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will receive no greater than Limited Rights as defined in
FAR 52.227-14 (June 1987) or DFAR 252.227-7015 (b)(2)
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resultin damage to the product or loss of important data. Do not proceed

beyond a CAUTION notice until the indicated conditions are fully understood
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This manual describes how to set up an Agilent SimDis system and optimize it for
performing analyses in accordance with ASTM standard D 2887 . The system con-
sists of:

» A 6890N gas chromatograph (GC), a 7683 automatic liquid sampler, a 5- or 0.5-pL
syringe, and appropriate hardware

+ A computer with the Agilent GC ChemStation (ChemStation, version A.10.03, or
B.01.01 or greater)

+ Agilent G2887AA SimDis (SimDis) software

This system quickly determines the boiling range distribution of petroleum frac-
tions. It creates a relationship of retention times to boiling points for a calibration
sample of known n-Paraffins, and then applies this relationship to an unknown
feedstock sample’s retention time data to determine the boiling range distribution
and cut point information of the feedstock.

The SimDis software uses the following:

* ASTM D 2887-97A, Standard Test Method for Boiling Range Distribution of Petroleum
Fractions by Gas Chromatography

.3 Agilent Technologies 3



Setting Up for ASTM D2887

« Solvent blank run data, to provide baseline compensation. (Refer to the online
Reference Manual for the software’s alternatives that work in accordance with ASTM
D 2887.)

« Calibration sample run data, to provide the relationship of retention times to boil-
ing points

» Reference gas oil (RGO) run data, to provide verification

The process described in this setup guide walks through the initial software setup
and initial collection of the required data.

Before You Begin

The steps described here assume that the hardware and software needed for ASTM
D 2887 analyses are installed and ready for use. Before beginning, make sure that
you have:

* Installed the 6890N GC

« Installed an eight-vial turret in the 7683 injector (If using a sample tray, use the
appropriate turret and adjust sample vial locations throughout this manual
accordingly.)

« Installed the required column for ASTM D 2887 analysis
« Installed the ChemStation and have established GC control
« Installed and activated the SimDis software

Refer to the Agilent SimDis online Reference Manual found in the Documents
folder on your SimDis software CD-ROM, and also available from the Help menu in
the SimDis software for configuration details, installation instructions, and part
numbers.

Supplies summary

Table 1 lists the primary samples and hardware needed for this analysis. Refer to
the Agilent SimDis online Reference Manual for a complete listing.

Table 1 Supplies and hardware needed

Item Part number
Boiling Point Calibration No. 1 5080-8716
Reference Gas Qil Sample No. 1 Batch 2 5060-9086
DB-1,10 m x 0.53 mm x 2.65 pm 125-10HB
Liner, for HT PTV inlet, multiple restriction, glass-wool packed 5188-5313
0-ring, liner 0900-0028
Ferrule, column, for 0.53 mm column 5188-5314
Septum, green, 11-mm, advanced, 50/pk 5183-4759
Syringe, autosampler, 5 pL 5181-1273

CS, (“reagent grade” purity or better) —
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Setting Up for ASTM D2887
Overview of Setup Steps

Agilent SimDis setup for ASTM D 2887 involves the following steps:
Create a Solvent Blank ChemStation Method (page 5)

Prepare the Samples (page 9)

Condition the Column (page 9)

Create a Calibration Sample Method (page 10)

Run the Calibration Sample (page 11)

Edit the Calibration Sample Method (page 12)

Create a Reference Gas 0il ChemStation Method (page 15)

Run the Reference Gas 0il Sample (page 16)

© 0N S AR WN =

Correct All Methods and Rerun Samples as Needed (page 17)

10 Set Up the SimDis Software for D 2887 Analysis (page 18)

11 Create a D 2887 ChemStation Method for Automated SimDis Analysis (page 25)
12 Select the ChemStation SimDis Report and Setup Options (page 26)

13 Run Laboratory Samples (page 27)

1 Create a Solvent Blank ChemStation Method

To create the method needed for running the ASTM solvent blanks:
1 Open the ChemStation online instrument.

LT

Instrument 1
Online

2 Activate SimDis for later use.

a Select View / Data Analysis
|Ei|e RunControl  Instrument  Method  Sequence Abort  Help

v 1 Method and Run Control

2 Data Analysis

3 Repork Layout

b Select SimDis / Activate SimDis

|Ei|e Graphics  Integration Calibration Report  Batch

Wiew Abort  Help

¢ Select View / Method and Run Control

|Ei|e Graphics  Integration Calibration Report  Batch  SimDis ] Abort  Help

1 Method and Run Control
v Z Data Analysis
3 Repork Layout

ASTM D 2887 Quick Start Guide 5



Setting Up for ASTM D2887

3 Starting from DEF_GC.M, set the following column, oven, and inlet parameters.
This example uses the back inlet and front detector.

‘@ Eoln Mode: | Canst Flaw -
o
Columns -2 Inlet: |Back -

Bl Manufacturer's 5pecifications
= - |Front :" Model Mo: Agilent 12510HE  350°C Max
: - 02887 SIMDIS column
Lt Ambiert v Capilary 10.0 m 530 pm 5 2.65 pm nominal
He Flow
Setpaint Actual Flow | mi/mi? | mlmin | Holdmin || Run Time
i . Iitial 13.3 0.00 999.99
2 e = Ramp 1 000 00 000
Elow: 133 mlmin Fiarnp 2 0.00 0.0 0.00
Average Ramp 3 0.00 oo 0.00
elooiy:|** om/sec | | N ooof]l 39999
@ Owen Owen Configuration
w0 Setpoint °C: 40 Maimurn *C: | 350
v On
Hven Actual °C: E quilibration rir: 2.00
Oven Ramp | “Cémin | Mext °C | Hold mir | | Fiun Time
Iitial 40 0.00 0.00 r
Ramp 1 20,00 350 4.00 19.50 r
Ramp 2 0.00 0 0.0o
Ramp 3 0.00 0 0.0o
Famp 4 0.00 ] 0.0o r
Ramp & 0.00 0 0.0o
Ramp B 0.00 0 0.oo -
Post Fun 50 0.00 19.50

ﬂ Back: HT PT
Mode: | 5piit j Gas:|He j
Inlets

On Actual  Setpaint

¥ Heater, °C 350

[v Pressure, psi 3.44

[v Tatal Flow, mL/min 448
Famps | “Cémin | Mext °C | Hold mir
Initial 350 0.00 Split Split
Ramp 1 0.00 i] 0.00 Ratio: |20 1 Flow: | 280 mL/min
Ramp 2 0.00 a 0.00 ) )
— 000 0 000 [ GasSaver| 200 mlAmin @& [200  min

ASTM D 2887 Quick Start Guide



Setting Up for ASTM D2887

4 Set the following detector, signal, and injector parameters.

ﬁ Front: FID Detector

On Actual  Setpoint Setpaint

Lit Qffzet: 20

Detectors

Iv¥ Heater, °C
[¥ H2 Flaw, mlL/min
v Ajr Flow, mLAmin

& B
= w
= el
bl

[ Makeup Flow: N2

T
o
=]

[~ Const Col + Makeup, mL/mir:

-

[¥ Flame On

[¥ Electrometer

Signal 1
& Det O Temp ¢ Flow © Test

Source: |front detector hd

[rata Rate Minimum Peak, 'Width

5Hz | [00gmin <] Cak|

V¥ SaveData: ™ Al  Partial
Start: mir
Stop: mir

Back Injector
Injection Yolume: |01 «| pL

e Syringe Size: 5.0 pL
‘Washes — —
Frelnjection  Postinjection
Sample |5
Solventd |5 4
SolvertB |5 4
Pumps |3

ASTM D 2887 Quick Start Guide 7
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5 Set the following integration events and report options.

a |Ei|e RunControl  Instrument  Method  Sequence Abort  Help

v 1 Method and Run Contral

3 Repork Layout

b File Graphics | Integration Calibration Report Batch SimDis  Wiew Abort Help

Inkegrate
Inkegration Events...

_ Integration Results

c
Ewents Table FID Default -

Time Integration Events  Value

Initial Slope Sensitivity 5

Initial Peak ‘Width 0.04 . R

Iriial Area Reject | 100000 |« Keep Area Reject high to

Iitial Height Feject 5 prevent integration.

Initial Shoulders|  TaM Integration is not needed.
d Click (Exit and save events to the method).

e |Ei|e Graphics  Integration Calibration | Report Batch  SimDis  Wiew Abort  Help

Prink Repaort

Syskem Suitabilicy ¥

Destination Guantitative Results

i v
I Brinter M Sereen Calculate:  |Percent «

Iv File File: Type Based On: |Area =

W IxT W EMF

File Prafis F e Sorted By: [Signal -
Feport
B LS L Signal Optiong...
Style
Feport Style: | Short ~
™ Sample info on each page ™ Add Fraction Table and Ticks
v Add Chromatogram Output I™ Add Summed Peaks Table

6 For this example, save the changes as D2887_BLANK.M.
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Setting Up for ASTM D2887

2 Prepare the Samples

Prepare the sample and solvent vials listed in Table 2 and load them into the appro-
priate injector turret locations. For details about sample preparation, refer to the
SimDis Reference Manual.

Table 2 Sample, solvent wash, and waste bottle preparation

Bottle Contents Turret position
Solvent blank CS, (reagent grade or better) 1
Calibration sample 1 part Boiling Point Calibration No. 1 to 2

5-10 parts CS,

Reference Gas Qil 15 % by vol. Reference Gas Qil Sample 3
No. 1 Batch 2, balance CS;

Wash (2) CS, (reagent grade or better) AandB
Unknown samples 4-8
Waste None WA

3 Condition the Column

Run 4-5 solvent blanks to condition the column. This is the minimum number of sol-
vent blanks runs typically needed to ensure system cleanliness and stable bleed. If
the chromatograms still show impurities or shifting, keep running solvent blanks
until the baseline is stable.

Create and run a sequence as shown below:

1 File Graphics Integration Calibration Report Batch Wiew Abort Help  SimDis

v 1 Method and Run Contral
2 Data Analysis
3 Repork Layout

2 Select Sequence / Sequence Parameters

DOperator Mame:
D ata File
o Aot O Prefis/Counter

Enter a subdi-

rectory name,
ECTN for example,
Subdirectary:  |4PROS ? T T APRO05. Use this
subdirectory for
all sequences

Path:  C:AChem32W1WDATAN

in this docu-
3 Select Sequence / Sequence Table ment.
Line ¥ial Sample Hame Method Name Inj/¥ial Sample Type
[ 1 ] visl201[Salvent blank  [D2887_BLANK [ 5[5 ample [

ASTM D 2887 Quick Start Guide 9
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Inzert | Paste
Inzert/FillDown ‘Wizard

dppendline | Lndo Al

The final (most representative) solvent blank run will be used as part of the SimDis
analysis in later steps.

4 Create a Calibration Sample Method

Starting from D2887_BLANK.M, create a method to use for running calibration
samples.

1 |Ei|e RunControl  Instrument  Method  Sequence Abort  Help

v 1 Method and Run Control
An

3 Repork Layout

2 File Graphics | Integration Calibration Report Batch SimDis  Wiew Abort Help

Inkegrate

Inkegration Events...

_ Integration Results

3
Ewvents Table FID Default hd

Time Integration Events  Value
Initial Slope Sensitivity 5
Initial Peak 'width|  0.04 Adi d ded
Initial Area Reiect]  300| <ag—— Adjust and rerun as neede
Initial Height Fieject 5 to isolate the 19 calibration
Initial Shoulders|  TAN peaks

4 Click

(Exit and save events to the method).

5 For this example, save this method as D2887_CAL.M.

ASTM D 2887 Quick Start Guide



Setting Up for ASTM D2887
5 Run the Calibration Sample

Using the saved calibration method (D2887_CAL.M), create a sequence and run the
calibration sample.

1 File Graphics Integration Calibration Report Batch Wiew Abort Help  SimDis
ethod and Run

2 Data Analysis
3 Repork Layout

2 Select Sequence / Sequence Parameters

Operator Mame:
D ata File
@+ pAuto O Prefis/Counter

st Jooor
Subdirectory:  |APROS

Path:  C:AChem32W1WDATAN

3 Select Sequence / Sequence Table

Line ¥ial Sample Hame Method Name Inj/¥ial Sample Type
[ 1 ] visl202]EP Calitvation  [D2887_CaL [ 1[Sample

dpperdline | Undoal |

it s |

Inzert l:l Paste
Insert/FillD own Wizard

14

ASTM D 2887 Quick Start Guide 1



Setting Up for ASTM D2887

6 Edit

the Calibration Sample Method

Verify chromatographic performance

Examine the report output for the calibration sample. If needed, adjust the chro-
matographic conditions and rerun the calibration sample until all 19 expected cali-
bration peaks are isolated and have significant area amounts. Adjust Area Reject
as needed to eliminate noise peaks or to include small calibration peaks. Figure 1
shows an example acceptable calibration chromatogram.

PA ]

8000 —
7000 —
6000 —
5000 —
4000 —
3000 —
2000 —

1000

FID1A, (D2887\002F010101.D)

4923

0.492
3.443
6.242
7.423

1.243

7.968

13.893

e 1004

> 15.022
P 16.124

=8

12617

—_— 4198
E

| F=———-16.847
e

1 k——8487
F=9.456
1 11159

min|

N
2
o
~
o
=)
N
o
o

Figure 1 Example calibration sample chromatogram

12

Remember that the same chromatographic conditions must be used for the solvent
blank, calibration, reference gas oil, and sample runs. The solvent blank method and
sample data will need to be changed/re-run after changing any chromatographic
conditions. See “Correct All Methods and Rerun Samples as Needed" on page 17.

ASTM D 2887 Quick Start Guide



Setting Up for ASTM D2887
Calibrate the method

After the chromatography is acceptable, calibrate the method to identify and label
the component peaks of interest.

+ The data files listed assume default, automatic file naming.

1 |Ei|e RunControl  Instrument  Method  Sequence Abort  Help
v 1 Method and Run Contral

3 Repork Layout

Graphics  Integration Calibration Report Batch  SimDis  Wiew Abort  Help

Overlay Signal...
Subtract Blank Run. ..

Load Signal : Instrument 1

Folders:
coh hdatahd2887

File name:

ancel

OOTFOT0T01.0 [= CHEM32 ~

O01FO10102.0 &= 1

001 F01 01030 = DATA Help

0030101010 Netwark...
w

File Information. .. o j Full »»

5 File Graphics Integration | Calibration Report Batch SimDis  Wiew Abort Help

Delete Calibration Table. ..
Recalibrate. ..

Add Level...

Add Peaks. ..

ASTM D 2887 Quick Start Guide 13
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(M Calibrate: Instrument 1

Mew Calibration T able

14

Calibration Table

" Manual Setup

+ Automatic Setup  Level: |1—

Default Amoun< 1.000 5

Calibration Mode

[ Calculate Signals Separately

Cancel

Help

7 Input the compound names exactly as shown

Enter | Insert.. Y| Print |

# RT Signal ﬁmpound \ Lvl A Area Rsp.Factor  Ref
1 0.432|FID1 & ([ C5 1 1.000 £824.800 1.4652e-4| Mo
2 0.557 | FID1 & 1 1.000 416.450 2.4012e-3| Mo
3 0.766|FID1 & | [CE 1 1.000 4157.200 2.4055e-4| Mo
4 1.243|FID1 & | [CF 1 1.000 4B63.700 21442e-4| Mo
5 1.904|FID1 & | [C8 1 1.000 4553300 201884 | Hag
E 2BE3|FID1 &) [C9 1 1.000 5138.700 1.9460=-4 [ Yes
7 3.443|FID1 & | [C10 1 1.000) |10431.000 958665 | T
g 4198 FIDT & |E11 1 1.000 5318.500 1.8802e-4| Mo
9 4923|FID1 & [C12 1 1.000) |21332.000 468778 Mo
10 E.242|FID1 & | [C14 1 1.000) |10902.000 917295 Mo
11 E.847|FID1 & | [C15 1 1.000 5503.400 18171ed| Mo
12 7.423|FID1 & | [C16 1 1.000) |10801.000 9.2588e5| Mo
13 7.968|FID1 & | [C17 1 1.000 5391.100 1.854%-4 | s
14 8.487|FID1 & [C18 1 1.000 2354.000 41772e-4[ Yes)
15 9.456|FID1 & | [C20 1 1.000 1418.700 7.0485e-4

16 | 11.159|FID1 & | [C24 1 1.000 934.270 1.0058 Mo
17 | 12E17|FID1 & | [C28 1 1.000 993.980 1.00E}-3| Mo
18 | 13.893|FID1 4| [C32 1 1.000 §15.100 1.0#08e3] Mo
19 | 15.022|FID1 & | [C36 1 1.000 £76.990]  J/4771e-3[ Mo
20 | 16124 FID1 & \[C40 1 \‘Iﬂg £20.200] /' 1.6124e-3[ Mo

8 If desired, assign a few reference peaks, such as C9 and C18.

9 After making the changes, save the method. This is the method that you will use
to run all SimDis calibration samples used.

10 Verify that the final calibration run’s data file is loaded, generate a report, and
write the output files to disk by selecting:

File Graphics Integration Calibration | Report Batch SimDis  Wiew Abort Help

Specify Report, ..

Syskem Suitabilicy ¥

ASTM D 2887 Quick Start Guide



Setting Up for ASTM D2887
7 Create a Reference Gas 0il ChemStation Method

Now that you have a calibrated method, the next step is to edit this method for use
on the reference gas oil standard. Running this sample confirms the suitability of
the system for use, and generates the last piece of information needed for the
SimDis software.

Starting from the calibration method (D2887_CAL.M), make the following changes:

1 File RunControl Instrument Method Sequence

Abort  Help

v 1 Method and Run Contral
n :

3 Repork Layout

2 File Graphics | Integration Calibration Report Batch SimDis  Wiew Abort Help
Inkegrate
Inkeg E:
Integration Results

3

Ewvents Table FID Default hd
Time Integration Events  Value
Initial Slope Sensitivity 5
Initial Peak 'width|  0.04 High Area Reject prevents
Initial Area Reject| 100000 integration. Instead, the
:::::: HEIgShP:DFL‘,ITl:IlZTSt - Ar? SimDis software performs

integration per the ASTM.

4 Forthis example, save this method as D2887_RGO.M. You will use this method to
run all future reference gas oil samples.

ASTM D 2887 Quick Start Guide 15
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8 Run the Reference Gas 0il Sample

Using the saved RGO method (D2887_RGO0.M), create a sequence and run the refer-
ence gas oil sample.

1 File Graphics Integration Calibration Report Batch Wiew Abort Help  SimDis

2 Data Analysis
3 Repork Layout

2 Select Sequence / Sequence Parameters

DOperator Mame:
D ata File
o Aot O Prefis/Counter

Subdirectory:  |APROS
Path:  C:AChem3241ADATAN
3 Select Sequence / Sequence Table
Line ¥ial Sample Hame Method Name Inj/¥ial Sample Type
[ 1] vial203[RGO [D2887_RGO [ 1[Sample

st [ |

Insert/FillD avn ‘wizard

dppendline | Lndo Al

)i s |

14

You will use the generated data files from this run to prepare the SimDis software to
analyze your experimental samples for this day.

A typical reference gas oil chromatogram is shown in Figure 2 below.

16 ASTM D 2887 Quick Start Guide
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FIDT A, (D2887\003F010101.D)

600
500

400

300
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25 5 75 10 125 15 175 min

Figure 2 A typical reference gas oil chromatogram

9 Correct All Methods and Rerun Samples as Needed

All of the methods must use the same chromatographic conditions, and all samples
must be run using these same conditions. If any chromatographic conditions
changed between the solvent blank and calibration runs, or between the calibration
and the reference gas oil runs, go back now and:

1 Save the most recent method (calibration or reference gas oil).

2 Load the solvent blank method and bring it up to date.

3 If needed, update the chromatographic conditions for the calibration method.
4 Rerun the solvent blank sample.

5 If needed, rerun the calibration sample and regenerate the report.

ASTM D 2887 Quick Start Guide 17



Setting Up for ASTM D2887

What Has Been Done to this Point

Up to this point you have:

+ Created a solvent blank method (D2887_BLANK.M) and run solvent blanks to
verify system cleanliness.

+ Created solvent blank data file “001F010103.D". (The example file name assumes
default, automatic file naming and that only three solvent blanks were run.)

+ Created a calibration method (D2887_CAL.M), run a calibration sample, adjusted
the chromatographic conditions as needed, rerun the calibration sample, and cal-
ibrated the method.

«+ Created calibration data file “002F010101.D.” (The example file name assumes
default, automatic file naming and that only one calibration sample was run.)

+ Created a reference gas oil method (D2887_RG0.M) and run a reference gas oil
sample.

« Created reference gas oil data file “003F010101.D.” (The example file name
assumes default, automatic file naming and that only one reference gas oil
sample was run.)

« If GC setpoints changed, updated the solvent blank method (D2887_BLANK.M)
and rerun the sample.

« If GC setpoints changed, updated the calibration sample method (D2887_CAL.M)
and rerun the sample.

This has created all of the data needed for the SimDis software to analyze an
unknown sample and determine its boiling point range distribution.

10 Set Up the SimDis Software for D 2887 Analysis

This step prepares the SimDis software to analyze unknown samples by using the
data generated from the solvent blank, calibration, and reference gas oil samples.

Be sure to select the most recent solvent blank, calibration, and reference gas
oil data files. Use of out-of-date data can cause inaccuracies due to retention
time drift, system cleanliness changes, and similar phenomena.

1 Switch to the SimDis application. It should be shown in your Windows task bar.
(If needed, launch it from its desktop icon or from the Start menu.)

18 ASTM D 2887 Quick Start Guide



Setting Up for ASTM D2887

2 Goto Setup / Calibration / Select. Locate the data folder for the calibration
sequence and select the calibration file. For this example, browse to

..\Chem32\1\DATA and select 002F010101.D.

B £oilent SimDis
File Cptions  Help

Recent * Refresh
e D

=631 )
a _< = O DATA

) 00170101020
I 001F010103.0

CH\Chem32\1\DATA\Se quence. Agilent setupini

SEX)

anged. You must Accept or Discard changes to continue

firor -- 11/15/200% 11:16:23 AN -- NOV11.M
CHChem32\1\DATA\O02F010101.D (6C DATA FILE)

&) 002F010101.0 %8 ]
(=) 003F010101.0 J44 l|g]
& ) DEMO 5|G]El 3||¢]
< >
(o cafibration)
Blank (D0LF010101.0)
(\ﬂm TONTFITOTOZ. DT 700
b Blank (D01F010103.0° P
N RGO (003F010101.D) o E
H =
g
350
00
250
200
150
100

5 Sample(s)

3 Go to Setup / Calibration / Edit. Click Use Imported Peaks.

Owverview | Calibration

Display | Select | Edit

P
( 3= Use Imported Peaks | )

Max Peaks |§] il

a—
3= Detect Peaks

ASTM D 2887 Quick Start Guide
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Setting Up for ASTM D2887

4 Go to Setup / Calibration / Display. View the displayed chromatogram and
verify the correct data file is loaded and that the chromatogram appears correct.

Bl Agilent Simbis.

Ele Options Help
Browse | Setup | SimDis | Report | Autemation | Licensing
Ci\Chem32\1\DATA\S squence.Agilent.setup ini

Overview | Calibration | Blank

Display | Select | Edic

Verify correct P e e
. AChams\HDATADOF01 51015 (6C DATA FILE)
data file.

Gmpe gureg o

C10-344

19 calibrated
peaks shown.

esponse

0 2 4 3 8 10 12 14 16 18 20 22
Time (Minutes)

5 Go to Setup / Blank. Locate the data (sequence) folder containing the solvent
blank data, then select the most recent (appropriate and acceptable) solvent
blank data. Accept the changes. In this example, locate ..\Chem32\1\DATA.

B £oilent SimDis
File Cptions  Help

C:\Chemaz\IDATA\Se quence  Agilent.setup.ini

Rezae © Rt AT mg changed. You must Accept or Diseard changes to continue
) < Local Disk (C1) 3 2
5 & Chema2 Accept Changes)] Discard Changes
a o Samsle Selectod
—siariorls
& 001F0101
&) 00170101 260
) 002F0103 b
& 003F0101 Em
@ ) DEMO EX
& oz b
5 [ METHODS o e
£ 3 260
200

Response

RGO

(003F010101.0)

0 2 4 6 8 10 12 14 18 18 0 z
Time
5 Sampla(s)
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Setting Up for ASTM D2887
6 Go to Setup / Overview and click Save As Default.

Agilent SimDis

File Options Help

Browse | Setup | SimDis || Report || Automation || Licensing

ChChem32W\DATANSequence Agilent.setup.ini

Owverview | Calibration || Blank

D‘%Open Defaul‘ Save As Default | ’ﬁOpen Setup.. | E Save Setup As.., &F Clear Setup

Boiling Point Calibration
CAL

firor -- 11/15/2004 11:16:29 AM -- NOW
Ci\vChem32V1N\DATAVOOZF010101.0 (GC DA

7 Go to the Browse tab. Locate the reference gas oil sequence folder, then select
the reference gas oil (in this example, RGO 003F010101.D) sample data.

Fle Options Help

Browse |Setup | SiviDis | Report | Automation | Licensing

Recent - Refresh o)
{7 chemaz a
firor -- 11/15/2004 12:30:48 PM -- NOW11.M
a 3 DATA Ci\Chem3 24 1NDATAYI03F010101.0 (6 DATA FILE)
= axrfl D — Default Signal (Elute Area: 6,38E5)
I 001F010102.0
{2 001FD10103.D -
=) 002FOL0101.D
1) 003F010101.D o
@ [~ DEMO v
a3 % S50
5 Sample(s)
500
Blank (001F010101.0)
Blank (001F010102.0)
Blank (001F010103.0) 450

ﬂ M |

»-AL%L
[ 2 4 6 8 10 12 1 186 18 0
Time (Minutes)

Siices: 7080 Siioe Time: 200 ms Elute Arex:B.3T9ES
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8 Go to the SimDis tab. Verify that the correct file data name is shown. Click to
enable Cal, Elute, BP, and Blank.

Verify file name. Enable these buttons.

Browse | Sftup | SimDis | Report | Automation | Licensing

HIIRE EF Eym | fzesf R Yo | G zoom
[Reo (aozFoi0101.0)
RGO

Mone - ( CHChem324 1\DATAWOZFO10101.0 (GC DATA FILEJ)
o Tean ans 77 oF |
IRP- 15926 °F - =Y —Blapk o AR TT OF

Verify file name.
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9 Set Zeroing Method, Solvent Masking, and Filtering as shown below. Clear the
Automatic ASTM checkbox.

-

File Options Help
Browse | Setup | SimDis | Report | Automation || Licensing

| Use This Sample As Default |

Sample

|RGO (003F010101.07

|Subtract Blank

Blank Offzet (O A

|None

|No Filtering

End Time:

Initial BP:

Final BP:

Clear the Automatic (ASTM)
checkbox to enable manual
selection of Sample Elution Start
Time and End Time.

Bca Fewe | Fer Esm | [Zeek i

firor -- 11/15/2
CivChem32\1N\DAT

Respi

IBP: 185 min fult Signal (Elute Area: 5

g4_SE: 0.54 md.

600 4 --
sa0 -

500 4

Slice Time: 200 ms Elute Area: 5.6

Slices: 7050
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10 Set the sample elution times.

|No Filtering j

[T Automatic (ASTM)

a Click in the ———eef—

0 “ min

Start Time field. End Time:  [14.2100 = min
Initial BP: 239.07 °F
Final BP: 858.05 oF

b Click and drag
to zoom in on
the baseline.

War Elute &
[T Automatic (ASTM) (e (=l
Start Time: “ min @35“ """""""""
=
N =
End Time: 14,8100 in. B B0 dbocccdbocoonooadbes
nd Time = min )
o
0254
o
[=3
Initial BP: 239.07 OF 2ol
14
Final BP: 858,05 OF

¢ Double-click after the solvent
peak to set the start of elution
(SE).

Temperature (°F)

d Click in the End Time field, then
double-click on the chromato-
gram to set the end of elution
time.

Double-click just after last peak.

Start Time:

End Time

Initial BP: 233.07 °F

Final BP: 833E7 °F
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11 Go to the Report tab. The default report type is Engineering Report. Verify that:

The correct data files are in use

The desired report is selected

The RGO sample is selected for printing
If not, repeat steps 2—10.

If satisfied with the results, return to the SimDis tab and click Use This Sample
As Default.

I 2gitent SimDis
File Options Help
Browse | Setup | SimDis | Report | Aukomation | Licensing
Report Type Selection .
&% 00O e
f4 Signature Chart
lag Calibration Chart Simulates! Distilsbon Engineering Report
7 calibration Report RGO
»
& Enginsering Report 41— 117162004 12:30:48 P - NOVI 1M
# Simplified Calibrated Respor CiAChem3 2N \DATADDEFD 10101.0 (6C DATA FILE)
7 Cormnplete Percentage Yield
7 Complete Calibrated Respor A e i
7 standard Cut Point o
# Custorn Cut Paint v Ter
> P 053
II so00n
1lnne
LN / 1500y
5 sample(s) S
/ £5 o0
[ elank (001F010101.0) / A
M elank (o01F010102.0) L 20.00%
[ Blank (a01F010103.0) B
Fremetersrerorere - 5500
G0l
( [ RGO (003F010101.0) Ve"fy o5 00s
000
< 2500
8000
85 0
a0 0%
\ 95003
TEP: 93.5%
Terermare o5
— betmitzural
#giler SimDis Feport Calltration: C:AChem U DATAIDOE FOID 01, DF IDTACH
37205 10621 P Blark: C:ACham 3 DATANDIFOIONNG.D
Agilent Teshnaiogies No Sim s Detut Sample Spacited
<

12 Go to Setup / Overview and click Save As Default to save the current settings.

This completes SimDis software preparation. The software is now ready for auto-
mation using ChemStation sequences.

11 Create a D 2887 ChemStation Method for Automated
SimDis Analysis

Now that the SimDis software is set up using the most recent, appropriate data, the
next step is to create a ChemStation method suitable for running unknown samples.

1 Go to the ChemStation online session.
2 Go to the Method and Run Control View.

3 Verify that the reference method (in this example, D2887_RG0.M) is loaded. If
not, load it.
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4 Set up for automation as shown below:

|Ei|e RunControl  Instrument | Method Sequence View Abort  Help

Run Time

B Meth_od Information, ..

Run Time Checklist: Instrument 1 E|
Check Method Sections to Run
[ Pre-Run Command / Macro

v Data Acquisition

¥ Standard Data Analysis
Analysis Method for Second Signal:

[T Customized Data Analysis Macro

I Save GLP Data Select Post-Run
ﬂ? Post-Bun Command / Macro\ I Sr‘::;?'asgéma:?:"and
A\ |DDERepart j exactly as shown.

V¥ Save Methad with Data

QK | Cancel | Help |

5 Save this method. For this example, save as D2887.M. This is the method to use
for laboratory ASTM D 2887 SimDis samples. When run for a sample, by itself or
in a sequence, it will now run the saved SimDis analysis automatically as a
post-run event.

12 Select the ChemStation SimDis Report and Setup Options

Now that the ASTM D 2887 method is ready, the last step is to choose setup and
report options.

1 From the ChemStation, go to the Data Analysis view.

2 From the SimDis menu, select Setup / Use SimDis Defaults. This makes the
SimDis software analyze new sample data using the blank, calibration, and
SimDis parameters (from the RGO data file) that you just saved.

Batch Wiew Abort  Help | SimDis

Select Report 3 Set Calib

ek Cao
Print SimDis Report Set Blank
Display Settings Set Parameters

End SimDis Use SimDis Defaulks
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3 From the SimDis / Select Report submenu, select the type of report desired. The
default is an Engineering report, which presents displays a Yield % Off graph and
D 2887 percentage yield table.

Batch Wiew Abort  Help | SimDis

Select Repart: ¥ | v Engineering Repaort
Setup 3 Signature Report
Print SimDis Report Calibration Report
Display Settings

End SimDis

The SimDis software is now set to automatically analyze laboratory samples and
output the selected report type upon running a ChemStation sequence.

13 Run Laboratory Samples

To run the laboratory samples, create a sequence and use the final ASTM D 2887
method (in this example, D2887.M) for the samples. Start the sequence. As each
sample run completes, the ChemStation will automatically invoke the SimDis soft-
ware, which will generate the selected report. The ChemStation will then continue
with the next sample.

Summary

Initial setup and the first set of runs are complete. The SimDis software has gener-
ated the requested reports. New reports can be generated from the existing data at
any time. However, note that any changes made in the SimDis software Setup tab
immediately take effect on the sample run files in the selected data subdirectory.
Agilent strongly recommends reading the SimDis online manual to become more
familiar with the operation of the software.

Also, remember to keep the chromatographic conditions of all four methods the
same. The solvent blank, calibration, RGO, and unknown samples must be run
under the same conditions.

Each laboratory should determine an appropriate frequency to perform system veri-
fication as outlined below:

1 Run the solvent blank.

2 When acceptable, run the calibration sample to verify the chromatographic and
integration settings. Generate a report.

3 If needed, adjust the chromatographic conditions and rerun a solvent blank.

4 Run the RGO sample (or other known quality control sample) to verify overall
system performance. Generate a report.

5 Use this collected run data to adjust SimDis data analysis settings, as needed, to
accommodate current system performance. Save the changes as defaults.

6 Run the laboratory samples.
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