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Chromlab TotalChrom Operational Notes

TotalChromm™ Tips

Introduction

helpful ways for the user of the TotalChrom™ chromatography software to
generate and optimize their methods, reports and sequences and in review
of their data.

T he information and tips in this document are intended to provide some

Pictured below is the TotalChrom Navigator screen. These system functions are
accessed by a single click on the screen buttons. These functions are labeled with
blue group names and can also be accessed from the drop-down menus of the
same name.

For example the Build group for the function Method, Graphic Edit, Sequence
and Report Format are also available in the Build drop-down menu.
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Chapter 1 - File Management Tips

1. Create TotalChrom Folders

There are many ways for set up your system file structure. Here are three
examples of basic TotalChrom file management structures. As a start you should
create folders for Data, Methods & Report Formats and Sequences.

Tip #1- Create separate folders for your TotalChrom data, methods & reports and
sequences on the C:\ drive. This will allow for shorter directory paths for easier
viewing in the TC sequence screen and in report headers.

This structure will also prevent possible deletion of system files that are stored in
the PenExe folder. Itis NOT a good idea to use the TotalChrom PenExe program
folder for this reason.

1. Use Windows Explorer to create new folders in the
C:\ Drive.

Some examples are:

C:\TotalChrom Data or C:\TC Data
C:\TotalChrom Methods & Reports
C:\TotalChrom Sequences

Tip #2 - Always save your Method and Report Format files together in the
same folder so that the TotalChrom software can always find your
Report Format files.

2. Segment Your TC Data Files.

For large numbers of TC data files you may want to segment your
data files by year or year & month, by instrument name or by
analysis or product name as in the examples below:

C:\TotalChrom Data\2008
C:\TotalChrom Data\2008\June
C:\GC1-QClLab

C:\Your Analysis or Product

Tip #3 - The more you segment your data into separate folders, the easier
it will be to retrieve your data for review and reprocessing or to
move you data for archival purposes.
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Chapter 1 - File Management Tips

3. TotalChrom - Project Directory function.

At times it may be useful to group all of your file types into
a specific folder.

Tip #4 - Use the Project Directory function. This is a
quick and convenient way to store and archive all the files
associated with a specific project e.g. Methods, Report Formats,
Data and Sequences. Check this out it may be useful for youl!

Step 1. Open Windows™ Explorer and create a Project name.

Example: C:\My TotalChrom Project Directory
Step 2. In TotalChrom Navigator Screen

Click on the Build drop-down menu.
Select the Configuration function.

Select User and then Project Directory.

oo g

Select your previous created Project Directory using the
browse button.

Project Directory Setup §|

The project directary zpecified below will be uzed by all
applications in place of all default path settings far all
file bypes.

Default praject directan:

k. | Cancel

Yaur persanal project directory to be used instead of defaulk paths

TotalChrom - Project Directory Setup window.

Note: You may need to use Save As to save your first file entered
into a newly created project directory before your files will be
automatically saved in your new project directory instead of in the
TotalChrom default paths.
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Chapter 1 - File Management Tips

4.

TotalChrom Quick Paths.

Tip #5: Setup TotalChrom Quick Paths. This is a quick
and convenient way to easily select a directory path within
TotalChrom. This can be used to save or look for data files
and to look up method and sequence files.

Step 1.

a0 oy

Quick Paths

Directarnies

i

C:ATotalChrom Data
C:ATatalChrom Methods & Reports
C:ATotalChrom Sequences

Inzert | Clear | Delete |

In the TotalChrom Navigator Screen:

Click on the Build drop-down menu.
Select the Configuration function.
Select User and then Quick Paths.

Use the Add button to find and add your most
frequently used directories to Quick Paths list. Click
OK when finished.

%]

Quick Paths available when opening or saving a file

k. | Cancel | Bezet |

TotalChrom -

Build/Configuration/User/Quick Paths window.
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Chapter 1 - File Management Tips

4. Setup TotalChrom Quick Paths - continued.

Setting up Quick Paths for your most frequently used methods,
sequences and data directories is a big time saver over the long run.

Step 2. Use the Quick paths function in any TotalChrom File-Open
window.

a. Click on the Quick paths browse button.
b. Select the directory of interest from your list.

TotalChrom File-Open @
Lok jn: |l.f,\ TatalChrom Methods & Reparts j e £ ER-

Retained Solvents.mkh
Salvent.mth

File name: " mth
Files of type: | Methad Files]* mth] | Cancel |
E!u(ﬂathsf |I::"~T|:|ta|Ehr-:|m b ethods & Reports Header << |

S~

C:4T atalChrom ata

. [m] = Ll BT
C:4hTatalChrom Methods &
ke TatalChrom Project Directary
C:hPenExet T oW ShWerb. 3.0ME namples

File Header [nformation

Using the Quick path function in TotalChrom File-Open
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Chapter 1 - File Management Tips

5. Create a Backup Folder.

Tip #6 - It is highly recommended that you create a backup
folder for your finished and optimized methods, report
formats and sequences.

Use Windows™ Explorer to create this folder. These backup files will come
in very useful if a method file is accidentally changed, lost or is corrupted.

Step 1. Open Windows™ Explorer and create a backup directory
name. For example:

C:\TotalChrom Backup

Step 2. When you are satisfied that your method, report format
and sequence files are finished copy them to your
backup directory. You can use the Windows Save As
function as follows:

a. Click on the File drop-down menu.
b. Select Save As ...

c. Save your file to the TotalChrom Backup directory.

Tip #7 - It is also highly recommended that you backup all important files
off-line in case of hard drive failure. Use removable storage
media such as a flash drive, CD or floppy disk.
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Chapter 1 - File Management Tips

6. Set up Default Paths - System Configuration

Tip #8 - If you have TotalChrom administrator (manager)
privileges you can setup or change the default paths for
your method, report and sequence files as needed in
System Configuration.

a. In the TotalChrom Navigator screen select the System Configuration
function from the Admin drop-down menu.

b. Highlight the User - Manager and select the Users tab.

c. Click on the Default Paths/Base Names button. Using the browse
button, select your new default data paths. Use the same path for both
Raw data and Result files.

oy System Configuration

File Swstem Ports  Instruments  Job Types Users  Wiew Help
H sk ® B2[% |ls 55| 8] 2| A

System] Parts ] Instruments] Job Types  Users ]

Uszers logon name

w Logon name |Manager
Full name |manager
Job type |Manager ﬂ
Diefault printer HP CLJ 3600 j

[v U=ze operating eystem logon for TotalChrom logon

Default Paths/Base Names hatrument Access FPazzword Setting

Users of the system, listed alphabetically UnModified T

TC Navigator/Admin/System Configuration window.

Important Note: It is recommended that you do not change the paths for
methods and report formats or sequences once they are
setup.
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Chapter 1 - File Management Tips

6. Set up Default Paths — continued

After default Raw and Result data paths have been
created in Windows™ Explorer they can be entered here by
using the browse buttons. It is highly recommended that
you use the same folder for both file types.

As an example, you can add the year to your Raw and Result file data
paths. Example: C:\2008 TC Data

Default Paths/Base Mames P§|
Data pat

/m AT atalChrom D at:

. Reszult filez path |E:"~TDtaIEhrDm Data @ >

wnf these paths /

[ Thiz uzer iz required ta use the default path [or subdirectonies) for raw files

[ Thiz uzer iz required ta use the default path [or subdirectonies) far result files

Other paths

Method path |I::"'.T|:|tall:hr|:|m Methods & Feports
Sequence path |E:'\T|:-ta||:hr|:|m Sequences
Beport farmat path |E:"~Tn:-taIEhrn:|m Methods & Reports
Prograrm path |

Default base names

R aw data file |
Cancel

Rezult data file |

Modiied data fle |
-

I
t tH@@@@

Copy Fram...

The default path For staring raw files accessed by this user

TotalChrom Default Paths/Base Names Window

Note: Consider using the Projects Directory function that is discussed
in Section 3 if you need to group all of your file types together.
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ChapterZ

Chapter 2 — Method Tips

1. TotalChrom Method Editing - Introduction

There are many ways to edit your TotalChrom methods. Method editing can be
performed either manually using the Method Editor functions or graphically using
the Graphic Method Editor functions.

1. Manual method editing.

You can access the Method Editor functions by single clicking
on the TC Navigator Build - Method button or by selecting
Method from the Build drop-down menu.

b ethiod

'— Tota:Chrom Navigator

Build 1 Reprocess  Display  Apps  Admin Help

Build

Sequence

Instrument

rethod

Graphic Edit

Instruments i Instrument Wiew
‘ b

Hands On Dietails

_f/

HaplnSlizr
passely
Wiewy
b | B '
Reprocess il ol |

. AL Real-Tirme Plot
(LTI J @
[rbini] i
Results Review
g | & s ’ =
=

Batch Summary Chromatograms Spechia

Create or modify sequences, defining a series of analytical runs Liser: manager

TotalChrom Navigator screen - Method Editor.

Tip #9 - Use the Review function in the Method Editor File drop-down menu.
This will step you through each page of the method. Don’t forget to
click on each of the tabs to review all of the method parameters.

10
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Chapter 2 — Method Tips

2. Instrument Parameters — Data Channels

Tip #10 - Use Data Channel-A when only a single detector method is used even
if the Source channel is the “B” detector. This will allow you to use the
Channel-A Sequence for method setup.

Note: Setting the TotalChrom data Sampling Rate parameter correctly is
very important for proper data acquisition and subsequent peak integration.

b ethod

1. Data Channels - Setting the Sampling Rate

Tip #11 - Set the Sampling Rate so that your narrowest,
and smallest, peak of interest will have at least 15 — 40 data

points in the main body of the peak. Do not include peak
tailing data points for this initial setting of the sampling rate.

Data Acquisition

Data Channels | Fieal-Time Flot

3

Drata Channel

(s & i

Source

Channel & Deté R )

Set Data Rate

~

width at baze [z]

{* By zampling rate [ptsds)

|
>

[ ata Storage

[v Store all data Framm i

[ Stare run log

Data Pointz: 11250
Drelay time [min)
Run time [min)

Collect daka From channel & only

0k, | Cancel | Apply |

Method Editor - Instrument — Data Channels screen.

Example: |If a capillary peak is 3 - 6 seconds wide at its base, set the
sampling rate to 6.25 data points/sec.

4 sec. X 6.25 data points/sec. will give 25 data points/peak.

11
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Chapter 2 — Method Tips

2. Instrument — Data Channels - continued

Setting the TotalChrom data Sampling Rate parameter correctly is very important
for proper data acquisition and subsequent peak area integration.

2. Data Sampling Rate set too low.

The TotalChrom Sampling Rate is set in points/second
(pts/sec) or hertz. This parameter determines the number
of data points stored in the .Raw data files.

b ethiod

If the Sampling Rate is set too slow, the peak data at the crest of the
peaks of interest will not be properly collected resulting in accurate
and low area counts.

Example of Sampling Rate set too low. Note that the data at the crest of the
peak was not collected!

Important Note: If the Sampling Rate is too low (slow) the peak
crest data points may be missed causing
inaccurate peak area (low) measurements.

On the other hand, setting the Sampling Rate too high (fast) and collecting
too many data points will result in .Raw data files that are overly large and
can result in peak splitting.

Tip #12 - Use the Graphic Method Editor to view (and count) the actual raw
data points in your data file. See Chapter 3, page 31.

12
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Chapter 2 — Method Tips

2. Instrument — Data Channels - continued

3. Data Sampling Rate set too high.

The TotalChrom Sampling Rate is set in points/second
(pts/sec) or hertz. This parameter determines the number
of data points stored in the .Raw data files.

b ethiod

Setting the Sampling Rate too high or over sampling can result in your method
being over sensitive to detector noise that may result in peak splitting during
integration.

Example of the Sampling Rate set too high (fast). Note that this peak is
split and will be identified as two separate peaks in the report.

Important Note: If the Sampling Rate is too high (fast) your data
file size will be overly large and peak splitting
may occur.

13
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Chapter 2 — Method Tips

3. Instrument Control Options — Oven/Inlets
Tip #13 - Set the GC Oven parameters Max. Temp to protect your column

liquid phase from being over-heated and Equilibration Time to
stabilize the column oven temperature before the run start.

1. Setting Oven/Inlets parameters

a. Set the Oven - Max. Temp. (°C.) at 20 - 50° C. above
the oven program final temperature, but never more than
the column liquid phase max temperature.

b. Set the Oven - Equilibration time (min) to at least 1 or 2 minutes
when using a low initial oven temperature (35 - 50° C.) to allow the oven
air and column temperature to stabilize before the start of a new injection.

Instrument Control

Owendlnlets lEarrier] Detectors | Instrument Timed Events |

Program time [min]
Oven 15.00
240
180 -
120
Bl [Data end time 15.00
1]
n.o 25 50 7h 00 125 180
Cyo
Oven Ramp Rate Temp Hold =~ | Coalant ai -
Initial
1 ] Cut-in temp [*C)
2
3 Timneout [min]
4| » [\, Oven Rarnp

Heated zone zetpaintz [*C]
Injector & 200
Injector B

Owen

Maw temp [°C]

Equil time [min]

X

2k, | Cancel | Apply

Method Editor — Instrument — Control Options — Oven/Inlets.

14
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Chapter 2 — Method Tips

4. Instrument Control Options — Detectors

Tip #14 - The FID detector Temperature, Range and Time constant
parameters must be set correctly for the column type installed.

1. Setting up the Detector parameters.

a. Set the Detectors - Temp. (°C.) at 20 - 50° C. above
the oven program final temperature to prevent moisture and
sample contamination from building up on the FID jet tip.

b. Use Range 1 for most capillary column installations, use Range 20 for
packed columns.

c. Set the Time constant to 50 when using high-efficiency capillary
columns that produce fast, narrow peaks to prevent signal loss at the top.

Instrument Control

Z en;"lnlets] Camier Detectors l [nztrument T e vents]
Detectar & - FID
Temp [°C) Temp [°C) |7 Bange l—_|
\Wt Al - Adjust Time constant I—_I Adjust Ii
Autozero v LI Walue Autozero I Ii
Pilarity 'fﬁ (v Palarity { (s
Filament {+ f_“ Filament {+ f_“
Gazes Gazez
H2 IW rnlArnir Mone Ii
Air IW mL/min Mone Ii
Hone Ii Mone Ii
REC
Altenuation IE—LI Attenuation I—_|
Offset 50 %FS Offset [0
ITI Cancel | Apply
Temperature of detector A[0 or 100 ko 450 ]

Method Editor — Instrument — Control Options — Detectors.

15
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Chapter 2 — Method Tips

5. Instrument Control Options — Inst Timed Events

Tip #15 — Setup a Split flow gas saving mode in your method. You can
modify a method to automatically reduce the split flow setting after the
injection to save carrier gas. Use the Inst Timed Events functions for
this mode of operation. Note: The GC must have programmable
pressure control (PPC) in order to set up this feature.

Step 1. Set up Gas Saving mode Timed Events.

a. Select the SPL1 (or SPL 2) function with the Event
b ethad browse button. Set the Time (min) to -0.5 min and the
Value which will be your injector split flow at 50 — 100
mL/min and click on the Add button.

b. Again select the SPL1 (or SPL 2) function and set the Time (min) to
2.00 minutes and the Value back to a standby split flow rate of 15 — 20
mL/min and click on the Add button.

Instrument Control E]

Dvem’lnlets] Earrier] Detectors  [nstrument Timed Events l

Tirne [min) 2.00 Add

Ewent | SPL1 j Delete
Replace

Yalue 20 -
Clear List

Defined Events Walves
ql " alue Tirne Initial Setting
SPL1

{+ i

SPL1

i AR A A NS
Y T TR T

ak | Cancel Apply

Events currently defined For this method

Method Editor - Instrument Control — Instrument Timed Events — Gas Saving mode.

16
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5. Instrument Control Options — Inst Timed Events - continued

Note: When setting up the split flow gas saving mode you should also set

the Split Control — Flow (mL/min) to a low flow rate in the
Carrier tab screen to save carrier gas when the GC is not in the

Ready state (standby).

standby.

Step 2. Set the Carrier - Split Flow for gas saving in

Method a. Set the Split Control - Flow (mL/min) of the carrier

Note: This setup can only be used on a GC equipped with programmable

pressure control (PPC) of the carrier gas.

Instrument Contraol

Owendlnlets  Carrier l Detecturs] Ingtrument Timed Eventsl

400 280
0.0 — == 210
200 ——— 140
100—— 1 70
0.0 0

n.a 25 5.0 75 100 125 150

Carr. A Ramp Setpoint Hold
Initial 250 993.00
1
2

E
4| o[\ Carier & A Aux 1 A Oven

Mode

Carrier & Cantrol |F'n:ugrammed Flones

Carrier B Contral |

Froagrarm time [min)

B: HOME
Owen tirme

Data end time
Colurnn
Length [mn)
Driameter [pm)

Y acuurm comp

Split Contral

gas to 15 - 20 mL/min to save carrier gas during standby.

15.00
.00

15.00
15.00

50.00

320

ff -

SelectjDisplay the Split Flow] 0.0 to S500.0 ]

Method Editor — Instrument — Control Options — Split Control — Gas saver mode.

Important Note: This split flow saving mode may cause baseline upsets if
you are using a flow sensitive detector such as an ECD or TCD detector.

17
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6. Process Options — Integration — Noise Threshold

The Method Process -Integration parameters determine how the baseline
is drawn under your peaks of interest.

1. Noise threshold parameter.

Tip #16 - The Noise threshold parameter controls where
the start and end points are located for peak detection, i.e.
where the peak baseline is drawn.

a. Higher numbers for the Noise threshold will move the peak start and
end points in toward the crest of the peak.

b. Lower numbers will move the peak start and end points away from the
crest of the peak.

Process E|

Integration lBaseIine Timed Events] Optional Hepults] Heplat] Jzer Praglamsl

Basic Parameters
Bunchi Fop (obal b

‘mw 10 >
\ém Fredalefpuled) 5

Advanced Parameters -

Pealk Separation Criteria 1~ Exponential Skirm Criteria

width ratio pzo0 Peak height ratio [soo0

Walley-to-peak, ratio W Adjuzted height ratio W
alley height ratio W

Defaults

] 8 | Cancel Apply

Area required ko confirm the start of a peak] 5.00 ko 1.00e+15 ]

Method — Process parameters — Integration tab — Noise threshold

18
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7. Process Options — Integration — Area Threshold

The Method Process -Integration parameters determine how the baseline
is drawn under your peaks of interest.

2. Area threshold parameter.

Tip #17 - The Area threshold parameter controls whether
a peak will be integrated as a peak of interest or eliminated
as noise.

a. Lower numbers for the Area threshold will allow integration of smaller
peaks.

b. Higher numbers for the Area threshold will eliminate small noise (or
sample) peaks on the baseline.

Process g|
Integration l Bazeline Timed Events ] Optional Reports ] Replot ] User Programs l

Bazic Parameters

Bunching factor [pts] 1

Maiz [ 40
e L

}'_ e !
| reathieshald [v) 5] >
\

Advanced Parameters -

Peak Separation Criteria 1 Exponential Skirm Criteria
Wwiidth ratio 0.200 Peak height ratio B.000
Walley-to-peak, ratio 0.0 Ldjuzted height ratio l-'-i.EIEIEI

Walley height ratio {3.EIEII:I
Defaults

] 8 | Cancel Spply

Area required ko confirm the start of a peak[ 5.00 to 1.00e+15 ]

Method — Process parameters — Integration tab — Area threshold

Note: A ratio of 1:5 is recommended for the Noise to Area threshold
settings.

19



Chromlab

TotalChrom Operational Notes

Chapter 2 — Method Tips

8. Process Options — Baseline Timed Events

Tip #18 - You can setup the method to automatically ignore the integration

of the solvent peak and other baseline upsets using the Process
-Baseline Timed Events functions.

3. Locking out integration of the solvent peak.

a. Click on the Process drop-down menu.

Method b. Select Baseline Timed Events.

c. Select the Disable Peak Detection (-P) function with the Event browse
button. Set the Time to O (zero) (min) and click on the Add button.

d. Select the Enable Peak Detection (+P) function with the Event browse
button. Set the Time to after the crest of the solvent peak and click on

the Add button.

Process

Inteqration  Baseline Timed Events ] Opticnal Hepnlts] Heplot] User F'mglamﬂ

[ Conect actual imes of all bazeline events bazed on actual BT of nearest reference peak.

Time imin] I Add
Event &\ j Delete
Beplace
Clear List
[ =ikt rETIT 5
Tirme: Evert Valum
0,000 _&_ Disable Peak Detection P
2.000 Q(\ Enable Peak Detection +F
\\

= ]

Canicel |

Apply

Select the required event, and enter the time at which it is to oocur

Method Editor - Process Menu — Baseline Timed Events — Peak Detection.

Note: Use Timed-Events sparingly and only when necessary. As the
column ages component retention times may shift unlike the
timed events that are at fixed times in the method.

20
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9. Process Options — Replot

Tip #19 - The method replot parameters for your chromatogram printout

can be modified from the default options in Process - Replot.

4. Replot Settings Optimization.

tethod sure to add Print a Plot with Report in the Report For
file that is associated with your method.

b. Set the Retention Labels to Peak crests.

c. Set the Scaling Type to Absolute scaling, and set the Full scale

(mV) for your desired plot display. This will fix the vertical axis of
chromatogram replot so that you can visually compare chromatograms.

Process

Integration] Baszelne Timed Events] Optional Reports  Replat lUser Proagrarmz

</PT:.E
[ Generate a separate replot [
\

Mumber of pages | Scale factor

Mizcellaneous

e v Start plot at end of delay time I it

e ; Start time [min] [ Draw baselines

Retention Labels End time [rmir] W Timed eyents

{ Hone Plot title |
# axiz label Tirne [min] ¥ axiz label Rezponze [mv]
Scaling Tupe Scaling Parameters:

" MNone " Vertical soaling Offzet [m) 0.000

—

" Expected time (T Sl |
i+ Actual time {* Absolute scaling Eull seale [miv] 5UUD

a. Uncheck the Generate a separate replot. Note: Be
mat

(]8 | Cancel | Apply

Print retention time annotations at the peak apex

Method Editor — Instrument — Control Options — Split Control — Gas saver mode.

Important Note: Always check that your largest peak of interest is on

scale at or below 500 mV. This will prevent the clipping

of your peaks and loss of data.

21
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10. Components — Global Information

The method Global Information options must be selected for method
calibration type and auto-calibration.

b ethiod

1. Calibration type selection.

a. In the window you can choose between the External or
Internal standard calibration calculations.

Tip #20 — Select the “"Reject outliers during calibration” feature to

automatically reject calibration results that deviate by more
then the allowed % entered for this option. This is very useful
for method calibration runs that are added to a long sample

analysis sequence or auto-calibration sequences.

Global Information

[alabal Infarmatian l LIS Hesu":s]

Yalume urits L Unidentified Peak 0uantitation
EErTeTon s Ing Cafibration factor — |1.0000002+06
5 ample Yolume [UL) |-| 00 ° Always uze calibration factar

* |Jse nearest component
Yoid time [min) 0,000

" |se nearest reference

Calibratian

* Extemnal standard RRT Calculation

" |nternal standard

—
v Reject outliers during calibration
Allowed deviation [3) |1 1]

Sample

{+ |z first peak in run az BRT reference

" |ze thiz component az BRT reference

[«

| Comect amounts far calibration standards

v Coreeert unknown samples to concentration units

3

2k, | Cancel Apply

Maximum allowed deviation of response from current average[ 0.000 to 1000000,000 ]

Method Editor — Component — Global Options — Calibration type/Reject outliers.

22
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11. Components — Component Defaults

Tip #21 - The Component Defaults values for component identification and
calibration may be added. Entering these before adding any
components to the method will greatly speed up data entry of a
component list with multiple entries.

Note: These default values must be entered BEFORE any components are
added to a new method. If these defaults values are not entered before
entering components they will not be applied automatically.

2. Component Defaults - Identification

a. Enter an Absolute window value for component ID. This
value is in seconds around both sides of the crest of each
component.

b. Turn off the Relative window to remove this parameter from the
component ID calculations to simplify the ID window calculation.

Component Defaulis P§|

Identification | Calibration | User Values/LIMS |
Component Type
* Peak " Mamed group " Timed group

4

Relative windaw Q.00

< m window 5.00 5
\

Method Editor — Component Defaults — Component ID windows and References.

Tip #22 - Check the “Find tallest peak in window” function so that the
ID software will find the tallest peak in the window as apposed
to the default which is the peak closest to the middle of the
window.
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11. Components — Component Defaults - continued

Note: Remember that any default values must be entered BEFORE any
components are added to a new method.

2. Component Defaults - Calibration

a. Select the Calibration Type, use Avg calibration factor
for a single level calibration. Select Use curve for multi-
level calibration methods.

b. Enter the calibration Level names, Amounts and choose whether to
Include or to Force the origin.

Component Defaults &|

|dentification  Calibratian l Uszer Values LIMS ]

Calibration Type Rezponze
" Use calibration factar & frea
" Awg calibration factor " Height

Curve fit bype |15t Drder [ Drigin Treatrent
Scaling |None H=l [ Include
wieighting | Mone ﬂ
Purity [%] IW

evel 1

\

Level 2
3  Level3
4 |Level 4

/

evel 5

] | Cancel Apply

Ise a calibration curve ko calculake amounks

Method Editor — Component Defaults — Calibration using multiple levels.

Tip #23 - To prevent results calculated by using a curve fit from giving
negative values, choose Force for the Origin Treatment.
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12. Report Format Editor

The Report Format Editor is used to build the Report file (.RPT) that controls
what data is included in the printed report.

Tip #24 - It is a good practice to use the same file name for the Report file
as was used for the Method file and to store it in the same
directory as the Method file.

Note: If TotalChrom can not find the method Report file it will use the Default
Report.

1. Using Report Format Editor.

a. Generate a method with components and calibration
b ethiod information.

b. Click on the Other menu in the Method Editor window and choose the
Report Format Editor function.

c. The Report Format displayed for a new method is the Default Report.

i

& Method Editor - C:\TotalChrom Methods & Reports\Retained Solvents.mth - [Method Summary]

File Instrument Process Components SAd iew Window  Help
Y ' js.(Calelar) Ctrl+F
NEEIE R R e
GGraphic Editor
Diata Acquisition and Instrument Control Report Format Editor =

Instrument Mame ; 970 _- 1
Experirment Tirne : 10.00 min
Delay Time : 0.00 rmin
Run Time - 10.00 min

Sequence Editor Chrl+Q

Diata Processing and Reporting

Feplot Fages : 1 BF 2 User Programs : 0
Scale Factor 0 1.000000 MT D250 Y Report Files @ 0
Dffset : 0.000 m AT ;250000 p+

Scale : 1000.000 m'' Timed Events : 0

Component List and Calibration

Components 12 Solume Units - UL Lnidentified Peaks U
Mamed Groups : 0 Sample Yolume © 1.000 Global Calibration Factor © 1.
Timed Groups : 1 Cluant Units D ng Reject Cutliers : M
Calibration - BEXTD “oid Time : 0.000 min Cutlier Tolerance D3

Method Editor — Other — Report Format Editor
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12. Report Format Editor - continued

Tip #25 - An easy way to create a new external or internal standard Report
Format file is to use the templates stored in the TotalChrom

Examples directory.

2. Using Report Format templates.

a. Click on the File drop-down menu in the Report Format
bethod Editor window.

b. Select the Open function.

c. Click on the Quick paths browse button and select the TotalChrom
Examples directory path: C:\PenExe\TcWS\Ver6.3\Examples.

d. Select the ISTD.RPT for internal standard calibration report format or
EXTD.RPT for external standard calibration report format.

TotalChrom File-Open @

Look jn: |l,f} Examples j = ¢ Ef-
Iy AcgClient_Inkerface_Info FOS96EP1 . RPT SOL'-.-'EI"-.IT.RF‘T
) Teapi FOS96PLL.RPT B SYSTEST.RPT
5 BLRILE.RPT B GASOLINE.RPT B TESTL.RPT
[ default.rpt m : B TESTZ.RPT

. B TESTRPLOT.RPT

i
EXTDLRP

¥

File name:  |ISTD.RPT
Files of type: | Report Files]™rpi] | Cancel |

j Header »»

Report Format Editor — File — Open — TotalChrom Examples Directory

Quick paths | C:MPenE sehT cw'S\Wer, 3.0ME wamples

26



Chromlab TotalChrom Operational Notes

Chapter 2 — Method Tips

12. Report Format Editor - continued

Tip #26 - When using the templates stored in the TotalChrom Examples
directory be careful not to modify the template file itself or it will
not be available for the next user. Save the Examples template
to your method name and path before editing this file. Do not
overwrite the template files!

2. Using Report Format templates - continued.

a. Use File/Save as to save the Examples template format with
b ethad the method name that you are developing.

The following modifications to the default report are suggested.
b. Select the Options drop-down menu and select Small for System Header.
c. Select Use normal font when possible for Compressed Mode.

d. Check the Print replot with report in Miscellaneous Options to create a
one-page report with the chromatogram on the same page as the results.

Report Format Options E|
System Header Comprezzed Mode
" Mone @ . i
T Medium ==Tioe (| ™ Usze normal font when possible )
[ Instrument control parameters Mizcellaneous Options

Report Body Options [ Ezpand named groups

. . | Expand timed aroups
[v Print main repart body : DI

[ Print rizsing component report

[v |dentified components _ s
™ \dertiied named groups [ Print bazeline tlm.ec.l ege.nt table
™ |dentiied fimed groups [ Create A5CI dellfmted file
™ Uridentified peaks [ Create Ald metafile

. [ Create SOL*LIMS file
[ Mizzing components
[ Miszing narned groups o [Eparts

= P .

™ Missing timed groups v Pririt replat with repart

Area reject ||:|_|:||:| Replot Size fin] {300
] | Cancel |

Height of the replat window on the report page[ 3,00 ko 10,00 ]

Report Format Options
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12. Report Format Editor - continued

Tip #27 - All of the fields and columns in a Report Format file can be edited by
the user. Simply click on a field and edit it as desired.

3. Editing the Report Format file.

a. Delete all the extra columns in the report format until the
kethod report font is no longer compressed.

b. Click on the format Title and enter your report name.
c. Click on a column label to modify a column label name.

c. Change the number of Digits to display after the decimal point in a data
column with the Replace command.

d. The columns may be rearranged using the Move command.

e. Click on File and Save the modifications to your report format file.

:. o Yeport Format Editor - C:\TotalChrom Methods & Reports\Solvent.rpot

B M =t

D E| SR i 2w

INTERNAL STANDARD REPORT

1 Z 3 4 i
Peak Fet Time Peak Area Component Raw
# [min] [uV-sec] Nemne Amount

000 00000.00 000000.00 EEXIEXIEXEXEXEEXEEXIXN 00000.0000

Raw Amount

Current colurnn; A

Inzert/add
Column number E
Calumi width 11 I}
Digits 4 Move
mm—
Column label Faw Delete
Second label |.-’-‘«mu:|unt
I —
Iw Calculate total for this column Cancel

Location of this column across the page[ 1 to 6 ]

Report Format Editing
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13. Components — Calibrate

Tip #28 - The Components - Calibrate function allows the user to
calibrate a method manually. This function is very useful for

initial calibration of the method to check that all parameters are
entered correctly.

1. Using the Method Calibration function.

a. In the Components drop-down menu click on Calibrate.

b. Select a calibration standard data file that was previously
run using the browse button.

c. In the Calibration Parameters box, select the Level name, Calibration
Type — Average or Replace and click on the Add button.

d. Click on the OK button to perform the method calibration.

Manual Calibration f'5__<|

Selected files: ‘erb. 3. 0NE wampl ILVO01.BST

/illlhaﬁan-ﬂm}mlu.

q Level |1 ) Type: 1 Average

\
File M arne | Lewel | Cal Tope
C:APenExeh T cw'S ek, 3. 0M\Examplezt SOLYO0T.RST 1 REF
< >

[v |dentify peaks before calibrating

| @ Cancel

Method Editor — Components - Calibrate — Manual Calibration.

add this calibration to the File/LevelType list
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14. Other — Fit Analysis (CalPlot)

Tip #29 - When performing a multi-level calibration you can review the
calibration curve data stored in the method using the Fit
Analysis function to check for out-laying data points and curve
linearity (R-Squared results).

1. Calibration Review - Fit Analysis.

a. In the Other drop-down menu, click on Fit Analysis
b ethad (CalPlot).

b. The R-Squared results are displayed in the bottom right-hand corner of
the window.

c. The calibration curve information may also be reviewed by selecting Fit
Type drop-down menu and selecting Curve Info.

tys1s - CAPENEXEATCWS WL Z 3.0\EXAMPLES\SOLVENT.MTH

METHANOL

9600000

7200000

Area

4800000

2400000 /

oo 114 229 343 457 a7 586

Adjusted
Ready METHANCL 1113 Curve #1: W =1 {No Weighting) RSq = 0,902563 1st Crder - Incl Origin

Method Editor — Other — Fit Analysis (CalPlot).
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Chapter 3 — Graphic Method Editor Tips

1. Graphic Method Editor

Tip #30 - Use the Graphic Method Editor - Display functions to view the
actual data points collected in any raw data file. This function will allow you
to optimize the data sampling rate parameter for acquiring data.

‘J\ 1. Display Raw Data Points

In the TotalChrom Navigator screen single click on the
Graphic Edit Graphic Edit button. Click on the Display drop-down
menu and select the Raw Points function.

Your raw data files will now be displayed showing the actual data points.

* Raw Points
Raw Points With Bunching
Lines

Entire Chromatogram
Rescale Plat. ..
Expand Reference Chromatogram

x

w114
—agr
—5.18
573
Y
T
_a17
Y
—g
—az

=

1 i i 1 [ [ 1 | i
&€ o = a2 [ 4 2 = w =]
2 5 & 83 g% ¢ g : 7
¢ £ 4 B8 P 3 g £ 0
i E = = = o i
Ci\PenExel TowsShers, 3. 0 Examples!SOLY00 1 raw 1,922 min 879,327 mv 1200 pts

Graphic Method Editor — Display - Raw Points screen.

Tip #31 - One way to access the Graphic Editor is from the Method Editor
screen. Using this technique, you will not need to re-select your
method file name in the Graphic Editor.

Click on the Other drop-down menu in the Method Editor and
select Graph Editor.
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2. Graphic Method Editor - Bunching factor

Tip #32 - You can optimize the bunching factor applied to the data points
collected in a raw data file using the Graphic Method Editor.

khl
. LY

Graphic Edit

1. Bunching Factor - manual optimization

The TotalChrom Bunching factor is used to generate
average data points which in turn will help to remove
baseline noise and spikes.

Tip #33 - It is recommended that the maximum Bunching factor never

exceed a value of 3 = 5 points.
bunching factors are indicated.

Sampling Rate/Bunching Factor,

Peak. width [z]:
Peak. width [pte]:

Reduce the Sampling Rate value if higher

3

16.00
32

0ld gampling rate [preds]:
Old bunching factor [ptz):

2.000000
2

T —

~
=

< {+ Bunching factar
e ——

T >

o]

Caricel |

Enter the bunching Factor] 1 ko 99 ]

—z74

At a Bunch factor of 2 the
number of bunched points
is one half of the number

of raw data points.

Graphic Method Editor — Display - Raw Points with Bunching

Tip #34 - The optimum points/peak is 15 - 40 bunched (averaged) points.

Bunch factor values of 2 or 3 (average of every 2 or 3 data points) can also be
used to improve the baseline placement and peak integration results.

32



Chromlab TotalChrom Operational Notes

Chapter 3 — Graphic Method Editor Tips

2. Graphic Method Editor - Bunching factor — continued

Tip #35 - You can optimize the Bunching Factor automatically with the
Process - Sampling Rate/Bunching Factor function.

‘J\ 2. Optimize the Bunching Factor automatically.
Sl a. Click on the Process drop-down menu and select the
Graphic Edit Sampling Rate/Bunching Factor.

|

! Fle Edit ‘ew Insert Formak  Tools  Table  Wwindou

I

Manual Inkegration

Graphic Method Editor -Process Menu — Sampling Rate/Bunching Factor.

b. Using the mouse, rubber box the narrowest peak of interest at its
baseline. DO NOT include peak pre/post tail area.

—=74

Use the Process function
L Sampling Rate/Bunching
Factor to automatically
calculate the Bunch Factor.
Using the mouse, rubber box
the peak width at its baseline.

Graphic Method Editor — PFOCESS — Rubber boxing the baseline.

Important Note: If a bunch factor higher that 2 or 3 is calculated to achieve
20 — 40 bunched points it is better to reduce the Sampling Rate parameter.
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3. Graphic Method Editor — Noise/Area Threshold

Tip #36 - You can optimize the Noise and Area thresholds automatically to
remove excessive numbers of noise peaks from the
chromatogram with the Noise/Area Threshold function.

‘J\ 1. Optimize the Noise/Area Thresholds.

a. Click on the Process drop-down menu and select
Graphic Edit Noise/Area Threshold.

: Fle Edit “ew Insert Format  Tools  Table  Wwindow

=
Peak Separation/Expo Skim

tanual Integration

b. Using the mouse, rubber box to highlight a section of baseline noise. DO
NOT include peaks.

e
| I

CEERCEE S PN AN S9Nk @ GRS g5 ZeRnNEAeRd
S e O00S  IT Orr tF FRIeR £ Prrer o phbbipionnenigd
11 11 L

—10.3
—12.81

-
11

—_
(AN

MNoisefArea Threshold [g|
B azeline dift [mv'/min]: 0007282
B aseline intercept [mt): b BEI7a4
RS bazeline noige [ph): 18 440658
Current NT: 1
Current AT: 7

Suggested NT:
Sugogested AT: 32 Cancel

Enter the noise threshold] 1 to 999999 ]

Process Menu — Noise/Area Threshold.

Note: A ratio of 1 to 5 is recommended for the Noise and Area Thresholds.
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4. Graphic Method Editor — Component Editing

Tip #37 - A fast and easy way to update or even generate a method
component list is by using the Graphic Editor Calibration — Edit
Components functions.

‘J\ 1. Graphic Component Editing

A a. Click on the Calibration drop-down menu and select Edit
Gisphic Edt | Components.

b. Using the mouse, rubber box to highlight a section of
chromatogram to update.

c. Click on a component that was not identified correctly due to a retention
time shift. The peak will be enclosed in a dotted line box.

d. In the Name window click on the browse button to open the list of your
component names. Select the component name of interest and click on
the Next button.

=t Graphic Method Editor - C:\Project Test FolderYSolvent.mth -
Tvpe FRe-Identify Return Help

2| <

- mm

Peak : 3
Retr time : 12,606
Area : 43341.60
| Height

RRTRef. [~ Ref. [ IST
<Name | ﬂ >

ference

ISTD

9.4

—
o
o
=]
I

ETHYL ACETATE
Absolute wirl =7ELO-CE

MIBK,
Fielative win| TOLUEMNE

W
% Find tallde pra i S

[ Update calibration
Level | J

Amouit |

Calibration type
{+ i

< Mest | ’Erev | Delete

\/

Cii\PenExel ToWwSers, 3 0 ExamplesiFEEA 195, raw 14,117 min 9,955 mY 1217 pt=
Use Mext/Prev of Return bo accept changes. Click on anather peak to cancel changes. MODIFIED

Graphic Method Editor - Calibration — Edit Components
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5. Graphic Method Editor — Calibration

Tip #38 - One easy way to manually calibrate a method is with the Graphic
Method Editor Calibration - Calibrate function.

‘J\ 1. Manual Calibration.

a. Click on the Calibration drop-down menu and select
Graphic Edit Calibrate.

(

Calibrate

Calibration level
taode

" Average
* Beplace

o
Cancel

Select calibration level to update

Calibration — Calibrate

b. Select the Calibration level.
c. Select the Mode, either Average or Replace.

d. Click on the OK button. The method is calibrated with the parameters
selected.

e. Click on the File, Save to save your calibration.

Important Note: Check to be sure that the data file currently being
viewed in the Graphic Method Editor is a calibration
standard run before using the Calibrate function.
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Chapter 4 — Sequence Editor Tips

1. Sequence Editor — Auto-Calibration Sequence

Tip #39 - You can automatically calibrate your method with a sequence
setup for auto-calibration. This is a fast and easy way to re-
calibrate your method when using an autosampler to inject your
samples.

1. Create an Auto-Calibration Sequence

|E| a. In the TotalChrom Navigator screen, click on the
Sequence Sequence button.

b. Load or Create a Sequence that uses the method you
wish to calibrate automatically.

c. The example below shows a three injection sequence which will generate
average response factors for all components in the method.

d. Save your auto-calibration sequence with the method name included in
the auto-calibration sequence name for easy identification.

Example Name: Retained Solvent Auto-Calibration.seq

& Sequence Editor, - C:\TotalChrom Sequences\Retained Solvent Auto-Calibration.seq

Eile Edit Change Build Format Ackions  Yiew window Help
o) w[&]| 5[ w7 2] Al

T Sequence Information, - Channel A

—
Wow Type Hame Yial Method Rpt Fmt E} Data Calib Rpt | Cal Levelm
1 |CalReplace Cal Std #1 1 wetained solvents vetainedfokvents Cal Std _001 Short Lewvel 1 ez
2 | CalAwerage Cal Std #2 2 Jetained solvents wetainedgolvents Cal Std _002 Short Level 1 Yes
3 | Caldwerage Cal Std #3 3 Jetained solvents vetained @ z Cal Std _003 Short ez
5
[
7
Ready Single Injection  [UnModified & Rows =3 CihTotalZhrom Sequences

Sequence Editor — Auto-calibration sequence for average response factors.

Important Note: Double check to be sure that the sample vials in the
autosampler tray positions to be analyzed are indeed
the calibration standards to be run before using this
auto-calibration sequence. A method that is

calibrated with the wrong samples will give
erroneous results.
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2. Sequence Editor — Smart Fill
Tip #40 - Use the Smart Fill function to easily update or change the data

file names in your sequence. This is a fast way to re-name your data files
with unique names so that they can be located easily for future reference.

j 1. Use Smart Fill to edit Sequence Data File Names.
|;E| a. Load or Create a Sequence.

Sequence b. Right click in the Data column and select Smart Fill.

 Sequence Editor - C:\TotalChrom Sequences\Retained Solvent Auto-Calibration.seq

File Edit Change Buld Format Actions  View ‘Window Help
D@ H|&| &[®[8] gfr| 2| A

7 Sequence Information - Channel A

|C:‘-,TDtaIChrDm Digtal,Cal Std _003

Row Type Mame Method Rpt Fmt File Calib Bpt | =
Cal:Replace Cal 5td #1 wetained solvents sretained solvents i 3
Cal:Awerage Cal Std #2 Jetained solvents sretained solvents Smatt Fill...
Cal&verage Cal 5td #2 wetained solvents wetained solvents : Renunbe

Hide Colurin
Unhide Calurnn, ..
v [\ General A Sarmple Description A, Methads A Data files A LIMS] « | Calumn Width, ..

1]
1
2
3
4
Ll
b
7
8
r

4

Edit Token String

c. Enter the Starting Row, Ending Row, Directory and Edit the Base
file name as necessary to give your data files unique names.

Smart Fill X]

Starting row Ending row 3
C:ATotalChrom Data

\VJ \J

Directary

Eaze file name |Eal Std _

Starting number 1
s | Cancel |

First row bo be changed[ 1 to 3 ]
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3. Sequence Editor Shortcuts — Actions - Setup

Tip #41 - The shortcut for sequence setup is located in the Sequence Editor
Actions drop-down menu. With this shortcut the sequence file
will not need to be re-selected. This is a fast and easy way to
set-up your sequence without leaving the sequence screen.

1. Using the Actions - Set-Up function.

Ei E| a. Click on the Actions drop-down menu in the Sequence
Sequence Editor screen.

b. Select the Set Up function.

e Sequence Editor - C:\Total”%, om >equen-esiRetained Solvent Auto-Calibration.seq
File Edit Change Guld Egfmat B Wigw  Windo®

/] cia) s[fele|

Help

Baktch
Method Edit

7 Sequence Informatios: - C

|C:".,Tuta|ChrDm DiatahCal Std _00
Row Type MName Yial Method Ept Fmt File

Y

Cahb Rpt
Short
Short
Shaort

CalReplace Cal Std #1 1 setained zolvents vetained solvents

Cal&verage Cal 5td #2 2 setained solvents wretained solvents
CalAwverage Cal 5td #3 3 Jetained zolvents vetained solvents

1
2
3
4
5
b
7
8
«

v % General A Sample Descrigtion A _Methods A, Data files A LIMS]| 4 |

Sequence Editor — Actions — Set Up function.

2. Using additional Actions menu shortcuts.

You can also use the sequence Actions menu to open Batch or the method
editor.

a. Click on the Batch function to get to Batch reprocess your data files.

b. Click on the Method Edit function to return to your method for
additional modifications or manual calibration.
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4. Sequence Editor Shortcuts — Build — Append New Cycles

Tip #42 - The shortcut for adding new cycles (Sample rows) to a sequence
is located in the Sequence Editor Build drop-down menu. This is
a fast and easy way to append additional samples to your
sequence.

Remember that a “"Cycle” in TotalChrom is really synonymous for Row #
during the initial running of the sequence.

j 1. Using Build - Append New Cycles function.
'EE| a. Click on the Build drop-down menu in the Sequence

Sequence Editor screen.

b. Click on the Append New Cycles function.

i Sequence Editz; - L:\lotaiLinem Sequences\TC Operator Sequence.seq
Fil=  Edit

CHénge BENEN Format  Actions Wew  Window  Help

Ol Append Mew Cycles. ..
Append Mew Temnplake, .
Edence File...

Load Text File, ..
Append Text File. ..

Cal Std #3

Typ  Merge Text File... al Method Rpt Fmt File Data
Cal:Replace CalStd#1 1 vetained salvents vetained solvents.  C:AT atalChraorn DiatahCal Std 001
CalAverage Cal Std #2 2 wetained solvents vetained solvents.  C:AT atalChrom DatahCal Std 002
CalAverage 3 vetained solventsz vetained solvents.  C:ATotalChrom DatahCal Std 003

-
mmwmmhwm-lg

.
]

Sequence Editor — Build — Append New Cycles (samples) function.

40



Chromlab TotalChrom Operational Notes

Chapter 4 — Sequence Editor Tips

4. Sequence Editor Shortcuts - Append New Cycles - continued
This shortcut will add new sample rows using the current method and report
files and will automatically increment the data file names.

Note: The Vial number is not automatically incremented in the sequence
when using this function. This will need to be changed manually or by
clicking on Smart Fill in the vial column.

2. Set the Append New Cycles parameters.

';E| a. Click the Type browse button to select your sample type.
Sequence b. Enter the # of cycles (sample rows) to be added.

c. Type in your new sample name in the Name field.
d. Click the Add + Close button to add the new cycles to your sequence.

e. Review the added sample rows and update the name and vial number,
as necessary.

Append Mew Cycles §|

|dentification l Files ] Duantitatinn]

Sample

Type

# aof cycles 3 )
MHame

Humber pattern # Actual number 4

Study
Wial 4 Back 1

b ethod |l::"-.pene:-:e"-.tcws'werE.S.El'xtc datahretained sol BI

P ——

Add + Cloge Cloze Add

Mial number For this sample[ 0 ko 100 ]

Sequence Editor — Build — Append New Cycles (samples) function.
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Chapter 5 — Reprocess Tips

1. Results Reprocess

Tip #43 - Results Reprocess can be used to review an individual data file.
You use these functions to manually preview, print, draw a
component baseline, optimize the integration parameters and
display the results from a data file.

Note: Results Reprocess changes to a data file DO NOT affect the stored
method integration values!

NiLLELL
Lt}

Results

1. Manual Integration.

Use manual integration to re-draw the baseline under a
peak of interest.

a. Click the Process drop-down menu.
b. Select Manual Integration.

c. Place the + cursor on the baseline, in front of the peak of interest, click
and drag the new baseline to a point after the peak.

e. Review your new peak area in either Display/Peak Report or with
File/Print Preview Report.

Baseling Events

MoisefArea Threshald, .,
Sampling Ratef/Bunching Factor,..
Peak SeparationfExpo Skim

v Manual Integration

- .
g8 e o
b b i

1 I I
S S z
I Im [
g = H

Reprocess Results — Process — Manual Integration.
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1. Results Reprocess - continued

— 2. Delete Baseline Events.
m While using the manual integration to re-draw the baseline
Fesults you may need to delete the manual baseline events during

optimization of the baseline.
a. Click the Process drop-down menu.

b. Select Baseline Events.

c. Click on the Delete Events function.
d. Click on the OK button.
e. Redraw the manual baseline as necessary.

Delete Baseline Events

Cancel

Select the event(s) ko be deleted

Reprocess Results — Process — Delete Baseline Event.

Important Note: Use caution whenever adding baseline events to a
method. These events are fixed in time and DO NOT
move automatically. Therefore, if a component retention
shifts in time, as for instance when a column ages, fixed
events may cause the baseline to be drawn incorrectly
and improperly integrated!
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2. Batch Reprocess

Tip #44 - Batch Reprocess can be used to automatically re-integrate an
individual data file, a group of data files with the same name
prefix or a sequence.

R 1. Batch Reprocess
M Batch Reprocess is usually performed after method
Fesylts integration parameters have been optimized in the method

either manually or by using the Graphic Method Editor.
a. In the TC Navigator screen click on Batch Reprocess.
b. Click on the Three Vial Icon or click on File/Sequence.

. Select your Sequence file using the browse button.

o O

. Choose your Actual data path with the browse button.
. Check the Overwrite existing result files option.

1)

From Sequence

< Sequence file |t:'xTu:|taIEhru:um SeguenceshTC Operator Sequence.seq E;I
Actual data path |C:ATatalChrom Data
— mbliallbannel. sm——
Starting row 1 ¥ Chamel4 Start analysiz |F'E.-'1'«K DETECTION j
Ending row 3 [ Channel B End analyzis |F'I:|ST AMALYSIS PROGS j
Batch ezecution |Interactive ﬂ
, “
i Drefault - Default -
q wwer | J Batch plotter J

[+ Enable optional repart(s) in method iz 1S Vet

r

— . . . " Update existing raw fle header with new sequence
< [v Dvensrte existing result files

S— ™ Create new raw file with updated sequence info

(' se existing raw file sequence info

The sequence to reprocess

Cancel

i |

Batch reprocess — From Sequence

Note: Select None for the Batch printer to reprocess the data files only,
without reprinting the results.
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2. Batch Reprocess — continued

Tip #45 - If you reuse the same sequence over and over again as a
template to collect data for numerous runs it may be easier to
find your data using a sequence index file. A sequence index file
is created each and every time a sequence is run.

— 1. Using Sequence Index (*.idx) Files.
WL
IIIIIm

Results

Locate the sequence index files as follows:

a. In the Batch - From Sequence window click on the
Sequence file browse button.

b. The TotalChrom File-Open window is displayed.

c. Click on the Files of type: browse button and select Index Files[ *.idx]
files.

TotalChrom File-Open

Laak jr: |_J TatalChrom Sequences j = =5 Ef-

ﬁﬂ Retained Solvent Auto-Calibration-20030611-104153 idx
&H Retained Solvent Auto-Calibration-2003061 2-1 74222 idx
Retained Solvent Aubo-Calibration-20080612-17 4322 idx
&H TC Operator Sequs Type: TotalChrom Index File

bl TC Operator Sequd Date Modified: 6/12(2008 5:42 PM
Size: 0 bytes

File name:  |Rietained Solvent Auto-Caibration-20080612-17
Files of type: |Inu:|e:-: Files(". idx] ‘ j ’ Cancel |

Quick paths | C:\PenExedTowS'WerE 2 MEvamples | Headerss

Batch Reprocessing — From Sequence — Files of type
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2. Batch Reprocess — continued

— 3. Start Batch Reprocessing.
Ll
I

Resultz

a. Review the data files in the Batch Reprocessing
window that is displayed.

b. Click on the green - Start icon to start the
reprocessing of the selected files.

c. The data files selected will be reprocessed and the results printed if a
new printout is called for by selecting a printer on the Batch screen.

Batch Reprocessing

File Reprocess Y elp
wimal (10 1)] =[=ix] 7] &

e
Entry Analyziz Mode File
1 BATCH DA TADOT . rave
2 BATCH DA TADOZ rave
3 BATCH DATADO3. rav

Batch Reprocessing — Start
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Chromlab

Chapter 6 — Chromatograms

1. Chromatograms - Overlay

Tip #46 - Using Chromatograms - Overlay you can select two or more
chromatogram files and overlay them for visual inspection.

1. Using Chromatograms - Overlay.

E Locate the data files of interest in the File - Open
TotalChrom Multiple-File-Open window.

Chromatograms a. Use shift-click or the control click to select two
or more files.

b. Click on the Window drop-down menu and check (V) the Overlay
function.

c. Maximize the Overlay View to see the overlay in full screen.

=X

A Chromatograms - [Overlay View]
:l File Operation Options View Help

=8|k L6 [

v Auto Size

v Owerlay

ack

v Tile Harizontally
Tile Wertically
Arrange Icons

it

LI B B B BB B B R N S L s e B B N B B B B B LIRS S B B B R B
=] 6.5 70 75 3 8.4 a0 a5 10.0 1035 110

Start: 0,000 End: 18.500 |Offset: 0.243 |Scale: 247.002
| BN WD, w0 11:01 AM

- —
f,' start Q2 - r@ Make Tot... - TotalChrom Navigato: 4 Chromatograms - [Ov...,

Chromatograms — Overlay
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1. Chromatograms — Auto Size

Tip #47 - With Chromatograms — Auto Size you can expand all
selected chromatograms displayed to see the chromatogram
details more easily.

2. Using Chromatograms - Auto Size.

E Select the data files of interest in the File - Open
TotalChrom Multiple-File-Open window.

Chromatograms

a. Click on the Window drop-down menu and check
(V) the Auto Size function.

b. Use the rubber box function, left-click and drag to expand a section
of interest in one chromatogram.

c. Right-click in a chromatogram to Undo the expansion.

4 Chromatograms - 7-18-07 Calibration Std 0002. raw:

E Stack
E Cascade
80_: v Tile Harizantally
_E Tile Vertically
503 Arrange Teans
w3
203
03
LR RN RN Ry N R R N L LR L N S N RN L L NN RN R RN R LN RN R RN NN R RN RN R RRRRa Ry pn R ]
1) 62 6.4 66 3 70 Tz 74 78 TE a0 sz a4 a8 a8 a0

M 7-18-07 Calibration Std 0002.raw

@
=1

@
=

&

r
a

=

T T T T[T T[T T T[T T[T T[T T T [T T [T I T [ T [T T[T [T T [T T [T [T [T [ T T T [T T [T T [T [T T[T [ T[Ty
G0 62 6.4 66 68 70 Tz T4 78 Ta an az a4a a8 a8 80

Automatically resize open windows when new window opened or when main window resized Start: 5,977 End: 9.141 |Offset: -4.449 |Scale: 102,459

. = 75 - -
i4 start Qs = ke Tat... 7 TotalChrom Navigator Chro ams - 7-1... SELe W) LB 0 1133 AM

Chromatograms — Auto Size
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1. Method Editor — Component List View

Tip #48 - Using the Method Editor - Component List view you can
display the method component list, the calibration parameters
and the calibration curve together on the screen to more easily
review the calibration results.

1. Using Method Editor - Component List View.
a. Open the Method Editor screen.

b. Click on the Window drop-down menu and select
i ethod .
Component List.

[ Method Editor - C:".lotalChrom Methods & Repurls\Relalned Solvents.mth - [Component List] El Elg
'55 = Process Components Setup  Other  View RUIGGEDE Help -8 x
W] PV Coseade
| | | é' Iﬁ‘ J R' | | ‘ | | J Tile Horizantally
Number  Time Compunanl Component Tile wertically R-gquared = 0084505 - .
g Type = (420423 6357930 + (-T333.9047400%7 + (47 BSE5TIC
1.142 ETHANIIIL Retention
3 2068 ACETOME Window 5.003%
4 3812 MEK e T
5 4181 ISOBUTANOL Component List
E 4373 ETHYL ACETATE Reference 2 Method Summary
74828 CYCLO-CE
2 4572 MIBEK, ISTD component
9 514 TOLUEME Responge Peak frea
10 5732 BUTYL CELLOSOLVE Curve 3rd Order - Forced Through Origin
11 7465 CELLOSOLYE ACETATE Purity % 100.0000
12 8575 ETHYL BENZENE Scaling 1.0
13 5001 aRYLENE ‘Weighting 1.0 so3Es70
Lewel Amount Areal Height
1 10,0000 #.284EdTeHiE
H 200000 6. 424E77e+06 ]
H 300000 7. 521E4Re+DE
4 400000 §.462075+0E
5 500000 9. 163E51e+0E
H] 6036570
| |
4936578
[ |
2936578
a0 18.0 280 380 430
< > Vol Adj Amt
Activate this window UM
Y4 start GO > [ 2 b Make Tok... | "y TotalChrom Navigator & Method Editor - CiiTo... SR Wy B Y, 1202 P

Method Editor — Component List screen
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2. Real-Time Plot

Tip #49 - In the Real Time plot mode you can capture the data that has
been collected up to that point in the run for review and
optimization in the Graphic Method Editor.

1. Using Real-Time Plot — Review Application

& a. Open the Real-Time Plot screen.

: b. Click on the Apps drop-down menu and select
Real-Tirme Plot Analyze A.

c. Your data will appear in the Graphic Method Editor screen.

= Real Time Plot - [H5-GC]
Elnstrument Wi Opbions  Fun B Window  Help

=] ] &l

Analyze A

100

95 H
a0 H
g5
a0
75 o
70
BS
B0
a5 o
al H

{rrit)

Ar

Real Time Plot — Apps — Analyze A
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3. Unlocking Methods and Sequences

Tip #50 - If opening a method or sequence displays an error message
that will only allow you to open the file as a read-only file you
must remove the system "locks”.

1. Using CAM Administration to remove Method locks
Use the following steps to remove method or sequence locks.
a. In the Admin drop-down menu and select CAM Administration.
b. The CAM Admin Tool screen is displayed.
c. Open the current TotalChrom User by clicking on the =+ box to the
left of Users.

d. If any sequences or methods are displayed in the right side of the
screen, click on the Unlock icon on the left side of the icon bar to
remove the locks.

e. Click on File — Exit to close the CAM Admin Tool.

CAM Admin Tool
File Edt Yew Help

50 2 4 J— .
Lotalch ﬁsnurce;‘lnstrument Lock Count
CATC SequencesiResidual Salvents,seq 1
ke methods & reportstshukdown, mth B

\ /

CAM Administration Tool — Used to remove method or sequence locks
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4. Kickoff — Simplified User Interface

Tip #51 - TotalChrom includes a Simplified User Interface (SUI)
application called Kickoff™. After configuration this
application will allow the user to setup TotalChrom methods or
sequences quickly and easily. The user will have see any
Method, Sequence or the standard Setup functions.

1. Using Kickoff — First screen.
a. In the Navigator screen click on the Apps drop-down menu.
b. Select Kickoff.
c. Highlight the analysis you want and press the Continue.

Note: This and the following Kickoff screens are an example of a
Kickoff - Method Setup.

What analysiz do you want ko run?

F:.l::li.l:lff - bethod Setup

| Cancel | Suspend |

Kickoff - Simplified Use Interface Application — First screen.
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4. Kickoff — Simplified User Interface - continued

The Kickoff application is very easy to configure and use. The Kickoff
Analysis name can be configured to the original method or sequence
name for ease of use.

2. Using Kickoff — Second screen.

In the analysis screen enter the sample information.
a. How many samples do you want to run?
b. How many injections of each sample?

c. Click the Continue button to proceed to the next screen.

Analysis IKiu:ku:uff - Method Setup

[strurmert IHS.GE

Fow many zamples do pau want to wn? |3

Haow many injections of each zample? |-|
;

Kickoff - Simplified Use Interface Application — Second screen.
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4. Kickoff — Simplified User Interface - continued

The Kickoff application is very easy to configure and use. The Kickoff
Analysis name can be configured to the original method or sequence
name for ease of use.

3. Using Kickoff — Third screen.

In the final Kickoff - Method setup screen customizable prompts are
displayed for the user.

a. Click on the Finish button to complete the Kickoff setup.

Note: When using Kickoff — Method setup the data file name is
automatically generated using the Kickoff name appended with the
date and time of each injection. The data file is automatically
stored in the default Data Directory.

Analysis |Ki|:k|:uff - Method Setup

Instrument  |HS.G0

—

1. Check that the GC Camier Pressure iz at the zetpoint.

2. Place your zample vialz in the autozampler tran.

3. The autozampler will inject az zoon az the GC iz ready.

<Back Cancel Suzpend

Kickoff - Simplified Use Interface Application — Third screen.
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4. Kickoff — Simplified User Interface - continued

The TotalChrom Kickoff application configured for a Sequence setup uses
a previously generated sequence. This allows the user to pre-define the
data file names and the set the data path in advance.

4. Using Kickoff - Sequence Setup.
a. Select the Kickoff — Sequence analysis to be setup.

Note: When using Kickoff — Sequence setup the data file name is
pre-defined in the sequence for each injection. However, for all
subsequent Kickoff analysis the data file name is appended with a
date and time stamp. The data file is automatically stored in the data
directory defined in the sequence.

"what analyziz do you want to run’?

P - A ethod S etup >

¢
o

-
v

Cancel Suzpend

Kickoff Sequence setup - Simplified Use Interface Application.
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ChromLab - On-Site TotalChrom Training Programs

On-site TotalChrom™ operator training programs can be scheduled at
your laboratory location.

These hands-on training programs are designed to assist your
personnel to utilize the software features described herein to
generate, optimize and calibrate quantitative methods for your GC or
HPLC applications.

If you would like information of these customized, on-site training
programs please contact ChromLab at 610-644-2260 or online at
www.FastGCChromlLab.com.
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Disclaimer: ChromLab provides the descriptions, data and information
contained herein in good faith but makes no representation as to its
comprehensiveness or accuracy. It is provided for your guidance only.
Because many factors may affect processing or application/use, ChromLab
recommends you perform an assessment to determine the suitability of the
descriptions, data and information for your particular purpose prior to use.
No warranties of any kind, either expressed or implied, including fitness for a
particular purpose, are made regarding the software features described, data
or information set forth. In as much as the operating and instrumentation
control software described herein is not under the control of ChromLab, in no
case shall ChromLab be liable for errors in the descriptions, data or
information contained herein and for any damages, incidental or
consequential in connection with furnishing, or use of this material. Further,
the descriptions, data and information furnished herein are given gratis. No
obligation or liability for the description, data and information given are
assumed. All such being given and accepted at your risk.
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