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Introduction

1 Introduction

1.1 About this Manual

This manual is the TopSpin Installation Guide for Microsoft Windows, Linux and Mac OS.
This installation guide is available:
+ as PDF file on the toplevel of the TopSpin DVD

+ as the up to date version on the Bruker web server: https://www.bruker.com/service/
information-communication/user-manuals/nmr.htm|

Note: This manual does not contain the TopSpin Release letter. This is a separate document
delivered as PDF or HTML files on the TopSpin DVD and also on the Bruker web server.

Note: All text messages and graphics shown in this Installation Guide are taken from the
current version of the respective software products. Small differences to other versions are

possible.
1.2 Font and Format Conventions
Type of Information Font Examples
Shell Command, Arial bold Type or enter fromjdx
Commands, zg

“All that you can enter”

Button, Tab, Pane and Menu Names | Arial bold, initial letters | Use the Export To File

capitalized button.

“All that you can click” Click OK.

Click Processing...
Windows, Dialog Windows, Pop-up | Arial, initial letters The Stacked Plot Edit
Windows Names capitalized dialog will be displayed.
Path, File, Dataset and Experiment Arial Italics $tshome/exp/stan/nmr/
Names lists
Data Path Variables expno, procno,

Table Column Names
Field Names (within Dialog

Windows)

Parameters Arial in Capital Letters VCLIST
Program Code Courier go=2
Pulse and AU Program Names au_zgte
Macros edmac
Functions CalcExpTime ()
Arg_uments XAU (prog, arg)
Variables disk2, user?
AU Macro Courier in Capital REXPNO

Letters

Table 1.1: Font and Format Conventions
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2 Installation

2.1 Preparation

The Linux distribution includes a built-in PDF viewer but it is preferred to have Acrobat
Reader or Evince (on Linux) already installed. To display the TopSpin Online Help, for parts
of the NMR-Guide and the Release Letter, a PDF viewer is required.

Acrobat Reader is not installed automatically as a part of TopSpin (on Linux, Mac OS and
Windows). It is available from Adobe as download.

2.2 Packages on the TopSpin DVD

1 | TopSpin Acquisition and Processing Software 3.6.x |4.x
TopSpin Plot Object oriented WYSIWYG plot editor. 3 X X
Editor
Cygwin Tools Used for compilation of TopSpin AU programs. 3 X X
NMR-GUIDE A web-based training and teaching tool providing a lot of

theoretical and practical information on NMR spectroscopy and
NMR methods for everybody interested in NMR. 2

NMR-Sim Program for numerical simulation of NMR experiments. 3 X X
CMC-q Viewer Automation & Analysis * X X
2 |Central Audit File |Enables a Central Audit File for activity recording in TopSpin. X X
3 |CMC-a CMC-assist, a tool for structure verification based on NMR data. X X
4 |lconNMR Icon-driven interface for Routine Spectroscopy and Automation. X X
5 |[MICS Magnet Information & Control System. X X
6 |NMR-Data Example datasets X X
7 |CodeMeter License manager required to start TopSpin programs. X X
Runtime
8 | AURELIA-AMIX- |Multiple object viewer ' X X
Viewer

During the installation the program is displayed as AMIX.

9 |SpectrOS Spectrometer operating system for AVANCE NEO. X
SpectrOS is needed for workstations controlling a spectrometer.

10 | Diskless Spectrometer operating system for AVANCE IlI. X
Diskless is needed for workstations controlling a spectrometer.

11 | SBASE Spectra base for AMIX ’ X X

12 | Dynamics Center |Analysis of NMR data containing non-frequency dimensions (incl. X X
Protein Dynamics) *

13 | InsightMR Reaction Monitoring X X

" Requires a separate license.
2 Package is integrated in TopSpin4.x, package is selectable in TopSpin3.6.x
% Installed by default together with the TopSpin package.
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Packages available on a separate DVD:

TopSpin Acquisition and Processing Software 3.6. [4.x
X
14 |AssureNMR The AssureNMR software provides automated multicomponent X X

identity, quantification, classification, and detection of outliers with
spectral databases and System Suitability Tests for GxP

compliance. '
15 | AssureNMR- This directory includes Analysis Methods, for use with AssureNMR, X X
Methods that automate the analysis of poloxamers, molar substitution, tire

rubber, heparin, Aloe vera and other common materials. Some of
these methods may require separate software licenses for use
(heparin and Aloe vera).

" Requires a separate license.

2.3 Windows and Linux Installation

This chapter describes the installation of TopSpin, which requires local administrator
permissions. There are two possibilities:

1. User Account Control (UAC) is enabled. If you are logged in an as a normal user for the
installation of TopSpin, you will be prompted during the installation for the name of a local
administrator as well as his password. If you are logged in as a user with administrative
rights, you will only be prompted to confirm that you want to continue the installation with
these rights.

2. User Account Control (UAC) is disabled. You must login as a user with administrator
permissions and then install TopSpin. In that case, no question will be asked during the
installation.

If a previous TopSpin installation exists on your Workstation either

* |nstall the new version in parallel to the previous one
e.g. old in C:\Bruker\TopSpin3.0 and the new in C:\Bruken\TopSpin4.0 (Windows)
e.g. old in /opt/topspin3.0 and the new in /opt/topspin4.0 (Linux)

or
* Install the new version in the same directory as the previous one

e.g. both C:\Bruker\TopSpin (Windows)
e.g. both /opt/topspin (Linux)

Note: Bruker strongly recommends to always choose the parallel installation.

The installation in parallel has the advantage, that the previous version remains unchanged.
After a parallel installation, start to work with the new version. If necessary, you can still go
back to the previous TopSpin version.

Windows
» Close all windows on the desktop.
* Insert the TopSpin DVD and open the DVD drive with the Windows explorer.
» Double-click Install.cmd
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Note: All current versions of Windows are initially installed with an option called Hide
extensions for known file types enabled. In this case two files named Install are displayed.
Click the one of type Windows command script.

A Command Prompt window displays the current installation process.

If you are logged in an as a normal user, a User Account Control window will be displayed.
Enter the Administrator password.

[Current log file: C:\Windows\Temp\install.log ...

PYstarting insta.l x

Linux

* Insert the DVD to open a cd-rom file browser. If it will not be opened automatically click
the now visible DVD icon on the Desktop.

* On KDE with konquerer, click install.

* On Gnome with Nautilus, double-click install in the right part of the window and then click
Run in a Terminal in the newly opened window.

On CentOS 7 a shell window will be opened.

» Enter the Administrator (“root”) password here. The installation will start and and the
location of the installation log file is displayed in the same shell described above on
Windows.

Windows and Linux
After a short time the installer opens two additional windows shown in the following figures.
The Overall Progress Information window will be visible during the whole installation .

. Bruker NMR Software Installer
>

BRUKER

<3 including TopSpin and CMC-a

Overall progress
Setup parameters
Check consistency
Select target directories
Prepare harddisk
Install files

Post processing

Status: | Click 'Next' to step through the setup process.
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The second window displays a Welcome screen and lists the main programs that are part of
the software distribution.

Welcome!
This setup tool will help you to install step by step Bruker NMR Software including
- TopSpin with CMC-se
- CMC-assist
- Dynamics Center
- Amix
Please terminate all running Bruker NMR Software before continuing with this setup.

Note: To change the font size, type Ctrl - or Ctrl +

#% Back | C8 Next I Cancel |

* Click Next to continue with the TopSpin installation.

The installer offers either to install only the Cygwin tools, to install the NMR programs without
Cygwin, or to install the NMR programs including the Cygwin tools which is recommended.
The Cygwin tools are used for the compilation of AU programs.

Selection of components to install

+ ¥ Install Bruker NMR Software
¥ Install GPL licensed Cygwin Software (recommended)

Cancel | @ Help |

The release letter will be displayed in a PDF reader in the background, so you can proceed
with the installation while reading the release letter.

By clicking 'Next’ you confirm that you have read the
TopSpin release letter

rellet.pdf

It can always be accessed using the TopSpin Help under
the topic Manuals.

» Click Next to continue with the TopSpin installation.

Please select an installation directory for TopSpin and CMC-assist

CA\Bruker\TopSpin<version> 3 Browse |
3 Back | £ Next | Cancel | Disk usage |

» Click Browse to change the installation folder or enter the path in the text field.
» Click Next.
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Note: This is also the directory where the installation log file will be located after the file
extraction to the local hard disk has started. Please include the installation log file (install.log)
in any request email concerning installation issues.

If the installation directory does not exist, the program asks if it should be created. The
directory will be created only when the file extraction actually starts.

Exception: The installer will not allow to accidentally overwrite an existing installation of
TopSpin with another version. If desired, the program can uninstall a previous version:

“ Note: Cannot overwrite TopSpin <xyz> **

You cannot use C\Bruker\TopSpin <xyz> as target directory for TopSpin<abc>
because it already contains TopSpin <xyz> .

 Select another target directory for TopSpin <abc>
" Uninstall TopSpin<xyz> automatically

obx | [ o] Gt |

* When this exception note is displayed either

— Check Select another target directory for TopSpin<version abc> and click Next to
change the installation directory and continue with the setup type selection or

— Check Uninstall TopSpin<existing version xyz> and Click Next to first uninstall the
existing version and continue with the setup type selection.

Please select the setup type

" Data processing only

Installs Data Processing, Plotting and Simulation Components

" Data processing, acquisition and automation

Installs Data Processing, Acquisition and Automation Components for Spectroscopy
£ \Cgstomizedg

Customized setup (allows component selection)

& Back | © Next Cancel ‘

» Select one of the offered setup types:

— Select Data processing only if you want to use TopSpin for data processing only.
The packages TopSpin, NMR-Sim, NMR-Data, CMC-assist and CodeMeter will be
installed.

— Select Data processing, acquisition and automation if you want to use TopSpin for
spectrometer control. This setup type provides the following packages:
TopSpin, NMR-Sim, NMR-Data, CMC-assist, CodeMeter, IconNMR, SpectrOS and
MICS.

— Select Customized for a manual selection.

The Customize Products window has initial settings equal to the option Data processing,
acquisition and automation.

Additionally:

1. The option SpectrOS will be checked for the setup types Data processing, acquisition and
automation and Customized if the current SpectrOS version on your spectrometer is
outdated or equal.
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2. The option Codemeter Runtime will be checked if the actual Codemeter Runtime
version on your workstation is outdated.

Please select products to install

Sel. Product Description Version Size/MB
+ ¥ TopSpin Acquisition & Processing Software
I Central Audit File Enable Central Audit File in TopSpin
v W CMC-a CMC-assist
+ ¥ IconNMR Automation Module
v Diskless Spectrometer Operating System
™ MICS Magnet Information & Control System
v ¥ NMR-GUIDE NMR Encyclopedia
v ¥ NMR-Data NMR Example Data Sets

I” CodeMeter Runtime Llicense Manager

™ Amix Amix

I~ SBASE Spectra Base, Requires AMIX License
I Dynamics Center Dynamics Data Analysis

™ InsightMR Process Manitoring

Select all | Clear all | € More info > |

& Back | 7O Next I Cancel |

» Click More info to check the already installed product versions.
* Click Next.

If a package dependency is not resolved correctly or the installation directory contains a
TopSpin version that would be corrupted, the installer shows a dialog about the conflicts.

Conflict:
The installation of lconNMR requires TopSpin<xyz>
which is not installed in C:\Bruker\TopSpin<abc>

(®) Install TopSpin
O Do not install lconNMR

Linux:

Select whether the current TopSpin installation directory should be added to the global path.
This allows to start TopSpin by typing topspin on the command line.

Do you want to add the TopSpin installation directory to the global PATH?

If you do so, you will be able to start TopSpin by just typing
'topspin’

Currently the global FATH does not contain any TopSpin installation directory.

® Yes, add the new TopSpin installation directary to the global PATH
Mo, leave the global PATH unchanged

3 Back £ Next | ‘ Cancel @ Help
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Windows and Linux:

NMR products are configured with special access for the account selected as the so-called
NMR Super User.

Linux:

Select a name for a user account. If the account does not exist, it will be created.

Windows:

Select an existing account. This can be a local or a network account.

Please select the NMR Super User.

This can be either a local account, or - if the computer is
member of a domain - a demain account.

Valid syntax:

- USER ACCOUNT or

- THALIA\USER ACCOUNT or

- DOMAINNAME\USER ACCOUNT

THALIA\Administratorin

{3 Back £) Next Cancel

Windows and Linux:

* Enter and re-enter the NMR administration password.

Note: The NMR administration password is not related to any system password. This
password will be required later when configuration commands in TopSpin are run, such as cf.

Please choose an NMR Administration Password
(requested for commands like 'cf', 'expinstall’ etc.)

Enter password: || [

Re-enter password: | |

{3 Back £ Next Cancel ) Help
» Click Next.

Installation Directories for MICS, NMR-Data and SpectrOS

Please select an installation directory for MICS

C:\Bruker\mics £ Browse

(3 Back €3 Next Cancel Disk usage

» Select the installation directory for MICS.
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Please select an installation directory for NMR-Data

C:\Program Files\Bruker\Topspin\alpha\examdata £ Browse

(3 Back £) Next Cancel Disk usage

« Select the installation directory for NMR-Data.

Note: The next four dialog windows are displayed only when SpectrOS is included.

Note: On Windows do not use a path that contains parentheses, e.g. C:\Program Files (x86).
Otherwise the firewall setup program will fail.

Please celect an installation directory for SpectrOS

C:\Bruker\spectrusl £ Browse

(> Back £ Next Cancel Disk usage

» Select the installation direcory for SpectrOS.

Note: The installer will warn when downgrading SpectrOS to an earlier program version.

e Warn'ng e
You are about to install an older program version.

Program: SpectrOS
version to install: <abc>
version on disk:  <xyz>

(3 Back £) Next Cancel

* Click Next, if this is intended.

Note: Though not recommended, the Spectrometer Operating System can be installed while
no spectrometer is connected to the workstation. In this case the network settings of the
workstation will be configured for spectrometer control and the Spectrometer Operating
System is installed on the local hard disk. When a spectrometer will be connected later, the
Spectrometer Operating System can be transferred to the spectrometer with the program
post/updatespectros.sh in the SpectrOS installation directory.

If Windows displays the message Don't know how to open this program, please choose a
program ... then select GNU\bin\bash.exe in the TopSpin installation folder.

Exception: If the installation program cannot detect a spectrometer, it displays the following
dialog window:
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Note: No spectrometer found.

Spectrometer Operating System will be installed on the local
disk.

MNetwork will be configured for spectrometer control.

(3 Back £ Next Cancel

¢ Click Next.

If the workstation controls a spectrometer, it should have two ethernet interfaces.

The installation tries to detect if manual changes have been made to the network interface
configuration and to leave the file intact in that case. It will also save a copy of the original
network interface configuration file in the SpectrOS installation directory.

Flease specify a network interface name for the Spectrometer
Operating System.

This should be the network interface used for the spectrometer
network.

ethl vl

(2 Back £ Mext | ‘ Cancel ‘

» Enter or select the name of the one connected to the spectrometer network.

Note: Bruker recommends to let the installer configure automatically the firewall for TopSpin
commands. The firewall dialog is only displayed if a program was selected that requires
firewall configuration, such as TopSpin on Windows, SpectrOS on Linux, CodeMeter on
Linux, or MICS.

Shall the installation configure the Windows system firewall for you?
[ Yes, configure system firewall automatically
Automatically creates all firewall rules necessary for the products selected for installation
[[] Show necessary firewall rules

This is useful if you intend to change custom firewall rules manually.
The firewall rules will be shown after the products have been installed onto the hard disk.

(O Back Cancel €) Details

The last confirmation dialog is displayed before verification and file extraction to the local
hard disk starts.
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The installation has been setup
and will start now with these programs:

Product Version Size/MB  Target directory

TopSpin

CMC-a

lconMNMR

SpectrOS

MNMR-Sim
CodeMeter Runtime

Open Source Components provided under
GMNU Public License v will be installed

* Check the summary of the selected components and target directories, before the

installation starts.
Click Next to start the file extraction.

The installer performs some checks before file extraction starts. In case of an error or
obstacle any of the following dialog windows may appear.

Note: When other TopSpin versions are running on the computer, they have to be closed.
Otherwise the following error message will appear:

PID
3852
4192

ared
8032
6636
3452
661
4200

>

Running programs
Terminate all applications of the program(s) you want to install before you proceed.

The processes below are still running and cannot be overwritten during installation.

Process name

C:\Program Files\Bruker\Topspin\alpha\GNU\bin\bash.exe
C:\Program Files\Bruker\Topspin\alpha\GNU\bin\bash.exe
C:\Program Files\Bruker\Topspin\alpha\prog\mod\cpr.exe
C:\Program Files\Bruker\Topspin\alpha\prog\mod\cprserver.exe
C:\Program Files\Bruker\Topspin\alpha\prog\mod\cprclient.exe
C:\Program Files\Bruker\Topspin\alpha\jre\bin\java.exe
C:\Program Files\Bruker\Topspin\alpha\prog\mod\dataserver.exe
C:\Program Files\Bruker\Topspin\alpha\prog\mod\restartserver.exe
C:\Proévam Files\Bruker\Tn‘pspkn\aIpha\pmg\mod‘\cfserver.exe
C\Program Files\Bruker\Topspin\alpha\prog\modihconfserver.exe

3 Back €) Next Cancel ) Help

Note: If a path was selected with an already existing TopSpin installation, the verification
checks if any of the previously installed files have been changed, e.g. as patch or workaround
for a bug. If so, the affected files are saved into a backup directory and information is
displayed as in the next figure. The backup directory contains the program restorefiles.pl that
can be run to restore the backup files.

16 /60
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Verification results
You can safely continue with the installation.

The modified files will be automatically saved in the sub directory
backup'\2017-03-24T1439 of the respective target directory of the preduct,

Below are the detailed results of the verification.

The following files have been modified:
Ci\Bruker\TopSpin<xyz>\proghnmrsim\ppiuserizgpg

The installer displays the file extraction progress for each package.

Extracting NMR-Data

exam2d_HC/3/acqus

Cancel

The final dialog will display success or problems (during post installation) or errors if there are
any. In that case please include the install.log in the TopSpin installation directory to your
support request.

Installation finished
with the following results:

TopSpin
CMC-a
lconNMR
SpectrOS
NMR-Sim

CodeMeter Runtime

Back  C) Finish |

+ Click Finish.

2.3.1 CodeMeter Installation on Linux and macOS

* The Linux version of the CodeMeter runtime delivered with TopSpin comes as an RPM
package and thus can only be installed on RPM based distributions like Red Hat (CentOS,
Fedora) or Suse. If you use a different, not directly supported, distribution (Debian,
Ubuntu,...), please download the CodeMeter Runtime here: https.//www.wibu.com/
support/user/downloads-user-software.html and follow the given installation details.

« CM runtime for diverse macOS versions are available on the same site.
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2.4 Mac OS Installation

Insert the DVD and use Finder to inspect its contents. TopSpin for Mac OS X comes as a
DMG file that is located in the root folder of the DVD. Double click the file TopSpin-
<version>.dmg to open it. When the DMG is opened for the very first time, Mac OS X will
verify its checksum. Due to the rather large size (around 500 MB) this may take a while
(usually 30s on an iMac, probably longer on MacBook or MacMini). But the verification will
happen only once. It is recommended to wait and let the system finish the check. Mac OS X
will then mount the disk image and automatically display a Finder window with the Release
Letter and the installation package file.

[ NON . TopSpin

Releaseletter.pdf TopSpin<version>.pkg

» Doubleclick TopSpin<version>.pkg.

The Welcome screen is displayed.

[ ‘& Install Bruker NMR Software

Welcome to the Bruker NMR Software Installer

© Introduction

This will install Bruker TopSpin (including CMC-se)
and CMC-assist on your computer. You will be guided
Destination Select through the steps necessary to install the software.

License
Installation Type

Installation

Summary

Continue

<)
BRUKER
(>

¢ Click Continue.
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‘& Install Bruker NMR Software

To continue installing the software you must agree to the terms of
the software license agreement.

o ind Click Agree to continue or click Disagree to cancel the installation and
o Lic quit the Installer.
De|
Ing : .
Read License Disagree Agree
Insg
Summary SOFTWARE LICENSE AGREEMENT

THIS AGREEMENT (hereafter "AGREEMENT") BETWEEN THE
CUSTOMER ENTERING INTO

THIS AGREEMENT BELOW ('you') AND BRUKER BIOSPIN
CORPORATION (hereafter

"BRUKER").

LICENSE AGREEMENT.

Subject to the provisions contained herein, BRUKER hereby grants to
you a worldwide, revocable, non-

exclusive license to use the proprietary software (the 'SOFTWARE')
and documentation

m ('DOCUMENTATION') provided to you by BRUKER in accordance with
B(R_%R ” ‘ P

Print... Save... Go Back Continue

» Click Agree.

@ ‘e Install Bruker NMR Software
Standard Install on “Macintosh HD"

o airodiction This will take Xy GB of space on your computer.

© License Click Install to perform a standard installation of this software
. L for all users of this computer. All users of this computer will be
® Destination Select able to use this software.
@ Installation Type

Installation

Summary

<)
BRUKER
(<O

Customize Go Back Install

« Click Customize to change some default settings, otherwise continue with Install.

Note: CodeMeter is deselected if it is already installed.

® ‘& Install Bruker NMR Software

Custom Install on “Macintosh HD"

Package Name Action Size
@ Introduction TopSpin Upgrade
Licanse C compiler Upgrade
o CMC-assist Upgrade
© Destination Select ) CodeMeter Runtime Skip
© Installation Type
Installation
Summary
Space Required: 1,55 GB Remaining: 179,25 GB
L)Q Standard Install Go Back Install
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7~ Installer is trying to install new software.

Enter your password to allow this.

User Name:

Password:

Cancel Install Software

» Enter user name and password of a user with administration rights.
+ Click Install Software.

‘e Install Bruker NMR Software

Installing Bruker NMR Software

» Introduction
© License
© Destination Select

© Installation Type Writing files...
Installation

=
Summary

| JON
Please enter the NMR administration password.
This password will be requested by TopSpin to
authorize administrative tasks.

Password:

Verify:

OK

The NMR administration password is not related to any system password. This password will
be required later when configuration commands in TopSpin are run, such as cf.

» Enter the NMR administration password and click OK.

Exception: The next two dialog windows are displayed only, when CodeMeter was installed
and therefore a restart is necessary.
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‘e Install Bruker NMR Software

When this software finishes installing, you

. must restart your computer. Are you sure size
SR E you want to install the software now? 14368
2l Lkige Cance w12 ue
© Destinatio 46,2 MB
o Installation Type
Installation
Summary

Space Required: 46,2 MB Remaining: 180,67 GB
Install CodeMeter Runtime on your computer. Please note

that the CodeMeter Runtime Installation requires a reboot to start
a driver to support CodeMeter CmDongle.

<)
BRUKER
(>

Standard Install Go Back Install

« Click Continue Installation.

[ ‘e Install Bruker NMR Software
The ir ion was leted st lly.
@ Introduction
© License
© Destination Select
@ Installation Type
o Installation The installation was successful.
© Summary

The software was installed.

Click Restart to finish installing the software.

» Click Restart to finish the installation.

[ ] ‘& Install Bruker NMR Software
The ir ion was d st y.
@ Introduction
© License
© Destination Select
© Installation Type
o Installation The installation was successful.
© Summary

The software was installed.

<)
BRUKER
(>

e Click Close.
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241 Differences of the Mac Version Compared to Other Platforms

In accordance to the guidelines for Mac applications, no target directory can be chosen
during the installation. Unlike on other platforms, a parallel installation of several TopSpin
instances of the same version is not supported. Installation is possible only on the root
volume.

TopSpin on Mac OS X is a processing-only installation. Support for NUS (non-uniform
sampling) data is fully implemented and available. NMR-Sim and the full NMR-GUIDE are
available as well.

There is no acquisition support, nor IconNMR present.

Example Data Sets

On Mac OS X, the TopSpin installer currently installs a subset of the full example data sets
only. If required, you can find the full set on the TopSpin DVD in the following file:

noarch/pack/nmrdata.tar.xz

Use a Finder window to navigate to the sub folder mac/bin of the DVD and double-click
nmrdata-extract. This opens a window and asks for a folder where to extract the data. The
program nmrdata-extract can alternatively be run in a terminal.

242 TopSpin Utilities

Completing the installation, the Applications folder contains the TopSpin application as well
as a separate folder TopSpin Ultilities. You can find the following tools there:

» Savelogs: Used to collect log files and more required information for support incidents.

* Terminate TopSpin: In case TopSpin does not start as expected, components of the
application may not have been terminated correctly from the last session and may still be
active in memory. Use this tool to stop all running components. TopSpin should start
normally after that.

* Uninstall TopSpin: This tool will remove the TopSpin installation from the harddisk. Use
this only if you want to delete TopSpin completely. Security questions will protect from an
unintentional use.

24.3 Additional Notes

During the release testing it has been observed that the presence of at least one virus
scanning tool for Mac OS X may delay the start of TopSpin significantly (up to a couple of
minutes). If you notice similar behavior we recommend to temporarily disable the virus
scanner. TopSpin should start very fast then.

When starting TopSpin for the first time, the firewall of Mac OS may ask whether you want to
allow or deny access to cprclient. This request is displayed only once and we suggest to
choose Allow. (The installation procedure cannot do that automatically for you.)

2.5 Installation Results

The installation stores its results in a log file named install.log.

When the installation is complete, the log file is stored in the TopSpin folder specified at the
start of the installation or in /opt/topspin<version> on MacOS. Under Windows and Linux, an
existing log file is not overwritten, instead the new results are appended. On MacOS a new
file is created every time a new TopSpin version is installed.

Before the installation begins to extract files to the hard disk, the log file is in the temporary
folder
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on Windows: C:\Windows\Temp
on Linux: /tmp

The current location of the log file is displayed in the terminal that is shown during the
installation.

Whenever you contact the support due to installation problems, please attach this log file.

2.6 General Comment Regarding the TopSpin Factory Default
Configuration when Installed on a Bruker Standard
Workstation

TopSpin on a Bruker delivered workstation is installed with two user groups called
NmrSuperUser and NmrUser together with two users called nmrsu and nmr. The user nmrsu
belongs to the group NmrSuperUser, the user nmr belongs to the group NmrUser. Any newly
created user can be associated with either of these groups or any other group. The default
TopSpin installation is owned by the user nmrsu (group NmrSuperUser). Hence, this user
owns all the TopSpin files and any manipulations to the configuration of TopSpin can only be
done as this user. It is in the responsibility of the system owner to decide whether the
TopSpin installation should be assigned to a different NmrSuperUser than nmrsu. This could
either be a different local user or even a domain user. A reassignment of TopSpin to a
different user can be accomplished through the TopSpin installnmr command.

1. Procedure to change the NmrSuperUser of TopSpin under Windows:

Login with an administrator (root) account and open a TopSpin command prompt by
opening the "TopSpin Utilities" desktop icon and double-click the command prompt. In the
command prompt, enter the command:

perl\bin\perl prog\bin\installnmr <nmrsu>
2. Procedure to change the NmrSuperUser of TopSpin under Linux:

Open a shell window and become superuser (user: root). Change to the installation
directory of TopSpin. In this example, TopSpin is installed in /opt/fopspin:

Enter the command:
/prog/bin/installnmr <nmrsu>
In both cases <nmrsu> refers to the name of the newly defined NmrSuperuser.

Under Windows, the user name for the so called NmrSuperUser must be the name of an
existing user. Under Linux it can also be a non-existing user, which is then automatically
created by the installation program. After running installnmr, the newly defined
NmrSuperUser is the owner of all TopSpin program files. Logging in as this user allows you
to remove files, change file permissions etc. The name of the NmrSuperUser is stored
internally in TopSpin. Only the NmrSuperUser and users who belong to the administrator
group are allowed to re-run installnmr (if that should be required).

In addition to this user, TopSpin also requires an NMR Administration password, which will be
used for TopSpin internal configuration commands. This password can be freely chosen and
is not connected to any user. It is asked for by TopSpin commands like cf, expinstall etc.

Note that the NmrSuperUser login password and the NMR Administration password have
different purposes and are totally independent. Changing one of them does not affect the
other.

Also note that the above described command installnmr also allows to change the NMR
administration password.
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The following table summarizes the groups and users and their meaning and rights:

Users belonging to Install new Configure TopSpin |Run

software experiments
Windows/Linux Yes Yes (if user belongs |Yes
Administrator-IT to group

NmrSuperUser)

NmrSuperUser (Topspin | No Yes (requires NMR | Yes
Superuser/ Administration
Administrator) Password)
NmrUser No No Yes

2.7 Automatic Installation of TopSpin

It is possible to run an automatic installation of TopSpin (also known as unattended or silent
installation). For that purpose

* On Linux run the shell script install with the command line option -a.
* On Windows run the batch file install.cmd with the command line option -a.
Other options that change the defaults can be added.

While you can launch install or install.cmd with any program, the examples below use the
Command Prompt on Windows and a shell terminal on Linux. In that case the command and
its options have to be typed in a single line.

Long lines can be split into several physical lines:
* On Linux type a backslash \ in the shell terminal as last character.
* On Windows type a caret * in the Command Prompt as the last character.

Note: When the automatic installation encounters an error or a warning, an appropriate error
or warning message is displayed. After confirmation, the installation can be continued in
interactive mode. Examples are:

» The installation directory cannot be used because there is already another TopSpin
version.

« The verification check has detected modified files.
* There are processes running in the installation directory.

Note: If you use the options below without -a, the installation runs in interactive mode, but
changes the defaults to the values specified on the command line. This allows for more easy
clicking through the dialog windows without the need to change the settings when you have
to attend a couple of installations.

Examples:
1. Scenario: The DVD is inserted in drive E:
* To list the available options, type:
E:\install -h

* To install TopSpin and IconNMR into the directory C:\Programs\Bruker\Topspin
\<version> , type:

E:\install -a -s topspin -s iconnmr -x C:\Programs\Bruker\Topspin\<version>
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* To install the Dynamics Center into the folder C:\Bruker\DC, type:
E:\install -a -d dc=C:\Bruker\DC

2. Scenario: The DVD is mapped to \\my-PC\my-share
* To install the programs in the group Data processing only:
\\my-PC\my-sharelinstall -a --setup-type po

* To specify an empty NMR administration password via its md5sum:
\\my-PC\my-share\install -a --nmradminpwenc d41d8cd98f00b204e9800998ecf8427¢

3. Scenario: The DVD is mounted as /media/cdrecorder
» To install the programs in the group Data processing, acquisition and automation:
Imedial/cdrecorder/install -a --setup-type pa

» To specify the plain NMR administration password, type:
Imedial/cdrecorder/install -a --nmradminpw TEDDY

* To install TopSpin without GCC, type:
/Imedia/cdrecorder/install -a -s topspin --gcc-off

» To specify not to add the installation directory to the global path, type:
Imedia/cdrecorder/install -a --globalpath 0

» To get a list of valid program shortnames that can be used in the command line, type:
Imedia/cdrecorder/install -s help

H9168SA2_3_003 25/60



Installation

26 /60 H9168SA2_3_003



TopSpin License Management and Product Order

3 TopSpin License Management
and Product Order

TopSpin uses the new Code Meter license management. A license can be ordered from the
Bruker website. Just go to https://www.bruker.com/nmr_license_requests.html and fill out the
request form. The License department will process the order details and generate an
activation ticket and provide it to the customer. A ticket consists of a 25 character code like
e.g.:

PH3T4-9D9U9-FNSGP-J9FXP-TTNXC

This code works as an access key to the purchased license package. It authorizes the
customer to assign the license package to a computer of personal choice.

Install the software product on the computer system. During installation you may also be
requested to install the package CodeMeter Runtime. This is the component of the license
management system. Most installation routines will perform this task automatically.

A Free TopSpin Evaluation license can be ordered on the following web page:

https://www.bruker.com/service/support-upgrades/software-downloads/nmr/free-topspin-
processing/topspin-demo-licences-generation.html

A Free TopSpin Processing license for Academia can be ordered on the following web page:

https://www.bruker.com/service/support-upgrades/software-downloads/nmr/free-topspin-
processing/nmr-topspin-license-for-academia.html|

For further information please look up the Code Meter License Management User Manual
H162728.
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This chapter provides some guidelines to full spectrometer or processing-only configuration.
Commands will not be discussed in detail here. For a full description please refer to the
Acquisition Commands and Parameters Manual.

There are several ways to start TopSpin on Windows:
» Double-click the TopSpin icon on the desktop or
* Click Start | All Programs | Bruker TOPSPIN | TOPSPIN<vers.>

First of all a TopSpin start window will open with details about the program version, the
installation directory and the valid license(s).

TopSpin <version> Copyright (C) 2016 Bruker BioSpin GmbH
Installation directory: "C:/Bruker/TopSpin <version>
Waiting for CodeMeter license

valid until 2020-02-13

If there are any problems with the licenses or the license management you will be informed
here. TopSpin will not start then.

If everything is OK, the TopSpin main window will be displayed and the window shown in the
figure below disappears into the background but remains open.

This procedure will be same with every start of TopSpin.

After the startup of TopSpin a LICENSE window will be displayed. Please read the license
agreement for Bruker TopSpin.

& LICENSE ==

[ 1Accept. Do Not Snow License Again | [ 1Accept | [ cancel

Please read and accept license.
If you don't agree, press Cancel. The program will terminate in this case.

1 }mmmn BIOSPIN CORPORATION
15 Fortune Drive
Billerica MA 01821

978 667 9580

Software Copyright/License Documents

SOFTWARE LICENSE AGREEMENT
9 | THIS AGREEMENT (hereafter 'AGREEMENT') BETWEEH THE CUSTOMER ENTERING INTO
10 | THIS AGREEMENT BELOW ('you') AND BRUKER BIOSPIN CORPORATION (hereafter

11 | "BRUKER") .

13 | LICENSE AGREEMENT.

14 | Subject to the provisions contained herein, BRUKER herehy grants to you a worldwide, revocable, non-
15 | exclusive license te use the proprietary software {the 'SOFTWARE')} and documentation

16 | ('DOCUMENTATION') provided to you by BRUKER in accordance with the sales agreement. As

17 | described below, your use of the SOFTWARE, when enabled, is limited to a specified number of

18 | simultaneous users.

20 | SOFTWARE AFD DOCUMENTATION.

21 |BRUKER shall furnish the SOFTWARE to you on media in machine-readable ohject code form and may

22 | also provide the DOCUMENTATION containing instructions for operation and use of the SOFTWARE.

23 |All items will be delivered via electronic means such as internet download (e.g., via FIP). You may
24 |inspect the SOFTWARE prior to accepting delivery of the SOFTWARE.

* Click I Accept.
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If you do not wish to answer the License question again upon the next start of TopSpin, click |
Accept, Do Not Show License Again.

The TopSpin GUI is displayed.

Process  Analyse  Manage

1 sample - | #Ejock | V Tunew Y spin- | G shim-  “¥prosol~ | T Gainw | D Go- | More~ B@RE - B
221201 $es QOOHLI Akl P ESWIETE L LIV
4
=oata [ BB M
search:[ Q
© ClBrukenTopspiniexamdata
Structure
No siructure avaiable.

The user interface can be changed with the command set or with the toolbar button .
This will open the User Preferences window. In the group Window Settings the window can
be customized.

& Preferences x
Administration ltems Administration ltems ~
Window Seftings Auto-open last used dataset when restarting TopSpin O
Processing Preferences Show TopSpin data examples directory in data browser O
Text Editors Setup users for TopSpin-internal login/logoff and esign Change

Regulated Environments
Miscellaneous

Automatic termination of TopSpin when idle time exceeded Change

(bl (CaneHiET Automatic locking of TopSpin when idle time exceeded Change

Directories Enable automatic command spooling ]

Acquisition Window Settings

More Preferences Change fonts by ... points 0
Open new internal windows "cascaded” rather than "maximized"” O
Configure cascaded windows Change
‘Arrange’ internal windows is only applied fo dataset windows O
Tabbed pane layout Change |

Search Apply Close Reset...

With the first start of TopSpin a Configuration Check window will be displayed:

i ‘ Configuration check ﬂ

Warning:

"Expinstall” has not been executed for this installation yet!
Some functions of the program will not work correctly until "expinstall”
has been executed.

For spectrometer control press "Cf" to execute "cf” first.
for datastations press "Expinstall” to execute "expinstall” or press
"Close” to ignore this message and execute "cf” or "expinstall” later.

[T Do not show this message again

i ct || opnstan || ciose |
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Note: The TopSpin system configuration depends on the spectrometer hardware. Mainly
three scenarios need to be considered:

» Configuration of a Workstation to control a spectrometer

» Configuration of a processing-only Workstation using an existing spectrometer
configuration.

» Configuration of a processing-only Workstation

4.1 Configuration of a Workstation to Control a Spectrometer

If the Workstation does control a spectrometer be sure that your spectrometer is booted.

* Click cf in the Configuration check window or type cf in the command line of the TopSpin
main window.

» Enter the NMR administration password in the next window and click Ok.
Every time you want to access or change the configuration this password request will appear.

& Password request X

Please enter the NMR administration
password:

OK Cancel

The first cf window is displayed.

& of x

Select Spectrometer

& Spectrometer Location/Configuration [REIEEE]

Avance 800MHz configured in Bruker_default_TRX_&00 Yes

New Spectrometer Delete Spectrometer

Next > Cancel
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Most likely you will select an existing configuration and click Next to confirm this
configuration. Click New Spectrometer to start a new configuration.

In this example the configuration CAB AV4 400 MHZ BASIC is an existing spectrometer
configuration for an Avance Neo 400 MHz spectrometer.

If only the Bruker_default_ TRX_600 configuration is shown (see below), then a previous
configuration could either not be detected or does not exist.

& o X
Select Spectrometer
I & Spectrometer Location/Configuration Datastation

New Spectrometer Delete Spectrometer

Next = Cancel

If an older TopSpin version with an appropriate configuration exists, then you can load it by
clicking on New Spectrometer. The following window will be displayed:

Create new Spectrameter Configuration

@ import as |Datastation v from CiUsersinmrsu Browse

[@F:\") connected to workstation at local IP address  149.236.99.9

Cancel

Select one of the following three options:

1. Import a datastation from ... This will be explained in chapter Configuration of a

Processing-Only Workstation Using an Existing Spectrometer Configuration [» 44] and
Configuration of a Processing-Only Workstation [ 48] and only makes sense when you
configure a processing-only workstation and not a spectrometer.

Import as spectrometer from... Browse to the TopSpin configuration directory where you
want to import from.

Create new Spectrometer Configuration

® import as Sp

er v from | C\Users\nmrsu Browse

OAV connected to workstation at local IP address |149.236.99.9

Cancel OK
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3. Use the option AV connected to workstation at local IP address 149.236.99.9. This is the
recommended option, if available.

Create new Spectrometer Configuration

x
Olimport as Spectrometer ~ from |Cl\Usersinmrsu

Browse
® A\f’ connected to workstation at local IP address | 149 23699 9

Cancel OK

Both options 2 and 3 will bring you back to the main cf window. It will now show the imported

configuration.
& o X
Select Spectrometer
2 Spectrometer Location/Configuration Datastation
Avance 600MHz

configured in Bruker_default TRX_800

Yes

Delete Spectrometer

Next = Cancel

* Click Next to continue the configuration. A window with the basic spectrometer frequency
will be displayed.

& o

Edit Configuration Parameters

Spectrometer Description

Description

CAB AV4 400 MHZ BASIC
Spectrometer Data
1H Spectrometer frequency 400.130) MHz
Security Options
Enable power check
Magnet Data
Magnet polarity SN (Bruker) ~

< Previous Next = Cancel

» Check or enter the spectrometer description, the 1H frequency of the magnet and magnet
polarity. Enable power check and click Next.
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The progress of the configuration procedure is displayed.

& of X

wait for server to handle parameters
read BIS from HPPR/Z module P4 ... done ~
check sthernet hardware
there are 7 DHCE controlled devices and 12 devices with fixzed IP To check
try to connect 19 devices at the spectrometer subnet
connected: BLA-W144083-000028 at IP 192.168.59.16
connected: ELCB_Z100818_ €612 at IP 192.168.99.10
connected: BACSZ HIS000-01 733 at IP 192.168.98.2
read configuration data from BSMS/2
edit parameters
send user input to server
wait for server to handle parameters
2dit parameters
get permission to continue configuration
continue configuration
parse input from user
check for questions from server
send user input to server
wait for server to handle parameters

get permission to continue configuration
continue configuration

parse input from user

check for questions from server

configure AQ racks

contact restartserver

COntact agrackserver

read board configuration from agrackserver
configure EPU

configure TRX 1200

read sequencer types from TRX 1200 at 192.168.130.14
read all RG values from TRX 1200 1 ... done
configure TRX 1200

read sequencer types from TRX 1200 at 192.168.180.18
read all RG values from IRX 1200 2 ... done
configure GIU

read sequencer types from GIU at 192.168.130.38
configure PSM-A

configure RACK

configure BSM-48V

configure PSM-D

configure FANTRAY

configure REF 1200

configure HPPR/Z COVERZ

read HEPR/Z controller configuration

read preamplifier module configuration

read BIS from HPFR/Z module Cl ... done
read BIS from HPFR/Z module Pl ... done
read BIS from HEPR/Z module PZ ... done
read BIS from HPFR/Z module B3 ... done
read BIS from HPPR/2 module P4 ... done

check sthernet hardware

there are 7 DHCP controlled devices and 12 devices with fixed IP to check

try to connect 19 devices at the spectrometer subnet

connected: BLA-W124063-000028 at IP 192.168.99.16

connected: ELCB_Z100818_€612 at IP 192.168.99.10

connected: BACSZ HIS000-01 733 at IP 192.168.98.2

read configuration data from BSMS/2 v

Depending on the hardware configuration optional devices will be displayed. Please keep in
mind that this is an example. Specific entries may be different.

& cf X

Edit Configuration Parameters

Optional Amplifier Devices

19F Lockswitch connected to Amplifier at Blanking Signal 0 v
2H Lockswitch connected to Amplifier at Blanking Signal |0 ~
PG running LC-NMR Software HyStar connected to no ~

< Previous Next = Cancel

* When finished, click Next. A summary window will be displayed.
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& o X

Summary

CONFIGURATION INFORMATION

Eath : /opt/sopspan/cont/insts/spect/ usnms . inke
Dace Wed Jun 25 12:00:10 2017

Release : TopSpin 4.0.0.b.12

Installed in : /opc/copspin

Host : BladeBpm

os Cent03 Linux release 7.2.1511 (Core)

ez : Invel(R) Coze(TH) 27-4700EQ CFU @ 2.40GHs (8 coses at 1702 Mis with Hyperthreading]
Usex o0t (zo0t)

System : Avance Nee 400 MR spectrometer

AE-frequency : 400.13 MEs
Descziptien : CAE AV4 400 MHZ BASIC

Bruker Ordes : 10250052

Configured in: BladeEpu:/opt/topspin/cont/inats/ spect

AQ-Rack:
- ESU: AV4 ESU Embedded Frocessing Unit H153448/00055 ECL 01.00
- TRH 1200: AV4 TRANSCEIVER 1200 2148291/00378 ECL 01.02
Location: Rack 1 Slet 1
at 1P 152.168.180.14 via BCI
Devices: MID ac medl, DRX av /dev/bbu/drx3.5, RTD av /dev/bbu/redd. 4
- ECukel
- TRE 1200 AV TRAWSCEIVER 1200 2148351/00177 ECL 01.08
Locasion: Rack 2 Sise 2
Comneccion: av T2 152.168.180.18 via ECIe £4
Devices: MID se medd, DRX av /dev/Ebu/drxd.S, RID av /dev/mbu/redd.d

- GTU: AUS GI-CONTROLLER UNIT 2148352/00048 ECL 01.00
ZLocasion: Rack ¢ Sloc €
Commeceion: av IF 152.168.180.38 via BCIs £5
Devices: MID ac med?, RID as 4, GEROC ac 2
Sequencer: GCuke, ICube

- TCukel

- BSM-A: AV4 BSM-A 2145510/00086 ECL D102

- RACK: AVS AQS CHASSIS 2149500/0057 ECL 00.01

- BSM-28V: AV4 BSM-48V 2145850/0111 ECL 00.00

- BSM-D: AV4 PSM-D Z145520/00SS ECL 00.01

- FANTRAY: AV4 AQ8 FAN TRAY 2145501/005¢ ECL 00.00

- REF 1200: AVS REFERENCE 1200 2148270/000€€ ECL 01.02

- HEER/2 COVERZ: HEPR/2 Cover? 21245£7/02083 ECL 00.03
P

EOR2: - KEPR/Z preamplifisr commacesd wia AgRack
Type - mEER/2
ler: Cover/2, with DRU fazmearze = =

no LED display for vuning and mavching
Mesule 1 : HEDNA 1SFI (wizeual SO Ok efaramca: 100.08/0.ldeg, raflaceion masar)
EN=2103203, SW=00648 from 20161118
Mosuwle z: 2
BN=2003471, SW=0030¢ from 2011026
Mosule 3 : 18T
EN=2003453, SN=00213 from 2011017
Mosule @ XBEISE 2HP
EN=210€884, SH=00227 £rem 20161216

< >

Print Next > Cancel

Summary

Transmiccers ac the spectromeser submes:
BLA-N1340£3-000028 W145063/000028 ECL 00:

- TC2/IF address = 152.168.58.16

- Fizmare VS 20120518

- Bmplifier = AV4 BIBEHZH 500/100/150 200-€00: W1440€3/000028 ECL 00
- Comeroller = BIA CONTROL EORRD 7: W13383€/000845 ECL 20

LTRE 2105888/02120 BCL 04.01
- 702/3F address = 182.188.32.20

- amplirier = BowS/Z LOCK TRANSCEIVER 40

2109909/02120 ECL 04.01

Bous: ESMS/2 commacead to acharmes
- TC2/IF address = 152.168.88.10

- ELCE fimmeaze vession = 201£102¢

- 648 currems limiza = 0.0/X, 0.0/, 10.0/Z (in A}

- 5CB chanmels = 40

- Shim Syseem = EO3SI-SE

- Shim matzix file: 28272%aa.dat

- Acsive shims: Z 27 23 24 25 X ¥Z %22 (N2-Y2) FY Y Y2 Y22 (2-Y2)22 X2 ¥23 26 (M2-Y2)Z ¥24 Y23 WYZ2 ¥YZ X32 ¥3 Y32 Y3 27 28 25 YIS (X2-Y2)Z
- Magnet polarity: I (Bruker), uses scandard HO polarity

- L-TRX = BSMS/2 LOCK TRANSCEIVER 400: Z105888/02120 ECL 04.01

- Tock: om L-TRY boasd, suppeses 2, 16%

- VTU_SP® - BauS/2 3B SENSOR ¢ PWETMATIC BD: Z1151951/03720 ECT 08.02

- VIU_VESEl = AV4 VARTABLE FONER SUPPLY ED DC: 2135305/00043 ECL 01.01

TID: in BSMS/Z conmacesd to acharmac
- TC2/IF address = 182.168.88.10

Sasple Changers ac the spectromeser subnes

Sample Chamger 1: BACSZ HIS000-D1 722
- TCP/IF address = 182.168.58.2
- Erosocol sypes = SOAP

RE cable commections (detected)

3601 NORM cutpus ~> inpus 2 of tramamivoer 1 (AV4 BLABSHZH 500/100/150 Lo 200 m s Tc2/12 152160 55
3601 AKX cutpuc > imput 1 of tramsmicter Z (E3M3/Z LOTK TRANICEIVER 400 7109888/02120 av TCE/IP 152.163.55.10)

G2 NORM suepue => inpus 1 of eramsmiveer 1 (AV4 BLAEEHZH S00/100/150 1ok 00 m v TCE/1P 152.168.55
3602 AT cutput > cpen

Blanting cable conmections (desected)

tramemiveer 1 = AU4 BLAEEHZH S00/100/150 100K 00 ¥ e TCR/IP 152.168.95.1:
- amplifies B-S00W uses blanking 2

- amplifier IH-100K uses blanking 1

- amplifier ZH-130W needs no blanking

‘tcamemittes 2 = BSM3/2 LOCK TRANSCEIVER 400 2108888/02120 at TCE/IP 152.168.5.10:
- amplifies ZH-$W uses blanking §

Suiechbox [umbnewn: me suspues) rewsing

transmizcer 1 = AV4 BLAEBHZH 500/100/150 1008 00 W s TCR/IP 152.168.55.16
- amplifier IH-100¥ 2t blanting 1 can be roused %o awicchbox ouspus 3 (unknown)
- amplifier B-300W at blanking 2 can be routed to switchbox oucpus 1 (untnown) and ouspuc I (unknown)

Preamplifier conmections (desected)

Tune-SGUL -> HELNA 1SFIK -> RECI
Tune-SGUL —> 28
Tune-3GUL -> 18
Tune-3GU2 > XEBLST ZEE —> RECZ

< >

Print Next = Cancel

» Click Next. The channel routing window will be displayed. Check and correct it, if
necessary.
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[ Channel Routing X
Amplifier Preamplifier Receiver
F TH100W | HPLNA 19F1H REC1
2H
BB 500 = 19F
XBB19F 2HP —— | REC2
2H5W
settings
® show cf wiring show receiver wiring
O show probe wiring Select HP Stage for default routing
Save and Close Save Clear cable connections Info Param Close

» Check and correct the connections, if necessary. Click Save and Close or Close. The
Additional Setups window will be displayed:

& o X
Additional Setups
Important
E Edprobe ' Probe setup
Expinstall Installation of standard experiments
Paracon Update installation of user experiments
Edprosol Solvent dependent parameter setup
Optional
Edcstm Edit customer/system information
Ednuc Edit nuclei table
Edsolv Solvent table setup
Edscon Spectrometer parameters setup
Vtudisp Temperature control unit setup
MICS update Magnet Information & Control System
Einish >

* Note: The most important next configuration steps are Edprobe, Expinstall and
Edprosol.
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Edprobe
* Click Edprobe. The Edprobe window will be displayed.

& Edprobe - O *
Manage Help
Current probe:  (Automatically detected)
Mickname:
Probe ID: Z820201_0280
Description: PA BBl 40051 H-BB-D-05 Z

ame Probe 1D [e oo

/7820201_0256 PABBI 40051 H-BB-D-05 7
Edit Properties Edit RF Connections Set as current Delete Close

If the current probe is recognized through the PICS (Probe Identification Control System),
then it will automatically be selected.

» Click Edit Properties to check or set the properties. Click Close. The probe RF
connections will be displayed.

edprobe: Edit RF Connections

Amplifier

Preamplifier

HPLNA 19F1H

2H

19F

XBB19F 2HP

2HSW

Probe: 7820201_0280

/—— 31P-109Ag
—

Saye and Close

1H

2H

connector 1 on coil 1
connector 2 on coil 1

connector 1 on coil 2

Clear cable connections

Info Param

Close

» Check and correct them, if necessary. Click Save and Close or Close.

H9168SA2_3_003
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Expinstall
* In the Additional Setups window, click Expinstall. A Password request window is
displayed.
& Password request X
Please enter the NIMR administration
password:
(IXIXIT}
OK Cancel
» Enter the NMR administration password to display the first Expinstall window.
i @ Experiment installaticn and AU compilation ﬂ‘
Expinstall
Expinstall installs pulse programs. AU programs.
parameter seis and various other resources for spectrometer
or datastation usage.
For spectmmeter control do cf first.
For a customized datastation configuration copy your
spectrometer configuration directory (typically called "spect”)
to <TopSpin installation dir =/conffinstr.
WARNING:
Please archive all your MODIFIED Bruker PARAMETER-iles,
All-programs and PULSE-programs before running
"e:<p|nslall"
< Back Einish
» Click Next. If there are no modified Bruker-Parameter files, AU-programs and Pulse-
programs or files and programs are archived in a different directory. Individual Parameter
files, AU-programs and Pulse-programs with different names to the original Bruker files
will not be affected during the installation.
+ In the next window select the type of acquisition. In the example a High Resolution
System has been checked.
r‘, Expinstall for Spectrometer ﬂ‘

Select the type of acquisiion:
High Resolution Systems

[C] Solid State Systems

[ | »

[C] Micro-Imaging and Diffusion Systems

4 i |
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¢ Click Next.

& Expinstall for Spectrometer x

Available spectrometer or datastation configurations:

Select the configuration you want to use:
CAB AV4 400 MHZ BASIC  ~
Bruker_default TRX_600

CAB Av4 400 MHZ BASIC

£ >

= Back Next = Einish Cancel

» Select the spectrometer or data station configuration for expinstall. Here the CAB AV4
400 MHZ BASIC has been selected. If this window is not displayed, then TopSpin has
found only one valid configuration, namely the one for the current spectrometer, and
immediately continues with the next window. Click Next.

* In the next window select the items to use for the spectrometer or the processing-only
Workstation configuration. Accepting the default settings is a good choice. Then click
Next.

F ™
ﬁ. Expinstall for Spectrometer ﬂ

Select the items you want to install:
Install Pulse Programs

Install Bruker AU Programs

[Tl Recompile All User AU Programs
Install Library CPD Programs

Install Library Gradient Files

Install Library Shape Files

Convert Standard Parameter Sets
Install Standard Scaling Region Files
Install Bruker Python Programs

| selectall || selectngne |

[ <Back |[ Next> || Einish

* In the next window enter the basic frequency of the spectrometer and the pre-scan delay.
All settings should be correct. Nevertheless in case of a configuration to control a
spectrometer they should be checked. Click Next.
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‘p Expinstall for Spectrometer X

Select the basic frequency of your spectrometer:

Basic frequency (MHz): 400.13

Select the pre-scan-delay DE:
Default pre-scan-delay (us): 6.5

Select the plotter paper format:

Paper format: Ad [ Letter

< Back Finish Cancel

» Click Next to display a summary of options executed by expinstall.

‘p Expinstall for Spectrometer X

Expinstall will be executed with following options:

Installation for Spectrometer
(High Resolution)
Configuration name: CAB AV4 400 MHZ BASIC

Install Pulse Programs

Install Bruker AU Programs

Install Library CPD Programs

Install Library Gradient Files

Install Library Shape Files

Convert Standard Parameter Sets
Install Standard Scaling Region Files
Install Bruker Python Programs

Basic frequency: 400.13 MHz
Pre-scan-delay: 6.5 s
Paperformat: A4/ Letter

< Back Next > Cancel

* Check this list.
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« To change an option, click Back to the window(s) where corrections have to be done.
Then click Finish.

The installation of the selected items will start now. Wait until this process has finished. In the
TopSpin status line the progress of the installation is monitored. At the end of expinstall a
Cron check window is displayed.

& Cron check >

An automatic periodical backup of your TopSpin configuration
can be defined in TopSpin. Currently you do not use this tool.

Press "Automatic Backup” to open the configuration tool.

[ Do not show this message again

Automatic_Backup Close

» Click Automatic Backup to open the NMR Save window.

& NMR_Save b

Save installation specific files.

Installation specific files are collected and stored into a compressed file. This compressed file can be used
to copy the files from a previous installation to a new installation or to create a backup
of the installation specific files.

Note:
To save user specific files use the "Save user files" tab.

Location of backup file: C-\Bruker\TopSpin<version>\nmr_backup Browse
Overwrite existing backup file: (m]

Installation to be saved (TopSpin home): C:-\Bruker\TopSpin<version> Browse
Spectrometer configuration (e.g. spect): Bruker_default TRX_600 ~

Display default information: ®

Display additional information: ®

Execute "Save installation speciffic files” periodically | Automatic Backup

Log:

v

Save Close

» Define the locations for saving and restoring the installation and user files.
» Click Automatic Backup to periodically save the configuration specific files.
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It might be useful to save the periodical backups on a network drive. Enter the network drive
as location of backup file in the NMR_Save window. Click Automatic Backup, the chosen
drive is set and cannot be edited anymore. For more information see Backup and Restore of
Important Files [ 49].

+ Set job, options and rules for an periodical backup.

Note: The command box cannot be edited!

& New periodical *
Job
Command .nmrsave -date -path "C:\Bruker\TopSpin<version>\nmr_backup” -source "C:\B
Description Execute NMR_SAVE

Execution scope | TopSpin (requires authentication)

Options
Off-schedule executior|
Direct execution
Rules
Minute of the hour from: 26 v| to: |-—-Ignore — v + .
Hour of the day from: 16 v to. - Ignore - v it
Day of the month from: 28 ¥  to:  -—lgnore — v +
Maonth of the year from: | * v  too — lgnore — +
Day of the week from: * v to: — Ignore — + |

OK Cancel

* Click OK and enter the NMR administration password.

* In the NMR Save window, click Save. The compilation of xauw will start. When this
process is finished the Additional configuration programs window is displayed.

Edprosol

» Click Edprosol to enter the probe and solvent dependent parameters. It is necessary to
execute Edprobe first (see above) because the probe parameters are needed.
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& edprosol - O X
Eile Edit View Help

Saved Observe and Saved Decouple Prosol Parameter Set for:

Probe: | Z820201_0280 PA BBI400S1 H-BB-D-057 Select_ .. || Solvent: |generic ~
Chserve Decouple
1H ~ Mucleus 1H ~
Observe Decouple
Observe Comment: |Default 1H obs 400 Decouple Comment: |Default 1H dec 400

-

90 deg. Pulses HR Square Pulses HR Shape Pulses Others

Observe Decouple
Mucleus Pulse Width[us]  Power[W]  Set Pulse Width[us] Power[W]  Set MNucleus
T | 10.00) 6.3096] < | 10.00 63006 | 1H | :
2H@1 280.00 29002 | <> 280.00 29992 <» | 2H@1
2H@2 0.00 0.0000) < 0.00 0.0000 | <» | 2H@2
6Li 0.00 0.0000) < 0.00 0.0000 | < 6Li
TLi 0.00 0.0000) < 0.00 0.0000 | < 7Li
9Be 0.00 0.0000 | <> 0.00 0.0000 <7 9Be
10B 0.00 0.0000 | <> 0.00 0.0000 s 10B
11B 0.00 0.0000 | <> 0.00 0.0000 < 1B
13C 15.00 80.910) < 15.00 80910 <» 13C
14N 0.00 0.0000) <2 0.00 0.0000 | < 14N
15N 30.00 104.95| <> 30.00 104.95 <> 15N
170 0.00 0.0000) < 0.00 0.0000 < 170
21Ne 0.00 0.0000) < 0.00 0.0000 | < 21Ne
23Na 0.00 0.0000 | <> 0.00 0.0000 <T» | 23Na
25Mg 0.00 0.0000 | <> 0.00 0.0000 <7 25Mg
27Al 0.00 0.0000 | <> 0.00 0.0000 < 27Al
295i 0.00 0.0000) <2 0.00 0.0000 <» | 29Si
31P 0.00 0.0000) <2 0.00 0.0000 | < 31P
335 0.00 0.0000 <2 0.00 0.0000 | < 338
35CI 0.00 0.0000) < 0.00 0.0000 | <T» | 35CI "

Last Save Print Copy to Solvent Copy to Probe Save

For detailed information about the parameters and how to define them please refer to the
Bruker Edprosol manual.
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Optional commands
You may want to check the optional configuration commands as listed below in the last cf

window.
& cf ®
Additional Setups
Impartant
Edprobe Probe setup
Expinstall Installation of standard experiments
Paracon Update installation of user experiments
Edprosol Solvent dependent parameter setup
Optional
Edcstm Edit customer/system information
Ednuc Edit nuclei table
Edsolv Solvent table setup
Edscon Spectrometer parameters setup
Vtudisp Temperature control unit setup
MICS update Magnet Information & Control System
Finish =
¢ When done, click Finish.
4.2 Configuration of a Processing-Only Workstation Using an

Existing Spectrometer Configuration

If the Workstation does not control a spectrometer but is used in connection with a particular
spectrometer, e.g. for setting up experiments, processing or plotting you should configure it
like that spectrometer.

To transfer the configuration of the spectrometer to the processing-only Workstation execute
the following steps:

» Save the desired configuration on your spectrometer Workstation with nmr_save (see
Backup and Restore of Important Files [» 49])
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& NMR Save X

Save installation files Restore installation files Save user files Restore user files

Save installation specific files.

Installation specific files are collected and stored into a compressed file. This compressed file can be used
to copy the files from a previous installation to a new installation or to create a backup
of the installation specific files.

Note:
To save user specific files use the "Save user files" tab.

Location of backup file: C-\BrukeriTopSpin<version=>\nmr_backup Browse
Overwrite existing backup file: |:|

Installation to be saved (TopSpin home): .C:'\Bmker\TopSpin<version> Browse
Spectrometer configuration (e.g. spect): remote_spect ~

Display default information: O .

Display additional information: ®

Execute "Save installation specific files" periodically = Automatic Backup

Log:

B S

Backing up of NMR data was successfull
The backup file
C:\Bruker\TopSpin<version>\nmr_backup/nmr_backup_20170705-1714 zip

has been generated!

B R R R R e p R v

< >

e

» Copy this archive file to the processing-only Workstation.

* Restore the configuration with the nmr_restore command to the processing-only
Workstation (see Backup and Restore of Important Files [ 49])
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& NMR Save =5

Restore installation specific files.

Installation specific files are restored from a previously created backup file. This backup file
can be used to copy the files from a previous installation to a new installation or to
restore a backup of the installation specific files.

Note:

You can only restore files that are named correctly (nmr_backup_"date™).
To restore user specific files use the "Restore user files” tab.

Location of backup file: Co\BrukenTopSpin<version>\nmr_backup Browse
Name of backup file nmr_backup_20170705-1714.2ip -

Restore destination (TopSpin home): C-\Bruken TopSpin<version> Browse
Display default information: 2

Display additional information:

Log:
now converting gradshim files. . =
converting of gradshim files finished!

4| m 3

[Resine | ['Gose |

The spectrometer configuration is now available. It will appear in the expinstall window
and can be used to configure the Processing-only system.

 Click cf in the Configuration check window or type cf in the command line of the TopSpin
main window. Enter the NMR administration password when prompted for it. In the cf
window, click New Spectrometer. Enter the pathname to the above imported
spectrometer configuration or click Browse to select it.

Create new Spectrometer Configuration

@ import as Datastation - from |C:\Users\michael engelhardt

© AV connected to workstation at local IP address |149 236 99 9

Here the configuration stored as remote_spect has been selected:
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r | )
|2 Select ==
Lookin: | J instr = e
I . autoshim
_;_} .. Bruker_default_TRX_800 (Avance 600MHz)
Zuletzt ve. J. probeheads
I} remote_spect (CAB AV4 400 MHZ BASIC)
4 servtool
- W topshim
Desktop
Eigene
iy
A
Computer
& Folder name:  C/\Bruker\TopSpin<version>\confinstriremote_spect
Netzwerk  Files oftype |l Files -
d

* Click Select, the name will be entered in the from field:

Create new Spectrometer Configuration

@ import as Dalastation = from |C:\Bruker\TopSpin<version>\confiinstriremote_spect

O AV connected to workstation at local IP address |149.236.99.9

» Click OK and enter a suitable name for the spectrometer configuration to describe it in a
meaningful way, e.g. av400_neo:

r )
|£] Save [
Savein: | | instr = ZeE-
L . autoshim
-i'._'} . Bruker_default_TRX_&00 (Avance 600MHz)
Zuletzt ve.. . probeheads
| remote_spect (CAB AV4 400 MHZ BASIC)
M servtool
- W topshim
Desktop
Eigene
A
A
Computer
& Folder name  C-\BrukerTopSpin<version>\confinstriav400_neo
Netzwerk  Fies of type: |l Files -
d

« Click Save.
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Avance 600MHz.

Select Spectrometer

4 Spectrometer Location/Confiquration Datastation ‘

configured in Bruker_default_TRX_600

The cf window will be displayed. Click Cancel and continue with edprobe and expinstall.

-
ﬂ. Expinstall for Spectrometar

=)

\av400_neo

Available spectrometer or datastation configurations:

Select the configuration you want to use:

-
|

In the expinstall window, the available spectrometer list should show the av400_neo entry.
Select it and continue as outlined in the previous chapter.

4.3 Configuration of a Processing-Only Workstation

If the Workstation does not control a spectrometer and is just used for processing only, then
only expinstall needs to be executed. Proceed as outlined in the previous chapters and for
instance select Bruker_default_TRX_600 as an example configuration.

ﬂ- Expinstall for Spectrometer

Awvailable spectrometer or datastation configurations:

Select the configuration you want to use:

Bruker_default TRX_600 -~

Bruker_default_ TRX_600
CAB AV4 400 MHZ BASIC

>

< Back

Next = Einish

Cancel
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5 Backup and Restore of Important
Files

It is strictly recommended to frequently create a backup of the important files of your
configuration of TopSpin.

There are many good reasons for weekly or monthly backup of important data, e.g. head
crash or theft of hard disk. It will allow to restore the spectrometer configuration in a short
time.

TopSpin offers the command nmr_save for saving those important files. With nmr_save all
installation specific files, like spectrometer information, licenses etc. are saved. Even the
default directories listed in the source directories, like e.g. pp are saved. All these files will be
stored in one archive file.

Note: The commands nmr_save and nmrsave have identical functions.
With nmr_save installation specific files can be saved periodically at a specific time and date.

The same function as nmr_save is available for user-specific files with the command
user_save. Only user-specific configuration files will be saved with this command. The
additional directories, added by user which are listed in the source directories as defined in
the user preferences, and the wuser specific directory <USER_HOME>/.topspin-/
<Workstation NAME>/prop are saved. All these user specific files will be stored in one
archive file.

The command nmr_restore and user_restore respectively restore installation and user-
specific files to the same or a different installation.

5.1 How to Save Information with nmr_save

» Start TopSpin and enter nmr_save or nmrsave
or

» Start TopSpin and click
Manage | Safe/Restore installation | Save installation specific files

[ Topspin ﬁl = ﬁl
Process Analyse Manage
& Spectrometer » ﬁ Security » |~ Commands « [%l Remote BB @ e | Gt
* Spectrometer power on/off (pdudisp) | Save Installation Specific Files (nmr_save)
——| Hardware Defection b | Saves spectrometer installation specific files
—E in a backup TAR-file. The saved files can be | |
Searc| Experiments/Parameters ¥ | restored to the same or a different TopSpin
| Manage temporary acquisition data installation using the command nmr_resfore.
BSMS Control »
CryoProbe Control
ProdigyDisplay
aw | Save/Restore Installation »
Strug Spectrometer Usage (account)

No structure available.
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The NMR_Save window will be displayed.

& NMR_Save x

Save installation files  Restore installation files Save user files Restore user files

Save installation specific files.

Installation specific files are collected and stored into a compressed file. This compressed file can be used
to copy the files from a previous insiallation to a new installation or to creaie a backup
of the instaliation specific files.

Note:
To save user specific files use the "Save user files” tab

Location of backup file: C-\BrukeriTopSpin<version>\nmr_backup

Overwrite existing backup file: L1

Installation to be saved (TopSpin home). C\Bruker\TopSpin<version> Browse
Spectrometer configuration (e.g. spect): v

Display default information: ®

Display additional information: O

Execute "Save installation specific files” periodically  Automatic Backup

Log:

Save Close

* Accept or modify the location of the backup file.
» Enter the location of the installation to be saved.

+ nmr_save will then offer a list of all available spectrometer configurations which are
located in this installation. Select the correct spectrometer name, e.g.
BRUKER_default_TRX_600.

» For a periodical backup click Automatic Backup. This will open a window for a command
scheduling. Click OK to accept the default values to execute nmr_save once a month.

« Click Save.

This will create an archive file of all necessary information from the selected installation/
spectrometer configuration. It is called:

nmr_backup_<date>-<time>.tar
and is stored in the directory you selected above, typically:
<TOPSPINHOME=>\nmr_backup
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The command cron performs command scheduling. It allows to execute commands
periodically at predefined date/time in planned intervals. These intervals can be defined user-
specific or by default. It offers full flexibility in time definition, off-schedule execution and user
control. When called from nmr_save, the fields contain default values as in the next figure.

‘p Mew periodical x
Job
Command _nmrsave -date -path "C:\BrukeriTopSpin<v>\nmr_backup" -source "C:\BrukenTo
Description Execute NMR_SAVE
Execution scope | TopSpin (requires authentication) W
Options

Off-schedule execution

Direct execution

Rules

Minute of the hour from: 53 ¥ oo —Ignore — v +

Hour of the day

Day of the month

Month of the year

Day of the week

The following fields are available:
+ Command: The command to be executed
» Description: A description of the command

» Execution scope: The scope of the command execution, User of TopSpin
For scope User, the scheduled command will only be executed if TopSpin is running by
the same user that is active during cron definition. If the scope is TopSpin, the scheduled
command will be executed for any user. Scheduled command with TopSpin execution
scope can only be defined, cancelled or modified after entering the NMR administration

password.

» Off-schedule execution: This flag allows you to execute commands that were scheduled
to run at the time when TopSpin was off. These commands are executed after the next
TopSpin startup.

Note: Commands that were scheduled to run multiple times during TopSpin downtime are
only executed once.

The following time scheduling rules exist:
* Minute of the hour: between 00 and 59
* Hours of the date: between 00 and 23
* Month of the year: January to December
» Day of the week: Sunday to Saturday
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For each of these fields, you can define an interval by selecting a value in the from and a
value in the to field. Setting the to field to ignore schedules the command for execution only
at the time/date in the from field. An asterix (*) in the from field indicates all possible times.
Clicking the + button to the right of the field, adds an an extra field of the same type, allowing
multiple interval definition. Clicking - removes the extra field.

5.2 Which Information is Stored with nmr_save

You can save (or restore all) Topspin user defined files. This includes:
» Spectrometer configuration files (cf)
* Parameter sets (rpar, wpar)
* Pulse program (edpul, edcpul)
* AU programs (edau)
» Plot editor layouts (plot, autoplot)
» Shim files (rsh, wsh)
* Gradient shimming field maps (gradshim)
* IconNMR user information (iconnmr)
* Program Licenses (Topspin, Nmr-sim, NMR Guide)
» Various lists like scl, f1, ds (edlist, zg, gs)
» Topspin macros (edmac)
* Probehead and solvent dependant parameters (edprosol)
* Lock parameters (edlock)
* Probehead information (edprobe)
* Nucleus information (ednuc)
* RF Shapes and gradients
* etc.

Furthermore the files:
prog/logfiles/heliumlog
prog/logdfiles/heliumloig.err
Bruker/licenses/license.dat

will be saved with the ending .backup. Please note that these files will be stored in the folder
conf/instr/, no longer in the original folder.

Furthermore the whole directory <diskless>/crco_data/cryotool_log/ will be saved.

5.3 How to Restore Information with nmr_restore

Note that this will overwrite your complete TopSpin configuration plus spectrometer
configuration. Restore from a backup file only if you are absolutely sure that this is necessary.
If in doubt do not restore or at least create a backup of the current state before.

» Start TopSpin and enter nmr_restore
or

« Start TopSpin and click Manage Configuration | Spectrometer | Safe\Restore
installation | Restore installation specific files
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The NMR_Save window will be displayed.

& NMR_Save X

Save installation files Resiore installation fles  Save user files  Restore user files

Restore installation specific files.

Installation specific files are restored from a previously created backup file. This backup file
can be used to copy the files from a previous installation to a new installation or to
restore a backup of the installation specific files.

Note:

You can only restore files that are named correctly (nmr_backup_"date™).
To restore user specific files use the "Restore user files” tab.

Location of backup file: C:\Bruker\TopSpin <version>\nmr_backup Browse

Name of backup file ~

Restore destination (TopSpin home): | C:\Bruker\TopSpin<version= Browse

Display default information: ®

Display additional information: O

Log:
e
L

Restore Close

» Enter the path where your archive file is stored in the field Location of backup file. The
default path is <TOPSPINHOME>\nmr_backup. A backup file created by nmr_save will
be shown in the field Name of backup file if available. They always look like:
nmr_backup_20120206-1428.zip
where the first number represents the date and the second the time

« Enter the location of the Restore destination, the default is: <TOPSPINHOME>

» Click Restore and enter the NMR administration password in the upcoming Password
request window.

« Execute the command cf
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6 Deinstallation of TopSpin

6.1 Deinstallation on Windows

During the installation of TopSpin also a deinstallation routine deinst.exe is copied to your
system.

+ Click the Windows Start button.

* Open the Control Panel.

* Click Programs and Functions.

» Select the TopSpin Version to uninstall and click Uninstall/Change.

This will cleanly shut down running services and deinstall the software package. On the other
hand, configuration files and acquired data will be left on the disk.

The following window will be displayed:

Uninstalling TopSpin <version=>

Installed in C:\Bruker\TopSpin<version>

Installed at: 2010-12-16 13

Do you want to uninstall this program? (yes/no)

» Enter yes.

The deinstallation starts and might take a few minutes. When the deinstallation is finished, all
programs and icons of the TopSpin version are removed from the Workstation.

6.2 Deinstallation on Linux

During the installation of TopSpin also a deinstallation routine is copied into the sub folder
uninstall.

* Open a file browser like konqueror or a shell window.
* Open the program directory.
* Open the sub folder uninstall and start uninstall-<program>.sh.

This will cleanly shut down running services, delete files in other directories and remove the
entries in the GNOME or KDE menu. On the other hand, configuration files and acquired data
will be left on the disk.

Examples:
» To deinstall TopSpin and all dependent programs, run
/opt/topspin<version>/uninstall/uninstall-topspin.sh
» To deinstall SpectrOS only, run
/opt/Bruker/spectros/uninstall/uninstall-spectros.sh
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7 Contact

Manufacturer
Bruker BioSpin GmbH
Silberstreifen 4
D-76287 Rheinstetten
Germany

E-Mail: nmr-support@bruker.com
http:.//www.bruker.com
WEEE DE43181702

Bruker BioSpin Hotlines
Contact our Bruker BioSpin service centers.

Bruker BioSpin provides dedicated hotlines and service centers, so that our specialists can
respond as quickly as possible to all your service requests, applications questions, software
or technical needs.

Please select the service center or hotline you wish to contact from our list available at:
https://www.bruker.com/service/information-communication/helpdesk.html
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