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Quick Start Guide for Using Automated, Real-time
MSRedux-XIl in the LEAP Shell Context

Install MSRedux-XI

Follow the Quick Start Guide for MSRedux-XI for downloading, installing, licensing
and running MSRedux-XI.

Setting the Default MSRedux-XI Parameters for the Automated
Mode of MSRedux-XI

Be sure to manually set in “MSRedux-XI Parameters” the settings that you wish to
execute in the automation/non-interactive mode of MSRedux-XI.

- -~
n MSRedux-X1 Parameters
analyte of Inkerest
Mass of Analyte of Inkerest -1 Da
Mass uncerkainky: +)- 0.4 Da
Prinking
|:| Auko prink
PDF reDirect w2 Selact Another Printer

Report file format

{(*) PDF
() PHS

(04 l [ Cancel

Exit the MSRedux-XI user interface by selecting:
File->Exit

-,

] Do you really want to exit MSRedux-X11.37

j}) Do wou realky want to exit MSRedux-»I 1,37

When you see the screen shown above upon exiting MSRedux-XI, the MSRedux-XI
Parameters set manually will be saved as the defaults for the automation/non-interactive
mode of MSRedux-XI. Click “Yes” to exit.
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Install LEAP Shell for AutoDART

Follow the LEAP Shell 3 for AutoDART Manual for downloading, installing and
licensing instructions and for general LEAP Shell settings.

Note: A PDF copy of the LEAP Shell 3 for AutoDART Manual can also be found in the
contents of the LEAP Shell installation CD.

Setting LEAP Shell up for the Analyst Context

Start LEAP Shell by double clicking the “LEAPShell” icon located on the Desktop.

Once LEAP Shell opens, choose under “Profile” the “PAL and Analyst” profile.

‘@ LEAP Shell - (no profile selected)

File ‘Wiew Profile Tools Log Out Help

m ® [one F : | Sawve &z, | Test

LabManag: o, g Analyst

|
ek PAL Only ‘

MSFEedux with LEAP Shell

L IE_

Samples

v oY

Hueue

Fleaze select a profile to be able to create and uze

o4 %

et
o N
N

I"gle_thuds
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Connecting to the PAL

In the header next to “LEAP Shell” it should now read “PAL and Analyst” for the
“PAL and Analyst” profile that was just selected.

Now connect to the PAL by left clicking on the PAL icon in the “Instruments” bar and

then clicking on “Connect”. Within a few seconds the word “Ready” in green text

should appear.

File “iew Profile Tools LogOut Help

Instruments

Shell Methods:

Save Save Az Test

lonSense Sampling

Sampling Mo Pauze Single tip
Sampling Pause single tip
Sampling Pause

Fickup Tip

Eject Tip

lonSense Sampling App 25
lonSenze Sampling App 26
lonSense Sampling &pp 26 AP Instrum
lonSense Sampling App 27
lonSense Sampling App 27 MEG
lonSenze Sampling App 28
lonSense Sampling App 28 NEG

Status
Methods
Configure

—Method description

—Application
IIonSense Sampling Analyst 2.4 LI

Pauze

rInstrument selection

[FaL =]
~InjectMethod: Inject method (Run Time: "™ s
IIS no pause sampling Rev 2-4.LPM

~nstrument selaction

I.t’-‘mal_l,lst ;I

—Datadcg Acquizition method [Acquizition Time: Unable to retrievel
|NEG 31 Seanm_z 100 - 500.dam

Troubleshooting: If you are having difficulties connecting to the PAL, first make sure
that the PAL power supply has been switched on and that the PAL serial cable is
connected to the PC that will be controlling the PAL. If you still cannot connect to the
PAL restart the LEAP Shell software and then try again to connect to the PAL.
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Connecting to Analyst through LEAP Shell

Connect to Analyst by left clicking on the “Analyst” icon found under “Instruments” in

LEAP Shell and then click on “Connect”. In a few seconds the Analyst status will
change from “Offline” to “Standby”.

File “iew Profile Tools Log Out Help

Instruments

Shell Methods:

Saye | Save ... | Test |

lonSense Sampling

Sampling Mo Pauze Single tip
Sampling Pausze single tip
Sampling Pauze

Fickup Tip

Eject Tip

lonSense Sampling App 25
lonSense Sampling App 26
lonSense Sampling App 26 AP Instrum
lonSense Sampling App 27
lonSense Sampling App 27 NEG
lonSense Sampling App 28
lonSense Sampling App 28 NEG

Status
Configure

~Method d iption

—Application
IlonSense Sampling Analyst 2. 4 LI

Pause

Instument selection

el =]
~Injgcttethod: Inject method (Bun Time: "™ s
IIS no pause sampling Rev 2-4.LFM

i Instrument selection

I.é.nal_l,lst LI

—Databicg: Acguizgition method [Aequisition Time; Unable ta retrievel
INEG 071 Scanm_z 100 - 500.dam

PAL in “Ready” state and Analyst in “Standby”.

Instruments

o = LAnal

Standby
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Configuring to an Analyst Project through LEAP Shell

Left click again on the “Analyst” icon and select ‘“Configure”.

File View Profile Tools Log Out Help

Instruments

Standby

In the “Analyst: Configuration” dialog box that appears, configure to the ‘“Analyst

~Shell Methods:

Saye | Save bs... | Test |

lonSense Sampling

Sampling Mo Pause Single tip
Sampling Pauze single tip
Sampling Pause

Fickup Tip

Eject Tip

lonSense Sampling &pp 25
lonSense S ampling App 26
lonSenge Sampling App 26 AP Ingtum
lonSense Sampling App 27
lonSense Sampling App 27 NEG
lonSense S ampling App 28
lonSense S ampling App 28 MEG

Digconnect
Status

—Method descrption

—Application
IlonSense Sampling Analyst 2.4 ;I

Pausze

rInstrument selection

[Pa =]
~InjectMethod; Inject method (Run Time; "™l
IIS no pauze zampling Rew 2-4. L P

rInstiument selection

IAnaIyst ;I

Project” that will contain the “Analyst Acquisition Method” you wish to use to collect
the data. Select the desired ‘“Analyst Project”” from the drop down menu and click “Ok”
to save the changes and exit from the configuration.

rInstrument selection

{PaL

= |

~Injecttdethod: Inject method [Fun Time: "' 2]

IIS no pause sampling Rey 2-4.LPM

Sty

IAn
—Dat

IE “Analyst Project:

[Analyst default]
I This project o AP Instrument
|DART Llser 20030503

MSRedus-<l 1.3.10 Testing

Example
lonSense DART Sample Eval 05202008
lonSense DART Sample Eval. 06152008

Show/Hide columns Ok

LCancel |
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Creating a LEAP Shell Method to Include an Analyst Acquisition
Method

For general questions about creating a Shell Method refer to the LEAP Shell 3 for
AutoDART Manual.

The Analyst specific sections in the LEAP Shell Method are the ‘“Analyst: Data
acquisition” section and the “DART Warm-up Time (min)”’ that appear at the bottom
of the page.

In “Analyst: Data acquisition’ section the “Instrument selection” will be ‘‘Analyst”
and the Analyst Acquisition Method will be chosen from the drop down box labeled
“DataAcq: Acquisition method”.

SPAL: Autozampler %\

Instrument selection

|PaL 3|

IniectMethod: Inject methad [Run Time: i 3

|IS no pauze zampling Rey 2-4.LPM ﬂ Default | Show Params |

Analyst: Data acquisition s

Instrument selection

|Anal_l,lst ﬂ

Datatcg: Acquisition method [Acquisition Time: 20,10 =}

|Sciex Test Meth.dam j Default | Show Params |
[NEG @1 Scanm 2z 100 - G00.dam |

ESciex Test Meth.dam i

The “DART Warm-up Time (min)” feature allows the user to set a fixed time interval
for the DART to heat at the beginning of EVERY sample batch submitted to the LEAP
Shell Sample Queue. The default time is set to O minutes.

Analyst: Data acquisition ‘
Instrument selection

|Ana|ysl j

Datatcq: Acquisition method [Acquisition Time: 2010 s}

|Sciex Test Meth.dam ﬂ Drefault | Show Params |
Method Parameters

DART “Warm-up Time [min] | 3.00 ﬂ'

When a “DART Warm-up Time” is set the following will take place:

e DART Control will automatically be turned “ON”’ by LEAP Shell at the
beginning of EVERY sample batch in the LEAP Shell Queue and LEAP Shell
will wait for the set warm-up time.

e The DART status automatically changes to “RUN”.

e The DART heater is automatically turned ““ON” and set to the “Run Time”
heater temperature set through the DART Method.

e The DART “Run Time” gas is automatically selected.

Note: These events also occur even if no DART Warm-up Time is set, e.g. set to O min.
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Setting up the LEAP Shell Sample List to Acquire Analyst Data
The user has two options to create a sample list to run in LEAP Shell:

1. Directly within LEAP Shell by filling in the required fields
2. By importing a file into LEAP Shell

This sample list set-up assumes 1 sample analysis
(1 data acquisition) per Analyst .wiff file.

Creating a Sample List Directly in LEAP Shell for Analyst Data

The first option is straight forward. Shown in the image below are the generic fields the
user will need to fill in when creating a sample list directly in LEAP Shell for Analyst
data acquisition.

e The LEAP Shell “SampleID” will be the “Analyst Sample Name”

e The “DataFileName” will become the Analyst .wiff file name

e The “Mass_of_Interest” column is reported to MSRedux-XI for the data
processing. The mass of the analyte in Daltons (not the m/z value) should be
entered here.

o Note: A value of “-1” may also be entered in this “Mass_of_Interest”
field provided that a molecular formula for the analyte of interest is
contained within the sample information. The only way that the user may
create a custom column labeled “Formula” is to import a sample list into
LEAP Shell. This feature is explained in greater detail in the Importing a
Sample List into LEAP Shell from a File section of this manual.

Save | Save az... |Add samples...] Fill Eolumns...| Select vial...| Submit |

| SampleID | Shell Method | Pal.Tip Tray | Pal.Tip Pos | Pal.Transit speed SampleTray | SamplePos DataFileMame Mass_of _Interest

|k |F\nalyst Sample Mame  IonSense Sampling App 28 |+ | Tip-01 1 500 Sample0l (w1 Analyst WIFF File Mame_001 500

Note: There is a limit of 80 characters total for the length of the ‘“DataFileName”
entered in the LEAP Shell sample list plus the name of the Analyst Project that LEAP
Shell is configured to. If the combination of these two names exceeds 80 characters in
length the quality of the MSRedux-XI printout will be reduced.
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Importing a Sample List into LEAP Shell from a File

The sample list file to be imported into LEAP Shell may be saved in any of the following
formats:

e Tab delimited (text) file

e (SVile

e  Microsoft Excel file

e XML file

Pictured below is an example of a CSV file opened in OpenOffice.org’s Calc program.
The general components found in the LEAP Shell sample list are contained in the CSV
file, with the addition of the “Formula” custom column that has been added by the user.

‘f.l Import_Analyst Sample List for LEAP Shell - OpenOffice.org Calc

File Edit Yiew Insert Format Tools Data  Window Help

B-ouaFRER V(ixinn-¢v

1

S&HN Qv HomEQ | @

P hd arial {0 [p(B|Ff U | sE|=E==H|L%EE|l<s=E0-2-4A-5
&1 [v] fo = = |samplD
A e [ ¢ 1 D | e [ ¢ ] G | H
1 Samp lelD !PaI.Tip Pos | Pal.Tip Tray Analyst.DataFileName SampleTray SamplePos Formula Mass_of_Interest
2 | Analyst Sample Name 1 1 Tip-01 Analyst WIFF File Marne 001 | Sammpled1 1 C7HEEF303 206.04
3 | Analyst Sample Name 2 2 Tip-01 Analyst WIFF File Mame 002 Sample01 2 C7HEEF303 206.04
4 | Analyst Sample Name 3 3 Tip-01 Analyst WIFF File Mame 003 | Sample01 &) C7HBEF303 206.04
5 | Analyst Sample Name 4 4 Tip-01 Analyst WIFF File Mame_004 | Sample01 4 C7HBEF303 206.04
6 | Analyst Sample Name 5 5 Tip-01 Analyst WIFF File Mame 005 | Sample01 a C7HBEF303 206.04
7 | Analyst Sample Name B =] Tip-01 Analyst WIFF File Name 005 | Sample01 B C7HBEEF303 206.04
8 | Analyst Sample Name 7 7 Tip-01 Analyst WIFF File Marme 007 | Sarmple01 7 C7HBEEF303 206.04
9 | Analyst Sample Name 8 =] Tip-01 Analyst WIFF File Mame 0058 Sample01 8 C7HEEF303 206.04
10 | Analyst Sample Name 9 9 Tip-01 Analyst WIFF File Mame 009 | Sample01 9 C7HBEF303 206.04
11 | Analyst Sample Name 10 1a Tip-01 Analyst WIFF File Mame_ 010 Sample01 10 C7HBEF303 206.04
12 | Analyst Sample Name 11 11 Tip-01 Analyst WIFF File Mame_ 011 | Sampled1 11 C7HBEF303 206.04
13 | Analyst Sample Name 12 12 Tip-01 Analyst WIFF File Name 012 | Sampled1 12 C7HBEEF303 206.04
14 | Analyst Sample Narme 13 13 Tip-01 Analyst WIFF File Marme_013 | Sample01 13 C7HBEF303 206.04
15 | Analyst Sample Name 14 14 Tip-01 Analyst WIFF File Marne_014 | Sammple01 14 C7HEEF303 206.04

Note: The header for the “Formula’ column can only contain the word formula as
MSRedux-XI will only recognize entries in a column labeled with the word formula.
Formula may be entered in the following formats: “Formula”, “FORMULA”, or
“formula”. For example, if the user labels the custom column “Chemical Formula”
MSRedux-XI will not process any of the formulas in that sample list.
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The Chemical “Formula” Feature of MSRedux-XI

In order for MSRedux-XI to process a chemical formula entered into the LEAP Shell
sample list, the value “-1” must be entered into the “Mass_of_Interest” column for the
each sample that contains chemical formula information. The “-1” tells MSRedux-XI to
look for a chemical formula and use it to calculate a mass.

In the case that both a chemical formula and a theoretical mass of interest are entered into
the LEAP Shell sample list, MSRedux-XI will use the mass of interest to determine the
presence of the analyte of interest and the chemical formula is extra information.

If you select “-1” for a mass of interest, MSRedux-XI will look for a chemical formula in
the wiff file and will calculate the mass of interest based on the formula. The formula
should be written in with element names starting with capital letters. Two-letter elements
should have lower case second letters. Number characters representing stoichiometry
should follow the element. Omit all non alpha-numeric characters, viz., omit spaces,
underscores, dashes, etc. Order of elements is not important. For instance, ethanol could
be represented as

C2H60
or

CH3CH20H

Sodium must be “Na” and never “NA" .
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Steps to Importing a Sample List into LEAP Shell from a File

From the “‘Samples” Sample List view in LEAP Shell, the “Import” feature is found
under “File -> Import” or can be accessed directly by hitting “F3” on the keyboard.

|§ LEAP Shell - PAL and Analyst

File Edit “iew Profile Tools LogCut Help

Add Cir [+

Rename CirHR

Delete

Save as...

Irmport F3

Export Cirl+F3

Print Cir+F

Subimit Fa

Exit
Instruments |
%\ Pl
Ready

Analyzt

%
Ready

Lists:

IHethcn:Is

&1 Sample

& Custom Column

;Eense Mapping Test

clopnide Mapping Test App 26 20
i;lnpride #YZ Mapping Test App
};Inpride tMapping Test App 25 20
};Inpride AP Instrument D ata File
i;lnpride CORRECT Data File Pal

“Elopride REPEAT CORRECT Da

ifeine CORRECT Data File Path s
Iflaxacin CORRECT Drata File Pa
feine 10 Samples App 26 200817

Chemical Formula with Boron 10 Sa
Boron Samples App 27 200871110
MEG Boron Samples App 27 20087
Single wiff Files_MEG Baron Sample
Baron Samples App 28 200871112
Check App 28 20081119
bSRedux 138 with LS App 28 2008
bSRedux 139 with LS App 28 2008
bSRedux 139 DART 2210 with LS
MSReduxs 139 DART 2212 with LS

‘ Save as... ‘Add samples...‘ Fill Columts...

SamplelID

| Shell Methad |

|
| 1

| =l

When the user engages the “Import” feature of LEAP Shell the “Import from file...”
dialog box will appear on screen.

Import from file...

Format:

Import from...

File name: |

| Tewt file [zmart guess delimitar] ;J

b apping options:

" Create a new map to method: |Inn5&nse Sampling

f+ Use an existing map: |E:'\D|:n:uments and SettingshD, Browse...

Cancel |

i
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In this dialog box, the user can immediately select the “Browse” button leaving the
default setting for the file format as “Text file (smart guess delimitor)” and lookup the
desired file. The user may want to select the desired file’s format before browsing for the

file to narrow down the number of possible files to choose from.

Import from file...

i Impart frarm....

File name: ]

Farmat:

]Te:-:t file [zrart quess delimitor]

Tewt file [zmart guess delimitar]
| T ab-delimited [text)

i~ Mapping opeC5Y

bicrozoft Excel
™ Create =ML file

f+ Use an existing map: | C:A\Documents and SettingshDa

Cancel |

Browse. .. I

- 1
Browse. . l

The image below shows the case where the user has left the default setting for the file
format as “Text file (smart guess delimitor)” and began searching for the CSV file.

'Open

AX]

ky Recent
Documents

by Metworl:
Flacez

Look in; ] I Sample Listz for LEAP Shell

-~ ®ctEr

| Import_analyst Sample List for LEAP Shell.coy

File name;

Filez of type;

]Impu:urt_.ﬂ'-.nal_l,lst Sample Lizt for LEAP Shel caw _:_]

I.-’-\-.II accepted files [“tat, *.oaw, " rlz, " xml]

=

Open |
Cancel I_

Page 13 of 23



Once the desired file has been selected through the file browser, the user must select a
mapping option to link the external sample list file to the LEAP Shell sample list layout.

=,

Import from file... @

[rpart fram...

File name: JE:'&DDcuments and Settingz \DAR TuzertDeskio Browsze. ..

Format: J Tewt file [zmart gueszs delimitar] _:_J

“Mapping options:;

f* Create a new map to method: I|,:,r-,5 ense Sampling App 28 _:_J

" Use an existing map: ]E:"-.D ocuments and Settingst DA Browse...

Cancel |

To begin the mapping, select the “Create a new map to method’’ option, which will
create a mapping that is specific to a LEAP Shell Method for the desired import file.
Select a LEAP Shell Method and click “Next” to continue.

If a mapping file has previously been created and saved for the type of sample list that
will be imported into LEAP Shell then the “Use an existing map’ mapping option may
be selected. Click “Next” to continue.
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An “Import Mapping” window will appear after clicking on “Next” in the “Import from
file...” dialog box. First begin mapping the non-custom “Source Column Headers” with
their LEAP Shell “Target Column Headers” counterparts.

.

Import Mapping ﬁ
M apping method: lonSenze Sampling f—'-.ppl
SOURCE COLUMN HEADERS MAPFPING TARGET COLUMN HEADERS
SamplelD 3 SamplelD SamplelD
Pal.Tip Pos Pal.Tip Tray Pal.Tip Tray
Fal.Tip Tray FPal.Tip Pos Pal.Tip Pos
Analyst. 0 ataFileM ame [ mone ] Fal.Tranzit speed
SampleTray SampleTray SampleTray
SamplePos SamplePos SamplePos
Al Analyzt, D ataFileM ame DataFileM arne
hazs_af_Interest hazs_af_Interest Mazs_af_lnterest

[ mew ]

v Donotcopy fistrow | nad map | Savemap| [Cancel l ak. |

Note: When creating a sample list to import into LEAP Shell the mapping process can be
simplified if the user keeps the same column naming in their document as there is in the
LEAP Shell sample list for the generic columns, such as “SampleID” and “Pal.Tip Tray”.

By keeping this continuity you can simply double click on each of the column names

under “Source Column Headers” that directly match one of the LEAP Shell “Target
Column Headers” to add them into the center “Mapping” column.
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To map a custom column into a LEAP Shell sample list map it to the ‘“new’” option in the
“Mapping” column. This will trigger the “Import column” dialog box to appear. The
name of the custom column will appear in the text field for “Column name” as it was
entered into the file that is being imported. For the column type select “string”.

SOURCE COLUMM HEADERS

SamplelD

Pal.Tip Pos

FPal.Tip Tray
Analyst. D ataFileM ame
SampleTray
SamplePos

Has'é_'u:;f_lnterest

Bl
B

Mapping method: lonSense Sampling Apy

MAFPPING TARGET COLUMN HEADERS
SamplelD SamplelD

Pal.Tip Tray PalTip Trayp

Pal.Tip Poz PalTip Pos

[ none ] Pal Tranzit zpeed

SampleTray SampleT ray

C-annmlal CmmaplePiog

% Import column

ok

FileM ame
- of_Interest

Calurnn name
Coalurnn tppe:

Reference :

: lFurmuIa

I atring

7|

zhning

integer
numeric
lizt

wial

For the “Reference” select “Analyst” from the drop down box. Click “Ok” to save the
changes and create the “Formula’ column header in the LEAP Shell “Target Column

Headers”.

SOURCE COLUMMN HEADERS

SamplelD

Pal.Tip Pos

Pal.Tip Tray
Analyst. [ ataFileM ame
SampleTray
SamplePas

‘5;.- A LA

Has-s-_-df_lnterest

B
2

M apping method: lonSenze Sampling Apg

MAPFPING TARGET COLUMMN HEADERS
SamplelD SamplelD
Pal.Tip Tray Pal.Tip Tray
Pal.Tip Pos Pal.Tip Pos
[ nore ] Pal. Transit gpeed
SampleTray SampleTray
Loanemlall Com=aplePos
g@ FileM arme
Sl b of_|nterest

% Import column

Column name:
Calurmmn type:

Reference :

]Fu:urmula

] zring j
|.-“-‘-.na|_l,lsd ﬂ
Fal

Analyst
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When all of the “Source Column Headers” have been mapped to one of the LEAP Shell
“Target Column Headers” select ‘“‘Save map”’ at the bottom of the window to save a copy
of the map for future use. To complete the mapping without saving the map, select “Ok”.

Fl'm port Mapping

=,

X

SOURCE COLUMN HEADERS

SamplelD

Pal.Tip Pog

FPal.Tip Tray
Analyst. D ataFilet ame
SampleTray
SampleFoz

Formula

MAPPING

Mapping method: |onSenze Sampling Ap

TARGET COLUMN HEADERS

Pal.Tip Pos

[ mone ]

SampleTray
SamplePosz
Analyst. [ ataFileM ame
Mazz_of Interest
Farrnula

[ mew ]

3 SampIeID
Pal.Tip Tray

[v Dok copy first row

Load map

SamplelD
Fal.Tip Tray
Pal.Tip Pos

SampleTray
SamplePos
D ataFileM ame

Formula

Pal.Tranzit speed

Mazz_of_|Interest

Cancel

0k,

By selecting ““‘Save map” a “Save As” window will appear where the map can be named

and saved to a safe location.
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After saving the mapping file or proceeding without saving the mapping file, the LEAP
Shell sample list view will appear as shown below. LEAP Shell will prompt the user to
name the sample list and save it under “Sample Lists” within LEAP Shell.

-

Lab Manager
Yiews

Samples

Methods

 Instiuments |
%\ PAL

Ready

B 2ot

Ready

Sample Lists:

Save Saveas.. | Add samples |chn|umns | select via ‘ Submit |

All Methods

Test15ample

Test Custom Column

lonSense Mapping Test

Raclopride Mapping Test App 26 20
Raclopride 72 Mapping Test &pp
Raclopride Mapping Test App 25 20
Raclopride &P Instrument Data File
Raclopride CORRECT Data File Pal
Raclopride REPEAT CORRECT Da
Caffeine CORRECT Data File Path.
Morflaxacin CORRECT Data File Pa
Caffeine 10 S amples App 26 20081
Chemical Formula with Boron 10 Sa
Boron Samples App 27 20081110
NEG Boron Samples App 27 20081
Single wiff Files NEG Baron Sample
Boron Samples App 28 20081112
Check App 28 20081113
MSRedux 138 with LS App 28 2008
MSRedus 139 with LS App 28 2002
MSRedux 139 DART 2210 with LS
MSRedus 139 DART 2212 with LS
M5Redus 133 DART 2213 with L5
MSRedus 1310 DART 2213 with LS
MSRedus 1310 DART 2214 with LS
DART Samples 96 Well Plate

3 >

acd | = Dolets| [ Rename |

SamplelD |  shelMethod |Pal.Tip Tray | Pal.Tip Pos | Pal.Transit speed | SampleTray | SamplePos DataFilshlame Mass_of I, Formula

1|Analyst Sample Mame 1 IonSense Sam... | v | Tip-01 |+ |1 soo Sample0l v | 1 Analyst WIFF File Name_001 20604 C7HEBF303
_Z Analyst Sample Name 2 IonSense Sam... v | Tip-0l |+ |2 so0 Sample0l v | 2 Analyst WIFF File Name_002 206,04 C7HEBF303
_3 Analyst Sample Name 3 IonSense Sam... v | Tip-01 |+ |3 so0 Sample0l v | 3 Analyst WIFF File Name_003 206,04 C7HEBF303
_4 Analyst Sample Name ¢ IonSense Sam... | Tip-01 |+ |4 so0 Sample0l || 4 Analyst WIFF File Name_004 | 206.04 C7HEBF303
_5 Analyst Sample Name 5 IonSense Sam... v | Tip-0l |+ |5 so0 Sample0l v | 5 Analyst WIFF File Name_005 20604 C7HEBF303
_B Analyst Sample Name & IonSense Sam... = | Tip0l |+ |6 so0 Sample0l v | & Analyst WIFF File Name_008 206,04 C7HEBF303
_T Analyst Sample Name 7 TonSense Sam... v | Tip-01 |+ |7 500 Sample01 | v | 7 Analyst WIFF File Name_007 206,04 C7HBBF303
_B Analyst Sample Name & TonSense Sam... | | Tip-01  |* |8 500 Sample0l | * | & Analyst WIFF File Name_008 206,04 C7HBBF303
_B Analyst Sample Name 9 TonSense Sam... | Tip-01 |+ |9 500 Sample01 |+ | 9 Analyst WIFF File Name_009 206.04 C7HBBF303
T Analyst Sample Name 10 IonSenss Sam... | w | Tip-01  |=| 10 500 Sample01 |+ | 10 Analyst WIFF File Name_010 206.04 C7HEBF303
T Analyst Sample Name 11 TonSenss Sam... | * | Tip-01 |« |11 500 Sample01 | = | 11 Analyst WIFF File Name_011 206.04 C7HEBF303
7 Analyst Sample Name 12 TonSense Sam... | » | Tip-01  |= |12 500 Sample0l |+ | 12 Analyst WIFF File Name_012 206,04 C7HBBFI03
T Analysk Sample Name 13 IonSense Sam... ¥ | Tip-01 || 13 500 Sample0l [v | 13 Analyst WIFF File Name_013 206,04 C7HBBFI03
E Analysk Sampls Name 14 TonS; Sam ple list Sample0l [+ 14 Analyst WIFF File Name_014 206,04 C7HBBFI03
15| Analyst Sample KName 15 TonS ample0l |+ | 15 Analyst WIFF File Name_015 206,04 C7HBBFI03

[ 16 Analyst Sample Name 16 | Tonse| Save as: Sampledt [+] 16 Analyst WIFF File Name_016 206,04 CTHEBFI03
[ 17| Analyst Sample Name 17 | Tons |DART Samples IMPORTED SAMPLE LIST Samplent [+] 17 Analyst WIFF Flle Name_017 206,04 CTHEBF303
? Analysk Sample Name 15 | TonS: Sample0l |+ | 18 Analyst WIFF File Name_018 206,04 C7HBBFI03
7 Analysk Sample Name 19 Tons: m Sampledl [+ 19 Analyst WIFF File Name_019 206,04 C7HBBFI03
j Analysk Sample Name 20 | TonSense Sam... ¥ | Tip-01 || 20 500 Sample0t |+ | 20 Analyst WIFF File Name_020 206,04 C7HBBFI03
7 Analysk Sample Name 21 TonSense Sam... ¥ | Tip-01 |+ | 2t 500 Sample0t | v | 21 Analyst WIFF File Name_021 206,04 C7HBBFI03
? Analyst Sample Wame 22 IonSense Sam... > Tip-01 =) 22 500 Sample0l | v 22 Analyst WIFF File Name_022 206,04 CTHEBFI0S
? Analyst Sample Wame 23 IonSense Sam... v Tip-01 = 23 500 Sampledl | v | 23 Analyst WIFF File Name_023 206,04 C7HEBFIOS
7 Analyst Sample Wame 24 IonSense Sam... > Tip-01 + | 24 500 Sampledl v 24 Analyst WIFF Fils Name_024 206,04 CTHEBFI0S
? Analyst Sample Wame 25 IonSense Sam... > Tip-01 | = 25 500 Sample0l |+ 25 Analyst WIFF File Name_025 206,04 CTHEBFIOS
? Analyst Sample Name 26 IonSense Sam... v Tip-01  |* | 26 500 Sample0l | v | 26 Analyst WIFF File Name_026 206,04 CTHEBFI03
? Analyst Sample Name 27 IonSense Sam... v Tip-01 | » | 27 So0 Sampledl (v 27 Analyst WIFF File Name_027 206,04 CTHEBFI03
? Analyst Sample Name 28 IonSense Sam... v Tip-01 |» | 28 500 Sample0l | v | 23 Analyst WIFF File Name_028 206,04 CTHEBFI03
? Analyst Sample Name 29 IonSense Sam... ¥ Tip-01 ~| 20 500 Sampledl (v | 29 Analyst WIFF File Name_029 206,04 CTHEBFI03
? Analysk Sample Wame 30 IonSense Sam... v | Tip-01  +| 30 So0 Sample0l v 30 Analyst WIFF File Name_030 206,04 CTHEBF303
T Analyst Sample Mame 31 IonSense Sam... * Tip-01 (w31 So0 Sampledl v | 31 Analyst WIFF File Name_031 206,04 CTHEBF303
? Analysk Sample Mame 32 IonSense Sam... v Tip-01 |+ 32 So0 Sample0l v 32 Analyst WIFF File Name_032 20604 CTHEBF303
? Analysk Sample Wame 33 IonSense Sam... v Tip-01 | *| 33 So0 Sample0l v | 33 Analyst WIFF File Name_033 206,04 CTHEBF303
T Analyst Sample Name 34 IonSense Sam... | Tip-0L |+ | 34 500 SampleQl | v | 34 Analyst WIFF File Name_034 206.04 C7HEBF303
? Analyst Sample Name 35 IonSense Sam... || Tip-0L |+ |35 500 SampleQl || 35 Analyst WIFF File Name_035 206,04 C7HEBF303
? Analyst Sample Name 36 IonSense Sam... v | Tip-Ol |v| 38 500 SampleQl | | 36 Analyst WIFF File Name_038 206.04 C7HEBF303
| 37| Analyst Sample Name 37 | Tansense Sam... [+ Tip-01 [+ 37 500 Sample0t [+ ] 37 analyst WIFF File Hame_037 206,04 CTHEEF303
? Analyst Sample Name 38  IonSense Sam... v | Tip-0l |+ |38 soo Sample0l || 38 Analyst WIFF File Name_038 206,04 C7HEBF303
? Analyst Sample Name 39 IonSense Sam... v | Tip-01  |v| 39 so0 Sample0l || 39 Analyst WIFF File Name_039 206,04 C7HEBF303
? Analyst Sample Name 40 IonSense Sam... | v | Tip-0l |+ |40 soo Sample0l | | 40 Analyst WIFF File Name_040 206,04 C7HEBF303
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Getting Ready to Run
To prepare to run make sure that the DART Control software has been opened and the
desired DART Method has been loaded.

“IDART Control - Method: N2O... [~ | [

File Contral Yiew Logging Help

Edit Current Method ) ' = s
Load Method :ﬁ? &| ﬁ E

Chasts N atEa -1 GasOf Temp:0  Flow:-100C

Save As,,.

| Shutdown 8. Exit ‘4 N2 ONLY Method... 4

~ Poveer Contral —

MNeedle
e | Intermediate aarid
Electrode Electrode
Current ;| 283 pa I pa I Ha
'-.-'u:ultage:l LR i W I ]

“3as Conkrol -~ Heaker Contral - =
Flow Rate Currenk Temp,  Set |

e - [ o« [= o

- |\ Temperature Ramp ——————————

= Selected Gas Start; : End ] g
B - Temp = Temp ©

Skep Skep

- (=]
= " He Size : Every SEC
: 12 Skt | Run Time:

‘.._.._i £l Skatus: Mok Running

—Syskem Skatus - -
Safety Heater . I‘_
Pawer - LISE . Interlock R Pressure

Current State Cff Fave To Current Method I
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In LEAP Shell, check that all “Instruments” are in the “Ready” mode. When
connecting to Analyst through LEAP Shell the default Analyst mode will be “Standby”,
the user can “Ready” Analyst through the “Analyst: Status” window.

File Wiew Profile Tools LogQut Help

Instruments

An

Standby

~5hell Methods:

Save | Save As... | Test |

lonSense Sampling

Sampling Mo Pause Single tip
Sampling Pauze single tip
Sampling Pauze

Pickup Tip

Eject Tip

lonSensze Sampling App 25
lonSensze Sampling App 26
lonSenze Sampling App 26 AP Instrumm
lonSenze Sampling App 27
lonSenze Sampling dpp 27 MEG
lonSenze Sampling App 23
lonSenze Sampling dpp 23 MEG

Disconnect

Configure

~Method description

—Application

IInnSense Sampling Analpst 2.4

Fauze

rInstrument gelection

[PaL =]
~Injectdethod: Inject method (Run Time: ™'}
IIS no pauze zampling Rey 2-4.LPk

rInstrument gelection
IAnaIysl

In the “Analyst: Status” window click on “Ready” to put Analyst in the “Ready’” mode.

Instruments

Acquining Sample [T o i Peiod [0 of [0

Elapsed

Durations
Evpected /00000
0%

=

Mormal

Queue Server
[ &

Fleady

0.00:00

Start Time (SampleID | Sample Name Vial Position Status

Method DataFile Comments

deIandhyl b Abort |
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Submit the Sample List to the LEAP Shell Queue and Run

View of the LEAP Shell Sample Queue.

& LEAP Shell - PAL and Analyst J=Ed
File Queue “iew Profile Tools LogOut Help
Lab Manager ‘ W 5o | : | : I
TIBWE DART Samples IMPORTED SAMPLE LIST I
Time Stamp | Status | Samplell ! Shell Method PalTip Tray | PalTip Pos | Pal.Transit speed | SampleTray ‘ SamplePos | DataFilsMame Mass_of_In. I Formula ~
. E E 71 12/26/2008 10:24:07_. Running Analyst Sample Name 1 lonSense Sampln. Tip-01 1 500 Sample01 1 Analyst WIFF File Mame_001 206 04 CFHEBF303 |
Samples 2[10:23:50 &M Waiting Analyst Sample Name 2 | lonSense Sampln.. | Tip0l 2 500 Sampledl 2 Analyst WIFF File Name_002 | 208,04 C7HEBFI03
73 10:23:50 AM “wfaiting Analyst Sample Name 3 | lonSense Samplin.. | Tip-01 3 500 Sample01 3 Analyst WIFF File Mame_003 | 206 04 C7HBBF303
i ’y z 2350 AW Waiting Analyst Sample Name 4 | 1onSense Sampln.. | Tip01 1 500 Sampledl 4 Analyst WIFF File Name_004 | 208,04 C7HEBFI03
Queue 5/ 10:23:50 AW “wfaiting Analyst Sampls Name 5 | lonSense Samplin.. | Tip-01 5 500 Sample01 5 Analyst WIFF File Mame_005 206 04 C7HBBF303
_E 10:23:50 AM “wfaiting Analyst Sampls Name B | lonSense Samplin. . | Tip-01 3 500 Sample01 B Analyst WIFF File Mame_006 206 04 C7HBBF303
_1 10:23:50 AM “wfaiting Analyst Sampls Name 7 | lonSense Samplin.. | Tip-01 i 500 Sample01 i Analyst WIFF File Mame_007 206 04 C7HBBF303
Methods B[ 10z3E0AM ‘waiting Analyst Sample Name 8 lonSense Samplin.. | Tip-01 8 500 Sample01 a Analyst WIFF File Mame_008 20604 C7HEBF303
m el 10zEs0AM Walting Analyst Sample Name 9 | lonSense Samplin.. | Tip-01 El 500 Sample01 k] Analyst WIFF File Mame_003 206.04 C7HEBF303
10| 102350 AM Waiting Analyst Sample Name 10 | lonSense Samplin.. | Tip-01 10 500 Sample01 10 Analyst WIFF File Mame_010 206.04 C7HEBF303
‘%\ FaL 11| 10zam0aM Walting Analyst Sample Name 11 lonSense Samplin... | Tip-01 1 500 Sample01 11 Analyst WIFF File Name_011 | 206.04 C7HEBF303
12| 10235080 Waiting Analyst Sample Name 12 | lonSense Samplin... | Tip-01 12 500 Sample01 12 Analyst WIFF File Name_012 | 208.04 C7HEBF303
‘Ana\yst E 10:23:50 M Walting Analpst Sample Name 13 | lonSense Samplin... | Tip-01 13 500 Sample01 13 Analyst WIFF File Name_013 208,04 C7HEBF203
14 10:23:50 &M Walting Analyst Sample Name 14 | lonSense Samplin... | Tip-01 14 500 Sample01 14 Analyst WIFF File Name_014 | 208.04 C7HEBF2032
15[ 102350 4M Waiting Analyst Sample Name 15 | lonSense Samplin... | Tip-01 15 500 Sample01 15 Analyst WIFF File Name_015  208.04 C7HEBF2032

At the bottom of the LEAP Shell window the “DART Warm-up Time” set through the
LEAP Shell Method will be displayed. The time posted in the message is the time that

the PAL will begin running the samples in the Queue. This example shows a 5 minute
“DART Warm-up Time”.

[1302:21]
[1302:21 ] 35 === RUMNMING SAMPLE LIST ===

[1302:27 1 x> Waiting for DART Toarm up - Beady at: 1:07:21 P
[130246]

The status of the Analyst data acquisition can be checked through LEAP Shell by
accessing the “Analyst: Status” window. Left click on the ‘“‘Analyst” icon under
“Instruments” and select “‘Status” to open the “Analyst: Status” window shown below.

& Analyst: Status E]@
Acquiring 5 ample ’1_ of ’1_ Period h_ of '1_ DE:::;; ’W e _S:;e: .a;]
BRx Elapsed 00011 Apquiing Mormal
Start Time Sampia jin} Sampié Mame .Viai Position .Status .Metiwoci .Data File .Comments

1 + 12{26/2008 10:24:25 £ Analyst Samp | Analyst Samp 1 Acquired Sciex Test Meth Analyst WIFF File Name_001

2 v/ 121262008 10:25:25 £ Analyst Samp | Analyst Samp 2 Acquired Sciex Test Meth Analyst WIFF File Name_002
3 « 12/26(2008 10:26:16 £ Analyst Samp | Analyst Samp | 3 Acquired Sciex Test Meth Analyst WIFF File Mame_003

4 v/ 121262008 10:27:07 £ Analyst Samp | Analyst Samp 4 Acquired Sciex Test Meth Analyst WIFF File Name_004
:5 « 12{26(200 10:28:00 £ Analyst Samp Analyst Samp 5 Acquired Sciex Test Meth Analyst WIFF File Mame_005
i w/ 121262006 10:28:52 £ Analyst Samp Analyst Samp 6 Acquired Sciex Test Meth Analyst WIFF File Name_006

7  12{26(2008 10:29:43 £ Analyst Samp | Analyst Samp | 7 Acquired Sciex Test Meth Analyst WIFF File Mame_007
it + 12{26/2008 10:30:34 £ Analyst Samp Analyst Samp & Acquired Sciex Test Meth Analyst WIFF File Name_003

9 + 12/26(2008 10:31:38 £ Analyst Samp | Analyst Samp 9 Acquired Sciex Test Math Analyst WIFF File Name_009

i0 ¥ 12)26/2008 10:32:29 £ Analyst Samp | Analyst Samp | 10 Acquiring Sciex Test Meth Analyst WIFF File Mame_010

Pl Slandby‘ L Abort | &
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DART Shutdown Feature

At the end of any submitted batch in the LEAP Shell Sample Queue DART Control is
triggered by LEAP Shell to shutdown.

¢ DART Control is placed into “Standby” mode with the heater “ON”.

¢ The DART heater will be turned off in 3 minutes after being placed
in “Standby” by the DART Shutdown feature.

e  DART Control will be completely turned “OFF” in a total of 5
minutes.

In the event that:

e There are multiple sample batches in the queue, the DART will not be shut down
until the last sample batch submitted has finished running. Note: If a “DART
Warm-up Time” has been set in the LEAP Shell Method it will be executed at the
beginning of every sample batch.

o Itis suggested that for multiple sample batch submissions to not include a
“DART Warm-up Time” in the LEAP Shell Method. For this case it is
advised to allow the DART to fully heat in “Standby” before starting the
run through LEAP Shell. LEAP Shell will automatically turn DART
Control into “Run” mode.

e The user wishes to cancel the DART Shutdown at any time click the “Cancel”
button in the “DART Shutdown” window.

View of the DART Shutdown window at the end of a LEAP Shell run.

-

'DART Shutdown

LEAP Run Finished

Heater will burn aff in 2:58
Syrstem will burn off in 4:58

Zancel
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Additional Comments

By design, many of the user configurable features in the automated version of the
MSRedux-XI software can only be set by the interactive (GUI) version and are
inaccessible from LEAP Shell.
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