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Introduction 1

Features

High Resolution Accurate Mass (HRAM) libraries are designed for targeted library searching against HRAM product
ion spectra. Each library contains HRAM MS/MS spectra for each compound included in the library.

These libraries are compatible with:

e Data acquired using a TripleTOF® accurate mass system.

e The combination of the MasterView™ 1.0 software and the PeakView® 2.1 software.

e The combination of the MasterView™ 1.1 software and the PeakView® 2.2 software.

Use these libraries to:

¢ Help accurately identify compounds and increase confidence in the reported results.

e Enable rapid searching in the MasterView™ software.

e Leverage the accurate mass, retention time, and peak area reporting functionality in the MasterView™ software.

e Compare a sample against a control for quick review using the comparative profiling option available in the
MasterView™ software.

Contact Us

SCIEX Support
e sciex.com/contact-us

® sciex.com/support/request-support
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Introduction

Requirements

¢ An English (US) version of the Microsoft Windows 7 (32-bit or 64-bit) operating system with SP1 must be
installed on the computer.

e Alicensed version of the PeakView® 2.2 software combined with a licensed version of the MasterView™ 1.1
software must be installed on the computer.

OR

A licensed version of the PeakView® 2.1 software combined with a licensed version of the MasterView™ 1.0
software must be installed on the computer.

e The user must be logged on to the computer as a user with Administrator privileges to install a library.

¢ |Internet access is required to obtain a license file for each installed High Resolution Accurate Mass Library.

Supported Equipment

e ATripleTOF® accurate mass system.

e A Dell Precision T3600 computer, or later model, provided by SCIEX.

Note: Older computer models might be compatible. However, they have not been tested and might result
in degraded performance.

Notes on Use, Known Issues, and Limitations

Isobaric compounds with the same MS/MS pattern
Isobaric compounds with the same product ion spectra must be differentiated by their retention time.
The LibraryViewServiceHost stops responding intermittently

On the Microsoft Windows 7 (64-bit) operating system, when trying to open the MasterView™ software from the
PeakView® software menu bar, the LibraryViewServiceHost service occasionally stops responding. To resolve this
issue, do the following:

1. In Windows Explorer, right-click Computer and then click Manage.

2. In the Computer Management dialog, double-click Services and Applications and then double-click
Services.

3. Right-click LibraryViewServiceHost, and then click Start.

This starts the LibraryViewServiceHost service again.

Release Notes High Resolution Accurate Mass
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Installation 2

Install a Licensed High Resolution Accurate Mass
Library

Note: The MasterView™ software, version 1.0 or 1.1, must be installed on the computer before a High Resolution
Accurate Mass (HRAM) library can be installed. If MasterView™ software is not installed, then an error message
is shown and the installation cannot be completed.

A licensed library can be installed from a DVD or from a .zip application file downloaded from the SCIEX Web site.
The application file can include compound names, compound transition information, and compound library spectra.

1. Log on to the computer as a Microsoft Windows user with administrator privileges.

2. Do one of the following:

e If the library is being installed from a DVD, then load the DVD in the DVD drive and continue with step 5.
e If the library is being installed from a downloaded file, then continue with step 3.

3. Download the required .zip file from the SCIEX Web site.

Tip! To prevent potential installation issues, save the file to a location other than the computer desktop.

4. After the download is complete, right-click the downloaded file and then click Extract All.
5. Browse to the extracted files or the DVD and then double-click LvPackageHR[libraryname_version].exe.

The Open File - Security Warning dialog opens.

High Resolution Accurate Mass Release Notes
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Installation

Figure 2-1 Open File - Security Warning Dialog

-

Open File - Security Warning ﬁ

The publisher could not be verified. Are you sure you want to
run this software?

@ Mame: ...AM Libraries\Libraries\LvPackageHRMYC_1.0 exe
Publisher: Unknown Publisher
Type: Application
From: C\HRAM Libraries\Libraries\LvPackageHRMYC_1....

Run ] [ Cancel

Always ask before opening this file

K Fe | This file does not have a valid digital signature that verifies its
Q publisher. *You should anly run software from publishers you trust.
= How can | decide what software to un?

A

Tip! If the User Account Control dialog opens, then click Yes.

Note: If the LibraryViewFramework is not installed, then an error message is shown and the installation

cannot be completed.

Figure 2-2 LibraryViewPackages Error Message

B+ LibraryViewPackages | = 28 |

LibraryViewPackages has stopped working

Windows is collecting more information about the problem.
This might take several minutes...

Cancel

6. Click Run on the Open File - Security Warning dialog.

The LibraryViewPackages Feature Unavailable dialog opens.
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Installation

Figure 2-3 LibraryViewPackages Feature Unavailable Dialog

-
LibraryViewPackages Feature Unavailable

The feature you are trying to access is unavailable due to the following reason(s):

This feature is not licensed. It cannot be used.
Click "Details™ for more information.

For additional assistance, hitpJisciex.com/supportreguest-support.

ok

L

7. Click Software Activation.

The LibraryViewPackages Activation dialog opens.

Figure 2-4 LibraryViewPackages Activation Dialog

Fe &

LibraryViewPackages Activation

To activate the LibraryViewPackages, you must visit the SCIEX website and obtain a
license file. i you have purchased the software, the license file activates the software. If
you have a demo version, the license file activates the software for a limited time.

To obtain and install a license file, do the following:
1. Oblain the license key from the license ceriificate or packaging and enter here:

2. Generate a unique computer ID:

| Generate Computerip |

This ID is unique to this computer and cannot be used to obtain a licensea file for
another installation of the LibraryViewPackages

w

. Record the following computer ID:

| Copy ID to Clipboard

s

. Click the following link and follow the instructions
hitp:Micensing sciex.comfactivation/LibraryViewPackages
After you submit the reguired information, a license file will be emailed to you

o

. Save the license file from the email message o your deskiop.

o

Click the bution below to install the license file
Install License File...

For assistance, click FAQs

8. Type the license key, exactly as shown, in the appropriate field.

High Resolution Accurate Mass
Libraries
8 of 31
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Installation

If a license key is not available, then contact sciex.com/support/request-support .
9. Click Generate Computer ID.

This creates a unique identifier for the workstation.
10.Click Copy ID to Clipboard.

11. Follow the instructions to obtain the license.

Note: Internet access is required to obtain the license. If the computer does not have Internet access, then
make a copy of the generated computer ID. On a computer with Internet access, go to the licensing page of
the SCIEX Web site and then follow the instructions to obtain a license.

After the required information is submitted, a license file is sent to all of the e-mail addresses provided.
12.Close the browser window.
13.When the e-mail containing the license file is received, copy the license file to the workstation desktop.
14.Click Install License File on the LibraryViewPackages Activation dialog.

The Select the new license file to be installed dialog opens.
15.Browse to and select the license file and then click Open.

Both the Select the new license file to be installed and the LibraryViewPackages Activation dialogs close and
the Library Importer dialog opens.

Release Notes High Resolution Accurate Mass

Libraries
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Installation

Figure 2-5 Library Importer Dialog

= Library Imponer LC' :lglé\
Siep 1: SeleciSourceType method  Siep 2: Choose Columns  Step 3: Choose data  Step 4: Summary
Select the com pounds you want to import
Al Mong
Library Name | Compaund Formula CAS [<]

HRAM Mycotoxins Final 10,11-Datrydro-curvularin C1GH1805 211T8-57-4 ]
15-Acatyldeowynavalenol C1TH2207 BEIIT-06-5
15-Hydroxyculmornone C15H2403
16-Keto-aspergillimidea C20H2TH304 199784-50-4
I-Acetyldecxynivalenol CITHZ2O7 50722-33-8
I-Nitropropionic acid CIHENO4 504-88-1
3-0-Mathyisterigmatocystin C18H1406
FO-Methyhviridicatin CIBHTING2
4, 15-Diacetyscinpansl C19H2607 22T0-40-8
4, 6-Dimethoiy-2-methyl-3 4§ -grisaninions C16H1606 2855-92-7
S-Mettvyl-mallen C1XH1403
5-0-Mathylsulochrin C18H1807
E-Aminopenicilanic acid CBH1ZN203S 551-16-6 u

]
Next>  Jcancet |
& —}

16.Do one of the following:

e Click All above the Compound column on the Library Importer dialog to import all of the compounds.

e C(lick inside the appropriate row on the Library Importer dialog to import individual compounds.

Tip! To help locate compounds, use the Search field. As the search criteria is typed, the visible columns
are searched and refreshed to show only the information that matches the criteria specified.

17.Click Next.

Note: If the user cancels the import before all of the compounds have been copied to the database, then
any compounds that have already been imported remain in the database. The software does not revert the
database to the pre-import state.

18.Resolve any conflicts, if required. Refer to Compound Conflicts on page 11.
19.Click Finish.

High Resolution Accurate Mass Release Notes
Libraries
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Installation

Compound Conflicts

When installing a library containing a group of compounds or installing individual compounds, the software checks
the database for compounds with the same name or formula as a compound in the package. If compounds are
found, then the software flags the corresponding compounds in the package and waits for user input to continue.

Users have the option to:

¢ Merge the compound information. New spectra, transitions, and retention times from the compound in the
package are added to the compound information stored in the database.

e Qverwrite the compound information. Compound information from the package replaces the compound
information stored in the database.

e Keep the compound information. Compound information in the database is retained and the compound
information from the package is discarded.

Conflict details are available to help the user make the correct choice.
View Compound Conflicts

1. Click Resolve on the Library Importer dialog beside the compound to view the details of the conflict.

2. Do one of the following:

¢ (lick Keep Original to keep the existing compound information and discard the new information.

e (lick Use New to replace the existing compound information with the new information.

3. Repeat steps 1 and 2 for each compound.

4. Click Finish after all of the conflicts are resolved.
Merge Compounds

1. Do one of the following:

e (Click Merge on the Library Importer dialog to merge new spectra, transitions, and retention times from
individual compounds in the import package with the corresponding compound stored in the database.

e Click Merge All on the Library Importer dialog to merge new spectra, transitions, and retention times
from all of the compounds in the import package with the corresponding compounds stored in the database.

2. Click Finish after all of the conflicts are resolved.

Release Notes High Resolution Accurate Mass
Libraries
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Installation

Overwrite Compounds

1. Do one of the following:

e (Click Overwrite All on the Library Importer dialog to overwrite all of the compound information stored
in the database with the corresponding compound information from the import package.

e Click Resolve beside the appropriate compound on the Library Importer dialog and then click Use New
to overwrite the compound information stored in the database with the corresponding compound information
from the import package.

2. Click Finish after all of the conflicts are resolved.
Keep Original Compounds

1. Do one of the following:
¢ (Click Keep All Original on the Library Importer dialog to keep all of the compound information stored
in the database and discard the compound information from the import package.

¢ C(lick Keep Original beside the appropriate compound on the Library Importer dialog to keep the individual
compound information stored in the database and discard the compound information from the import
package.

2. Click Finish after all of the conflicts are resolved.

High Resolution Accurate Mass Release Notes
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Import a High Resolution Accurate
Mass Library into the
MasterView™ Software 3

1. Open the PeakView® software.

2. From the PeakView® software menu bar, click MasterView > New Session.

Figure 3-1 MasterView > New Session

IN PeakView [E=REE ™
File  Edit Show | MasterView | Graph  Process

=] DAPIInstrum| Mew Session |R =
Open Result

h A

The Select Samples dialog opens.

3. Expand the appropriate data folder and then do one of the following:
¢ Drag the required samples from the Available pane to the Selected pane.

e Select the required files and use the => to move samples from the Available pane to the Selected pane.

Tip! Use the <= to move samples from the Selected pane to the Available pane.

4. Click OK.
The selected files open in the MasterView™ software.

5. Click the Import Compounds Info from LibraryView icon.

Figure 3-2 Import Compounds Info from LibraryView Icon

B E #BEEHa?

) ™ ort Compounds Info from LibraryVie )
23 o g \'&dﬁi‘i}ﬂ (Qd":ng Name Fon T ot L Ll
VVVVY -
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Import a High Resolution Accurate Mass Library into the MasterView™ Software

The Import Compounds from LibraryView Database dialog opens.

Figure 3-3 Import Compounds from LibraryView Database Dialog

-
Import Compounds from LibraryView Database

0 Compound(s) included for import.(Available for selection 288)

All Included

Library Marne
(group selection)

HRAM Mycotoxins F

Compound Name
10,11-Dehydro-curvularin
15-Acetyldeoxynivalenal
15-Hydrowyculmorone
16-Keto-aspergillimide
3-Acetyldeoxynivalenal
3-Nitropropionic acid
3-0-Methylsterigmatocystin
3-0-Methylviridicatin
4,15-Diacetoxyscirpencl
4,6-Dimethoxy-2'-methyl-3.4°, 6'-grisantrione
5-Methyl-mellein
5-0-Methylsulochrin
G-Aminopenicillanic acid
AAL Toxin TAL
Aflataxin B1
Aflatoxin B2
Aflatoxin G1
Aflatoxin G2
Aflatoxin M1
Aflatoxin P1
Agistatin B

Formula
C16H1805
Ci7H2207
C15H2403
C20H27TN304
C1TH2207
C3HSNO4
C19H1406
C1EH13NO2
C18H2607
C16H1606
C12H1403
C18H1807
CEH12N20Q35
C25H4TNO10
C1TH1206
C1TH1406
C17H1207
C17H1407
C17H1207
C16H1006
C11H1804

Mass (Da)
290.1154
3381366
252.1725
373.2002
338.1366
119.0219
3380790
2510946
366.1678
304.0947
206.0943
346.1033
216.0569
521.3200
3120634
314.0790
3280383
3300739
328.0583
298.0477
2141205

Impaort Fragment Mass{Da) for Compound(s)

OK

L

6. Do one of the following:

e Select the check box to the left of the imported library name to import all of the compounds.

e Select the check box to the left of each compound name to import individual compounds.

Tip! To help locate compounds, use the Search field. As the search criteria is typed, the visible columns
are searched and refreshed to show only the information that matches the criteria specified.

7. Click OK.

The Import Compounds from LibraryView Database dialog closes and the selected compound information is
shown in the MasterView™ software session pane.

High Resolution Accurate Mass

Libraries
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Import a High Resolution Accurate Mass Library into the MasterView™ Software

Figure 3-4 MasterView™ Software Session Pane

B

# a""v‘-‘ﬁ.&‘ﬂ'dﬁ:&
Vv VY

L SLNCNLNNES

Hid HaREEEda?

Name

10.11-Dehydro-cunulann
15-Acetyldecxynivalencl
15-Hydroxyculmerone
16-Keto-aspergilimide
I-hcetyldecenivalencl
3-Nitropropionic acid
3-0-Methylstengmatocystin

Formula

C16H1805
C17H2207
C15H2403
C20H27TN304
C17H2207
CIHSNO4
C13H1406

New Session

Isotope ~ Mass (Da)

290.11542
338.13657
252.17255
37320016
338.13657
119.02186
338.07304

(=D = =D = i = i = =

Adduct

+H
«H
!-H
+H
+H
'H
+H
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Targeted Library Searching in the
MasterView™ Software 4

This section describes how to search data generated by any of the SCIEX TripleTOF® accurate mass systems using
a targeted list of known compounds and a High Resolution Accurate Mass (HRAM) library with HRAM MS and
MS/MS spectra.

1. Open the PeakView® 2.2 software.

2. From the PeakView® software menu bar, click MasterView > New Session.

Figure 4-1 MasterView > New Session

IN PeakView [E=REE ™
File  Edit Show | MasterView | Graph  Process

=] DAPIInstrum| Mew Session |R =
Open Result

h A

The Select Samples dialog opens.

3. Expand the appropriate data folder and then do one of the following:
e Drag the .wiff files containing the required samples from the Available pane to the Selected pane.

e Select the .wiff files in the Available pane and then use the => to move the required samples to the
Selected pane.

Tip! Use the <= to move samples from the Selected pane to the Available pane.

4. Click OK.

The MasterView™ software New Session window opens.

High Resolution Accurate Mass Release Notes
Libraries
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Targeted Library Searching in the MasterView™ Software

Figure 4-2 MasterView - New Session Window

[N Peakiew - [Mastesiew - Mew Session]

BAaEE=Ee

Masteview BEEKAR HI L %SEEE@? - Y

Hemiber

REILT D03 o Wppb [
REILT_DD4  md Slpph
REOLT 005 widl S0ppb [
REQLT_DOE e 250pgpk
RIGLT_DO7  wd 250pck

a s s a al]

Pasitive result: equal orberter A @ Ay *

Sampie: RIKILT 002 [std 10pph 0.25g,/mL] W Certre: None

5. Click the Open Table icon.

Figure 4-3 Open Table Icon
maQ =),

MasterView E ] E ﬂ @
Wi fle Nam, P57 05

I L

The Open dialog opens.

=R ey

LT e T P R P . #8 P”  Jame  Fomda  MammiDy) S Bamesn
L

RT nhh L
ooy VN i Mems (0u). | 'y Eoe

kot
Difte

6. On the Open dialog, navigate to and select the appropriate .XIClist file and then click Open.

[= [ E ]
N File Edt Show Masteliew Graph  Process  OloudConeect  Bio ToolMit  Window  Help .5 x|
Y e LY=I=ET |
et %z how e L-@aE8E®. =
-0n|:1rm|t||c|u 002 witl { narmgde 1) - sk Wy 0 +
TIC T _O02 e (sample 1) - sid 1pph Ddgiml -
.HCmeFIrOL 004 i (mample 1) - sid Sppb 0.35g'mL I3
D TIC from RIKILT_D0Swf [sample 1) - sid S0ppb Ddgml
B TIC from RIKILT_00G wf [sampla 1) - !1(5?“#"‘5@"'.
@ TIC froen RIKILT_DO7 waf [serigia 1) - st 2500080
T4 3344 9518 MWEN 12589 1338 14831 16187
1e? T . 11.708| 12228 1
e_j 239 . B T Bt L BTV | soms | nase|ipase |52 | 20808 zages 24208
— S
: 1 4 5 & 7 & 8§ w 1 n#¥Enm U ® w17 T 1]
Tume, mran

Note: The information from the .XIClist file is shown in the session table. Both positive and negative mode

data can be included. For more information, refer to the MasterView™

software Help.
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Targeted Library Searching in the MasterView™ Software

Figure 4-4 XIC List Open in a New Session Table

[N Peakiew - [Mastesiew - Mew Sessicn] o @ B
BN File Edt  Show  MasterView Graph  Process  ChudConmect  Bio ToolMit  Window  Help - & X
e MR el o Y=1=1=] |
i R RN BaEE=E® o
10 +
o8 &
=13
Db
02
) o5 0.0 o 0 035 0x 035 040 045 ey 055 0 D& o7 075 0 Qi 0% 035
BAaEE=e =
- = '
Masterview BEEQR S= HE %e8EEEZa? - Y -
C Humber .
T WifSle  Semple  of P . ratue  Extractien oo AT i
f L= L.=2 IW“'“ * | .J‘v'fj':’:.v' — g Mosa (D) | | o s
FRELT O r 3l v Iodonimone CTSHM00 25217255 o4 207MR om 2
AT i Wb 0 5 Fecmpmcmaked  CITHZOT  XBEIMST o4 004 00 F
REBOLT_DO4 Ty o T W FO-Methyistergmatooystin - C13H1406  X38.07804 +H 380862 0o 2z
S = S0ppb 0 8 £ 1%-Ducetonpsorpenel  CISHIEOT  BE1ETES o4 BIAMI2 002 F
RUCLTO08 s Spph € o n S-Mathybmellen CIH0  ZEGHT N RIS 00 2
REOLT_DOE sl 220ppbs o 13 W ErAmnopericilanic sod  CAHIZNDOAS 21605687 #H 21706415 o2 2z
RIGLT_DO7 i 250pck [] 150 [ Afysein B CITHIZ06 31206333  «H | 31307086 002 2
17 Adiatooan 31 CITH1207 22805829 H 1906557 0 2
Pasitive result: equal or better i v - Adazaan M1 CITHIZ0T s «H o HE0ERET 062 2
Sampie: RIKILT 002 [std 10pph 0.25g/mL] W | Cortret Mone b C=0 =

When the library is run for the first time, there is no retention time information. To populate the Expected
RT (min) column, do the following:

a. Select the first .wiff file and then click Process.

b. After processing is complete, copy the contents of Found At RT (min) column into the Expected RT
(min) column.

Tip! If the columns are not visible, click the Settings icon and then select the Columns tab. Make
sure that the Expected RT (min) and Found AT RT (min) check boxes are selected and then click
OK.

c. Click the Save Session icon to save the .XIClist, with the retention times, to use for future processing.

Figure 4-5 Save Session Icon

Lma =l

MasterView ﬁgﬂ Q @
'I(; Wifi file
R Name
L results

7. Click the Settings icon to edit the settings for data processing and library searching.
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Targeted Library Searching in the MasterView™ Software

Figure 4-6 Settings Icon

Formula Mass (Dz

8. In the settings dialog, select the Library Searching tab.

9. Inthe Libraries To Search section, select the installed library to make sure that the compounds searched
for are matched in this library. The library is shown with the name that is assigned to it while it is imported in

the MasterView™ software.

10. Clear the Use Collision Energy Spread check box.
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Targeted Library Searching in the MasterView™ Software

Figure 4-7 Library Searching Tab

-

[S==)
| Caleulations | Library Searching :f_‘nlu_n'ns | Confidance Sattings LUsar Saftings:
| Parfoem Library Search
Higorthn To Use During Lbrary Search  [Candidate Search 2
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Note: For information about the different options in the settings dialog, refer to the MasterView™ software
Help.

Note: Effective fragmentation of per- and polyfluoroalkyl substances in the Fluorochemical HR-MS/MS
Library v1.0 requires higher collision energy (CE) than the 35 +15 eV used for all other HR-MS/MS libraries.
A CE of 60 eV was used to acquire most spectra in this library. This should be considered when setting up
data acquisition methods for fluorochemicals. In addition, if data is not acquired at 60 eV, then the CE window
in the MasterView™ software Library Searching settings should be increased to + 25 eV. This approach
should also be considered when searching for fluorochemicals using the All-in-One HR-MS/MS Library v1.1.

11.Click the Confidence Settings tab to define the criteria for acceptance of an identification based on a
traffic light system.
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Targeted Library Searching in the MasterView™ Software

The default settings are used in this example.

Figure 4-8 Confidence Settings Tab
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12.Click OK.

Note: All settings are saved with the .XIClist file.

Note: To make sure that the isobaric compounds (compounds with the same accurate mass) are identified
correctly, even if their product ion spectra are the same, specify the retention time in the XIClist in the
MasterView™ software.

13.Click Process.

Using the information in the .XICllist file, the MasterView™ software calculates the XIC for each sample and
then performs the library search against the imported compound information from the library for each sample.

Tip! The number of compounds identified as a positive hit is shown in the Number of positive results
column in the left pane. The search results, including the confidence levels, are shown in the right pane. The
XIC rows corresponding to the positive hits are highlighted.
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Targeted Library Searching in the MasterView™ Software

Figure 4-9 Library Search Result
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14.While reviewing the qualitative results of the library search, use the following information:

¢ Confidence in identification of compounds is visualized using the RT and library traffic lights.

High Resolution Accurate Mass
Libraries
22 of 31

Release Notes

RUO-IDV-03-2593-A



Targeted Library Searching in the MasterView™ Software

¢ Numeric values can be found in many columns, for example, the Mass Error Score and Library Score

columns, and so on. Any of these columns can be used to sort results.

Figure 4-10 Library Search Results Sorted by Library Score

0

00

-]

=

1 el nies B it e bl O Bl - :
L]

# o ®

W ol | e | [@ ] T 100

Grouping Sampies by Wi filg :
]

"nn

Sampies RIKILT_007 [std 250ppb Didgimi |

Iy PeaiView - [Masserview - C\inalyst Dats\Projects\HRAM Libsanes Dats\Mycobsiin_Valadation_ MC Il =8 B |
N Fle Eda  Sow Masieiew Graph  Process  CloudConnect  BioToolki  Window  Help -8 X
&F @ Owinaumet - = =~ B AEEE W
BELs - %hw- syl PAEEE e f

oo E

S000

BB 010 05 03 035 0 035 0e 05 DK 0B 0 ok 0% 05 0l ol 0k 06
L MAEEEe
Masteview B QR = HE #aEEE&? w- AY v
c Nedibar | =

e The MS/MS spectrum can be visually compared to the library spectrum by clicking the Show MS/MS

icon.

Figure 4-11 Show MS and MS/MS Icon
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e Results can be reported using customizable report templates.

15.Click Save Session.
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Non-Targeted Library Searching
in the MasterView™ Software 5

This section describes how to search data generated by any of the SCIEX TripleTOF® accurate mass systems using
a non-targeted list of known-unknown compounds and a High Resolution Accurate Mass (HRAM) library with
HRAM MS and MS/MS spectra.

1. Open the PeakView® 2.2 software.

2. From the PeakView® software menu bar, click MasterView > New Session.

Figure 5-1 MasterView > New Session

IN PeakView [E=REE ™
File  Edit Show | MasterView | Graph  Process

=] DAPIInstrum| Mew Session |R =
Open Result
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The Select Samples dialog opens.

3. Expand the appropriate data folder and then do one of the following:
e Drag the .wiff files containing the required samples from the Available pane to the Selected pane.

e Select the .wiff files in the Available pane and then use the => to move the required samples to the
Selected pane.

Tip! Use the <= to move samples from the Selected pane to the Available pane.

4. Click OK.

The MasterView™ software New Session window opens.
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Non-Targeted Library Searching in the MasterView™ Software

Figure 5-2 MasterView - New Session Window
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5. Click Process.

6. Click the Settings icon to edit the settings for data processing and library searching.

Figure 5-3 Settings Icon
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7. In the settings dialog, select the Calculations tab.

8. Select the Non-Targeted Peak Finding check box.
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Non-Targeted Library Searching in the MasterView™ Software

Figure 5-4 Calculations Tab
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9. Click the Library Searching tab.

10.1n the Libraries To Search section, select the installed library to make sure that the compounds searched
for are matched in this library. The library is shown with the name that is assigned to it while it is imported in
the MasterView™ software.

11.Clear the Use Collision Energy Spread check box.
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Non-Targeted Library Searching in the MasterView™ Software

Figure 5-5 Library Searching Tab
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Note: For information about the different options in the settings dialog, refer to the MasterView™ software
Help.

Note: Effective fragmentation of per- and polyfluoroalkyl substances in the Fluorochemical HR-MS/MS
Library v1.0 requires higher collision energy (CE) than the 35 +15 eV used for all other HR-MS/MS libraries.
A CE of 60 eV was used to acquire most spectra in this library. This should be considered when setting up
data acquisition methods for fluorochemicals. In addition, if data is not acquired at 60 eV, then the CE window
in the MasterView™ software Library Searching settings should be increased to + 25 eV. This approach
should also be considered when searching for fluorochemicals using the All-in-One HR-MS/MS Library v1.1.

12.Click the Confidence Settings tab to define the criteria for acceptance of an identification based on a
traffic light system.
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Non-Targeted Library Searching in the MasterView™ Software

The default settings are used in this example.

Figure 5-6 Confidence Settings Tab
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13.Click OK.

Note: All settings are saved with the .XIClist file.

Note: To make sure that the isobaric compounds (compounds with the same accurate mass) are identified
correctly, even if their product ion spectra are the same, specify the retention time in the XIClist in the
MasterView™ software.

14.Click Process.

The MasterView™ software calculates the XIC for each sample included in the .wiff file and then performs the
library search against the imported compound information from the library for each sample.

Tip! The number of compounds identified as a positive hit is shown in the Number of positive results
column in the left pane. The search results, including the confidence levels, are shown in the right pane. The
XIC rows corresponding to the positive hits are highlighted.
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Non-Targeted Library Searching in the MasterView™ Software

Figure 5-7 Library Search Result
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15. While reviewing the qualitative results of the library search, use the following information:

columns can be used to sort results.

Confidence in identification of compounds is visualized using the RT and library traffic lights.

Numeric values can be found in many columns, for example, the Library Score column. Any of these

Figure 5-8 Library Search Results Sorted by Library Score
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Non-Targeted Library Searching in the MasterView™ Software

e The MS/MS spectrum can be visually compared to the library spectrum by clicking the Show MS/MS
icon.

Figure 5-9 Show MS and MS/MS Icon
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e Results can be reported using customizable report templates.

16.Click Save Session.
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