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Software Revision

This guide is valid for B.04.xx revisions of
the Agilent ChemStation Plus software,
where xx refers to minor revisions of the
software that do not affect the technical
accuracy of this guide.

Warranty

The material contained in this docu-
ment is provided “as is,” and is sub-
ject to being changed, without notice,
in future editions. Further, to the max-
imum extent permitted by applicable
law, Agilent disclaims all warranties,
either express or implied, with regard
to this manual and any information
contained herein, including but not
limited to the implied warranties of
merchantability and fitness for a par-
ticular purpose. Agilent shall not be
liable for errors or for incidental or
consequential damages in connec-
tion with the furnishing, use, or per-
formance of this document or of any
information contained herein. Should
Agilent and the user have a separate
written agreement with warranty
terms covering the material in this
document that conflict with these
terms, the warranty terms in the sep-
arate agreement shall control.

Technology Licenses

The hardware and/or software described in
this document are furnished under a license
and may be used or copied only in accor-
dance with the terms of such license.

Restricted Rights Legend

If software is for use in the performance of a
U.S. Government prime contract or subcon-
tract, Software is delivered and licensed as
“Commercial computer software” as
defined in DFAR 252.227-7014 (June 1995),
oras a “commercial item” as defined in FAR
2.101(a) or as “Restricted computer soft-
ware” as defined in FAR 52.227-19 (June
1987) or any equivalent agency regulation or
contract clause. Use, duplication or disclo-
sure of Software is subject to Agilent Tech-
nologies’ standard commercial license
terms, and non-DOD Departments and
Agencies of the U.S. Government will

receive no greater than Restricted Rights as
defined in FAR 52.227-19(c)(1-2) (June
1987). U.S. Government users will receive
no greater than Limited Rights as defined in
FAR 52.227-14 (June 1987) or DFAR
252.227-7015 (b)(2) (November 1995), as
applicable in any technical data.

Safety Notices

A CAUTION notice denotes a haz-
ard. It calls attention to an operat-
ing procedure, practice, or the like
that, if not correctly performed or
adhered to, could result in damage
to the product or loss of important
data. Do not proceed beyond a
CAUTION notice until the indicated
conditions are fully understood and
met.

A WARNING notice denotes a
hazard. It calls attention to an
operating procedure, practice, or
the like that, if not correctly per-
formed or adhered to, could result
in personal injury or death. Do not
proceed beyond a WARNING
notice until the indicated condi-
tions are fully understood and
met.
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In This Guide...

ChemStation Plus Getting Started Guide

This guide provides detailed exercises and instructions for the
workflow with your ChemStation Plus. This guide particularly
describes the new functions made available through the
integration of ChemStore into ChemStation. The guide is
organized as follows:

Introduction

This chapter introduces you to the concept of ChemStation
Plus. It visualizes and explains the workflow of the software
suite. In addition, you learn how to start and prepare the
ChemStation Plus for operation.

Setting up a sequence

In this chapter you learn how to set up and run a sequence. You
also learn how to assign a study to your sequence and how to
work with custom field data.

Finding results in ChemStation Plus

In this chapter you learn how to set up a query and retrieve
data in the ChemStore Review Client.

Reviewing results with the ChemStore Review Client

In this chapter you learn how to customize the user interface of
the ChemStore Review Client. In addition you learn how to view
and evaluate results.

Reporting results

In this chapter you learn how to obtain and filter your data and
how to report your results in the ChemStore Review Client.

Batch Reprocessing

In this chapter you learn how to select a transfer process for
batch review, how to transfer the batch to ChemStation Plus,
and how to edit the results in ChemStation Plus.
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This chapter introduces you to the concept of ChemStation Plus. It visualizes
and explains the workflow of the software suite. In addition, you learn how to
start and prepare the ChemStation Plus for operation.

Agilent Technologies 7



1

Introduction

Concept of ChemStation Plus

ChemStation Plus is an integrated networking data system (NDS).
ChemStation Plus is operating in a client/server environment as well as a
stand-alone solution. The software’s main objective is to support a laboratory
to meet the FDA’s requirement for electronic records and signatures in
regulation 21 CFR Part 11. ChemStation Plus can be purchased in several
combinations and installed with several configuration options.

ChemStation Plus reflects the workflow of a chemical laboratory from the
development of methods, to data acquisition, data processing, data storage,
data review, and reporting.

ChemStation Plus consist of a suite of programs. Each program within the
suite has specific capabilities.
ChemStation

ChemStation controls a variety of Agilent analytical instruments. ChemStation
is designed to acquire 2 and 3D chromatographic data, and to provide a
comprehensive set of software tools for qualitative and quantitative data
analysis.

ChemStore

ChemStore manages ChemStation results. Using a database, all related data
can be retrieved, reviewed and reported.

Security Pack

Security Pack provides the security and traceability functions needed for
regulatory compliance and secure record keeping.

ChemStation Plus Getting Started Guide



Introduction 1

Workflow with ChemStation Plus

ChemStation Plus reflects the workflow of a analytical laboratory.
ChemStation and ChemStore cover together the operational tasks required.
Some tasks require a higher permission level and are executed on a less
frequent base. These tasks are highlighted by the (admin) bracket.

Typical workflow

Initial set up of the ChemStation Plus.
a Set up necessary custom fields (admin)

b Create a study. A study is a folder in which the data is stored after a run.
(admin)

1 Perform the analyses and acquire data in ChemStation view Method and Run
Control.

a Setup a sequence.
b Assign a study and fill in custom field data.
¢ Run the sequence.
2 Execute a pre-defined query or set up a query in ChemStore (admin).
3 Review data in the ChemStore Review Client.
a Reject, approve, or mark runs for reprocessing.
b Create a batch file.
4 Reprocess runs in ChemStation view Data Analysis.
a Load ChemStore batch file.
b Reprocess batch file.
¢ Correct processing method.
5 Define and print reports and charts.
The following diagram visualizes this typical workflow for ChemStation Plus.
The grey colored tasks are typical ChemStore manager’s tasks, while the white
boxes represent a typical operator’s workflow. This guide makes use of a

ChemStore Chemist account who has sufficient administrative permissions to
proceed with the examples.

ChemStation Plus Getting Started Guide 9
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Introduction

Starting ChemStation Plus

Before you start

Your administrator has:
installed all the necessary software packages for ChemStation Plus.
configured instruments.

set up the database to be used as the demo database delivered with
ChemStore (ChemStoreDemo).

created studies and custom fields.

Please refer to the Installation Guide for the proper procedure.

Log on to ChemStation

1 Select Start > Program > ChemStations > Instrument 1 Offline.

ChemStore C/S: Log On

—User

M ame: Ichemist Eeath
Exit
Pazsword: I ****** 4

— Database

dema Select ... | Changs Pud |

Help

ail)

Figure 2 Log on

a Enter in the field Name chemist.
b Enter in the field Password chemist.

¢ Click on the button Log on.

ChemStation Plus Getting Started Guide
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1 Introduction

2 A message informs you, that your password has expired.

Chemstore C/5: Log On i x|
@ Your password has expired! Please specify a new password now,

Figure 3 Password expired

a Acknowledge the message by clicking OK.

3 The Change User Password dialog opens.

ChemStore C;/5: Change User Password 5[
User Name: IChemist
0ld Pazsword: I xxxxxxxx

Mew Password: I xxxxxxxx

R [
Canfirm Password: I

Figure 4 Changing password

a Enter in the field 0ld Password Chemist.

b Enter in the field New Password e.g. 12345678.

¢ Enter in the field Confirm Password e.g. 12345678.
d Click on the button OK to change your password.

4 1If the ChemStore Single Run Setup dialog opens during startup, select Part 11
demo as the default study for single runs and all new sequences. This
default selection might be changed later on.

12 ChemStation Plus Getting Started Guide



Introduction
Starting ChemStation Plus

5 The ChemStation Plus user interface opens in the view Method and Run
Control. Note the presence of the ChemStore study information and
ChemStore Lock and Review Client icon.
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Figure 5 ChemStation Plus user interface with ChemStore study information

6 To start the ChemStore Review Client hit the Review Client icon.
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Running a sequence 20

In this chapter you learn how to set up and run a sequence. You also learn how

to assign a study to your sequence and how to work with custom field data.

Agilent Technologies
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Setting up a sequence

Selecting a sequence

16

A sequence is a series of instructions that automate the analyses of samples. A
sequence can automatically inject each sample, acquire and analyze the data
according to a specific method, and print a report for each sample. A summary
report may be generated for all samples with statistics. Each sample can use a
different method, therefore different sets of instruments conditions and
evaluation parameters may apply from sample to sample.

Before you start

* Log on to the ChemStation, off-line instrument

* During the start-up select partll demo as the default study

Loading a sequence

1 Select the view Data Analysis view in ChemStation. The following example
describes the process of sequence reprocessing, rather than acquisition of
new samples. This does not require a running instrument and reduces the
time for execution. Typically, you would work in ChemStation’s Method
and Run Control view where you would execute equivalent steps.

2 Load the demo sequence DEMO_Sequence-2006-02-24-1 by double-clicking
the name under the demo node in the ChemStation Explorer.

3 Navigate to Sequence > Sequence table. The sequence table opens and the
default study gets assigned to all samples if the demo sequence was not
used before. In case of an acquisition sequence you would edit the sequence
table by adding samples to the table.

& oot vt | (14 Bty |1 b sty et | almis]
B feames guinr e Colmen Gme s ek Cwsipes fes fei o
e 1 | e R o) o (L e 4. .57 o

o o s : =
e ' - e — <
- -

p

-

g s :
D ST P " 2 - ..-.-rl.. -I.L.: =rw
§ i 1  msbeed R

[esmrren Lt " pwrtm

Figure 6 Loading a sequence in ChemStation’s Data Analysis view
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Setting up a sequence 2

Assigning a study and custom fields

1 The ChemStation sequence table allows you to specify an individual
ChemStore study per sequence line. You can only select studies that had
been assigned to you. In order to select a single study for the entire
sequence, you may use ChemStation’s Insert/Fill Down Wizard.
Processing a sequence table without a study selected is not possible.

In the current example change the study selection to Procaine Decay for
one or two sequence lines. This study has a mandatory custom field

assigned to it and you cannot close the sequence table with filling in some
custom field values.

I=

Lumertly Rurring
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R e A P T T [
i 1] dhemes
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TR ae | | G it | | Cewd | i |

Toammin a1 00 it

Figure 7 ChemStore study column in ChemStation sequence table
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2  Setting up a sequence

Assign custom fields

2 Click in the Sequence Table dialog on the button Custom Fields.

1
o pparcs ras b cudy Gt Pkl Vahaa Cabculats Pask Pertomuncs
procn dec =] | Fiktomn ||| Fsdad

Figure 8 Custom field values

a Optional: Select the option Select all in the field Calculated Peak
Performance. It will force the calculation of peak performance
parameters, even if no performance report is specified in the
ChemStation method.

b Enter the pH value for the lines 4 and 5. e.g. 7 and 6.

¢ Click on OK and close the sequence table.

Transfer settings

3 Go to menu Sequence \ Sequence Parameters

ChemsStore Sequence Transfer Settings: Instrument 1 il

¥ Transter Diata after each &nalisis

— Post Sequence Databaze Report
Template: ISampIe Summary Feport j
Drestination: I File j
File type: J<ML File [~ =]
File name: DEREPORT ML Select ... |
Path: CACHEM3ZVIADATAN

Cancel | Help |

Figure 9 Transfer settings
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Setting up a sequence

4 Click on the button Transfer Settings
a Select in the drop-down list Template > Analysis Results Report.
b Select in the drop-down list Destination > File.
¢ Select in the drop-down list File type > XML file (*htm).

If Security Pack is not installed, you can select not to transfer the data after data
acquisition.

5 Click on the button Select.

Lhembtore L' Select report location ﬂjl

ﬂ;I
Sarve fike 81 hapec
VML Fie [ enl] - =] Moo

Figure 10  Select report location

6 Click on OK.
7 Exit the dialog Transfer Settings with 0K.

8 Exit the Sequence Parameters dialog.

ChemStation Plus Getting Started Guide
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Setting up a sequence
Running a sequence

Running a sequence

20

1 Start the sequence from menu Sequence > Start Reprocessing or by
pressing hot key F6.

In case of an acquisition sequence you would follow the equivalent
procedure in the Method and Run Control view.
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Figure 11 Running an acquisition sequence in Method and Run Control View

ChemStation Plus runs the sequence according to the selected method and
stores the data in the defined studies.
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Building a query 22

In this chapter you learn how to set up a query and retrieve data in the
ChemStore Review Client.
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Finding results in ChemStation Plus

Building a query

22

A query is the means to find the results in ChemStore after the data transfer
and the data acquisition are complete in ChemStation. You can build simple
and advanced queries. With the function advanced query you have additional
search criteria available.

In this section we will search for the data transferred by the sequence that you
just ran in the previous section.

Before you start

Log on to the ChemStore Review Client.

ChemStation Plus Getting Started Guide



Finding results in ChemStation Plus 3

Creating a simple query

1 Select in the ChemStore Review Client File > Create Query > Simple.

Uuery Buslder - smple : Sequence Contaiver

Dicwardosd nr Wisw thades
1" [niy lalest veeson 1% Selnched | pant 11 demd -
i+ AN veigiond Al Saudes
Salact data catagaty Salact data em of 0 artniss
{S Database = | | Fiaw Data File Mm
+- T Sampke Digarization CACHEMIAMDATANDEMONDEMDO_SEQLIENCE -006-02-24-1
L P e CAHPCHE R A LANCHEM S TORASEE Concal
" i CAHPCHERY DA TANTHEMS TR 30474
[ Insction Dpessioe [ HPEHE B AT AAHEMS TORE 5, Heip
[= P Dats Fis Path CAHPCHER DA TANTHEMS TR S Gl -
[> Rawe Dats Fie Hame CAHPCHE R AMAT ANCHEME TORLE, e
[ tiscion Ting LAHPCHE WA DA TANIE MUY S i
sl CAHPCHEMUADATAVDEMDY il

[= lIngsction Tupe
[ Instument Mame
. [ Beg Sequence Hame |

1

Figure 12  Create query

Select search criteria

1 In the Download Runs area select All versions

2 In the View Studies area select the study part 11 demo. This step is
recommended as it shrinks down the number of selectable data items to a
convenient degree

3 Select in the field Select data category > Acquisition > Raw Data File Path

a Select in the ‘data items’ list the path name of the sequence container
used during the previous step
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Finding results in ChemStation Plus

b

The selected query condition is marked in the field Query condition.

4 You may add a 2nd sequence container name in order to generate a
cross-sequence report later on. Data items of the same data category are
combined with a logical OR statement.

5 This is a very special query you may not want to use a second time.
Nevertheless, it is recommend to save this query so can quickly create a
similar one just by editing the saved query.

Saving a query

6 Click on the button Save in the dialog Query Builder.

Saved queay Hew query name:
& Queries Eﬂeq.wnce Sonfamel
- |
i. i":"" Entrs commeni:
{‘3"'& duritied Thas & itarsdand quesy Il & Eacic fadmrce ﬂ

cunlare nane

L |
Qurry condition:
R Diatn Diaka Path EQLLALS ‘D'\DFM'.‘.?\?‘.DAT&LI

|
e i

swe | gwcd | b |

Figure 13  Save query

[— N )

o

Enter in the field New query name sequence container.
enter in the field Enter comment e.g. Is used most often.
Click on the button Save in the dialog Save query definition as.

The query is now saved and can be selected under File > Run Query >
Sequence container
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Run a query

1 To run the just created query sequence container, click on the button
Retrieve.
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Finding results in ChemStation Plus
Building a query
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Reviewing results with the ChemStore
° Review Client

Layout of the user interface 28
Editing the layout of the user interface 30

In this chapter you learn how to customize the user interface of the ChemStore
Review Client. In addition you learn how to view and evaluate results.

- Agilent Technologies
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Reviewing results with the ChemStore Review Client

Layout of the user interface

28

When you open the ChemStore Review Client for the first time no user
interface is defined and the screen shows no data. Although all data is
available, none is displayed until you define a user interface and select some
results for viewing.

main menu tabs tool bars

E|E € Sldoloi|Rel Mialf—— % =
I R i e I

4l | .
™ g [ Fapeel [ Basch -Hﬂlu' [ s | Lk | ki

e el Fif e

Figure 14  Empty user interface

The screen layout contains a main menu bar, a main tool bar, and the two tabs
Sample and Compound.

The following functions are available in the main menu:
run and edit queries

* choose the different viewing options for results

ChemStation Plus Getting Started Guide



Reviewing results with the ChemStore Review Client 4

* create charts and tables
* create and edit filters for data
* create and edit the user interface
* create, review and process a batch of runs for ChemStation
* create and edit a report
* change your password
Tool bars  The tool bar contains icons for the most often used functions of the menu. To
see the function of an icon move your cursor over the icon, a pop-up help

names the function. Please refer to page 31 in the Concept Guide of
ChemStation Plus for further information on the tool bars.

Tab Sample  Use the sample view to see each injection (sample name and injection time)
separate. This view is best for a typical sample-by-sample review workflow.

Tab Compound Use the compound view to see several compound related results in a series of
injection. For example: amount, retention time, or area. This view is best for a
compound-by-compound review on calibrated peaks.

ChemStation Plus Getting Started Guide 29



4  Reviewing results with the ChemStore Review Client

Editing the layout of the user interface

You can edit the user interface to reflect your preferences. Edit the layout
depending upon which type of results you want to view and how you want to
visualize them. You can save your preferred layout.

Before you start

1 Select and run a query for the results you want to see, e.g. the previously
defined query Sequence container

When working with the ChemStore Demo database you can load one of the
pre-defined user interface definitions:

2 Select the menu Options > Change User Interface Setting > Quality Control, or
click in the tool bar on the icon User Interface Menu and select Quality
Control. z

3 Try the following layout options.

Layout options

All the data is available for viewing. With the layout option you select which type of data
you would like to view.

30 ChemStation Plus Getting Started Guide



Reviewing results with the ChemStore Review Client

Table1  Sample tab

1

Icon

Description

E]

=
=

iE

In the Review Layout you can view:

* the sample information on the left of the screen

* the chromatograph of the result in top right half of the screen

* the selected type of results table on the bottom right half of the screen
This layout represents an equivalent to a typical single run peak table. You
would typically display data items like retention time, peak area, area%,
compound name, amount etc.

In the Table Layout you can view:

* the sample information on the left of the screen

* the selected type of results table on the right of the screen

This layout can be used to mimic the ChemStation’s sequence table or
sample lists in general. You would typically display data items like sequence
line, sample name, acquisition method, raw data file name, injection time
etc.

In the Chart Layout you can view:
* the sample information on the left of the screen
* acreated chart on the right half of the screen

ChemStation Plus Getting Started Guide
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4  Reviewing results with the ChemStore Review Client

Table2  Compound tab

Icon Description

In the Review Layout you can view:
X * the compound information on the left of the screen
= * the chromatogram and UV- or mass-spectrum of the calibrated
compound in top right half of the screen
* the selected type of results table on the bottom right half of the screen
This layout represents a compound table equivalent to a compound specific
sequence summary report. You would typically display data items like
sample name, retention time, peak area, area%, amount etc.

"3
]
[

In the Table Layout you can view:
* the compound information on the left of the screen

| * the selected type of results table on the right of the screen
This layout represents a compound table equivalent to a compound specific
sequence summary report. You would typically display summary or
regression satistics of data items like retention time, peak area, area%,
amount etc.

SE

In the Chart Layout you can view:

* the compound information on the left of the screen

* acreated chart on the right half of the screen
This layout can be used to plot various results, like amount, area, retention
time etc. against injection time, run number or other numeric results. This
results in a typical control chart or degregation plot.

32 ChemStation Plus Getting Started Guide



Reviewing results with the ChemStore Review Client 4

Selecting results for viewing

You can select from a large variety of data types to view in the results table.
1 Go to Options > Change User Interface settings > select Quality Control

2 Switch to the Sample View/Table layout by using the menu View > Sample
> Table

3 To edit the view of the result table select the menu Options > Columns >
Define..., or click on the icon table EEE}‘

@ t: r- |3 data item H-awis | Y-awiz 0k, I
=- Sample Organization 3 | Segline [ r
E Shudy Fep Ho. [m] r Cancel |
7 < | Sarnple Ol 0O
E‘@ Sample Sample Type [m] r Help |
+ Sample Name Calib Lewvel [m ]
Sample Amount Diata File ] r
I>‘- Sample Calibration Level Tiafsicitcd o O AI
5 Yersion O 0| ¥
[ Sample Dilution Latest O 0
b Sample Multiplier =
[ Sample Creation Time Expression... |
= Sample Type << I
[1-FEEH Custom Fields i Format |

Figure 15  Define data items and display format in the Define Columns screen
4 This view is ideal for displaying a sample list. Select in the tree view the
type of data you want to see, e.g. Acquisition > Sequence > Acq. Sequence line.

a Click on the arrow pointing to the right to add this data category to your
result table.

b Select other typical items like Acq. Sequence Repetition (in case of
multiple injections), Sample Type (under the Sample Organization >
Sample node), Sample Calibration level, Raw Data File (under the
Acquisition > Raw Data node), Result Transfer Timestamp (under the
Results node), Result Version, Last Reprocessed Run Flag.

5 Click on OK to add this data type to your results table.

6 Adjust the column width according to your needs before saving the user
interface settings. Note: You may edit the column header description to
your needs. Click the Format button in the Define Columns screen.
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Reviewing results with the ChemStore Review Client

Saving your defined user interface

1 Select menu Option > Save User Interface Setting....

Save user interface setting as

Saved user interface zettings: Hew user interface zetting name:
Uszer Interface Settings Inew laboratary
: - I
i e Enter comment:
=
4

Save Lancel Help

Figure 16  Save user interface setting

Enter a name in the field New user interface setting name.

[ — -]

Enter a comment (optional).

Click on Save to save the new user interface.

(1]

d You can select the new user interface now under Options > Change User
Interface Setting > new laboratory.

Now your new user interface layout can always be selected from the
. *
icon.

-

Each time you change a new user interface or you close the ChemStore Review Client, you
will be asked if you want to save the Ul settings. Once you have a good layout, you can
always say "No" to this questions.
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¢ °® ¢ Reporting workflow 36
° Create report 38

In this chapter you learn how to obtain and filter your data and how to report
your results in the ChemStore Review Client.
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Reporting results

Reporting workflow

36

Before you start

Log-on to ChemStore as chemist, refer to Chapter 1, “Introduction”.

Run a query

1 Select the query Sequence container that you have created in Chapter 4. You
can only see this query when you are logged in as user ,chemist®.

N

Click on button File > Run Query > Sequence container.

w

To run the query Sequence container, click on buttons Execute and Retrieve.

Filter data for report (optional)

4 Click on button Table layout in the main menu and select the Sample tab (or
use menu View > Sample > Table).

Salect & iniul finld sl cpicily The el condhion by chackag dals lams hnm tha nght
panal. 1w sllow dota jangss mass tha Moddy' bution.

Grited mud ekl Seiecl dala beinda|
:I::Fql: Laleri i
Trarchared —
caerh e |
Jlodet ]
s |
Tl Lerwrd
Tavple Type
LT 1Y
Digen
Fharcandion - e
i ————————
it

Figure 17  Filter definition

5 Click on button View > Create Filter in the main menu to create a filter.

6 Select the result field Latest and choose a data item 1 in the table. This will
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Reporting results 5

generate a filter for latest result versions only, in case your query was based
on all result versions.

Note: Only data items displayed in the table view are available for defining a
filter.

7 Click on button Save as to save the current filter with the name Latest
versions.

8 You can turn the current filter on or off in the menu View > Filter or by
clicking on the button | in the tool bar.

9 Previous result versions will be hidden from the result table, without the
need for re-executing the query.

With View > Filter > Complement Filter you can inverse the filter condition
for e.g. quick toggling between sample and calibration runs. The filter
condition would need to be based on the Sample Type, then.

Select report

Click on button report in the main menu.

Main menu  The following functions for reporting are available in the main menu:
* select report to choose a report from the menu
* preview a report on the screen

* print report to print the report in a file or printer
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Reporting results

Create report

Create report

38

Select report

10 Click on button Report menu, select a report from the menu or create, edit or
manage an report.

@_ R &| =

Anahycss Raults Report [[Bukt-n)]

w Cimngcnaned fusourds Raport [{bai-in)]
Ingtrument ared Ron Report [kl
Pk Datals Raport [(Rak-n)
Pristaiien Kiwodies Resprorl, [{last-in)]
Sample Summany Report [{bulk-n]
Saquencs Sumimany Report [bulk-n)]
Spsbem Subobily Susemary Roport [{bak-n)]

Figure 18

Report template selection

Print report

11 Click on button Report preview, the selected report is generated.
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Figure 19
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Report preview
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Batch Reprocessing

Creating and loading batches 40
° Manual integration 44

In this chapter you learn how to select a transfer process for batch review,
how to transfer the batch to ChemStation, and how to edit the results.

If you work in an environment that is regulated according to CFR 21 part 11,
Agilent recommends using batch review for data reprocessing. Batch review
ensures automatic and full traceability of all results.
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6 Batch Reprocessing

Creating and loading batches

Run a query

1 Select the menu File > Run Query > Part 11 demo latest versions only.

® ChemStore C/S : Laboratory Chemist / demo
Flle Wew Options Review Reportk Administration Help

Run Cruery new (+)
Create Query 3 new laboratory query (+)
Edit Query. .. methiod wvalidation [cnickel]
Manage Queries, .. Part 11 all wersions [cnickel]
v Part 11 demo lakest versions only [cnickel]

Expott... . :

procaine ph? and ph10 [cnickel]
Printer Setun. .. 35R. For Quality Control [ubober]

Figure 20  Run query

2 To run the query, click on buttons Execute and Retrieve.

3 The query is executed.
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Batch Reprocessing 6

Create batch

1 Select a sample for batch review with a right-click in the context menu. You
can select one or all samples.

® ChemStore C/S : Laboratory Chemist / demo

Filz ‘iew Opkions Review Report Administration  Help

IF'art 11 demo latest ver IND T

e B3| G %] @
|Compound|
&

Batch Processing
Approval

(33}

Rejecting

provval Pending
proveal Pending

Exclude Run

Funld  all For Batch Processing M
Al For Approsal

2 | Al For Rejecting proval Pending
RezEnll provval Pending

4 Mane For Batch Processing proveal Pending
I: Mane For &pproval proveal Pending
6 | hone For Rejecting praval Pending
(7
2

Figure 21  Select sample for Batch Processing
2 Select menu item Review > Create Batch or click on button Create Batch @

® ChemStore C/S : Laboratory Chemist / demo
File View Options | Review Reportk  Adminiskration  Help

Pending Batches. ..

Gﬂﬁ @ Approve Marked Runs. ..

Reject Marked Runs. ..

Sample | Camp

Edit Custom Fields. ..
@| E| @ Step Ehraugh runs

Time interval far stepmping throuah runs, . .

m 4 Hoaanat Plasck Ooe

Figure 22 Menu Review > Create Batch
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Batch Reprocessing

—

Sample narvs | Inecbion dsteftime

|socinhe Sad 1 &R 10 AM

| .
Ve it

" Miwe

= Mpitved

Ioociafic 51 1A/ 1M BODMAM

| RATCH W 2079 (L0000 3 25 26 P

ke pernen

W sl rewnkgy o mcuae]

Sxhat baich

Figure 23  Submit Batch
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[ Lasborarasy Cravmise

Doe | Heb

Select and move the samples with the arrows to the right table.
4 Select in the field Used Method one of the options Method or None. Select in

the drop-down-list the method you want to use to reprocess the batch

(optional).

5 If you want the batch to be reprocessed by a certain user, select the user

from the drop-down list.
Enter a comment (mandatory).
7 Click on the button Submit Batch.

8 Please switch to the ChemStation Data Analysis view.
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Batch Reprocessing 6
Creating and loading batches

9 Select menu Batch > Load Batch > ChemStore.

l;,lr--lni.luﬂm-zﬂst 2 {odflinee): Diata Analysis [Laboratory Chermist]
Gl Gequence  Graphics  [obegration  Callwation Reporl Jpeclra | fatch ChemShore  Yew Abot  Hels
Sigrus W4T L | methods L ol -y (L0 nensim [ Losdustch o JEETE

S Anfrh
S Bt A,

H—: Pravis Dabch Ranart | F;} = “ﬂ |_‘ i _._'3 _‘i
|re

Qutped, Baloly Begmt

o
SHEP CCHEMRAZION A
& snge Runs Daite Time €| CxtBerch Review patafile | Sample Name

Chemaner Seitp .
Tranal e Dats Lo Dt sles

A Hd DARDGIM 200 7-11-20 10-. ..
#H DRLGIM 200 7-11-20 10-. ..
#Hd DEma 1

Figure 24  Load batch

10 The batches that are assigned to the current logged in user (or to all users)
are displayed.

Load Uatch from Lhenstore database "UhemStoreDenso': Instnsment 2 :
Gelect Batch
Cimalion Teen Lreali Cumanril
VAR 1 553]Lobouminy v [ o g
i =] 2
Losd Balch.. e | bee |

Figure 25  Selected Batch in database

11 Select a batch.
12 Click on button Load Batch.

13 The batch is ready for reprocessing and editing.

Please refer to the manual Security Pack User Guide and the Understanding Your
ChemStation manual for more information on batch reprocessing.
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6 Batch Reprocessing
Manual integration

Manual integration

Peak integration

In batch review all functions of the data analysis view work the same as
without batch review. In batch review, all data files selected for this batch are
listed in the lower half of the screen and can easily be selected. Manual
integration events can easily be made and stored with each individual
chromatogram, as will be shown in this section.

Note: The ChemStation explorer panel and the sample navigation table are
hidden while batch mode is activated. Chromatograms can only be loaded
through the batch table.

[
b_—mm
|

Figure 26  Chromatogram and batch table for sample selection
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Batch Reprocessing
Manual integration

1 Zoom the y-axis to magnify the baseline position where you want to
manually draw a baseline.

_ Bphaml
o Tambanyl

Fatbglp ik gliS
TaaRtaa

| 1
| ll'd___-x___ _____ J I\___HJ\'\,__E__.,

|t

Figure 27  Magnified baseline area

2 Click the manual Draw baseline button or select menu Integration > Draw
Baseline.
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3 Draw manually a baseline for the peak you want to integrate.
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Figure 28  Draw Baseline
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Figure 29  Manually drawn baseline

Pathoyp At aate
LRI
e
e ngphnsy
s

ChemStation Plus Getting Started Guide

45



6

46

Batch Reprocessing

4 To store the manual baseline, just select the next sample.

B [

\i) Resuits haye been modéied n datafie DDMODADN D1, New results vl be stored in Chesitare

Figure 30  Message ..modified results”

5 Click on 0K to save the modified results.

The window Comment for Batch Processing opens. It is mandatory to enter a
comment stating the reason for the modification.

CleerStore CF% Commvent for Balch Processing (Run #1)

~ Prodelinsl cuomments
[ Bazelne settings changed I Baseline diawn manually
[ Peakwidth parameter changed I Peak debeted
[~ Slape sensitivity changed I Recalibrated
[~ fuwa vject changed ™ Tangunl zkim zal
User comment
rnmmeznt 1

T

Figure 31  Comment Draw Baseline

6 Enter a comment or select a pre-defined comment.
7 Click on button 0K.

If Security Pack is installed, the changes in the marked run are saved automatically in the
ChemStore database. The button Save Changes next to the Start button is inactive. Is
Security Pack not installed, the button Save Changes is active and the user has to manually
save the made changes.
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Update calibration

Batch Reprocessing

In batch review, the calibration curve is created using all standards from the
batch. Further details on calibration in batch review can be found in the

sunderstanding Your ChemStation“ manual.

1 Select menu Batch > Update Calibration.

2 The program re-calculates the calibration curve by equally weighting all

calibration runs.

Before reprocessing the batch

1 Check all runs for valid data.

2 The default of the waiting time between runs is 10 seconds. Select menu
Batch > Options to change the waiting time between the runs.

Feocesting Inmm.m] Cument Aun | Biepost Takle | Report Opsions |
~ [Dueing pocessng of & nn the: folowing sinps will be sanculed
B | [rheratioe

[T Prirt indiidusl sepont for esch iun 81 ipecified in
= Balch Mal
£ Balch]

Thear iz a i grcond paues bebunnn pocessing of nns.

~ Sigral Diispllay -
W Freeze & dsis I anange i apecified in the loaded
batch methd, the freezs selting:
[ Freesn v fuis have no sllecl

IS

Figure 32 Menu Options for Batch Review

3 Change the pause from 10 to 0 seconds and click on button 0K.
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6 Batch Reprocessing

Reprocess the batch

4 Click on button Start Taag, to reprocess the batch with the new calibration.

The program starts to reprocess the runs automatically. The results are
transferred and stored to ChemStore with the new calibration.

5 Select the menu Batch > Exit Batch Review to exit the batch.
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