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Concept of ALEXYS data system
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This I1s not a tutorial.....

* |n this presentation the concept of ALEXYS is explained with
a special focus on file structure

= For detailed information how to use the software, we refer to
the tutorials on this website.
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» What is ALEXYS data system?

» ALEXYS data system is a fully featured acquisition software,
with all the tools for automated data acquisition, calibration,
processing and reporting.
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» | know about data acquisition and instrument control. But
what should | know about ALEXYS, before getting started?

= Before getting started you should know about the file
structure. How do systems, methods, queues and
chromatograms interrelate?
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ALEXYS file structure

= Working with ALEXYS results in several files:
= System (*.smt)
= Method (*.mtw)
= Chromatogram (*.chw)
» Queue (*.que)
= Batch (*.bar)
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= Where do | find a System or Method file,
and what are they good for?
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Systems and methods

» System file contains:
= all device settings (detector, pump, autosampler )
= acquisition channels and link to a method (in ‘Recorder’)
= manual control of acquisition (start/stop, start mode)

» Method file contains:
= run duration and data directory
= automatic integration settings
= calibration data: peak & concentration table and graph
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Open System

» System files are opened via the File menu.

ﬁ?‘ALEx‘rS data system
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Recorder

= Recorder:
» links a method file to the system
= contains data source (acquisition channels)
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Systems and methods

‘N

» Method is opened by double click on the Recorder
» Details are set via main menu/method/method setup

B ALEXYS data system | I =] S|
fle Edit View Acquire Process Method Options  Window Help
| E% FLc] nl2] gAml.r] V] BinE el
[T]5ystems' ALEXYS_DAP, =10l =
Swctem  Control  Setup =101 x|
=
Y g Method (*.mtw):
=l R - run duration
7 - data directory
- integration settings
System (*.smt): - calibration:
- device settings * component table
- acquisition channels * concentrations table
- start/stop: * graph
* connect workplace
* start mode 1| Bl
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= Why treat Systems and Methods as separate files?

» Keeping Systems and Methods in separate files offers
flexibility in configuring data acquisition the way that is most
convenient for you.

To give one example: a System can have 2 Recorders, each
with their own Method. Consequently, data of each Recorder
can be put in another directory (data path is stored in
Method). A small but important feature to keep your data
organised!

|-|1Srstems"-.,ALx_ZR.smt

Swskem  Contral  Setup

=10 x|
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= What is special about a Chromatogram file?

= A chromatogram (*.chw) does not only contain data, but also
the System and Method definition.
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Chromatogram

= An ALEXYS chromatogram contains more than data
» Data, System, Method (incl. calibration)

O chromatogram data
B method file incl calibration

O system configuration
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= Why storing all this information with each Chromatogram?

" |t means that you have always instant access to all original
device settings and method configuration, when opening a
chromatogram. It guarantees not only the integrity of data,
but off all relevant settings.

Moreover, exchanging or sharing configuration settings and

results between systems is as simple as sending an emalil
with only one chromatogram!



Chromatogram
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= Full calibration data stored in each chromatogram (if part of a
calibration queue)

B ALEXYS data system
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» What is a sample queue?

= A sample queue is used for automatic processing of samples
using an autosampler. The method, number of replicate
Injections, injection volume, calibration level and sample
description is specified by vial number.

A calibration queue is a sample queue with calibration
standards (see special on calibration on the tutorial web

page).
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Sample queue

C:%Program Files' Alexys'Systems'cal_DZ.que
File Contral
Mo Spstemn Title Wial Injz  Stated Lewel Volumedmo o
1 ALEXYS_DAP.smt 1.25 nkd 1 1 0 1 2000 1.007
= Specifies analysis details for ALEWSDi i S S1 0 3 amoam
3 ALEXYS_DAP.smt 5nk 3 1 0 3 20,00 1.00
p y 4 ALEXYS_DAP.smt 7.5 nkd 4 1 0 4 20.00 1.00
h I b H | b B ALEXYS_DAP.smt 10 nM 3] 1 ] 3] 20,00 1.00
eacn sampie Dy Vial number B ALEXYS_DAP.smt 12.5 5 1 0 § 2000 100
TOALEXYS_DAP.smt 15 nM 7 1 0 7 20,00 1.00
8 ALEXYS_DAP.smt unknown a8 1 ] ] 20,00 1.00
9 ALEXYS_DAP.smt unknown ] 1 0 0 20,00 1.00
10 ALEXYS_DAP.smt unknown o 1 0 0 20,00 1.00
. . 11 ALEXYS_DAP.smt unknown 11 ] ] 20,00 1.00
1 12 ALEXYS_DAP.smt unknown 12 1 0 0 20,00 1.00
Queue editor is a tool for 13 AEa DA non 3 1 0 b 2 1ood
. 14 ALEXYS_DAP.smt unknown 14 1 ] ] 20,00 1.00
Creatlng a Sample queue 15 ALEXYS_DAP.smt unknown 1B 1 0 0 20,00 1.00
16 ALEXYS_DAP.smt unknown 16 1 0 0 20.00 1.DDL|
™ Shut down spstem after the queue finishes
[™ Close queve dialog window after the queue finishes
. Start Fauze Edit v Cloze
y4
ueue Editor 1.01 - C:Program Files' Alexys'Systems'cal_02Z.que - |EI|1|
File Edit Help
=a g o smex & = o v el
Internal =
System Ident Vial Volume | Dilution | Amount Standard Level |Injections|
Amount
1 EX}E_DAP.smI' 125w 1 20 1 1 100 1 1
2 [ALEXYS DAFsmi  2.5ndf 2 20 1 1 100 2 1
3 |ALEXYY DAF=mt  Snldf 3 20 1 1 100 3 1
4 |ALEXYS DAFPsmt | 75alf 4 20 1 1 100 4 1
5 |ALEXYS DAFsmt  I0nlf 5 20 1 1 100 5 1
6 |ALETYS DAFsmf 2.5 nh B 20 1 1 100 5] 1
7 |ALEXYS DdPsmt | 15wnld 7 20 1 1 100 7 1
8 | ALETYE DAFsmf  wmbnown a 20 1 1 100 1] 1
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Running a sample queue

= From the control menu a queue
can be started or aborted

C:Program Files' Alexys' Systemsh,cal_D2.que

Fila | Control

Mr Wial Inpz Started Level YolumeAmo a
1 Fause, .. ribd 1 1 0 1 2000 1.007
2 kA 2 1 0 2 20000 1.00
3 Cancel last rurn, .. 3 1 ] 3 2000 1.00
4 Reset,.. k4 4 1 ] 4 2000 1.00
] ] 1 1] 5 20000 1.00
g abort,.. rikd g 1 1] B 20000 1.00
7 — - td 7 1 1] 7 20000 1.00
g ALEXTS_DAP.emt unkhown a 1 0 0 20000 1.00
9 ALEXYS_DAP.zmt unknown 9 1 0 0 20000 1.00
10 ALEXYS_DAP. zmt unknown m 1 0 0 20000 1.00
11 ALEXYS_DAP amt unknown 11 1 1] 1] 20000 1.00
12 ALEXYS_DAP amt unknown 12 1 1] 1] 20000 1.00
13 ALEXYS_DAP amt unknown 13 1 1] 1] 20000 1.00—
14 ALEXYS_DAP.zmt unknown 14 1 0 0 20000 1.00
15 ALEXYS_DAP. zmt unknown 15 1 0 0 20000 1.00
16 ALEXYS_DAP.zmt unknown 16 1 0 0 20,00 1.DEI;|

[ Shut down system after the quele finishes

[ Cloze queus dialog window after the queve finishes

. Start Fauze Edit v Cloze | K Help I
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= |s there anything special about this sample queue?
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* To mention one, you can specify another system for each

analysis. This allows you for example, to run a hydrodynamic

voltammogram using a different detection potential for each

run.

C:%Program Files' Alexys' Systems' hydr_DZ.que

File Conkral

Mo Sestem

AL 100m zmt
Al 200 zmt
Al 300 zmt
AL A00m zmt
Al B00m . zmt
Al BO0mY . =mt
AL F00m zmt
Al 800, zmt
AL 900mW, zmt
AL 1000mY . zmt

P s Rt Ay R R O Ry

Title
100
200
300
400
500
GO0
Fo0
800
300
1000

Yial Inj-s  Started Lewel Wolume Amount

—_ L L 1

1

—_

oOoOooooDoo oo

oDOoOoooooo oo

20,00
20,00
20.00
20,00
20,00
20.00
20,00
20,00
20.00
20,00

1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
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= \What is a batch file?

» A batch is a collection of chromatograms. A batch can be
used to make an overlay, or to reprocess chromatograms

using the same set of parameters.




Batch reprocessing

= Starting a new batch ....
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Chromstogram open 1'5'
Fie | #rcouised | Titke | Meitd | Loval | Baten | Viersion | Modiied [«]
0405051 74347 510N ik m-na 47 B 2004-07-07 135246
0405061 740515 00FD06_ 2004-05-06 174051 B 20040707 135346
(405061 732548 00F D00 20040506 17:3254  unkrown & delaull miw B 20040707 135006 —
0405061724578 00006 20040506 17:2457 wnknown 7 deladl mie B 2040707135138 x|
| Diectoey. |G \Progam Flesilega\Dalah Selected 10fes) 1056 KB v s
Divecioriet Pastpodt | Vew | Resuts | Colbision | Comment SEE=Es]
] Aoz 2l samrtE: inion: G
51 Diata Il 2
Se Yohsme: T Disiore 1000 Aot 1,000 Hove
= F Intemnal standard amcunt: 100,000 ial number: 4 [rebete
= 6 Dt tane: D6/DE/2004 18:35:34
=2 g METHOD: defanih i FAuntme:  7.00 Calbiation level 1 < ToBatch..
= Ussr Usee O
=T Detector Antec Decade - 1| Charnelc 1 B —
u Erinl repout....
= v AMALYEIS Dale 05052004 183534
=
= % =| Lsstupdue: O7/07 /2004 1351:14 7 Llebl

.... Or open an existing one

ﬁ’"ALEx"l"S data system

File ©ptions ‘Window Help

hew bl ALl Al
Cipen 4 Chromatogram. ..
Save 4 Metbod. ..
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Import
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Delete... wakEri. . .

Brimt, ..
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. Reprocess: C:Program Files' Alexys'Da ilil
I ae p r O C eS S W I n d O W |1ze method fram file for reprocessing:
1 040506 Ba~061~17b~10n™26 125 nmal Lt~ CHw!
Open example Open all files
I¥ | Fieprocess sample rns E it sample table >

* From the reprocess window, | Fiaprones cabron ————

[ Update method fils in <METHOD S

a number of actions can be Fereem Ak
Selected ¥ Reinteqrate Edit integration parameters |
¥ Recalibrate

[T Default scheme
¥ Apply final calibration to all reprocessed files

- We IOO k at resu ItS frO m 3 [~ Forget calibration point: before reprocessing
. . Ipdate retention time on runs:
actions: I~ Calitration [ &l
= Edit sample table [~ Recalculate anly I
.. [ Ch £ Edit pazzport
= Statistics report e _
[ Modify chromatograrn appearance Edit appearance |
|
M € rg € — Reporting
[ Make report

[ Statistics Edit statistics options

Eeprocess @ v Elusel 1 ﬂelpl




Edit sample table

» Opens a special version of the queue editor window
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= Allows editing of calibration level and several (not all) info fields
» For example: to configure your calibration after running all samples
= After editing and closing, Reprocess can be applied

'E‘Queue Editor 1.01 - C:\Program Files"Alexys"Data'.cal_03.bar =101 x|
File Edit Help
=ldl g - x v 2
[ o Calibration =
File Name Method Ident Vial Volume | Dilution | Amount Standard Level —
Amount
1 04050623151 Sa~011 default miw s 125 wmolsL g 25 1 1 100 1
2 | 0405082323 1 20~021| defauit. mbw 52 2.5 mmoliL 10 25 1 1 100 2
3 Q405082321 05 a~031 defaulf miv 53 5.0 nmols/L 11 25 1 1 100 3
4 0405062329 05ar041 default miw 54 7.5 nmolsL 12 25 1 1 100 4
5 | 040506224702a~051 defauls miw 55 10 nmolsL 13 25 1 1 100 5
6 Q40508225458 a~001 default miv 56 12 .5 mmold/L 14 25 1 1 100 B
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Statistics report

» Reprocess with ‘statistics’ is used to prepare a report table

Component: A

File Title Date & Time  Retention Height Area Conc.
min mV mV*s nmol/L

1 Unknown 8 6-5-2004 17:16 3.043 41.14 235.76 1.36

2 Unknown 7 6-5-2004 17:24 3.048 81.32 457.79 2.64

3 Unknown 6 6-5-2004 17:32 3.057 154.90 884.05 5.10

4 Unknown 3 6-5-2004 17:40 3.050 233.24  1320.49 7.61

5 Unknown 4 6-5-2004 17:48 3.061 307.60 1740.18 10.03

6 Unknown 5 6-5-2004 18:36 3.069 231.78  1315.75 7.59

7 Unknown 2 6-5-2004 20:20 3.066 75.49 424.73 2.45

8 Unknown 1 6-5-2004 23:07 3.064 36.92 196.98 1.14



Merge
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= Clicking ‘Merge’ is used for chromatogram overlay

__lcc Merge chl {default.mtw)1.run®

=101 x|

| Ready

All

> |

'y

400
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200+

100

chl(s
chi(s

(57
(56
chif
chif
chif
chif

18 nmalfL)
12 Enrlm:ulfL]l

54 7§ nmpliL
535 8 i)
52 2.8 nipghliL
511, 5 aliL)
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= | see a lot of options and buttons, are there any other
special features in batch reprocessing?

36 1225 nmal Lt~ CHw
Dpen all filez |

0405062354585~ 0611 701 0n~
Open example |

= Many, to mention one more: you can Do L
reproceSS a” your data. USing one _I‘ update.meth::lefilein{METHEID5> directary after repracessing
chromatogram (or to be more specific: its <ﬁ 26t lgrionpanses
method) as template. Changes in peak S
table, or integration settings are applied T Eoon i e e
to all other selected chromatograms. U s e

[ Recaloulate only

[~ Change pazspart Edit paszport |
[~ Modify chramatagram appearance Edit appearance |
—Reporting
[ Make report Edit report options |
[ Statistics Edit statistics options |
/

'4

Reprocess |

Merge | v Elnsel 7

Help |
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More information....

» For more details on the ALEXYS data system we refer to the
manual, and to the ALEXYS screen recordings on this same
website.




