TraceFinder Analysis Quick Reference Guide

This quick reference guide describes the Analysis mode tasks assigned to the Technician role in the Thermo
TraceFinder™ 3.0 analytical software.

For detailed descriptions of all procedures described in this quick reference guide, refer to the “Using the Analysis
Mode” chapter of the TraceFinder User Guide.
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< To open the Analysis mode

Click Analysis in the navigation pane.

The Analysis navigation pane opens.
Analysis -~ 1
P Batch View
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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, process, 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 quantitative batches when
you activate Intelligent Sequencing in the

Reference Samples Application Configuration mode.
Available only for quantitative batches.
The Batch View includes the following pages:
¢ Samples Page

* Auto Samples Page

¢ Reference Samples Page

Samples Page Use the Samples page to create a new batch. Follow these procedures:
* To open the Samples page
* To create a 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 submit samples

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

The Samples page opens.

% To create a batch
1. Choose File > New > Batch.
The Create a New Batch dialog box opens.
2. Select to create either a quantitative batch or a screening batch.
3. Select a master method from the Method list.

The application displays all available quantitative or screening methods.

Select a master method for the batch: ) Select a master method for the batch: b
Method_Alprazolam_ Screening

Method_Buspirone
Method_Steroids

Method_Buspirone_Screening
Method_SteroidsiSc:'eening




4. Select a drive from the Storage Location list.

Storage location:

T: Metwork, - Cannot acguire on thiz drive,

Tip The application does not display drives that do not have a project and subproject.

The project list displays all projects, subprojects, and batches on the selected drive.

You cannot use network drives to acquire data. For more information about network drives, refer to the “Using
the Application Configuration Mode” chapter in the TraceFinder User Guide.

5. Select a project and a subproject, and then enter a name for your new batch.

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

6. Click Save.

A new batch opens with one Specimen sample. The batch name in the title bar indicates that you are creating a
quantitative or screening batch.

< To add samples to the list

Select the number of sample rows to add and click the Add Sample icon, 1 = [k .

Tip To quickly add a sample row, right-click the sample list and choose Add Sample from the shortcut

menu.

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 =12 .

The application inserts the Specimen samples above the selected sample.

Inserted Status  Filename Sample type F?rl:!essing Level SamplelD
samples 1 & |calstd5 | Calibratar B |5 calstd = 5
7 I: @ |Unknown2 |Specimen 0
3 @ |Unknownl |Specimen 0
4 & cal_std_10 Calibrator [l 10 cal std = 10

< 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 {.cev, xml, sld)

| Browse...

Imported samples will be: [appeﬂded to the end of the list VI

Import Cancel

2. Click Browse 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.




. 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 Negative

Inj Vol Injection Volume Std Bracket Calibrator

Dil Factor Conversion Factor

To remove samples from the list

. Select the samples that you want to remove.

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

. Right-click and choose Remove Selected Samples from the shortcut menu.

To copy a sample

1. Select the sample that you want to copy.

. Right-click and choose Insert Copy Sample from the shortcut menu.

The TraceFinder application inserts the copy above the selected sample.

To reinject a sample

1. In the Sample list, select the sample that you want to reinject.

. Right-click and choose Reinject This Sample from the shortcut menu.

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.

—or—

Double-click the Filename column and locate a raw data file to use for the sample.
—of—

Right-click and choose Browse in Raw File from the shortcut menu, 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

Specimen Hydrolysis QC
Solvent Calibrator
Unextracted Negative




Auto Samples
Page

3. For each Calibrator 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 A0

jnal

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

Local Method: [Method_Benzos vl |

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

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

Note When you use the horizontal scroll bar at the bottom of the sample list, the Status, Filename,
Sample Type, and Level columns stay fixed while the other columns scroll right and left.

< To submit samples
1. 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.

2. Select the tasks that you want to perform: acquire data, process data, or create reports.

Note By default, the application acquires and processes data when you submit the batch.
3. To start the selected processes, click OK.

The Auto Samples page identifies the Solvent or Negative samples to use for any Auto Sample or Auto Sample and
Reinject failure actions as specified on the Intelligent Sequencing page of the method.
< 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  MNumber of Injections ~ Vial Position
Solvent 1.0 0 1 |10
Matrix Blank 1.0 0 10 |11
Matrix Blank 1.0 0 10 |12

< To add an auto sample type
1. Right-click and choose Add Auto Sample from the shortcut menu, or click the Add New Auto Sample icon,
1 3 e -
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” on page 2.
2. To change the sample type to a Negative, click the Sample Type column and select Negative from the list.
3. 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.




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

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

5. In the Vial Position column, type the vial position for the Solvent or Negative sample.

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

Samples Page
P 9 % To specify a chromatogram reference sample

1. In the Batch View, click Reference Samples.

An empty reference sample table opens.

Batch View - Batch_1DLP3 [Quan]
Local Method: ’Method_Benzos VI

Status Filename SamplelD Sample name Comment Vial position

Barcode
Actual

2. Click the Add Reference Sample icon, 1 [2| [ , or right-click and choose Add Reference Sample from the

shortcut menu.

The Open Chromatogram Reference Sample dialog box opens.

-

Open Chromatogram Reference Sample @
-l Default UnknownA2 I
- UnknownAJ3
B‘ﬁ' Default UnknownAd
B8l Batch_1DLP3 UnknownAl —
Open Cancel

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.
4. 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. 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.




Data Review

Data Review for
Quantitative
Methods

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

«» To open the Data Review view
Click Data Review in the navigation pane.
The Data Review navigation pane opens.

Data Review for quantitative methods

Sample View }

Data Review for target screening methods

Target Screening }

Compound View

Qualitative View

¢ Data Review for Quantitative Methods

¢ Data Review for Target Screening Methods

The Data Review for quantitative methods includes the following:
e Sample View
¢ Compound View

* Qualitative View

Sample View

The Sample View displays a list of all samples in the current batch, the compound results for all compounds in the
method, and peak plots for all compounds found in the currently selected sample.
These are the default panes and their locations:

Sample Peaks pane

Samples pane Compound Results pane

Samples I + B X || Compound Results |
==} Flags Status  Sample Name  Sample Type || Flags Compound  Compound Type
Hn M oA o~ fa v  fa b Aa hd Aa - Ae - Aa -
k|1 .' B_25557 Specimen FENTHION-CE2 Target Compound
2 .' B 26154 Specimen Sulfisomidine  Target Compound
Sample Peaks
Peak Plot Size
FENTHION-CE20-R20-TLT5-0ED Sulfsamidine
AT 2.08 AT: 274
AA ETIBE0LTY AX BT
A BHTIHL5Y A 1370308
SN: 128,08 L)

100
A0
a0

RadgTive |*favigdy
"]
=z

40

BT bt

When you select a sample in the Samples pane, the associated Compound Results pane flags any compound with
errors in the selected sample. The associated Sample Peaks pane displays the chromatogram, retention time, area,
height, and signal-to-noise ratio for all compounds in the selected sample. The Sample Peaks pane highlights the
compound selected in the Compound Results pane.




e 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.

Samples v & x |[CompoundResults
=] Flags Status  Sample Name Sample Type Fags  Compound Compound Type
T A2 v B v Ma - Aa v || B - pa - fa -

1 '. B_25557 Specimen FENTHIOM-CI Target Compound
P2z & @ Bo6i54 Specimen M — Sulfisomidine Target Compound

3 @ B.26473 Specimen

4 . B_26984 Specimen

5 @ BT Specimen

Selected sample Compound error in the
selected sample

No compound error in the
selected sample

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

H

g8 Flags Compound = Compound Type  Height Area Expected RT  Ag

- Aa - Aa - - a2 v Aa - Aa
FENTHION-CEZ Target Compound 19889895 161849531 1.91 19
Sulfiscomidine  Target Compound 14929257 95285220 272 2.7

Sample Peaks

Peak Plot Size

FENTHION-CE20-R20-TLTS-0ED

RT. 132
AL 15155307
A 15533535 40
EN:TZSES

2 g

@
=1

:
i

Ralative Infensity
-]
L=

40

20




¢ Sample Peaks pane

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

Sample Peaks
Peak Plot Size

FENTHION-CE20-R20-TLTS-0ED
RT:18@
AL I8R50 T
AH 15553835 40
EN:TZSES

g

Ralatvs Intansiy
@
=

gan
£
z

-
=1

< To display details for a compound
Double-click the chromatogram in the Sample Peaks pane.
The Compound Details pane displays information about the Quan Peak, Calibration Curve, Confirming
Ions, ISTD, Reference Peak, Ion Overlay, and Spectra for the compound.
Quan Peak

You can switch between quantitative peaks, but you cannot view multiple quantitative peaks at the same
time. The indicator in the upper right corner of the Quan Peak pane displays which of the multiple
quantitative peaks you are viewing.

Peak 1 of 2
Quan Peak - | E @I Confirming lons - E @ *
Propanenitrile RT: 3.17 | Unknm|i| 12 |L| RT: 3.17 | UnknownA1 RT: 317 | UnknownAl
RT: 2.17 RT: 2.17 RT: 2.17
AA: 2145658617 AA T4625018.21 A4 544433370
AH: 452821448 = AH: 2543776.74 = AH: 1043553 65
= SN: INF ] EN: 250.15 ] EN: INF
100 C100: =100
5 E £
£ &0 s 80 s 80
z 5 &0 5 &0
5 60 ] o
E & 40 40
40 20 20
20 o o
0 30 3z 34 3.0 3z 34
a0 a9 3.4 RT{min} RT{min}
RT{min} mJz: 281.07 m/z 27412
miz 309.00 42.27% - 82.27% 281.07/309.09 = 62.27% 7.44% - 47,4459 274,12/309.09 = 27.44%
Apex RT: 317 - ApexRT: 317 -
Apex RT: 317 > Area: 14625018 - Area: 6444994 -
Area: 23486986 -




Confirming Ions

Quantitative peak with multiple confirming ions.

Quan Peak - E] @I Confirming lons - E E I
Propanenitrile RT: 3.17| Unknm|L| 172 |L| RT: 3.17 | UnknownA1 RT: 317 | Unknowndd
RT: 3.17 RT: 3.17 RT: 3.17
AA: 7348658617 AA: 14625018.21 AR BA44533.T0
AH: 4528214 48 = AH: 2545776.74 = AH: 104333369
= SHN: INF & SN: 250.15 G BN: INF
g 100 é 100 E 100
£ w0 E 0 3 80
2 = § 60 F 60
i ] @
E &40 T 40
4 20 20
20 I i
o 30 3z 34 30 32 34
a2 y RT{min) RT{min}
e St or 7.44% - 47,44 92%?4?2?4&3092 .09 = 27.44%
m/z: 309.09 = = = =
E ApexRT: 317 +|  [ApexRT:317 -
ApexRT: 317 e Area: 14625018 - Area: 5444994 -
Area: 23486986 -

Note For compounds with an analog detection type, the application displays “No Confirming Ions are

Enabled” in the Confirming lons pane.

Reference Peak

Quantitative peak with a reference peak.

Quan Peak - E X ||| Reference Peak - E @ “
Pr jitrile RT: 3.17 | Unk 1 ‘ 1 ' Propanenitrile RT: 0.00 | Unknownad
RT: 3.7
AA; FI4BB5EE.1T
= AH: 4535314 45 E)
H SN: INF 2
g ie] EIGD
2 z
% 50 % 50 RT: 0.00
2 = AA 00D
AH: 0.00
SN: INF
i} [}
T T i T T
iz 34 -0.2 0.0 0z
RT{min} RT{min}
m/z: 309.09 m/z 309.09
Apex RT: 317 - Apex RT: 0,00 -
Area: 23436986 - Area: 0 -

ISTD

Quantitative peak with an internal standard.

m
Quanpesk -] - e E3E3E

|L| 1 \L/ 1,3-Droxolane, 2-heptyl- RT: 3.67 | UnknownAd

Pyrazinamide RT: 4,70 | Unknownd1

RT: 3.67
AA: Z6ET5616.33
AH: 9443959.63
'Emn E SN: 19318
£ B0 £ B0
2 2
W 60 & o
] ]
= 40 = 40
20 20
il il
4.5 ' a7 3.5 36 37
RT{min} RT(min}
m/z: 61018 m/z: 464.36
ApexRT: 4,70 - Apex RT: 3.67 -
Area: 24692396 - Area: 26675616 -
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Ion Overlay

Quantitative peak with a confirming ion overlay.

=X

Quan Peak = E@lhn Overlay -
Pyrazinamide RT: 4.70 | Unknowndd |L| 1 |L| RT: 4.70 | UnknownAl
RT: 470
AR 2465235650
= AH: B451154 22
] SN: 122256
E 100 100
o 80 % B0
2 N
T 60 £ &0
€ 4o 2 a0
20 '_E 20
&
i B L B A L B LA LA R L
4.5 4.8 47 4.8 4.5 48 4.7 48 4.4
RT{min} RT{min)
m/z: 61018
Apex RT: 4,70 -
Area: 24692396 -

Note For compounds with an analog detection type, the application displays “No Data” in the

Ion Overlay pane.

Calibration Curve

Quantitative peak with a calibration curve plot.

Quan Peak = B@[&libmﬁon&m = E@ B
Propanenitrile RT: 3.17| Unknmmﬁ1|i| L7 |L|
z Fropanenitrile
G RT: 3.17 Average Area:1025895; % RSD 94,07
£ AA: 2348658617
£ AH: 4528214 48 r u
] SN: INF E
F1oo 1500000 -
i E
& E
o Ewwuou—_
3.0 3.2 34 E
RT(min) 500000 ™
m/z 309.09 im
L —
ApexRT: 317 e 0.0 a.5 1.0 1.5 2.0
Area: 23486986 -
Spectra

Quantitative peak with data and reference spectra.

Quan Peak - B
Propanenitrile RT: 317 | Unknmﬁ3|i| 11 |L|
RT: 2.17
AA: 2348698617
= AH: 4EZEZ14 48
g o EN: INF
-
] &0
5 60
]
= 40
20
o
30 32 34
RT{min)
m/z: 309.09
ApexRT: 317 -
Area: 23486986 -

Spectra =

& 209.08
Emn
= 281.07
.E 50 =
2 g4.96 24105 A 209 450.37 689.75 767.42 98275
R e R i - . ottt T
200 400 600 800
miz
& 309.09
gmn
e 281.07
E 50 I
2 81.05 201.05 “ a1z0s 49026 685.75 85151 98745
Y lind J.+ I L, f L . :
200 400 600 00
miz

Note For compounds with an analog detection type, the application displays “Not Available” in the

Spectra pane.
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Compound View

The Compound View displays a list of all compounds available in the method, all samples in the current batch, and
the peak plots for all compounds found in each sample.

These are the default panes and their locations:

Sample Peaks pane

Compounds pane

Sample Results pane

e
Compounds -« 0 x ’%ﬂe@g |
I
g Fag  Compound Compound =] Flags = State  Sample Name Sample Type
W Aa Aa - Aa - 0 Aa Aa Aa - Aa -
L4 FENTHION-CE2 Target Compound | e | @ B.255%7 Specimen
Sulfisomidine  Target Compeound 2 . B_26154 Specimen
3 @ B26473 Specimen
Sample Peaks
Peak Plot Size
B_26154 B_26473
RT-182 RT-205
A 15134353079 A% 3321550418
A 13353535.40 A 11536035.45
2 400 E SN: 72585 s 20 SN: S47.71
H H H 130
£ £ &0 £ &0
E E an E an
@ 4 4
20 20 S
137 161 233 154
15 20 H 15 20

When you select a compound in the Compounds pane, the Sample Results pane flags any sample that contains
errors with the selected compound. The Sample Peaks 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:
chromatogram, retention time, area, height, and signal-to-noise ratio.

¢ 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 with the selected compound.

T ——— |IS-ampIe g
& Hag Compound Compound Type g2 Ac Flags State Sample Name
N Aa v Aa - H = Aa Aa Aa -
! FENTHION-CE20-R20 Target Compound —1 @ 55557
> ! Sulfisomidine Target Compound 2 . B 26154
‘ 3™ @ BoedT3

Selected compound Error associated with the
selected compound

No error associated with the
selected compound

12



» Sample Results pane

Use the Sample Results pane to select a specific compound in a specific sample. The Sample Peaks 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: chromatogram, retention time, area, height, and signal-to-noise

ratio.

H

g Flags State  Sample Name Sample Type  Height Area
W= A Aa Aa A Aa - Aa ba ¥
» .' B_25557 Specimen 1327960 83969918
. B 26154 Specimen 1492925 95285220
. B 26473 Specimen 3456417 203323205
Sample Peaks
Peak Plot Size
Benzo_ 20567 Benzo 28164 Benzo_ 204
AT:274
AN GE2BS21 B0
AR 1SII58 52

a0
a0
L]

Felative Intensity
1]
-
8
=

40
20 2

100
a0
Ll
a0

Felative Intensity

13



Qualitative View

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

These are the default panes and their locations:

Samples pane Peaks pane

Samples ~ I x|[Peaks i - Ix
& Ac Status | Sample Name | Sample Type Finen[FrMS{o,u} + p ESI Full ms [250.00-370.00] .]
|
W = Qs v | S N E PeakRT | s RSI MP Est Amt Library Hit
1 . Benzo 26473 Specimen T s v Aa Aa v ha  w ha w Aa -
5 5
= ©  Benz027126 Specimen > 212 525 999 0 0.000 TRIFLUSULFURON-METHYL-CE25-R20
Sample chromatogram v I X
Filter: FTMS (0,0} + p ESI Eull ms [250.00-370.00] .
100
z
[ &0
£ w0
£ a0
k|
&1 20
"||||||||||||||||||||||||||||||||||||||||||||||||||||||||||||
05 1.0 15 20 25 . 3as 4.0 4.5 5.0 55 6.0
RT{min} -
Peak details w | X || Spectrum w I X || Library hits - I X
RT: 2.12 2 264.00 .
AR 1453455630374
AH: 1555500077.61 ] ; . | . . ; . ; . :
100 ShEEIn ). 260 280 300 320
5 miz
E B0
% &0
& 49 264.20
] | 287.23 20347 32719
20 f S T
2(ISD 2}50 a('m :&n
01 T T T =TT miz
1 2 3 5
RT{min} - -
Peak Details pane Spectrum pane Library Hits pane

Sample chromatogram pane

When you select a sample in the Samples pane, the associated Peaks pane displays all peaks found in the sample.
¢ Samples pane

Use the Samples pane to select a specific sample.

Samples - 1 x|
|
B Ace Status Sample Name = Sample Type
W = Aa - Aa - Aa -
'. Benzo_26473  Specimen
> @  Benzo 27126 Specimen

14



* Peaks pane

The Peaks pane works with the Samples pane to display graphical values for a unique sample and peak
combination.

Peake o Jax
Filter: |-+ ¢ ESI Full ms [200.00-800.00] |
g PeakRT SI  RSI MP  EstAmt Library Hit )
T ha v Az paw P2 v Az v fa -
9.82 124 732 0 0.000 Phenomerphan
1.05 274 793 59 0.000 Phosphoramidic acid, phenyl-, dipher
b 163 161 570 4 0.000 Sulfasomizole -

* 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 -« 0 x
Filter: =+ ¢ ES| Full ma [200.00-800.00] a

Relative Intensity
M OB oD o= D
o o o B & B

T T T T
F 4 -] & 10 12 14 16 18
RT{min} -

¢ DPeak Details pane

The Peak Details pane displays the selected peak.

Peak details - 1 X
1997 RT: 1.63 :
o] A% 1533860805413
2 o] AH: B545357T5.45
B SN: 146,16
2 a0
L]
]
[
40
20
o T T T T T T T 1 T T T T T T
A 0 1 2 3 a 5
RT{min} -
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* 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 « I X
Qual Library *
2100 t
E 200 156.00
E
.% 50 6500 10200 Reference spectrum from
2 l_ I the library
41.00 56.00 140.00 157.00 205.00
i) II| = - 1 } II —+ | I L ———— |
50 00 150 200
miz
Clueal Data
35087 -
£100 43285 514.88 596.83
[=
E
.% 50 Actual spectrum data for
z the compound
]
200 300 400 500 GO0
miz =

* 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 « 3 X

g Rank SI RSI MP  Library entry

:_:: = = = Az -
@ 1 332 978 0 2-Hexanone
O 2 320 966 0 Succinic anhydride

O 3 314 959 0 Propane, 1-(ethenyloxy)-:
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Data Review
for Target
Screening
Methods

In the target screening display, the application displays a list of all samples in the current batch, the compound
results for all compounds in the method, and chromatogram and spectrum plots for all compounds found in the

currently selected sample.

These are the default panes and their locations:

Chromatogram pane

Samples pane Compounds pane Spectrum pane
e S R
Samples ! » 1 ¥ | Compounds ! -1 x
4 Batch_screening_test Target Screening Results |
| @ Alprazolam I
I @ UnknownAl = Default
I @ UnknownA2 - sl
& | Hag Compcund Name Match Re|sult Name Fermula Confirmed
s 2a v s v M v M -
> . 15-acethyldeoxynivalencl 15-acethyldeos|ynivalencl@RT 0.95 0 out of 0
a9 15-acethyldeoxynivalencl 15-acethyldeos|ynivalencl@RT 1.16 0 out of 0
) 15-acethyldeoxynivalenol 15-acethyldeos|ynivalencl@RT 1.73 Ooutof0
Chromatogram - 1 X || Spectrum > @ x
M+Neutral Spectrum
Alprazolam 15-acethyldeoxynivalenol NL: 1.89E3 m/z: 320.6000-3 ..
F: FTMS {1,1} + p ESI Full ms [100.00-1000.00] Alprazolam # 65 RT 0.95
F: FTMS {1,1} + p ESI Full ms [100.00-1000.00]
RT: 0.95 13510
AA 300957 1004 —
1.16
100 AH: 1885.01 i 2 INL: 8.80ES
2 15
g ik
50 E 50-4 | 121.10 iwalenol
B 279.16
2 LI | 39128 53517 ggac0 89521
0= T T T T T T T T T T T T T T 0 [ T T T T | T T
0.6 0.7 0.3 09 1.0 11 12 1.3 200 400 G600 200 1000
RT{min) miz

When you select a sample in the Samples pane, the associated Compounds pane flags any compound with errors in
the selected sample. The associated Chromatogram pane displays the chromatogram, retention time, area, height,
and signal-to-noise ratio for all compounds in the selected sample. The Spectrum pane highlights the compound
selected in the Compounds pane. You can display, hide, or move any of these panes.

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 Batch_screening
“
SampleID: CStk1-01:3
Sample Type:Unknown
Vial Pos: CStk1-01:3
Inj Vol: 1334
I 0002

Flags in the Samples pane indicate one of the following:

@ A green circle when the sample/compound/peak combination is identified and fully confirmed.

A yellow triangle when the sample/compound/peak combination is identified but not fully confirmed.

A red square when the sample/compound/peak combination is not identified.
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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 - I ®
Target Screening Results |
[ 1
IEI » Data base
£ || Flag Compound Name Match Result Name Formula Confirmed m/z (Expected) m/z (Measured) m/z (Delta (ppm))
W A Aa ¥ fa fa ¥ fa v = v = r = =
] 2-NP-AHD_d3+MH4  2-NP-AHD_d3+NH4@RT 4.46 Ooutof0 134 134.07 526.59
] 2-NP-AHD _d3+MNH4  2-NP-AHD_d3+NH4@RT 6.47 Ooutof0 134 134.2 1508.97
] 2-NP-AHD+NH4 2-MNP-AHD+MNH4@RT 446 Ooutef0 134 134.07 526.59
@ 2-NP-AHD+NH4 2-NP-AHD+NHA@RT 647 Ooutof0 134 134.2 1508.97
& 2-NP-AMOZ 2-NP-AMOZ@RT 0 Ooutof0 201 290.61 -1328.62
o 2-NP-AMOZ 2-NP-AMOZ@RT 0.6 Ooutof0 201 291.16 534.21

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, it displays the XIC of the expected /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 - I %
M+H | M+Na | M+NH4

Benzo_25557 alpha-Hydroxytriazolam-D4 MNL: 9.13E6 mfz: 3625712 ..
F: FTMS {0,0} + p ESI Full ms [250.00-370.00]

264
100 :

= 80

G

g ]

2

£ 60

@ ]

g

3 40

I -

20
232 237 247 2.79 284 201
1]} T T T T T T T T I T T T T T T
23 24 25 26 27 28 29 30
RT{min)
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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:

e 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 -~ 1 %
Spectrum |Isotopes | Fragments | Library |
Alprazolam # 333 RT: 5.00
F: FTMS {1,1} + p ESI Full ms [100.00-1000.00]
100- 326.34 I';lsl_ 3.05E5
] acethyldecxyn
80 353.15 ivalenol-NH4
- 2
= Jiwoos 27909
£ 60
=
=
=
=
2 3138 61018 7582
¢ 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 > 0 x
Spectrum | Isotopes |Fragments | Library
Alprazolam # 274-284 RT: 2.01-210 AV 11
F:
273.18 ,
1005 NIBER L Theoretical isotope spectrum
E acethyldeoxynivalenol
50+
3 275.19
0
27713
100+ NL: 32366
E 17a-Estradiol
3 ——— Experimental spectrum
50 27714
3 27813
0-259.-1?' 27123 27226 [ 27913 28217
T T T T T T T T T T T T T T T
270 275 280
miz
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¢ Fragments

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

Spectrum -1 x
| Spectrum | Isotopes | Fragments | Library |

Alprazolam # 65 RT. 0.95
F: FTMS {1,1} + p ESI Full ms [100.00-1000.00]
100- 13510 ML: 9.00E5
15-
7 acethyldeomyn
80+ ivalenclsNH4

= ]
[*]
5 60
£ _
o 151.10
Z 40 o
% . 195.09
4 204 279.16

. 39128

0 Lol [, 5317 61012 75822 89521

= =1 T T T T T T

200 400 600 800
miz
e 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 experimental spectra at
100 percent intensity and displays the resulting neutral loss (NL) value for the matched library entry name on
the right of the plot.

Spectrum - 1 X
| Spectrum | Isotopes | Fragmemsl Library |
Alprazolam # 65 RT 095
F: FTM3 {1,1} + p ESI Full ms [100.00-1000.00]
149.0000 ML: 0.00E2
100 24
7 Imidazolidinedi
m one, 1-methyl-
a0 0.00
. 167.0000
D . ) id ]
13510 ML: 9.90E5
101]: 15-
] acethyldecxyni
50: 1_51_10 walenohMH4
] 27916
o le L, [ 39128 53617 g10.18 75822 895.21
T T T T T T T T
200 400 600 800
m/z
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Report View In the Report View of the Analysis mode, you can display or generate reports for the currently selected batch. You

must process each sample in the batch before you can view or generate a sample-level report for that sample.
< To open the Report View
Click Report View in the navigation pane.

From the Report View, you can view reports or generate reports for your batch.

Report View - Batch A

Mode: @ View Only () Generate Only
Select a report: -

L Jima

* View Only: Displays a PDF file or Microsoft™ Excel™ spreadsheet preview of the selected report type for the
batch, sample, or compound. See “Viewing Reports.”

Preview reports for all Standard report types are always available. You must generate Custom and Target
Screening report types before you can view them.

The Report View page displays one of the following report outputs:
¢ Standard reports as PDF files
¢ Custom reports in XLSM format
* Target Screening reports as PDF files
* Generate Only: Creates all specified report output formats for the selected report. See “Generating Reports”
on page 24.
< To refresh the Report View

If you make changes to your reports, click New Data Available - Refresh.

Viewing Use the View Only features to view all configured standard reports and any custom or target screening reports that
Reports you have generated. After you generate a report, the application displays the report in the View Only report list.

< To select a report
1. Select the View Only option.
2. Open the Select a Report list to display all configured report types.

Select a report:  Batch Report -
Report View Report Name Type Requires
2 5 Batch Report Standard
Batch Report Rev 1 Standard
I Batch Report |
Blank Report Standard Sample

Filter Reports
[T] Only show autornated batch reports

Standard reports Custom reports Tox ID reports Target Screening reports

These reports reflect the Displayed Reports selections in the Application Configuration mode.

(Optional) To sort the reports, you can click the column headers. The application maintains this sort order each
time you open the Report View for this batch.

(Optional) To help organize your reports, you can filter the list.

(Optional) You can select any combination of filtering options.
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Table 1. Filter Reports options

Option

Only Show Automated Batch
Reports

Behavior

Displays only reports that have an output format specified in the Automated
Batch Reports area in the Batch View.

Standard Reports

Displays the Standard report types.

Custom Reports

Displays the Custom report types. Custom reports are not available for
viewing until you have generated the report.

ToxID Reports

Displays the ToxID report types. ToxID reports are not available for viewing
until you have generated the report.

Target Screening Reports

Displays the Target Screening report types.

3. Double-click the name of the report.

The report list closes.

* When the selected report is a batch-level report, the application displays the report on the Report View page.

When the selected report includes separate reports for each sample, you must select a sample file. Follow the
procedure “To select a sample.”

Select a report:  Blank Report

A4 Sample file: A4

¢ When the selected report includes separate reports for each compound, you must select 2 compound. Follow
the procedure “To select a compound.”

Select a report:  Compound Calibration Report »  Compound: - I

* When the selected report includes separate reports for each sample and each compound in the sample, you
must select both a sample file and a compound. Follow the procedure “To select a sample and a compound.”

Select a report:  Confirmation -

Sample file: *  Compound: A4 I

< To select a sample

1. Open the Sample File list to display all samples in the batch.

Sample Mame SampleID Sample Type
UnknownAl 1 Specimen
UnknownA2 1 Specimen

Filter Samples

[C] Only show samples relevant to the selected report.

To show only samples included in the selected report, select the Only Show Samples Relevant... check box.

For example, if you selected the Quality Control Report, the sample list displays only QC samples.

Click the column headers to sort the samples. The application maintains this sort order each time you open the

Report View for this batch.

2. Double-click the name of the sample.

The sample list closes. The Report View page displays the sample-level report.
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To select a compound

. Open the Compound list to display the names and retention times of all compounds in the sample.

RT Compound Mame

All Cornpounds
3.14 Propanenitrile
315 Pyrazinamide

. Double-click one of the compounds or double-click All Compounds.

The compound list closes. The Report View page displays the compound-level report.

To select a sample and a compound

. Open the Sample File list to display all samples in the batch.

Sample Mame SampleID Sample Type
UnknownAl 1 Specimen
UnknownA2 1 Specimen

Filter Samples

[C] Only show samples relevant to the selected report.

. To show only samples that are included in the selected report, select the Only Show Samples Relevant...

check box.
For example, if you selected the Quality Control Report, the sample list displays only QC samples.

You can sort the reports by clicking the column headers. The application maintains this sort order each time you
open the Report View for this batch.

. Double-click the name of the sample.

The sample list closes.

. Open the Compound list to display the names and retention times of all compounds in the sample.

RT Compound Name

All Compounds
3.14 Propanenitrile
315 Pyrazinamide

. Double-click one compound or All Compounds.

The Compound list closes. The Report View page displays the compound-level report for the selected sample
and compound.
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Generating
Reports

Use the Generate Only features to create sample-level reports. You cannot use the View Only features to view custom
or target screening reports until you generate the report. When you make changes to the method in the Local
Method view or to the peaks in the Data Review view, you must regenerate the custom or target screening reports to
see the effects of those changes.

< To select a report

1.
2.

Select the Generate Only option.

Open the Select a Report list to display the available reports.

Select areport:  Target Screening Long Report -

Report Name

Requires

Target 5creening Long Report

& S
Alternate BatchReport Custom
ITarget Screel | - -
Target Screening Summary Report Target Screeni | Sample

Filter Reports
[T] Only show automated batch reports

Standard reports Customn reports ToxID reports Target Screening reports

The application displays only configured sample-level report types in the list. You cannot generate batch-level or
compound-level reports from this view.

If you have many reports, you can filter the list.

. To limit the types of reports displayed in the report list, select any combination of report filter options in the

Filter Reports area.

For a description of the Filter Reports options, see “Filter Reports options” on page 22.

. Double-click the name of the report.

The report list closes.

* When the selected report is a batch-level report, the application generates the report and displays the report
on the Report View page.

¢ When the selected report includes separate reports for each sample, you must select a sample file.

Select areport:  Blank Report - Sample file: - I

To select a sample

. Open the Sample File list to display all samples in the batch.

Select Sample Name Sample ID Sample Type
[ |unknowna2 1 Specimen
0 UnknownA3 1 Specimen
0 UnknownAS 1 Specimen

-~ Filter Samples

[T Only show samples relevant to the selected report.

. To show only samples that would be included in the selected report, select the Only Show Samples Relevant...

check box.
For example, when you select the Quality Control Report, the sample list displays only QC samples.

You can sort the reports by clicking the column headers. The application maintains this sort order each time you

open the Report View for this batch.

. Select the check box for each sample that you want to include in the report.
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4. Click Generate.

The Report Selection Confirmation dialog box opens.

Report Selection Confirmation =
You have selected the following report for generation: Target Screening Long Report

Sample Name Sample 1D Sample Type

What action would you lilke to peform?

Print to default printer Generate POF Generate XLSM Generate XML

| Gancel | [ Coninee |

5. In the What Action Would You Like to Perform area, select the types of reports to create.

Note The application automatically selects required output formats. These options are not editable.

The sample list closes. The Report View page generates and displays the sample-level report.
6. Click Continue.

The application submits the selected samples to the report queue.

Real time status
Acguisition  Instrument Devices m

Acquisition Queue - Empty (Ready)
Processing Queue - Empty (Ready)
= Reporting Queue - 1 batch (Ready)
= Wi Batch_Alprazolam - 2 samples
B° UnknownA2 - Reporting
[} UnknownA3 - Pending

When you have already generated this report in the Batch View or Acquisition Mode, the application
time-stamps the new report to differentiate it from the original report.
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Working with
Reports

Use the buttons on the Report View page to view, print, or export a report.

A PDF file report view is available for all Standard and Target Screening report types.

An Excel Macro-Enabled Workbook report view is available for any Custom report types generated with the

Generate XLSM option selected.

To print a standard or target screening report

1. Select the report to print from the Select a Report list.

. (Optional) Select a sample from the Sample File list.

The application displays the report on the Report View page.

. Click the Print Report icon, 7 .

The Print dialog box for your default printer opens.

. Follow the typical procedure to print from your printer.

Landscape reports automatically rotate to fit the paper.

To export a standard report

1. Select the report that you want to print from the Select a Report list.

\®]

A N W

. (Optional) Select a sample from the Sample File list.

The application displays the report on the Report View page.

. Click the Export Report button, = .

. In the Export Report dialog box, locate the folder where you want to write the report file.
. Type a file name for the exported report file.

. Select a file type from the Save as Type list.

Save as type: | PDF (*.pdf) -
Character Separated Walues (C5V) (*.csv)
Microsoft Excel (97-2003) (*.ads)
Microsoft Excel (97-2003) Data-Only (*.xls)
Microsoft Excel Workbook Data-Only (*.xdsx)
Microsoft Word (97-2003) (*.doc)
Microsoft Word (97-2003) - Editable (*.rtf)
Rich Text Format (RTF) (*.rtf)
XML (*aeml)

. Click Save.

The TraceFinder application saves the file as the specified file type and writes the report file to the specified

folder.

To search for text

1. Select a report from the Select a Report list.
2. Click the Find Text icon, i .
3. In the Find Text dialog box, type your text and click Find Next.

The TraceFinder application encloses the search results in a red box.

Sample ID
AFHO01
APNO02

&L PHO03

To enlarge the report text

1. Select a report from the Select a Report list.

. Click the Zoom icon, “. - , and select a zoom scale.
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Active View Use the Active View page to view quantitative data for each sample in a report. Active View displays data with flag
information. These flags are based on a comparison of the batch data to criteria defined in the master method.

Report View - Batch_2

Mode:

Select areport: =
Calibration Curve Report -

Report View m

View Only (0 Generate Only

Total Rows :4 Showing: All Compounds
S
Status  Compound Compound Type  QAQCFlags Manual Flags  Curve Type  Average RF Average A0 Al A2 RSquared RSD
» METOLACHLO... | Target Compound
%" | DIFENOXURON... | Target Compound
% |CHLOROXURO... |Target Compound
% |Benzenamine, ... |Target Compound
T— gn Cr— BR
4w [»]
MS-Data
E‘IDO 309.09
£
.% 50 31108
RT: 2.15 k] BT AT
AA 421845725.08 13510 167.01 279.09 | 313.08 37210 49038 58718 | 64115 73204 821.92
AH: BOT04542.69 04 B ¥ T T t T EER=a) T T T T
=N 11801 68 100 200 300 400 500 600 700 800
2‘IDO miz
1 a0
F
£ &
& 4 MS-Reference
Z10o0 N
20 g
2
il 2 50 YT
a2 34 5 _' 617.17
RT{min} .2 135.10 167.01 279.059 § 313.09 37210 49038  5ET.1E L 64115 T32.04 82192
myz 309.09 1(|)D ' Q(IJD ' 3(|)D ' Q(IJD ' S(IJD ' E(IJD ' 700 ' S(IJD
ApexRT: 315 - e
Area: 421849729 -

Not all reports support the Active View feature. For descriptions of all the functions and parameters on the
Active View page for each report that supports Active View, refer to the “Using the Analysis Mode” chapter of the

TraceFinder User Guide.

« To display the Active View page
Click the Active View tab.
The Active View page displays quantitative data and QAQC error flags for each sample.

< To display a report

1. Select a report type from the Select a Report list.

The list displays only the report types created for the current batch.

2. (Optional) When the report type includes separate reports for each sample, select a sample file.

Mode: @ View Only ) Generate Only

Selectareport:  Blank Report - Sample file:  UnknownAl -

«» Tofilter the compounds to display using the Showing toggle button

Click the Showing toggle button to switch the display to either all compounds or only compounds that are
flagged for failing a QAQC test.

Showing: All Compounds Showing: Flagged Compounds Only
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Project
Administration

In the Project Administration view, you can create and manage projects and subprojects.

To open the Project Administration view, click Project Administration in the Analysis navigation pane.

Available Drives

Default Show  Drive  Drive Type  Velume Label Total Capacity  Free Space iz:uire

| » vl sl 3 05Disk 465.46 GB 322.80 GB vl
Ji M T Network Data Drive&  |1023.99 GB 652.52 GB =
I | ] X% Network Storage 4048.00 GB 2054.07 GB |

Project Administration

[ El- Projects
':} =3l Default

----- B Default (3 batches)

-

K2
0’0

1.

To choose a drive
In the Available Drives area, click any drive other than the default drive C.

If you have not created a Projects directory on this drive, you see this message:

Project Administration

F The selected dnve (X-) does not have a Projects directory.

R

[— [ Create Project Directory

. Click Create Project Directory.

The TraceFinder application adds a new Projects directory to the selected drive.

To add a project or subproject

. Select the top-level project.

You can select the main Projects folder and create a new project under it, or you can select one of the existing
projects and create a subproject under it.

When you select a project folder, the application activates the plus sign icon, o, indicating that you can create
a folder within the selected folder.

Project Administration

“[ll Projectl
&l Project2
----- Bl Project3

. Click the plus sign.

The TraceFinder application creates a new, unnamed project folder under the selected project.

. While the new project is still highlighted, type a new name.

Project names are limited to 30 characters and can contain spaces and special characters, except for the following
special characters: \ /: *2 " < > |

Note After you add a subproject to a project, you cannot rename the project.

. To save the new name, press ENTER or click anywhere in the view.
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< To delete projects or subprojects

1. Select the project or subproject that you want to delete.

Project Administration

1 =l Projects
e [l Projectl
=l Project2
S ] Subprojecta
J— [l Project3

You can delete projects that do not have subprojects. You can delete subprojects that do not have batches. When
the selected project or subproject is available for deletion, the application activates the minus sign icon, == .

2. Click the minus sign, or right-click and choose Remove Project from the shortcut menu.

3. At the prompt, click Yes to remove the selected project or subproject.
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Local Method

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.

K2
0‘0

To open the Local Method view
Click Local Method in the Analysis navigation pane.

The General page of the Local Method view opens. From the Local Method view, access the method parameters
just as you would for a master method.

Local methods are named BatchName_MasterMethodName.

Local Method View - Batch_Alprazolam_1_Method Alprazolam_1

P Batch View Master method: Method Alprazolam 1
» Data Review Lab name: Default La borat.ory
Mszay type:  Assay name
Report View =
Fe Injection velume: 10.00 5
. inistrati ision: 2=
Project T o Mass Precision: =
Ion range calc method: | Manual V]
¥ Local Method )
General ) Instrument method: |Instrumentl [ Edit ] ’ Update
Compounds
Qualitative peak processing template: ’Defauh V]
QAQC
Groups
Background subtraction range option: ’None v]
Reports
Mumber of scans to subtract: 1
Stepoff value: 0
Mass Tolerance: 5000 @ MMU © PPM Apply

To edit a local method

. Enter any changes to the local method.

For instructions for editing a method, refer to the “Using the Method Development Mode” chapter in the
TraceFinder User Guide.

2. Choose File > Save.

3. 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.

Local Method: | Method_Vitaminl - |

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.
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Quick Use the quick acquisition feature to quickly submit a single sample from any page of the Acquisition mode.

Acquisition

Note The Quick Acquisition feature is available only when you activate it in the Application Configuration
mode.

< To run a quick acquisition
1. Choose Go > Quick Acquire Sample from the main menu.

The Quick Acquisition dialog box opens.

Quick Acquisition IEI

Instrument method: [ - ]

Faw filename:
Path: C:\Xealibur's E

Sample comment:
@ Manual injection ) Use autosampler
1

1

[ ok |[ Ccancel

2. Select an instrument method.
3. Type a name for the raw data file that you acquire.
4. For the path, browse to a folder where you want to write the acquired raw data file.
5. Select either the manual injection or the autosampler option:
¢ To perform manual injection, do the following:
i. Select the Manual Injection option.
ii. Click OK.
The application submits the sample to the Acquisition queue.
* To perform autosampler injection, do the following:
i. Select the Use Autosampler option.
ii. In the Vial Position box, type a vial position.
iii. In the Injection Volume box, type an injection volume.

The minimum injection volume allowed is 0.1 pL; the maximum injection
volume allowed is 5000 pL.

iv. Click OK.
The Quick Acquisition dialog box opens.

Quick Acquisition @
User name:
Acquisibon
Device MName Uze Start Device
Accels AS |:|
Start when ready Priority
SRR
| ok | | Cancel |
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v. (Optional) Select the Start Device check box to indicate the device that will initiate communication
with the other instruments.
This is usually the autosampler.

(Optional) Select the Start When Ready check box, which starts all instruments together when they are
all ready.

—.

V1.

When this is cleared, individual instruments can start at different times and then must wait for the last

instrument to be ready.

vii. (Optional) Select the Priority check box to place the sample immediately after any currently acquiring
sample.
viii. (Optional) Select a value for the Post-run System State: Unknown, On (default), Off, or Standby.

The application sets the system to this state after it acquires the last sample.
ix. Click OK.

The application submits the sample to the Acquisition queue.

Trademarks 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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