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Chapter 1
Using this Manual

1.1 Introduction

This Operating Manual provides a basic operating overview and Tutorial for the
INFICON EZ IQ data system

This manual is designed to instruct new users on the acquisition of data and
processing of results.

1.2 How to Contact INFICON

Worldwide support information regarding:

+ Technical Support, to contact an applications engineer with questions
regarding INFICON products and applications, or

+ Sales and Customer Service, to contact the INFICON Sales office, or
+ Repair Service, to contact the INFICON Service Center

is available at www.inficon.com.

If you are experiencing a problem with your instrument or software, please have
the following information readily available before contacting INFICON:

*

the serial number for the instrument,

*

a description of the problem,

+ an explanation of any corrective action that was already attempted,

*

and the exact wording of any error messages that may have been received.
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Chapter 2
Instrument Wizard

Each time an instrument application is initiated (by double-clicking the instrument
icon from the Main window), an Instrument Wizard will appear. This wizard is
designed to direct the user through the basic functions of the instrument window.

See Figure 2-1.

Figure 2-1 Instrument Wizard

Instrument Wizard - Generic ] ll

Create or modify & method Help |

Create a sequence
Fiun one sample

Fun a sequence if samples

givin

¥ Shaw at instrument startup

Table 2-1 Instrument Wizard Parameters

Create or modify a method

The Method Wizard steps the user through
creating or modifying a method.

Create a sequence

The Sequence Wizard steps the user
through creation of an acquisition or
reprocessing sequence.

Run one sample

This button opens a window to use a stored
method to run a single sample.

Run sequence of samples

The Run Sequence window starts data
acquisition using a stored sequence.

Show at instrument startup

If this box is selected, the Instrument Wizard
will appear each time this instrument is
started.
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2.1 Offline Instrument Wizard

To use an instrument offline, open the EZ IQ Offline program. The Instrument
Wizard will display the buttons shown in Figure 2-2 for creating methods,
sequences, or processing a stored sequence.

Figure 2-2 Instrument Wizard Offline

Instrument Wizard - Generic ﬂ

Create o modify a method Help |

I
Create asequence

% Frocess a Fequence

¥ Show at instrumert startup
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Chapter 3
Navigation Pane

IPN 074-538-P1A

A Navigation pane is displayed at the left side of the instrument window. See
Figure 3-1. The Navigation pane enables the user to quickly switch between the
major functions of the instrument window. A functional area can also be accessed
by clicking on one of the function bars located at the bottom of the Navigation
pane.

Figure 3-1 Navigation Pane
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To turn the Navigation pane on

Click View >> Navigation pane.

To turn the Navigation pane off

Click the x button at the top-right of the Navigation pane.

To "park" the Navigation pane

The Navigation pane can be "parked" at the left of the Instrument window to
provide additional work space.

Once the Navigation pane is parked, it can be viewed again by moving the
pointer over the Navigation tab. The Navigation pane will disappear when the
mouse is moved back into the work space.

To "park" the Navigation pane, click the push-pin button at the top of the

Navigation pane.

The Navigation pane of the instrument window gives single-click access to
method, sequence, report, control, and viewing options. The navigation function
bars at the bottom of the navigation pane open command trees that give access to
commands that are also available from the menu bar of the instrument window.
These commands are explained in Table 3-1.

Table 3-1 Navigation Pane Parameters

Navigation Function Bar

Displays

Method Method commands, Data manual integration fixes, and
Tiled Display to display current data tiled with selected
Integration or Calibration (Peak Table) information.

Sequence Edit.

Reports Reports, Report template properties.

Control Instrument Setup, Run Queue, Instrument Status.

Views Data Display options. Manual Integration Fixes, Baseline

Check Status.

IPN 074-538-P1A
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Chapter 4
Program Architecture and Data Structure

4.1 About Method Files

A method is used to acquire and/or reprocess a data file. A method contains
instructions for data acquisition (run time, sampling rate, etc.), integration,
calibration and peak information, reports, as well as optional functions such as data
export and user programs. Each method is capable of acquiring multiple
independent channels of data from a single chromatograph. Each channel can
have its own complete independent parameters, including sampling rate, run time,
integration events, external events, calibration, and reporting.

Although the method file is a separate file, the information contained in the method
is saved in the raw data file at time of acquisition. This way, the original method can
be reproduced, even if the method file was subsequently modified.

4.2 About Data File Structure

A data file is created whenever a sample is acquired, or when a data file is saved,
using Save As 32-bit.... The data file contains the following information:

File Information Header. Contains information such as the date and time of
acquisition.

Complete method parameters used to acquire and process the data (this is
the "original” method saved only when the data is acquired). Because multiple
channels of data can be simultaneously acquired on a given chromatogram, the
method section may contain complete parameters for more than one channel.

Raw data points for the run saved. Multiple chromatograms may be presentin a
single data file, each of which represents a detector channel acquired for the run.
The raw data points are saved in binary format.

Results. The original integration results are saved in the file and can be recalled
later when the file is opened. In addition, the most recent analysis results and
method are also saved in the data file and updated whenever analysis occurs. The
Sample ID for the results is also saved, as are manual integration fixes.

File Description. If a description was entered for the file, this text information is
stored with the file, and can be viewed under the Data File Properties or from the
Open Data File window.

Instrument Configuration. The configuration of the instrument used to acquire
the data file is saved.
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Data File Audit Trail. An audit trail log is always saved in the data file that tracks
analysis of the data.

Data files are saved using the filename and extension specified when initiating the
data acquisition. The limit on filename length is 255 characters, including path.

IPN 074-538-P1A
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Chapter 5
Opening and Saving Files

5.1 Open Data Files

The Open File icon E’ on the command toolbar will open the Open File menu.

Whenever a file is opened using the data system, an Open data file window is
displayed that allows opening the file and specifying parameters for searching, as
well as previewing, file contents. See Figure 5-1.

The Open data file window provides options for how to open and search for files.
The list of files of the type selected (Files of type) are shown. The files can be
viewed as a list and their details can be shown by clicking the appropriate icon at
the top of the window. In addition, the chromatogram in a data file can be previewed
by selecting the Preview Chromatogram icon, or the file description can be
viewed by clicking the Description icon. The * wildcard character can be used to
view a list of certain file types. Files are stored in the current project folder. A folder
bar is included in the window to facilitate navigation.

Figure 5-1 Open Data File Window

Look in: |...h| Data j - cF B2~ | ’ﬁ Channel & 'l
|o8] k1 . dlat |e#] Open |
e it il 0.10
|8] rnulti calibration level 1.dat @ pdz
[3#] multi calibration level 2.dat (=] pdz Eancel |
@multi calibration level 3.dat Elpde é 0.051
raulti calibration level 4.dat @ pdz
[3#] multi calibration level S.dat ] pdz 0.004 Help |
00 25 50 75
K= 1| Min
File: riame: IrnuIH ralibratin el B dat
Files af type: I.t’-‘-.II Files [*7] j
Find files that match these crtena:
Sample ID: I j Created Ian_l,J time: j Find Mow |
Analyst: | j Maodified: |an_|,.| tirme j Mew Search |
Optiong
tethod: IEIriginaI £ Bquizition j
Results:  fgystem [5/6/2002 11:10:13 AM) L]
|Search results 4
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5.1.1 Open Data File Options

The Options region allows loading additional information at the time the data file
is opened.

5.1.1.1 Method

If Current is selected, the current method will not change when the data file is
opened. When one of the other Method options is selected, the method selected
will be loaded at the time the data file is opened. From Results loads the method
used to create the selected results. Original/Acquisition loads the method used
for the original acquisition of the data file. This method will replace the current
active method.

5.1.1.2 Results

When one of the Results options is selected, the data file will be opened along with
the selected results. When a data file is opened with results, the integration and
baselines that generated those results will be displayed automatically when the
chromatogram is drawn on the window. If Most Recent is selected, the data file will
be opened with the results from the last time the chromatogram was analyzed.

5.1.1.3 Searching for Data Files

There are options that allow display of only files of interest. Using Find files that
match these criteria, files containing certain information can be searched. All or
part of a Sample ID can be specified. Files may be searched by designated
Analyst, by specific acquisition time frame such as Yesterday, Last 7 Days,
Today. Files may also be searched by specific modification time frame. These
criteria can be used one at a time or combined.

Wildcards can be included as part of the file name searching. To perform a search,
fill in the field of interest for the Files of type to search, then click Find Now. For
example, by entering Test* in the Sample ID field and clicking Find Now, all the

files where the Sample ID is Test followed by anything will be displayed. Click the
New Search button to clear the search settings and use new criteria for searching.

NOTE: When using the Search feature, make sure the Windows Hide File
Extensions for Known File Types option is turned OFF. To turn this off,
click My Computer >> Tools >> Folder Options... and click the View tab.

IPN 074-538-P1A
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5.2 Open Method and Sequence Files

To open a method or sequence file,
1 From the File menu, click Method or Sequence, followed by Open.

2 Open Method File and Open Sequence File windows are identical. Files are
stored in the current project folder. A drop-down menu is included in the window
to facilitate navigation. See Figure 5-2.

Figure 5-2 Open Method File Window

Open Method File EE
Loak in: i'f_j Methods ;! ﬁ{l EEE? = !
iﬁl multilesvel calibration. met Open I
Eig]GE.mel Corel
!;—l Test.met —!d”w
[=8] WVOC. met
Help l
File name:  |QC.met
Files of type: [ Method fles [ met] =]
Find files that match these criteria:
Teut in Desc: IEIrganics ;I Created: |yesterda_u _'_I Firnd Moy I
Analpst: |SmitH :] Madified: |any time _'_J Mew Search I
{Search results

5.2.1 Searching for Method and Sequence Files

The criteria used to search for specific method and sequence files includes the
selection of specific text found in the file description (Text in Desc.), Analyst
name, and date Created or last Modified.

NOTE: When using the Search feature, make sure the Windows Hide File
Extensions for Known File Types option is turned OFF. To turn this off,
click My Computer >> Tools >> Folder Options... and click the View tab.
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5.2.1.1 Save Data Files

To save a data file,
1 Click File >> Data >> Save as 32-bit....

2 A Save data file as window opens to allow the user to browse to a location and
the the filename to be used to save the file. See Figure 5-3.

This command will save the current data file along with the current method in a
single file. This command is only enabled when the current data file is not in 32-bit
EZ 1Q data format (such as 16-bit or converted files). In order to comply with good
laboratory practices, the Save as 32-bit...command does not allow using same
name as an existing data file, unless the file is located in a public directory. A public
folder is a folder where the path contains the term public. Data files in all other data
system folders are protected from being overwritten and are stored within the
current project folder. A drop-down menu is included in the window to facilitate
navigation.

Figure 5-3 Save Data File As Window

Save data file as
Save in: ] — Data LJ g“ [.E_E =
E] Aminadl.dat E] Aminol3a.dat E] Amino22a.da Save |
E] aminol1a.dat 2] Amino04. dat [2] Amino33. dat T i
(2] Amina02 dat 2] Amin05. dat 2] Amino3dada ]
_2] Arninil2a,dal E] amird 1.dal E] Aminodd Jal Help
(2] Amina02b. dat [2] aminol1a.dat [2] Aminodda da
[2] Amino03. dat | 2] Amino22. dat [2] Amino55. dat
< | i
File name: 1|
Save as type: ]Dala files [*.dat] _1] [T Compress Data
— Description-

£

To save current data in a new data file, enter the name of the new data file in the
File name field, then click Save. Use the icons at the upper right of the window to
view details of a highlighted file, or to view the description of a highlighted file. An
entry Saved from <FILENAME> will be logged into the saved file as the first entry.

IPN 074-538-P1A
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If the Compress Data box is selected, the file will be saved in a compressed
format. Once saved in compressed format, it will automatically be decompressed
whenever the file is opened. However, once a file is saved in compressed format,
Save as must be used to save the compressed file back into its decompressed
format.
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Chapter 6
Reading CDF Files

When opening a CDF file, the software searches for one of the following Y-axis
labels:

+ microvolts, uvolts, uv, uau
+ millivolts, mvolts, mv, mau

If one of these labels is not found, the software will try to read it from an AIA.ini
file, which is used to get multipliers for non-standard file types. If there is no
AIA.ini file available, the software will try to make an estimate of the multipliers
based on the range of values. The data system determines the multiplier by picking
the largest number that will not overflow a 22-bit floating point number. It does this
by taking the largest value in the data stream and multiplying it by 1000000, 1000,
1 and picking the largest multiplier that does not overflow the 22-bit float.

If the CDF file being read is non-standard, the user will have to make an ATA.ini
file and put it in the data system program folder. The file should contain the Y-axis
label and multiplier and its format is as follows:

[YLabelSection]
YLabelCount=<number of labels>
YLabelString1=<y axis label name 1>
YLabelValue1=<multiplier 1>
YLabelString2=<y axis label name 2>

YLabelValue2=<multiplier 2>
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Chapter 7
The Instrument Window

7.1 View the Instrument Activity Log

A log of activity from the current instrument is generated upon user operation. To
view this log, click File >> Instrument Activity Log >> Display Log. The
Instrument Activity Log window is displayed. See Figure 7-1. The Instrument
Activity Log window displays the instrument operator, the time the activity was
logged, and a description of the activity.

Figure 7-1 Instrument Activity Log

B Instrument Activity Log g@g|
User Logged Source Activity
System JQ2F2010 5:25:05 PW SHMBOS Run Queue - Complete Single Run - ©
| System JQR2TR20M10 522243 PW SHNBOS Run Queue - Start Single Run - CEZ
| System JQ2TR20M10 5:22:42 PW SHNBOS Run Queue - Add Single Run - CHEZC
| System 10272010 5:08:53 PW SHNBOS Run Queue - Complete Single Run - ©
| System JQ2F2010 50720 P SHMBOS Run Queue - Start Single Run - CEZ
| System JQ2F2010 50718 PW SHNBOS Run Queue - Add Single Run - CHEZC
| System JQ2F2010 4:54:32 PW SHNBOS Connection to GC established
| System JQU2F2010 215839 AWM SHNBOS Run Queue - Complete Single Run - ©
| System 10272010 2:16:06 AW SHNBOS Run Queue - Start Single Run - CEZ
| System JQ2F2010 :16:05 AW SHNBOS Run Queue - Add Single Run - CHEZC
| System JQ2TR2010 21222 AW SHNBOS Connection to GC established
: System 10272010 &:58:46 AWM SHNWBOS Connection to GC established w
< >

To view details of any line in the Instrument Activity Log, click on the line to highlight
it, then right-click within the spreadsheet. From the drop-down menu, details of the
highlighted line can be viewed or printed. Select Print All to print the entire
Instrument Activity Log. In addition, the activity log can be exported, archived, or
purged. See Figure 7-2.

Figure 7-2 Instrument Activity Log Spreadsheet

= Instrument Activity Log O] x|

=y ally}

LaB1 Run Queue - Start e R : ' _ShnwEetlL..“_ st 10
324098 94949 AM LART Fun Queue - Add Single Run - C'E  manual Enkry. .. =t 10
32498 Q:458:55 AM LA Carrot analyze: no data file iz lose - -
24/98 0:41:47 AM  Lapi Instrumert Prirter Setup changed  Export...
: ' oo Archive...
Purge. ..
l | prieea 1|
Print Selection

NOTE: The Instrument Activity Log will record all activities. Over time, the size of
the file containing the log will increase. To save space, the user may chose
to select the Purge function to clear the log of all activities. The activity log
can be saved to another location by selecting the Archive function.
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7.2 About the Instrument Window

When an instrument is connected and EZ IQ is opened, the Instrument Window
will display. See Figure 7-3. From this window, all aspects of using the instrument
are accessible, including

+ Method development

+ Calibration

+ Sequence development

+ Instrument control and data acquisition
+ Analysis and review of data

+ Reporting

+ Data export

The appearance of the instrument window can be customized, adding or removing
Toolbars and Status information. These features are designed to make the system
easier to use, and most users prefer to have them displayed.

Figure 7-3 Instrument Window
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7.2.1 Change View Preferences

To change the appearance of the instrument window,

1 Click View >> Preferences.

2 Select the General tab to change the general view preferences for the

instrument window. See Figure 7-4.

Figure 7-4 General Tab

Preferences

General ] Filas ]

Toolbar options

Int Event i
Sequence Pause [ Tooltipz
Method

Statug bar options
v Show status bar

Tirme urits
" Seconds + Mirutes

Tooltips options

¥ Show trace operations toolips

Trace Stacking
v Default to Mormalized

[v Shiow toolbar

v Show graphical programming tooltips

%]

o |

Help

Table 7-1 Preferences Parameters

General tab

Used to set up general preferences in the
instrument window.

Toolbar options

For each area of the window listed, Toolbar
and Tooltips (if available) can be turned off or
on. Click on the toolbar area, then select the
Show toolbar and Tooltips boxes to enable
them.

Status bar options

Select the checkbox to turn on the status
bar. The status bar provides brief
information at the bottom of the instrument
window.

Time units

Select the time units for display of
chromatographic information.
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7.2.2 Change File View Preferences

To change the appearance of the instrument window,
1 Click View >> Preferences. The window shown in Figure 7-5 is displayed.

2 Select the Files tab to change the file view preferences for the instrument
window.

3 Select the file type, then enter the number of files to display in the Max Files
box. This determines the number of recent files displayed in the File menu.

4 Click Clear Files to clear the current recent files list for the selected file type.

5 Click Clear All Files to clear the recent files for all the file types.

Figure 7-5 Preferences Window

| Preferences

General Files ]

— Recent files -

| e 1.5_

| |Recent Data Files
| |Recent Sequence Files

Clear Files

0Ok | Cancel Help
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Chapter 8
Acquisition Parameter Setup

8.1 Introduction

EZ 1Q is equipped with two 3000 Micro GC drivers. Both provide full control of the
instrument and differ mainly in the acquisition parameter setup.

3000 Micro GC Classic Driver

The Classic Driver was released when the 3000 Micro GC was introduced to the
instrument market. Support is provided for backward compatibility.

3000 Micro GC Enhanced Driver

The Enhanced Driver was developed later to provide significant improvement in
software efficiency and graphical interface improvement. If a new 3000 Micro GC
is installed, it is highly recommended to adopt the Enhanced Driver.

Highlights on Enhanced Driver Update over Classic Driver

+ Significant reduction in prerun and postrun time required by the software
+ Introduced intuitive graphics for the "Instrument Status" window

+ The area count of the Classic driver is 100x times larger than Enhanced driver.
The Classic driver conducst a software multiplication on the area count while
the Enhanced driver does not implement this multiplier.

8.1.1 Configure the 3000 Micro GC Using the Classic Driver

Configuration of the 3000 Micro GC is required in order for EZ IQ to control the
instrument. Proceed as follows to configure a 3000 Micro GC.

1 Start the EZ 1Q Config application (EZStartConfig.exe) from the Windows
Start menu

On the EZ 1Q Configuration window, click Instrument Configuration ...

3 On the Instrument Configuration window, enter the Instrument Name, click
Instrument Type, and then click Configure.

4 Click the INFICON 3000 Micro GC Classic icon to highlight it and then click
the green arrow to move the INFICON 3000 Micro GC Classic icon from
Available Modules to Configured Modules.

5 Double-click the INFICON 3000 Micro GC Classic icon in the Configured
Modules pane to open the configuration window.

6 Select the General tab.
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7 Enter information regarding the instrument configuration into the General tab,
see Figure 8-1. For the system to automatically retrieve the configuration
settings, enter the Host Name or the IP Address and click Auto Configure.

Figure 8-1 General Settings Tab

INFICON 3000 Micro GC Classic Configuration

General ] Flows Lines ]

Mumber of channels: 27 [ Portable unit

Fressure units: psi v [+ Remate start

[dentification

Serial Mumber: 11017003

Contral module: (G2801_C0.0217 WedJul 214:18:33 2008 [00029]
Channel A; (G2807_D2.01.02 Tue May 19 14:45:32 2009 [00718]
Channel B: (G2807_D2.01.02 Tue May 19 14:46:32 2009 [00718]
Channel C: M4

Channel [ A2

Communications

™ Host name: |
Auto Configure |
v |P address: [ 100 @ 1 | 1 | 1

] | Cancel Help

Table 8-1 General Settings Parameters

Portable unit Select when using a 3000 Micro GC portable
unit with a battery power source.

IPN 074-538-P1A

Remote Start Select when an external start module has
been installed in the 3000 Micro GC.

Pressure units Use the drop-down list to select the desired
units to be displayed for pressure.

Serial Number, Control module, These read-only fields display information

Channel A-B-C-D as obtained from auto-configuration.
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Table 8-1 General Settings Parameters (continued)

Auto Configure

Click to establish communications with the
3000 Micro GC using the user specified
communications parameters. When
successful, the Serial number and Firmware
part numbers will be populated.

Communications

Specifies the addressing mode for TCP/IP
communications with the 3000 Micro GC.

8.1.2 Classic Driver Provision Flow Lines

Proceed as follows to configure information about the carrier gas flow lines for the

3000 Micro GC.

1 Start the EZ 1Q Config application (EZStartConfig.exe) from the Windows

Start menu.

From Instrument Configuration click Configure.

3 Click the INFICON 3000 Micro GC Classic icon to highlight it and then click
the green arrow to move the INFICON 3000 Micro GC icon from Available

Modules to Configured modules.

4 Double-click the INFICON 3000 Micro GC Classic icon in the Configured
Modules pane to open the Configuration window.

5 Select the Flow Lines tab and populate the fields. See Figure 8-2.

Figure 8-2 Flow Lines

INFICON 3000 Micro GC Classic Configuration

|

Second zample inlet: Mot Installed

General |

Carrier gas: Helium
Second camier gas: |Mone cornected to [M/4

3

Channel &

Injectar: |Fixed

Column: 341, 10rm % 150um = 2.0um

Pre-Column: [[None)

QK | Cancel Help
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The following describes terms used in this window.

Table 8-2 Flow Lines Parameters

Second sample inlet

Specifies if a second sample inlet port is
installed, which will allow a second
independent sample to be injected.

Carrier gas

Use to specify the type of carrier gas to be
used for analysis. This gas will be used for
all channels, unless the second carrier gas is
enabled.

Second carrier gas

Used to specify if a second carrier gas line
has been installed.

NOTE: This field is disabled if the number
of channels is less than 2.

Connected to

Use to specifty the channel to which the
second carrier gas is connected. This field is
disabled if the second carrier gas control is
set to None.

Channel A/B/C/D

Use to specify the details of the input
streams for each 3000 Micro GC channel.
Depending on the Number of Channels
selection on the General Tab, some of these
groups may be hidden.

Injector Use to select the injector type—fixed or
variable.
Column Use to select the column installed for the

channel from the drop-down list. Available
column selections will depend on the type of
injector installed.

IPN 074-538-P1A
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8.1.3 Classic Driver Method Control Parameters
Proceed as follows to set the method control parameters for the 3000 Micro GC.
1 Click Method >> Instrument Setup. See Figure 8-3.
2 Select the INFICON 3000 Micro GC tab.
3 Select the GC tab and populate the fields.
Figure 8-3 GC Tab

M Instrument Setup

INFICON 3000 Micra GC | Ty, Trigger |
GC | TCD - Channel& | TCD - Channel 8 |

Channel & Channel B
Colurnn: [PLOTU, Bm = 320um = 30um Colurnin: b olzieve, 10m = 320um = 12um
Injection Injection
Inject time: 100 e Iniect time: 100 msec
Pt rur time: |1|:|_ sec Pt rur time: |1|:|_ sec
Sample purip: ¢ O ¢ Continuous Sample purp: Same az Channel &
" Timed [10 sec
Backfiush:  [poog sec
Temperature control Temperature control
Sample inlet: [ On W degC Sample inlet: Same az Channel &
Imjector: [w On ,ﬁ degC Imjector: [w On ,ﬁ degC
Colurnr:; [w On ,ﬁ degC Colurnr:; [w On ,ﬁ degC
[v Pressure control [v Pressure control
E quilibration time: |1|:|_ = E quilibration time: |1|:|_ =
Colurmi: oR0p  Pa Colurmi: 2500 ps
Post run: I500  pai Post run: I500  pai
‘ | N

Table 8-3 GC Tab Parameters

Inject time Used to specify the duration of the injection.

Post run time Used to specify the duration of the post run
pressure after analysis time.

Sample pump Used to specify the manner in which the
sample pump flushes the injection line.

Backflush When applicable, used to specify time after
the injection that the injector should be
cleaned by backflushing.
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Table 8-3 GC Tab Parameters (continued)

Temperature control

Used to establish temperature set points for
the 3000 Micro GC heated zones. Select the
checkbox adjacent to the zone to enable the
temperature control and enter a value.

Pressure control

Used to set target pressures to be
maintained by the EPC (Electronic Pressure
Controller). Select the checkbox to enable
the pressure control and then enter the
desired values.

When the box is selected, the run will not
begin until the flow line has reached the
target pressure specified by the Column
field and has maintained it for the time
specified by the Equilibration Time field.
After the run is complete, the flow line
pressure will be set to the value specified by
the Post run field.

NOTE: The instrument will not run if the
filament is ON and the column
pressure is below 5 psi (34.5 kPa,
0.35 bar) in a method.

Equilibrium time

Specifies the time to wait to perform an
injection once the flow line has reached the
target column pressure

Column Used to specify the target pressure for the
flow line.
Post run Specifies the target pressure for the flow line

after the run has completed.

IPN 074-538-P1A
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8.1.4 Classic Driver TCD Parameters

To set the method control parameters for the 3000 Micro GC.

1

2
3
4

Click Method >> Instrument Setup.
Select the INFICON 3000 Micro GC tab.
Select the TCD tab for the desired channel.

Select Acquisition Channel On and populate the fields. See Figure 8-4 for an

example of a 2-channel 3000 Micro GC.

Figure 8-4 TCD - Channel A Tab

B Instrument Setup

[~ Acguisition channel on

[ Filament an Sampling =" Frequen J—_] iz

o crae [ e o

Bazeline offzat: l— iy Suitable for min peak width at base of: 0.017 ik

Sensitivity: ’—_] Fun time: [lon min
Aquisition delay: [ion min
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Table 8-4 Channel A Tab Parameters

Acquisition channel on

When selected, it will enable data
acquisition using the detector. When
cleared, fields except Filament on will be
disabled.

Filament on When selected, the detector filament will be
turned on prior to acquisition. When cleared,
it will be turned off.

Autozero When selected, the detector output will be

adjusted to zero prior to data acquisition.

Baseline Offset

Specifies a fixed offset that will be applied to
the signal being returned by the detector.
This offset is applied prior to the start of the
run. This field will be disabled if the
Autozero box is selected.

Sensitivity Used to set the detector signal response
sensitivity.
Sampling This is the rate at which data points are

collected and stored in the data file. When a
sampling rate is selected, text appears
below this field indicating the narrowest
peak width for which this sampling rate is
adequate. The sampling rate may be
specified in terms of sampling frequency or
sampling period.

Sampling Frequency

Sampling Frequency is the rate at which
chromatographic data points are collected
from the Thermal Conductivity Detector
(TCD) expressed in Hz. 20, 50, 100, 200 Hz
may be selected.

This field is enabled when the Sampling
Frequency option is selected. When
cleared, it is disabled.

IPN 074-538-P1A



IPN 074-538-P1A

_ ¢ TNFICON
EZ IQ Operating Manual

Table 8-4 Channel A Tab Parameters (continued)

Sampling Period

Sampling Period is the rate at which
chromatographic data points are collected
from the Thermal Conductivity Detector
(TCD) expressed in seconds. 0.005, 0.05,
0.02, 0.01 sec may be selected.

This field is enabled when the Sampling
Period option is selected. Otherwise, it is
disabled.

Run Time

Determines the length of the analysis for this
channel.

Acquisition Delay

Use to enter the interval between the start of
the run (Trigger) and the time when
sampling starts for this channel.
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8.1.5 Classic Driver Trigger Parameters

The Instrument Setup window also provides a Trigger tab with a trigger Type

selection. See Figure 8-5.
Figure 8-5 Trigger Tab

M Instrument Setup

£ INF1C0N 3000 Micro GC % Triager |

Type: MHaone -

Hone: ediately after clicking on Start. Sequence acquisitions do not pause bebween runs.
td anwal: Operator haz to press Enter to start the run. Sequence acquisitions pauze for confirmation between runs.
Euternal: It the data zampling iz started from an external trigger, select thiz option.  The type of trigger iz desighated

in ingtrument configuration. Select when uging a contact clogure from an autozampler or ranual injector,

DExX

Table 8-5 Trigger Tab Parameters

External Data sampling starts when externally
triggered.

Manual User inititated data sampling.

None Sampling of data starts immediately when

Start is clicked.

Normally, select None for 3000 Micro GC.
When completed with the acquisition setup

information, click the X box in the upper right

hand corner of the tab window to exit the
window.
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8.2 Acquisition Parameter Setup with Enhanced Driver
8.2.1 Configure the 3000 Micro GC Using the Enhanced Driver

Configuration of the 3000 Micro GC is required in order for EZ IQ to control the
instrument. Proceed as follows to configure a 3000 Micro GC.

1

10

From the Windows Start menu, click the Chromatography folder. Open the
program EZ 1Q Config (EZStartConfig.exe).

On the EZ 1Q Configuration window, click Instrument Configuration ...

On the Instrument Configuration window, enter the Instrument Name, click
Instrument Type, and then click Configure.

Click the INFICON 3000 Micro GC icon to highlight it and then click the Green
arrow to move the INFICON 3000 Micro GC icon from Available Modules to
Configured Modules.

Double-click the INFICON 3000 Micro GC icon in the Configured Modules
pane to open the configuration window.

In INFICON 3000 Micro GC Configuration window, see Figure 8-6, select the
Connectivity tab, enter the IP Address of the instrument, and then click Load
Configuration from GC. The 3000 Micro GC configuration will load into EZ 1Q.

Figure 8-6 Enhanced Driver - Load Configuration

INFICON 3000 Micro GC Configuration

Connectivity l GC Configuration |

Link Type

Load Configuration from GC...

LAM [IF] Communication

Confi ion loaded fully from GC device.

Communication Details [LAN]

IP address:
[10.1.1.101

QK | Cancel | Help

Click OK to exit INFICON 3000 Micro GC Configuration window.
Click OK to exit INFICON 3000 Micro GC window.
Click OK to exit Instrument Configuration window.

Click Close to exit EZ 1Q Configuration window.
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8.2.2 Enhanced Driver Acquisition Parameters

As part of a chromatographic method, acquisition parameters can be defined in the
Instrument Setup window Navigation pane. See Figure 8-7.
Figure 8-7 Navigation Pane

%

= Data
ﬁ Manual Integration Fixes

= % Tiled Display
g Integration Event

=ﬂ Peaks/Groups Table
£ Marual Integration

3, Method
Sequence

|ID Reports

@‘ Control
Q Yiews

%

Double-click Instrument Setup to obtain the Instrument Setup window. See
Figure 8-8 as an example for a 2-channel 3000 Micro GC.
Figure 8-8 Instrument Setup Screen

M Instrument Setup g@g|
S Mico 6T | 3 Trigger |
Setpoints | Configuration |

ke & {Molecular Sieve): B {Plat U}:

Sample Inlet Temperature: | v On an T Same az Channel &
Injector Temperature: | W On an T v On ag C
Colurnn Temperature: | W On an T v On ag C

[+ On 10 =
Sample Pump: - Same az Channel A
Inject Time: 100 ms 100 ms
Run Time: 100 = 100 #
Fost Run Time: 10 % 10 #
Prezzure Equilibration Time: 10 % 10 %
Column Pressure: | | W On 0.00 psi v On 0.00 psi
Post Run Pressure: 0,00 psi 0,00 psi
Detectar Filament: | [~ On [~ On

Dretector Sensitivity: | High j | High j

Detector Data Rate: |50 Hz j |50 Hz j

EBaseline Offset: o m g m
< ¥
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The following are acquisition setpoints for the 3000 Micro GC (window tool tips will

provide valid data ranges).

Table 8-6 Acquisition Setpoints Parameters

reduce battery drain.

NOTE: Regarding Sample Inlet, Injector and Column Temperature—Each heated zone
has an associated checkbox; if selected, the zone is enabled (heating), if cleared,
the zone is disabled (not heating). The setpoint value is preserved if the zone is
disabled. This capability is especially useful with a 3000 Micro GC Portable to

Sample Inlet Temperature

The temperature range of the sample gas as
it flows though the inlet. If two or more GC
modules share an inlet, only one
temperature field is displayed.

Injector Temperature

The temperature range of the sample gas as
it flows through the injector.

Column Temperature

The temperature range of the sample gas as
it flows through the column.

Sample Pump (On/Off)

Selecting this checkbox enables the sample
pump to run for a specified number of
seconds. Clearing Sample Pump disables
the pump, a capability which is especially
useful with a Portable 3000 Micro GC to
reduce battery drain.

Sampling Time

The length of time (in seconds) allowed for
the sample gas to flow through the injector
before the start of the run. If two or more
3000 Micro GC modules share a sampling
pump, only one sampling time field will be
available.

Continuous Sampling (On/Off)

Selecting this checkbox allows sample to
continuously flow through the sample loop
before an injection is made. When
Continuous Sampling is selected,
Sampling Pump will be off and Sampling
Time will not be available.

Inject Time The length of time (in milliseconds) allowed
for the sample gas to flow into the column
before the flow is stopped.

Run Time The length of time (in seconds) allowed for

the detector to collect data and send it to the
PC.
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Table 8-6 Acquisition Setpoints Parameters (continued)

Post Run Time and Post Run Pressure

A step-increased (not a ramp) pressure
push for a length of time (in seconds) to
remove the remaining sample gas from the
column.

Pressure Equilibration Time

Length of time (in seconds) the channel will
need to stabilize at the pressure setpoint
before the system is ready for a run.

Pressure Equilibration Time begins when
the actual column pressure stays within 0.5

psi (3.4 kPa) of the column pressure setting.

Pressure Equilibration Time is not part of
the run time.

Column Pressure

The pressure of the gas flowing through the
column.

NOTE: Each column has an associated
checkbox; if selected, the gas is
enabled (flowing), and if cleared,
the gas is disabled (not flowing).
The setpoint value is preserved if
the gas flow is disabled. This
capability is useful for conserving
gas supplies when the column is
not in use.

Detector Filament (On/Off)

Select the check box to turn the Detector
Filament On, or clear it to turn the Detector
Filament off. When the Filament is off, no
data is collected for the selected signal. Turn
the filament off before servicing the
instrument or changing carrier gas.

Detector Sensitivity

The sample concentration ranges are
Standard and High.

Standard—Used to detect a wider range of
responses. This setting sets the data
acquisition to detect the widest range
possible without over-ranging.

High—Used to detect very small responses.
This setting sets the data acquisition to allow
detection of lower concentrations of sample
components.

Detector Data Rate

The number of data points the 3000 Micro
GC detector will collect every second. The
Default Data Rate setting is 50 Hz.
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Table 8-6 Acquisition Setpoints Parameters (continued)

Baseline Offset

Sets the starting point for chromatographic
data within a range from -50 to 500 mV. The
default is zero.

Backflush Time

The time (in seconds from the beginning of
the run), when the injector will backflush the
sample gas in pre-column to vent.

NOTE: This setpointis provided only for an
instrument channel with a
backflush injector.

NOTE: The time entered may be equal to
or less than the Run Time, up to
the maximum permitted run time for
the given instrument (2400
seconds for a 2-Channel
instrument or 1200 seconds for a
4-Channel instrument).
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8.2.3 Enhance Driver Trigger Parameters

The Instrument Setup window also provides Trigger Type selection. See Figure
8-9.

Figure 8-9 Trigger Type Selection

= Micra GC }v Trigger ]

Type: External -

Mane: = FrrTmnediataly after clicking on Start. Sequence acquizitions do not pauze betwesan runs.
Manual: Operator has to press Enter to start the un. Sequence acquizitions pauze for confirmation between runs.
External: If the data sampling is started from an external tigger, select this option.  The type of tigger iz designated

in instrument configuration.  Select when using a contact closure from an autozampler or manual injector.

Table 8-7 Trigger Type Selection Parameters

External Data sampling starts when externally
triggered.

Manual User must start the data sampling.

None Sampling of data starts immediately when

Start is clicked in the Single Run window.

When the acquisition setup information is
completed, click the X box in the upper right
hand corner of the tab window to exit the
window.
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Chapter 9
The Chromatogram Window

9.1 About the Chromatogram Window

Data is displayed in the chromatogram window. Each channel will have its own
chromatogram window. It is possible to add multiple traces to a single
chromatogram window and perform comparison and mathematical operations on
them. To access specialized commands for the chromatogram window, right-click
anywhere within the chromatogram window area to display a list of commands.
These commands allow for a wide range of functions, including: adding multiple
chromatograms to the window, changing the appearance of the chromatogram,
adding annotations, adjusting X- and Y-axes, and performing mathematical
operations. There is also an option to view or change the properties of the
chromatogram. See Figure 9-1.

Figure 9-1 Chromatogram Window

B Channel A _ O]

Time: 6.E16872 Mnutes - Amplitude: 0.042238 bt

Chanmel A ‘
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Auiz Setup..
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Appearance...

.08

8.273 Feakd

0.08 008

ilts

Full Unzoom 0,04
LClear Dverlays

DOperations 3
Utilities 3
Graphical Programming ¥

whits
=
o
E

0.0z 0.0z

0.00 .00

Froperties

5739 Peakl
B.568 Peak?
5.540 Peakd

50 55 g0

[=]
i
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The chromatogram window will display data in real time as a sample is running. At
the end of a run the data becomes the "current data". The appearance of the
chromatogram can be changed by selecting annotations, fonts, and labeling.
These features can be accessed by right-clicking on the chromatogram and
clicking Annotations. In the Utilities menu, the current window view can be
printed, copied to a clipboard, or saved in a file.
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9.2 View Tiled or Overlay Data

By default, each channel will have a chromatogram window. Chromatograms from
different channels can be overlaid onto a single window by selecting View, then
Overlay Data. The chromatograms can be separated into multiple windows by
selecting View, then Tile Data. Individual channels may be zoomed in and their
appearances may be changed as described below.

In Tiled mode, window tiling preference can be set by clicking Window >>
Cascade, Window >> Tile Horizontally, or Window >> Tile Vertically.

9.3 Zooming

It is possible to examine a chromatogram in more detail by zooming in on a portion
of the chromatogram. Press and hold the left mouse button and drag open the box
so that it highlights the area of interest. Then release the mouse button. See Figure
9-2.

Figure 9-2 Zooming

Time: 148153 Saconds - Amplivude: -145% WV

uuuuu

To return to the previous level of zoom, double-click on the chromatogram. To zoom
to the full chromatogram again after multiple zooming operations, right-click
anywhere in the chromatogram window, then click Full Unzoom from the menu
displayed. Or Ctrl-Z or shift-double-click in the chromatogram window. Once the
chromatogram is in a "zoomed" view, it can be scrolled. See section 9.4.

Time and Amplitude are displayed at the top of the chromatogram window. These
values change as the pointer is moved and reflect the time and amplitude of the
trace where the pointer is located. If there is more than one trace, the display can
be changed to another trace by clicking on the other trace. If the traces are
displayed in different colors, the color of the Time and Amplitude display will
reflect the color of the trace displayed.

IPN 074-538-P1A



IPN 074-538-P1A

, ¢ TNFICON
EZ IQ Operating Manual

9.4 Scroll the Chromatogram

Once zoomed in on a chromatogram, the chromatogram can be scrolled to the right
or left without losing the zoom. Press the CTRL+SHIFT keys and move the mouse
until the pointer changes to a hand. Press the left mouse button and drag the
mouse to the left or right.

The X- or Y- axis can be scrolled to view features which may be out of range. Press
CRTL+SHIFT while the pointer is outside the graph area, yet near the axis of
interest. The pointer will change to an up/down arrow near the Y-axis, or a left/right
arrow near the X-axis. Moving the mouse in this mode will scroll the graph up/down
or left/right on the axis.

To restore the original view in the chromatogram window, right-click then click Full
Unzoom.

9.5 Add a Trace (Add a Single Chromatogram)

The chromatogram window is used to view data, either current data (real-time) in
the instrument window, or saved data. Multiple chromatograms can be viewed in a
single chromatogram window. This is convenient, for example, to compare a past
run with current data or overlay an oven or pump profile.

To add a new trace to the chromatogram window,

1 Right-click anywhere in the chromatogram window. A menu will appear. See
Figure 9-3.

Figure 9-3 Chromatogram Window Options

Add Trace. ..

Add Multiple Traces..
Az Sehup
Annotations...
Appearance..

Full Unzoom
LClear Overlays

Operations »
Utilities g
Graphical Programming  #

Properties
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2 Click Add Trace.... The New Trace Properties window will display. See Figure

9-4.

Figure 9-4 New Trace Properties Window

New Trace Properties

3

Current Data
Open Data, ..

Current Method

New Trace l Annaotation ] Appearance ]
D ata source: |
Trace: |
Scale to: | i
' min:
' max:
Urits:
¥ offset:
X scale:
' offset:
' scale:
(] 8 | Cancel |

| Help |

3 Select the New Trace tab. Fill in the fields to add a trace to the chromatogram
window and set its properties. These properties apply only to the trace selected
and are not saved as part of the method. When a new trace is opened, the

properties will be set to default values. Added traces are normalized by default.

Table 9-1 New Trace Tab Parameters

Data Source

Enter the name of the file from which to get
the trace. Or, click the File icon adjacent to
the field and select a data source.

Current Data

Selects a trace from the current
chromatography data.

Current Method

Selects a trace from the current method (if
available).

Open Data Selects from stored data files in which a
trace can be selected for display.
Trace Select the trace to be displayed. Click the

icon to display available traces.
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Table 9-1 New Trace Tab Parameters (continued)

Scale to
Trace x

Autoscale to largest peak
Autoscale to 2" largest peak
Autoscale to 3™ largest peak

User Defined

Select one of the scaling options:
Scales to another trace in the window.

Scales such that the largest peak is on
scale.

Scales such that the second largest peak is
on scale.

Scales such that the third largest peak is on
scale.

Allows entering a value for Y max and Y min.

Normalized Allows normalization of one trace to fit on the

graph.

Y Min If User Defined scale is selected, enter a
minimum value for the Y-axis.

Y Max If User Defined scale is selected, enter a
maximum value for the Y-axis.

Units Select the units for display.

X Offset Enter a value in units for offset of the X-axis.

Y Offset Enter a value in units for offset of the Y-axis.

Y Scale Enter a multiplier that will be applied to the

entire trace.
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9.6 Add Multiple Traces to a Chromatogram Window

To add more than one chromatogram to the view,

1 Inthe chromatogram window right-click, then click Add Multiple Traces.... The
Open Data File window will display the traces that can be selected from the file

list. See Figure 9-5.

2 To add afile, either click on the filename, then click Add, or double-click on the
filename from the list.

Figure 9-5 Open Data File Window

Open Data File E]@
Look jr: | £ Data =l £F E2- |
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=] 12.10001 10-20-2010 3-02-57 PM.dat [ multi calibration level 3.dat e
J2.10001 10-20-2010 3-16-37 PM.dat multi calibration level 4.dat pc Help
< >
File narme: || j
Files of type: [l Files ) =~

Fird filez that match these criteria:

Sample |D: | j LCreated |an_l,J time j Fird Mo
Analyst: | j Modified: |an_|,.| Hme j Hew Search
Data Files | Trace | -~ Add
12 Delete
&
-
< ¥

Search resulks

3 Once a data file is added to the list, select the channel by clicking on the Trace
field, then click the down-arrow button. If multiple channels for that file are
available, select the desired channel.

4 To delete a trace from the display list, click on its name or number, then click
Delete.
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5 To open multiple traces, click Open. The selected files/channels will appear in
the chromatogram window. See Figure 9-6.

Figure 9-6 Selected Files/Channels
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9.7 Annotate a Chromatogram

To change the annotations on the chromatogram,

1 To view trace annotations, right-click in the chromatogram window and select
Annotations to open the Trace Annotation Properties window. See Figure

9-7.

Figure 9-7 Trace Annotation Properties Window

Trace Annotation Properties

Annotation |

—| Peaks 'I

Availlable Annotations:

Fetention Time
Area

Area Percent

Height

Height Percent
ESTL concentration
ISTD concentration

Show the following annotations:

MORM concentration ;
wfidth ;l Decimals: |2
r— Other
V¥ Bascline [T AT WwWindaow [
™ USP width ¥ Show undetected named peaks
1| ]
ok | cencel | ach | ApobTomr |  Hep |




¢ TNFICON

EZ IQ Operating Manual

Select the trace from the drop-down list.

3 For the selected trace, click Peaks or Groups to select the type of annotation
to use.

4 Click on an Available Annotation. \When an annotation is highlighted, add it to
the annotations to be displayed by clicking the green arrow key (pointing to the
right). This can also be achieved by double-clicking the selection.

5 For certain annotations, the number of places to be displayed to the right of the
decimal point can be designated. Enter this value in the Decimals box for the
highlighted item.

6 Select the check box(s) to display Baseline, USP Width, or Retention Time
Windows, Show Undetected Named Peaks, and Group Ranges on the
trace.

NOTE: The Retention Time window annotation displays the window set in the
Peak Table. This window is not adjusted for relative retention time.

7 Continue to select as many annotations as desired for this trace. When
finished, click OK.

8 Select or change annotation for an existing trace by a right-click in the
chromatogram window, then clicking the Annotation. The selections made will
apply to all traces open for this channel or until they are changed (via the OK
or Apply button). To apply the annotation changes to all open channels, click
Apply to All. Annotations are not saved as part of the method and are
considered a function of the instrument application. If the method is closed then
opened, the current settings will apply.
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9.8 Change the Chromatogram Appearance

The appearance of the trace (line type, color, etc.) can be changed in the
Appearance tab in the Data Graph Properties window.

To change the appearance of a chromatogram or trace,

1 In the Chromatogram Window, right-click and select Properties. The Data
Graph Properties window is displayed. See Figure 9-8.

2 Select the Appearance tab.

Figure 9-8 Data Graph Properties - Appearance Tab

x
Trace Setup I Az Setup Appearance |
Scheme:
j Save s | Delete |
Itern; Subitemn;
1: [Cunrent Data) - Channel & Trace -
Line Style: Size; Color;
| Solid x| |thin H -|v|
Font; SIZE] Lalar; Argle;
| A2 HIE e|r|u]sf

Ok I —ancel

Apply Help

Table 9-2 Appearance Parameters

Scheme

If an appearance scheme has been
previously saved, select it from this box.
Save As... saves the existing appearance
scheme with a user defined name. Delete
deletes the scheme.

Iltem

This drop-down menu provides options of
which part of the chromatogram window to
change . The choices include the graph itself
(including background and legends) and the
available traces.
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Table 9-2 Appearance Parameters (continued)

Sub-item

Use the drop-down menu to select the
sub-item to modify. The choices will change
based on the item selected. For example, if
the item selected is the graph, setting up
appearances of sub-items including the
background, axes and labels for the graph
are available. If the item selected is a
chromatogram data channel, access to
setting appearances of sub-items such as
baselines, start and stop tic marks, and
annotation are available. If the item selected
is text, access to the font formatting
commands is available.

When a sub-item is selected, access to
fields appropriate to that item are available.
For example, if Baseline is selected, the
color and line type can be chosen. If
Annotation is selected, the font appearance
and color can be chosen.

Figure 9-9 Channel A Appearance

Wiolts
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0. |

000 |

BE Channel A
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I =] E3

—  Channal &

_________________

[ o ECEERE

The appearance of any trace can be changed by right-clicking in the chromatogram

window, then clicking Appearance.... A window identical to the one shown above
for the Appearance tab will be displayed.

Sub-items available in the Appearance tab are shown in Table 9-3.
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Table 9-3 Sub-items Available in the Appearance Tab

Item [Sub-ltem Description

Graph |Background Select the color of the graph background. Default is
black.

Graph |Title Select a color and/or font for the Title of the graph.
There must be a Graph Title defined in the Axis Setup
tab in order for it to appear in the window.

Graph |Left Y-Axis Select a color for the left Y-Axis.

Graph |Left Y-Axis Major Ticks |Select a color for display of major unit marks on the left
Y-Axis.

Graph |Left Y-Axis Minor Ticks |Select a color for display of minor unit marks on the left
Y-Axis.

Graph |Left Y-Axis On/Off Turns On or Off the left Y-Axis

Graph |Right Y-Axis Select a color for display of a right Y-Axis.

Graph |Right Y-Axis Major Ticks |Select a color for display of right Y-Axis major ticks.

Graph |Right Y-Axis Minor Ticks |Select a color for display of right Y-Axis minor ticks.

Graph |Right Y-Axis On/Off Turns On or Off the right Y-Axis.

Graph | X-Axis Select a color for the X-Axis.

Graph | X-Axis Major Ticks Select a color for display of major unit marks on the
X-Axis.

Graph |X-Axis Minor Ticks Select a color for display of minor unit marks on the
X-Axis.

Graph | X-Axis On/Off Turns On or Off the X-Axis.

Graph |Legend Select a color and/or font for display of the graph
legend. The legend indicates what traces are currently
displayed in the window. The Legend is turned On or
Off from the Axis Setup tab.

Graph |Grid Select a color for display of the grid lines. Grid lines are
turned On and Off from the Axis Setup tab.

Data |Trace Select a color and/or line type for display of the selected
trace.

Data |Annotation Select a color and/or font for display of the trace
Annotation(s). The items to be annotated for a trace are
selected in the Annotations tab.

Data |Baseline Select a color and/or line type for display of the

baseline.
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Table 9-3 Sub-items Available in the Appearance Tab (continued)

Item [Sub-ltem Description

Data |[Baseline Start Tick Select a color and/or line type for display of baseline
start ticks.

Data |Baseline Stop Tick Select a color and/or line type for display of baseline
stop ticks.

Data |USP Width Select a color and/or line type for display of the USP
Width, if calculated.

Data |RT Window Select a color and/or line type for display of expected
retention time windows for named peaks.

Data |RT Window (undet.) Select a color for display of RT Window for expected

peaks that were not detected.
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9.9 Change the Axis Properties

The Axis Setup tab allows configuration of the appearance of the axis on the
chromatogram. These settings apply to active traces. To change the Axis
properties,

1 In the Chromatogram window, right-click and select Axis Setup. The Axis
Properties window is displayed. See Figure 9-10.

Figure 9-10 Axis Properties Window
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Table 9-4 Axis Properties Parameters

Graph Title

Enter a title for the graph, if desired. This
appears at the top of the graph.

Axis

From the drop-down list, select the axis of
interest: Left Y-Axis, Right Y-Axis, or
X-Axis. Then choose the limits for the axis.

For Y-Axis selections, Use Limits of Trace
will get the limits from one of the traces in the
window. Manually Set Trace's Limits will
box and set the Y-Axis limits to a user
defined range. If None, no Y-Axis values will
be displayed.

For the X-Axis, either choose to Autoscale,
where the X-Axis is set to the longest trace.
Or, set an absolute range for the X-Axis by
clicking Use This Range, then enter a
minimum and maximum X-Axis value for the
trace. Click Get Limits to retrieve the X-Axis
range from the current trace.

Margins

Enter a value for the trace margins, in
percent, for top and bottom of the graph.
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Table 9-4 Axis Properties Parameters (contin

ued)

General Options

Figure 9-11 Chromatogram Window with Legend and Grid Displayed

Select the check boxes to turn graph
annotations on and off. If the legend box is
selected, the legend for a trace can be
turned on or off from the Trace Properties
spreadsheet.

B Channel A M=l E3
1 —— Channel 8- Ubtiled - + Channsl B— Untited | It
D0 B | O Coogss o :_I'II. _____ i ;SRR RN s (PSR |
e ] i L i fi |
E i ] 1 1
E 0.azs i it Ir ----- E-I'i -:' ------- :-: -|I|I- oy |!F"I!'- ------ -:- rlill-l = +
] ; : | I'., I : |
0.000 '———-'—r--ut-------f\—:k''“_""_P\'I lL'H'M Pt I o = '[\\‘“— —_—
s] : g8 10 .12I ik 14 I 18
Mintes
Figure 9-12 Chromatogram Window with No Legend or Grid Displayed
B Channel A _ (O]
I}
0.050 | |1| ,
& | I i II I‘Il |
o oms X : ".I n i
] 1 |III [ If "\ : |
] A NN N NN ./\L |
0.000 _———-'—_.-N-_.'M —
s] : .8. 10 -12I ik 14 18
hlintes

Orientation

Select portrait or landscape orientation for
the graph by clicking the appropriate button.
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9.10 Change Data Graph Properties

Whenever a chromatogram or trace is displayed in the chromatogram window, it
uses the display settings contained in the Data Graph Properties. To change the
Data Graph Properties,

1 In the chromatogram window, right-click and select Properties.
2 Select the tab for the properties to view or change, as shown in Table 9-5.

Table 9-5 Properties Tab Parameters

Trace Setup Add or remove traces, set legends, set scaling.

Axis Setup Add a graph title, change data range, set margins and
orientation, turn on and off legends.

Appearance Set color schemes, line styles, and fonts.

9.11 Set Up a Trace

The Trace Setup tab, see Figure 9-13, allows the addition and removal of traces
as well as setting scaling options for the traces. Each row in the spreadsheet
represents one of the traces currently in the chromatogram window. The details of
the highlighted trace appear in the trace properties boxes in the bottom of the
window where they can be viewed or changed.

Figure 9-13 Trace Setup Tab
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Table 9-6 Trace Setup Parameters

Show

Select this box to display the trace in the
chromatogram window. Clear this box to
remove the trace from the chromatogram
window. This is a convenient way to
temporarily remove a trace from the viewing
window.

Lgnd

NOTE: If the Legend in the Axis Setup
window is not turned on, then this
box will have no effect.

Select this box to show the legend for the
trace. The legend appears in the upper right
corner of the window and displays the name
of the trace. Clear this box to remove the
legend for this trace from the chromatogram
window. Setup for the appearance of the
legend (color, etc.) can be accessed in the
Appearance tab for the graph item.

Data Source

Enter the name of the file from which to get
the trace. Or, click the File icon adjacent to
the field and select a data source. The data
source can be a chromatogram or it can be
a stored profile such as temperature or flow
program.

Current Data

Selects a trace from the current
chromatography data.

Open Data

Selects a stored data file from which a trace
for display can be selected.

Current Method

Selects a trace from the current method (if
available). For example, temperature
profiles for instrument control.

Trace

Select the channel to be displayed.
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Table 9-6 Trace Setup Parameters (continued)

Scale to
Trace x

Autoscale to largest peak
Autoscale to 2" largest peak
Autoscale to 3™ largest peak

User Defined

Select one of the following scaling options.
Scales to another trace in the window.

Scales such that the largest peak is on
scale.

Scales such that the second largest peak is
on scale.

Scales such that the third largest peak is on
scale.

Allows entering a value for Y maximum and
minimum.

Normalized Allows normalization of one trace to fit on the

graph.

Y Min If User Defined scale is selected, enter a
minimum value for the Y-axis.

Y Max If User Defined scale is selected, enter a
maximum value for the Y-axis.

Units Select the units for display.

X Offset Enter a value in units for offset of the X-axis.

Y Offset Enter a value in units for offset of the Y-axis.

Y Scale Enter a multiplier that will be applied to the
entire trace.
NOTE: Setthe X-axis range by a right-click

then selecting Axis Setup.

Annotations Click to display the trace annotations
window.

Hide Details Click to hide the current trace details and

display only the spreadsheet.

Reset Scaling

Click to reset the scaling values to their
original values.
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9.12 Remove a Trace

If there are multiple traces in the chromatogram window, the user can remove one
or more of them by right-clicking anywhere within the window and selecting
Properties.... A spreadsheet will appear with the currently displayed traces listed.

To completely remove a trace from the chromatogram window, select the row by
clicking on the number, then press the Delete key, or click Edit/Delete. To
temporarily remove the trace from the window, clear the checkbox in the Show
column. Click OK to return to the chromatogram window.

9.13 Set Limits for X-Axis and Y-Axis

Occasionally, an absolute range for either the X-Axis or Y-Axis, or both may be
desired. To set limits for the X-Axis and Y-Axis:

1 In the chromatogram window, right-click and select Properties. The Data
Graph Properties window is displayed. See Figure 9-14.

2 To set Y-Axis minimun and maximum values, select the Trace Setup tab. To set
an absolute voltage range for all chromatograms, use the User-Defined option
for the Scale To field. Then, enter a Y-Min (minimum Y-Axis value) and Y-Max
(maximum Y-Axis value) for each chromatogram. To display all chromatograms
using this same voltage scale, enter the same values for all chromatograms.
Figure 9-14 Data Graph Properties Trace Setup Tab
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3 To set absolute ranges for the trace, select the Axis Setup tab, see Figure
9-15. Click X-Axis, to set the range for the X-Axis. Click Autoscale to set the
X-Axis range automatically to the range of the longest chromatogram (the
default selection), or click Use this range to enter an absolute range in
minutes. The Get Current Axis Limits button brings in the X-Axis range from
the current chromatogram window. This is useful because it allows the use of
the zoom function to identify the desired region of the chromatogram and
automatically enter the range values.

Figure 9-15 Data Graph Properties Axis Setup Tab

Data Graph Properties

Trace Setup  Axiz Setup 1.ﬁ.ppearance 1

Graph title: |

i ]X-.-‘l‘-.:-:is | |5
[ Autoscale

& Use this range:

Mir: |0 M ax: ]9.9991 7 Minutes [

i Get Current Auwiz Limits |

— Marginz

Top: [10 A Baottom: |10 %
[aeneral Optionz q Orientation —

W Show legend - | © Patrat " Landscape
M Include zample D in legend |
I Include data file name in lege...
W Cheo arid ..:J

0k, | Cancel ‘ Applu ‘ Help

4 Once an absolute range for one or both of these axes is set, the designated
chromatogram(s) will always be displayed in the chromatogram window using
these ranges until they are changed or reset.

5 Toreset the scaling of all chromatograms to default values, click Reset Scaling
in the Trace Setup tab. Refer to Figure 9-14.
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Chapter 10
Chromatogram Operations

10.1 About Chromatogram Operations

Chromatogram comparison and mathematical operations are accessible from the
chromatogram window. Right-click in the chromatogram window and select
Operations. See Figure 10-1 and Table 10-1.

Figure 10-1 Operations

Add Trace...
Add Multiple Traces..

Axiz Setup...
Annotations...
Appearance...

Full Unzoom

Clear Overlays

Dperations Move Trace
Utilities ¥ Stack Traces...
Graphical Programming  ® :
Align
Properties Stretch
MNormalize
Smooth

1zt Derivative
2nd Derivative

Add
Subtract
P Laltiply
Divide
Table 10-1 Operation Actions
Operation Action
Move Trace "Grab" and move a trace within the chromatogram window.
Stack Traces Positions multiple traces with an offset.
Align Adjusts a second chromatogram such that a peak (or point)

on one chromatogram will be aligned with a peak (or point)
on the first chromatogram.

Stretch Performs a two-point contraction or expansion of
chromatogram relative to another.

10- 1
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Table 10-1 Operation Actions (continued)

Operation Action

Nomalize Normalizes one or more chromatograms to the first
chromatogram, adjusting the heights such that the apex
height of a selected peak matches that of the peak selected
on the first trace.

Smooth Performs a 9-point Savitsky-Golay smoothing operation on

a selected trace.

1st Derivative

Calculates and displays a 1st derivative of a selected trace.

2nd Derivative

Calculates and displays a 2nd derivative of a selected trace.

Add Adds two traces and displays the result.

Subtract Subtracts two traces and displays the result.

Multiply Multiplies one trace by another and displays the result.
Divide Divides one trace by another and displays the result.

10-2

IPN 074-538-P1A



IPN 074-538-P1A

_ ¢ TNFICON
EZ IQ Operating Manual

10.1.1 Move a Trace

To "grab" a trace and move it:

1

In the chromatogram window, right-click and select Operations >> Move
Trace. See Figure 10-2.

Figure 10-2 Move Trace Utility
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The Operations: Move Trace window will appear in the the upper right corner
of the chromatogram window. Move the pointer over a trace until the pointer
changes to a pointer with a cross with arrows at the end. See Figure 10-3.

Figure 10-3 Move Trace
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3 Grab the trace by pressing the left mouse button and dragging the trace to a

new location. When the mouse button is released, the trace will be placed at
the pointer location.

Move Trace will appear at the upper right corner of the window. Additional
traces can be moved. When finished, right-click and select Operations >>
Move Trace again to turn off the move trace operation.

10.1.2 Stack Traces

To change the X-axis and Y-Axis offset for a trace:

In the chromatogram window, right-click and select Operations >> Stack
Traces....

2 Enter a new X-Axis and Y-Axis offset, and click OK. The offset will be applied

to additional traces displayed in the chromatogram window. See Figure 10-4
and Figure 10-5.

Figure 10-4 Chromatograms Before Stacking
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Figure 10-5 Chromatograms After Stacking
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10.1.2.1 To Remove Offsets

1 In the chromatogram window, right-click and select Properties.

2 Select the Trace Setup tab, then scroll to the right to the X-Axis and Y-Axis
offset columns when the settings can be modified or deleted. See Figure 10-6.
Figure 10-6 Remove Offsets
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3 Click Reset Scaling to restore all settings to their original values. Or, the Stack
command can be used again by entering "0" for both stack parameters.
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10.1.3 To Align Two Traces

To align one chromatogram to another:

1

2

In the chromatogram window, right-click and select Operations >> Align. Click
a peak on the first chromatogram to align to, then click on a peak on the second
chromatogram to align it to the first peak. The selected peak in the second
chromatogram will be adjusted such that it will be aligned with the selected
peak in the first chromatogram.

To remove the alignment, right-click and select Properties to view the trace
spreadsheet. Select the Trace Setup tab, then scroll to the right to the X-Axis
and Y-Axis offset columns to delete or change these settings. Click Reset
Scaling to restore the original settings. See Figure 10-7 and Figure 10-8.

Figure 10-7 Chromatograms Before Alignment
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10.1.4 Stretch

a Chromatogram

Stretch allows a two-point contraction or expansion of chromatograms relative to
another. To stretch a chromatogram:

1
2

3

In the chromatogram window, right-click and select Operations >> Stretch.

Select peaks on the first chromatogram to which the second will be stretched
(or contracted).

Select two peaks on the second chromatogram. The chromatogram between
these two peaks will be stretched or contracted to fit the two peaks specified on
the original chromatogram.

10.1.4.1 To Undo the Stretch,

1

In the chromatogram window, right-click and select Properties. Select the
Trace Setup tab, then scroll to the right to the X-axis and Y-axis offset columns
where the stretched or contracted settings can be changed or deleted. Click the
Reset Scaling button to restore all settings to their original values. See Figure
10-9 and Figure 10-10.

Figure 10-9 Chromatograms Before Stretching
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10.1.5 Normalize Traces

Normalize Traces will normalize one or more chromatograms to the first

chromatogram, adjusting the heights such that the apex height of a selected peak
matches that of the peak selected on the first trace. Once Normalize Traces is

selected, the user will be prompted to select the start and the apex of a peak in the
first trace. Then a prompt will appear to click on the start and apex of a peak in the

second trace for normalization.

To undo the normalization, right-click and select Properties to view the trace

spreadsheet. Select the Trace Setup tab, then scroll to the right to the X-Axis and
Y-Axis offset columns where these settings can be deleted or changed. Click Reset
Scaling to restore all settings to their original values. See .Figure 10-11 and Figure

10-12

Figure 10-11 Chromatograms Before Normalization

[ Channel A&

0.04

Retenfion Time

oz |

WHlts

.00 ]

I [=] E3

Figure 10-12 After Normalization

= Channel A
Time: 720028 Mnutes - Amplitude: -0.00127 448

Retentipn Time

0,03 ]
g 002
001 3
0.00 ]
T T T 1
6.2 6.4 6. 6.8 7.0
Min utes

I [=] E3

10-8

IPN 074-538-P1A



IPN 074-538-P1A

_ ¢ TNFICON
EZ IQ Operating Manual

10.2 Perform Mathematical Operations on Traces

Mathematical operations on traces can be performed within the chromatogram
window. To perform a mathematical operation on a trace:

1 Inthe chromatogram window, right-click and select Operations, then select the
operation to perform. See Figure 10-13.

2 Follow the instructions displayed to perform the operation. The result of the
operation will appear in the window.

Figure 10-13 Mathematical Operations
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10.2.1 Smoothing

To perform a 9-point Savitsky-Golay smoothing operation on a selected data file:

1 Inthe chromatogram window, right-click and select Operations >> Smooth. A
Click on trace prompt will be displayed

2 Click on the chromatogram to be smoothed. The resultant trace will appear in
the window. See Figure 10-14 and Figure 10-15.

Figure 10-14 Chromatogram Before Smoothing
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10.2.2 Calculate Derivatives

To calculate and display the 1st or 2nd derivative of a chromatogram:

1 In the chromatogram, right-click and select Operations >> 1st Derivative or
Operations >> 2nd Derivative. A Click on trace window will be displayed.

2 Click on the chromatogram to perform the operation. The resultant trace will
appear in the window. See Figure 10-16, Figure 10-17 and Figure 10-18.

Figure 10-16 Trace Before 1st Derivative
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Figure 10-18 2 Derivative Displayed with Original Trace
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10.2.3 Add Two Traces

To add two traces to a chromatogram window:

1
2

In the chromatogram window, right-click and select Operations >> Add.
Click on first trace to select it.

Click on the second trace, which will be added to the first trace. The resulting
trace will appear in the window. See Figure 10-19.

NOTE: For this operation to be valid, both traces must have the same
sampling frequency.

Figure 10-19 Adding Two Traces
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10.2.4 Subtract Two Traces

To subtract two traces:
1 In the chromatogram window, right-click and select Operations >> Subtract.
2 Click on the first trace to select it.

3 Click on the second trace, which will be subtracted from the first trace. The
resultant trace will appear in the window. See Figure 10-20.

NOTE: For this operation to be valid, both chromatograms must have the same
sampling frequency.

Figure 10-20 Subtract Two Chromatograms
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10.2.5 Multiply Two Chromatograms

To multiply two chromatograms:
1 In the chromatogram window, right-click and select Operation >> Multiply.
2 Click on the first chromatogram to select it.

3 Click on the second chromatogram, which will be multiplied by the first
chromatogram. The resultantchromatogram will appear in the window.

NOTE: For the multiply operation, the units of the resultant chromatogram are
<chromatogram1 units> x <chromatogram 2 units>. See Figure 10-21.

Figure 10-21 Multiple Two Chromatograms
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10.3 Utilities

The Utilities menu in the chromatogram window provides access to commands for
saving, copying, or printing the current chromatogram window. To access the
Utilities menu, right-click in the chromatogram window and select Utilities. See
Figure 10-22 and Table 10-2.

Figure 10-22 Utilties Parameters
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Table 10-2 Utilities

Utility

Action

Print

Sends the current chromatogram view to the printer.

Copy to Clipboard

Copies the contents of the chromatogram window to the
clipboard.

Save Trace...

Prompts to click on a trace then opens the save data file
window.

10.3.1 Print

This command sends the current chromatogram window view to the printer.

10.3.2 Copy to Clipboard

To copy the contents of the chromatogram window to the clipboard, right-click and
select Utilities >> Copy to Clipboard.

This command copies the current chromatogram window to the clipboard as a
metafile. From here, view can be pasted into a word processing document or other
application that supports the clipboard.

NOTE: To paste into Microsoft® Word, click Edit >> Paste >> Special >> Picture.
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10.3.3 Save Trace

Use this utility to save a trace as a data file.
1 From the Utilities menu, click Save Trace.
2 Click on the trace to save.

3 Inthe Save Data File As window, browse to the location for saving the file and
enter a name for the file.

10- 16
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Chapter 11
Graphical Programming

11.1 About Graphical Method Programming

The Graphical Programming menu is used to add timed events and set up other
method parameters graphically by clicking on the displayed chromatogram. These
commands are also available from the Graphical Programming Toolbar, which is
displayed by default at the bottom of the Instrument Window. To turn on the
Graphical Programming Toolbar,

1 From the menu, click View >> Preferences.

2 Click Int Events and then click Toolbar. See Figure 11-1 and Table 11-1.
Figure 11-1 Int Events Tool Bar
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Parameters that can be set using graphical programming include:

Table 11-1 Graphical Programming Parameters

Command Action

Width Inserts a Width event at the point on the
chromatogram.

Threshold Inserts a Threshold event at the point on the
chromatogram.

Shoulder Sensitivity Inserts a Shoulder Sensitivity event at the point on the
chromatogram.

Integration Off Turns off integration at the point on the chromatogram.

Valley to Valley Turns on valley to valley baseline detection.

Horizontal Baseline Forces a horizontal baseline from the point on the
chromatogram.

Backward Horizontal Baseline Forces a backward horizontal baseline from the point
on the chromatogram.

Lowest Point Horizontal Baseline |Forces a horizontal baseline at the next lowest point.

Tangent Skim Forces a tangent skim.

Front Tangent Skim Forces a front tangent skim.

Minimum Area Set a minimum area for peak detection.
Negative Peak Turn on negative peak detection.
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Table 11-1 Graphical Programming Parameters (continued)

Command

Action

Disable Peak End Detection

Disables the end of peak detection.

Reassign Peak

Designates a different peak as the calibrated peak.

Manual Baseline

Manually define a baseline.

Manual Peak

Manually define the beginning and end of a peak.

Split Peak

Force a perpendicular to split a peak.

Force Peak Start

Force the start of a peak.

Force Peak Stop

Force the end of a peak.

Move Baseline

Manually move a baseline.

Reset Baseline

Force a baseline to the point.

Reset Baseline at Valley

Reset the baseline to the next valley.

Adjust Retention Time Window

Adjusts the retention time window.

Adjust Group Range

Adjust the group range.

Define Single Peak

Define a single peak and add it to the peak calibration
table.

Define Peaks

Define multiple peaks and add them to the peak
calibration table.

Define Groups

Define groups and add them to the group calibration
table.

Suggest Sampling Frequency

Suggest a sampling frequency for the chromatogram.

11-2
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Chapter 12
Data Acquisition and Control

12.1 Data Acquisition and Control

Commands that are available from the Control menu are related to data
acquisition and control of the instrument. In general, there are two ways to acquire
data:

+ Single run acquisition, where data is acquired for a single injection.

+ Sequence acquisition, where data is acquired automatically for a series of runs
using a pre-programmed sequence that defines the number of injections,
methods, file names, and calibration.

Additional control menu items will appear depending on the features supported by
the instrument configured.

12.2 Single Run Acquisition

There are two ways to acquire data. One way is with a sequence (for multiple runs),
and the other way is to make a single run. To make a single data acquisition run,
specify the method to be used for analysis, and a filename for data storage.

NOTE: In order to use a method for data acquisition, its Instrument Setup should
have the acquisition channel turned On, and a sampling rate and run time
designated.

To make a single run, click the Single Run icon b or click Control >> Single
Run. The Single Run Acquisition window is displayed, see Figure 12-1 and Table
12-1.
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Figure 12-1 Single Run Acquisition Window
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Table 12-1 Single Run Acquisition Parameters

Run information

Used to specify various files for the run.

Sample ID

Enter a Sample ID for the run. This can
contain text and numbers, and is saved with
the data file. Click the arrow to select from a
number of predefined ID’s.

Method

Enter the name of the method to be used for
data acquisition and processing. Include the
entire path name if the method is not in the
default method directory. Select the method
from a list of available methods by clicking
the File icon adjacent to the field.

Data Path

Enter a path name where the data acquired
for this run will be stored. Click the File icon
to select a path from a listing of available
paths.

Data File

Enter a filename for the data to be saved on
disk. Select from one of the predefined
names by clicking the arrow button adjacent
to the field. It is not possible to use an
existing filename, unless the file exists in
located in a directory whose path contains
the term "public". For example, if the data
files are saved in a directory entitled
C:\Public\Data, the files saved in this
directory can be overwritten. The software
automatically appends a . dat file
extension.

12-2
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Table 12-1 Single Run Acquisition Parameters (continued)

Number of reps

Enter the number of runs to conduct. The
runs will automatically proceed without
review until completed, incrementing each
filename as designated. If the sequence of
single runs is aborted, and the single
acquisition is repeated without changing any
parameter, the run number will start with the
next number as if the sequence was not
aborted. For example, setting 4 runs with
starting run number of 101, then aborting
during run 102, upon restarting the next run
number will be 105. If the Sample ID is also
incremented, it will increment in parallel.

Print Method Report

When this box is selected, the method report
(or reports) will be printed at the end of the
run.

Amount Values

Sample amount

Internal standard amount

Multiplication factors

Dilution factors

Enter values that affect how the
concentrations are calculated. When making
a single data acquisition prior to calibrating
the method, leave these values at their
default.

The Sample amount value is used as a
divisor during calculation of concentrations.
It is intended to compensate for differences
between samples due to weight and when
percentages of the total sample are being
calculated rather than the amount detected
in an injection.

For calibration runs, the Internal Standard
Amount is acquired from the method Peak
Table. For unknown runs, enter the amount
of the Internal Standard in an unknown
sample.

Enter one to three multiplication factors to be
used for this run. All quantitated peaks will
be multiplied by these factors.

Enter one to three dilution factors to be used
for this run. All quantitated peaks will be
divided by these factors.
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Table 12-1 Single Run Acquisition Parameters (continued)

Calibrate

Calibration level

Clear all calibration

Clear calibration for level

Print calibration report

Clear replicates

Average replicates

Select this box if the sample is to be a
calibration sample. Once this box is
selected, the following fields and options will
be available.

Enter the number of the calibration levels
represented by this calibration standard. If
this is a single level calibration, enter 1.

Select this box to clear all existing calibration
factors from the method before running the
sample.

Select this box to clear the existing response
factors for a specific level before running the
sample.

Select this box to print a calibration report
after running the sample.

Select this box to clear all existing replicates
from the existing calibration level before
running the sample.

Select this box to average the replicates for
this calibration level.

Begin run

By default, a run will start immediately. Click

{3 to open the Schedule Run window to
enter or select the time to start the
sequence.

When the Single Acquisition Run window
is completed, click Start to begin the
acquisition. The current data will appear in
the chromatogram window as it is acquired
and will be stored on disk. At the end of the
run, the chromatogram will be analyzed
according to the method parameters, and, if
specified, a report will be generated. If the
sample analysis is not displayed at the end
of the acquisition, click Analyze to view the
results.
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12.3 Run a Sequence

Once a sequence has been created and saved, it can be used to acquire and
process data. To start a sequence acquisition:

1 From the Instrument Window, click the Sequence Run icon

[z

or from the

Control menu, click Sequence Run.... The Run Sequence window is
displayed. See Figure 12-2 and Table 12-2.

2 Enter or select a sequence to use, set a run range, mode, printing options and

review options, then click Start.

Figure 12-2 Run Sequence Window
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Table 12-2 Run Sequence Parameters

Sequence information

Enter the Sequence Name to be used, or
select the sequence file from a list of
available sequence files by clicking the File
icon.

Run range
All

Selection

Range

Select the range of the sequence to be run.
Click All to execute all runs in the sequence.

If a series of runs in the sequence
spreadsheet has been selected
(highlighted), click Selection to run only the
highlighted runs.

Enter a range of runs to be executed. For
example, an entry of 4 - 6 will execute runs
4, 5, and 6 of the sequence. An entry of 4
executes the fourth run through to the end of
the sequence.
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Table 12-2 Run Sequence Parameters (continued)

Mode

Tower

Processing mode

Bracketing

None

Standard

Std. w/Clear Calib

Sequence

Seq. w/ Back Calc

Select the manner by which to handle
autosampler dual towers (if any), processing
mode, and bracketed calibration (if used).

If the instrument is configured for Dual
Tower, select the tower mode to be used for
the sequence run. Selections include Dual,
Front, and Rear.

Select a mode for reprocessing the data.
Options will vary depending on the
instrument configuration. If the instrument
does not support this feature, Processing
mode will be grayed out. For certain
instruments, Overlap Sample Prep mode
will be available. See About Overlap Sample
Prep for information and restrictions for
using this mode.

Select the type of bracketing to perform.
(See Bracketed Calibrations for details.)

Select this to NOT bracket calibrations.

Select this to perform the standard mode of
bracketing calibrations.

Select this to perform the standard mode of
bracketing calibrations, clearing the
calibration before the start of each
calibration set.

Select this to perform the sequence mode of
bracketing calibrations.

Select this to perform the sequence mode of
bracketing calibrations and back-calculate
calibration runs.

Review

Results Review

Calibration Review

Select this box to pause the sequence
between runs in order to review results.

Select this box to pause the sequence after
each calibration set, where a calibration set
is defined as one or more calibration runs
that occur in a sequence.

12-6
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Table 12-2 Run Sequence Parameters (continued)

Printing

Print method reports

Print sequence reports

Select this box to print a custom report,
defined in the method, for each run of the
sequence.

Select this box to print sequence reports.

Begin run

NOTE: By default, a run will start
immediately.

To schedule the start of the sequence for a

later time or date, click the @ icon to open
the Schedule Run window where the time to
start the sequence can be entered or
selected.

Email Recipient(s)

Use this field to enable e-mail notification to
be sent to a designated address (entered in
the To: field).

Select the On Start box to send e-mail
notification when the sequence starts.

Select the On Stop or Error box to send
e-mail notification when the sequence stops
or if an error occurs.

When the window is completed, click Start
to initiate the sequence acquisition. The data
is displayed in real time in the chromatogram
window(s), if the current data is selected for
viewing.
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12.4 Stop a Run in Progress

NOTE: STOP cannot be accessed by anyone other than the instrument controller.
To stop data acquisition during a run:

1 Click the STOP icon, on the command toolbar, when the run is in progress, or
click Control >> Stop Run. The Stop Run window is displayed. See Figure
12-3 and Table 12-3.

NOTE: When using the STOP icon, press the left mouse button down until the
STOP icon changes appearance before releasing the mouse button.

2 Select the desired manner to stop the run.

Figure 12-3 Stop Run Window
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Table 12-3 Stop Run Parameters

Stop current run only Select this to end the run currently in
progress. If the run is a part of a currently
queued sequence, the sequence will
continue with the next run.

Stop current run and sequence run Stops the run currently in progress, and
terminates it's sequence. Other queued
items will proceed.

Stop sequence after current run completes |Aborts the sequence after the current run is
completed.

IPN 074-538-P1A

Stop all run queue items submitted Stops the run currently in progress, and
terminates all the items in the queue that
were submitted by the current user. Queue
items submitted by other users will be
unaffected.
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Table 12-3 Stop Run Parameters (continued)

Stop all run queue items This selection stops the run currently in
progress, and terminates all items in the run
queue.

NOTE: When arun is stopped, the data up
to that point is saved in the data file.
However, no analysis of the data
will be performed. To produce a
report or view results from a run
that was stopped, Analyze the data
file.

12.5 Extend Run

NOTE: If the current user is not the instrument controller, or the current user is
using an instrument offline, the current user does not have access to
Extend Run.

While a run is in progress, data acquisition can be extended beyond the designated
run time by:

1 Click Control >> Extend Run.
2 The Extend Run window is displayed. See Figure 12-4.
3 Enter the number of minutes to extend the run, then click OK.

Figure 12-4 Extend Run Window
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Chapter 13
Tutorial

This chapter guides the user through the basics of using EZ I1Q. Follow the steps
to set up a method and acquire a data file, then optimize the method for integration
and set up calibration. Use the Tutorial files provided with the software to learn the
software and become comfortable with its use. Details on data file structure,
application window features, how to open and save files are located in Chapter 4,
Program Architecture and Data Structure, and Chapter 5, Opening and Saving
Files.

NOTE: This Tutorial assumes:

+ That EZ IQ is installed with all instruments installed and properly
configured

¢+ The PCrunning EZ IQ is connected to a 3000 Micro GC instrument via
the TCP/IP connection

¢+ The 3000 Micro GC enhanced driver is loaded for the EZ IQ
configuration. See Chapter 8, Acquisition Parameter Setup, for the
procedure to load a 3000 Micro GC configuration using EZ 1Q.

13.1 Tutorial Overview

The following is a quick overview of the tutorial contents. For best results, follow all
steps in the Tutorial, in the order presented.

1 Create a Data Acquisition Method
+ Set up acquisition run time and sampling rate
+ Save the method
¢ Run a preliminary sample
+ Set integration parameters graphically
2 Create a Single-Level Calibration
+ Name calibrated peaks
+ Run a single-level calibration

3 Create and Run a Sample Sequence

Using Tutorial Files

+ Review a multi-level calibration
+ Explore a peak table

+ Examine a custom report

+ Change integration parameters
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13.2 Instrument and Method Wizards

Instrument and Method Wizards make it easy to locate and step through the
windows necessary to create or modify methods. To create Tutorial methods, use
the wizard buttons to display the window associated with a Tutorial step.

The Method Wizard is started from the Instrument Wizard by clicking Create or
Modify a Method. See Figure 13-1.

Figure 13-1 Instrument Wizard
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The Method Wizard window will display. See Figure 13-2.

Figure 13-2 Method Wizard
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Click Create a New Method to start creating the tutorial method.
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When Create a New Method is selected, the Method Wizard sets up icons in the
application window that allow the user to "step" through all windows of method
generation. A Save icon is also provided. See Figure 13-3.

Figure 13-3 Step and Save Icons
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13.3 Create a Data Acquisition Method

The first step toward acquiring a data file is to create a data acquisition method.
Ensure that the method will acquire data with a long enough run time for the last
peak to elute, using the default data acquisition sampling rate (which is adequate
for most samples except for fast capillary runs).

NOTE: Skip this step and use data and method files provided if there is no access
to an instrument.

13.3.1 Acquisition Setup

To set acquisition run time and sampling rate, go to the Instrument Setup window.
See Figure 13-4. This is the first window displayed when using the Method Wizard.
Or, click Method >> Instrument Setup, or click the Instrument Setup icon.

NOTE: The tabs and contents of the Instrument Setup area will vary depending
on the type of instrument and its configured modules.
Figure 13-4 Instrument Setup Window

= Micro GC ]},, Trigger |

Setpaints | Configuration |

Charmel & {Molecular Sievel: B {Flot U}
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Select the Trigger tab and select the Type for the type of remote start (if any)
installed on the instrument. The trigger type for each instrument is set up during
configuration. If no trigger is being used, select None for Type. See Figure 13-5
and Table 13-1.

Figure 13-5 Trigger Tab

= Micra GC }v Trigger l

Type: External -

Mone: mnediately after clicking on Start. Sequence acquisitions do not pause between uns.
M anual: Operator has to press Enter to start the run, Sequence acquisitions pause for confirmation between runs.
External: If the data sampling is started from an extemal trigger, select this option. The twpe of trigger is designated

in instrument configuration. Select when uzing a contact closure from an autozampler or manual injectar.

Table 13-1 Trigger Tab Parameters

External Data sampling starts when externally
triggered.

Manual User must start the data sampling.

None Sampling of data starts immediately when
Start is clicked.

IPN 074-538-P1A

When the acquisition setup information is complete, click the X box in the upper
right hand corner of the tab window to exit the window.
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13.3.2 Save the Method

Once the acquisition parameters are set, save the method. Click File >> Method
>> Save As.... The Save Method File As window will appear. See Figure 13-6.

Figure 13-6 Save Method File As Window

Save in; I ) Data 1

Amino. mek Save I
amino_1.met C | |
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Select the folder in which to save the method file. In the File name field, enter
Test.met as the filename for saving the method.
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13.3.3 Downloading a Method

When a new method is created, or when a method is opened, it must be
downloaded to the 3000 Micro GC to make it available on the instrument.

Click Control >> Download Method. See Figure 13-7.
Figure 13-7 Downloading a Method

Presview Run
Single Run... iZkrl+35hift+F2
Sequence Rum,..  Ckrl+Shift+FS

Fun Queue...

Instrument Skatus

Download Method
Upload Method
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13.3.4 Run a Preliminary Sample

The data acquisition method (Test.met) will be used to make the first data
acquisition run. To aid in later steps of the Tutorial, it is best to run a standard
sample for the first acquisition run.

1 To start the run, click Control >> Single Run. Refer to Figure 13-7. The Single
Run Acquisition window is displayed. See Figure 13-8.

Figure 13-8 Single Run Acquisition Window

Single Run Acquisition E|

Riur infarmation [ Calibrate

Sample ID: | ﬂ l—
tethod: | g r LCancel

[Drata path: | g r Help

Drata file: | ﬂ -

Murnber of reps: ’17 [ Print method report F
Amoint values

Sample amount: | 1

Internal standard amount: | 1

Multiplication factors: | 1 | 1 | 1 Begin run

Dilution Factars: | 1 | 1 | 1 g Description..

Enter Test in the Sample ID field.

3 In the Method field, either enter Test.met, along with its path, or select the
Test.met file from a file list by clicking the Open File icon adjacent to the field.

4 Enter a path for storage of data files in the Data Path field, or select a path from
a list presented by clicking the Open File icon adjacent to the field.

5 Enter Test.dat as the name for storing data in the Data File field. A unique file
name must be entered in this field. If this tutorial has been performed
previously, any saved files will need to be deleted or moved to a different
directory.

6 Click Start and inject the standard sample. As it is acquired, data will be
displayed in the chromatogram window.
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13.3.5 Set Integration Parameters Graphically

EZ 1Q uses default integration parameters that are appropriate for most simple
chromatography. However, certain peaks may require special integration
treatment. Such special integration treatments are entered into the method as
Integration Timed Events. These events can be placed at the beginning of the run
to apply to all peaks, or they can be inserted at a certain place in the chromatogram
such that only some peaks are affected. Follow the steps below to add the timed
event to turn off integration to the method.

NOTE: This step can be performed using the Multi calibration.dat file provided
with the software.

1 At this point, the recently acquired chromatogram will be displayed in the
chromatogram window. If it is not, click File >> Data >> Open... and then select
the data file from the list displayed. Alternatively, one of the files supplied with
EZ 1Q can be selected.

2 Click Analyze to integrate the chromatogram and display the baselines.

NOTE: If anicon’s function is unknown, hover the pointer over the button and
a Tooltip will display showing the icon’s name or function.

3 To add the Integration Off timed event, click the Int Off button on the Int.
Event Toolbar. Click on a part of the chromatogram to turn integration off at that
point. This is the Start Time. Click on the chromatogram again at the point
where integration will be turned on again. This is the Stop Time. An
Integration Off window will appear. See Figure 13-9.

Figure 13-9 Integration Off

Integration OFF g
Start Time: Minutes Add to Table
Stop Time: Minutes Cancel I
W alue: Help I

% |nzert inta Integration Events table

™ |nsert into Manual Integration Fikes table Analize N i

The integration will be turned off between the Start Time and the Stop Time. The
Value is set at zero, as no numeric value is required for this event. Click Analyze
Now to add the event to the method and re-integrate the chromatogram. (Clicking
Add to Table will add the event to the integration timed events table without
re-integration.)

13-8
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Select Insert into Integration Events Table and the event will be added to the
Integration Events Table of the method (where it will be used on all chromatograms
analyzed using this method). Select Insert into Manual Integration Fixes Table
and the event will be added to the Manual Integration Fixes Table of the present
chromatogram (where it will be applied only to this chromatogram).

The chromatogram will be re-drawn using the new integration event. Notice that the
selected area has no baselines drawn because the integration has been turned off
for these peaks.

4 The integration event is put into the Integration Timed Events table. To view this
table, click Integration Events from the Navigation panel or click Method >>
Integration Events... The integration timed events table will appear. Notice the
Integration Off timed event has been added to the table.

5 Toremove the Integration Off event from the method, click the Integration Off
event name or the row number, then press the Delete key on the keyboard. The
event can also be deleted using the Edit >> Cut command. The event can be
re-inserted using the Edit >> Paste command. To temporarily view the effect of
removing an event without actually removing it from the table, select the check
box adjacent to the event to clear it. To re-select the event, select the check box
once again.

6 When finished with the Integration Events table, close it to return to the
chromatogram.
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13.3.6 Create a Calibration

For peak quantitation (calculation of results based on the running of standards), the
method for calibration must be set up. For further details on how to set up multiple
level calibrations, refer to the Calibration in the online help file. For this tutorial, the
user will set up a single level of calibration.

Setting up calibration involves the following steps.

+ Identify the Calibrated Peaks and enter known standard amounts in the method
+ Run the standard sample(s)

+ Review the calibration curve

The easiest way to enter calibration peak data is to run the standard sample first,
then use the stored data file to graphically define the calibration peaks. If the user
has been following this Tutorial, there should already be a standard sample saved.
If not, the user can either run a standard sample using the steps shown in section
13.3.4, Run a Preliminary Sample, on page 13-7, or the user may select one of the
data files provided.

1 Open the stored data file by clicking File >> Data >> Open... Select the
standard data file from the list, or select one of the supplied data files. Once the
file is displayed in the current data chromatogram window, click Analyze to
integrate the chromatogram and show the baselines.

2 Click the Define Single Peak button from the Int Event toolbar. The Define
Single Peak window will display for the first detected peak in the
chromatogram. See Figure 13-10 and Table 13-2.

Figure 13-10 Define Single Peak Window

Define Single Peak

Retention Time : 0.36 Minutes

Peak Mame : !acetnne Help

Cone. Level FI_ : |1EIEI

Units : ppm

ISTD I 4 :

Ref. |0 # :
Curent Peak: 1

Total Peaks: 18

- Retention Time YWWindow

........................ 5

i~ shaolute + |0.009 flitLtes

1011

<< Back et 5=
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Table 13-2 Define Single Peak Window Parameters

Retention Time

The retention time of the first detected peak
will appear. To add this peak to the peak
table, populate the window for this peak. To
skip this peak, click Next. To move to a
specific peak in the chromatogram, click on
the specific peak. The retention time shown
in the window will change to reflect the
selected peak.

Peak Name

Enter the name of the compound in this field.

Conc Level

Concentration Level 1 is shown. Enter the
concentration of this component in the field
to the right of the Conc. Level.

NOTE: The concentrations of calibration
gas components are normally
provided by the gas supplier, for
instance as a label attached to the
gas cylinder.

NOTE: For setting up more than one level
for this compound, enter 2 for the
Concentration Level and enter
the concentration for that level.
Continue to enter concentration
levels until all desired number of
calibration levels are completed.

Units

Enter the units to be used when displaying
the results.

ISTD ID #

If performing an internal standard
calibration, enter the ID # for the internal
standard peak for this compound. This is the
peak ID number from the peak table. If the ID
# is unknown, it can be added in the peak
table later.

Ref ID #

The Ref ID # corresponds to the peak ID #in
the peak table. Enter the peak ID # in the Ref
ID # field. If the peak ID # is unknown, it can
be added in the peak table later. Reference
peaks are used to locate calibrated peaks
when chromatographic conditions change
such that retention times shift.
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Table 13-2 Define Single Peak Window Parameters (continued)

Retention Time Window

Relative

Absolute

Select the parameter to enter the retention
time window for this peak. The window is

used for peak identification in case of slight
deviations from the expected retention time.

Click Relative to calculate the retention time
window based on a % of the expected
retention time of the peak. Enter the % to
use for calculation of the window.

Click Absolute to enter an absolute window
for the peak. Enter the value for the retention
time, in minutes.

3 Click Next to move to the next detected peak. Click Back to move to the
previous detected peak in the chromatogram. The current peak and total peaks
in the chromatogram are displayed on the right of the window. When finished
adding peaks to the peak table, click Done. Each defined peak will become a
row in the peak table. If peaks are already in the peak table, the recently defined
peaks will be added to those already present.

4 Once peaks have been defined, click Method >> Peaks/Groups... to display
the Peak/Group Tables window. See Figure 13-11. Click the Named Peaks
tab. Each peak defined will appear as a row in the Peak Table spreadsheet,
along with its retention time and the other parameters entered.

Figure 13-11 Calibration Peak Table

Mamed Peak:s | Erqupgl

[ Peak / Group Tables -- Detector A

I [=] B3

# MName I | RetTime | ‘Window | Ret D #] ISTDDE ]  Unit
1  JAcetone 168729 0114 0 0 ppm
2 | Carbon Tetrachlonde 2 B6.568 013 1] 0 ppm
3 |Bromoethane 38273 0165 ] 0 ppm
4 |13TZE 4854 0171 1] 0 ppm
5
i| | 3

Information in the table can be edited or changed by scrolling through the rows
and columns. Details on contents of the Peak Table are described in the
Calibration chapter of the online help file.

13-12
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5 Do not enter information in the other columns at this time. Close the
Peak/Group Tables.

The method is now ready to be calibrated. Before calibrating, save the method.
Click File >> Method >> Save. (To save the method using a different name, click
File >> Method >> Save As.)

13.3.7 Calibrate Using a Stored Data File

In order for the software to calculate concentrations for unknown samples, the
method must contain the areas generated for each component in the standard
sample. To store these areas into the method, either run the standard sample
again, designated as a calibration run, or calibrate the method using the stored
data file created earlier in this tutorial, using Analysis >> Single Level
Calibration. To use the stored data file to calibrate the method:

1 Click Analysis >> Analysis Single Level Calibration. A window will display
where file information for the calibration must be set. See Figure 13-12.

2 In the Sample ID field, enter sample identification information. If following this
tutorial, enter Test.

Figure 13-12 Analysis/Single Level Calibration Window

Analysis I Single Level Calibration E]
Analpsiz information [ Calibrate Start
Sample ID: |Test . ,— #
Methad: [CAEZIO ProjectshDefavltyMethod\Test met Lancel

[Drata path: |E:\EZIQ\Ploiects\Default\Data

Help

% &[4

L i ity

Drata file: | Test dat
[ Print method repart

Armount values

Sample amount:

Internal standard amatnt:

_ =] =] =

|

|
Multiplication factors: | 1 |

T

Dilution factars:

3 In the Method field, type the data path name for the method to calibrate. Click
the Open File icon and select the method file from the list. The tutorial method
is Test.met.

4 In the Data path field, type the data path name, or select it from the list using
the Open File icon.

5 Type the name of the calibration data file in the Data File field. Click the Open
File icon and select a saved filename—the name used in this tutorial is
Test.dat.

6 Leave the Amount Values set to 1. For details on how these values are used,
refer to the Calibration chapter in the online help file.
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7 Select the Calibrate checkbox and enter 1 for Calibration Level. Since this
method is currently uncalibrated, it is unnecessary to select any of the
checkboxes dealing with calibrations or replicates. However, if unsure of the
method contents, select Clear all calibration before starting.

8 When the window is populated, click Start. When the analysis is complete, the
chromatogram will be integrated, and the areas for the peaks identified as
calibration compounds will be entered into the method. Enter the concentration
of the calibration gas into corresponding Level field in the Peak / Group Tables
if not already populated.The calibration curves will be generated using these
areas. At this point, the method is calibrated for a single level, and it can now
be used to run and analyze samples with the calibration compounds in
unknown amounts.

13.3.8 Create and Run a Sample Sequence

If using an automatic stream selection valve to inject samples, the user must define
the samples to be injected and how they will be acquired and analyzed. This is
performed using a sample Sequence. A sample sequence can be used to acquire
both calibration and unknown samples. It can also be used to automatically
re-analyze stored data files. Details on creating and using a sequence can be found
in the Sequence chapter of the online help file. In this part of the Tutorial a simple
sequence will be created and used to acquire a calibration sample and two or three
unknown samples.

1 To create a new sequence, click File >> Sequence >> Sequence Wizard. A
Sequence Wizard window will display. See Figure 13-13.

Figure 13-13 Sequence Wizard - Methods Window

Sequence Wizard - Method El

4 Methad : |CAEZIDNProjects\DefaultMethadhT ast met =
Data File Type
+ For acquizition

" From existing data files

Amount walues

Sample amount ; 1
Internal standard amount ; 1

Multiplication factars .~ |1 |1 1
Dilution factars: |1 |1 |1

Cahicel et =
o) | |
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2 Enter the method to be used for the acquisition, or select it from a list of

available methods by clicking the File Open icon.

3 For Method, enter the method name (including path) for the method created in
this Tutorial. The user can select the entire path name by clicking the File icon
next to the field, and selecting the method name from the list displayed. If the
user is following this Tutorial, select Test.met as the method name. Leave the

Amount Values at their default values.

4 Select For acquisition. The Sequence Wizard will prompt for information

required for data acquisition.

5 Click Next. The Sequence Wizard - Unknowns window will display. See

Figure 13-14.

Figure 13-14 Sequence Wizard - Unknowns Window

Sequence Wizard - Unknowns

Sample D |<HH# <M

Data path |C: WEZIO W ProjectzhDefault\D ata

Drata file - |

- [T Create a separate row in the sequence for each repetition

@ Cancel | < Back | Mewt » |

=== Mumber of unknown runs in sequence : 1
" Repelitions per run ; 1

Finigh

Increment Mumber
User Marne
Instrurnent Name
Date and Time

6 The Sample ID field is used to identify the samples. Click the blue arrow and
select the Line Number and Method Name. Each Sample ID will contain the

sequence line number and the current method name.

7 In the Data path field, enter the path to where the data will be stored, or select

an existing path by clicking the File Open icon.
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8 For Data file, click the blue arrow and select Sample ID. The data files will be
named using the sample ID selected above. Using numbered identification
ensures the data filename for each run is unique, preventing errors that will
occur when trying to acquire data using an existing data filename. See Figure
13-15.

Figure 13-15 Sequence Wizard - Unknowns Window

Sequence Wizard - Unknowns

SamplelD: [ M ¥

Data path : |E:‘\EZIQ WProjectshDefaulthD ata =

Data file: : |< [0 Line Murber
Nurmber of unknown runs in sequence : ’3_— Increment Humber
Repetitions per run |1 O=er Name

Method Name
Instrument Mame
Date and Time

[~ Create a separate row in the sequence for each repetition

Open File

@ Cancel | < Back | Newt » | Firigh |

9 For Number of unknown runs in sequence, enter 3. Leave the other fields at
their default values.

IPN 074-538-P1A
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11

Click Next to continue.

Figure 13-16 Sequence Wizard - Calibration Window

Sequence Wizard - Calibration

Calibration D |<#HHs<h>

Repetitions per level :

™ Create a separate row in the sequence for each repetition
! 1 [~ Multiple calibration sets

b
Calibration path : |E:\EZIQ'\F’r0iects\D efaultsData =
Calibration file ; |Cal_<ID>.dat »

Mumber of calibration levels : 1

[ Clear all calibration at start of sequence

—

In Figure 13-16, the Calibration ID is automatically set to the identification from
the previous window. Set the Number of calibration levels to 1, and leave the
calibration Repetitions per level at 1. Leave all other boxes cleared. Click

Next.
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12 Select Include unknown runs in summary report and Include calibration
runs in summary report. Do not check the other boxes. See Figure 13-17.

Figure 13-17 Sequence Wizard - Reports Window

Sequence Wizard - Reports El

Summary

I Include unknown rins in surmmary repaort.

Iv Include calibration mwinz in summary report.
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{+ i

[C Check Standard
[ After every unknowngz, zet QC check standard.

[ Inchude method contents report.

Cahcel ¢ Back Finizsh

13 Click Finish. A sequence table will appear, with the file and method names
specified. See Figure 13-18.

Figure 13-18 Sequence Table

M Sequence: untitled.seq

Fun # Status Run Type Level Conc Overide Custom Parameters | Reps Sample 1D Method Filename:

1 JCAL SMB o] 1 [] Unconfigured ] 1] 001 Tast met Testmet[#] Cal_001Testmet datf¢]
Surnmary Aun O/nfa Unconfigured 1] 002T est.met Testmet 0027 est.met.dat
3 Surmary Rurn 0/nfa Unconfigured 1/ 003T est.met Testmet 0037 est.met, dat
4 Surnmary End O/nfa Unconfigured 1/ 004T est.met Testmet 0047 est.met. dat

| »

14 At this point, the sequence is set up to run one calibration sample and three
unknown runs. Notice the Sample IDs and Filenames are numbered
automatically to prevent duplication. In order to run a calibration standard as
the first run, the the run must be designated as a calibration run. This was
performed automatically by the Sequence Wizard. Unknown runs always have
a Level of 0. The information in the Run Type field may be abbreviated if there
is more than one run type designation. To view the possible Run Types, click
the arrow next to the run type. For details on each of these run types, refer to
the Sequence chapter in the online help file. Since the method created in this
Tutorial is a single level calibration, only one calibration standard run is
necessary.

IPN 074-538-P1A
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15 To save the sample sequence file, click Save\Save Sequence to go to the
Save Sequence window, or click File >> Sequence >> Save As. Select the
C:\datasystem\Sequence folder (where datasystem is the program
installation folder), then type the name Test or Test.seq for the sequence file

name.

NOTE: By default, sequence files are saved with the .seq extension.

13.3.9 Run a Sequence

To acquire data using the sequence file just created, click Control >> Sequence
Run, or right-click in the Sequence table and select Run Sequence. A Run
Sequence window will display.

. See Figure 13-19.

Figure 13-19 Run Sequence Window
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Enter the name of the sequence file by typing the name, along with path, in the
Sequence Name field. Alternatively, select it from a list of sequence files by

clicking the Open File icon to the right of the Sequence Name field. Leave the
other parameters as their defaults.

Prepare the automatic stream selection valve to inject a standard sample, followed
by three unknown samples. When ready to inject the first sample, click Start. When
the sequence is completed, data files are acquired and saved for one standard and
three unknown runs, and a simple result report for each unknown sample and a

summary report for the sequence are generated.

Because a sequence summary report has not yet been defined, do not select the
Print sequence reports box.
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13.4 Review Multi-level Calibration Curves

Once a method is calibrated, the calibration curves and associated data can be
viewed using Review Calibration. To see a fully calibrated multilevel calibration,
use the Multi Calibration.met file provided with the software.

1 Open the Multi Calibration.met method file by clicking Open >> Open
Method. Select the Multi Calibration.met file. It will be located in the
\EZIQ\Projects\Default\Method folder.

2 Once the Multi Calibration.met method has been opened, click Method >>
Review Calibration. The window shown in Figure 13-20 is displayed.

Figure 13-20 Review Peak Calibration

Ml Review Peak Calibration -- TCD. - Channel A @@@

Level Amount [ Area [ RF [ Lastdrea | Residual [ FRepSthev
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Linzar Fit aw+h
5= 000104241
b= -0.0939085
Goodness of fit (i*2]: 1.00000
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The calibrated peaks in the method are listed in the peak list at the top right
corner of the window. The calibration curve shown is for the highlighted peak.
View the other curves by highlighting their peak name. The top left portion of
the window contains a table that displays all the calibration information,
including areas used to create the current calibration curve.

3 The calibration curve fit type by default is Point-to-Point. To overlay a different
fit type, right-click anywhere in the calibration curve box and select Fit Type >>
Linear. Notice the new linear calibration curve is overlaid on the Point-to-Point
curve. In the box at the right, the equations for the different fit types displayed
are shown, along with the Goodness of fit calculation.

NOTE: The r? value is not calculated for the Point-to-Point curve since it is by
definition a perfect fit to the data.

For additional details on using Review Calibration, refer to the Calibration
chapter in the online help file.
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13.5 Explore a Peak Table

Method calibration information is located in the Peak / Group Tables. In this
section, the user will use the method provided with the software to examine a Peak
Table and become familiar with a completed peak table.

1 Open the Multi Calibration.met method which is located in
\EZIQ\Projects\Default\Method by clicking File >> Method. Select the Multi
Calibration.met method from the list.

2 Open the Multi Calibration.met method. View the Peak / Group Tables by
clicking Method >> Peak/Groups. The following table will display. See Figure
13-21.

Figure 13-21 Peak Table

M Peak / Group Tables - TCD - Channel A =13

Mamed Peaks \ Groups ]

# Name | D | PRetTme | Windw | FRetiD# | 15TD.DE |
1 [¥]n2 2772776 239501 0 0
2 [¥ne 5629 3164 0 0
S

« | b

3 Inthe Named Peaks tab, a table containing all of the calibration information for
the calibrated peaks in this method is displayed. By scrolling to the right, many
different columns appear, each of which represent a parameter for the
calibration, such as Levels, which contain the calibration amounts for each
compound at each level of calibration. Note that it is possible to customize the
Peak Table such that only parameters needed for a given calibration are
displayed. Details on what each column represents, along with how to
customize the Peak Table, are available in the Calibration chapter in the online
help file.
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13.6 Examine a Custom Report

A complete suite of report templates are provided with the software that can be
used without modification to generate reports. To see an example of one of these
reports, click Reports >> View >> External Standard. (Make sure the current
chromatogram has been analyzed first.) The External Standard Report will be
displayed. See Figure 13-22.

Figure 13-22 External Standard Report
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If the method contains no defined custom report, the system will use the standard
report formats to print reports.

The standard report templates can be modified, or entirely new reports can be
created using Custom Report. Both custom method reports and custom
Sequence reports can be created. These are described in detail in the Custom
Reporting chapter in the online help file.
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To view the custom report in the Multi Calibration.met file, open the file if it is not
already open (click File >> Method >> Open, then select Multi Calibration.met
from the file list). Click Method >> Custom Report to access the method custom
report editor. The current method custom report will appear. See Figure 13-23.

Figure 13-23 Method Custom Report
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Examine the custom report template by scrolling through it using the scroll bars.
Before attempting to edit or create a custom report, thoroughly review Custom
Reporting chapter in the online help file. To return to the method, close the Method
Custom Report window.
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13.7 Changing Integration Parameters

Another important aspect of using a computerized data system is the ability to
customize the integration using Integration Timed Events. In this part of the
Tutorial, use the Multi Calibration.dat data file to become familiar with how to
enter integration timed events into the method, and to view the effects of some of
these events. Complete details on how each integration timed event functions are
given in the Calibration chapter in the online help file.

1 Open the Multi Calibration.dat data file by clicking File >> Data >> Open, and
then select the Multi Calibration.dat file from the \Data folder. Click Open with
Method to open the Multi Calibration.met method file that was used to
acquire the data file.

2 Click Analysis >> Analyze to analyze the chromatogram and display the
baselines. See Figure 13-24.

Figure 13-24 Analyzing Channel A
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NOTE: The vertical line pointer moves with the mouse. The retention time where
the pointer is located is shown at the top of the chromatogram window.
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3 Add the Valley to Valley timed event to integrate the cluster of 4 large peaks
with Valley to Valley baselines. To do this, right click on the chromatogram and

then select Graphical Programming >> Valley to Valley.

4 Then, click once before the first large peak, then click again just after the last
peak. See Figure 13-25.

Figure 13-25 Valley To Valley Window
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When the Valley to Valley window appears displaying the start and stop points for
the event, click Analyze Now and view the chromatogram. Notice the peaks within
the region of the event are now integrated using the valley-to-valley event, and the

baselines are adjusted accordingly. See Figure 13-26.

Figure 13-26 Chromatogram
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5 Click Method >> Integration Events. Note the addition of the Valley to Valley
event in the table. See Figure 13-27.

Figure 13-27 Integration Events Table
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6 Remove the Valley to Valley event by selecting the checkbox next to it, then
press Delete on the keyboard. The integration can be tested without the event,
and left in the timed event table, by clearing the check box next to the Valley to
Valley event and then re-integrating the chromatogram.

7 Close the Integration Events table.

Practice adding and deleting integration timed events using the Multi
Calibration.dat data.

This completes the Tutorial chapter. Refer to earlier chapters of this manual or
online Help within the software for more detailed descriptions of each function.
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