TraceFinder Analysis Quick Reference Guide

This quick reference guide describes tasks using the Analysis mode in the Thermo TraceFinder™ 5.0 application.
For detailed descriptions of all procedures described in this quick reference guide, refer to the appropriate Analysis
mode chapter in the TraceFinder User Guide.
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«» To open the Analysis mode
Click Analysis in the navigation pane.

The Analysis navigation pane opens.
» Batch View
> Data Review
Report View

»  Local Method

Batch View Use the Batch View to manually create and edit a new batch or open and edit a previously saved batch. When you
submit a batch, you can acquire data, process data, or create reports for the submitted samples.
< To open the Batch View
Click Batch View in the navigation pane.

The Batch View navigation pane opens.

Samples >

Auto Samples ———— Available only for quantitation batches when you activate
Intelligent Sequencing in the Configuration console

Reference Sample

Threshold Samples ———I|— Available only for quantitation batches

The Batch View includes the following pages:
e Samples Page (all batch types)
e Auto Samples Page (quantitation batches with intelligent sequencing only)
e Reference Sample Page (quantitation batches only)

e Threshold Samples Page (quantitation batches only)
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Samples Page Use the Samples page to create a new batch. Follow these procedures:

To open the Samples page

To create a new batch

To add samples to the list

To insert samples into the list
To import samples into the list
To remove samples from the list
To copy a sample

To reinject a sample

To edit sample values

To create a group

To submit samples

To open the Samples page

Click Samples in the Batch View navigation pane.

To create a new batch

. Choose File > New > Batch.

The Create New Batch dialog box opens.

Select a repository from the list.

Tip The application displays all configured and enabled repositories.

The project list displays all projects, subprojects, and batches in the selected repository.

Select the folder where you want to store your batch.

. Type a batch name in the New Batch box.

. To select a master method, do the following:

a. Select either Quan, Screening, or Unknown Only from the Type list.
b. Select a repository from the Repository list.
c. Select a master method from the Name list.
The Name list displays all available methods for the selected method type.
Click Create.

Tip To activate the Create button, you must enter a unique batch name and select a master method. If the
Create button is not activated, you have either entered a batch name that is already used or you have not
selected a master method.

A new batch opens with one Unknown sample. The batch name in the title bar indicates that you are creating
either a quantitation, a target screening, or an unknown screening batch.

To add samples to the list

Select the number of sample rows to add and click the Add Sample icon, =

Tip To add a single sample row, right-click the sample list and choose Add Sample.

The application adds the specified number of new samples to the end of the sample list.




< To insert samples into the list

1. Select the sample above which you will insert new samples.
2. Select the number of samples to insert and click the Insert Sample icon, 1 Ejie
The application inserts the Unknown samples above the selected sample.

Status  Filename Sampletype Groups

1 & |calstds Cal Std
Inserted samples 4': @ | Unknown2 |Unknown
@ | Unknownl |Unknown

4 & |calstd 10 | Cal 5td

< To import samples into the list
1. Click the Import Samples icon, T .
The Sample Import Tool dialog box opens.

Sample import tool EI@

Import from a file (csv, 2ml, sld)

| Browse...

Imported samples will be: ’appended to the end of the list ']

2. Browse to and select a CSV, an XML, or an SLD file that contains the sample definitions to import.

3. From the Imported Samples Will Be list, select either Appended to the End of the List or Inserted at the
Selected Row.

4. Click Import.
The Sample Import Tool dialog box closes, and the application adds the specified samples to the sample list.

When you import samples from an Xcalibur™ sequence file, the TraceFinder application makes the following
column name and sample type substitutions.

Xcalibur column TraceFinder column Xcalibur sample type  TraceFinder sample type
Position Vial Position Blank Matrix Blank

Inj Vol Injection Volume Std Bracket Cal Std

Dil Factor Conversion Factor

< To remove samples from the list

1. Select the samples that you want to remove.

Tip Use the CTRL or SHIFT keys to select multiple samples.

2. Right-click and choose Remove Selected Samples.

< To copy a sample
1. Select the sample that you want to copy.
2. Right-click and choose Insert Copy Sample.

The TraceFinder application inserts the copy above the selected sample.

< Toreinject a sample
1. In the Sample list, select the sample that you want to reinject.
2. Right-click and choose Reinject This Sample.

The TraceFinder application creates a copy of the selected sample and appends INJ0O1 to the file name.
Additional reinjections of the same sample are numbered INJ002, INJ003, and so forth. The TraceFinder
application copies all parameter values from the original sample.




To edit sample values

. For each sample, do one of the following:

¢ Type a new file name over the current file name.
¢ Double-click the Filename column and locate a raw data file to use for the sample.
—or—
* Right-click and choose Browse in Raw File, and then locate a raw data file to use for the sample.

For each sample, click the Sample Type column and select a sample type from the list.

Available sample types
Matrix Blank Solvent QC Unknown Cal Sted

For each Cal Std or QC sample, select a level from the Level list.

The sample levels are defined in the master method. If there are no levels to select from the Level list, do the
following:

. Return to the Method Development mode.

o

. Open the method.

. Click the Compounds tab.

. Click the Calibration Levels tab.
. Add the levels.

Save the method.

o o o

-

g. Return to the Analysis mode, and then click Update.

Lecal Method: [Method_ﬁ.lprazolam VI |

The application updates the local method with the new sample levels.

(Optional) Enter or edit the values for the remaining columns.

Note When you use the scroll bar at the bottom of the sample list, the following columns remain fixed:
Status, Filename, Sample Type, Groups, Qual Processing (quantitation) or Blank Subtraction (target
screening) Level, Sample ID, and Sample Name, while the other columns scroll right and left.

To create a group

1. For each sample, click the Groups column and type the name of a group.

Repeat step 1 for each sample that you want to include in a group.

. Create as many groups as you want.

Note To assign a sample to multiple groups, separate the groups with a comma.

To submit samples
Do one of the following;

¢ To submit all samples in the batch, click the Submit Batch icon, €.

* To submit specific samples, select the samples and click the Submit Selected Samples icon, ¥
The Submit Options dialog box opens.

To acquire (or reacquire) the submitted samples, select the Acquire Data check box.

. To process the submitted samples, select the Process Data check box.

The application displays options for the type of method that the batch uses: Quantitation, Target Screening, or
Unknown Screening. If a quantitation method or target screening method includes unknown screening features,
the application also displays unknown screening options.




Auto Samples
Page

Reference
Sample Page

4.

5.
6.

Select the check box for the options that you want to use.

Peak Detect: Performs peak detection for all method types. You can process the data with or without performing
peak detection. For example, you might want to turn off peak detection when reprocessing samples.

Quantitate: Performs quantitation.
Identify: Performs identification for unknown screening.
Identify and Confirm: Performs both identification and confirmation for target screening.

With RT Alignment: Performs retention time alignment for unknown screening. This produces the heat map
and group averages data in the Unknown Screening View.

(Optional) Select the Create Reports check box.

To start the selected processes, click OK.

The Auto Samples page identifies the Solvent or Matrix Blank samples to use for any Auto Sample or Auto Sample

and Reinject failure actions as specified on the Intelligent Sequencing page of the method.
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5.

. Right-click and choose Add Auto Sample from the menu, or click the Add New Auto Sample icon, "

To open the Auto Samples page
Click Auto Samples in the Batch View navigation pane.

The Auto Samples page opens.

Sample Type Injection Volume  Injections Used  Mumber of Injections  Vial Position
Solvent 1.0 0 1 |10
Matrix Blank 1.0 0 10 |11

To add an auto sample type

LG
The application adds a Solvent sample to the sample list.

You can add, insert, or remove samples from this list as you would any sample list. See Samples Page.

To change the sample type to a Matrix Blank, click the Sample Type column and select Matrix Blank from the
list.

In the Injection Volume column for the sample, type a volume.

The minimum injection volume value allowed is 0.1 pL; the maximum injection volume value allowed is

5000 pL.

In the Number of Injections column, type the number of injections available in the designated Solvent or Matrix
Blank vial.

After auto sample injections have occurred, you can return to this page to view the number of injections used in
each vial.

In the Vial Position column, type the vial position for the Solvent or Matrix Blank sample.

The Reference Samples page displays the reference samples selected for this batch.

K2
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2.

To specify a chromatogram reference sample
Click Reference Sample in the Batch View navigation pane.

An empty reference sample table opens.

Batch View - Batch_13 [Quan]
Local Method: [Method_}\lprazolam v]

‘ Status Filename SamplelD Sample name Comment Vial position

Barcode
Actual

Right-click the table and choose Add Reference Sample, or click the Add Reference Sample icon, 1 2] .




Threshold
Samples Page

Data Review

The Open Chromatogram Reference Sample dialog box opens.

Open Chromatogram Reference Sample
Local » | Unknown1 ~
Unknown2
-l Projects Unknownd
= Demol Unknown3
T -

Select a reference sample from the right panel and click "Open". Open

Note If you are using a new method, no reference samples appear here. You must first process a batch using
the current method to see the reference samples in this list.

3. Select a project from the list of projects.

Select a subproject from the list of subprojects.
5. Select a batch from the list of batches.

The application displays only batches that were created using the current master method.
6. From the right panel, select a sample from the list of processed samples.

The application displays all the processed samples in the selected batch. Before using a sample as a reference
sample, you must have processed the sample with the current master method.

7. Click Open.

For each group in a batch, you can specify a sample in the group as the threshold sample to use in the Comparative
View.

< To specify a threshold sample

1. In the navigation pane, click Threshold Samples.

2. Open the Sample list for each group and select a sample in the group to be the threshold sample.

Group Sample
» | groupb Benzo26473 -

Benzo5557
Benzo26154

The Comparative View uses the threshold method and amount you specified in the method, the group you created
on the Samples page, and the threshold sample that you selected on this page to define the threshold guide that it
displays on the sample peak plots.

See also To create a group and Comparative View.

Use Data Review to verify the data generated by a quantitation, a target screening, or an unknown screening master
method before you generate reports.

* Data Review for Quantitation Batches
¢ Data Review for Target Screening Batches

¢ Data Review for Unknown Screening Batches

< To open the Data Review view

Click Data Review in the navigation pane.

Data Review for quantitation batches Data Review for target screening batches ~ Data Review for unknown screening batches

Sample View > Target Screening Unknown Screening View

Compound View
Comparative View

Qualitative View




Data Review
for
Quantitation
Batches

The Data Review for quantitation batches includes the following:

* Survey Mode

e Sample View

¢ Compound View
¢ Comparative View

¢ Qualitative View

Note If the quantitation method for the batch includes unknown screening features, the Data Review also
includes an Unknown Screening View. See Data Review for Unknown Screening Batches.

Survey Mode

Whether you are assigned strict or loose Survey View permission, only Cal Std and QC sample types are displayed
during processing; and the Sample View, Compound View, and Comparative View headers show Survey Mode or
Survey Mode - Loose Restrictions, respectively. If you are assigned loose Survey View permission, however, all
sample types are available to you after processing is completed.

Sample View

E Tip (Animation) To view “Using the Sample View,” choose Help > Animations.

The Sample View displays a list of all samples in the current batch (Samples pane), the compound results for all
compounds in the method (Compound Results pane), and peak plots for all compounds found in the currently
selected sample (Sample-centric Plot pane).

* Samples pane

Use the Samples pane to select a specific sample. The associated Compound Results pane displays all

compounds in the method and flags any compound with errors in the selected sample.

E:Samples + @ ¥ | Compound Results
l@ Flags Status ~ Filename Sample Type Flags Flag Details Compound
i?r da v pa v fa = fa v || s Aa - da -
I 1 @ B29557 Unknown FENTHION-C! und
b2 1 ® Be15a Unknown a Suffisomidine und
3 @ b6 Unknown

Selected sample

* Compound Results pane

No compound error in the selected sample

Compound error in the selected sample

Use the Compound Results pane to select a specific compound in the selected sample. The associated

Sample-centric Plot pane highlights the selected compound.

i Compound Results

FO Flags Flag Details Peak Label
A2 A2 v pa v
=2 3% |

1 T1

2 T1F1

3 TiF2

4 TiF3

5 T2

6 T2F1

7 T2F2

8 T2F3

Compound
Aa -
Acephate
Acephate
Acephate
Acephate
Acephate
Acephate
Acephate
Acephate
Acephate

Type Height Area

Az - Aa Aa

Target Compound 2537075 1398474
Target Peak 396175 376065
Fragment N/F M/A
Fragment MN/F NfA
Fragment MN/F MN/A
Target Peak 2140900 102240
Fragment N/F N/A
Fragment N/F MfA
Fragment N/F N/A




e Sample-centric Plot pane

The Sample-centric Plot pane displays the chromatogram, retention time, area, height, and signal-to-noise ratio
for each compound in the Compound Results pane. The application highlights the chromatogram for the
compound that is currently selected in the Compound Results pane.

Sample-centric Plot

Apple_PosHCD__0_81_01 Acephate

Apple_PosHCD__0_81_01 Alachlor

RT 107 ey RT1219  hoB¥Ed
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% To display details for a compound
Double-click the chromatogram in the Sample-centric Plot pane.

The Compound Details pane displays information about the Quan Peak, Confirming Ions, Reference Peak,
ISTD, Ion Overlay, Calibration Curve, Spectra, Library Match, Isotope, Fragments, and Quan Peaks
Overlay for the compound.

Quan Peak

A compound can have multiple quantitative peaks. You can switch between quantitative peaks, but you cannot
view multiple quantitative peaks at the same time.
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Figure 1. Quantitative peak with multiple confirming ions
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Reference Peak
Figure 2. Quantitative peak with a reference peak
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Figure 4. Quantitative peak with a confirming ion overlay
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Note For compounds with an analog detection type, the application displays “No Data.”




Calibration Curve
Figure 5. Quantitative peak with a calibration curve plot
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Figure 6. Quantitative peak with data and reference spectra
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Note For compounds with an analog detection type, the application displays “Not Available.”

Library Match
Figure 7. Quantitative peak with a library match
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Isotope
Figure 8. Quantitative peak with isotopes
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Figure 9. Quantitative peak with fragments
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Figure 10. Quantitative peak with a quan peaks overlay
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Compound View

i Tip (Animation) To view “Using the Compound View,” choose Help > Animations.

The Compound View displays a list of all compounds available in the method (Compounds pane), all samples in the
current batch (Sample Results pane), the peak plots for all compounds found in each sample (Compound-centric
pane), Group Averages pane, and a Retention Time Summary pane.

¢ Compounds pane

Use the Compounds pane to select a specific compound. The Sample Results pane displays all samples in the
batch and flags any sample that contains errors associated with the selected compound.

Compounds - 1 ] Sample Results
]
g Flags Compound RT Type || o= Batch Flags Flag Details  Status  Filename
Aa - Aa = Aa ¥ A =, Aa = Aa . Aa - Aa ¥

1 !,  19-Hydroxyprogesterone 139 Target Compound || 1 1 W LCPF (%] steroids02

2 2-Isopropylmalic acid 068,068 Target Compound ||® 2 2 ' [ steroids04

3 Glycitein 198 Target Compound || & 3 = s— W ICPF ("] steroids14

4 1 Progesterone 3.15 Target Compound || @ 4 4 W o steroids15

Selected compound Error found in the selected No error found in the selected
compound in this sample compound in these samples

¢ Sample Results pane

Use the Sample Results pane to select a compound in a specific sample. The Compound-centric Plot pane
highlights the selected compound and displays the name of the sample in which the compound was found and
the following information about the compound: the chromatogram, retention time, area, height, and
signal-to-noise ratio.

Sample Results
& Flags  Flag Details Status Filename  Sample Type  Level Sample ID
1 (%] Benzo26473 Unknown SamplelD013)
3 m I @  Benzo25557 Unknown SamplelD026
Benza25657
AT 208 RT: 182
A 9611950418 AN 15154353079
& A 11596095 65 & A 19339585 80
£ w0 8458771 £ 100- 8N TI565
§ § [
g i 0]
2 2 o]
20
290 . ' 18 290
RT(min) RTimin]

¢ Compound-centric Plot pane

Use the Compound-Centric Plot pane to view an overlay of the quantitation and confirming peaks for each
sample in the batch. The Compound-Centric Plot pane displays the compound chromatograms for the selected
compound in each sample in the batch. A blue border indicates the compound in the sample that is currently
selected in the Sample Results pane.

Compound-centric Plot
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* Group Averages pane

Use the Group Averages pane to compare the peak areas of different samples to a control group of samples. You
must define at least two groups, and one group must be a control group.

M Group Averages (=[O el

1351552

1751552

1551552

1351552

1151552

951552
751552

551552

control a b 4

* Retention Time Summary pane

Use the Retention Time Summary pane to view variations of the retention times for a compound across all
samples in a batch. The Retention Time Summary pane displays each color-coded compound for each sample in

the batch.

l Retention Time Summary EI@

| Progesterone 30916 N 32710 M 267.21 | NN ¢
1.07] Showing 1 to 3 of total 48 samples

T 10 05

u

E .

£

e o

= —= = = =

s _

T

A:Ols_

T I I T
steroids02 steroids04 steroids14 steroids15

Sample
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Comparative View

i Tip (Animation) To view “Using the Comparative View,” choose Help > Animations.

The Comparative View uses three panes to display a list of all compounds available in the method (Compounds
pane), all samples in the current batch (Sample Results pane), and the sample peak plots for all compounds found in
the samples (Sample-centric Plot pane) with the horizontal threshold guide.

Data Review - Apple_5 [Quan]

Compounds w I || Sample Results - 1
g Flags Compound RT +||E Status Batch Order Flags Flag Details Group Filename =
pa - M - aa - [0 B v = v s v fa v m v fa - E
3 1 Thiocyanic acid  10.98 1 & | CPFRII Apple_PosHCD_0_81_01 L
4 Pyrazinamide *  7.62 2 & 2 R ] CPRII Apple_PosHCD__0_81_02
5 Methyl 2-furoa 197 _ || 3 (<] 3 ] CPFRII Apple_PosHCD_4 0501
4 m 3 4 m 3
Sample Peaks - B
Peak Zoom :I

Apple_PosHCD__0_81_02 Thiocyanic aci ... ||Apple_PosHCD__4 05_01 Thiocyanic aci ... ||Apple_FPosHCD__4 05_02 Thiocyanic aci ...

RT 10.96 RT: 10.95 RT 10.05
AN 1629304 AA 1661264 AR 1560222
AH- 21 AH 7T AH- 74
/ \ /\ \ | /\ \ |
~———A ] = — i =
T T T T T T T T T T T T T
108 10 ; 108 10 112 108 110 112
RT(min) RT(min) RT(min)

The Comparative View uses the threshold method and amount that you specified in the method, the group that you
created on the Samples page, and the threshold sample that you selected on the Threshold Samples page to define

the threshold guide that it displays on the sample peak plots.

UnknownAd4 1 3-Dioxolane, 2-heptyl-
RT: 3.67
- AA26675616.33

100+ .
E AR 99.75 Horizontal guide indicates

E the threshold value as
specified in the method.
l}_ - J - — -

T T T T T = T
32 34 36 38 4.0
RT{min)
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Qualitative View

The Qualitative View displays qualitative information for the selected sample. To see processed data for a sample,
you must select the Qual Processing parameter for that sample in the Batch View before you process the batch.

Data Review - Apple_5 [Quan]

Samples > I | Peaks > @ x
]
&8 Bat ||| Status e ~ | Filter: [FrMS {11} + p ESI Full lock ms [100.00-1000.00] v]
= & 42 T |=||EE PeakRT | S| Ra MP  EstAmt  Library Hit
1 1 @  ApplePosHCD_0_81.01 P o v " " " .
22 @  ApplePosHCD_0.6102 1 145 277 931 0 0000  Methyl 2-furoate
303 @ ApplePosHCD_4.0501 2 1499 298 952 0 0000  Methyl 2-furoate
4 4 o Apple PosHCD_4 0502 ™
< m 5
Sample chromatogram > 1 x
Filter: FTMS {1,1} + p ESI Full lack ms [100.00-1000,00] -
100 s
£ 80
£ a0
2
540
& 20
0.
L) PR ) R R P S EE R B R N P S T R (L R PR — T T T T T T
1 2 3 i 5 & 7 8 9 10 ki 12 13 14 15
RT{min} -
Peak Chromatogram « I X ||Spectrum > 1 x i:gra'y hits - I X
RT: 1.45 = Queal Library .
AR STTBEE61 100 g8 Rank | 51 RSl  MF  Library entry
AH: BE082151 126.00 R
SN: 230 } |._ (3] = = = fa -
10 o L T T v T L T
z 200 400 60O 80D @ 1277 931 0 Methyl 2-furoate
- miz
z © 2 309 825 0 Benzyl chloride
E 60 © 3 248 808 0 Cyclohexane, propy
2 135.08 Qual Data
40 100
20 } 2011 39128 63774 83620
a0 adn | sdo | 800
o T T T T T T T miz
13 1.4 15 16
RT{min} ~ || (126.05517578125, 2267887.5) -

The Qualitative View displays a list of all samples in the batch (Samples pane), a list of all peaks in the selected
sample (Peaks pane), the chromatogram for the selected sample (Sample Chromatogram pane), the chromatogram
for the selected peak (Peak Chromatogram pane), the reference spectrum and spectrum data for the selected sample
(Spectrum pane), and the best library matches for the selected peak (Library Hits pane).

¢ Samples pane

Use the Samples pane to select a specific sample.

Samples
g Batch Order Status Sample Name Samgle Type
= - sa sa v om
1 1 " Apple_PosHCD_0_81 01 Unknown
2 2 o Apple_PosHCD__0_81 02 Unknown
3 3 ‘ Apple_PosHCD_ 4 05 01 Unknown
When you select a sample in the Samples pane, the associated Peaks pane displays all peaks found in the sample.
* DPeaks pane
The Peaks pane works with the Samples pane to display graphical values for a unique sample and peak
combination.
Peaks v ix
Filter: |-+ ¢ ES Full ms [200.00-800.00] -
@ PeakRT SI RSl MP EstAmt Library Hit
ok v s fev sav s v -
9.82 124 732 0 0.000 Phenomorphan
b 163 161 570 4 0.000 Sulfasomizole =
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* Sample Chromatogram pane

The Sample Chromatogram pane displays all peaks in the selected sample. The peak selected in the Peaks pane

displays a red marker.

Sample chromatogram
Filter: + ¢ ESI Full ma [200.00-800.00]
100:

Relative Intanaity
M & D oo
-3 - 1

- 1 X

¢ Peak Chromatogram pane

The Peak Chromatogram pane displays the selected peak.

Peak Chromatogram - 1

100

RT: 1.62
AA: 1553B608054.13
AH: BB452BTTE.45

SN: 145.16

=}
=}
1

o
=}
.

Relative Intansity

N
i

20

RT{min}

®

* Spectrum pane

The Spectrum pane displays the reference spectrum from the library and the spectrum data for the selected

sample. The top pane displays the spectrum for the identified compound found in the reference library; the

bottom pane displays the actual spectrum data for the selected peak.

Spectrum - 1 X
Qual Library +
.%*mo . 156.00
5 sz Reference spectrum from
5 g 500 108.00 the library
£ :
é 41.00 lﬂ{}:’ I 140.00 157.00 205.00
ot e e -
50 100 150 200
miz
CQueal Data
Z100 =] et 43285 514.55 536,53
3 i Actual spectrum data for
P the compound
k]
@ 2273|2277 251,55 431,53 515.69 557.87
. ' - '_I 1 - . ' L ke by
200 300 400 500 BOD
( 268.923758544022, 474425.15625) miz v

* Library Hits pane

The Library Hits pane displays the best library matches for the selected peak. Use this pane to select a different

library entry for the peak.

Library hits > I %
& Rank Sl RSI MP  Library entry
= = = e -
1 332 978 0 2-Hexanone
2 320 966 0 Succinic anhydride
© 3 314 959 0 Propane, 1-(ethenyloxy)-:
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Data Review In the target screening display, the application displays a list of all samples in the current batch, the compound
for Target results for all compounds in the method, and chromatogram and spectrum plots for all compounds found in the
Screening currently selected sample.

Samples + 1 X || Compounds > @ x
4 Apple HCDL @ 1  AppleFragments =
¥ - Apple PosHCD_ 0 81 (]
| @ Apple PosHCD_0 810 [0 || Selected MZ RT P 5 LS Flag Compound Mame
I @ Apple_PosHCD_4 050 ha - - - - - - - Aa
I M Apple_PosHCD_4 05 0 -
I @ Apple_PosHCD_8_1 01 0 u L B Caffeine |
| M Apple_PosHCD_8_1 02 O [ ] [ ] H  Diethylamino
S} T | ° ° ® ® ® ®  disobutylphtalate
| L] L] a a F] B disobutylphtalate
0 ® ® ° ] ] B disobutylphtalate
3 ] ° L] ¥ disobutylphtalate  ~
p
TR '
Chromatogram w 1 ¥ || Spectrum - I %
M+H | M+Na [ MoK [ M+ Spectrum | @ Isotopes 100% (3 of 4) | @ Fragments (2 0f 2) | @ Library (7 matches) |
Apple_PosHCD__0_81_01 diisobutylphtalate
F: FTMS {1,1} + p ESI Full lock ms [100.00-100 ... Apple_PosHCD__0_81_01 # 1197 RT 049
RT: 0.40 F: FTMS {1,1} * p ESI Full lock ms [100.00-1000.00]
AR 40022290 67 27916 .
AH: 10021681.20 1004 19509 HL Lo
2z 100 i disobutylphtal
@ £ g ate
80 e
= g 301.14
= <= P
o 60 E
2 40 2 4
g 2 3 2 570.20
= J “ ] 3711 3128 | s8130
1]} T O T 2 pac T T e T
92 9.4 956 98 200 400 600 200 1000
RT(min) miz

The Target Screening View displays a list of all samples in the batch (Samples Pane), a list of all compounds in the
selected sample (Compounds Pane), the chromatogram for the selected peak (Chromatogram Pane), and the
reference spectrum and spectrum data for the selected sample (Spectrum Pane).

Samples Pane

Use the Samples pane to select a specific sample in the batch. The associated Compounds Pane displays all
compounds in the method and flags any compound with errors in the selected sample.

Samples - @ X
4 Apple HCD1

4 @ Apple PosHCD_0 81 01
SampleID: 1
Sample Type:Unknown
Vial Pos: CStk1-01:14
Inj Vol: 125

I Ml Apple_PosHCD_4 05 02

I Apple_PosHCD_8 1 01

Flags in the Samples pane indicate the following:

@ (green circle): The sample/compound/peak combination is identified and fully confirmed.
(yellow triangle): The sample/compound/peak combination is identified but not fully confirmed.

M (red square): The sample/compound/peak combination is not identified.
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Chromatogram Pane
Use the Chromatogram pane to display all extracted chromatograms of all adducts of the selected compound.

The first tab displays the most intense target adduct for the peak result. Additional (optional) tabs display extracted
ion chromatograms for other adducts for the target compound at the same retention time in order of intensity. If no
signal exists for an adduct, the first tab displays the XIC of the expected 7/z within the specified retention and

chromatogram windows. When you do not specify a retention time or window, the application displays the full time
range.

Chromatogram « 3 X
M+H | M+Na | M+Na | M+NH4 |
Benzo26473 alpha-Hydroxyalprazolam-D5 NL: 8 11E6 miz 325.1165- ...

RT: 2.60
AA 3042025991
AH: 8098519.36

100

50

226 235 2.41 246
T T T T T
23 24

2.87 2.92
| I | I [ 1 | I |
25 26 27 28 29

Compounds Pane

The Compounds pane displays all found peaks in the selected sample and flags any compound with errors. The
Target Screening Results grid reflects the identified compounds found in the compound database and the results of
the method processing criteria.

| Compounds -1 x |
g8 1 Benzodiazepines Example Database
O | Selected MZ RT P A LS Flag Compound Name Match Result Name Formula
- - - A x x Aa - Az - Aa =
® o1 = F P F " " ®  2-Hydroxyethylflurazepam  2-Hydroxyethyiflurazepam@RT 0.19 C17H14CIFN202
B 2 ] ® ® [ ® ® ® 2-Hydroxyethylflurazepam  2-Hydroxyethylflurazepam@RT 1.42 C17H14CIFN202
@ 3 = L [ ] L - 2-Hydroxyethylflurazepam  2-Hydroxyethylflurazepam@RT 1.71 C17H14CIFN202
@ 4 ] ® | | ® [ | 2-Hydroxyethylflurazepam  2-Hydroxyethylflurazepam@RT 1.96 C17H14CIFN202

Spectrum Pane

Use the Spectrum pane to display the spectrum, isotopes, fragments, and library search information for the selected
adduct in the Chromatogram pane. The Spectrum pane displays only the identification and confirmation criteria
specified in the method. The confirmations are based only on the most intense adduct.

The Spectrum pane includes the following pages of information (when available) for each selected
sample/compound/peak combination:

* Spectrum

The application displays the neutral loss (NL) and compound/peak name information on the right side of the
Spectrum page. When data is available, the plot width is the full mass range in the raw data file. Otherwise, the
application scales the width to the scan range.

Spectrum - 0 x
Spectrum | @ Isotopes 100% (3 of 4) | @ Fragments (2 of 2) | ® Library (7 matches) |
Apple_PosHCD__0_81_01 # 1197 RT. 9.49
F: FTMS {1,1} +p ESI Full lock ms [100.00-1000.00]
100- 195.09 27916 ML- 1.08E7
k diisobutyiphtalts
5 807
g
2 ol 301.14
E ]
i
2 407
g
5
=2 317.11 7.2
1.l 1T 39128 | 581.30 73255
0 FIN A W L = : = i) | I
200 400  miz 60D 800 1000
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* Isotopes

The isotopes page displays isotopic pattern results according to the threshold and deviation parameters defined
in the screening method. To identify or confirm the presence of a compound, the resulting score percentage from
isotopic pattern matching must be higher than the specified fit threshold percentage. An isotope peak is not

found if its intensity, relative to the monoisotopic ion’s intensity, is more than the specified intensity deviation

percentage away from the theoretical relative intensity of the isotope ion. An isotope peak is found if its

measured 72/z is less than the specified mass deviation amount away from its expected m/z.

Spectrum

| & Al sotopes

[‘ Multi-Isotopes

| ® #1: 33011645

| #2:33111353

|® #3:331.11981

| ® #4:332.11350

| #5:332.12306

| ® #6:332.11686

-« I X
Spectrum | @ Isotopes 100% (4 of 6) | @ Fragments (2 of 2) | @ Library (7 matches) |
] Scan # 388-393 RT: 5.58-565 AV: 6
Benzo26473

l F: FTMS {0,0} + p ESI Full ms [250.00-370.00]

*1
| seq - 333.08
l k 331.23

- N ®

33030 | i
J 1 LT 330 312 |
| #1
[

E #4
[ #2 r
h #3_—- #6
: ; [ :
| - r L ] |
330 n 332 333
mfz

Expected m/z of the isotope

* Fragments

Measured spectrum

Expected spectrum

The Fragments page displays the maximum number of fragments as specified in the screening method. You must
define fragments in the screening library.

Spectrum

[‘ All Fragments

(@ #1: 159.07149

(@ #2: 12202403

| #3: 13206049

[ m #4: 16097015

- 1 X
| Spectrunl @ Isotopes 100% (3 of 4) | @ Fragments (2 of 4) | @ Library (7 matches) |
] Minimum # of fragments needed: 1
blank # 2184 RT. 6.09
] F: FTMS + p ESI d Full ms2 249.02@hcd35.00 [50.00-275.00]
] 3 *1 =3
J 5.0E43
%‘ 0 _J ] | Ll 1o W _I‘ i
g 4 i #2.
£ 3 i ;
= E 1 1
B 1 1
5.0E47 : :
E Eii] ]
4#3 i~ ]
4= 1 1
0= T T T T f T 1 T
140 150 m/Z 160 170 180
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¢ Library

The Library page displays the matching library spectrum (in blue) and the experimental spectrum (in black).
The resulting score percentage from a library search match must be higher than your specified threshold value to
identify or confirm the presence of a compound.

The application scales both the matched library spectrum and the highest peak in the measured spectra at
100 percent intensity and displays the resulting neutral loss (NL) value for the matched library entry name to the

right of the plot.
Spectrum - I X
| Spectrum | @ Isotopes 100% (3 of 4) | @ Fragments (2 of 2) | @ Library (7 matches)
5 #1: Phthalic_acid_bis | *1: Phthalic_acid_bis-iso-butyl_ester C16H2204 Score:87 Rank:1of7
(1 #2: Phthalic_acid_bis- 12% 149.0154
| M #3: Oxadiyl 55 o
M #4: Sulfamethazine 23 200 400 oo 800 1000
[ M #5: Sulfadimidin 22 Wﬂq l
| M #6: Fenthion 10 H
| @ #7: Sulfisomidin 10 10
1“":| |_ 149.0154
0= I | I | I | I 1
200 400 600 800 1000
gl T y miz

Data Review In the unknown screening view, the application displays the following panes:
for Unknown .
Screening
Batches

Cross Sample Peak List Pane
* Heat Map Pane

¢ Sample List Pane

* Spectrum Pane

* DPeak List Pane

* DPeak Identifications Pane

¢ TIC Chromatogram Pane

* XIC

¢ DPeak Chromatogram Pane

¢ Chemical Structure Pane

* XIC Opverlay Pane

* Group Averages Pane

¢ Cross Sample Peak Overlay Pane
* Library Search Pane

¢ Fragments Pane

¢ Isotopes Pane
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Cross Sample Peak List Pane

Use the Cross Sample Peak List pane to compare peak values across all samples in a batch.

Cross Sample Peak List

==} Selected Retention Time  M/Z Mass Maono Isotopic Mass = Maximum Fold
&a - = - = w - - = - = -
0.80 203.05 202.05 202,05 0.00
5.92 169.12 16811 16812 0.00
6.72 245.08 244,07 244,07 0.00
Apple | MS Area Apple | Avg Area Apple | CV Apple_| Fold -

0.00 1.00 0.00 0.00

0.00 1.00 0.00 0.00

157 84641 157 84641 0.00 0.00

Heat Map Pane

Use the Heat Map pane to display the response of each peak occurrence in the batch. The Heat Map pane displays
all MS Area values for all peaks in all samples in the batch that are above the peak threshold value specified in the
method. When you select a peak in the Heat Map pane, the application displays the associated results for the
selected peak in all panes of the Unknown Screening view.

3 . Apple_PosHCD_0_81 01  Apple_PosHCD_0_8  Apple_PosHCD_4 0
Retention Time = M/Z Mass MS Area MS Area MS Area
1 502 16012 16811 192,674.62 101,299.44 11274664
2 672 24508 24407 [NNNN200084450| 107,455.73 17041011
3 672 16304 16203 1,156,472.00 205919.31 107,573.62

Sample List Pane

Use the Sample List pane to select a sample of interest. The application displays the associated results for the selected
sample in all panes of the Unknown Screening view.

Sample List
g2 Batch Order Status Filename Sample Type
= hd - - hd - hd
1 1 'o Unknownl Unknown

ra
[

'o Unknown2 Unknown
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Spectrum Pane

When data is available, the plot width is the full mass range in the raw data file. Otherwise, the application scales the
width to the scan range.

Spectrum - X
Apple_PosHCD__0_81_01 # 851 RT. .71
F: FTMS {1,1} + p ESI Full lock ms [100.00-1000.00]
ML:
oo 17705 e
J peak @
£ 30 874
= . 22310
2 g 22310
- E
z
= 40
£ pd149.02) (24508
o “ L |2§1_usg_2_14 465717 45947
T T T T T T T T T T T T T T T T T T
100 200 300 400 500 600 700 200 900 1000,
miz
Peak List Pane

Use the Peak List pane to select a specific peak found in the selected sample. The Peak List displays each peak that
the application identified in the sample.

= Selected 0 Peak ID 4+ M/Z = RetentionTime =  Area = Height -+ PotentialID = Mass =
il peak @ 0.80 203.05  203.05 0.80 203,246.00 341289750 7 202,04
2 peak @ 11.48 3123 312.36 11.48 45544900 735447469 7 31154
3 peak @ 13.04 338.3. 33834 13.04 26245175 393900644 7 337.53
4 peak @ 14.20 2789  278.97 14.20 166,002.72 51323262 9 27756

Mone Isotopic Mass = Charge State = Filter String
28427 1 FTMS + p ESI Full ms [100.00-1000.00] MN/A N/A
100,00 1 FTMS + p ESI Full ms [100.00-1000.00] MN/A N/A
29315 1 FTMS + p ESI Full ms [100.00-1000.00] MN/A N/A
26007 1 FTMS + p ESI Full ms [100.00-1000.00] MN/A N/A

Elemental Composition -= Database = Chemspider = *

C18H3702 N/A N/A

/A N/A N/A

C13H2304N2Na N/A N/A
C7H2102N253 N/A N/A -

Peak Identifications Pane

Use the Peak Identifications pane to display the name and formula for identified peaks and the source of the
identification.

Peak Identifications

= Selected 2| IDSource -+ IDSource Detall = Match Result Name = Formula =
Az - Az - Az - Az - Aa -
1 NIST nist_msms 5-Hydrowy-3'-methoxyflavene  C16H1204
2 NIST nist msms 1,3,9-Trimethylxanthine CBH10N402
LibraryManager Metarnitron CI10H1ON4O
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TIC Chromatogram Pane

Use the TIC Chromatogram pane to display the relative intensity of a trace along the length of the sample data
retention window.

TIC Chromatogram - I X
| Filter: FTMS {1,1} + p ESI Full lack ms [100.00-1000.00] |

100 |
|
|

o T T T 1 T T 1
1 2 3 4 -] G 7 &

RT{min}

o
=

Relative Intansity
& o
o o

)
=

XiC

Use the XIC pane to display the absolute intensity of an extracted trace along the length of the sample data retention
window.

Xic v I X
Filter: FTMS (1,1} + p ESI Full lock ms [100.00-1000,00)
6.0E7
=
ul
g
£a.0E7
a
3
a
BoE?
=
o T | T | T | T | T | 1 I 1 T T T T T T |} 1 |} T 1 T 1 T 1 T 1
1 2 3 4 5 & 7 & 9 0 1 12 13 14 15

RT{min}

Peak Chromatogram Pane

Use the Peak Chromatogram pane to display the selected chromatogram peak. Initially this Peak Chromatogram
pane displays the apex scan for the detected peak. You can manually integrate the peak and use the updated peak to
generate reports.

Peak Chromatogram -~ X
Apple_PosHCD__0_81_01  miz: 203.0524 RT 0.79
=100 AA 14428650.33
5 AH: 3455066.00
E
2 50
&
@
@
0= I T T I | T T LI I |
0.2 04 046 0.3 1.0 1.2 1.4
RTi{min)

Chemical Structure Pane

Use the Chemical Structure pane to view the chemical formula and structure for the peak that is currently selected in
the Peak List pane. The application displays the chemical formula (and CAS number when available) from the
search database that you specified in the method.

Chemical Structure

Isophthalic acid
C17TH2204
CAS No: 0
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XIC Overlay Pane

Use the XIC Overlay pane to view specific groups of peaks. You can choose to view all peaks, selected peaks only, or
the top twenty most intense peaks (by area). The XIC Overlay plot is a collection of overlaid, extracted /z ion plots
that use a different color for each peak.

XIC Overla >~ X
Show Peaks: [| Top 20 [C] Selected [#] Al
80 RT 6.75

70+

@
T

wn
T

Relative Intensity
1

30

RT:-9.52 RT: 11.66

|
2 24 375 9.06 ﬁSQ 10.13 10.51 10.88 l1ﬂ2ﬂ11.91 1271 1293
| I I 1 T T T T
7 8 9 10 RT{min) 11 12 13

Group Averages Pane

Use the Group Averages pane to compare the peak areas of different samples to a control group of samples.

Group Averages ~ I %
C|
160000000 Arez ¥

140000000 Ares

120000000 Area

100000000 Area

30000000 Area
0000000 Area
40000000 Arza
@
20000000 Area e |
e I |
Control Group A Group B

Cross Sample Peak Overlay Pane

Use the Cross Sample Peak Overlay pane to compare instances of a selected peak across all samples in the batch. The
application overlays all occurrences of the peak in the batch. The application displays the names of all samples in the
batch where the selected peak is found. Samples that are assigned to groups are color coded, and the peaks found in
those samples are color coded in the plot.

Cross Sample Peak Overlay -« 0 X
100+ Apple_PosHCO__0_51_01
Apple_PosHCO__0_81_02
Apple_PosHCO__4_05 01
&0~ Apple_PosHCO_ 8 1M

= A Apple_PosHCD_ B 102
z =

T 60— Apple_FosHCO__d0_5_01
E Apple_PosHCD_ 21_04
?i-' ] Apple_PosHCD_ 21_02
F 40 Blankapple_PosHCD_01
E i BlankApple_PosHCO_02

20+
U_ T | LR B | | T
4.5 5.0 55 5.0 6.5 7.0 7.5
RT(min}




Library Search Pane

The Library Search pane displays the best library matches for the selected peak, with the highest score listed first.

Library Search -~ 1 X

|l #1: 5-Hydroxy-3'-methaxyflavane 66

[ M £2: £'-Hydroxy-5-methoxyflavone 19 |

#103 F:FTMS {1,1} + p ESI Full lock ms [100.00-1000.00]

[ 23: Caffeine 2

[I #4: Metamitron 10

#1: b-Hydroxy-3'"-methoxyflavone C16H1204 Score: 66 Id: 74876

#74876 F:FTMS {1,1} + p ESI Full lock ms [100.00-1000.00]

[ 195.00
[

| g 100.04
13 196.43 38312 72613 92095
] z 1/|| T T = |
= 200 400 600 800 1000

Library
=]
= 3

| 1|

I | | T |
200 400 600 800 1000

Fragments Pane

The Fragments pane displays the maximum number of fragments as specified in the unknown screening method.
When a compound database search returns a match for a peak that has fragments, the Fragments pane displays the
theoretical fragments. When the data has an MS/MS element that is identified as belonging to the chromatographic
peak, the Fragments pane displays the fragments found in the MS/MS scan.

Figure 11. All fragments

! Fragments

(=[O =)

[. All Fragments

=](x]

(@ 21: 14299000

Minimum # of fragments needed: 1

Apple_PosHCD__0_21_01 #: 59 RT 0.46

(@ 22: 113.00000

F: FTMS {1,1} + p ESI Full leck ms [100.00-1000.00]

L | S | N— ]

(@ 23: 136567000 8.0E4+ #
S
g 60E4
D -
=
= 40E4q *2
n 2 #3
20E4{ 77| \ ‘ *1
Rt I O N Ns
L I I I I I L R I R I L I B B R R I R R
115 120 125 130 135 140
miz .
Expected spectrum in blue Measured spectrum in red

Figure 12. Individual fragment

@ Frogments =
@ All Fragments E] x|
@ #1:162.13000 Minimum # of fragments needed: 1

# 3 Expected: 132.08000 * 3 Measured: 132.06564 A: -108.697 ppm
® #2:147.10000 Ion Ratio Expected: 0.00% - 0.00% Measured: 0.00% Passed
@ #3: 132.08000 — -
* #7| #3
3.0E4 3
= 20E4
‘th
5
=
— 1.0E4-4
0 1 T T T T T T T T T T T T
132.0795 132.0300 132.0805
miz -
Expected spectrum in blue Measured spectrum in red

Intensity threshold specified
in the method
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Isotopes Pane

The isotopes pane displays isotopic pattern results for all adducts of a compound according to the threshold and
deviation parameters defined in the unknown method. To identify or confirm the presence of a compound, the
resulting score percentage from isotopic pattern matching must be higher than the specified fit threshold percentage.

Figure 13. Isotopes pane with overlaid spectra for all isotopes
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Figure 14. |sotopes pane with overlaid spectra for multi-isotopes
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Figure 15. Isotopes pane with overlaid spectra for a single isotope
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Report View The Report View displays example reports for the current batch. You must have an open batch to use the features in
the Report View. Follow these procedures:

* To open the Report View

* To preview a report

* To generate a report as a PDE an Excel™, or a CSV file
* To print a report

¢ To display a generated report

* To edit a report template

* To create a new report template

< To open the Report View

Click Report View in the navigation pane.

The application opens the Report View.
Figure 16. Report View

Report View - Batch_Apple [Quan]

Template Rules
“ | | Sheet Name Rules
S b_
Quantitation Report Batch
Quantitation Report - 2 Sheet2 Batch
Screening Batch Report Sheet3 Batch
Solvent Blank Report

Standard Addition Report

Surrogate Recovery Report

Target Screening High Density Sample Report
Target Screening Summary Report

m

TIC Report
TIC Summary Report
200 (Ow]@om]  [oeum Go Gor O
Generated Reports
Template Rule  Sample Output Generated Report File
Method Validation Report M-- Method Validation Report_20140113092939.pdf {3 pages)
Method Validation Report Batch View... Method Validation Report_Sheetl_20140113094656.csv
Method Validation Report  Batch csv View... Method Validation Report_SheetZ_20140113094656.csv
Method Validation Report Batch sV View... Method Validation Report_Sheet3_20140113094656.csv
Method Validation Report Batch pdf View... Method Validation Report__20140113094656.pdf (3 pages)
Method Validation Report excel  View..Method Validation Report_20140113094656.xlsx

15}
1] clear

The Open and New buttons open the Report Designer. For details about using the Report Designer, refer to
“Working in the Report Designer” in the TraceFinder User Guide.
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< To preview a report
1. In the Template pane, select a report template.
The template list shows all the report templates that you configured in the Configuration console.

Template

|%:| Ad Hoe Tune Report

|%| Batch Report

|| Blank Report

|| Breakdown Report

|| Calibration Report

|%5| Check Standard Report

|%| Chromatogram Report

|%:| Compound Calibration Report

|%*| Compound Calibration Report - Alternate
|%| Confirmation Report

|| Confirmation Report 2

|%|High Density Calibration Report

|%|High Density Internal Standard Report Long

2. Click Preview, .

The application opens the Report Designer, showing the report information for the current batch in the selected
report template format.

< To generate a report as a PDF, an Excel™, or a CSV file
In the Template pane, select a report template.

Select the check box for each of the file types that you want to create: PDF, Excel, or CSV.

2.
3. Click Generate, ,

The application does the following:

* Displays a green progress bar as it generates the reports.

Report generation in progress
{Tem plate: Quantitation Report - 2 Sheet: Sheetl Sample: Apple_0_81_02

¢ Creates a report with the selected report template as a PDE an Excel, or a CSV file.
¢ Adds information about the generated report to the Generated Reports pane.

e Saves the report files to the ...\TraceFinderData\Projects\.. \batchname\ReportOutput folder.

2
0.‘

To print a report
In the Template pane, select a report template.
Select the check box for the Print file format.

Click [Bb Geree |

The application does the following:

bl S

¢ Creates a report for the current batch using the selected report template format.
* Prints the report to your default printer.
¢ Adds information about the generated report to the Generated Reports pane.

e Saves the report files to the ...\TraceFinderData\Projects\.. \bazchname\ReportOutput folder.

«» To display a generated report
In the Generated Reports pane, click View for the report that you want to see.

Generated Reports

Template Rule  Sample Output Generated Report File
Batch Report Batch pdf View... Batch Report_20140113092939.pdf (3 pages)

Opens the generated file.
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Local Method
View

< To edit a report template
1. In the Template pane, select a report template.
2. Click Open, .

The application opens the Report Designer showing the template in an Excel spreadsheet.

« Report Designer - Batch Report.xlsx
m Home Insert Page Layout
= By . e = _ = =, ==
B A calibri MERERIY- Y = = |=|SwepTex g l_:__| ijgl ﬁ
Paste B 7 U Sy A = |rad Merge Cells Insert Delete Format Conditional Show
= H — - ;3 L - - - Formatting  Formulas
Clipboard Font i Alignment il Cells
Report Type: Batch | D57 -
A B [o D E F G
1 Batch Report
2
3 |Lab Name: "Default Laboratory
4 instrument: FThermo Scientific Instrument
2 |Usen: Fane.user
6 |Batch: Batch_Apple_9705
7
8 [File Name Date/Time Sample ID Sample Name
9 |Apple 0 81 01 72015 12:47:10 AM 1
10 |Apple_0_81_02 7132015 1:03:40 AM 1
11 |Apple_0_81_03 7132015 4:37.50 AM 1
12

3. Use the features in the Report Designer to edit the template.

< To create a new report template
1. Click [ New |
The application opens the Report Designer showing an empty template in an Excel spreadsheet.

2. Use the features in the Report Designer to create the template.

In the Local Method view of the Analysis mode, you can edit only the local copy of the method, or you can edit the
master method and overwrite the local copy with the edited master method. A local method is a copy of a master
method associated with a batch. Editing the local method does not affect parameters in the master method.
«» To open the Local Method view

Click Local Method in the Analysis navigation pane.

The Acquisition page of the Local Method View opens. The Acquisition pages are different for quantitation
methods, target screening, and unknown screening methods. See Local Method View for a quantitation method,
Local Method View for a target screening method, or Local Method View for an unknown screening method.

From the Local Method view, access the method parameters just as you would for a master method.

Local methods are named BatchName_MasterMethodName.

% To edit a local method

1. Enter any changes to the local method.

To edit a method, refer to the method development chapters in the TraceFinder Lab Director User Guide.
Choose File > Save.
To process the batch or create new reports with the edited local method, return to the Batch View and submit

the batch.

< To overwrite the local method with the master method in the Batch View

In the Batch View, click Update.
- |

The application overwrites the local method with the master method of the same name. You can use this feature
to overwrite an edited local method with the original master method or to overwrite the local method with an
updated master method.

Local Method: | Method_Vitaminl
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Trademarks

Figure 17. Local Method View for a quantitation method

Analysis Local Method View - Equanl_408_Method_Equan_1*
» Batch View Master method: Method Equan 1
® Data Review Lab Name: Default Laboratory

Asca e Assay name
Report View Tl

100 &

Injection Volume:
¥ Local Method > =
Mass Precision: 3.00 =
Ion range calc method: |Level =
Quantitation

Processing

Instrument Method: | Pesticides Using EQuan ~ | [ Edit l Update

Compounds
QAQC

Groups

Notes

Intel Seq

Reports

Figure 18. Local Method View for a target screening method

« 1 | Local Method View - Batch_1_Method_Screening

¥ Batch View Master method: Method Screening
Samples Lzb Name: Default Laboratory
¥ Data Review Assay type: Assay name
Target S i Injection Volume: 1.00 2!
rget Screening 1] =
e Mass Precision: 2.00 %
¥ Local Method >
Instrument Method: | Pesticides Using EQuan  ~ | [ Edit I Update
[ Acquisition ] MNotes
Target Screening
Processing
Peak Detection
Reports

Figure 19. Local Method View for an unknown screening method

Analysi -~ 1 Local Method View - Apple_batchl
» Batch View Master method: Method Unknown Screening

» Data Review Lab Mame: Default Laboratory

Assay type: Assay name

Report View
Injection Volume: 100 %
¥ Local Method
Mass Precisian: 200 3
[ Acquisition ]
U erund Instrument Method: lInstrumentl 2 | [ Edit [ Update

Processing Notes

Peak Detection Settings

Reports

TraceFinder is a trademark and Xcalibur is a registered trademark of Thermo Fisher Scientific Inc. in the
United States.

Excel and Microsoft are registered trademarks of Microsoft Corporation in the United States and other countries.
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