheny: Other: Hydrogen difference: 6 DBE maximum; 50
3e54
Aromatic: Ij Bonds: 4 Maximum score: 8 Neutral: on =
Ring: Hetero: 05 Delta (mDa): 5 HPenalty: o
25¢5-]
265.05438
(P Start
l Results (20 found) I 2
& 2e5
£ i Peakld  Peak Mass(Da)  Mass{Da)  DBE Mass Difference (mDa)  Formula Formula Difference  Assignm... 2 “
23
L_}’ 1 5 1810421 1810415 55000 06 CLOHI00ICL  CIHEIO3F 3 H
E 15854 2 1 1210284 1210284 55000 00 C7IH502 C12H110.21CLL 2
= 38102816 E 0 950485 950491 35000 04 CEIHII0L C13H2I03ICL 1
7
4 . 1 710 910.2/C!;
100000 3 163.03%1 163.03%0 5000 01 C8IH7I03 C10/H910,11C1 1
40112611 5 8 2490540 248.0546 125000 05 ClEHSI03 CIHTI0CLL 1
7
[
47532463 10 283.0315 2850313 115000 0.2 C1eH10103(Cl1  C3[H601 1
500004 r
28502031 10312353 7 14 3430727 3430732 115000 05 C19/H16/04/C,1 1 -
| 30920530 42319792
163.03950 26510524 ‘ | - 500.27326 (7] Assign
\
i . i TN /R P ‘k L. “l. “\
100 150 200 250 300 350 400 450 500 Information =
Item name: Coumachlor 10 ppb Channel name: High energy : Time 7.9856 +/- 0.0267 minutes : 30 mass peak list Mass: 285.0313 DBE: 115 Mass Difference: 0.20208 Formula: C16H,10/03[CLL Formula Difference: C3H6/0.1
Description:
1195
N
100000 h
N
80000 365.05453
28503150
E) 16203910
H Mass error; 0.1 mDa ’
[Sp— S1BLHO
2
2
g
=
40000
343.07270|367.05222
12102842
20000-{o5.04952 o 2O
b 16404200 & 287.02914 ‘
\ i 217.04125 wson008 38102314
I T N O P ey o P
100 150 200 250 300 250 400 450 500
Observed mass [m/z]

Figure 5. Fragment Match functionality is easy to use and comprehensive for determining product ions.
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_J=
umachlor 10 ppb energy : Time 7.9866 +/- 0.0267 minutes : 3D mass peak list © e ——
3.28e5 Fragment Mass: 2850315 Da
34307074 Mass Tolerance: 10 mDa
3e5
() start
Results (1 found) B
2505 - P
1 Coumachlor 7.3866
2e5
g
3
&
&
5 L15¢5]
38102816
7
— N
40112611 Information =3 [2]
47532463 -
50000 Mass Chromatogram (0.0100 Da) :+285.0315 : 2: TOF MS* (50-1200) 10-45V, igh CE
28503031 30920530 2‘233:112;7?2 38
16303950
24117653 26510524 | | 500.27326
3 20000
. . . A N R T N L .
100 150 200 250 300 350 400 450 500 ]
Item name: Coumachlor 10 ppb Channel name: High energy : Time 7.9866 +/- 0.0267 minutes : 3D mass peak list *
Description: 17500
119e5
N 15000-|
o] <o
12500
£
1 3
20000 16303910 36505453 k]
Mass error 0.1 mDa 2 10000
: =
. 50000 .
g 7500
g ’
= : 89
40000 - s000 1028
28503150
Mass error; 0.2 mDa 3a3.07270| ;% %22
19100842 287.02014° e
20000 ES 24905403 2500
95.04952 16404200
21704125 38102314
288.03128 7
‘ ‘ | | [ i ‘ ‘I o - 2\7206 -
100 150 200 50 300 350 400 as50 500 2 4 & 8 10 12 1 1%
Observed mass [m/z] Vector [min]

Figure 6. Using Common Fragment search, extracted ion chromatograms were generated for the selected production, while also searching for all compounds in the
current analysis for the same retention time as the chosen product.
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MS/MS ACQUISITION

As an additional means of confirmation of the selected fragment ions, MS/MS analysis can be performed on
the standards following MSEidentification. In the past, separate MS/MS experiments had to be set up for each
compound of interest, which was laborious and time consuming. UNIFl allows the user to directly import the
compound information and detection results from the MSFanalysis by clicking Send to MS/MS. With a generic
MS/MS method open, compound specific information from the MSEanalysis are sent to the MS/MS analysis

by right clicking the identification, then select the Send To (Figure 7). As with the MSEanalysis, system
performance was first verified using the Pesticide Screening Mix to ensure acceptable retention times and mass
accuracies. From these acquisitions, MS/MS spectra of compounds can be added to the scientific library for
future reference (Figure 8).

Tray: 1:B,1 < |l » Coumachlor 10 ppb [1] + | » Coumachlor

. Component name Formula Identification status || Observed RT (min) Mass error (ppm) Expected Fragments Count Identified High Energy Fragments
1 Coumachlor C19H1/ - 799 -123 1] 7
Label components...
Add component comment...
Remove assignment... 3
Elucidate...
Send To 3 Generic MS MS method PSS
View component details Scientific Library
Copy 3
Print D Figure 7. Sending compounds to MS/MS
- analysis is a time-saving measure that will
Properties... . i
import all of the targeted compounds with
retention time in a given injection into the
new analysis.
i [ —
e e W
i | 1. Experimental MS/MS spectrum is

copied from analysis.
Copied MS/MS spectrum is pasted into
72 the library entry for future reference.

&
Soasews sl o i

s
= o i
G il
>

N

sseseefendaiy

O L

e

.
¥
H

e ) Figure 8. MS/MS spectrum
for the compound
Simazine saved in the

B L ‘M"::‘; scientific library for
future reference.
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DATABASE MANAGEMENT AND TAGGING

In order to maximize the available information and facilitate future searches the UNIFI Scientific Library can
associate user-definable tags, references, or other documents with library entries. In the example presented
here, individual pesticides were tagged with their pesticide class and sub class, if available (Figure 9).
References were added and categorized (Figure 10). Any edits can be made through the Manage Library Items
section of the scientific library.

| B scienttic irary x ae
| apE-®

Search results (524/itema o)

Ttem type.
A
1) [ tapbostoian | 7o desciion
| | weac rame
2z Boscald 0
Formnul; C19H15CI04
3 Crlotenvinghos e
X Hil formula CAIHISC04
4 Fluridone
S Napeopanide Aversge molar mass 3827730
)| Loren Monoisatopic mass 342.0859 . | Creste Modify Delete
- [— [y — B
FiY e ] Bivcite
. 1S/C19H15CHI04/C1-11020)10-15 =
& | Fiprani . [12-6-8-15(20/0.7-12)17-16(22) = Breakdown product
9 Desmedipham N 14-4-2-3-5-16(14)24- 151723/ | Mycotoxin
12.915,22H 10K2,1H3 | Pestici
10 Furexyeyr
1 Trealate
12 pimefox
13 | Dislifes
14| cydoate lonization technique | Intensity ¢ Retemtion tme {min) | Oetaiype  Comment  Fragmeniatontype | Mass(myz  Adduct | Bird repelient
15 Tetraconazole I " . [Z] chemasterilant
i  Desavtion reath %s;:];;nft:r:dg;dlmwmtm serial no:, Unknown, Created by administrotor on Jul 18,2013 - o Bl ronepoas
16 | Thicfarox-suffane ¥ v [Z] Herbicide A
17 Metconazole == 7990 mse uninawn 30736 +H [ Herbicide safener =
- v [7] Insect attractant.
18 soprotuon [ 7550 msE Unkrgwn 28503130 I’]ma:@;\a:
19 | Coquintocet-ment (=38 7850 msk Urignawn 16303300 b ::}]';‘M(ﬁjf! o
- ammal repe
20| Terbuthyiazine- ot ESE- 7.9%0 miE Unirawn 24205480 & Mating disrupter
21| crioriophos 1] Metatolite
[ Miscellaneu
22 Hesafumuron [] Matluscicide
[ Nematicide
T Tmtiron 1] Nitrification inkibitor
24 Fluthiscet-methyl [”] Prant activator
) [”] Plant growth regulator
25 | Berazolin 4 4] Rodenticide
26 | Dichorvos [E] Botanical redenticide
["] Carbanilate rodenticide L
27 et suiforce [¥] Coumarin rodenticide
Fr Y — [Z] Indandiene rodenticide
[] tnorganic rodenticide
23 | vamidethion ["] Organechiarine rodenticide
"] Grgancfiuarine rodenticide
30 Cabetamice [l org
" '] Grgansghaspharus radenticide
31 | Coumaphos [] pyrimidinamine rodenticide
- . [C] Thicurea rodenticide
32| Cimarystotin 7] Unclassified rodenticide -
33 pyrimethani
3 o 1 o |
R — D )
S —

Figure 9. Tagging of compounds, in this case Coumachlor, is a powerful way to organize library updates for future use. Other useful information such as CAS number,
or other names for the compound can also be added here.
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| Bl Scientific Library x Search folders.. P o
» Library Item Editor | an@-%
Coumachlor [Current and Updat
Property
] T S || | ttem tvme Compound
1 [ ieprostoun Ttem deseription
TUPAC name
2 Boscald 0
Formul; C19H15CI04
3 | Criorfenvinghas e
Hilfamula CI9H1SCI04
4 Fluridone
PR [Fo— Aversge molar mess 3827730
51| toman Monoisatopic mass ) 342.0659 ‘ Create  Madify Delete
tien g L K £ antipansivade o
T | Isovaven | I Biacide
B 15/C19H1SCI04/CL-11121)10-15 -
B | Fiproni i [12-6-8-13(20)8-7-12017-18[22)
9 | Desmedioham 144235 16(14124-15(1 7123/
N2-9.15,22H,10H2,1H3
10| Fraysyr
v [] Acaricide
1L Tralate 7] Mgicide
12 | Dimefox g
7 [] Antifeedant
13 | Dinlifos [ awicide
1 [Z] Bactericide
Cpeloate lonization technique | Intensity ¢ Retention trme [min] | Detaitype  Comment | Fragmentation type | Mass (m/z) | Adduct 1] Bird repellent
15 | Tetracomazole I . . ] Cremosterilant
| 2 Detecton resy; ItrUment modet: Instrument seral nos, Unknown, Created by administator on Jul 18,2013 )\ - N P
16 | Triofarawsulfone 5 Imported from Excel 7] Herbicice
17 | etconazaie s+ 7990 mse unimaun 34307316 +H I H Herbicicie safener =
£t 7550 mst Uricnoun 28503130 * | Insect attractant
18 soprawren || Insect repellent
19 | Cloquintocet-mexy! £ 7950 msE Unicrown 16309300 . H],:‘ﬂ = ﬂ:! L
. iammal repe!
20| Terbuthylngne-deseth = e et bneraen amin ] Mating disrupter
21 | Chlortuiophes 1% Metabolite
© [ Miscelianeau
22| Hexafiumuran [£] Motuscicide
© [] Nematicide
T Tetmsttivwon '] Witrification inhibitor
24| Fluthiscet-methyl [7] Plant activatar
© [] Plant growth regulator
25 | Bemazelin @ R:da:ti:ide e
26 Dicnonos 2] Botanical rodenticide
] Carbanilate rodenticide L
T Adcars sufforice [¥] Coumarin rodenticide
8 | Malaoren [2] tndandiene radenticide
[] tnorganic rodenticide
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Figure 10. Literature references are easily assigned to compounds; other documentation can also be added here and categorized via the drop-down menu.
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[ADPLICATION NOTE ]

CONCLUSIONS

m The UNIFI Scientific Information System offers a streamlined
approach for the management of data and metadata associated
with high-resolution accurate mass screening libraries.

®m Functionalities within the UNIFI Elucidation Toolset provide an
efficient and reliable way to determine fragment ion masses,
structures, and formulae.

m The ACQUITY UPLC I-Class System with Xevo G2-S QTof is
a powerful solution for HRMS screening of a wide variety
of compounds, providing more information and increased
confidence from using accurate mass of both molecular ions and
their fragments, along with retention times, isotope patterns,
and adduct information.

m  UNIFI provides an unparalleled platform for the compilation of
valuable experimental and theoretical information for use in

future screening analyses in a wide range of matrices.
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