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All rights reserved. No part of this publication may be reproduced in any form
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Warnings and Notes

Warnings and Notes 2.1

There are two types of information notices used in this manual. These notices
highlight important information or warn the user of a potentially dangerous
situation. The following notices will have the same level of importance throughout
this manual.

Note: Indicates important information or helpful hints

WARNING: Indicates the possibility of severe personal injury, loss of life or
equipment damage if the instructions are not followed.

Contact for Additional Technical Assistance 2.2

For further technical assistance please do not hesitate to contact your nearest
BRUKER dealer or contact us directly at:

BRUKER BioSpin GMBH
am Silberstreifen
D-76287 Rheinstetten

Germany

Phone: +4972151610

FAX: +49 721517101

Email: sampletrack@bruker-biospin.de
Internet: www.sampletrack.de

or www.bruker-biospin.de

User Guide Version 002 BRUKER BIOSPIN 11 (255)
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Introduction to
Bruker LIMS

Laboratory Data Management Today 3.1

The steadily increasing number of samples in analytical spectroscopy means that
laboratories have to deal with a massive data throughput. This is created on the
one side by spectral data and analytical reports and on the other side by data ar-
chival, referencing and distribution. This situation, along with GLP requirements,
FDA regulations, and ISO 9000 certification, means that the instrumentation in an-
alytical laboratories have to be linked to an existing corporate LIMS. Increasingly,
many chemical, pharmaceutical and biotech companies not only have their QA/
QC processes integrated via LIMS, but also their R & D departments, where typi-
cally BRUKER NMR, FT-IR, and mass spectrometers are to be found. Therefore,
many industrial users are now seeking to obtain a LIMS connection for BRUKER
spectrometers. Traditional LIMS programs are laid out more for chromatography
and for the very widespread, less costly analytical instrumentation. They do not
usually include NMR spectroscopy. SampleTrack™ has been designed to fill this

gap!

or the

Figure 3.1. Laboratory Data Management - LIMS
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Introduction to Bruker LIMS

Bruker Laboratory Information and Management System 3.2

14 (255)

SampleTrack™ is a Laboratory Information and Management System with a stan-
dardized interface for BRUKER spectrometers. It is a software package that pro-
vides the link between the analytical laboratory, the synthesis laboratory and the
information processing department. More importantly, it is a software tool for the
laboratory network that coordinates all automation steps in analytical measure-
ments. It monitors the activity on the laboratory floor, and provides chronological
precise and detailed information on each step along a sample’'s path. Sample-
Track™ provides complete sample tracking for the NMR laboratory within a mod-
ern research environment.

Figure 3.2. SampleTrack™ - Worksteps
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The SampleTrack™ Interfaces

The SampleTrack™ Interfaces 3.3

SampleTrack™ offers a configurable, easy to use interface with all of the features
necessary for the administration of day-to-day routine operations in laboratories,
such as: sample log-in, bar code printing, report generation, lists of sample sub-
mitter’s, and lists of sample preparation methods and requested experiments.
These features, combined with the underlying database, provide a powerful orga-
nizational tool for laboratory managers.

SampleTrack™ is designed to optimize sample tracking, beginning at the submit-
ter’s site and continuing through to the final return of results. Information manage-
ment and hardware control are carried out concurrently as the sample proceeds
from the synthesis laboratory through the analytical procedure. Information on the
sample is constantly updated and made available to the laboratory personnel as
well as to the submitter. Laboratory data is always on-line, active and accessible.

The typical environment of SampleTrack™ is within the NMR laboratory. All work-

steps can be processed individually from SampleTrack™ or in conjunction with
an external LIMS.

Figure 3.3. The SampleTrack™ Interfaces
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® "WEB Client - Introduction” on page 69

® "Structure and Web Spectra Viewer" on page 72
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Introduction to Bruker LIMS

SampleTrack™ as Data Reference 3.4

16 (255)

SampleTrack™ consists of a straight forward Client/Server architecture and intui-
tive user interface within the Microsoft Windows® operating environment. Docu-
ment usage is easily accomplished through drag & drop selection, and the Client
Tool provides easy access to all of your related data (e.g. spectra, structure dia-
grams, analytical reports etc.)

The SampleTrack™ integrated automation allows you to perform standard and
composite experiments without any limitations. And you will have access to your
related data even after the archiving process.

Figure 3.4. SampleTrack™ as Data Reference
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Daily Routine Laboratory Functions

Daily Routine Laboratory Functions 3.5

In its role as a local management system, SampleTrack™ provides availability for
all the daily routine laboratory functions, such as:

® Order and Report generation

® Supervision of the work routine/production
® Management of all clients

® Preparation methods

® The available and permissible experiments
® Barcode printing

® Order verification

® Archiving of all associated data

Figure 3.5. Daily Routine Laboratory Functions
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Introduction to Bruker LIMS

Communication Overview 3.6

Orders can be setup with EasyDialog, with the EasyWeb Dialog, within the Sam-
pleTrack™ Client, or imported by an external LIMS system. When the status of
the manual or automated preparation is set to ,finished“, the orders are sent to
one of the existing spectrometers, and after measurement, reported back.

Figure 3.6. Communication Overview
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SampleTrack™ Workflow Architecture

SampleTrack™ Workflow Architecture 3.7

In addition to sample tracking and procedures control, an important feature of
SampleTrack™ is the complete recording and documentation of the steps within
the procedures. The sample data, path and status, as well as preparation, analy-
sis, spectra transfer and storage are recorded in the local database on the server.
This is an essential feature for laboratories operating within GLP regulations.

When no company LIMS is available, laboratory managers can take advantage of
the recording and reporting features of SampleTrack™ to document their labora-
tory studies, in order to utilize them for GLP documentation.

Figure 3.7. SampleTrack™ Workflow Architecture

k. 2

ARCHIVED CD %
N n

]
ARCHIVED DrUINE

AFPFPROVED

FINISHED |

CREATED EEE'!

User Guide Version 002 BRUKER BIOSPIN 19 (255)



Introduction to Bruker LIMS

Integrative Bioinformatics Solution - A Look into the Future 3.8

20 (255)

Unique Proteomics RIMS™ integrates multiple information-rich methods (MS/
SPR/NMR/XRAY) for increased research productivity in proteomics.

Proteomics RIMS™ combines

® Bruker BioSpin's SampleTrack™ LIMS (Laboratory Information Management
System)

® Bruker BioSciences' ProteinScape™ mass spectrometry software
® Bruker AXS X-ray crystallography technologies

® Biacore®’s surface plasmon resonance (SPR) technology for detection and
monitoring of biomolecular binding

® Bruker BioSpin's NMR

Dr. Herbert Thiele, Director of Bioinformatics at Bruker Daltonics. "Proteomics
RIMS is the logical consequence of Bruker BioSciences and Bruker BioSpin com-
panies providing the entire range of systems solutions for protein MS, x-ray crys-
tallography and NMR. The synergy of their combined and integrated usage is a
major step towards increased productivity in drug discovery and target validation."

Figure 3.8. A Look into the Future
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Introduction to the
SampleTrack™
Client?

SampleTrack™ Login 4.1

When first starting SampleTrack™ Client you will be required to login by entering
the appropriate login name and password. The login date and time will be saved

at this time.

Figure 4.1. Login Window
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SampleTrack™ Overview 4.2

On the left side of the main SampleTrack™ Client window is a SampleTrack™
Overview window displayed.

Figure 4.2. Tree Overview

o Sample Orders
El : M atriz Overview

g Submit 5ample Orders

@ Selected Sample Orders

& Manual Preparations

& Manual Rack Preparations

/7 Proton Exchange

AL nstrument Orders

A Tubes W aiting For HD Exchange
: B Approve Sample Orders

M= Archive/Backup Sample Order Data
Archive/Backup Yolumes
Communication Feport

- - Environment Setup

As shown in the figure, this window depicts a tree overview of the various displays
that are available. With this overview window, as is customary with most Win-
dows® based applications, the details that are available for each area are
displayed when a module is selected. For example, selecting Sample Orders will
display all of the current sample overviews that are available.
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Sample Orders Module

Sample Orders Module 4.3

The Sample Orders module provides a good overview of the complete order, with-
out having to change to other parts of the program. All global information, such as
Sample ID, Client ID, Instrument, etc., as well as the status of the complete order,
are displayed in the Sample Orders heading.

This module also allows you to add, copy and delete sample orders, and to view
experiments. You must only click on the corresponding buttons to implement
these routines.

Figure 4.3. The Main Window

ali x|
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[ St | Tub 0 | Erpmmaes 0 | Smpie ke [ Sian
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men
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] TH2 184

Corveedtednn daisbase dbeniSs s demo_labor  Loggedin as ACHIN e Jsampie arderis] B refresh nabbed

In the NMR method Sample Orders window (shown above), all the worksteps are
clearly portrayed within the window. The assignment of individual experiments to
the respective preparation steps can be accomplished through inserting appropri-
ate values.

The details of the actual orders are displayed simultaneously in the Sample-
Track™ overview window.
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Details of a Preparation

4.4

For viewing the details of the individual preparation for a Sample order, double-
click on the Sample ID line of the menu. This will result in the display of the sam-

ple order details window, as shown below.

Figure 4.4. Double Click to See the Sample Order Details
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If you wish to view details of an individual experiment, e.g. a preparation, double

click on the line of the corresponding preparation workstep. This will display the
Preparation Setup window as shown in the figures that follow.

Figure 4.5. Preparation Details

Preparation - Edit Item

Goneral| Sample  Prepsrstion | Pooking/Tiatin | Comments |
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| [ 30 Kebin
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[ Cloring
Wuniber of Clones
Clane Quaniity
. g
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Sample Order Experiment Details

Sample Order Experiment Details 4.5

4

You can also view the details of an experiment from the Sample Order Details
window by double-clicking on the corresponding workstep.

Figure 4.6. Experiment Details

Experiment Details
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Details Window Buttons 4.6

On the right edge of the sample order input window you will find Buttons, which
allow you to quickly add a Preparation, an Experiment or a Proton Exchange.

Figure 4.7. Add Preparation / Experiments / Proton Exchange Buttons

5 Fait Saenple Order Details R =1
Samgle Crcer Lt EdtMethcd ewr peb

DRI o he = (MRS E[ %Y Sl 084

Sarmple Order Header

Semple I

CEHMPLAES

Tt [T
ovin ] Add
: a preparation
|
Tube I
| The Add  Proton
oksieps Exchange hutton allows
Wtk saps you to add & preparation
n:‘z:n for & proton exchange

Add an experiment 5 fter
the last preparation

zalvent.

The Add Preparation button allows you to add a new preparation. The Add Ex-
periment button allows you to add a new selected experiment The Add Proton
Exchange button allows you to add a preparation for a proton exchange solvent.
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Sample Order Window Buttons 4.7

On top of the Sample Order window you will find Buttons, which allow you to
quickly select the individual functions for order adjustment and modifications.

Figure 4.8. Sample Order Window Buttons

DR B v A S BeoalE

Create New Sample Order Button
O

With the Create New Sample Order you can add a complete new order. Pressing
this button results in display of a blank Sample Order Details window.

Edit Iltem Button

=

The Edit Item button allows you to edit a workstep or the details of an order.

Copy Sample Order Button
el

With the Copy Sample Order button you may copy an order to form a new one or
generate a set of new orders.

Submit Sample Order Button
&

The Submit Sample Order button is used to begin the measurement, or to restart
an experiment with a Finished or Error status.

Delete Sample Orders Button

o

With the Delete Sample Orders button you can delete all of the selected sample
orders.
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Reload or Refresh Button
i

Reloads the data from the database. This can be automized in the menu Extras.

View all spectra Button
|

With this button all spectra from one sample order will be displayed.

View Experiment Button

[L]

With the View Experiment button you have the possibility of viewing and manipu-
lating the associated spectra of the experiment with an experiment viewer.

View Next Experiment Button
&

With the View Next Experiment button you can jump to the next existing dataset
for viewing or manipulation.

Expand / Contract Button
=

With the Expand/Contract Button items can be expanded or contracted.

Iltems expanded

Figure 4.9. Items Contracted
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Figure 4.10. Items Expanded
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Sample Order Status Information 4.8

In the Sample Orders window it is also possible to receive the complete status in-
formation for the selected orders.

Figure 4.11. Status Information
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Figure 4.12. List of all Status Symbols

Created
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Wi aiting
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Approved
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Filters & Views

4.9

Specific client or department fields and their views are managed by the filter &
view assistant.

Figure 4.13. Filter & View Assistant Button
=

Basic filters select only those orders which the user or their department are prin-
cipally allowed to see.

Within this personal data pool user specific filters can be set.

Figure 4.14. Filter and view management

£/ Filter & ¥iew Management =1 3|
Standard Filers | Base Fiters | View Ficlds  Avalable Fields |
Availa< fields |

Field Title ~ | TableName b [ T
# Sample ID Sample Orders BEeie ey
# Client ID Sample Orders — Field Title
# Status Sample Orders IEIient [ j EI QIEI
# Sample Title Sample Orders
# Project Mumber Sample Orders - Composite Field Info
@ Mod Date Sample Orders 1. Level Field Yatiant (HTHL)
> IP Sample Orders [Clent 1D (Sample Orders) = =
> Comment Sample Orders
> MatCP Sample Orders 2 Level Field Wariant [HTHL]
> Poizon Sample Orders I j I j
> Back Sample Orders
> Smell Sample Orders 3. Level Field Wariant [HT kL]
# Method Type Key Methods I j I j
# Tube D Methods
& Plot Title Methods 4. Level Field Wariant [HT L]
# Journal Number Methods I j I j
& Staus Methods 5. Level Field Variant [HTHL)
# Preparation Mame Preparations
Rl > Pane Methinds LI I j I j

B Check Selected ltems & Save Fields |

[J Uncheck Selected Items | [ Refresh Wiew |

Ok Apply Cancel
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Filters & Views

The Right to Define Filters 49.1

The users might be allowed to define their standard filters but are not allowed to
define basic filters and available fields. In order to use this option, the necessary
user privileges must first be assigned by the Administrator in the Object Manager
as shown below.

Figure 4.15. The Object Manager

& Dbject Manager . o x|
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When the Define Filter box is checked and the Enable Administration box un-
checked as in the example above, the user only has minimal rights to define their
personal views and filters.
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Figure 4.16. Filter Management
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When the Define Filter box and the Enable Administration box are checked,
which is usually a privilege for the administrator, the entire functionality is avail-
able:

Figure 4.17. Filter Management
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For further information see "Filter and Search Tools" on page 54 and "Insert-
ing a New Filter Method" on page 109
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Submit Sample Orders 5.1

Depending on the workflow in the laboratory, the order must be handled by the of-
ficial person or set automatically by the SampleTrack™ system.

In the following scenario the order is verified manually. After creating an order us-
ing EasyDialog or within the client the status of the order remains Created.

Figure 5.1. Scenario 1

Interaction |Interaction [Interaction
Status Manual
Create¢ Submit# Preparation and
Supply Tube IDL
Sample Order [Created Verified Running
Method Created Verified Running
Preparation Created Verified Finished
Experiment Created Verified Verified

In the next scenario the step Submit Order is skipped, whereas the next step is
the Manual Preparation:

Figure 5.2. Scenario 2

Interaction |Interaction
Manual
Status Create¢ Preparation and
Supply Tube IDL
Sample Order [Verified Running
Method Verified Running
Preparation Verified Finished
Experiment Verified Verified
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Another scenario could be a LIMS Import by an external LIMS workaround with
prepared NMR samples:

Figure 5.3. Scenario 3

Interaction |Interaction
Sample
Status Orders by [Submit ¢
LIMS
Sample Order |Created Running
Method Created Running
Preparation Finished Finished
Experiment Created Verified

A completely automized workaround, without interaction, is possible when the or-
ders are imported and immediately submitted by the system.

The area Submit Sample Orders on the left side provides a method of displaying
an overview of the manually created and/or imported orders, and sample orders
with an Error status.

Figure 5.4. Status Overview
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The orders can be verified from here using the Submit button.

Figure 5.5. The Submit Button

B2,

Select All - use the right mouse click to mark all of the orders as Submitted

Figure 5.6. Select All

Select all Skrg+a,

When a modification of an order is necessary, you can automatically move to the
Sample Order Details window by double-clicking on the order.
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Manual Preparation

Manual Preparation 5.2

This module is used by the preparation work area. Orders must have a submitted/
verified status in order for the Sample ID to be reported here.

Figure 5.7. Tree - Manual Preparation Area

SampleT RACK. Owverview

Sample Orders
- b atrin Olverview

----- 4w Submit Sample Orders

----- @ Selected Sample Orders

B Manual Preparations

The goal of this module is that the preparer needs only to provide the minimum in-
formation necessary to confirm the implemented preparation and with it the gener-
ation of the necessary instrument order.

To display the respective preparation data of an order in the Manual Preparation
window, the Sample ID should first be selected by using a barcode reader, by en-
tering the ID number manually, or by selecting the ID number from a pull-down
menu.

Figure 5.8. The Manual Preparation Window

¥ apraton_schnell Ay400

If the solvent that has been selected is not applicable, a different solvent can be
selected from this dialog window.
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The instrument that is used for the experiment can also be selected or changed in
this window.

Once the preparation has been performed and the barcode collar placed on the
tube, the Tube ID from this collar must be entered in the Tube ID block in the Man-
ual Preparation window.

After assigning a Tube ID, the order is submitted by pressing the Finished but-
ton.

Figure 5.9. B-BCE for Easy Tube ID Barcode Reading

vt

An instrument often used for this purpose, the B-BCE, is connected with the com-
puter and can automatically fulfill this procedure.
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Proton Exchange

Proton Exchange

5.3

This module has been created to give the preparer the possibility of searching for
an order associated with a sample tube ID.

After the preparer adds the proton exchange solvent to the sample in the lab, the
new order for the spectrometer is automatically generated by pressing the Fin-
ished button.

Figure 5.10. The Proton Exchange Window
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Finish Manual Experiments

5.4

User Guide Version 002

When experiments from a sample order have been measured on an instrument
which is not connected to the SampleTrack™ system it is necessary to manually
set the status of the experiment to Finished. This is necessary to be able to use
the Order Approval window to approve the orders and release the Tube ID for re-
use.

Figure 5.11. The Finished Button

When you press the Finished button, all selected experiments are set to the Fin-
ished status. If all experiments in an order have been completed, the complete
sample order is also set to Finished.
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You are then able to use the Order Approval window to approve the orders and
release the Tube ID.

Figure 5.12. Example of a Manual Implemented Finish

Example of a manual finish far
instruments, that are nat
cannected with SampleTRACK

s

Delay Experiments 5.5

In some cases it is desirable to delay the measurement from a specific experiment
or experiment set. For example, to allow all C13 experiments to be run over the
night or weekend in order to save the spectrometer time for proton experiments
during the day.

Figure 5.13. Status Icon of Waiting / Delayed Experiments t

The Delay Experiments window and its button allows you to set these experi-
ments to the Delayed status for processing at a later time. The pull-down menu
Experiment Type allows you to select various experiment types (nucleus). Ex-
periments that have been delayed have a Waiting status.

Figure 5.14. Delay Experiments
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Experiments Waiting (Delayed)

Experiments Waiting (Delayed) 5.6

The Start the button within the Instrument Orders Window used to start the mea-
surement of Waiting (delayed) status experiments.

Figure 5.15. The Start Delayed Experiments Button

L-

To start the experiment you must only highlight an experiment and press the Start
Experiment button. If you have multiple experiments you can check the Start
Box to the right of the desired experiments (or use Select All to select all of the
experiments) and then press the Start Experiment button to begin the experi-
ments.

You can also edit a selected sample order from this window, before starting the
experiment, by pressing the Edit Sample Order button.

Figure 5.16. Highlight and Start Delayed Experiments
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Experiments Waiting for HD Exchange 5.7

This module is NMR specific. In this window all of the orders that are waiting for
the addition of the solvent for the proton hydrogen/deuterium exchange can be
viewed or printed out in report form. As with the Experiments Waiting (Delayed)
you can also edit a sample order from this window.

Figure 5.17. Tubes Waiting for HD Exchange
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The HD Exchange Solvent window is opened in the detail window using the folow-
ing button

Figure 5.18. The HD Exchange Window
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Experiments Waiting for HD Exchange

When the previous experiment within the order is finished, the exchange experi-
ment can be found and handled in the Tubes Waiting for Exchange window.

Figure 5.19. The Tubes Waiting for Exchange Window
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Order Approval

5.8

The Order Approval module allows you to approve finished orders so that you can
reuse Tube ID barcode collars. Individual reports can also be generated for
viewing or printing by using corresponding filters.

With this module you may approve all finished orders at once (Select All / CTRL
A) or you may select orders individually by clicking on the Approved box with

your mouse.

To reverse the Select All process, press Refresh, which will remove the check-

marks.

Through this process the header status is set to approved and the Tube ID is re-
moved from the valid data field releasing it for reuse.

Once the order has the Approved status, no other changes are possible, unless
the order is not reset.

Figure 5.20. The Approve Window
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The B-BCE can be used to easily approve an order and release the Tube ID.

Figure 5.21. B-BCE

Tube D |
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E-mail Notification

E-mail Notification 5.9

It is also possible to provide automatic customer natification via E-mail , when the
order is complete.

s

With this E-mail it is possible to send the spectra data as an attachment.
See also: "E-Mail Support” on page 137

Environment Setup 5.10

The Environment Setup depicts the area, where all of the adjustments and defini-
tions for the complete system environment are implemented. Refer to the Sample-

Track Environment for further information "SampleTrack™ Environment Setup"
on page 85.

Figure 5.22. The Environment Setup Area
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Functions of the SampleTrack™ Client Module
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Working with the
SampleTrack™
Client

Sample Order Details Window 6.1

To set up a sample order move to the Sample Order window and press the Add
Sample Order button.

This will open a new, empty Sample Order Details window.

Figure 6.1. SampleTrack Order

£ View Sample Order Details
Sample Order . Edit - Edit Method ~yiew - Help

BRI

Entering the Sample and Client ID 6.2

Enter your Sample ID and optionally a Project No. and Group ID. Using the TAB
key or mouse move to the client ID field and enter the Client ID, or select it from
the list of values from the pull-down menu.
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Figure 6.2. Entering the Client ID

_ﬁamplé'ID-.
|ey_030702_01

“|demo_best
“|dema_open_acce
- |dema_samplerail
-| demo_tecan

Define a Method and Enter the Journal Number 6.3

To define a method like NMR, BEST, ... click the right mouse button:

Figure 6.3. Defining a New Method Using Right Mouse Button

TMew Method H Method BEST-NMR SErg+1 |
Delete Method Strg+D | Method HMR Strgrz |

or press Ctrl 1, Ctrl 2, ...

Figure 6.4. Entering the Journal Number

=

Tube D Jounal No. Flol Titk Hldet No Sawe

] I T [ | Crested 33
Wishsteps

Workategs [inshment [ Exgeriment ID | Schvert [ Stort Date [ Erd Date [ Staruz I

A

Optionally enter your journal number in the Journal No. block. As you move to this
block the header of the order is automatically stored in the database.

When you save the order the Edit Sample Order Details window will appear.
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Edit Sample Order Details

Select the Preparation Workstep

Figure 6.5. The Edit Sample Order Details Window
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Select the Preparation Workstep 6.4

User Guide Version 002

Move to the Worksteps block and press the Add Preparation button to enter the
necessary preparation. A Preparation Setup window will be opened, whereby you
can select the desired preparation from the pull-down list of available preparations
located under the Preparation block.

Figure 6.6. Select a Preparation
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BRUKER BIOSPIN 47 (255)



Working with the SampleTrack™ Client

Upon selection of a preparation, all predefined values will be displayed. You may
modify them as needed, or accept the values by pressing the OK button.

The preparation entry is now complete and will be displayed as a workstep in your
order. The Sample Title and Plot Title is automatically created, using your pre-de-

fined function, and entered in the database.

Figure 6.7. Order Details

Client Mame-

j IEyppel, Gilbert

WWorksteps | Esperiment 1D | Sobvert

& DMSO_M MANUPRER DMs0

Created

Adding Experiments

6.5

Your order is now ready for you to define the experiments that are planned. Press

the button Add Experiment.

A window for inserting new experiments will be opened.

Figure 6.8. Add Experiment
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Cancel |
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Adding D20 for Proton Exchange

Select the desired instrument and experiment from the respective pull-down
menus and change the Analyst blocks if necessary. To commit the new experi-
ment press the OK button. The experiment will then be added and displayed as
the next workstep in your sample order. If required, you may enter additional ex-
periments in this same manner.

Adding D20 for Proton Exchange 6.6

If you want to add D20 for a proton exchange experiment to your order, press the
Add Proton Exchange button located in the Sample Order Details window. A small
Preparation Setup window will appear, allowing you to add the D20 by placing a
check in the Add D20 box. Pressing the OK button will return you to the Sample
Order Details window, while simultaneously adding the D20 workstep (a workstep
with D20 added is shown in the following figure).

Figure 6.9. Add D20 for a Proton Exchange Experiment

Bawsinlomalion——————— ) [Esendedinomation
Trshurk Sta biske
MAHLUFRER. |

Fapaiation Shast Narve: | End Dot

=]

Scheond Nae: Evpecied Flun Te:
OHED =

¥ ARIHD Exstucgs

St
e Created
PuegiueriD - Pospaies Hane |- Eitoi Lorineent

[EF = [oeetceet 30 ||

o] e |

CHEO_H HAHIPREF [ZE] W Coatai
& cizeer DRAEASP oy 00030, DHSO BF Cieatnd
P MAHUPRER DHME0-D20 B Ciostec

Add the associated proton experiment as described above (see Adding Experi-
ments) or use the standard Window’s copying procedure to copy an existing pro-
ton experiment.

Copy an Existing Experiment 6.7

To copy an existing experiment:
® Press and hold down the Control key on your keyboard.

® Select the gray area to the left of the existing proton experiment with your
mouse, and drag the experiment into the gray area under the new preparation.

® Release the mouse button and Control key. The experiment should now be
copied under the new preparation. The following figure is a demonstration of
this process:
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Figure 6.10. Copying an Existing Experiment
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Starting a Preparation and Measurement

Starting a Preparation and Measurement 6.8

There are two methods available for starting the preparation and/or measure-
ment:

¢ Standard Method
® Manual Method in the Sample Order Detail Window

Standard Method 6.8.1

The standard method used to start the preparation and measurement is to use the
Submit/Verify Sample Orders Tool located in the SampleTrack Overview window.

Figure 6.12. The Submit Window
sample TRACK Owverview

- ¥4 Sample Orders
¥4 BEST Orders
w' Submit Sample Orders

With this tool all external LIMS imported or manually generated sample orders are
viewed and submitted for measurement.

You can submit the sample orders individually with the submit button, or all to-
gether by pressing the Select All button (CTRL A) and the Submit button.

B

The relevant orders for the instrument will then be generated for all submitted
sample orders.

Note: Delayed experiments will not be generated until the start time has elapsed.

Manual Submit in the Sample Order Details Window 6.8.2

As an alternative method it is also possible to start an individual order generation
by using the Submit Sample Order button in the Sample Order Details window.

This method is effective only when you have a limited amount of orders.
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Rerunning a Faulty or Finished Experiment 6.9

Mark the order and select one of the following options:
®* Reset complete Sample Order

®* Reset Sample Order Experiments

Figure 6.13. Rerun an Experiment
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Resetting a distinguished experiment or a preparation is possible in the Sample
Order Details window. Select the desired faulty or finished experiment or prepara-
tion by marking it, and use the right mouse button to select Reset Item (Ctrl R).
This will set the status to Created.

Now resubmit the order.

In the case, where the whole order with preparation should be restarted, use Re-
set Sample Order. Submit the order to start the experiment.

Reset Item to Rerun the Complete Order
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Adding an Experiment to a Finished Sample Order

Adding an Experiment to a Finished Sample Order

6.10

At times it may be desirable to add an additional experiment to a finished sample
order. To do so please follow the instructions below.

Move to the Sample Order Details window of the relevant sample order by

double-clicking on the order.

Click once on the last experiment of the preparation in the Worksteps block
and press the Add Experiment button. The Insert a new Experiment window

will appear.

Select the desired Instrument and Experiment data and update the Analyst

blocks if required.

When the parameters are acceptable confirm them by pressing the OK button.

Start the measurement of your new experiment by pressing the Verify/Submit

Sample Order button.

Figure 6.14. Adding an Additional Experiment
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Filter and Search Tools

6.11

Filter Tools

6.11.1

54 (255)

SampleTrack™ runs in combination with the relational Oracle database, there-
fore, the displaying all of the stored sample orders is quite inefficient. The use of
configurable filters reduces this inefficiency by allowing you to select only the
samples that meet your search criteria.

Many of the window views within SampleTrack™ allow the user to define various
filters. The user specific filters can be stored with a user defined name and are
available after each new log-in. To open the filter definition window, press the but-
ton located to the right of the filter bar in the respective window.

A Filter and Sort Sample Order window will appear, which will allow you to define
a variety of filter settings, or select an existing filter.

Figure 6.15. Example of a Filter Definition

Filter and Sort 5ample Order
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@ Eror zamples All
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€ PROTON Experiments ADMIN ¥ Date Entiy [Today =
' IExperiment j .|= V.l IPHDTDN
a 2
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Sorting Order Awailable Fields
: Client Sample Title
4| |
I Define Global Filters i |
Mew | Edit | Delate |
Ok ; Cancel | Apply | Test Filker |

In the example above a filter with the following functions has been defined:

All sample ID’s begin with AA, have a status Finished and are sorted in Client ID
and Tube ID order.

When creating a new filter you should always use a meaningful name to ease
identification at a later time.

Defining these special filters makes working with SampleTrack™ both efficient
and easy.
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Filter and Search Tools

6.11.2

Although working with the filters search function makes SampleTrack™ efficient
and easy, it does not eliminate the desirability of a standard search function. To
ease searching for a specific Sample ID, Tube ID etc., a standard search function
has been implemented in SampleTrack™.

There are two separate search possibilities, one in the Client Tool window, and
one in the Sample Order Details window.

The Client Tool window has a Search in View feature that will search through
the current list of data in the display window for a specific parameter. To per-
form this search, press the Search in View button located at the top of the Client
Tool window.

Figure 6.16. Search in View - Client Tool Window
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The Sample Order Details window has a Search in DB feature that will search
through the Oracle® database for a specific parameter that you specify. To per-
form this search, press the Search in DB button located at the top of the Sample
Order Details window.

Figure 6.17. Search in DB - Sample Order Details Window
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In both cases select the relevant search field from a list of values in the In Field
pull-down menu and enter your search parameter in the Search Pattern field. If
your search is to be case sensitive, check the Case Sensitive box. You can also
indicate whether you want to search in ascending or descending order by select-
ing Forward or Backward in the Direction box.

Press Search to begin the search operation, or close to cancel and exit the win-
dow.

If the search program reaches the end of the list (when you are searching while in
the Client Tool) without finding your search parameter, you will be prompted
whether you want to restart from the beginning. This is significant if you have
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started your search in the middle of the list. In this case, press Yes to continue, or
No to end the current search.

Attention! The search function corresponds directly with your selected filters.
Therefore, you will not find information outside of your filtered data.
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Interaction with
Analytical
Applications

Interaction with TOPSPIN® 7.1

SampleTrack™ allows you to directly call TOPSPIN® with your associated exper-
iment data set. This results in easy verification of measurement results and struc-
ture elucidation.

Figure 7.1. The Paperclip Icon

a

The paperclip icon to the left of the experiment symbol shows existing experiment
paths.

Doubleclick an experiment marked with the paperclip icon. After selecting TOP-
SPIN® SampleTrack™ transfers the information about the location of the data set
to the program. TOPSPIN® then converts the data and displays it on the screen.

With the View next Experiment button, the program automatically switches to the
next experiment and passes the associated data to TOPSPIN®.

Figure 7.2. Interaction with TOPSPIN®
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The result data path is stored in the database and can be seen in the experiment
detail view.

Figure 7.3. The Results Data Path
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Interaction with AMIX™ 7.2

SampleTrack™ allows you to directly call AMIX™ with your associated experi-
ment data set. This results in easy verification of measurement results and struc-
ture elucidation.

The paperclip icon to the left of the experiment symbol shows existing experiment
paths.

Figure 7.4. Interaction with AMIX™
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Interaction with Structure Editors 7.3

SampleTrack™ also allows you to call a structure editor e.g. MDL® ISIS/Draw™
where you can enter the expected chemical structure results.

This feature is also activated in the Sample Order Details window by pressing the
Documents button, and selecting Structure. The Structure Editor program will
then be opened and the sample structure can be viewed. Usually the structure is
entered when the sample order is created. The saved file will be linked with the
sample order. The file name could be for example the laboratory journal number
or the sample order number or a project number.

If desired a template file with customized settings can be opened as default.

Figure 7.5. MDL® ISIS/Draw™ Template
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Interaction with other Windows® Applications 7.4

SampleTrack™ allows you to link to other Microsoft Windows® applications (e.g.
for reports) directly from the Sample Order Details window.

To create a new UNC (Universal Naming Convention) formatted link to an existing
Microsoft Word® document, for example, open the Sample Order Details window
and click on the More button.

Figure 7.6. The More Button.

This will expand the viewing options to include a Document Files box. Open the
Windows® Explorer, and drag the desired file to the Document Files box, and
drop it in the box. This will create a UNC format link to the desired file.
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Figure 7.7. Creating a New UNC Formatted Link to a Document File
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Once a new UNC formatted link has been created you must only double-click on
this link to open e.g. Microsoft Word® to view the file.

Creating a New Report Within the Details Window 7.5
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It is also possible to create a new report within the Sample Order Details window.
To create a new report press the Documents button, then select New Document -
Report as shown in the following figure.

Figure 7.8. Creating a New Report

Documents  Wiew  Help

Oibhiets I|§|E|

This will open a report template file in your default word processor (e.g. Mi-
crosoft® Word). The file will automatically be saved as the pre-selected destina-
tion file.

This will work only if you have set the appropriate parameters in the Options -
General Settings - Applications - Report menu in the SampleTrack™ Client win-
dow (See next chapter).
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Figure 7.9. An Example of a Report
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The definition of all applications in SampleTrack™ can be found using the menu
Administration - Application management.

In the Application Management window, on the left side, all existing applications
are displayed. To add or copy an application, use the right mouse button. On the
right side of the window are the options mixed, global and local. These options
allow you to display various kind of entries:

Mixed is a view of the entries in the global and local window.

Global entries are saved in the SampleTrack™ database. They consist of data
used by the most or all the users.

For example, the program executable path for 90% of the SampleTrack™ users in
one company could be:

C:\Programme\Microsoft Office\Office\WINWORD.EXE.
And the rest of the users could have a path like
C:\Program folders\Microsoft Office\Office\WINWORD.EXE.

In this example local entry is written, which is different from the global entries. The
program reads the local entry first, and then the global entry.

If an additional program is used only by a few people: this program must be de-
fined in the local viewer. These definings will be saved in the local registry of the
PC.
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Application Type

Figure 7.10. Administration - Application Management
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The Application type decides in which environment within SampleTrack™ an ap-
plication may be started.

Figure 7.11. Defining the Application Type
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® Sample Viewer (one or more experiments in an order)

® Experiment Viewer (one or more experiments with different orders)
® Structure Editor (IMDL® ISIS/Draw™/MESTRE-C™ or others)
® Report Editor (Word®/Excel®)
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Selecting Applications in the Sample Order Window 7.6.2

In the Sample Order View the Application Selection window is called by simple
double clicking the experiment (Experiments with the papeclip icon only!).

You can also mark one or more experiments in the sample orders view window
and click the 'view the selected experiments’ button.

Figure 7.12. Example 1: Select Application

BS
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Selecting Applications in the Detail Window 7.6.3

The Applications defined as 'Experiment Viewer’ is selectable in the order detail
window pressing the right mouse button as shown in the next figure.

Figure 7.13. Example 2: Select Application

Delete Ikem EntF
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. Select Application
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L
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EasyDialog

Introduction to EasyDialog 8.1

EasyDialog is a program that provides administrator-definable forms that allow an
open access user to quickly and easily add a sample order to SampleTrack™.
EasyDialog is ideal for a user who needs to quickly add a routine sample order, or
for an inexperienced user to easily begin productivity.

EasyDialog lacks the full features obtained by using the Add Sample Order in the
client window, however, provides a productivity-enhancing feature for routine or-
ders.

The administrator can configure EasyDialog for individual or groups, based on
their specific requirements.

Opening EasyDialog 8.2

To open the EasyDialog window press the Windows® Start button and select
SampleTrack™ - EasyDialog.

Figure 8.1. EasyDialog Icon

5T Easy Dialog.Ink

After a moment, a login window will appear, prompting you to login to EasyDialog.

EasyDialog Login Window 8.3

After you enter your login name and password, press the Login button to finish the
start-up process. The EasyDialog Window will appear, similar to the one shown
below. Remember that your specific dialog window may vary depending on how
the administrator has configured it. If you have questions on specific features of
your EasyDialog window, check with your administrator.

Note: If you have administrator privileges, you can also start EasyDialog by se-
lecting File - Open EasyDialog from the SampleTrack™ Client Tool. Refer to the
EasyDialog Configuration help for details

'Opening the EasyDialog Configuration Window" on page 123.
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EasyDialog

Figure 8.2. EasyDialog Login
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The EasyDialog Window 8.4

Figure 8.3. EasyDialog Example

—Sample Order
Sample |0
|39031005
Client 1D Client Mame Client Department Client Company
JHiL x| |Nies. Stan =] NMRENH [BRLIKER
i Preparatior
" Chloraform Tube D
¢ DMSO l
~Esperiment:
1.E xperiment Brint | Logout |
ll LI Exit |
2. Experiment mit D20 Cave b Add |
3. Experiment Save & LUQUUtl

In the EasyDialog example above the sample order information is automatically
loaded when the window is opened (this is an administrator-configurable option).
To add a sample order you must only select or enter the required preparation and
experiment parameters and press one of the corresponding buttons.

Entering Data in the EasyDialog Window 8.5

When you enter the data as shown in the figure below, and then press Save &
Add, the new sample order will be automatically added to the SampleTrack™ da-
tabase. A confirmation message will be displayed when this process is complete.
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EasyDialog Confirmation Message

Figure 8.4. Entering Data with EasyDialog

—Sample Order
Sample |0
|99031007
Client |D Client Mame Client Department Client Company
JHiL x| [Niles. Stan =] NMRENH [BRLIKER
~Preparation
' Chlaroform Tube ID
 DMS0 [1234
—Esperiment:
1.Experimen Erint | Logout |
|PROTON =] Euit |
2. Experiment mit D20 Cave b Add |
| BEE:D |
3. Experiment Gavek LDQDUtl
|c13cPo3z =l
EasyDialog Confirmation Message 8.6

The EasyDialog window will remain open after the confirmation of a data entry so
that you can add additional sample orders. In this example if you wanted to add
only the one sample order you could press Save & Logout, which would add the
order to the database, but would then exit EasyDialog.

Figure 8.5. EasyDialog Confirmation Message

Save Settings [ %]

.
{\;.} [ata are succuesstully saved!

The above example is just one of many different features that an administrator
can add to EasyDialog. EasyDialog can be configured for your own unique group
or individual laboratory requirements.The EasyDialog field tube ID can be auto-
matically filled out by the barcode reader from B-BCEThe tube ID is inserted auto-
matically by pressing the green button on the B-BCE.

Figure 8.6. Automatic Reading of the Barcode Tube ID
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SampleTrack™ Web
Client

WEB Client - Introduction 9.1

The SampleTrack Web Client allows connection to the SampleTrack database
with a standard HTML browser from any PC, that has connection to the Internet or
company Intranet — without additional installation of the SampleTrack Client soft-
ware.

Its functionality does not cover the whole SampleTrack spectrum but is sufficient
for most standard measurements. All information for a sample order can be que-
ried and with the EasyWeb Dialog tool orders can be initiated the same way as
EasyDialog does.

Within the SampleTrack Web Client services are available for structure and
spectra viewing or as a quick evaluation tool. For a more intensive evaluation, an
application wizard is available, that can call TOPSPIN® , AMIX™ or other used
applications directly.

SampleTrack Web Client is optimized for Microsoft® Internet Explorer version 5.0
or higher, but is compatible with common browsers like Netscape®, Mozilla™ or
Opera®.

Although Java simplifies the HTML handling, the SampleTrack Web Client does
not use any Java applets.

All user and group profiles, group filters and views that were previously defined
with the SampleTrack administration tool are integrated within the web tool. An
additional configuration is not necessary.

All data sent through the Web can be secured by a secure connection with SSL.

For the SampleTrack Web Client installation see "Installation” on page 225
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SampleTrack™ Web Client

Viewing Sample Orders 9.2

To view sample orders, login into the SampleTrack Web Client using the Sam-
pleTrack user name and password:

Figure 9.1. SampleTrack Web Client Login

In the left frame the following views are available:

® Sample Orders: Complete orders within the SampleTrack system.
® Instrument orders: Order information related to an instrument

® Matrix orders: Order information about matrix orders like BEST

® EasyWeb Dialog

Figure 9.2. Navigation Board

et

QBRI e e ...

s st

Welcome

o

SampleTRACK™
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Sample Orders — View

Viewing Sample Orders

9.2.1

User Guide Version 002

The Sample Order View lets you track the orders and view their results. You can
select your favourite view by selecting the various filters in the upper window.
These individually customizable selections let you view the fields that are of inter-
est. The other selection window, which also has customizable filters, lets you se-
lect only the records that are of interest — personal orders, orders of a department
or orders with a predifined status. Working with these filters and views are identi-

cal as those found in the SampleTrack client.

The number of records that can be displayed in one window can be entered in the
upper window. Navigation through the pages is possible using the links ,First,
Prev, Next, Last“. A link “Print this page” navigates to a printer friendly view.

Figure 9.3. Sample Orders - View

R rfopwr pesiel vom Briker . Dopk

The worksteps are presented in a tree view, as is within the SampleTrack client.
By clicking on the sample ID, the method, the preparation or the experiment the
program navigates to a window with more detailed information. In the Detailed
Sample Order window information can be found on the complete order, e.g.

methods, attached documents or comments.
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SampleTrack™ Web Client

Structure and Web Spectra Viewer 9.2.2

72 (255)

The SampleTrack Web client provides structure and spectra viewing capabilities,
including zooming in and out. Zoom In — Zoom Out

To view distinct areas of spectra click at the starting point, choose the area to be
zoomed in (without clicking), and click to confirm. The area selected is also shown
in the printer friendly view.

Figure 9.5. Web - Structure and Spectra Viewer

Structure

CEHLD 106.17
Spectra
030731013/ GUEST/ By kb anfol Web Spectra viewer
f Zoom in by mouse-
movemeant
"R
- * Download as EMF
1 3 & 7 6 H 1
IF"I
i
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Viewing Sample Orders

Click the upper left corner once and afterwards click the lower right corner to
zoom in.

Figure 9.6. Web - Structure and Spectra Viewer, Zooming In

ko1 Web Spectra viewer

Zoom in by mouse-
movement

Resetimage

* Download as EMF
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To review the original size just click the Reset Image button
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Figure 9.7. Web - Structure and Spectra Viewer, Reset Image
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After finishing an experiment, the Experiment Detail window shows the spectra
results, when XWIN-PLOT™ has been triggered to generate the results as emf-
file.
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SampleTrack™ Web Client

Search

9.2.3

Extended Search

The link ,Search” provides the possibility of performing a manual search, e.g. for a
sample ID. Select the kind of field information to search, such as sample ID, sta-

tus or a date and the search criteria.

When ,Whole text only” is checked, the program searches for an exact match.

When ,Whole text only* is unchecked, the program looks for patterns that include
the entered words, e.g. “BCD” finds “ABCD123".

Figure 9.8. Search

Jle Ord
-1 Sample ID (Sample Orders)  »] |
[T whole text only
[T Case sensitive
» Extended Search » Close window
1234 7/15/2004 12:58:45 PM
cocl3 1234 7/15/2004 12:58:46 PM 7/15/2004 12:58:46 PM

9.2.4
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With the link ,Extended Search” the Web module (like SampleTrack client) pro-
vides more complexe queries over several database fields. Remember, that you
can only find records within your predefined datapool, that were defined as your
group filter. Changes here can only be made by the administrator in the Sample-

Track client.

Figure 9.9. Extended Search
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Viewing Sample Orders

Instrument Order View 9.2.5

The Instrument Order View lets you view experiments that are to be measured
in a certain instrument. The filters here are also customizable.

Figure 9.10. Instrument Orders

D e e == s s s - g s - e S et o reeer

Matrix Orders 9.2.6

Figure 9.11. Matrix Orders

Special matrix orders, e.g. for BEST,
can be found with this view.
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SampleTrack™ Web Client

Enter Orders Using the EasyWeb Dialog

9.3
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On the left navigation board one or several customized order entry forms can be
found — EasyWeb Dialogs. Those customer interfaces are not connected to the

SampleTrack Client EasyDialog and must be configured separately.

Figure 9.12. EasyWeb Dialog
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The order can be entered on a single page or with a wizard. Only the minimal in-

formation is required, usually the method, the solvent and the experiment.

After the entry is made a confirmation window is displayed, where the order can

be submitted or modified.

After the submission the new order is displayed.

BRUKER BIOSPIN
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Applications (only for Windows® Systems)

Applications (only for Windows® Systems) 9.4

The experiment results can be edited with additional applications. In principal it is
not possible for security reasons - to start an application from the Web. Therefore
the SampleTrack Application-Wizard is needed, which starts the selected pro-
gram with the necessary parameters. Click the experiment Toolbox icon and se-
lect “Application” in the following menu.

Figure 9.13. Applications
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If the application wizard was not started before, a new window is displayed.

Click ,Execute ST-Application-Wizard“. When the program appears in the sys-
tem border, click “Continue”.

Figure 9.14. Application Wizard
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» Cancel
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SampleTrack™ Web Client

To view a spectra, select one of the viewers from the View Spectra window.

The program will open and display the spectra in a new window.

Figure 9.15. The View Spectra Window

Please select the program for showing the
spectra:

& Amix Viewer
€ TopSpin
' Explore

Show Spectra | Cance!l
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Interaction with
Automation
Robots

SampleRail™

10.1

SampleRail™ is part of a system under the management of SampleTrack™, that
automatically prepares an NMR probe, inserts it into an NMR magnet, performs
NMR experiments on the probe, and transports it back to the preparation system.
The SampleRail™ fulfills the transporting task from the preparation system into
the NMR magnet and back while a TECAN® Genesis pipetting robot is used as
the preparation system. The SampleRail™ may also be used in a 'manual inser-
tion mode’ to insert/ eject single NMR probes manually into the NMR magnets.

TECAN® - Pooling Module 10.2

The Pooling Module is designed to create special sample orders. These orders
contain several worksteps for automation using well plates. The first workstep is
to create a preparation of different well plate substances in one tube. The second
workstep encompasses the measurement of these substances. After finishing the
measurements, the results are interpreted and new sample orders are generated,
dependant on the results of the interpretation. Each generation of a new sample
order is part of a level. Levels are used to visualize the progress of the automation
process. Using the Pooling Module it is very easy to handle large amounts of
samples and well plates. The Pooling Module is initially designed for protein
screening but can also be used for other applications.

The SampleRail™ is part of a system under the management of the Sample-
Track™ Laboratory Information Management System and ICON-NMR™ automa-
tion software, that provides automatic preparation and mixing of multiple
compounds, and subsequent NMR measurements.

A typical application example is the protein-ligand binding detection by NMR. This
system automatically prepares an NMR sample, inserts it into an NMR magnet,
performs NMR experiments on the sample, and transports it back to the prepara-
tion system.

The SampleRail™ fulfills the transporting tasks from the preparation system into
the NMR magnet and back, while a TECAN® GENESIS™ pipetting robot is used
as the preparation system. The SampleRail™ may also be used in a Manual In-
sertion Mode to insert and eject single NMR probes manually into the NMR mag-
nets.
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Interaction with Automation Robots

TECAN® Requirements 10.2.1

SampleTrack version 2.35 standard installation.
Stmatrix.bpl and Stpooling.bpl must be installed.

Required SQL tables MATRIX_TABLE and MATRIX_ITEMS must be installed.
These are installed automatically beginning with DB release V2.039.

Stmatrix.bpl and Stpooling.bpl must be loaded and configured.
Script library PoolingLib V5.x must be installed.
If TECAN® system is present, thescript library TecanLib V5.x must be installed.

Preparation instruments must support the pooling option.

TECAN® Plugin Installation 10.2.2

Matrix and pooling support are activated using the Configure Plugins window. To
open the Configure Plugins window select: Menu->Administration->Configure Plu-
gins. In this window you can add the necessary Stmatrix.bpl and Stpooling.bpl
Plugins to SampleTrack Server and Client.

Figure 10.1. Install Plugins

for Sample TRACK Version 2.44

v
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o o SampieTRACK Excel Aenct Package
U] Ao SampleTRACK Matiix Support Package
| SampieTRACK, Pooing Fackage
Cirk Phugines SampeTRACK Thralion Package

SampleTRACK 'Web Configuration Package

oo

Once the Plugins have been installed, they will need to be configured. This in-
volves two steps:

® Completing the matrix settings

® Completing the pooling settings

TECAN® Matrix Settings 10.2.3
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The first step is to complete the matrix settings. To do this open the Menu->Ad-
ministration->Options window and select the Matrix Settings tab. Within this tab
sheet you can add (or delete) available matrix configurations, by assigning a
name and the well plate design, and pressing the Add Matrix Type button. In this
tab sheet you should add all the matrix types that will need to be available later for
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TECAN® - Pooling Module

pooling. Matrix type names can be in various forms, based on any established
naming conventions.

The following example is based on the classic format used in BEST-NMR:
WH12=hx12

Whereas:

W is for Well plate,

H is a size from A to H, and,

12 is a size from 1 to 12.

WH12 is the name assigned to the configuration

= is a separator

hx12 is the current well plate design

In most laboratories, libraries with well plates are available for protein screening.
In order to take advantage of these libraries, an import interface has been de-
signed to import these libraries automatically into the matrix database. To import a
library, select an import file and check the 'Enabled' checkbox, which activates the
automatic import for the communication server. This information will then be dis-
played in the information section of the server.

TECAN® Pooling Settings 10.2.4

The second step of the configuration process involves setting the default values
for pooling. To do this open the Menu->Administration->Options window and se-
lect the Pooling Settings tab sheet. The default settings include the instruments
and matrix settings. These values will remain fixed based on the actual instrument
configuration. Depending on the kind of matrix type, different matrix organization
can be useful. The matrix organization represents from which point to which point
each well should be counted to within the well plate. The Pooling Volumes and
Pooling Size are flexible values, and can be changed as required.

Figure 10.2. Pooling default values
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Interaction with Automation Robots

In most laboratories, libraries with well plates are available for protein screening.
In order to take advantage of these libraries, an import interface has been de-
signed to import these libraries automatically into the matrix database. To import a
library, select an import file and check the 'Enabled' checkbox, which activates the
automatic import for the communication server. This information will then be dis-
played in the information section of the server.

When you check the 'Enabled’ checkbox the automation module in the server is
activated. This means that new samples are generated for all samples with hits.
This data will be displayed in the beginning of the information section.

TECAN® Instrument Setup 10.2.5

Scripts must be installed and configured for both preparation and experiment in-
struments. With scripts, the Sample ID is the Matrix ID with a sequence. For file
imports and exports the following scripts must be configured:

Instrument Action Scripts

Prep Instrument  Export ASP_EXPORT
Pooling_Export

Prep Instrument  Import ASP_IMPORT
TECAN_WORKAROUND (if prep instrument is
TECAN system)

Exp Instrument Export AVANCE_EXxport
Pooling_Export

Exp Instrument Import AVANCE_Import

LIMS Instrument Import GEN_SAMPLE_ID

LIMS_Import_SO_Pooling_Defaults
LIMS_Import_SO_Pooling

The script GEN_SAMPLE_ID creates an unique identifier for samples, with the
MATRIX_ID as the prefix and MATRIX_SEQ as the sequence.

Protein Screening / Module Pooling 10.3

TECAN® Generating Samples 10.3.1
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The dialog for sample setup is started when you press the 'New' button in the
Pooling Orders Window. Here you can enter the well plate for pooling, and select
the wells that are to be used by clicking on them with your mouse. After entering
the Project Title, Sample Title and Experiment Name, press the Generate Order
button to generate the sample orders. Worksteps with tubes will be created based
on the pooling size. This level is also referred to as level 0. If Matrix ID specific in-
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Protein Screening / Module Pooling

formation is imported from the communication server, the Ligand's are displayed
in the Ligand list in the table BSTS_REGISTRY.

Figure 10.3. Protein Screening / Module 'Pooling’
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TECAN® Starting the Automation Process 10.3.2

Before a new automation process can be started, all currently running automation
processes must be stopped. This means the Tecan® Genesis System must be re-
set to its initialization state, and ICON-NMR™ must be reset. Following this step
the Pooling Setup window will be closed and the updated sample list for this Ma-
trix ID should be visible.

Figure 10.4. Setting hits
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Press Select All or CTRL A and submit all the samples. The initial level is 0 with
4 substances. At this point all of the samples are ready for automation. Once all
the samples have been submitted, the worksteps will be run automatically.

After the experiments are finished, the data can be viewed with the available
spectra viewer and a decision can be made if the samples are hits or not. If the
samples are hits, then the corresponding checkboxes can be selected for these
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samples. The next step (level), with 2 substances per sample, can be executed by
pressing the Execute button. Protein Imaging is finished when all the samples
with hits have been measured with only one substance.
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Environment
Setup

SampleTrack™ Environment Setup 11.1

The SampleTrack™ Environment Setup module of the SampleTrack™ Overview
allows existing information from the user, instruments etc., to be defined or modi-
fied. To avoid unwanted deletions or modifications to the setup parameters, ac-
cess to this section should be limited to the System Administrator.

Inserting a New User in the Companies Setup Module 11.2

The Companies setup module allows you to insert new users in the Sample-
Track™ system. This process can basically be broken down into three steps:

Step One: Inserting a New Company'Inserting a New Company" on page 86

Step Two: Entering a New Department”Entering a New Department” on page
87

Step Three: Entering a New User”Entering a New User" on page 88
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Inserting a New Company 11.3

As some laboratories have users from various companies, the first step is to de-
termine if the new user’s company exists on the Companies list. When not, a new
company entry can be added to the list:

® Highlight Companies in the Environment Setup.
® Press the New button.
® Fill out the data blocks.

® Press Save to enter the new information in the list.

Figure 11.1. Environment Setup
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Entering a New Department

Entering a New Department 11.4

The next step in inserting a new user is to determine if the new user’s department
exists on the Departments list. As before, if the Department doesn’t exist a new
department can be added to the list:

® High-light Departments in the Environment Setup.
® Press the New button.
® Fill out the data blocks.

® Press Save to enter the new information in the list.

Figure 11.2. New Department
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Entering a New User 11.5

Once you have selected the new users company and department, enter the new
user:

® High-light Users in the Environment Setup.
® Press the New button.
® Fill out the data blocks.

® Press Save to enter the new information in the list.

Note: In each of the cases mentioned above you can speed the entry process by
finding a company, department or user with similar data and using Copy to create
a new entry, whereas you must only edit the data. To insert a new entry DO NOT
simply select a present user and edit the entry, as this will only edit that entry, not
create a new one. Always use New or Copy to create an entry!

Figure 11.3. New User
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Deleting a User, Department, or Company

Deleting a User, Department, or Company 11.6

A company can only be deleted when all of the departments have been deleted.
In turn, a department can only be deleted when all users within the department
have been deleted. In any case discretion should be used in who has access to
this section. Generally, only the system administrative should be assigned this
privilege.

To delete an entry, highlight the entry with your mouse and press Delete. You will
prompted for a confirmation, press Yes if you are sure you want to delete the en-
try.

Figure 11.4. Message: Delete?

@ Do you really want to delete this item(s]?
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Inserting a New Instrument 11.7

Important: The insertion of new instruments should normally be carried out only
by trained Bruker personnel. An improper insertion or modification of an instru-
ment can result in a communication failure.

A new instrument is added to the Instruments list by pressing the New button
and completing the necessary entries for Common Settings, Communication
Paths & Files and Spectrometer Settings. The new instrument is saved to the
list by pressing the New button.

Again a word of warning, incorrect parameters will result in improper or no com-
munication!

Inserting a New Method Type 11.8

The Method Type serves the purpose of providing a short description of the vari-
ous type of preparation methods that are available. As new methods are support-
ed, they can also be described here.

User Guide Version 002 BRUKER BIOSPIN 89 (255)



Environment Se

Inserting a New Solvent

tup

11.9

In most cases solvents and experiments are maintained within the spectrometer
software, e.g. ICON-NMR™ or external LIMS. They are imported automatically
into the SampleTrack™ system.

The Solvents block under NMR provides information on the instruments and their
solvents that are currently defined. To insert a new solvent:

® Highlight Solvents.

® Select the appropriate instrument (e.g. DPX300) from the Instruments & Sol-
vents block.

® Press New and fill in the required data.

® Press Save to add the new solvent entry to the instrument that you have se-
lected.

Solvent is Visible

When entering a new solvent you will notice two checkboxes, Solvent is Visible
and Solvent is Valid. At times it may be desirable to make a solvent temporarily
unavailable to a user. Deselecting the Solvent is Visible box will hide this option
from the user, the user will not be able to select the solvent. Checking the box will
return the solvent to the list of options.

Solvent is Valid

When a solvent will no longer be used for experiments you can not simply delete
it, as previous experiments may still have a reference link to the solvent. Instead
the Solvent is Valid box should be deselected, which will delete the solvent from
the list of solvents that are available. The solvent can be reinstated at a later time
by rechecking the box.

Figure 11.5. New Solvent
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Inserting a Proton Exchange Solvent

11.10

The solvents listed in this module represent all of the proton exchange solvents
that have been defined for manual preparations (only).

To insert a new solvent entry:

Highlight Proton Exchange Solvents.

Press New and enter the requested data.

Press Save to add the new solvent to the list.

Figure 11.6. New Proton Exchange Solvent
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Inserting a New Preparation Method

11.11

This module allows you to pre-define new preparation methods. To configure a
new preparation:

Highlight Preparations.
Select the relevant instrument.
Press the New button.

Fill out the requested data.

Press Save to add the preparation method to the list.

Preparation is Visible, Preparation is Valid

As was true with the insertion of a solvent module, the Preparation, Solvent
Methods, and Experiments modules also have Visible and Valid checkboxes.

The same rules apply for those checkboxes as those for the solvent module.

Figure 11.7. New Preparation Method
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Inserting a Solvent Mixing Method

11.12

The Solvent Methods section under Preparations allows you to configure sol-
vent mixing methods for a preparation. Again this is accomplished by highlighting
Solvent Methods, selecting the appropriate instrument, pressing New and filling
out the request data blocks. The entry is added to the list by pressing the Save

button.
To do this:

® Highlight Solvent Methods.

® Select the appropriate instrument.

® Press New and fill in the required data.

® Press Save to add the new solvent mixing method.

Figure 11.8. New Solvent Mixing Method
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Inserting New Experiments

11.13

In most cases solvents and experiments are maintained within the spectrometer
software, e.g. ICON-NMR™ or external LIMS. They are imported automatically

into the SampleTrack™ system.

When the spectrometer AU program is started, data on the experiments that are
available are exported to SampleTrack™. The Experiments module allows you
to define new experiments for spectrometers (only). This step requires that the
new experiment is recognized by the spectrometer, i.e. it must be an experiment

predefined for that spectrometer.
To insert a new experiment:

Highlight Experiments.

Select the required instrument (a spectrometer in any case).

Press New and enter the appropriate parameters.

Press Save to add the entry to the list of experiments.

Figure 11.9. New Experiment
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Experiment Substitution for Imported Files

11.14

In some cases it may be necessary or desirable to use a substitute name for an
experiment. For example, with a C13 experiment, the problem exists that the
LIMS lists the experiment as C13, while the spectrometer recognizes the experi-
ment as C13CPD. This naming problem can be eliminated by assigning an alias
through this module. This module creates, in effect, an Experiment Translation
Table.

Furthermore, this module allows you to assemble a group of experiments together
under one experiment name. This allows you to perform a variety of experiments
under one experiment title. For example, the figure below illustrates an experi-
ment "Test". Grouped under this experiment are two experiments, a PROTON
and a C13CPD. When you create a new grouping (highlight Experiment Substi-
tution for Imported Files, select an Instrument, press New) the order in which
the experiments will be carried out is determined as you add new experiments (in
the Order box). Upon saving this experiment group you must only select the ex-
periment "Test" to carry out both the PROTON and C13CPD experiments.

Assembling a Group of Experiments Under One Title

Figure 11.10.Experiment Substitution Table
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The Object
Manager

Introduction to the Object Manager 12.1

When SampleTrack™ is first installed, a set of default user groups is installed in
the Object Manager. The administrator must then adjust these group client pro-
files (or add new groups) to meet the needs of their individual laboratory. The Ob-
ject Manager allows the administrator to quickly and easily administer the
privileges and work areas of groups of users.

Normally each user belongs to at least the most basic group, the All User Group.
This group is assigned a basic set of user privileges which allow them to perform
the most common tasks in SampleTrack™. Additional privileges can be granted to
a user by assigning them to another existing group that has these privileges, by
changing the rights of the entire group that they are currently in, or by creating a
new group that contains the privileges that they require.

When modifying an existing group, or adding a new group, there are four main
configuration areas that must be addressed. These include the Client Profile, Ta-
ble Defaults, Easydialog and Filter Modules.

The Client Profile is basically a set of rights and privileges that are assigned to a
group of users in regards to their use of SampleTrack™ and the laboratory auto-
mation. The rights that are assigned a group are based on the needs of the group
of users and the standard policies of the individual laboratory.

The Table Default settings are used to create default starting values for various
field entries within the tables in SampleTrack™.

The EasyDialog configuration is the pre-defined EasyDialog configuration that the
group of users will be using (see the chapter on configuring EasyDialog" Opening
the EasyDialog Configuration Window" on page 123).

The Filter Modules are a selection of pre-defined or user-defined filters that are
assigned to the group.
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Opening the Object Manager 12.2

To open the object manager you must be logged-in to the SampleTrack™ Client
Tool as administrator. Select Options - Object Manager from the main pull-down
menu as shown in the figure below:

Figure 12.1. Menu Object Manager

JallEN Window  Help

General Settings... Chl+S |

The Object Manager window shown below will open. If you are opening the Object
Manager for the first time, e.g. right after the installation of SampleTrack™, the
window will contain default entries in the Group Tree and Content frames. These
entries will need to be adjusted based on your client needs.

Figure 12.2. Object Manager Main Window
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The Object Manager Main Menu

The Object Manager Main Menu 12.3

The Object Manager main menu contains three main sections: File, Edit, and
View; and a Help section. The File menu section contains a Microsoft Windows®
standard Printer Setup, a Print selection that allows you to print the present
screen, and a Close selection which closes the Object Manager.

Figure 12.3. Maintaining Groups
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The main menu option Edit contains a group of selections that relate directly to
the administration facilities of the Object Manager. The following list is a quick de-
scription of each selection.

Insert Group: Used to create a new user group.
Delete Group: Used to delete a work group.
Paste: This is a Windows® standard paste routine that

can be used to paste data from one group or indi-
vidual to another, or from an external source (e.g.

Clipboard).
Insert Table Defaults: Used to create default starting values for various
field entries within the tables in SampleTrack™.
Insert Client Profile: Used for establishing a new client profile.
Effective Rights: Used to provide a quick overview of the rights that
are currently assigned to an individual or group.
Manage Users: Used to add or delete users from a group.
Group Properties: Used to assign properties to a group (e.g. group

name, description and user level).

The main menu option View Contains selections that relate to the overview of
the Object Manager window.

Filter Information: Used to select which information will be displayed
in the Object Manager window.

Update View: Refreshes the information in the Object Manager
window.

Show Environment: Displays the current attributes that are assigned

to the groups

Variables: The present environment.
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The Object Manager

The Group Tree and Content Sub-windows

12.4

100 (255)

The Group Tree and Content sub-windows function similarly to the File Manager
of Microsoft Windows®. The groups are displayed in the Group Tree, and the de-
tails (or contents) of the groups are displayed in the Content window.

When SampleTrack™ is first installed a number of default groups are created. As
the following figure illustrates, these groups contain various sub-categories includ-

ing Client Profiles, Module Sample Orders (filter information), Table Defaults and
EasyDialog configurations.

Figure 12.4. Content Sub-Window
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Viewing Group Details in the Content Window

Viewing Group Details in the Content Window

12.5

When you select one of the groups or group sub-category in the Group Tree, the
contents will appear in the Content window. For example, if | select the Client Pro-
file for group All the following contents will be displayed in the Content window:

Figure 12.6. Group Tree

£/ Object Manager
File  Edit “iew

Group Tree

+ 7% Adriristrators
+ 7% Spectrometer User
+ 7% Preparation User
+ T Guests
+ @3 Easy Dialog Uzer
=% Al
== Client Profile
FE Table Defaults METHODS
& Table Default: S4MPLE_ORDERS
™ Easy Dialog EZ_STANDARD
M Easy Dislog EZ_STANDARD_NIL

¥ Easy Dislog SAMPLETRACK_EASY_L

= Module Sample Orders
= Module Yerify Sample Orders
+--%f Recycler

F- [ [

Module Experiments W aiting [0 elayed)
= Module Tubes ‘Waiting For HD' Exchan

Content

General Rights | Beport Hights] Fopup Hights]

7 8 5 ample Drders
W & erify Sample Orders
W & Manual Preparations
W & Proton Exchangs
W & Finish Manual Experiments
WV & Delay Experiments
& E=periments W aiting [0 elayed)
¥ & Tubes ‘whaiting For HD Exchange
™ E Reports
W [ Order Approval
[~ & Communication Fepart
B Enwiranment Setup
[~ & Companies

[T & Departments

&> Users

™ & NMRA

M & Solvents

[~ & Proton Exchange Solvents
™ & Preparations

I E Sokvert Methods

[~ & Experiment Types

[~ & Experiments

[ & Experiment Substitution for Imported Files
™ E Irstruments

[T & Method Types

| o | |

Client Profile Example

12.6

User Guide Version 002

When viewing the Client Profile, four separate window views containing various
rights are available in the Content window, as shown in the figure below:

By selecting/deselecting the various rights, the administrator can quickly establish
a SampleTrack™ Client Profile. You will notice that each group has a client pro-
file, where the administrator can assign specific rights for that specific group. The
concept of user classification and client profiles will be discussed in further detail
in the next section.

When you click on another sub-category of the Group Tree a different set of data
will be displayed in the Content window. Each sub-category has its own unique
details, thus the Content window will change as you move from one tree node to
another.
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The Object Manager

This should be familiar for anyone who has worked with the Microsoft® Win-
dows® File Manager.

Figure 12.7. Sub-categories
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User Classification and Client Profiles
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- ﬁ Popup Menues

- ﬁ Popup Menu: Set To Status Created
- ﬁ Popup Menu: Set To Status Yerified
- ﬁ Popup Menu: Set To Status Waiting
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12.7
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Each user group has its own Client Profile, which consists of a selection of access
privileges to various elements of SampleTrack™. These client access privileges
are granted to all the users within a group. In most cases, a basic access configu-
ration is established that applies to every user, then additional privileges are as-
signed to specific workgroups as needed. This allows the administrator to control
the flow of samples to the various laboratory automation (e.g. Spectrometers) by
assigning users to various groups based on their access requirements.

Each client profile can be assigned a user level. The lowest user level 00, is the
All profile. The highest user level, 99 is generally reserved for the system admin-
istrator. A new group client profile is automatically assigned the next available
user level number when the profile is created. This level can be adjusted later on
by the administrator in the Group Properties window.

The user level privileges are inheritable, whereby a user who is part of a higher
level user group (parent) inherits the privileges from any lower level group (child)
that they are also a member of. For example, if | have a user "Joe Tester" that is
in a group called "Spectrometer User" which has user level 04, and also is a mem-
ber of the group "Preparation User" which has a user level 03, the user "Joe
Tester" would have all of the privileges of the Spectrometer User group, the Prep-
aration User group and the basic group: All. This will become more apparent as
we discuss the details of the object manager.
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Adding a User to an Existing Group

Adding a User to an Existing Group 12.8

Manage Group: Preparation User [ %]

When SampleTrack™ is first installed a default configuration of pre-defined
groups is loaded in the Object Manager.

A user will automatically be added to the All group when the user is created in the
Environment Setup of the SampleTrack™ client. If a user needs additional privi-
leges, the first step is to determine if the access rights that they need are con-
tained in an existing group. For example, if the new user needs access to reports
that the Preparation User group uses, then they probably need to be added as a
member to that group. If an existing group does not contain the necessary rights
that a user needs, and you do not wish to add the rights that are lacking in an ex-
isting group, then you can create a new group for the user. There is no minimum
requirement for the number of users that need to be in a group.

To add a user to a group, the user account must first be created in the Environ-
ment Setup. The user can then be inserted into a group by selecting the group
with your mouse, and then selecting Edit - Manage Users, from the Object Man-
ager main menu. This will open the group management tool for the group that you
have selected. For example, if you click on the Preparation User group and open
the management group tool the window shown below will appear.

Figure 12.8. Adding a New User (Or Group of Users)

Members

Available users

Short 1D

| Mame

Short 1D

€ TESTO
£ TESTIO

| Mame

[=]

£ TESTS:

Remaove Usersl € TESTS2

Add User € TESTH
€ TESTIS
€ TESTI6
€ TESTI?
£ TESTIS
€ TESTI9

L Tester, Joe
ﬁ UMEMOWHM  Company, Unknown j

()8 I Cancel |

To add a new user (or group of users) to the group you must only select the indi-
vidual(s) from the available users list and press the Add User button. This will
copy the user you have selected into the members side of the window. Likewise,
to delete a user, select the user from the Members window and press the Re-
move Users button.

User Guide Version 002 BRUKER BIOSPIN 103 (255)



The Object Manager

104 (255) BRUKER BIOSPIN User Guide Version 002



Example: Create a

User Group

Creating a New Group

13

13.1

If you do not find a user in the list of available users, then the user has probably
not been created in the Environment Setup.

If the available groups do not fit the requirements of a user you have the choice of
modifying an existing group configuration, or adding a new group. The choice
which is made really depends on your individual laboratory requirements. For ex-
ample, it may not always be desirable to give an entire group access to a specific
filter if only one person or a small number of the group require the filter. In this
case the individual or small group can be granted access to the filter by creating a
new group with this privilege. By also keeping them as members of the original
group they maintain their current rights, but also have the new privilege.

Adding a Client Profile 13.2

The next step in adding a new group is to create a client profile. Select the new
group that you have created. For an example | have created a group called
OM_Test as shown in figure "Create a Client Profile" on page 105. Select Edit -
Insert Client Profile from the Object Manager main menu. A new Client Profile
block will appear.

Figure 13.1. Create a Client Profile

\",' Object Manager
File Edit Yiew

Group Tree

+ 7% Adriristrators

+ 7% Spectrometer User
+ 7% Preparation User
+ T Guests

+ @3 Easy Dialog Uzer
+ 7 Al

+--%f Recycler
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Example: Create a User Group

The check boxes will all be shaded-gray when you first insert the new profile. You
will need to go through each section of the Content window (Overview, General
Rights, Report Rights and Popup Rights) and place a check mark in the box of the
rights that you wish to assign to the new group. Likewise, if you want to disallow a
right to a group, you will need to check the box so that the gray-shade disappears
and a white box is displayed.

If a right has been assigned to the members of the group in a lower level (e.g. the
All group) then you can leave the boxes gray-shaded.

When you finished making the appropriate selections, click anywhere in the group
tree. You will be prompted as to whether you want to save the current client con-
figuration, press Yes to save the new client profile (or No to exit without saving).

If you have saved the new client profile, the following window will be displayed, in-
dicating that the changes (new client profile) will take place the next time you login
to SampleTrack™:

You can continue to the next step of adding a new group without logging in. You
should now see a new client profile under the new group that you have created in
the Group Tree window.

Figure 13.2. Program Message

Information E

@ Changes will be available with next login.

Adding Table Defaults to the New Group 13.3
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The next step in adding a new client group is to add any required table default val-
ues that apply to the group. This tool is useful if the group repeatedly uses the
same values in the Sample Orders, Methods, Preparations, or Experiment win-
dows. By creating table defaults you can place the most often used values as the
default value for a given field. For example, if the new group you have created
uses the same project number in the Sample Order Details table (window) you
can assign a default value to the project number.

To create a new table default value, select the group you want to add the table de-
fault to (click on the group with your mouse), and select Edit - Insert Table De-
faults from the Object Manager main menu. A pop-up Edit Table Defaults window
will appear as shown in the figure below:
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Adding Table Defaults to the New Group

Select a table from the pull-down menu Table that you wish to work with. As an
example select the SAMPLE_ORDERS table, as shown in the following figure.

Figure 13.3. Adding Table Default Values for a Group

\" Object Manager
File Edit “iew Help

Group Tree Content
@ Adminiztrators Ohject |
B OM_Test Client Frafile
=8 Spectrometer User Edit Table Defaults ]
- Preparation User
-7 Guests oK I
7% Easy Dialog User Table
TR Al |54MPLE_ORDERS =l Cancel |
(-5 Recycler

Calurnn

|PROJECT_NUMBER: =l

Default 'V alue

JoM_TEST 001l

Select the PROJECT_NUMBER field from the Column pull-down menu. Now en-
ter the default value OM_TEST 001 in the Default Value input window. When you
press the OK button the new table default value will be listed under your new
group. To view this press the + Box next to your group in the Group Tree, then
click once on the new Table Defaults SAMPLE_ORDERS entry listed under the
Client Profile. You should now see the OM_TEST 001 value listed under the Val-
ue column of the Content window as shown in the following figure:

Figure 13.4. Defaults in the Content Window

\",' Object Manager

File Edit iew
Group Tree Content
e ——
+ 7% Adriristrators Field Mame ,| Yalue \
- % OM_Test & FROJECT_NWUMBER OM_TEST 00
== Client Profile
fig T able Default: SAMPLE_ORDERS

+ R Spectrometer Lser
+- 7% Preparation User
+ % Guests

+ @3 Easy Dialog Uzer
+ 7 Al

+--wf Recycler

The next time that a user logs into this group, and makes an entry in the Sample
Order Details window, the new default value will for example, appear in the
Project Number field as shown below:

Figure 13.5. Example: Default Project Number

€4 Sample Drder Details

Frevious | Mext | Searchin DE | Eeload from DB | Lancel | |
, es—___— S
Header
Sample ID Sample Title /F'roiect Mo. Group
33033051 | JoM_TEST 001l |
Client |0 Client Mame Client Depal Client Company
| E [ I [ =1 lnienim o e sim
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Example: Create a User Group

Inserting a New Group EasyDialog Configuration

In the same manner the Project No. default value will appear in the group EasyDi-
alog Window (if the Project No. field is used in EasyDialog).

The number of default values that can be used is unlimited, however it is only ad-
visable to use these default table values when the value will normally be repeti-
tive.

13.4

&+ SampleTRACK Easy Dialog M =]k
. ~Sample Order i
Save Configuration [ %]
Configuration | Uszer/Group |

TREZ_STANDARD All |
TREZ_STANDARD_NMIL All
T8 SAMPLETRACK_EASY_DIALOG All ==
@ OPEM_ACCESS Easy Dialog User [
TR EBUILD_NEW_FORM Guests

108 (255)

There are two methods available to assign an EasyDialog configuration to a user
group. If an EasyDialog configuration already exists, such as the EZ_STANDARD
shown in the following figure, you only need to drag & drop the configuration into
your new group as illustrated below (or copy and paste if you prefer).

Figure 13.6. Drag and Drop EasyDialog Configuration to a Group

{ Object Manager

File Edit Yiew
Group Tree Content
+ % Adriristrators Object Mame
i < — T Client_Company
_'_:__: Client Profile T 7 Cliert_Department
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[T Easy Dialog EZ_STANDARD_NIL| I aStaticT el
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+- 1 Module Experiments W aiting [Delayed) M blose
+- 1 Module Tubes Waiting For HD Exchange iy blLagout
+-= Module Sample Orders 7 bFrint
+- Module Yerify Sample Orders 7 bSavel
+--5f Recycler m bSavelogout]

If an existing EasyDialog configuration does not fit the needs of the new user
group that you have created, you can create a new EasyDialog configuration in
the EasyDialog configuration tool and save it directly into the new group as illus-
trated in the next figure.

Figure 13.7. Save EasyDialog for a Specified User / Group

Config Mame |EZ_STAMDARD_WIL

Save

Cancel

User / Group

I[N

Al
- Administrators
2. Experiment i E sy Dialog User

‘ . Sovetadd |

—_— ARieete
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Inserting a New Filter Method

In either case a member of the group can then use this configuration when they
log into EasyDialog.

Inserting a New Filter Method 13.5

In SampleTrack™, user specific filters can be stored under a user defined name
and are available after each new log-in. In order to assign a new filter to a group,
you must first select a module(s) for a group. The filter module is a group of relat-
ed filters that are used for a specific activity, such as a sample order module, a
module for experiments waiting etc.

If you want to apply the standard filters for Sample Orders, for example, you can
drag & drop the Module Sample Order from the All group to your new group (see
the figure below).

Figure 13.8. Drag and Drop Filter Configuration to a Group
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+- 1 Module Experiments W aiting [Delayed)

+- 1 Module Tubes Waiting For HD Exchange

e Sample Orders:
" Filter Verified samples
Filter Started samples
Filter Prepared zamples
Filter Finizhed samples
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The group can then use the filters that accompany this group. You can add or de-
lete existing filters to this module as needed. To create a new filter you must uti-
lize the Customize Filter Settings in the SampleTrack™ Client Tool. Refer to the
section Filter & Search Tools for details.

Inserting a New Group Name 13.6

To create a new group select Edit - Insert Group from the Object Manager main
menu. An input window will appear asking for a new Group Name and Descrip-
tion, as shown in the figure below. By default the next available user level will be
displayed in the User Level field. You can either use the default value, or select a
different user level from the pull-down list. If you anticipate needing intermediate
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Example: Create a User Group

user levels in the future you should select a higher user level, e.g. 10. In any case
you can change this user level at a later time as needed.

When you press OK, the new group will be added to the Group Tree.

Figure 13.9. User Level in the Insert New Group Window

Insert new group

[ ]
Group Mame k. I
IDM_T est Cancel |

Description
IFor Object Manager Test Only

User Level
I 05 A l
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:—IDandIing the Tube 14

The Tube ID and TubelD.txt File 14.1

The Tube ID is the temporary identifier used to identify the sample after the prep-
aration during the NMR measurement. This Tube ID is part of the NMR method
table of each sample order and is entered either manually by the preparer or dur-
ing the communication, e.g.with the NMR B-ACS system.

The TubelD.txt file contains a list of all Tube ID’s in use.

Automatic Entering of the Tube ID 14.2

During the sample preparation performed by the NMR B-ACS, the barcode collar
with the associated Tube ID is taken at random from the collar dispensing station.
If the NMR B-ACS receives a collar with a barcode already in use, the collar is re-
jected and a new one will be taken from the dispensing station. The Tube ID num-
ber is then recorded by NMR B-ACS in the preparation report file.

During the file import by the SampleTrack™ software import module, the sample
Tube ID is entered in the method table of the associated data set in the Oracle®
database, and the TubelD.txt file is updated.

Entering the Tube ID Manually 14.3

During the manual preparation of an order, the preparer must manually enter the
Tube ID number.

Updating the Jobs in the Tube ID File 14.4

The Tube ID file is updated through the triggering of the SampleTrack™ commu-
nication server by the database, which results in the scanning of all the orders in
the database. The Tube ID’s of all orders with header status equal or greater than
Started and below Approved are written to the file.

Through this process a Tube ID of a deleted or approved order is removed from
the file and can be reused.
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System
Parameters

SampleTrack™ Client Parameters

15.1

/Multilnstance:

/Username:<usr>:
/Password:<Passwrd>:

Example 1:

Example 2:

EasyDialog Parameters

Allows more than one instance from SampleTrack™ Cli-
ent to be opened.

The login user name: e.g. GUEST
Password for a corresponding user.

C:\Programs\Bruker\SampleTrack\bin\STClient.exe  /
UserName:JOE /Password:test

C:\Programme\Bruker\SampleTrack\bin\STClient.exe /
Multiinstance /Username:admin /Password:mypass-
word

15.2

/Username:<usr>:
/Password:<Passwrd>:
/Admin:

/Config:

/Config:<Name>:

/SysButtons:

The login user name: e.g. GUEST
Password for a corresponding user.

The program will be opened in EasyDialog configuration
mode (the Toolbars appear).

EasyDialog is opened with the Load Configuration win-
dow to allow EasyDialog configuration selection.

EasyDialog is opened with the <name> as a parameter.
When this name does not exist the program will be halt-
ed.

Displays the system Windows button and system menu
when EasyDialog is opened.
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Shortcuts

N

SampleTrack™

The following shortcuts are used in most SampleTRACK windows. Some of them
are not yet implemented.

Ctrl-A Select all

Ctrl-C Copy content
Ctrl-D Delete method
Ctrl-F Search

Ctrl-l Version Info

Ctrl-O Start Object Manager

Ctrl-P Print screenshot
Ctrl-R Start DB Registry Editor

Ctrl-V Paste content

Ctrl-X Cut content

F1
F3
F5
F6
F7
F8
F9
F12

User Guide Version 002

Help

Continue search
Refresh

New record
Copy record
Save to database
Submit

Superuser Mode on / off

BRUKER BIOSPIN
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SampleTrack™
Tables

SampleTrack™ Base Tables 17.1

Introduction to SampleTrack Base Tables 17.1.1

The base tables are used internally by both EasyDialog and the Object Manager.
When using database version V2.033 there are four base tables used to setup a
sample order:

SAMPLE_ORDERS (header information)
METHODS (method specific header information, e.g. NMR, MS, IR ...)
NMR_PREPARATION_WS (NMR preparation information)
NMR_EXPERIMENT_WS (NMR experiment information)
The base tables are linked via primary and foreign keys as illustrated below:
SAMPLE_ORDERS
[— > METHOD (NMR)
[— > NMR_PREPARATION_WS

— >NMR_EXPERIMENT_WS

The Fields Overview section of the EasyDialog configuration window contains
these very same tables and fields:

The EasyDialog Fields Overview 17.1.2

Refer to the chapter on EasyDialog specific help for details on the selection and
use of the individual fields. see also: "The Fields Overview Window" on page
127

The tables that follow describe the meaning of each field found in the base tables.

The Field column in each table represents the name of the field as it appears in
SampleTrack™ (e.g. in the EasyDialog Fields Manager).
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Likewise the Description column is a short explanation of what the field is.

Figure 17.1. Field Overview

Fields
Fieldname | Fequired by DE | Default Yalue | Used | Set From DB ;I
SAMPLE_FRACTION Mo Mo

- NMR_PREPARATION_ WS SAMPLE_ID ‘ez ‘ez

- MMF_EXPERIMEMT WS SamMPLE_MATURE Mo Mo
SamMPLE_ORDER_MUMBER.. ez Mo ez
SaMPLE_STRUCTURE Mo Mo
SAMPLE_TITLE Mo Mo
STATUS es 30 Mo es
STATUS_COMMENT Mo Mo
URGENT SaMPLE ORDER Mo Mo hd
4 |

The SAMPLE_ORDER Table 17.1.3
Field Description
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Sample_Order_Number_Key

Sample_ID

Sample_Title

Sample_Nature
Sample_Charge
Sample_Fraction
Project_Number
Date_Entry
Date_Start
Date_End

Status

BRUKER BIOSPIN

The unique, internal number used as the primary
key for the SampleTrack™ SAMPLE_ORDERS
table.

The unique sample ID used for the sample in
SampleTrack™.

Free entry (could be used for the plot title in older
versions).

Free entry.

Free entry.

Free entry.

Free entry.

Date when the record was created.

Date when the sample preparation was started.
Date when the last experiment was finished.

The status of the sample. The following status
are available:

10 Created
20 Verified
30 Started
40 Working
50 Pause
60 Finished
70 Approved
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User_Name_Key

The METHODS Table

SampleTrack™ Base Tables

80 Archived
95 Instrument error

The SampleTrack™ Client ID abbreviation (a re-
quired field).

17.1.4

Field
Sample_Order_Number_Key
Method_Type Key

Plot_Title

Journal_Number

Sample_Changer_Holder

The NMR_PREPARATION_WS Table

Description

The foreign key used for the sample orders table.
The method type (currently only NMR).

The title for the spectra plot.

The journal number field.

The last position of a tube in the sample changer
holder.

17.1.5

User Guide Version 002

Field

NMR_Preparation_WS_Key

Sample_Order_Number_Key

Method_Type_Key

Sample_Amount

Solvent_ Amount

Solvent_Name_Key

Instrument_Name_Key

Preparation_Name_Key

User_Name_Key
Date_End
Status

BRUKER BIOSPIN

Description

The unique, internal number used as the primary
key for the SampleTrack™
NMR_PREPARATION_WS table.

The foreign key used for the methods table, used
in conjunction with the Method_Type_Key.

The foreign key used for the methods table, used
in conjunction with the
Sample_Order_Number_Key.

The quantity of the sample being used.
The quantity of the solvent being used.

The solvent name used in the SampleTrack™
preparation (a required field).

The instrument name used in the SampleTrack™
preparation (a required field).

The preparation name used in the Sample-
Track™ preparation (a required field).

The user who has prepared the sample.
The date when the preparation was finished.

The status of the preparation. Refer to the avail-
able status in the SAMPLE_ORDERS table
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The Experiment Table

17.1.6

Field
NMR_Experiment WS_Key

NMR_Preparation_WS_Key
Experiment_Name_Key

Composit_Experiment
Experiment_Type_Name_Key
Experiment_|D

Instrument_Name_Key

Result_Data_Path
User_Name_Key
Date_Start

Date End

Status

VCU Request Tables

Description

The unique, internal number used as the primary
key for the SampleTrack™
NMR_EXPERIMENT_WS table.

The foreign key used for the
NMR_PREPARATION table.

The unique name of the SampleTrack™ experi-
ment (also composite).

The name of the sub-experiment.
The type of experiment (1H, C12...).
The ID used for each experiment.

The instrument name used in the SampleTrack™
experiment (a required field).

The local path for the instrument data results.
The user who has performed the experiment.
The date the experiment was started.

The date when the experiment was finished.

The status of the experiment Refer to the avail-
able status in the SAMPLE_ORDERS table

17.2

Introduction to VCU REQUEST Tables

17.2.1

The VCU_REQUEST_ALL view is utilized when you desire to compile statistical
or report data to view with an external program such as Crystal Reports™ or Mi-
crosoft® Excel®. For example, you can compile a report in Microsoft® Excel®
that shows all of the Proton experiments that have been completed.

A basic understanding of ODBC, SQL and tables is assumed when working with
external programs. Refer to your external program handbook for assistance.

The fields that are listed in the following tables will assist you in configuring a link
from your external program (using e.g. ODBC or SQL) to various data in Sample-

Track™.

The VCU Sample Order Table 17.2.2
Field Description
User_Name_Key The client short ID, must exist in SampleTrack™.
Last Name Last name of the client.
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First_Name

Department_Name_Key

Sample_ID

Sample_Title

Sample_Nature
Sample_Charge
Sample_Fraction
Project_Number
Date_Entry
Date_Start

Date End

VCU Request Tables

First name of the client.
Department name, must exist in SampleTrack™.

The unique sample ID used for the sample in Sample-
Track™.

Free entry (could be used for the plot title in older ver-
sions).

Free entry.

Free entry.

Free entry.

Free entry.

Date when the record was created.

Date when the sample preparation was started.

Date when the last experiment was finished.

Status The status of the sample. The following status are avail-
able:

10 Created
20 Verified
30 Started
40 Working
50 Pause
60 Finished
70 Approved
80 Archived

95 Instrument error

The VCU Preparation Table 17.2.3

Field Description
Method_Type_Key
Plot_Title

Method Type (only NMR in the moment).
Title for the plot of the spectra.
Sample_Amount Amount of the sample used.

Solvent_Name_Key Solvent name for the preparation, must exist in Sample-

Track™.,

Instrument_Name_Key The instrument name used for the preparation, must ex-
ist in SampleTrack™.

Preparation_Name_Key The name of the preparation, must exist in Sample-
Track™.

User_Name_Key 1
Date_Start_1
Date_End_1

User who started the preparation.
Date when the preparation was started.

Date when the preparation was finished.
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Status_1 Status of the preparation. The status could be the same
as one of the above.

The Experiment Table (VCU_REQUEST_ALL) 17.2.4

Field Description
Composit_Experiment  The name of the sub-experiment.

Experiment_Name_Key The unique name of the SampleTrack™ experiment (al-
SO composite).

Experiment_Type_Name_KeyThe type of experiment (1H, C12...).
Experiment_ID The ID used for each experiment.

Instrument_Name_Key 1The instrument name used in the SampleTrack™ ex-
periment (a required field).

Result_Data_Path The local path for the instrument data results.

User_ Name_Key 2 The user who has performed the experiment.
Date_Start 2 The date the experiment was started.

Date_End 2 The date when the preparation was finished.

Status_2 The status of the experiment. The status could be the

same as one of the above.
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Opening the EasyDialog Configuration Window 18.1

You will need to have administrator privileges to perform the EasyDialog configu-
ration. To open the EasyDialog designer open the Administration pull-down menu
and select: Start EasyDialog Designer

Figure 18.1. The Start EasyDialog Designer Menu Option

Script Management. ..

DB Registry.. .

Object Manager »
DB Management...

Seguence Management...

Table Description Management. ..
Field Status Management. . .

SQL Plus Prompt...

[ Start Easy Dialog Designer ... o
e i

Manage Barcode Printing

Configure Plug Ins...
| Options. .. |

Figure 18.2. The EasyDialog Configuration Overview Window
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Opening a Form / Creating a New Form 18.2

The configuration of EasyDialog is accomplished through a object-oriented, drag,
drop & modify methodology. To prepare a user input or request form you must
only select an object from a list, drag it onto a design screen, and edit the specific
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parameters for that object. By selecting various pre-programmed object modules
in this manner you can adjust the form to fit the individual needs of your user or
group of users.

There are currently two modes in the EasyDialog configuration window: Open an
Existing Form or Create a New Input Form.

Upon entering the configuration window you will be presented with the following
window where you can select the design mode that you wish to use:

Figure 18.3. Open / Create a New Form

Open a new form

Select design mode

" Create a new input form

If you wish to open an existing form to revise or to use as a template select Open
an Existing Form. You will then be able to modify the form, and to save the chang-
es that you make to the form as the original form name, or under a new name.

If you wish to create an entirely new input form, select Create a New Input Form.

Note: An input form is a form (or input screen) where a user supplies information,
for example, for a preparation or an experiment that they want to perform.

The Configuration Window 18.3

There are five main panels which make up the EasyDialog Configuration Tool:
® The Administrator Toolbar

® The Drag & Drop Objects

® The Property Editor

® The Fields Overview

® The new form itself
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Drag & Drop Objects 18.4

The Drag & Drop Objects window consists of a collection of pre-defined objects.
These objects can then be used to build new input forms.

Figure 18.4. Drag & Drop Objects

Standard Dbie S ampla Objed Method Obsec] Frep Objects | Exp Objects |
Stnsidard Objpcts
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The objects are seperated systematically within Tab windows, grouping standard
objects like ‘printer selection’, ‘Save’ buttons or custom fields, custom combo box-

es, check boxes or radio buttons, that are not defined in the standard database
fields.

Figure 18.5. The Drag & Drop Objects Window
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The fields in the sample order, method ,preparation and experiment tabs are typi-

cal fields used in an adapted EasyDialog form. Custom fields are saved in the da-
tabase in the same manner as the standard fields.
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How to Drag & Drop Objects 18.5

This object-oriented programming approach to form building, allows a non-pro-
grammer to quickly and easily build new EasyDialog forms. To use these objects
in a new form you must only select one, click once on the object with your left
mouse button and hold the button down while you drag the object onto your new
form. The figure below illustrates this simple drag and drop process.

Figure 18.6. Drag - Drop Objects

Adminiztrator Toolbar - Mew_Faorm [A1)
File  “iew Options Help

S My SR
X 85 SampleTRACK Easy Dialog
Standard Objects | Input Objects I
7 —Sample Orde
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g | |Client_Name - 3
E = Cli 4
|EIientDeparthE|ect Drag
20 |EIientE0mpany DrOp
| General
21 |—Gr0upbox—|
StaticT ext
Grids 18.6

In order to simplify the alignment of the objects in the new form, a grid system has
been implemented. By enabling the grid (Options - Grid - Enable Grid) you can
align the new objects on the X and Y coordinates of the grid lines.

The distance between the grid lines is adjustable. To change the grid distance se-
lect Options - Grid - Change X or Change Y Grid Distance. An input window will
appear which will allow you to enter the new grid distance:

Figure 18.7. Changing the Grid Distance

# Distance:
2
()8 I Cancel
The Property Editor 18.7

Once an object has been dropped into a new form you can configure the object
field or title using the Property Editor. To configure a new object, click on the ob-
ject in the new form with your mouse. The Property Editor will display the current
attributes of the object. You can then make any changes to these attributes as
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needed. When you have several objects on your form you must only click on the
corresponding object to change its attributes.

Figure 18.8. Configuring a New Object for EasyDialog

i SompleTRACK EasyDislog [ [Fe st

Caption Sample_ID
Sample 1D [ratazet qSampleCrder
L} u Fieldname SamMPLE_ID
o L Enabled True

Height 21

Left 99

Mame Sample_ID

Top 83

TabOrder 1]

Tag 1]

isible True

‘width 163

Fequired Falze

SaveT oBuffer False

The Fields Overview Window 18.8

The Fields Overview window is a second source of objects for your new form. The
fields listed here are the actual fields that are found in the SampleTrack™ data-
base. Normally these should only be used if an object is not found in the Drag &
Drop Objects, or if a special definition is required.

Figure 18.9. The Field Overview Window

Fields
Fieldname | Walue | Required by DB | Default i alue | Used | Set From DB ;I
- SAMPLE_FRACTION Mo Mo
- MMF_PREPARATION_wS SAMPLE_ID 99031603 Yes Yes
- NMP_EXPERIMENT 'wiS SamMPLE_MATURE Mo Mo
- - SamMPLE_ORDER_MUMBER.. ez Mo ez
SaMPLE_STRUCTURE Mo Mo
SAMPLE_TITLE Mo Mo
STATUS 30 ez 30 Mo ez
STATUS_COMMENT Mo Mo
URGENT SaMPLE ORDER Mo Mo _ILI
1 |

The Fields Overview window in the example is broken down into four main sec-
tions: SAMPLE_ORDERS, METHODS, NMR_PREPARATION_WS, and
NMR_EXPERIMENTS_WS. Each section has several corresponding fields, as
shown in the Fields box in the figure above, which can be dragged & dropped
onto a form.

The SAMPLE_ORDERS fields represent the main information that will be includ-
ed in EasyDialog. The METHODS section contains the fields that pertain specifi-
cally to methods. Likewise, NMR_PREPARATION_WS and
NMR_EXPERIMENTS_WS contain fields that pertain specifically to worksteps for
preparations and experiments, respectively.
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Fields Overview Required Values

18.9

Certain fields are required by the database, and are identified with a Yes in the
Required by DB column. When a field is required by the database, then a value
must be provided. This value can be derived from three sources. The first is that
the value is set by the database automatically. In this case the Set From DB col-
umn will contain a Yes value. The second method is to define a default value for
the field (see "Default Values in the Fields Overview Window" on page 128). If

the value is not derived from the first two methods, then the field must be present
in the EasyDialog form so that the user can enter this value.

Default Values in the Fields Overview Window

18.10
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When you double-click with your mouse on one of the fields, a window will appear
that will allow you to enter a default value to the corresponding field:

Figure 18.10.Default Field Value in the Fields Overview Window

SAMPLE_ID

Default alue

The default value is then displayed in the Default Value column of the Fields

Overview window.

Figure 18.11.Default Value in the Fields Overview Window
|

Fields

SAMPLE FRACTION Mo

Fieldname | WValue | Fequired by DE | Default Yalue | Used
LIMS_IMPORT Mo Mo
MODIFIED_BY Mo Mo
PROJECT_MUMBER Mo Mo
SaMPLE_CHARGE Mo Mo

Mo

4

8] res TestO01 Mo
SaMPLE_NATURE Mo Mo
SamMPLE_ORDER_MUMBER.. ez Mo
SamMPLE STRUCTURE Mo Mo

This default value will then be displayed when you start EasyDialog.

Figure 18.12.Default Value in EasyDialog
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The STATUS Field 18.11

There are several pre-defined status entries used by SampleTrack™. The table
below lists the current status codes and their meaning:

Status Code Description
10 Created

20 Verified

25 Waiting

30 Started

60 Finished

70 Approved

In the Fields Overview window, the SAMPLE_ORDERS, the
NMR_PREPARATION_WS, and the NMR_EXPERIMENTS_WS categories each
contain a STATUS field. By using this STATUS field you can assign a default sta-
tus code value to each category from the table above.

The point at which a Sample Order, Preparation or Experiment is assigned one of
these status's is completely definable by the administrator in the EasyDialog con-
figuration. For example, in one laboratory setup, the user might bring the sample
to the laboratory where further preparations will be carried out, and the responsi-
ble laboratory personnel will place the sample on the sample changer. In this sys-
tem the user's EasyDialog should set the Sample Order to status ,Created” or
LVerified“ when the user presses OK. The laboratory personnel would then use
the Verify Sample Orders or Manual Preparations windows in the Client Tool to
upgrade the status‘s when the preparation has been completed.

In an open access system, for example, where the user has access to a spec-
trometer and can place the samples that they have prepared on the sample
changer themselves, EasyDialog must be configured so that the user can manual-
ly enter a Tube ID and Sample ID. In this case, when the user presses the OK
button in EasyDialog, the Sample Order status should be set to ,Started”, the
Preparation status to ,Finished”, and the Experiment status to ,Verified“.

There are of course many different versions of these scenarios that could be used
in a laboratory. EasyDialog can be configured for your individual laboratory situa-
tion.

In any case the method used to configure which status will be achieved at what
point, is completely programmable by the administrator in the EasyDialog configu-
ration.

Configuring a Status 18.12

To configure the status of the Sample Order, Preparation or Experiment, double-
click with your mouse on the ,Status” field located in the Fields Overview panel
under SAMPLE_ORDER, NMR_PREPARATION_WS, or
NMR_EXPERIMENT_WS, respectively.

A default value window will appear (see the figure below) where you can place
one of the status codes. For example, to set the Sample Order to 10 where it will
be placed on status Created, when the user clicks the OK button in EasyDialog.
Double click with your mouse on the Status field under SAMPLE_ORDER in the
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Fields Overview window. When the default value window appears enter the status
code for Created, which is 10 in the input box, as shown in the figure below.

Figure 18.13.Entering a Default Status Value

STATUS [ <]

Default alue

i

0k | Abbrechen |

Press the OK button in the default value window to accept this new value. You
should now see your new default value listed under the default value for
SAMPLE_ORDER - Status in the Fields Overview window.

You can likewise set a default value listed in the Sample Status Code table to the
preparation status and experiment status in this manner.

The Administrator Toolbar 18.13

The Administrator Toolbar consists of a pull-down menu and several buttons
which allow you to select various routine (e.g. Open, Save) and specialized tasks
or options (e.g. environment variables, grid settings). You can also choose which
panels are displayed, by (de)selecting the corresponding button from the button
bar.

Figure 18.14.The Administrator Toolbar

Administrator Toolbar - Mew Form [All)

File Wiew Options Help
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v DragiDrop Objects
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Impaort... Environment  ariables Change % Grid Distance Help
User Manager... Change ¥ Grid Distance i Info...
FILE VIEWY OPTIONS HELP
Example: Creating a New Input Form 18.14
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The following form example provides a detailed step-by-step description of how to
build a new input form. If you have not already done so, read the help section
"Opening a Form / Creating a New Form" on page 123 to select a design mode
before proceeding with this example.
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Creating a New Form: Opening the Form 18.14.1

To create a new form select Create a New Input Form from the opening prompt,
or File - New from the EasyDialog menu, then Create a New Input Form.

A new form will appear, similar to the one in the following figure:

Figure 18.15.A New Input Form
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Creating a New Form: Establishing Group Boxes 18.14.2

In creating the outline of a new form it is normally a good design methodology to
first establish certain input areas which group related fields. This is accomplished
most easily by using a ,,Group Box". In our example here | will use Sample Order,
Preparation and Experiments. Drag three group boxes from the Drag & Drop Ob-
jects window onto you new form. Fill-in the title for each group box by clicking
once on the box to select it, and by filling in the Caption block of the Field Editor.
When you have completed these steps your form should look something like the
following figure.

Figure 18.16.Drag and Drop Group Boxes

&' SampleTRACK Easy Dialog M=l E3
. ~Sample Order i
~Preparation
~Experiment:
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Creating a New Form: Adding the First Object 18.14.3

Drag & drop a Sample_ID object from the Drag & Drop Objects onto the Sample
Order group box.

Figure 18.17.Drag and Drop Field Sample 1D

g SampleTRACK Easy Dialog 1= B3
. Sample Order i
Sample ID

33031710

Don't be alarmed if the object doesn't fit properly, you can adjust the size of the
Sample Order group box by clicking once on the group box to highlight it, then by
pulling on one of the highlighted corners to adjust the size; or by changing the re-
spective values (Left, Top, Width, and Height) in the Fields Object window.

Creating a New Form: Adjusting the Group Box 18.14.4

Figure 18.18.Adjusting the Size of an Object

. L]
. Sample Order

Sample ID
|aa0z1710

.
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You can also adjust the size of an object in the same manner as described above.

To continue with our example, add the following objects to your Sample Order
group box: Client_ID, Client_Name, Client_Department and Client_Company. Ad-
just the size of the objects and group box until they similar to those shown in the
figure below. If you desire a Client Department and Client Company title, drag &
drop two StaticText objects to the Sample Order group box and fill in the appropri-
ate Caption in the Field Editor.

Creating a New Form: The Completed Group Box 18.14.5
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Figure 18.19.The complete Group Box
. ~Sample Order 1

Sample ID

Client |0 Client Mame Client Department Client Company
ADMIM ﬂ |Administrator, User ﬂ DEMO_DEPARTMEN | DEMO_COMPANY
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You will notice that the values (ADMIN, Administrator, User,
DEMO_DEPARTMENT and DEMO_COMPANY) that are shown in the figure
above are not in the field objects that you have entered. These will appear the first
time you run this new form. The values represent the internal field values from the
SampleTrack™ database.

Creating a New Form: Adding the Other Group Boxes 18.14.6

Now fill in the fields as described previously until the Preparation and Experiment
group boxes are completed as shown in the following figure:

Figure 18.20.Adding Group Boxes

8’ SampleTRACK Easy Dialog [Hi[=] E3
. ~Sample Order i

Sample ID

Client |0 Client Mame Client Department Client Company
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Creating a New Form: Adding Buttons 18.14.7

The final configuration features that needs to be added to complete our example
are the task buttons. The Static Text buttons are pre-defined and configurable,
you need only to drag and drop the objects onto your new EasyDialog form and
adjust the parameters in the Field Editor. The exact buttons that you use depend
on the tasks that you want the user to perform.
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8’ SampleTRACK Easy Dialog [Hi[=] E3

Client |0 Client Mame Client Department Client Company

ADMIM ﬂ |Administrator,User ﬂ DEMO_DEPARTMEN | DEMO_COMPANY
Preparation

" Chlorcform Tube ID

" DMS0

e —————————————————
1.Experimenl Print [ Logaut [

In the following example | have added some of the normal buttons that are used in
EasyDialog.

Figure 18.21.Adding Buttons in a Form
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Sample ID

| ] T e [
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[ = .
Saving an EasyDialog Configuration 18.14.8
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To complete the EasyDialog form select File - Save As from the EasyDialog main
menu. A ,Save As" window will appear, as shown in the following figure, that will
prompt you for a Configuration Name and User/Group under which to save the ile.

Figure 18.22.Save EasyDialog configuration

Save Configuration [ %]
Configuration | Uszer/Group |
TREZ_STANDARD All
TRBEZ STANDARD MIL All
Canfig Mame IEZ_STANDAHD_DM_Test
User / Group IUM_TESt j Cancel |

Enter a configuration name such as EZ_STANDARD_<new name>, where <new
name> is a name that you give the file. If you want to save the configuration under
an existing name (e.g. EZ_STANDARD), select the name from the configuration
list - this will overwrite the existing file.

For the User/Group select a group or user from the pull-down menu. If you want to
make the new EasyDialog configuration available for all users, select ,All*, other-
wise select the specific user or group that you want the configuration assigned to.

This completes the steps for creating a new form.
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EasyDialog Parameters 18.15

/Username:<usr>: The login user name: e.g. GUEST
/Password:<Passwrd>: Password for a corresponding user.

/Admin; The program will be opened in EasyDialog configuration mode (the Tool-
bars appear).

/Config: EasyDialog is opened with the Load Configuration window to allow Easy-
Dialog configuration selection.

/Config:<Name>: EasyDialog is opened with the <name> as a parameter. When
this name does not exist the program will be stopped.

/SysButtons: Displays the system Windows button and system menu when Easy-
Dialog is opened.
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E-Mail Support

E-Mail Support

19.1

An additional feature of SampleTrack is the ability to notify users of finished sam-
ples or experiments per E-mail. In order to notify users per E-mail, the E-mail ad-
dresses must first be added to the E-mail listing in the Environment Setup — Users
— Basic Information window. New users can either be inserted manually or
through file import.

The generation of E-mails is executed by the database and the SampleTrack
Communication Server. The Communication Server handles E-mail support like
an instrument, no user interaction is necessary. To activate E-mail notification,
check Served By Communication Server in the Envoronment Setup / Instru-
ments / E-mail window.

Figure 19.1. E-mail Served by the Communication Server

< Sample TRALK Chenk
= Edt Yew Extres dcmiistration  Help

lowm v B8 =

=1alx

Iy @ X (6]

SampleTRACK Overview

& fepave Samph: Diders
& Communicaion Repot
= Ervionment Setup

© Comparies
= Depatmants
& Usens
& Sobwrits
© Frolon Excherge Sobarks
& Freparalions
2 Prepaaiion Type:
@ Schent Methad:
= Experivents
(> Evperiment Tupes
@ Expormant Subk

@ (IR
& Melhod Types

WS e S

s

rufments Gortroaey Seliigs | il Commamic ion Selinge | Iterfaca Fis Setings | Inteface Distau | Diher Sattinge |
W S ok Dider: ~ B A o
o Subrsd Sample Orders 3 A {0 e
B! Selecied Samle Orcers ~ B EMAIL Irairument Names Instrument Type
8 Maruat Propacations o L% MAHUFREP ERal INTERFACE o
# Piolon Ex ERFACE
Ak b aven Dhescrighion S Hama
£ Tubss W [ Irtossioey and Managrosed Symem | =l

T Ll Trigoer Fox Expet Tigges S |
I Comslr A Dodder Fike simubtarnushy

I 1 BEST Instaarent

[ Secved by Commurscalion Sere: *

Sl S Sl
Ingos gt
i | g@ | peee | s | E% | oeee |
¥ Debug Scapts Emad

User Guide Version 002

BRUKER BIOSPIN

137 (255)



E-Mail Support

Installation of E-mail support 19.2

Start the installation in the Administration menu, DB Management / Load Com-
ponents.

Figure 19.2. Selecting HTML or Plain Text E-mail Notification
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Installation steps
® Definition of the Interface in the Instrument Setup for E-mail support.
® Definition of the trigger which exports data to the E-mail program.

® Definition of parameters for E-mail support.

System Requirements 19.2.1

SampleTrack V2.35
ScriptLib V3.3
DB V2.039

E-mail Internal Processes 19.2.2

The following internal processes are performed when using the E-mail notification
in SampleTrack. First a database trigger generates a dataset in the table
INTERF_TRIG_TAB, which provides a list of samples, for which an E-mail notifi-
cation needs to be performed. This trigger is activated in the database each time
a sample or an experiment is set to the Finished status. The SampleTrack Com-
munication Server scans the INTERF_TRIG_TAB table for available datasets. If a
dataset is found, the Communication Server runs the predefined script which exe-
cutes the E-mail notification. The script contains commands, that are integrated
with the Communication Server, which prepare data for E-mail distribution. After
finishing this process the current dataset is deleted.
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E-mail Interface 19.2.3

Automatic E-mail notification is supported by the SampleTrack Communication
Server. As the Communication Server only supports instruments, an instrument
interface must be defined before automatic E-mail notification can be used. The
following steps must be performed in order to define an instrument interface:

Select Environment Setup - Instruments from the tree, and press the New button
to define a new instrument.

Assign the name EMAIL to the new instrument (all instruments should have capi-
tal letters).

Select the instrument type INTERFACE.
Select the script EMAIL_Export from ScriptLib (ScriptLib V3.3 is required).

Press the Save button to save all the data to database.

E-mail Trigger Setup 19.2.4

The button Trigger Setup, in the Common Settings window, is used to define the
event which determines when the E-mail should be sent. Possible events include:
experiments, preparations, methods and sample orders. E-mail naotification is acti-
vated following the completion of one of these events. The event option can be
selected from the pull-down box Fire Trigger When. After selecting the event op-
tion, you must also select one of the checkbox options under Has Following Sta-
tus, which indicates the status of when the trigger should be fired. Standard
options for these two parameters are Status Finished for the status, and Sample
Order for the table. On the right side of the Trigger Setup window is the internal
database trigger, displayed as SQL text.

To activate the trigger, the checkbox Use Trigger For Export must be checked in
the Common Settings window.

Figure 19.3. The E-mail Trigger Setup Window
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E-mail Parameters

19.2.5

To edit the E-mail parameters press the button E-mail, which will open an E-mail

parameter dialog window.

Figure 19.4. E-mail Parameters
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E-mails can be configured as HTML or plain text format. The following information

must be modified:
Value

<your smtp server host>
25

US-ASCII

Samtrack

SAMPLE_ORDERS.SAMPLE_ID]

Sample [SAMPLE_ORDERS.SAMPLE_ID]' finished
[SAMPLE_ORDERS.DOCU_FILES]

Description

Host where the E-mails will be
sent.

Port for SMTP server.

Different locales have differ-
ent character sets. Default is
US-ASCII.

Name of E-mail sender

Unique identifier, to identify E-
mail.

Title for the E-mail.

Attachments that should be
sent with the E-mail.

The following fields are contained in the mail context: one header, one or more
body entries (dependant on the number of experiment datasets) and one footer.

Header

The following experiments in the sample order [SAMPLE_ORDERS.SAMPLE_ID]

are finished:

BRUKER BIOSPIN
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Installation of E-mail support

Body

[NMR_EXPERIMENT_WS.EXPERIMENT_NAME_KEY] on

[NMR_EXPERIMENT_WS.INSTRUMENT_NAME_KEY]
Text for bodies. Mail can consist of several entries.
Footer

Please remember to pick up you plots.

Thank you for choosing SampleTrack.

Text for footer information.

Note: Once you have finished the configuration, you must restart the Communica-

tion Server in order for the changes to take effect.

E-mail Interface Trigger Table

19.2.6

Description for INTERF_TRIG_TAB
The following fields have been predefined for the INTERF_TRIG_TAB table:

Field Name
INTERF_TRIG_PK

INSTRUMENT_NAME_KEYVarchar (20)

TABLE_NAME
COLUMN_NAMES

Type Description

Number (22) Unique internal number.

Interface (instrument) name; dependant on the trigger

instrument (will be set for E-mail support instrument: E-

mail).
Varchar (30) The name of the table that has fired the trigger.
Varchar (100) Reference  fields that the dataset

(SAMPLE_ORDER_NUMBER_KEY,

METHOD_TYPE_KEY,

NMR_PREPARATION_WS_KEY,
NMR_EXPERIMENT_WS_KEY).

WS _ID Varchar (100) Reference values that identify the dataset (1234,NMR,
1235,1236).

STATUS Varchar (4) The status that has fired the trigger.

TRIG_DATE Date The date and time when the trigger was fired.
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E-mail Address Registering 19.2.7

The E-mail address is registered in the environment user setup

Figure 19.5. E-mail Address in the Environment User Setup
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Data Exchange &
Directory
Structure

Introduction to Data Exchange 20.1

SampleTrack™ contains several predefined table structures that are used for the
organization and display of key data both internally and in external programs. This
chapter provides a description of the individual fields used in these table struc-
tures.

There are several fields found in the four base tables used internally by Sample-
Track™. Refer to Introduction to SampleTrack Base Tables for details.

There are also several fields that are used by the view VCU_REQUEST ALL.
This view is used when viewing data from an external program such as Crystal
Reports™ or Microsoft® Excel®. Refer to the Description of the
VCU_REQUEST_ALL Tables for details.

SampleTrack™ bstsdata Directory Structure 20.2

When using the SampleTrack™ software it is essential that the following directory
structure is created as described below:

All instrument directories must be located in a directory labeled bstsdata.

For each instrument there must be a separate subdirectory with the specific in-
strument name. These instrument subdirectories must consist of the necessary in
and out directories which are used for file communication.

The In directory is where instrument input files are to be located.

Instrument File Type

LIMS SampleTrack™ report files for the company LIMS
PREP Preparation order files from SampleTrack™
SPECT Spectrometer order files from SampleTrack™

The Out directory is where the instrument reports are to be located.

Instrument File Type

LIMS LIMS work lists for SampleTrack™ import
PREP Preparation report files from SampleTrack™
SPECT Spectrometer report files from SampleTrack™
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Each In or Out directory must contain a save and an error sub-directory.

When the files have been accessed successfully by the SampleTrack™ system,
or any other instrument, they are moved to the associated save directory.

When the access was unsuccessful (e.g. a syntax error) the files are moved to the
error directory.

Bl Datei - Manager - [M:\specty=.= - \\BEEM06\bstsdata]

M Datei Datentrager Verzeichnisse Ansicht Optionen  Sich

I B2 M: WWBEEMOG bstzdata

=l Ele =14 =l EIf Elo B Ei

ML - NTFS - ‘&

- C2lims

- Ein
3 error zolvents. bt
0 save experiments. txt

= oot

0 ermor

C save

- C3 prep

- Ein

0 ermor
C save
= oot

0 ermor
£ save

= spect
- Ein
': 0 ermor
C save
= oot
0 ermor
C save
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JCAMP Definition
File

JCAMP Definition File Introduction 21.1

The communication files serve as the exchange between SampleTrack™ and the
served instruments and systems like spectrometers, preparation robots or LIMS.

Each instrument has a separate In and Out directory defined for its information ex-
change.

In Directory:
Order-File created by SampleTrack

Information:SampleTrack --> Instrument

Out Directory:
Report-File created by Instrument

The Report File contains the status or result of a measurement or preparation or-
der.

Several files can be generated for one order.

Information:Instrument --> SampleTrack

The control software for each instrument scans the In directory for current orders,
reads the incoming files and reports the results into the out directory. The Out file
structure is the same as the incoming file structure completed with the result and
order status information.

Workflow Example:

SampleTrack generates an order file for the preparation robot for each prepara-
tion .

File name: Sample-ID.[*]p(valid file nomenclature: abcl23.p — abc123.10p —
ach123.11p — abc123.102p)

After the preparation the preparation robot writes the report file:
File name:Sample-ID.[*]r

SampleTrack generates for each experiment / measurement an order file for the
spectrometer.

File name: Tube-ID.10r; Tube-ID.11r

The spectrometer generates for each experiment / measurement 2 report files.
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File name:

Tube-1D.11s (Status-Info 1.Exp); Tube-ID.12s (Result-Info 1. Exp.)
Tube-1D.13s (Status-Info 2.Exp); Tube-ID.14s (Result-Info 2. Exp.)

Communication File with JCAMP Format

21.2

146 (255)

A communication file includes two parts: Header and variable part.

The header rows are preceded by two hash marks (##). The header information is

defined by the universal JCAMP format.

The variable part is preceded by the hash and dollar symbols (##$). Variables

preceded by ##$ are user defined and in alphabetcal order.
Header:
#H#TITLE= Setup File, SampleTrack Software Version x.x
(x.x The current version number)
##JCAMPDX= 5.0
(JACMP Version)
##DATATYPE= Parameter Values
(Data or parameter file)
##ORIGIN= BRUKER BIOSPIN GMBH
(Responsible company name)

##OWNER= Client company, that uses the data

Variable Part:
##SACAMREQUEST= NOT USED
(Table: NMR_EXPERIMENT_WS . AC_AM_REQUEST)
Special requests for AC or AM instruments.
‘YES' or empty
Format: string (max. 40 digits).
--> Generated by SampleTrack.
--> Interpreted by spectrometer.
##$ACCOUNT= NOT USED
(Table: DEPARTMENTS.COST_CENTER)
The client cost center
Format: string (max. 40 digits).
--> Generated by SampleTrack.
--> Interpreted by spectrometer --> JCAMP data file.
##SANALYST=
(Table: NMR_EXPERIMENT_WS . USER_NAME_KEY)

Spectrometer operators ID (Not necessarily the logged in user).
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Format: string (10 digits).

--> Generated by SampleTrack.

--> Interpreted by spectrometer --> JCAMP data file.
##SBESTMETHOD=

(Table: SAMPLE_ORDERS . USER_NAME_KEY)

Client user ID

Format: string (10 digits).

--> Generated by SampleTrack.

--> Interpreted by spectrometer --> JCAMP data file.
##SCLIENTCODE=

(Table: SAMPLE_ORDERS . USER_NAME_KEY)

Client ID

Format: string (10 digits).

--> Generated by SampleTrack.

--> Interpreted by spectrometer --> JCAMP data file.
##SCLIENTDEPARTMENT=

(Table: USERS . DEPARTMENT_NAME_KEY)

Client department ID

Format: string (max. 40 digits).

--> Generated by SampleTrack.

--> Interpreted by spectrometer --> JCAMP data file.
##SCLIENTEXPERIMENT= NOT USED

(Table: NMR_EXPERIMENT_WS.CLIENT_EXPERIMENT)

Format: string (max. 40 digits).

--> Realized with parameter ##$EXPERIMENT.
##SCLIENTNAME=

(Table: COMPANIES . COMPANY_NAME)

Company name

Format: string (max. 40 digits).

--> Generated by SampleTrack.

--> Interpreted by spectrometer--> JCAMP data file.
##SCLIENTSOLVENT= NOT USED

(Table: NMR_PREPARATION_WS.CLIENT_SOLVENT)

Client solvent: H20,THF,DMSO,D20,CDCLS3,...

Format: string (max. 40 digits).

--> Realized with parameter ##$SOLVENT.
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##$COMPOSIT_BASE_EXPNO =

(Table: NMR_EXPERIMENT_WS . COMPOSIT_BASE_EXPNO)
Virtual basis experiment number of a composit experiment. No spectra.
--> Generated by spectrometer.

--> Interpreted by SampleTrack.

When the composit experiment is restarted, this field is transfered to ICON-
NMR™:

--> Generated by SampleTrack

--> Interpreted by spectrometer.

##$COMPOSITEXPERIMENT=

(Table: NMR_EXPERIMENT_WS . COMPOSIT_EXPERIMENT)
Composit experiment name as defined in the spectrometer software.
This experiment is not necessarily defined within the SampleTrack experi
ment tables.

Format: string (max. 256 digits)

--> Generated by spectrometer.

--> |nterpreted by SampleTrack.

##$COMPOSITMULTIORDERFILES

(Table: BSTS_REGISTRY -- DEFAULT_JCAMP_VALUES - Value)

Switches between the possibility of decomposing a composite experiment
within SampleTrack (1) or the spectrometer software (0). When the de-
composition takes place in the spectrometer software (0), SampleTrack
generates the order with one experiment.

--> Generated by SampleTrack.

--> |nterpreted by spectrometer.

##$COMPOSITSEQNUMBER=

(Table: NMR_EXPERIMENT_WS . COMPOSIT_SEQ_NUMBER)

The composite experiment sequence number followed by comma (,) and
the number of experiments belonging to the composite experiment.

Format: n,m
--> Generated by spectrometer.

--> Interpreted by SampleTrack.

##$DANGER= NOT USED

(Table: SAMPLE_ORDERS . DANGER_HINT)

Indicates dangerous attributes of a sample like

toxic, biohazard, radioactive, irritant, flammable, cancer hazard, ...
Format: string (max. 40 digits).

--> Possibly generated by SampleTrack.
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##SDATASETNAME= NOT USED
Directory path name of the result file
Format: string (max. 40 digits).
--> Generated by SampleTrack.
--> |nterpreted by spectrometer.
##SDISKUNIT=
(Table: NMR_EXPERIMENT_WS . DISKUNIT)
Target directory (default: /u)
Format: ASCII string (max. 50 digits).
--> Generated by SampleTrack .
--> Interpreted by spectrometer (ICON-NMR™),
##3$DISPOSE= NOT USED
Format: ASCII string (max. 40 digits).
--> Generated by SampleTrack.
--> Interpreted by AutoPREP.
#H#SEXPERIMENT_WS ID=
(Table: NMR_EXPERIMENT_WS . NMR_EXPERIMENT_WS_KEY)
Unique experiment ID
Format: ASCII string.
--> Generated by SampleTrack
--> Interpreted by SampleTrack.
#HSEXPERIMENT=
(Table: NMR_EXPERIMENT_WS . EXPERIMENT_NAME_KEY)
Experiment name: 13C,31P,1H,1R,GC-IR,GC-MS,MS,...
Format: ASCII string (max. 256 digits).
--> Generated by SampleTrack.
--> |nterpreted by spectrometer.
##$EXPERIMENTEND= <Stunde : Minute Monat/ Tag / Jahr>
(Table: NMR_EXPERIMENT_WS . DATE_END)
Format: ASCII string (max. 40 digits)
--> Generated by Spectrometer.

--> Interpreted by SampleTrack.
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#H#SEXPERIMENTNUMBER=
(Table: NMR_EXPERIMENT_WS . EXPERIMENT_NUMBER)
ExpNo
Part of RESULTDATAPATH.
--> Generated by Spectrometer.
--> Interpreted by SampleTrack.
Restart Experiment:
--> Generated by SampleTrack.
--> Interpreted by spectrometer.
##SEXPERIMENTSTART= <Hour : Minute Month / Day / YEARr>
(Table: NMR_EXPERIMENT_WS . DATE_START)
Format: ASCII string (max. 40 digits).
--> Generated by Spectrometer.
--> |nterpreted by SampleTrack.
#HSEXPERSTATUS=
(Table: NMR_EXPERIMENT_WS . STATUS)
Order status SampleTrack --> Spectrometer.
Possible entries: NEWPROBE or ADDITIONAL.
(SampleTrack --> Spectrometer).
measurement status Spectrometer --> SampleTrack.
Possible entries: ENDOK, ENDERR, WORKING.
(Spectrometer --> SampleTrack).
The error message can be attached in case of an error (ENDERR),
separated by a space.
Format: ASCII string (max. 40 digits).
--> Generated by SampleTrack or Spectrometer.
--> |nterpreted by SampleTrack or Spectrometer.
#SFILTER=
(Table: NMR_PREPARATION_WS . FILTER)
Indicates the use of a paper filter.
Possible entries: 0, 1.
--> Generated by SampleTrack.
--> |nterpreted by AutoPREP.
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##SINSTRUMENT=
(Table: NMR_EXPERIMENT_WS . INSTRUMENT_NAME_KEY)
Indicates the analysis instrument for an experiment e.g. DPX300
Format: ASCII string (20 digits).
--> Generated by SampleTrack.
--> |nterpreted by spectrometer.
##SIJCAMPRESULTFILE=
field exists for compatibility reasons.
Use JCAMPRESULTFILE_REAL instead.
(Table: NMR_EXPERIMENT_WS . JCAMP_RESULT FILE)
Path and file name of processed data (REAL) in JCAMP format.
(source: [1D: 1r] [2D: still open]).
Format: ASCII string (max. 40 digits).
--> Generated by Spectrometer.
--> Interpreted by SampleTrack.
Example JCAMPRESULTFILE.
##$IJCAMPRESULTFILE_ RAW=
(Table: NMR_EXPERIMENT_WS . JCAMP_RESULT FILE)
Path and file name of raw data (FID, SER) in JCAMP format.
(source: [1D: fid] [2D: still open]).
Format: ASCII string (max. 40 digits).
--> Generated by Spectrometer.
--> Interpreted by SampleTrack.
See example JCAMPRESULTFILE.
##$IJCAMPRESULTFILE_REAL=
(Table: NMR_EXPERIMENT_WS . JCAMP_RESULT FILE)
Path and file name of processed data (REAL) in JCAMP format.
(source: [1D: 1r] [2D: still open]).
Format: ASCII string (max. 40 digits).
--> Generated by Spectrometer.
--> Interpreted by SampleTrack.
See example JCAMPRESULTFILE
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##$IJCAMPRESULTFILE_REAL IMAG=

(Table: NMR_EXPERIMENT_WS . JCAMP_RESULT _FILE)

Path and file name of processed data (REAL and IMAG) in JCAMP format.

(source: [1D: 1r und 1i] [2D: still open)).

Format: ASCII string (max. 40 digits).

--> Generated by Spectrometer.

--> Interpreted by SampleTrack.

See example JCAMPRESULTFILE
##SIJOURNAL=

(Table: METHODS . JOURNAL_NUMBER)

Indicates the labor journal number.

Format: ASCII string (max. 40 digits).

--> Generated by SampleTrack.

--> |nterpreted by spectrometer.
#HIMAXTEMP=

(Table: NMR_PREPARATION_WS . MAX_TEMP)

Maximum sample or solvent temperature.

Format: ASCII string (max. 40 digits).

--> Generated by SampleTrack.

--> Interpreted by the preparation robot.
##SMINTEMP=

(Table: NMR_PREPARATION_WS . MIN_TEMP)

Minimum sample or solvent temperature.

Format: ASCII string (max. 40 digits).

--> Generated by SampleTrack.

--> Interpreted by the preparation robot.
##SNMRPARAMS=

(Table: NMR_EXPERIMENT_WS . PARAMS)

Experiment parameters seperated by semicolons.

Parameter name and its value are seperated by a blank.

Example:ns 20;sw 10.

Format: ASCII string (max. 40 digits).

--> Generated by SampleTrack.

--> Interpreted by the preparation robot.
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##SORDERNUMBER=
(Table: SAMPLE_ORDERS . SAMPLE_ORDER_NUMBER_KEY)
Internal unique order number.
Format: ASCII string (20digits).
--> Generated by SampleTrack.
-->Interpreted by SampleTrack.
##$PHDEMAND= NOT USED
(Table: NMR_PREPARATION_WS .)
Required PH value.
Format: ASCII string (max. 40 digits).
--> Generated by SampleTrack .
--> Interpreted by the preparation robot.
##SPREPARATION_WS_ ID=
(Table: NMR_PREPARATION_WS . NMR_PREPARATION_WS_KEY)
Unique key of the preparation record.
Format: ASCII string.
--> Generated by SampleTrack.
--> Interpreted by SampleTrack.
##SPREPARATIONDATE= <Hour : Minute Montht/ Day / Year>
(Table: NMR_PREPARATION_WS . DATE_END)
End of preparation.
Format: ASCII string (max. 40 digits).
--> Generated by the preparation robot.
--> Interpreted by SampleTrack.
##SPREPARATIONOPERATOR=
(Table:NMR_PEPARATION_WS.USER_NAME_KEY)
(or  NMR_PEPARATION_WS.PREPARATION_OPERATOR_NAME)
ID of the chemist doing the preparation.
Format: ASCII string (20 digits).

--> Generated by SampleTrack.
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##SPREPSTATUS=
(Table: NMR_PREPARATION_WS . STATUS)
Order status preparation robot --> SampleTrack.
Possible entries: ENDOK, ENDERR, WORKING.
The error message can be attached in case of an error (ENDERR),
separated by a space.
Format: ASCII string (max. 40 digits).
--> Generated by the preparation robot.
--> Interpreted by SampleTrack.
##SPROTONEXCHANGE=
(Table: NMR_PREPARATION_WS . PROTON_EX_NAME_KEY)
Indicates the solvent for a proton exchange.
Example: D20, ...
Used by the spectrometer software by extending.
##$SAMPLETITLE with [##$PROTONEXCHCHANGE]-Exchange for the plot
Format: ASCII string (20 digits).
--> Generated by SampleTrack.
--> |nterpreted by spectrometer.
##SRESULTDATAPATH=
Example RESULTDATAPATH.
(Table: NMR_EXPERIMENT_WS . RESULT_DATA_PATH)
FID path name (raw data) after measurement.
A combination of several spectrometer variables like SPECTROMETER
OPERATOR, SAMPLEID and EXPERIMENTNUMBER.
Example: /u/data/guest/nmr/AB000134/10.
SPECTROMETEROPERATOR = guest.
SAMPLEID = AB000134.
EXPERIMENTNUMBER = 10.
Format: ASCII string (max. 40 digits).
--> Generated by Spectrometer.
--> Interpreted by SampleTrack.
##SRETURNDATE= NOT USED
Format: <Monat/Tag/Jahr> ASCII string (max. 40 digits)
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##SROUT_POS= NOT USED
(NMR_EXPERIMENT_WS.WS_POSITION)
Format: ASCII string (max. 80 digits).
--> Generated by SampleTrack.
--> Interpreted by SampleTrack.
##SSAMPLEAMOUNT=
(NMR_PREPARATION_WS . SAMPLE.AMOUNT)
Sample substance in mg.
Format: ASCII string (max. 40 digits).
--> Generated by SampleTrack .
--> Interpreted by the preparation robot.
##SSAMPLECHANGERHOLDER=
(Table: NMR_EXPERIMENT_WS . SAMPLE_CHANGER_HOLDER)
Sample position within the B-ACS carousel.
Format: ASCII string (max. 40 digits).
--> Generated by Spectrometer (when reading the tubelD-Barcode).
or manually entered (MANUPREP) with urgent sample orders.
--> Interpreted by SampleTrack or Spectrometer (URGENT).
##SSAMPLEID=
(Table: SAMPLE_ORDERS.SAMPLE_ID)
Identification of the sample substance.
Format: ASCII string (10 digits).
--> Generated by SampleTrack.
--> |nterpreted by spectrometer.
##SSAMPLENATURE= NOT USED
(Table: SAMPLE_ORDERS.SAMPLE_NATURE)
State of sample aggregation like solid, liquid, semifluid, crystalline.
Format: ASCII string (max. 40 digits).
--> Generated by SampleTrack .
##SSAMPLETITLE=
(Table: SAMPLE_ORDERS . SAMPLE_TITLE)
Plot title.
Format: ASCII string (max. 240 digits).
--> Generated by SampleTrack.

--> |nterpreted by spectrometer.
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##SSENSITIVE= NOT USED
Sample qualities like light, hygroscopic...
Format: ASCII string (max. 40 digits).
--> Generated by SampleTrack.
##SSETUPDATE= NOT USED
(Table: SAMPLE_ORDERS.DATE_ENTRY)
Order setup or entry date.
Format: ASCII string (max. 40 digits).
--> Generated by SampleTrack.
##SSETUP_FILE=
ICON-NMR™ uses this variable temporarily.
It holds the order file name in a report file.
Example: 1234.10r
Format: ASCII string (max. 40 digits).
--> Generated by Spectrometer.
--> Evaluation for debugging only.
##SSPECTROMETEROPERATOR=
(Table: NMR_EXPERIMENT_WS . INSTRUMENT_LOGIN_NAME)
Spectrometer User. If the variable #USER is empty, it fills up the
#RESULTDATAPATH with the UserID.
Format: ASCII string (20 digits).
--> Generated by Spectrometer.
--> |nterpreted by SampleTrack.
##SSOLVAMOUNT=
(Table: NMR_PREPARATION_WS . SOLVENT_AMOUNT)
Solvent amount in ml.
Format: ASCII string (max. 40 digits).
--> Generated by SampleTrack.
--> Interpreted by the preparation robot.
##SSOLVENT=
(Table: NMR_PREPARATION_WS . SOLVENT_NAME_KEY)
Used solvent ID like H20,THF,DMSO,D20,CDCLS3,...
Format: ASCII string (max. 40 digits).
--> Generated by SampleTrack.
--> Interpreted by preparation robot.

--> |nterpreted by spectrometer.
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##$SOLVMETHOD=
(Table: NMR_PREPARATION_WS .
SOLVENT_MIX_METHOD_NAME_KEY)
Used solvent method like USONIC, HEATER...
Format: ASCII string (max. 40 digits).
--> Generated by SampleTrack .
--> Interpreted by the preparation robot.
##SSOLVTEMP=
(Table: NMR_PREPARATION_WS . SOLVENT_MIX_TEMP)
Solvent temperature.
Format: ASCII string (max. 40 digits).
--> Generated by SampleTrack .
--> Interpreted by the preparation robot.
##SSOLVTIME=
(Table: NMR_PREPARATION_WS . SOLVENT_MIX_TIME)
Solvent duration.
Format: ASCII string (max. 40 digits).
--> Generated by SampleTrack .
--> Interpreted by the preparation robot.
##STUBEHANDLING= NOT USED
Tube handling like 4mm,top melting, coding, vacuum, ...
Format: ASCII string (max. 40 digits).
--> Generated by SampleTrack.
##STUBEID=
(Table: METHODS . TUBE_ID)
Temporarily sample identifikation during the measurement:
It is the ID on the barcode collar tube. The tube ID is entered when the
preparation takes place, either manually, by hand scanner or with the
B-BCE instrument.
Format: ASCII string (max. 40 digits).
--> Generated by the preparation robot.

--> Interpreted by SampleTrack und Spectrometer.
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##$ URGENT =
(Table: SAMPLE_ORDER . URGENT_SAMPLE_ORDER)
Urgent orders are measured before others.
Valid entries: 1 or 0
--> Generated by SampleTrack
--> Interpreted by spectrometer
##$ USER =
(Table: NMR_EXPERIMENT_WS .USER_NAME_KEY)
User ID - known in the spectrometer software and ICON-NMR™
Part of RESULTDATAPATH.
Format: ASCII string (20 digits).
--> Generated by SampleTrack.

--> |nterpreted by spectrometer.
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Introducing Scripts for Automation

22.1

Common Variables and Functions

The package stscript.bpl (Module: dmScript.pas) is used for SampleTrack Client,
Easy Dialog and Communication Server.

It includes routines for automation to store custom specific configurations.
Available commands are most of the commands used in Delphi 6.0

The following sections describe the common variables and functions.

22.2
Variables with Instrument Type: Interface 22.2.1

vFileName File name for Import or Export (read/write).

vMethod Method Name, default is the content from vDefMethodName

(usually ‘NMR’).

- SampleTRACK Client

vScriptName (RO)Name of the running scripts.
vinstrumentName (RO)Name of the current instrument.

vTransactionError (RO)Boolean-Variable within the program (StComSrv) that in-
dicates a transaction error.

Figure 22.1. Instrument Type Interface

le Edit  Wiew Extras Administration  Help

mpleTRACK Overview

DBl v BN S 2B XV | @ |

Instruments

@’ Sample Orders

4w Submit Sample Orders
@’ Selected Sample Orders
- Manual Preparations

- # Proton Exchange

ol |gtrument Orders

J)' Tubes "W aiting For HD Exchange
- Approve Sample Orders
(& Communication Report
I---fg'}; Environment Setup

----- (= Companies

----- (= Departments

----- = Solvents

----- (= Praton Exchange Solvents
----- (= Preparations

----- (= Preparation Types

----- (= Solvent Methods

----- (= Experiments

----- (= Experiment Types

User Guide Version 002

Camman Settings | File: Communication 5 ettings I Interface File Settings I Interface Defaults I Other Settings I

r~Ingtrument Description

Instrument Mame Instrument Type

IEMAIL INTERFACE A
Description Server Mame
IInterface for EMAIL Export I j

I 15 BEST Instrument [ Use Trigger For Expoart

Trigger Setup |

[ Create All Order Files simultanausly

[~ Served by Communication Server

—Scripts
Import

Export

ErAIL_Export
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Columns on Tab ’Interface File Settings’ 22.2.2

vClientldCol (RO)
vExperimentCol (RO)
vHdExchangeCol (RO)
vSampleldCol (RO)
vSampleTitleCol (RO)
vSolventCol (RO)
vPreplnstrCol (RO)
VEXxplInstrCol (RO)

Figure 22.2. Interface File Settings

Sample TRACK Client
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L =1of;
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ﬁ gz:ﬁ:?su‘:q;z Orders v h —File;olumn MNames———————— - [=File Impork
@’ Selected Sample Orders =t 1D {1z LRI Separator * Preview
~ @ Manual Preparations Jrﬂ‘ MaMUFPREP ISUBMITTEH IS | TAES
,} Praton Exchange Experiment [eg: EXFERIMEMT)
ol Instrument.D.rders IEXPEHIMENT [ Cortinue After Enor
J)' Tubes "W aiting For HD Exchange
@ Approve Sample Orders Fraton Exchange [eg: HD_EXCHAMGE] 5
-2 Communication Feport IHD_EXEHANGE ~File Export
""EEZ Enviranment Setup Sample ID [eq: SAMPLE (D] Separatar * Preview
""" & Companies [5AMPLE_ID [2 <TAB>
----- = Departments =
_____ B Users Sample Title [eq: SAMFPLE _TITLE] Export Status
..... & Saolvents ISAMPLE_TITLE IApproved j
----- (= Proton Exchange Solvents Solvent [eq: SOLYENT] .
----- (= Preparations ISDLVENT [~ Export Experiment
----- = Preparation Types -
_____ B Solvent Methods Freparation Instrument (eg. PREP_INSTR]
----- (= Experiments I r—=File Export Type
----- & Experiment Types Experiment Instrument [eq. EXP_INSTR) £~ Text File with Columns
----- = Experiment Substitution for Impo I :
----- & Instruments £ JCAMP File
""" & Method Types e A — i~ Free Text File
[~ Enable to ovenide approved datasets £iNofie
| | _I * Type character az separator for import or export
»
nnected to database dben152 as k_abbatt ILogged in as ADMIN | |Auka refresh enabled |
fClientld Field content of vClientldCol (global variable, editable)
fExperiment Field content of vExperimentCol (global variable, editable)
fHdExchange Field content of vHdExchangeCol (global variable, editable)
fSampleld Field content of vSampleldCol (global variable, editable)
fSampleTitle Field content of vSampleTitleCol (global variable, editable)
fSolvent Field content of vSolventCol (global variable, editable)
fPreplinstr Field content of vPrepinstrCol (global variable, editable)
fExplnstr Field content of vExplnstrCol (global variable, editable)

vDefSoStartStatus (RO)Start status Sample Order for the current instrument
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vDefMNmrStartStatus (RO)Start status methods (NMR), for the current instru-
ment

vDefNpwStartStatus (RO)Start status Nmr_Preparation_Ws for the current instru-
ment

vDefNewStartStatus (RO)Start status Nmr_Experiment_Ws for the current instru-
ment

vDefMMsStartStatus (RO)Start status methods (MS) for the current instrument

vDefMpwStartStatus (RO)Start status Nmr_Preparation_Ws for the current in-
strument

vDefMewsStartStatus (RO)Start status Nmr_Experiment_Ws for the current in-
strument

vDefCompanyName (RO)Company Name

vDefDepartmentName (RO)Department Name
vDefNmrExplInstrName (RO)Default NMR Spectrometer Instrument
vDefNmrPreplnstrName (RO)Default NMR Preparations Instrument
vDefMethodName (RO)Default Method

Common Terms for Script Processing 22.3

SO ‘SAMPLE_ORDERS’

M ‘METHODS’

NPW ‘NMR_PREPARATION_WS’
NEW ‘NMR_EXPERIMENT_WS’
UNCHECKED'O’

CHECKEDY

When a table is opened multiple times, the record can be identified using an alias
name +’_’ + a consecutive number, rather than using table names.

Example: (always beginning with '1")
SAMPLE_ORDERS_1
SAMPLE_ORDERS_2
NMR_EXPERIMENT WS _1
NMR_EXPERIMENT _WS_2

etc.

Functions for Script Processing 22.3.1

Procedure Self.Abort#
Stops the current processing.

Transaction and post_transaction_script will be performed.
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Procedure Self.Exit#

Ends the current script. The script(s) that follow will be carried out.

Procedure Self.SetGlobVar#(VariableName, Value: String).

Allows the definition of global variables valid within a list of scripts.

Function Self.GetGlobVar#(VariableName: String): String
Delivers the value of a variable that was set previously.

If not defined, the value returned is an empty String.

Function Self.ConvertToFieldName#(Text: String): String

Converts a text into data base field name format and returns it as a String.

Function ShellExecute#(Operation, FileName, Parameter, Directory: String.
ShowMode: Integer): Boolean.
Executes a command.

Operation defines the action to be executed, e.g. Open. Filename is the name of
the commando file or the file to be opened. Parameter are the parameters passed
to FileName. Directory is the working directory. Showmode indicates the size of
the new window.

1 = Minimized
2 = Maximized
No entry = Normal
Functions for File Import/Export 22.3.2

Function Self.GetFileFieldCount#: Integer.

Returns the number of fields from the standard I/O file.

Function Self.GetFileFieldName# (Index: Integer): String.

Returns the column name from the /O file.

Function Self.GetFileValue#(ColumnName: String): String.

Returns the column content from the I/O file.

Function Self.SetFileValue#(ColumnName, Value: String): Boolean.

Writes a value into the column of the I/O file.
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Function Self.OpenJCAMPFileTable#(FileName, AliasTableName: String): Bool-
ean.

Opens an optional JCAMP file. This file can be used additionally to the
standard I/O file. Fields are handled as table fields.

Function Self.OpenTextFileTable#(FileName, AliasTableName: String.
HasHeadline: Boolean; Separator: Char): Boolean.
Opens a text file as a table.
This file can be used additionally to the standard I/O file.

Fields are handled as table fields.
Function Self.SetTextColumns#(Table, FieldNames: String): Boolean.
Defines, which columns to be used.

Column separator is ,,;".

Function Self.ReadTextLine#(Table: String; var Line: String): Boolean.
Adds a line to the file.

Function Self.WriteTextLine#(Table, Line: String): Boolean.

Writes a line to the file
String Manipulation
Function Self.Extract#(var OrgString: String; Sep: String): String.

Extracts the next column field from a field list with

column separator Sep
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Functions for Tables 22.4

Function Self.GetSequenceNumber(SequenceName: String): String.

Returns the next sequence number

Function Self.ExecStoredProc(aProc: String): String.

Returns the return value of a stored procedure

Function Self.OpenTable(Table, LookupColumnNames, LookupValues, OrderBy:
String.

ReadOnly: Boolean): Boolean.
Opens a table for repeated read or write.
The first record found with the where clause is the current record.
(Conditional on LookupColumnNames, LookupValues)

Return value: Record exists (True/False)

Function Self.CloseTable(Table: String): Boolean.

Closes the table

Function Self.GetTableState(Table: String): Integer.

Returns the table status:
0=EOF; 1=browse; 2=insert; 3=edit

Function Self.GetTableCountOf(Table: String): Integer.

Returns the number of tables in the list aTable

Function Self.ReadFromTable(Table, ColumnName: String.
var ResultString :String): Boolean.

Returns a value of an opened table. Additionally field contents from the ta-
ble EXT_FIELDS can be returned.

Those fields must be predefined in the DB Registry.

Return value: Record exists (True/False)

Function Self.WriteToTable(Table, ColumnName, Value: String): Boolean.
Writes into an opened table.

Additional fields can be written into table EXT_FIELDS as defined in the DB
Registry.
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Function Self.SaveTable(Table: String): Boolean.

Saves the current Record into the Database

Function Self.InsertToTable(Table: String): Boolean.

Saves the current Record into the Database

Function Self.Locate(Table, LookupColumnNames, LookupValues,
OrderBy: String): Boolean)
Jumps to the first record in a table with a hit on the where clause.

(Conditional on LookupColumnNames, LookupValues)

Function Self.CopyFields(SourceTable, DestinationTable: String): Boolean.

Copies the content of all fields with the same column field from source table
to destination table.

Destination table columns containing values will not be overwritten.

Function Self.DeleteRecord(Table: String; CloseTable: Boolean): Boolean.

Deletes the current record and closes the table when CloseTable is TRUE.

Function Self.DeleteFromTable(Table, LookupColumnNames,
LookupValues: String): Boolean.

Deletes one or more records.

Function  Self.SetMethodsStatus(aSampleOrderNumberKey, aStatus: String):
Boolean.

Sets the status for all worksteps and methods.
Returns TRUE on success.

The Tube ID is released when the status >= 70 und status<>90.

Function Self.SetWSStatus(aWSTable, aWSKey, aStatus: String): Boolean.
Sets the status of the workstep.

Worksteps are preparations and experiments. The superior status must be
set by the function RecreateStatus.

Function Self.RecreateStatus(aTable, aKey: String): Boolean.

Checkes the method and sample order status. Conditionally modifies the
status when required.

Releases the tube ID when the status >= 70 and status <> 90.
Sample Order: self.Recreate(SO, '1234")
Methods:  self.Recreate(M, '1234;NMR")
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Function Self.GotoFirstRecord(aTable: String): Boolean.

Sets the cursor to the first record in the table aTable. The table must be
opened before. Returns FALSE when the table was not found.

Function Self.GotoLastRecord(aTable: String): Boolean.

Sets the cursor to the last record in the table aTable. The table must be
opened before. Returns FALSE when the table was not found.

Function Self.GotoNextRecord(aTable: String): Boolean.

Sets the cursor to the next record in the table aTable. The table must be
opened before. Returns FALSE when the table was not found.

Function Self.GotoPrevRecord(aTable: String): Boolean.

Sets the cursor to the previous record in the table aTable. The table must
be opened before. Returns FALSE when the table was not found.

Function Self. GotoRecordNumber (aTable: String; aLine): Boolean.

Sets the cursor to the specified record in the table aTable. The table must
be opened before. Returns FALSE when the table was not found.

Function Self.BOF(aTable: String): Boolean.

Returns TRUE when when the first record is hit by the function GotoPrev-
Dataset or is hit by the function GotoFirstDataset.

Returns TRUE when the file set is empty or the table was not found.

Function Self.EOF(aTable: String): Boolean.

Returns TRUE when when the last record is hit by the function GotoNext-
Dataset or is hit by the function GotoLastDataset.

Returns TRUE when the file set is empty or the table was not found.

Function Self.RecordCount(aTable: String): Integer.

Returns the number of rows of a file set

Function Self.CancelTable(aTable: String): Boolean.

Cancels the changes

Function Self.RenameTable(aOldTable, aNewTable: String): Boolean.

Renames the table for further processing
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Lookup Functions Database 22.5

Function Self.LookupTableValue(Table, LookupColumnNames, LookupValues,
ResultColumnName: String; var ResultString: String): Boolean.
Looks up a value in a table and closes the table

Returns: Record found (True/False)

Function Self.GetinstrumentDefaultValue(Instrument, Title: String.
var ResultString: String): Boolean.
Returns the title within the section |_<Instrument>

Returns: Record found (True/False)

Function Self.GetDefaultValue(Title: String; var ResultString: String): Boolean.
Returns the title content within the section |_<aktuelles Instrument>

Returns: Record found (True/False)

Function Self.GetGlobalDefaultValue(Method, Title: String;
var ResultString: String): Boolean.
Returns the title content from the section
GLOBALS or GLOBALS_<Method>.

In case the String Method is empty, the section GLOBALS is inquired in the
following.

Returns: Record found (True/False)
Function Self.ConvertToUNC(alnstrument, aPath: String): String.

Converts an instrument path to UNC

Function Self.GetDBTime(Dummy: Integer): String.

Returns the current database date and time
Format: '10:00 03/22/1999’
Function Self.GetDBRegistryEntry(aUser, aSection, aTitle, aDefault: String.
aField: Integer): String.
Returns a value from the DB Registry
aField indicates the kind of information: O=Value, 1=Desc, 2=Memol, 3=Memo2
Function Self.GetAliasName(aTableName, aFieldName: String): String.

Returns the column alias name
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Field / Value Evaluation

22.6

Show Messages

Function Self.IsValidString(aText: String; aUseUpperLetters, aUseLowerLetters,

aUseFigures: Boolean; aCustomChars: String): Boolean;

Checks for a valid String

Function Self.IsValidFloat(aText, aRangeString: String.
aRangelncrement: String): Boolean.

Checks for a valid floating point number

Function Self.IsValidinteger(aText, aRangeString: String;
aRangelncrement: String): Boolean.

Checks for a valid number

Procedure Self.CheckValidFieldString(aTableName, aFieldName: String;
aUseUpperLetters, aUselLowerlLetters, aUseFigures: Boolean;
aCustomChars: String).

Checks for a valid field String

Procedure Self.CheckValidFieldFloat(aTableName, aFieldName: String;
aRangeString: String; aRangelncrement: String).

Checks for a valid field floating point number.

Procedure Self.CheckValidFieldInteger(aTableName, aFieldName: String;
aRangeString: String; aRangelncrement: String).

Checks for a valid field number.

22.7
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Procedure Self.ShowMessage(MessagesString: String).

Shows a message.

Procedure Self.ShowError(ErrorString: String).

Shows an error message. The script processing is aborted for the current

loop.

(Internal Exception).
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Procedure Self.ShowDatasetFields(aTable: String).

Displays the current fields and their content.

Function: Send Emails 22.8

Function Self.SetMailParams(aHost, aPort, aUserID, aCharSet: String): Boolean.

Configures E-mail with common parameters.

Function Self.SetMaillD(aSamplelD: String): Boolean.

Places an identifier to send the E-mail automatically when the identifier
changes.

Function  Self.SetMailFrom(aFromAddress, aFromName, aReplyTo: String):
Boolean.

Defines the E-mail sender

Function Self.SetMailTo(aToAddress, aToCarbonCopy, aToBlindCarbonCopy:
String): Boolean.

Defines the E-mail receiver.

Function Self.SetMailSubject(aSubject: String): Boolean.

Defines the E-mail title.

Function Self.SetMailHeader(aHeader: String): Boolean.

Defines the E-mail header.

Function Self.SetMailFooter(aFooter: String): Boolean.

Defines the E-mail footer.

Function Self.AddMailBody(aBody: String): Boolean.

Defines an E-mail body block.

Function Self.ClearMailBody: Boolean.

Deletes an E-mail body block.

Function Self. AddMailAttachment(aAttachment: String): Boolean.

Adds an attachment to the E-mail.
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Function Self.ClearMailAttachments: Boolean.

Deletes the E-mail attachment list.

Function Self.SendMail: Boolean.

Sends the E-mail.

Function Self.ClearMessage: Boolean.

Deletes the complete E-mail content.

Special Functions 22.9

Function Self.GetExperimentID(SO, NEW: String):String.
Returns a new experiment ID for an experiment.

The experiment type must be known, otherwise the sample ID is returned.
The format is defined in the DB Registry:

Globals\Experiment_ID_Mask.

Function Self.CheckForDelayedExperiment(NEW: String):Boolean.

Checks if the experiment (current record) must be set to the status DE-
LAYED. In that case the status and the start date is modified. The function
returns TRUE.

Function Self.DoExperimentSubstitution(NEW, Experiment: String):Boolean.

Performs an experiment substitution if an appropriate value in the table
Exp_Substitions exists.

This Function may generate several experiments as defined in
Exp_Substitions.

Returns TRUE when a substitution takes place.

Function Self.DoHDExchange(NPW, HDInstrument, HDSolvent: String):Boolean.
Adds a preparation with HD Exchange (if not already existing).

Returns TRUE if already existing.

Function Self.CheckForCompositExperiments:Boolean.

Checks the internal dataset list for a composite experiment. If not, sub ex-
periments are added.

Returns TRUE if COMPOSITMULTIORDERFILES=1
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Function Self.ClearInvalidOrderFiles(alnstrument: String):Boolean.

Delete invalid order files for the given instrument. When the parameter aln-
strument is empty all the order files for all the instruments of type EXP are
checked for invalid orders.

Function Self.GetNewMethod(aSOKey, aMethodType: String): String.

Generates a new method of type aMethodType for the sample order key
aSOKey.

Example: Self.GetNewMethod(1234, 'NMR")="NMR-2").

Function Self.CheckTubelDStatus(aMethodTable: String): Boolean.

Checks, if the Tube ID is already used in the method table and inserts it
where applicable.

Function: Archiving 22.10

Function Self.GetCurrentDir(aDir: String; aLevel: Integer = 0): String.
Returns the last directory name of a directory path name.
alLevel > 0 indicates the number of parent directories up to the root.
Example: C:\a\b\c\d\e
getcurrentDir(Dir,0) returns e

getcurrentDir(Dir,1) returns d\e

Function Self.GetParentDir(aDir: String; aLevel: Integer = -1): String.
Returns the complete path of the parent directory.
Example: Example: C:\a\b\c\d\e
GetParentDir(dir,1) returns C:\a\b\c\d
GetParentDir(dir,2) returns C:\a\b\c

Function Self.ArchiveData(aTable, aFieldName, aDestPath, aFileMask: String;
aDescend: Boolean): Boolean.

Archives all files in aFieldName. aFieldName can be a path or a list of file
names. aDestPath indicates the destination path. aFileMask indicates the
filter for the files to be moved. aDescend indicates, if underlying directories
must be archived.

Caution: All the data is deleted in the source directories!

User Guide Version 002 BRUKER BIOSPIN 171 (255)



Script Library

Function Self.CopyData(aTable, aFieldName, aDestPath, aFileMask: String;

aDescend: Boolean): Boolean.

Copies all files in aFieldName. aFieldName can be a path or a list of file
names. aDestPath indicates the destination path. aFileMask indicates the
filter for the files to be copied. aDescend indicates, if underlying directories
must be copied. Copy Data can be used as backup routine.

Function Self.DeleteDataFiles(aTable, aFieldName, aFileMask: String;

aDescend: Boolean): Boolean.

Deletes all files in aFieldName. aFieldName can be a path or a list of file
names. aFileMask indicates the filter for the files to be deleted. aDescend
indicates, if underlying directories must be deleted.

Caution: Data are deleted!

Function Self.DeleteDataDirs(aTable, aFieldName, aFileMask: String.

aDescend: Boolean; aParentDir: Integer = 0): Boolean.

Deletes all directories when empty. aFileMask indicates the filter for direc-
tories to be deleted. aDescend indicates, if underlying directories must be
deleted. aParentDir indicates if parent directories should be deleted.
aParentDir is the first parent directory.

Caution: Data are deleted!
Function Self.ExecuteArchivingForSO(SOKey, Config: String): Boolean.

Archives SampleOrder with the key SOKey with archiving Method Config.

Caution: This function works only within Import or Export Scripts.

Obsolete Functions 22.11

Function Self.DeleteDataset(Table: String): Boolean.
Deletes the current record and closes the table.

Replaced by: Self.DeleteRecord verwenden.

Function Self.GotoFirstDataset(aTable: String): Boolean.
Sets the cursor to the first record in table aTable.
The table must be opened before. Returns FALSE if the table is not found.

Replaced by: Self.GotoFirstRecord

172 (255) BRUKER BIOSPIN User Guide Version 002



Alphabetical List of Function and Procedures

Function Self.GotoLastDataset(aTable: String): Boolean.
Sets the cursor to the first record in table aTable.
The table must be opened before. Returns FALSE if the table is not found.

Replaced by: Self.GotoLastRecord

Function Self.GotoNextDataset(aTable: String): Boolean.
Sets the cursor to next record in table aTable.
The table must be opened before. Returns FALSE if the table is not found.

Replaced by: Self.GotoNextRecord

Function Self.GotoPrevDataset(aTable: String): Boolean.
Sets the cursor to the previous record in table aTable.
The table must be opened before. Returns FALSE if the table is not found.

Replaced by: Self.GotoPrevRecord

Function Self.WriteFileHeader(Header: String): Boolean.
Writes the file title.

Use Self.OpenTextFileTable and Self.WriteTextLine for Exports except for
JCAMP and Table Files.

Function Self.WriteFileLine(Line: String): Boolean.
Adds a line at EOF.

Use Self.OpenTextFileTable and Self.WriteTextLine for Exports except for
JCAMP and Table Files.

Alphabetical List of Function and Procedures 22.12

Abort

AddMailAttachment
AddMailBody

ArchiveData

BOF

CancelTable
CheckForCompositExperiments
CheckForDelayedExperiment
CheckTubelDStatus
CheckValidFieldFloat
CheckValidFieldinteger
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ClearlnvalidOrderFiles
ClearMailAttachments
ClearMailBody

ClearMessage
CloseTable
ConvertToFieldName
ConvertToUNC
CopyData
CopyFields
DeleteDataDirs
DeleteDataFiles
DeleteFromTable
DeleteRecord
DoExperimentSubstitution
DoHDExchange

EOF

ExecStoredProc

ExecuteArchivingForSO

Exit

Extract

GetAliasName
GetCurrentDir
GetDBRegistryEntry
GetDBTime
GetDefaultValue
GetExperimentID
GetFileFieldCount
GetFileFieldName
GetFileValue
GetGlobalDefaultValue
GetGlobVar
GetlnstrumentDefaultValue
GetNewMethod

GetParentDir

BRUKER BIOSPIN
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GetSequenceNumber
GetTableCountOf
GetTableState
GotoFirstRecord
GotoLastRecord
GotoNextRecord
GotoPrevRecord
GotoRecordNumber
InsertToTable
IsValidFloat
IsValidinteger

Locate
LookupTableValue
OpenJCAMPFileTable

OpenTable
OpenTextFileTable
ReadFromTable
ReadTextLine
RecordCount
RecreateStatus
RenameTable
SaveTable
SendMail
SetFileValue
SetGlobVar
SetMailFooter
SetMailFrom
SetMailHeader
SetMaillD

SetMailParams

SetMailSubject
SetMailTo
SetMethodsStatus
SetTextColumns
SetWSStatus

User Guide Version 002 BRUKER BIOSPIN 175 (255)



Script Library

ShellExecute
ShowDatasetFields
ShowError
ShowMessage
WriteTextLine
WriteToTable
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System
Requirements

General Hint 23.1

For server, PC and spectrometer software requirements see also the BRUKER
SampleTrack™ homepage for Server and Client PC requirements: http://
www.bruker-biospin.de/NMR/automat/samtrac/samtrac5.html

Server Requirements 23.2

At least one server is required exclusively for SampleTrack™ based on the follow-
ing minimum requirements:

Pentium 1V, 2 GHz (or faster), 1 GB RAM or better.

60 GB harddisk or larger. As an option an additional harddisk for mirroring. This
does not include storage for spectra data.

100/1000 Mbit/s Ethernet connection.

A Windows® 2000 compatible graphics adapter with minimum 1024x768 pixel
resolution.

A 17" (or larger) monitor with at least 1024x768 pixel resolution and 75 Hz vertical
frequency.

A Windows® 2000 compatible mouse and keyboard.
Microsoft Windows® 2000 / 2003 Server.
ORACLE® Standard Edition 8.1.7 or higher (can be delivered by BRUKER).
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System Requirements

Client PC Operation System Requirements 23.3

SampleTrack™ can be installed on existing spectrometer PC's or other compati-
ble systems based on the requirements below:

Pentium IV, 1GB RAM or better.
2 GB free space on harddisk (minimum)
100/1000 Mbit/s Ethernet connection.

A Windows® 2000 compatible graphics adapter with minimum 1024x768 pixel
resolution.

A 17" (or larger) monitor with at least 1024x768 pixel resolution and 75 Hz vertical
frequency.

A Windows® 2000 compatible mouse and keyboard.
Microsoft Windows® 2000 / 2002 Professional.
ORACLE® Client 8.1.7 or higher (can be delivered by BRUKER).

Spectrometer Software Requirements 23.4

* XWIN-NMR™ 3.1 patch level 11 or higher or TOPSPIN® 1.2 or higher
* ICON-NMR™ 3.1 or higher

Directory Sharing with UNIX Instrument Computers 23.5
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In order for data to be exchanged between the instruments in your laboratory and
the SampleTrack™ data management system, several defined directories have to
be shared. This definition may be handled by various NFS software products or
using the SAMBA daemon on your UNIX computer. For installation and support
please contact your network administrator.
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Oracle® 9 Server and
Client Installation 24

ORACLE® 9i Database Server Installation 24.1

Refer to your Oracle® documentation and provider information for the data-
base installation. The following section may help to prevent common errors
that may occur during installation.

For the Oracle® 9i client installation see "ORACLE® 9i Client Installation"
on page 186.

The following installation screenshots are dedicated for the database server PC.

Insert the Oracle® CD into CDROM drive - the following Welcome dialog will ap-
pear

Figure 24.1. The Oracle® Welcome Window

Welcome

The Oratle Universal Instalier guises you thiough the instaliation and configuration of yous
Qracie progucts

Click "Instabled Products.. * to see all instaled products.

Delnslall Presucts. =
out Oracle Uriversal installer. 8
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Accept the name OraHome92 and the path C\oracle\ora92

Figure 24.2. The Oracle® File Locations Window

Choose Oracle® 9i database

Figure 24.3. The Oracle® Available Products Window

Available Products

Saelect a product te install,
® Oracie8i Database 9.2.01.0

© Oraciedi Management and Intagration 9.2.0.1.0

Select Standard Edition

Figure 24.4. The Oracle® Installation Type Window

Installation Types
Oracled| Database 9.2.0.1.0

What type of installation do you want?
 Enterprise Ediion (2 86GE)
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Select General Purpose

Figure 24.5. The Oracle® Database Configuration Window

Database Configuration

Saelect 2 database suited to your needs.
‘& General Purpose

Select standard port number 2030

Figure 24.6. Microsoft® Transaction Server Window

Oracle Services for Microsoft Transaction Server
Oracle MTS Recovery Service Configuration
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Select Gobal Database Name dbstrack and SID dbstrack

Figure 24.7. The Oracle® Database Identification Window

# Oracle Universal Installer: Database Identification N - |EI |i|

Database Identification

An Qracle9i datahase is uniguely identified by a Global Database Mame, typically of the form "name.domai
Enter the Global Database Mame for this databaze.

Global Database Mame:|dbstrack

A database is referent
insta

-
-

OoORACLE

Select database file directory C:\oracle\oradata

Figure 24.8. The Oracle® Database File Location Window

wersal Installer: Datab
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Use the default character set

Figure 24.9. The Oracle® Database Character Set Window

“# Oracle Universal Installer: Database Character Set

Database Character Set

your databass. Sea "Halp™ for

Viss EUroppan WEBNSIMNI 252 -]

& T IS T
DRACLE

Before the installation a summary of the selected items is shown

Figure 24.10.The Oracle® Summary Window
e Oracle Universal Installer: Summary ;lglil

Summary
Oracled Database 9.2.0.1.0

Source ! 200
~Oratle Home ! Ciorachelaradl (OraHomedZ)
~Ingtalation Type - Standard Edmon

L 25 foallatie 13 2368
 Hew Installationrs (200 products)

{~Aranced Queusing (420 AP18.2.0.0.0

-Advanced Replikation 320..0

[Agent Required Suppart Files 9.201.0

[~Apache Configuration for Oracke Java Server Pages 11230 -

Installation is running

Figure 24.11.The Oracle® Installation Status Window

@ Oracle Universal Installer: Install

Install

aGE S CIZms G

ORACLE
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The configuration assistant lets you modify the sys and system passwords (rec-
ommended)

Figure 24.12.The Oracle® Database Configuration Assistant .

Database Configuration Assist: f x|

Datahase creation complete. Check the logfiles at Cloracleladminmdbstrackicreate for details.

Database Information:
Global Database Mame: dhstrack
System |dentifier(SID): dhstrack
Server Parameters Filename: Claoraclelora9databaseispfiledbstrack.ora

~— Change Passwords

For security reasons, you must specify a password for the 5Y5 and SYSTEM accounts in
the new database.

S¥S Password: [
Confirm S5 Password: [
SYSTEM Password: g
Confirm SYSTEM Password: [

Mote: All database accounts except 5Y'S, SYSTEM, DBSMMP, and SCOTT are locked.
Selectthe Password Management button to view a complete list of locked accounts arto
manage the database accounts. Fram the Passward Management window, unlack only
the accounts you will use. Oracle Corpaoration strongly recommends changing the default

passwords immediately after unlocking the account.
Fassword Management...

0K

Database installation has finished

Figure 24.13.The Oracle® End of Installation Window

“ Oracle Universal Installer: End of Installation 3 =10

End of Installation

Tha installation of Oracle8i Database was successful.

Please remember...

The follwing information (s avalable in: e
(Croracke\oradApacherApache\setupinto bt

hitpinenren 143. 7778
Inftps:Anenren 1494445

i “
CEEDS CIUs TGO
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Find the SampleTrack database within the Enterprise Manager Console

Figure 24.14.Enterprise Manager Console, Standalone Window

ORACLE
Entemreetianager

B e Datahases

? el a Hame; RIDE

& Hest nmnant 40

i Fort 1521

Senice Name: dbsketk
¥/ THE (DESCRETH 5_LIET=(ADDRESS=(PROTOCOL=TCPNHOSTanmess | 40P ORT= 153

CONNECT_DATA=(SERVER=DEDICATED) (SERVICE_MAME=dbeirscl)

The Path in the Environment System 24.1.1

The path “C:\oracle\ora92\bin” must be in the environment system variable, see
advanced system properties

Figure 24.15.The Path in the Environment System

Benitzarvariablen fir cy

Hame der Variablen: | Fath

o ()

CIPROGRA~1\GEMERI=1 T C4
Windaves_NT
C:\Inprise'vbrakeri\bin: C:\Programmal,...

| _COM; EXE; BAT..CMD; VS, VB, JS; L. | E

| PROCESSOR_ARL.. w86 &

[ e “Beadm:en” Lt.nmen |

User Guide Version 002 BRUKER BIOSPIN 185 (255)



Oracle® 9 Server and Client Installation

ORACLE® 9i Client Installation 24.2

186 (255)

Installing Oracle® 9i client on a Windows® PC

Refer to your Oracle® documentation and provider information for the data-
base installation. The following section may help to prevent common errors
that may occur during installation.

Version 8 and SampleTrack installation:

For the installation of Oracle® 8 client installation see the file Getting Start-
ed.pdf .

The following installation screenshots are dedicated for each PC, where the
Oracle® 9i client together with SampleTrack client is needed.

(For the installation of SampleTrack client installation see the file Getting
Started.pdf .

Insert the Oracle® CD into CDROM drive - the following Welcome dialog will ap-
pear

Figure 24.16.The Oracle® Welcome Window

e Oracle Universal Installer: Welcome ] = ] JES |
Welcome
The Cracle Universal Installer guides you through the installation and configuration of your
Oracle products

Click "installed Products..® to see all instaked products.

b
Deinstall Products

’ -
ﬁm Oracla Univarsal Instaliss..

CEEIS COTT GG EE.

ORACLE

Accept the name OraHome92 and the path Cloracle\ora92

Figure 24.17.The Oracle® File Locations Window

“w# Oracle Universal Installer: File Locations i -_|_|—' ﬂ

File Locations

Source...
Entar install:

Path [ 201 ’ || Browse..

Destination...

MName: [ OrsHomasz

— —

Pa | Coracieloranl
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Select the Oracle® client installation

Figure 24.18.The Oracle® Available Products Window

e Oracle Universal Installer: Avallable Products

Available Products

Saelect a product te install,
 Oracie8i Database 9.2.0.1.0

¢ Orackedl Management and integration 9.2.0.1.0

amrvces, uilied and Batic chert o

Select the installation type Administrator

Figure 24.19.The Oracle® Installation Type Window

“w# Orache Universal Installer: Installation Types

Installation Types
Oracledi Client$.2.0.1.0

What type of installation do you want?
# Asministratar {79EMB)

 Runitime {153M8)

Before the installation a summary of the selected items is shown

Figure 24.20.The Oracle® Summary Window

“w# Oracle Universal Installer: Summary _ Bl e

Summary
Oracledi Client$.20.1.0

Source : 200
romls Home  Cheraceorsd2 (DraHomes )
~Inetalation Type - Admisestrator
Produt Languages
LEWsn

L 20MB incluses suallabie 10 5568

T Hew Instalations (22 products)

{-Capacity Planner 0.2.01.0

[~Erterprise Manager Everts 9.20.1.0

[Epena2010

[~Oracle Advanced Secury $.2.01.0 |

&CE T CIIEES e

LE
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Oracle® 8 Server and
Client Installation 25

Oracle® 8.1.7. Database Server on a Windows PC 25.1

Refer to your Oracle® documentation and provider information for the database
installation. The following section may help to prevent common errors that may
occur during installation.

Installation Method 25.2

Insert the Oracle® CD into CDROM drive - the following dialog will appear

Figure 25.1. The Oracle® Installation Window:

4 OracleBi Enterprise Edition - Autorun

Oracle8;: Er_lterpr-'

Explore CD

Erowse Documentation

Choose: Install Products
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Figure 25.2. The File Locations Window

#. Dracle Universal Installer

Elstagel\products. jar

Dloracleloragl

About Oracle Universal Installer...

Press: Next

Figure 25.3. The Loading Product Information Window

¥ Loading Product Information

Loading products lisl. Pleasze wail.

Wait...
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Figure 25.4. Available Products Window

#- Dracle Universal Installer

Select: Oracle® Enterprise Edition, then press Next

Figure 25.5. Installation Types Window

#. Dracle Universal Installer
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Choose: Typical

Press: Next

Figure 25.6. Database Identification Window

#. Dracle Universal Installer

For Global Database Name and Instance Name enter: dbstrack

Figure 25.7. Summary Window

#: Dracle Univerzal Installer

-Global Settings

ource - Diinstalforacied] 7istagetproducts jar

—Destination : Dloraclewradl

“Installation Type : Typical

Z-Product Languages

I—Engli:’;h

S-Space Requirements

|:anume D Required 844D : Available 9.93GE
Volume G Requined 13MB © Avallable 241MB

Z-New Installations (171 products)

[~Advanced Queueing (ARG API8.1.7.0.0

—Advanced Replication 8.1.7.0.0

Agent Required Support Files 8.1.7.0.0

«E I » B
A summary of the products to be installed is shown.
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A summary of the products to be installed is displayed.

Press Install to continue.

Figure 25.8. Install Progress Window

#: Dracle Univerzal Installer

Ehpafa i Ui

DayRlor wat based
spplications

OepleyaTid ercess via
i b ke

M EregeEnd Imeniter,
Epplicatipns

m Installed Pradlss, . Previous

please wait ...

Wait...

Database creation completed will appear.

Figure 25.9. Oracle® Database Configuration Assistant Alert Window

Egj Oracle Database Configuration Aszigtant Alert

\-'3 Database creation completed.

Database Information:

global database name: dbstrack

datahase system identifier (SI0): dhstrack
S%'S account password: change_on_install
SYSTEM account password: manager

Press OK to end installation
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Figure 25.10.End of Installation Window

¥ Dracle Univerzal Inztaller

Bt [l Hep | Installed Products., . e

Press exit to end installer

Press EXxit to close the installer.
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Installing Oracle 8.1.7. Client on a Windows PC 25.3

Figure 25.11.The Install Window

L5 Oracle8i Client - Autorum

Oracle8: Client

InstallDeinstall Producis

Explore CD

Browse Documentation

Figure 25.12.Welcome Window

Q Welcome

The Oracle Unkversal Installer guldes vou through the Installation and
conflguration of wour Oracle progucts. 4

Click "Installed Products. " to see all installed products.

L Deinstall Products... )|

( About Oracle Universal Installer.. |

Press Next
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Figure 25.13.File Location Window

# Oracle Universal Installer

Dioracle81 Fistage\products jar

Select the source and destination, then press Next

Figure 25.14.Installation Types Window

# Oracle Universal Installer

Select either ,Administrator” or ,Application User", press Next
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Figure 25.15.Summary Window

“#¢ Oracle Universal Installer

Z-Global Settings
ESour\ce : Dhoracledl Nistageiproducts.jar

Destination : DAoracleworast

Installation Type : Adminlstrator

J-Product Languages

I—English

—-Space Reguirements

Wolume DA Reguired 287MB - Awailable 23.75GB
YWolume CA Reaquired 13MB © Available 5.35G8
S-New (113 pr

—aAdvanced Gueusing (AG) API21.7.0.0
[~Agent Required Support Files 8.1.7.0.0
—Assistant Common Files 8.1.7.0.0

instaligd Pradcts " ==

A summary of the programes to be installed is shown.

Press Install to start the installation.

Press OK to end installation.
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Client/Server
Network
Connection

Net8 Assistant 26.1

There are several possibilities in creating client/server network connections

Figure 26.1. Client Server Network Connection

* [ Database Administration
3 @ Enterprise Manager

| Extended A

= 1 4 Enterprise Login Assistant
=} Orack Trkernet Directory » G Microsoft ODBC Administrator
@-_11 Quick Taurs

= Release Notes * ¥ Netd Configuration Assistant
&) Installation Guide and Release Notes Y Oradle ODBC Help

The best one is the Net8 Assistant.

Figure 26.2. Service Naming

|NE TWIORK L ADMIN,

-2 hel2 Configuration

@ Local
Praofile.
Listeritrs
Oracle Names Serers

2 Marning” in fhe heln conlents

Mark ,Local/Service Naming“ and click the plus symbol.
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Figure 26.3. Net Service Name Window

Net Service Name Wizard: Welcome x|
To access an Oracle database, or other service, across the network
you UsE 3 net sendce name. This wizard will help you create a net
SENice name,
Enter the name you want 1o use to access the database or sevice. It
can be any name you choose.
Mt Service Mame: [un strach]
Cancel Hank blest =

Enter the netservice name ,dbstrack®.

Figure 26.4. Protocol Window

MNet Service Name Wizard, page 2 of 5: Protocol 2 ﬂ

To Icate with the database across a network, 3 network profocol

Is used. Selectihe prolocol used for the database you want fo access.

TCRIIP with S5L (Secure Internet Protacol)
SPH (Metware Networking)

Mamed Pipes (Microsoft Networking) m
IPC {Local Database) )
Cancel < Back
Select the network protocol TCP/IP.
Figure 26.5. Host Name Window
Met Service Name Wizard, page 3 of 5: Protocol Settings il

To icate with the using the TCPAP protocal, the
database computer's host name is required. Enter the TCPIIF host
name for the computer where the database is located.

Host MNarne: |sample-track

ATCPAP port number is also required. The port number for Oracle
databases is usually 1521. You should not normally need to specify a
different port number.

Port Number: [1 521

Cancel « Back

Enter the host name of the computer where the Oracle Database has been in-
stalled.
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Figure 26.6. Service Name Window

Net Service Name Wizard, page 4 of 5: Service - x|

To identify the database or sendce yvou must provide either its senvice
name, for Oracle8i, or system identifer (S10), for Oracled or previous
databasge versions. The senice name for an Oracle8l database is

¥ its global name.
® (Oracle8) Service Name:  |dpslrack]

" (QOracled or Previous) S10: [ORCL

Optionally, you can choose ifyou want a shared or dedicated Oracla8i
datahase conneclion, The default is to let the database decide,

Oracledi Connection Type: [Dahhase Default v]

& Back Mext =

Cancel |

Net8 Assistant

For Oracle 8.1.7 or higher use the Oracle 8i Service Name: ,dbstrack”

Figure 26.7. Test Window

Met Service Name Wizard, page 5 of 5: Test 3 Zl

Press Test ifyou would like to verify that the database can be
reached using the information provided.

WWhen you are finished, o ifvou want to skip testing, press Finlsh to
create the net service name or, if enabled, Mext to continue.

< gack] HERS ) Firizh i)

Press Finish to finish the installation.

Figure 26.8. Result Window

=% Natt Configuration ot
8, Local

@rrons = Nae:

il : R

42 i #| Database Default |

Listeners
B Oracle Narmes Servers

8i Rele alible Identification

TCRAP
Host Hama: sample-rack
Port Mumber: 153

=

After pressing Finish the results should look like those above.

BRUKER BIOSPIN
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SampleTrack™
System and Client
Installation

SampleTrack™ System vs. SampleTrack™ Client 27.1

There are only a few differences between the SampleTrack™ System and the
SampleTrack™ Client Installation. With the system installation the Sample-
Track Communicator moves to the Autostart folder and starts automatically with
each PC start. The Communicator often runs on a PC where the database was in-
stalled. The PC running the Communicator must have network connection to the
database and to all served spectrometer PC’s. ST Config is an additional program
for the administrator that controls basic connectivity parameters "ST Config - A

Program for the Administrator" on page 214.

Figure 27.1. The SampleTrack Installation CD

s
Sample[,.
ol
m o T
Ffi' _r“.«ﬂ__ f: i
i_ V== WP{

GBS
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SampleTrack™ System and Client Installation

Installation of the SampleTrack™ System 27.2

Figure 27.2. The SampleTrack Installation Wizard

Run the installation program for SampleTrack called
“stinstx XX _XX exe” which is placed on the SampleTrack-CD.
(The actual setup file is named: "stinst242_18 exe")

ig Bruker SampleTRACK V2 4218 - InstallShicld Wizasd ]

Welcome to the InstallShield Wizard for
Bruker SampleTRACK V2.42.18

The IrstalShiekd(R) Weard wil instal Bruker Sample TRACE
W2.42,18 on your computes, To continue, chck Nest,

WARNING: This program is probected by capyright law and
international treaties.

Run the SampleTrack installation program ,stinstXXX_XX.exe" which is located
on the SampleTrack CD.

Press Next to continue.

Enter the customer user name and organization as shown in the figure below:

Figure 27.3. Customer Information Window

ig Bruker SampleTRACK V2 4218 - InstallShicld Wizasd

Customer Information 1 ] 1}
Flzase enter your information, A |

[Erukier Trstruments

Instal this spplcation far:

& riyons who uses this computer (sl ussrs)
iy For me (Brokes Tnstrumerits)

<geck [ wet> | cancel |

i@ Bruker SampleTRACK V2 4218 - InstallShicld Wizasd

Destination Folder

Chick Newet ba install bo this Fakder, or dick Change Lo instal bo & different Falder,

Il'_ Irstal Brubker SamplsTRACK ¥2,42.18 bo:
j CiPregrai Files|BRUEER) Sample TRACK] Changs. . I

I

Enter user name and organization.

Select installation option.
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Installation of the SampleTrack™ System

Press Next.
Change destination folder if required.
Press Next.

Choose Install SampleTrack System and press Next

Figure 27.4. Setup Type Window

78 Bruker SampleTRACK

Setup Type
Choose the setup bype that best subs your nesds. =

® i =
Al Il be installed. th disk.
# pace.)
" Install SampleTRACK Client System
ﬁ Installs orily SamplaTRACK Clent and Easy Dislog
 Customize Features
Iﬁ Chaose which program festures you want instaled and wheare they

Irsterield]

<Back et > cCorcdl |

Choose Install SampleTRACK System and click next

Ready to install SampleTrack

Figure 27.5. Installation Overview Window

8 Bruker SampleTRACE V2. 4:

Ready to Install the Program

The wizard is ready bo begin installaton.

IF yiou wark ko reviaw or change any of your installation settings, dick Back, Click Cancel bo
exk the wizard,

Current Settings:
Setup Type:
Tnstal SampleTRACK Sy...

Destination Fakder:
(CrProgram Fies|ERLKER| Sample TRACK),

Usar Infarmatian:
Name: Broker Instruments.
Company: Bruker Instruments

Insta|atield

click install

Press Install.
Wait... .
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Finish the InstallShield Wizard

Figure 27.6. InstallShield Wizard Completion Window

please wait..

i@ Bruker SampleTRACK V2.42.18 - InstallShisld Wizard [=]

InstallShield Wizard Completed

The IrstallShield Wizard has successfully installed Bruker
SarpleTRACK YW2.42.18. Clck Finish Lo exit the wizard,

finally click finish

Press Finish.

SampleTrack™ Patches 27.3

Installing the newest SampleTrack Patch.

SampleTrack patches (sthbinxxx_xx.exe) contain all the binary files of a complete
SampleTrack installation.

They are usually placed in the directory “C:\Program Files\bruker\Sample-
Track\bin\” .

To install the patch copy the file (stbinXXX_XX.exe) to the SampleTrack directory
“C:\Program Files\bruker\SampleTrack\”.
The start the executable file.

The new files will be copied to the ./bin directory. It is allowed to remove, rename
or delete the old bin-directory before installing the patch to get rid of any invalid
files.

Figure 27.7. Installing the SampleTrack Patch

File Edt Wiew Help

|33 SampleTRACK =l E;l_

1 bin242_18

sthinZd? 24 exe

|1 ohiect(s] selected [5.82MB v
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Running SampleTrack™ for the First Time

The actual SampleTrack patch is also available on the Bruker FTP-server:
ftp://ftp.bruker.de/pub/nmr/SAMTRACK/INSTALL/V2.X

Running SampleTrack™ for the First Time 27.4

The SampleTrack Client checks the availability and the installation state of the
SampleTrack database when it is first run.

In this description the behavior of the SampleTrack client is shown when running
the first time on an “empty” Oracle® database.

Such a system is present if Oracle® was installed as described in the first chapter.

If running the SampleTrack client for the first time the following message should
appear:

Figure 27.8. Information Window

Information [ x|

@ Program not configured

Press OK.

Figure 27.9. Database Export Window

Welcome to tha SampieTRACK System. Flazse falow th nest ALK for
evomelion feshunes. Impaitert ORACLE must be nstalad to proceed wih the falawng steps.

Pleaze select ane of the following options:
% cieats &new databars lor this SampleTRACK systam ‘

1 conrect ba an gxsting SampleTRALK. system database.

Creale Mew Databas

¥ View Summary = 0=

select “create a new database for SampleTrack System”™ and click next

Lancel

Select Create a new database for SampleTrack System and press Next.
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Enter the Standard Oracle® Host String - dbstrack

Figure 27.10.Standard Oracle® Host String

Database Expert

To cieate a new SampleTRACK sysbam 2 new uzer musl ba created in the DRACLE dalzbasa.
Erb=t DAACLE hast shring lo cornect to the dalabase, Change other values crly, # you ar= an
eapigtienced user o syshem adminktiatar,
Dsacle Hest Sting | Syslem Acceunt
dostrack Syslem User Name
spziem
I= | H
Syslem Paszwaid
User Hame
|=.=npu.=:kmi
User Passwerd
Create Oracls Lisa
¥ View Summay Bk | men | Concel
click next
Press Next.

A SQL script loads the default values into the database.

Figure 27.11.SQL Script Window

A SQL script loads default values into DB.

oraclehorad1\bin\zglplus. exe

SYHONYH

SYNHONYM

enter “exit”

Enter Exit.
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When the storage of the standard values was completed successfully the follow-
ing window will appear:

Figure 27.12.Confirmation Window

Database Expert

Creation of the new user was successhl. Now tables for Sample TRACK will be cozated, Flease
press busion <Mest» to start creation of tables.

Create Database: Tables

[+ View Summary Back Cancel

click next

Press Next.

Figure 27.13.Command Prompt Window

Function c ated.
Function created.
Function created.
Function created.

Function created.
Input truncated to 1 characters

Function created.

SQL> exit

enter exit

Enter Exit.

Load SampleTrack components manually

Figure 27.14.Load Components Window

Database Expert

SampleT AACK, system tables are avalable. Load a SampleTAACK. corfiguration to start automation
within SampleTRACK.
Pleass salsct e of the falowing options:

" Inad sample configuration

" jmpcet detabase from fle

% Inad SempleT RACK companents menuely

" shail with gmply catabase

Start SampleTRALK,

[+ View Summary Back Cancel

select ‘load SampleTrack components manually™ and click next
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Select the items that you want installed from the Component Selection Window.

Figure 27.15.Component Selection Window

oy el can ba osced ITRACK. Plaass heep in loading Reme in
[ Defauit Fike: Configuration

[ Conent [New =
vames  yan4
Va1
O AutcFREF Samale Corfigwation

lvrqumnmua. Samrile Canfinaatinn IJL‘
4 *

™ Delete A1 Tabies Before mporting Data

O AutcPREF Sample Configuration

[ Soectiomete Sample Corfiguralion

EJBEST Speciamster Sampls Conliguration

[ P Sample Order Desalz Sample Configuration Cacsl
IHTHL Email Matiication Sampie Corfipuration —[
O Pisin Text Emai Nalificalian Samale Cerfguisicn

4] |

select the items as shown

The items selected depend on the user’s instrument environment.

The SQL statements output will be displayed:

Figure 27.16.0utput of SQL Statements

Database Expert

Resuks

17 lines updated in 'BSTS REGISTRY' =
Importing tables Einished.

Selected items will be imported. Importing Easy Dialog Samp.
Importing data ‘Easy Dialog Sample' .

28 linez updated in "BSTS_REGISTRY'

Importing tables finished.

Selected itens will be inported. Ismporting Default Filter Cr
Importing data 'Default Filter Configuration’. ..

9 lipes updated :n 'ESTS_REGISTRY'

Importing tables finished

Selected itens will be inparted. Importing AutePREP Sample
Selected itens will be inported. Importing Spectrometer Sam
Selected items will be imported. Importing BEST Spectromete:
Selected itens will be inparted. Importing Print Sample Grd
Selected itens will be inported. Importing HTHL Email Hotif:
lSalsctsd items will be inported. Importing Plain Text Email

K| | ¥

¥ View Summany

finally the output of the used SQL-statements is shown (for checking only)
click next

Press Next.

This completes the database installation.
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Running SampleTrack™ for the First Time

Figure 27.17.Program Completion Window

click finished

Press Finished.

The changes will be available with the next login.

Figure 27.18.Change Completion Verification Window

The following windows come up

Press OK.
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1;",1' Login Screen for SampleTRACK Client

Figure 27.19.The Login Window

Sampl
Sample
V et

Legn

Login Name [=dmin

Lagin |
Password I— Eat I

[~ Change Passwerd after Login

ir-Logh Date

Dae | 6/25002

Time. [1217:42 Pt

login

This completes the procedure.

Figure 27.20.The SampleTrack Client Window

€ SampleTRACE. Client

Fle Edk Miew Egias

| | Fiter [T Mot ye! frished samples

HEl| e e R a8 e = = E

SampleT RACK, Dvendew

\wWorkslaps [Cliera 1D Instiuenare

[ Sciver

" Subrmit Sample Orderz
¥ Selected Sample Orders
@ Manual Prieparations
@ Manual Aack Freparatians.
#* Pralan Exzharge
& Instmert Diders
# Tubes Waling For HD Exchange
[ Appraove Sample Orceis
¥= Archive Sample Orders
(& Commuricalion Repert

= f Envionmenl Selup

[ TubelD

[ Espei] 5 Holde

Leggadin a2 ADMIN | |Auta reliash enabled |

done
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SampleTrack™ Program lcons 27.5

After the system restart the following new entries will be found:

Figure 27.21.SampleTrack Program Icons

ST Client

ST Configuration

ST Easy Dialog

ST Label Designer

ST Label Designer Manual
ST Manual

o A w8

Figure 27.22.The Toolbar

Microsoft PowerPoink
W] Microsoft Word

| IDAutomation.com Code 39 Font
= WinZip
Acrobat Reader 5.0
HP DLA
HP Recordhlow

CON-NMR 3.1 t .-‘ N

infip
%@ ‘Windows Update

@l New Office Document

{a Open Office Document

Q& st cient
Canfiguration

ST Easy Dialog

B 57 marual

start]| 1 8 & (4] FRABBT amm

It is recommended that you place the icons ST Client and ST EasyDialog for each
user into the toolbar by pressing theControl key and moving the icon.

The program ST Configuration tool is meant for use by the administrator only.
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ST Config - A Program for the Administrator

27.6
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Figure 27.23.The ST Config Window

Il SampleTRACK Options
Connectivity l

Database Network Configuration
7 BOLMet1x(Cracle 7.1x)
(7 BOLMet 2x (Cracle 7.3x)

(& Metd (Oracle 8 and higher)

Cwertide BDE Settings ‘

Oracle Service Name

dhen152 |

Login Settings

Oracle Database Username

|dem0_|ab0r

Oracle Password

|

Check Connection

oK Cancel

Important connectivity settings are set in this stand-alone program. It is identical
to the tab of the SampleTrack options found within the client menu - Administra-
tion - SampleTrack Options - Tab Connectivity.

The entries here play a role when a database connection error occurs after the in-

stallation.

Figure 27.24.The SampleTrack Administration Menu Option

SampleTRACK Client

File Edit View BExtras RUluiliEneEn]
Script Management... hnles i
Sample TRACK Overvew DB Registry...
Object Manager 4
@ Sam.ple Ordgrs Host Security Managment...
=8 Matrix Overview DB M ¢
¥ Watrix Orders anagement...
@ BEST Orders Sequence Management...
¥4 Pooling Orders Table Description Management...
@ Titration Orders Field Status Management...
Bl Approve batix SQL Flus Prompt...
&' Submit Sample Orch  Application Management...
¥ Selected Sample O Start Easy Dialog Designer...
@ Manual Fraparation
@ Manual Rack Preps  Manage Barcode Printing
# Proton Exchange
& Instrument Orders Configure Plug Ins...
7 Tubes Waiing For - TN
Bl Approve Sample Orders
*= Archive/Backup Sample Orc— | Waorksteps | Cligntl... |~
*2 pMedia Archive WA ABC1 2345764 ADMING —
= Communication Repont BEST-NMRE
2 Custom Tables | @ default_BEST.gsp b
. | | | ? =
Connected to database dben152 as demo_labor Logged in as ADMIN  |Rec
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Database Connection Error After New Installation

Database Connection Error After New Installation 27.7

B Systemsteuerung

This is a common problem with the BORLAND® BDE (Borland® Database En-
gine). The easiest way to handle the connectivity settings is by clicking the button
Override BDE Settings see the figure "The ST Config Window" on page 214
within the SampleTrack Connectivity window - either within the ST Configuration
program or under SampleTrack client - Administration - Options.

You can also change the BDE settings in the control panel

Figure 27.25.BDE Administrator Window

[=1E3
'1_1

i Datei Bearbeiten Ansicht Favoriten Extras 2
J > 5] )i' Suchen | Ordner| [ g
i Adresse | Systemsteuerung v| EJ wechseln zu
Ordner X name Kommentare ”~
) Eigena Dateien ~ | 8 adobe Gamma Kalibriert Monitor fiir konsistente Farben, erstellt ICC-Profil.
= 1@ Arbeitsplatz — B Anzeige Andert die Desktopdarstellung, wie z.B. den Hintergrund, Bild...
1 3%-Diskette (A1) LNl Configures the Borland Database Engine
312 :) -
< Lokaler Datentr'a’qer ©) $ Benutzerkonten Andert Benutzerkontoeinstellungen und Kennwérter fiir Perso...
= 1) 3
2 DVD-Laufwerk (D:) ’ Egriadmmdcj’:tm!{ Configures the Borland Database Engine FS )
4 " ‘f & Datum und Uhrzei .
<& DVD/CD-RW-Laufwerk (E:) S Drucker und Faxg... Zeigt die installierten Drucker und Faxdrucker an und unterst...
2 apps auf "hed: ﬂEas{A::ess Taste... Tasten konfigurieren
32 doc auf "hedw \ } &Emgaheh\lfen Passt die Computereinstellungen Threr Sehstarke, Threm Geh...
S8 oy auf "hedwidhome'\users" (H:) {3 Energieoptionen Konfiguriert die Energiespareinstellungen fir den Computer.
2 install auf "NT Server fiir Installation, BICS und WVOffice (nn ‘& Gamecontroller KDHfIg\L’IrIEI‘t., entfernt .um:i fugt Game(nmtmlh.ar'me z.B. Joystic...
5 mist auf "Samba Server (hedviix)" .;’:)gep;ante Tasks let‘l.arl;g:nq;, um s|edag\timhattﬁchdauszu{uh;lekrl.
< araware nstalliel ardveare un ene| ardvarekontlikte.
w» " \ ot
: bics auf e:(adz \programmpakete glnte\(R) Extreme ... Steuern Sie die Grafikhardware-Elemente Ihres Systems.
= home auf "Samba Server (hedw / . EUIﬂtErEase Manager Starts, stops and configures InterBase Server
2 groups auf "hedwix.nmrenh.bruker.deihome” (S:) 4 Internetoptionen Konfiguriert die Internetanzeige- und -verbindungseinstellung...
32 nmrend auf "hedwix\home'groups" (T:) £ Mail Microsoft Outlook-Profile
=] [} Systemsteuerung ) Maus Passt Mauseinstellungen, wie z. B. Schaltfachenkonfiguration,...
% Drucker und Faxgerate T MKS Toolkit Configure MKS Toolkit
(4 Geplante Tasks & Netzwerkverbindu... Stellt Verbindungen mit anderen Computern, Netzwerken od... -
& Netzwerkverbindungen I Ordneroptionen Passt d!e Anze!ge von Dateien Llﬂ.d Ordnern an, andert [.).atewz...
@ Regions- und Spr... Passt die Anzeigeeinstellungen fiir Sprachen, Zahlen, Wahru...
S Scanner und Kameras — -
&4 Schriftart Sy Scanner und Kam... Scanner und Kameras hinzufiigen, entfernen und konfigurieren.
= chriftarten 1 schriftarten Andert, verwaltet und flgt Schriftarten auf dem Computer hi...
. 4@ Verwaltung ~ | 1 Software Installiert oder entfernt Programme und Windovss-Komponen...
- = s Dlsoundmax Systemsteuerung fiir SoundMAX 3
Foy

On the tab Configuration - Drivers - Native - ORACLE change the entry in the OR-
ACLE definition window DLL32 to ,SQLORAS8.DLL" and the VENDOR INIT to
,OCI.DLL".
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Figure 27.26.BDE Administrator Window: DLL32 and VENDOR INIT

s
Object Edit View Options Help
=]

Drivers and System

Definition of ORACLE

t*. BDE Administrator C:\Programme\Gemeinsame Dateien\Borland Shared\BDE\IDAPI32.CFG

Databases Configuration Definition
=68 Configuration DRIVER FLAGS
=8 Drivers YERSION 40
=& Native TYPE SERVER
© PARADOX, DLL32 SOLORASDLL
© DB2 WENDOR INIT 0ciDLL
© DBASE
@ FORPRO TRACE MODE 0
@ INFORMIX
g m;fgéggs BATCH COUNT 200
& masaL BLOB SIZE 3z
BLOBS TO CACHE B4
& SroASE EMNABLE BCD FALSE
+ & ODBC EMABLE INTEGERS FALSE
w8 System ENABLE SCHEMA CACHE FALSE
LANGDRIVER
LIST SYNONYMS NOMNE
WA ROWS -1
WET PROTOCOL THS
OBJECT MODE FALSE
OPEM MODE READ/MRITE
ROWSET SIZE 20
SCHEMA CACHE DIR
SCHEMA CACHE SIZE 8
SCHEMA CACHE TIME -1
SERVER NAME OFib,_SERVER:
SOLPASSTHRUMODE  SHARED AUTOCOMMIT
SOLORYMODE SERVER
USER NAME MYNAME

Oracle Driver Initialization

Apply your changes and login to the SampleTrack Client.

Installation of Instruments

27.8

This section describes how to install the different types of instruments.

SampleTrack supported instruments include:

216 (255)

NMR spectrometer using BACS with barcoded tubes

NMR spectrometer with BEST and barcoded Gilson racks
Bruker AutoPrep (ASP)

Gilson Preparation Robots controlled by BRUKER software

Other Preparation Robots using the provided interface

Bruker SampleRail™ System

Interfaces to other data management systems

BRUKER BIOSPIN
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Installation of BRUKER NMR Spectrometer Using B-ACS

The Environment Setup Window shows the installed instruments.

Figure 27.27.Environment Setup Window

5 SampleTAACK Client

Fie Edt View Eaas Adminishation Help

[ [[o=sm yem s msaxv | @ |
SempleTRACK Dverview Insinuments G ings | Fie & ings | Other Settings |
T Sampie Diders [ MANUPREP o
' Submit Sampke Orders o Doaviay
Selected Sample Orders Instrument Name Instrument Type
@ Manud Prepaiations [MSNUFRER [PREF ~
& Manus Rack Froparations
; Fictan Exchange Deserigtian Satver Mame
Instrument Orders
[Marunl Pre -
7 Tubes Wailng For HD Evchange [MeruntPrepaarcn ! 3
El Aporove Sample Oiders i
= puchwve/Backup Sample Oider Data ™ 1z BEST Instument ™ Use Trigge: For Expost Trioger Setup
& Commurizatian Report T 5
& B Eritoevmen Sena [ Served by Communication Server = [+ Cieste Al Deder Filss smubancusk
B> Conpanies Senpls *
£ Depailmerts ~Impert Expart
& Usens
E> Sabanlz
B> Prolon Exchange Sabvents
B Preparations
= Praparation Types
B> Sabenl Metheds
£ Expemerts
= Expesiment Types
(= Experiment Subsilution for Imported Fil
=
= Methad Types
s | Eat | peee | s | Es | e |
I™ | Debug Seripls Email |
1l | = D' Regishy erties are displayed i blua
[Eornecieio dalabase dbsach 'Loggedin as ADMIN [Autc refiesh enatled |

The only instrument installed here is called MANUPREP which symbolizes the

manual preparation work center.

Installation of BRUKER NMR Spectrometer Using B-ACS

27.9

1. Installation of a Dummy Instrument from a Template.

27.9.1

. Open the SampleTrack client

. Select menu point Administration — DB Management

Figure 27.28.The Load SampleTrack Components Window

‘With this datab.

¥, database.

Flass select one of tha lobowing eplions:
1 load sample conbguistion © Vgl Diatabsce

1= foad Samgle TRACK conponents  Check DB Envitoament

1 impost ditabiss from s

1 expart datobuse 1o e

1 suport E ey Diskog 4o fle

(. At

Cencel |

Choose Load SampleTrack Components and press Next.
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Figure 27.29.Spectrometer Configuration Window

Compenerks

[Heme

] 4ukePREP Sample Congurstion

[ Seechioneter Sampls Cerliguastion

DI BEST Specuometer Sanphs Corliguaion
0 Friet S amide Ovcher Dtk Samole Configuration

il I» J

I HTML Email Hotfication 5 anple Configusstion
O Flin Test Emald Motz tion Sansle Configurslion

I Ditete 4 Tables: Eore: Inposing Dafa

Bk [ e |

[

Select Spectrometer Sample Configuration and Press Next.

Figure 27.30.SQL Output Window

Resuls
Selected itens will be imported. Inporting Required dasts: =]
Selected itens will Inporting OB Start Data:
lected items will Inperting Script Library:
Selected itens will Inporting Easy Dialoa Sanp
Selected itens will porting Defeult Filter o
Selected itens will porting AutcPREP Sanple o
lected items will ing Epcetmmtcx‘ Sam)

port
Inporting datas 'Spectroneter Sample Configuraticn’
L line= updsted in 'IRSTRUNENTS

t lines updsted in 'KETHOD TYPE_IHSTR'

24 lines updated in 'SOLVENTS

35 line= updated in 'EXPERINEKTS®
40 line=s updsted in 'BSTS_REGISTRY"
Inporting tables finished.

Selected items will be inported.
Selected items will b= inported
Selected items will be imported
Selected itens will be imported

Inporting Print
porting

4 |

Importing BEST Spectrome Lts.

EET EantT Rorit
Inporting Plain Text Email

il

P View Summary

Press Next, Finished and finally login to SampleTrack client.
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Installation of BRUKER NMR Spectrometer Using B-ACS

2. Make a Copy of the Dummy Instrument “SPECT”

27.9.2

Name it in accordance to the spectrometer type (e.g. Av400, AV400_ BEST,
DPX300_1, DPX300 2, ...)

Figure 27.31.The Instrument Setup Window

' SampleTAACK Clent

Fie Edt View Eaas Adminishation Help

SampleT ALK Dverview

[[Demyen s msaxv @ |

Irsir etz Cammcn Sellings | Fie C ings | Dies Setsings |
B Sample Diers ~ D MANLFRER T
" Submil Sample Orders 1 SPECT Inghumert Descriplian
) Selected Semple Orders Instrument Neme Instumend Type
@ Manud Preparations . = —
i Manual Rack Freparations
; :’\clhanExn:a:ae Deseriatian Satver Mame
Instument Oeders o =
2 Tubes Waling For HD Exchange [Brsker Spectronsic | =
El Appeove Sample Oiders
= tuchive/Backup Sarple Didss Date I 13 BEST Instrumert I™ Use Trigge: For Export Tigger Setup
& Commurizatian Report
= B Erviroement Sen [v | Servad by Communicalion Server * [ Create Al Deder Files simubanously
& Campariss Seripls *
B> Depailments it Exprt
& Usens
£ Sabenlz [AMANCE _Import [#ANCE_Evpail
B> Prolon Exchange Sabvents
B Preparations
= Praparation Types
> Sabwenl Metheds
£ Expemerts
2 Expesimert Types
(= Experment Subsilution for Imported Fil
& Inshiuments
= Methad Types
s | Es | oeee | s | Eem | pew |
I™| Debug Sciipls Emal I
4| ] »l = D' Regishy erties are displayed i blua
[Eornected fo d ol \Loggedin as ADMIN |Auitn refinsh cnabied. |

Figure 27.32.The New Instrument Name Window

0y SampleTRACE Cliont

Fie Edt View Eysas Admivistaion Help

IR A

JampleT AACK, Ovaiview Instnaments o IF"'; —
"B Sargle Dicers ~ I3 MENDFRER ;

" Submit S ample eders ~ o g Instumert Descrigion—————

B Selected Sample Orders !?- F& i

@ Marual Prepaatons Ed IW}T—

@ Marudl Rack Preparations

- Piclon Exchange —

& Irctument Ordess lﬂi‘::‘:m

# TubesWaling For HD Exchanga
[F Appove Sample Dicers
*= fuchive/Backun Semple Ordes Deta
& Communicalion epcit
= Envierment Setun
E- Compariss
= Depatments:
B Users
B> Saerls E

nibes P e Pare.

™ ks BEST Insinament

[ Served by Commurication §
~Sepls =
Fimput—

[AWANCE_Impail

&> Puoton Exchange Sc [
V400
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[ Preparation Types

[ Sabvert Methods

o] _eoon |

&
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e |

Enter the name of the new intrument (use capital letters) and click OK.Now click
on the green check mark to store. The instrument will now appear in the list.
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3. Make this Instrument Available 27.9.3

Enter the import and export scripts by clicking the Add buttons and select the cor-
responding script from the list.

Figure 27.33.The Import and Export Scripts Window

& SampleTHACK Client

Fie Edt View Eaas Adminishation Help
T

[[o=sm yem s msaxv @ |

T e - — |Fl-r T
T Sample Diders ey 52
" Submil Sample Orders [ MANUFREF Instiumert Descriptian
4 Selected Semple Orders ~ 4 sPecT (el e
@ Manusd Piepaations T —— o -
i Manual Rack Freparations:
; :’\clmnExn:a:ae Deserigtian Gatver Mame
Instument Oeders o =
2 Tubes Waling For HD Exchange [Brsker Spectronsic | =
El Appeove Sample Diders
= tuchive/Backup Savple Didss Date I 13 BEST Instiumert I™ Use Trigge: For Export Tigger Setup
& Commurizatian Report
= B Erviroement Sen [ Served by Communicalion Server * [ Create Al Deder Files simubanously
&> Conpariss Seripls *
B> Depailmerts o Expat
& Usens -
£ Sobvenlz [AVANCE_Impart [EENCE _Evpatl
B> Prolen Exchange Sabvents

B Preparations

= Praparation Types

B Sabenl Metheds

[ Expermerts

= Expesmert Types

(= Experment Subsilution for Imported Fil

> Insbuments
[ Methad Types
s | Eat | peee | s | Es | e |
[ Debug Scripls Email |
Ll | | | * DB Rlagisty eriries ais displayed i blia
= e Tr— 'Loggedin as ADMIN |Auto refiezh enabled | o

This completes this procedure.
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SampleTrack™ Client Installation 27.10

Install the program stinstxxx_xx.exe from the SampleTrack installer CD.

Figure 27.34.The Explorer Window

Bx sampletrack

=lol |
| Fie Edt Wew Favorbes Took  Help
| wBack + = - 2| @search | Rroiders (Brstory | Y 03 X ) |[E-

| Address |I__I sampletrack, j e
Folders (2 el = [ bstsdata

[if] Desktop B - I L [DExamples

] My Docurments - Camanual

=43, My Computer sampletrack [Phuginsz4z_24

-2 314 Flappy (i)

SINTFS (C) stinst242_18.exe

=3 MTFSS0(D2) application

25 020624_1215 (F:) b - ’

o (] leorhVR. 1-Patches Madified: 4/11/2002 8:27 AM

{1 labektemplates Sze: 15.5MB

[€- =4 sampletrack
{1 SampleTRACK_und_Samp _ || AHriutes: Readrorly

[ =iy -
(1| ] _»IJ
[Type: Apphcation Size: 15,8 MB

B&sthin24z_24.e0e

[15.am8 [\ My Computer Y

The InstallShield Wizard will lead you through the installation.

Figure 27.35.InstallShield Wizard Welcome Window

i'-‘%' Bruker SampleTRACK ¥2.42.18 - InstallShield Wizard

Welcome to the InstallShield Wizard for
Bruker SampleTRACK V2.42.18

The InstaliShield(R) Wizard will install Bruker SampleTRACK
WZ2,42.18 on your computer, To continue, click Mext.

WARNING: This program is protected by copyright law and
international treaties.

Cancel

Press Next.
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Enter your user and company name

Figure 27.36.InstallShield Wizard Window

iTE— Bruker SampleTRACK ¥2.42.18 - InstallShield Wizard

Customer Information

Please enter your information,

User Mame:

Iadministrator

Qrganization:
IBRLIKER BIOSPIN|

Install this application for:

€ aryone who uses this computer (all users)

€ Only For me (administrator)

InstallShield

= Back I Mext = I Cancel

Commit or change the default destination folder.

Figure 27.37.The Destination Folder Window

{i& Bruker Sample TRACK ¥2.42.18 - InstallShield Wizard

Destination Folder

Click Mext to install to this folder, or dlick Change to install to a different folder.

G Install Bruker SampleTRACK ¥2,42,18 to:

C:\Program Files\BRUKER)Sample TR ACK), Change... |

Installshield

= Back Cancel
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Choose “Install Sampletrack Client System”.

Figure 27.38.The Setup Type Window

|'§ Bruker SampleTRACK ¥2.42.18 - InstallShield Wizard

Setup Type \
Choose the sebup bype that best suits your needs. 1

Please select a setup type.
" Install Sample TRACK System
@ All program Features vall be installed. (Requires the most disk
space. )

& nstall Ie TRACK Client |

Installs onky SampleTRACK Client and Easy Dialog

" Customize Features

Choose which program Features you want installed and where they
will be installed, Recommended for advanced users.

Instal5hield

« Back. I Next > I Cancel

Press Install to start the installation.

Figure 27.39.The Install Window

|§- Bruker SampleTRACK ¥2.42.18 - InstallShield ¥Wizard

Ready to Install the Program
The wizard is ready to begin installation.

IF you want bo review or change any of your installation settings, click Back. Click Cancel ko
exit the wizard.

Current Settings:
Setup Type:
Install Sample TRACK Cli,.,

Destination Folder:

C:YProgram Files\BRUKERSample TRACKY
User Information:

Mame: adminiskratar

Company: BRUKER BIOSPIN

Inistallshield

< Back Cancel
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SampleTrack client installation is completed.

Figure 27.40.InstallShield Wizard Completed Window

i& Bruker Sample TRACK ¥2.42.18 - InstallShield Wizard x|

InstallShield Wizard Completed

The InstallShield Wizard has successfully installed Bruker
SampleTRACK ¥2.42.18. Click Finish to exit the wizard,

< Back Canicel
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SampleTrack™ Web
Client Installation 28

Introduction / System Requirements 28.1

Installation

The SampleTrack Web Client is a web service which offers easy access to the
SampleTrack database without installing any client software on the customer’s
PC. The web service module is only available on

Windows® NT systems
(Windows® 2000, Windows® XP, Windows® 2003)

as a Microsoft® Internet Information Service Module or Apache Module. The
Apache Webserver is automatically installed during the installation of Sample-
Track. The IIS has to be installed and configured manually.

Depending on the web service usage, the server should be at least a Pentium IV
with minimum 512 MB RAM.

Since the configuration must be done directly on the Web server, the PC should
be available directly or via a terminal session.

28.2

Installation of Program Files 28.2.1

Install the SampleTrack software package on the server, that will be used as a
Web Server later on. Be sure to select Customize Features and activate the
item Web Interface.

Figure 28.1. InstallShield Wizard Custom Setup

5 Bruker Sample TRACK ¥2.48.05 - InstallShield Wizard X
Custom Setup Eﬂl
Select the program features you want installed., ;
Click on an icon in the list below to change how a feature is installed,
—~Feature Description
B ;j»lOpr.imal :I _'J" ""_"'”"
& ~| Applications Sample TRACK Communicator |
&3 v | Archiving |
X ~| BEST
¥ ~| Instrument Simulator |
=) = | Label Designer This Feature requires 12KB on
X ~| Pocling your hard drive. |
* «| Titration
&9 = | Web Interface ==
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Activation of the Web Server

28.2.2

226 (255)

After the SampleTrack installation the Web Interface module is still not activated.
Login to the SampleTrack client as administrator. In the menu « Administration »
choose ,Configure Plug-Ins”.

Figure 28.2. SampleTrack Plug In Overview

PluglIn Overview for SampleTRACK Version 2.48
Start Plugine |Lo:d PackagestPlugis |

"'SQIVEIPL'QI]:' S

[~ Cliera Plugine

SampleTRALK. Archnang Package

|
] o

Available Plagns————

SampleT RACK Aschiving Package
SampleTRACK, Barcode Printng Package
SampleTRACK BEST Package
SampleTRACK E asy Dislog Package
SampleTRACK, Excel Report Package
SampleTRACK Matix Suppert Package
SampleTRACK. Poolng Pack ag

SampleT RACK, Tiration Packag

“a/eb Conbouation Pack sge

SampleTRALCK Matrie S upport Package
S ampleTRACK Easy Dislog Packsge

S ampleTRACK Barcode Printing Packags
SamplaTRACEK Archiving Package
SampleTHACK, BEST Package

E a:y Dislog Plugne

o
]

tin | ol

Select the Web Configuration Package and add it to the ,Client Plugins®.

Close and restart the SampleTrack client. In the menu “Administration”, select the

new option ,Configure Web Interface...”.

The new configuration program will be displayed and shows a group tree on the
left with different configuration sections. When a configuration section is selected,
the current configuration is shown on the right side. Use the button “Change Data”

to change the view.

Figure 28.3. Group Tree Window
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Configuration

To install and start the Web Server choose ,General Setup” and ,Server Setup*“.
In the setup you must start the service as an Apache module or IS module.

When selecting the 1IS module be sure that IS has been installed correctly be-
fore.

Click “Install” to install the service.

From this configuration window you can conveniently start and stop the Web ser-
vice.

After successful installation a status window displays “Service started”. Clicking
on “Browser” opens the browser window with the SampleTrack Web client start

page.

Secure Socket Layer (SSL-HTTP) 28.2.3

Configuration

It is possible to use the SampleTrack Web service with a secure connection
(SSL).

This is independent from the SampleTrack configuration and involves the Apache
or IIS server configuration. Please contact your IT department for more informa-
tion.

28.3

User Identification

The SampleTrack Web configuration menu offers more options to customize your
automation and individual interface. Apart from the ,Custom-Page-Wizard" each
SampleTrack client also provides individual adaption possibilities.

28.3.1

The ,User Identification” and ,General Setup” define the kind of authentification.

With anonymous login (Autologin) a login is not required. To use the Autologin en-
ter the user name which is used for logging into the system.

Session management: Here the session time, length a session should stay open,
and the maximun number of concurrent sessions can be defined.

Hint for changing the password: When the SSL is not used, passwords are trans-
ferred unencrypted. This is also true, when passwords are being changed, even
when ,password encryption“ was activated before.
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Figure 28.4. Login Configurations

<,/ Login-Configurations x|

¥ Enciyp! Password dunng Login [Unec-DES)

—Autclogn TR

[T Enable Autologin
Usemname

¥ Save

Session Management

Session-Timeout Max Sessions

20 [mmiss] 1 -1 = unlimited

Group or Individual User Settings 28.3.2

228 (255)

€/ Edit Navigation-Elements : e x|

Main Havgaticer

All further modifications to the HTML pages are group or user specific.

Select the user or group profile from the group tree on the left side. For changes
concerning all users select the group “All".

When a group has no sub-details, this indicates that no specific modifications
have been made for the group.

The configuration can be modified with a right click on the group and by selecting
Edit this item.

Navigation Board

The configuration menu ,Navigation“ has options effecting the look and feel of the
naviagtion board.

Here you can activate or deactivate the different views, or add additional links,
e.g. to your own Intranet homepage. If you do not use a matrix system, you may
deactivate this point.

Figure 28.5. Navigation Elements Window
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Layout

If you have modified the HTML template pages (see the section HTML packages)
to adapt them to your corporate design, the layout section allows you to customize
the internal design components. You can also define the color to highlight the
sample orders.

Custom-page Wizard

The custom page wizard helps you to integrate your own HTML pages and views
into the system.

Principally a HTML file is needed. It may have pictures inside. The program is op-
timized for HTML pages generated with Microsoft® Word (“Save as Web page”).

To add a new HTML page enter a page title (it will be displayed within the naviga-
tion board) and select the HTML page.

The ,Advanced Settings" options define the way the new page should be integrat-
ed:

Use Open in new window to open the page in a new window without the Sam-
pleTrack heading and navigation.

When using more complex HTML pages, it may happen, that the view is not the
same as the original design. Try to solve the problems using the checkboxes De-
lete VML-Tags and Only Body&Head.

Be certain that SampleTrack Web Module path is set correctly, e.g. when using an
Apache server: ,C:\Programme\BRUKER\SampleTRACK\web\apache\modules*.

Select Import to import the HTML page.

Figure 28.6. SampleTrack Web Configuration Window
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HTML Packages

The SampleTrack Web Service are delivered as packages. While the package
LStandard” consists of the necessary basics, more custom specific packages can
be added. To import a package select the “.inf” file in the package main directory.
Always install the standard package first, and afterwards any additional packages,
so they override standard package files.

With a double click on a file you can view and edit the HTML code. After modifica-
tion of a file the package status changes to “Dev” (development) and the original
version is stored, so that a redo of the last modification is always possible.

To uninstall a package, right click on the file name and select ,delete package“
from the context menu.

Use the selection ,Export Files" to export the files and edit them with a HTML edi-
tor.

Use the selection “Import file” to import new files into the system.

Remember, that a lot of HTML files include control commands for the visualization
of database information. This information should not be changed when editing the
file.

Rights

When editing the rights for the SampleTrack Web Client you can release Easy-
Web Dialogs for a user, activate quick menus / Workstep Tool Boxes, mask and
unmask sub menus.

In the Web configuration window all available EasyWeb Dialogs are listed. Select
one and click edit.

In the window that appears you can modify the title, the authorization and the exe-
cutable scripts.

In the window ,,Custom Rights" authorization can be changed by checking or un-
check the rights.
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At this development level there is only one authorization to activate or deactivate:
+Applications”. It allows or forbids access to view experiment results.

Figure 28.7. Edit Rights Window
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