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Walk-Up Workspace in Version 2.0
of the MPX"" Driver Software 1

The Walk-Up workspace in the MPX™ driver software contains the following panes, each providing the user with
different access points to MPX™ driver software functionality and information related to the system:

e Submitted Batches pane. Refer to Submitted Batches on page 5.

e Samples in Batch pane. Refer to Samples in Batch on page 6.

e Sample Execution History pane. Refer to Sample Execution History on page 7.
e Instrument status pane. Refer to Instrument Status on page 8.

¢ Notification Messages dialog. Refer to Notification Messages Dialog on page 8.

Note: The & icon that is used to open the Notification Messages dialog is only accessible if messages or
warnings were generated during the sample run.

The Walk-Up workspace in the MPX™ driver software enables the user to submit batches, modify batch order,
and delgte selected samples or batches through the MPX™ driver software. The user does not have to use the
Analyst " software to perform these actions.

Refer to:
e Submit a Batch in the Walk-Up Workspace on page 17.
e Change the Batch Order on page 6.

Carryover Detection Tutorial MPX™ Driver Software
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Walk-Up Workspace in Version 2.0 of the MPX™ Driver Software

Figure 1-1 Walk-Up Workspace
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Submitted Batches

The Submitted Batches pane contains a list of all of the batches that have been submitted. The pane contains one
row for each batch submitted, providing the user with information related to the status of the batch, the submission
order, the approximate batch start and finish times, the name of the batch, the batch owner, the number of samples
contained in the batch, and so on.

Figure 1-2 Submitted Batches Pane
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Walk-Up Workspace in Version 2.0 of the MPX™ Driver Software

Change the Batch Order

The order of the batches can be changed according to user needs.

Note: Only batches that have not been submitted to the Analyst” software queue can be moved up and down
or deleted in the MPX™ driver software Walk-Up workspace.

1. In the Submitted Batches pane, select the appropriate batch.

2. Do one of the following:

To move the selected batch and all of the subsequent batches to the top of the list, click the £ icon.
e To move the selected batch up in the list, one row at a time, click the £ icon.

¢ To move the selected batch down in the list, one row at a time, click the EX icon.

e To delete the selected batch from the list, click the £ icon.

¢ To delete the selected batch and all of the subsequent batches from the list, click the & icon.

Status

The Status column shows a series of icons indicating the batch status:

Icon Description

All of the samples in the batch have completed successfully, but at least one sample has
a warning message.

The batch is in progress.

The batch has been submitted, but is waiting to begin.
' The batch has completed successfully, but at least one sample has failed.
v All of the samples in the batch have completed successfully, with no warning message.

At least one sample in the batch has failed.

Samples in Batch

The Samples in Batch pane contains a list of all of the samples within a batch. The Samples in Batch pane contains
one row for each sample in the selected batch, providing the user with information related to the status of the
sample, the submission order, the approximate sample start and finish times, the name of the sample, the assigned

Carryover Detection Tutorial MPX™ Driver Software
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Walk-Up Workspace in Version 2.0 of the MPX™ Driver Software

and submission stream, the barcode of the sample, the plate position, and so on. Any RTD? Carryover Detection
messages related to the sample are shown in the Message column.

Figure 1-3 Samples in Batch
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Status

The Status column shows a series of icons indicating the sample status:

Icon Description

The sample is in progress.

The sample is waiting.

The sample has completed successfully, but contains a warning message.

v The sample has completed successfully.

The sample has failed.

Sample Execution History

The Sample Execution History pane contains a complete list of all of the injected samples, Blank sample re-injections,
and carryover sample re-injections. The Sample Execution History pane contains one row for each submitted
sample, providing the user with information related to the status of the sample, the submission order, the
approximate sample start and finish times, the name of the sample, the associated stream number, the plate and
vial positions, and so on. Any RTD? Carryover Detection messages related to the sample are shown in the Message

column.

MPX™ Driver Software Carryover Detection Tutorial
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Walk-Up Workspace in Version 2.0 of the MPX™ Driver Software

Figure 1-4 Sample Execution History
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Instrument Status

The instrument status panel is shown at the bottom of all of the MPX™ driver software workspaces. The status
panel provides a visual status of the mass spectrometer, LC stream 1, and LC stream 2.

Figure 1-5 Instrument Status Panel

Mass Spec LC Stream 1 LC Stream 2
Standby Standby Standby

Table 1-1 Status lcons

Icon Description
o Ready
Standby
o Fault

Notification Messages Dialog

The Notification Messages dialog contains a list of all important messages and warnings generated during the
sample run. The messages identify issues with the MPX™-2 High Throughput System. Users can acknowledge and
clear these messages, as required.

Carryover Detection Tutorial MPX™ Driver Software
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Walk-Up Workspace in Version 2.0 of the MPX™ Driver Software

1. To access the Notification Messages dialog, click the & icon in the bottom-right corner of the Walk-Up
workspace.

Figure 1-6 Notifications Messages Dialog
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2. To delete the messages, do one of the following:

¢ To delete an individual message, click the ® icon that is shown at the right of the message.

e To delete all of the messages, click Clear All at the bottom of the Notification Messages dialog.

MPX™ Driver Software Carryover Detection Tutorial
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Carryover Detection 2

The Real Time Data Dependent Decision (RTD ) Carryover Detection feature enables the user to set a series of Low
and High concentration thresholds for various analytes. When the Carryover Detection option is selected, the RTD?
logic improves sample throughput by minimizing the number of sample re-injections that need to be performed
due to sample stream contamination or suspected carryover.

Carryover Detection is designed for high throughput analytical workflows using the same analytical methods on
Stream 1 and Stream 2.

After a series of Low and High thresholds have been set in the MPX™ driver software, the RTD? can flag:

¢ Unknown sample concentration level that exceeds a specified High limit value or a specified Region Height
value.

¢ Blank sample concentration level that exceeds a specified Low limit value.

When an Unknown sample concentration level is below the specified High limit value, the next sample is injected.
When an Unknown sample concentration level exceeds the specified High limit value, a Blank sample is automatically
injected. For systems equipped with a CTC autosampler, the Blank sample is injected on the other stream. For
systems equipped with a Shimadzu autosampler, the Blank sample is injected on the same stream.

For systems equipped with a CTC autosampler, if the Unknown sample concentration level exceeds the Lower
limit value and was preceded by a sample with a concentration level that exceeded the High limit value, then
Carryover Detection is enabled and the Unknown sample is flagged with the message Carryover was detected.
The Unknown sample is re-injected at the end of the batch.

When a Blank sample concentration level is below the specified Low limit value, the stream is considered clean
and the next sample is injected. When a Blank sample concentration level exceeds the Low limit value, the RTD?
functionality will inject up to three Blank samples, in succession. If the calculated sample concentration of the
third Blank sample still exceeds the Low limit value, then the sample stream stops injecting to prevent carryover
contamination of the other samples in the batch.

Because there are small differences in response between the two streams, Carryover Detection does not provide
an absolute quantitation value, but rather a rough concentration guide that is useful for flagging suspect samples.
For final anaIytlcaI quantitation and reportlng, we recommend that the entire data file be processed using either
the MultiQuant™ software or the Analyst software to confirm the findings.

Requirements

Carryover Detection can only be performed in the Walk-Up workspace of the MPX™ 2.0 driver software.

The Carryover Detection function requires the following components:

Carryover Detection Tutorial MPX™ Driver Software
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Carryover Detection

An MPX™ driver software acquisition method (stream 1 or stream 2 only). The method must®include an Analyte
ID for each MRM transition. Refer to Create the MS Component of a Method in the MPX™" driver software
Help.

T™®

An Analyst® software quantitation method. Refer to Create the LC Component of a Method in the MPX
driver software Help.

A sample batch created using the Analyst® software, with a single sample set containing the sample name,
location, sample type, and the concentration values for calibration samples. Refer to Create a Batch on page
13.

A MultiQuant™ software, version 3.0.2 or later, quantitation method. Refer to Create a Carryover Detection
Compatible MultiQuant™ Software Quantitation Method on page 15. The same MultiQuant™ software method
must be used for both stream 1 and stream 2.

Note: Version 3.0.2 of the MultiQuant™ software is only compatible with the 64-bit version of the Microsoft
Windows 7 operating system. Version 3.0.3 of the MultiQuant™ software is compatible with the 64-bit version
of both the Microsoft Windows 7 and the Windows 10 operating systems.

e The Carryover Detection check box must be selected on the Submit Batch dialog. This check box is only
available for selection if all of the above criteria is met.

Carryover Detection Messages

Table 2-1 Messages

Message

Description

Above upper concentration limit was detected

The concentration level of an Unknown sample exceeds
the specified High limit value.

Above region height threshold was detected

The concentration level of an Unknown sample exceeds
the specified Region Height value.

Above lower concentration limit was detected

The concentration level of a Blank sample exceeds the
specified Low limit value.

Carryover was detected

The concentration level of an Unknown sample exceeds
the specified Low limit value and was preceded by a
sample that exceeded the specified High Limit value.

MPX™ Driver Software
RUO-IDV-05-6901-A
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Carryover Detection

Figure 2-1 Example Messages
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Create a Batch 3

Refer to Requirements on page 10 for a list of criteria that must be met for Carryover Detection to function as
expected.

Note: For the Carryover Detection feature to be available in the MPX™ driver software, the batch must be set
up as follows:

o At least one calibrator sample must be identified as a Standard.

Note: If multiple Standard samples are used, then the same Sample Name can be used for each Standard
sample. However, the Vial Position for each sample must be unique.

e At least one negative control sample must be identified as a Blank.

Note: If multiple Blank samples are used, then the same Sample Name can be used for each Blank sample.
However, the Vial Position for each sample must be unique. The RTD? (Real Time Data Dependent Decision)
feature uses the most recent Blank sample which does not exceed the low concentration limit set by the
user. Refer to Define Carryover Detection Limit Values on page 21.

e The Standard samples must precede the Blank samples in the batch.

e Samples that are to be evaluated by the Carryover Detection feature must be identified as Unknown.

Note: If multiple Unknown samples are used, then the same Sample Name can be used for each Unknown
sample. However, the Vial Position for each sample must be unique.

e Samples identified as Solvent, Double Blank, or QC can be inserted anywhere in the batch These sample
types are ignored by the Carryover Detection feature and are not processed by the RTD? method.

1. Inthe Analyst~ software, make sure that the correct project folder is selected.
2. Click File > New.

The New dialog opens.
3. Click Acquisition Batch and then click OK.

The Batch Editor window opens.
4. On the Sample tab, in the Set field, type a name for the set and then click Add Set.
5. Click Add Samples.

MPX™ Driver Software Carryover Detection Tutorial
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Create a Batch

The Add Samples dialog opens.
6. Type the number of samples for the set in the Number field and then click OK.

The Add Samples dialog closes.
7. In the Acquisition field, select the acquisition method for the set.
8. In the Quantitation field, select the quantitation method for the set.

9. In the samples table, type the Sample Name, Vial Position, and Data File for each sample in the batch.

Note: The information provided in Figure 3-1 is for information purposes only.

Figure 3-1 Create Batch—Sample Tab

Sample | Locations | Quantitation | Submi |

Select Method for Sample Set

Quantitation
Set:  Stream 1 - Triazine MPX Stream 1 * | | Guick Quant
—— | Acquisition
Add Set Bemove Set ; o
[IUse as Tempiste [ MPpX Triazine Stream 1 =] [Methgd Editor]
S e [ Use Mutiple Methads
Bateh Script: Select Script
Rack Plate Vial " Inj.Volume
Sample Name Rack Code| o .. . |PlateCode| oo .o o Position Data File (1)
1 Wash 3 Drawer 1 2n V54 3 1 Jan 108 Stream 1 tesfiS1 5.000
2 Cal 10 3 Drawer 1 2: V54 3 2 Jan 108 Stream 1 tesfiS1 5.000
3 Cal1 3 Drawer 1 2: V54 3 3 Jan 108 Stream 1 tesfiS1 5.000
4 Cal 0.1 3 Drawer 1 Zn V54 3 4 Jan 108 Stream 1 tesfiS1 5.000
5 Blank A 3 Drawver 1 2 WTE4 3 s Jan 10B Stream 1 tesfiS1 5.000
] High sample A 3 Drawer 1 2w WTS4 3 ] Jan 10B Stream 1 tesfiS1 5.000
T Carryover samphe & 3 Drawer 1 2 WTS54 3 T Jan 10B Stream 1 tesfiS1 5.000
8 Wid sample B 3 Drawer 1 2 WTE4 3 & Jan 10B Stream 1 tesfiS1 5.000
2 No carryover sample B 3 Drawer 1 2 WTS4 3 9 Jan 10B Stream 1 tesfiS1 5.000
10 Blank B 3 Drawer 1 2 WTE4 3 10 Jan 10B Stream 1 tesfiS1 5.000

10. Click the Quantitation tab.
11. Type the appropriate Quant Type information for each sample in the batch.

Note: If multiple Standard, Blank, or Unknown samples are used, then the same Sample Name can be used
for each sample but the Vial Position for each sample should be unique.

Carryover Detection Tutorial MPX™ Driver Software
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Create a Batch

Figure 3-2 Create Batch—Quantitation Tab

| Sample [ Locauonsi Quantitation | Subm

Set
| Stream 1 v| Quant Method:  Triazine MPX Stream1.qmf
Sample Name Quant Type | Atrazine_d| Ametryni I Ametryn2 I Atrazine1 | Atrazine2
1 Wash Solvent 0.000000 0.000000 | 0.000000 0.000000 0.000000
2 Cal 10 Standard | 1.000000 10.000000 | 10.000000 | 10.000000 | 10.000000
3 Cal1 |Standard 1.000000 1.000000 | 1.000000 1.000000 1.000000
L Cal 0.1 | Standara 1.000000 0.100000 | 0.100000 0.100000 0.100000
5 Blank A Blank 1.000000 0.000000 | 0.000000 | 0.000000 0.000000
6 High sample A Unknown 1.000000 0.000000 0.000000 0.000000 0.000000
7 Carryover sample A Unknown 1.000000 0.000000 0.000000 0.000000 0.000000
8 Wid sample B Unknown 1.000000 0.000000 | 0.000000 0.000000 0.000000
9 No carryover sample B Unknown 1.000000 0.000000 | 0.000000 | 0.000000 0.000000
10 Blank B Blank 1.000000 0.000000 | 0.000000 0.000000 0.000000

12. Click File > Save.

The Save Acquisition Batch dialog opens.

13. Type a File name for the batch and then click Save.

Create a Carryover Detection Compatible
MultiQuant™ Software Quantitation Method

The quality of the quantitation method used determines how effectively carryover can be detected. Because the
Carryover Detection functionality generates a concentration value for each Unknown and Blank sample, it is
important that the concentration be as accurate and reliable as possible so that the appropriate flags can be
generated by RTD?.

1. If the MultiQuant™ software is not open, then double-click MultiQuant under Companion Software
on the Navigation bar of the Analyst  software.

Tip! When using the RTD? Carryover Detection feature, use the SignalFinder™ algorithm. This algorithm
provides a wider linear dynamic range and more accurate quantitation results. In the MultiQuant™ software,
click Edit > Project Integration Defaults and then select SignalFinder1 from the Integration Algorithm list.

2. In the MultiQuant™ software, click File > New Quantitation Method.

3. Select the appropriate Sample file from the list provided and then click OK.

If the required Sample file is not shown, then browse to the appropriate folder and select the file.

MPX™ Driver Software Carryover Detection Tutorial
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Create a Batch

4. On the Components tab, select the check box beside the internal standard, if applicable.
5. Select the Group ID and the IS name from the list provided.
6. Verify the Q1/Q3 Transition from the list provided and modify, if required.

Figure 3-3 Components Tab

Components l Integration & Regression | Qutlier Settings ]

Experiment |MRM (15 transitions) =]
Row | IS | Name | Group IS Name | Q1/Q3 |
P 1 ] | Ametrynl Ametryn Atrazine_d5 2282/1862

] 2 ] | Ametryn2 Ametryn Atrazine_d5 228271162

] k] ] | Atrazinel Atrazine Afrazine_db 216.1/174.2

] 4 ™ | AtrazineZ Atrazine Atrazine_db 216171042

] [ Prometon1 Frometon Atfrazine_d5 226271422

e Prometon2 Prometon Atrazine_d5 226.2/184.2

I 7 Prometrynl Frometryn Atrazine_d5 242211581

] ] Prometryn2 Prometryn Atrazine_d5 242212002

] ] ] | Propazinel Propazine Atrazine_d5 230171461

] 10 ] | Propazine2 Propazine Afrazine_db 230171882

] 1 ™ | Simazinel Simazine Atrazine_db 202171321

] 12 Simazined Simazine Atfrazine_d5 202171242

1 Terbutryn1 Terbutryn Atrazine_d5 242.1/186.1

| 14 Terbutryn2 Terbutryn Atrazine_d5 24217682

| 15 [@] | Atrazine_d5 221471792

BEFRE

7. Onthe Integration & Regression tab, type the appropriate values for the integration parameters.

Tip! For single point calibrators, type Linear Through Zero in the Fit field. If applicable, for internal standards,
type an area value that is approximately 20% to 30% of the average value for the internal standard in the
Min. Peak Height field.

8. On the Outlier Settings tab, type the appropriate values for the calculated concentration limits.

Note: For the RTD? functionality, the Lower Limit of Calculated Concentration (LLCC) and the Upper Limit
of Calculated Concentration (ULCC) fields are the most important. These values set the concentration limits
used by the RTD? Carryover Detection feature to assess the Above Lower Concentration Limit and the Above
Upper Concentration Limit flagging comments. The LLCC and ULCC values are used when a selected
MultiQuant™ software method is used for carryover detection. The default values in the Carryover Detection
pane of the Walk-Up workspace can be modified during batch submission, if required.

Carryover Detection Tutorial MPX™ Driver Software
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Create a Batch

Figure 3-4 Outlier Settings Tab

Currpunefi.a]htagmhtx‘llﬁsg‘aa&m Whﬂﬁml
W Accuracy for Standards W Accuracy for QCs
Mazx. Accuracy Tolerance for LLOQ (lowest Std): % Max. Accuracy Tolerance for QC: 20 %
Mazx. Accuracy Tolerance for Stds except LLOG: 15 %
¥ lon Ratio ¥ Calculated Concentration
lon Ratio Lower Limit of Upper Limit of
Componcat IS Group Tolerance (%) Calculated Concentration | Calculated Concentration
b | Emeiryni T Emetyn i3 7 i
Ametryn2 ] | Ametryn 20 0.05 5
| Atrazinel [ | Atrazine 0.05 L]
Atrazing? (] Ltrazine 20 0.05 25
Prometon1 [} Prometon 0.05 i)
| Prometon2 [ | Prometon 20 0.05 25
Prometryn1 (] Prometryn 0.05 25
| Prometryn2 ] Prometryn 20 0.05 25
Propazinel [l Propazine 0.05 5
Propazine2 [} Propazine 20 005 ]
| Simazinel 0 Simazine 0.05 5
Simazined [} Simazine 20 0.05 5
| Terbutrynl [ | Terbutryn 0.05 25
Terbutryn2 (] Tesbutryn 20 0.05 25
Atrazine_d5 I

Submit a Batch in the Walk-Up Workspace

1. In the MPX™ driver software, in the Workspace pane, click Walk-Up.

The Walk-Up workspace opens.

MPX™ Driver Software
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Figure 3-5 Walk-Up Workspace
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2. In the Walk-Up section, click Submit Batch.

The Submit Batch dialog opens.

1 Stream 2

Carryover Detection Tutorial

18 /23

MPX™ Driver Software
RUO-IDV-05-6901-A



Create a Batch

Figure 3-6 Submit Batch Dialog
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3. Make sure that the correct Project is shown and then select the appropriate batch from the list provided.

Note: If the batch does not meet the Carryover Detection criteria, then the batch can still be submitted but
the Carryover Detection feature will not be invoked. Refer to Requirements on page 10.

Figure 3-7 Submit Batch Dialog—Regular Batch
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Note: If the batch meets the criteria for the Carryover Detection feature, then the Carryover Detection
check box is automatically selected and a list of available MultiQuant™ software gmethods is shown.

4. Select the appropriate gmethod from the list provided.

A list of defined limit values that are associated with the selected method is shown. Refer to Define Carryover
Detection Limit Values on page 21.

Figure 3-8 Submit Batch Dialog—Carryover Detection Batch
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Note: All of the transitions contained in the MultiQuant™ software method are listed. The Low, High, and
Region Height values can be modified, if required. Refer to Define Carryover Detection Limit Values on page
21. If the method is being used for the first time, then the original values are shown. If the method has been
used in a previous submission, then the values that were used for the previous submission are shown.

5. After all of the required changes have been made, click Submit.

The batch is shown in the Submitted Batches pane of the Walk-Up workspace. Any RTD? Carryover Detection
messages related to the sample are shown in the Messages column.

Carryover Detection Tutorial MPX™ Driver Software
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Figure 3-9 Samples in Batch
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Note: The data (wiff) file that is generated will contain all of the samples in the submitted batch, including
any re-injected Blank samples and any re-injected carryover flagged samples.

Define Carryover Detection Limit Values

Notes:
¢ The Carryover Detection limit values must be defined during batch submission in the Walk-Up workspace.

e Although the MultiQuant™ software allows a maximum of 26 digits in each of the Lower Limit Calculated
Concentration and Upper Limit Calculated Concentration fields, a maximum of 7 digits is allowed in the
Carryover Detection Limit values table.

e Commas (,) are not supported as decimal separators. If a comma is used, then the MPX™ driver software
ignores the comma and interprets the value as an integer. For example, if 5,01 is typed, then the software
interprets this value as 501.

1. Make sure that the Use check box is selected for each analyte to be evaluated by the Real Time Data Dependent
Decision (RTD3) feature.

Note: By default, the Use check box is selected for all analytes. Users can clear the check box, if required.

However, if the Use check box is not selected, then the corresponding analyte will not be evaluated by the

RTD’ carryover detection function. The Use check box cannot be selected for analytes that have been identified
as internal standards in the quantitation method (qmethod) file.

MPX™ Driver Software Carryover Detection Tutorial
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Figure 3-10 Use Check Box
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2. Set the detection limit values using the guidelines provided. Refer to Table 3-1.

Table 3-1 Detection Limit Value Guidelines

Field Description

Name The name of the analyte, as defined in the quantitation method (qmethod) file. This
field is automatically populated and cannot be modified.

Low The lower limit of the calculated concentration used by the RTD? Carryover Detection
function for the evaluation of Blank samples.

e The Low value is mandatory.

e The Low value can be modified.

e The Low value cannot be less than or equal to zero.

e The Low value can contain a maximum of five decimal places and seven digits.
e The Low value must be between 0.00001 and 9999999.

e The Low value must be less than the High value.

Carryover Detection Tutorial MPX™ Driver Software
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Table 3-1 Detection Limit Value Guidelines (continued)

Field

Description

High

The upper limit of the calculated concentration used by the RTD? Carryover Detection
function for the evaluation of Unknown samples.

The High value can be modified.

The High value cannot be less than or equal to zero.

The High value can contain a maximum of five decimal places and seven digits.
The High value must be between 0.00001 and 9999999.

The High value must be greater than the Low value.

If the corresponding Region Height value is provided, then the High value can be
left blank.

Region Height

An upper limit defined in counts per second (cps) either alone or in conjunction with
the High value.

The Region Height window is equivalent to 1.5 times the normal Retention Time
window used for the quantitation method (gmethod) analyte integration.

The format is scientific notation only, with a maximum of two decimal places and
a maximum exponent value of seven.

Acceptable formats include values such as: 1e7, 1.0e7, and 9.99e6.

MPX™ Driver Software
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