Installing TopSpin 4

Note: the screenshots in this guide are from the Windows installation. The Mac installation
should be similar, but you must follow the prompts carefully.

Start

1. Make an account with Bruker at https://www.bruker.com/about-us/register.html.

2. Download TopSpin 4 from https://www.bruker.com/service/support-upgrades/software-
downloads/nmr.html. (Note: if you have a 32-bit Windows computer, download TopSpin
3 from https://www.bruker.com/service/support-upgrades/software-downloads/nmr.html
and follow the instructions below, except for the license instructions; no additional
license is needed to run the academic version of TopSpin 3 until March 2019.)

3. Double-click on the downloaded file to begin the installation. You may get an error
message about unrecognized app installation — if so, just click on “More info...” and “Run
anyway”

Installation
1. Click Next:

& install@287-RSTEINZ1 =

Welcome!
This setup tool will help you to install step by step Bruker NMR Software including
- TopSpin 4.0.5 with CMC-ze
- CMC-assist
Please terminate all running Bruker MMR Software before continuing with this setup.

Mote: Te change the font size, type Ctrl - or Ctrl +

% Back £) Next Cancel

2. Click Next:

& install@287-RSTEIN21 x
Selection of components to install

o Install Bruker MMR Software

v Install GPL licensed Cygwin 1.7.4 Software (recornmended)

{3 Back £ Next Cancel 3 Help
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3. The release letter should pop up (occasionally this happens in the background) — you
can either read it, then click Next; close it, then click Next; or leave it open and click
Next.

& install@287-RSTEIN21 et

By clicking 'Mext’ you confirm that you have read the TopSpin release letter
DadminiDownloads\scoped_dirl1592_27403install-topspin-4.0.5.tmp'rellet. pdf

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

(3 Back £ Next Cancel

4. Accept the default installation directory

& install@287-RSTEINZ1 X

Please select an installation directory for TopSpin and CMC-assist

C:\Bruker\TopSpind.0.5] 5 Browse

{_:'—.'J' Back Q} Mext cancel Disk usage

5. Create this directory if prompted

& install@287-RSTEINZ1 >

The directory C:\Bruker\TopSpind.0.5 does
not exist.
Do you want to create it?

of Yes # No

6. Only install data processing components
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& install@287-RSTEINZ1

Please select the setup type

(®) Data processing only

Installs Data Processing, Plotting and Simulation Components

() Data processing, acquisition and autormation

Installs Data Processing, Acquisition and Autemation Compenents for Spectroscopy
() Customized

Customized setup (allows compenent selection)

(2 Back £ Mext Cancel

7. Accept the superuser suggested

& install@287-RSTEIN21 >

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.

Yalid syntaz:
- USER ACCOUNT or
- 287-RSTEINZTWUSER ACCOUNT or

- DOMAINMAMELUSER ACCOUNT
| ]
I 287-RSTEIN2 T admin e
{3 Back £ Mext Cancel

L

8. Enter any password you like — it will only be needed very occasionally, though. 1
suggest choosing mcgill .

& install@287-RSTEIN21 x

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

Enter password: |“‘*‘“‘* |

Re-enter password: |""""""'| |

{3 Back £ Next LCancel 3 Help

9. Accept the default directory for example data
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& install@287-RSTEINZ1 *

Please select an installation directory for NMR-Data

ChBruker TopSpind. 0.5 exam data| £ Browse

3 Back

) Next Cancel Disk usage

10. Create it if necessary

1K1

& install@287-RSTEINZ1 X

The directory y
) Ch\Bruken\ TopSpind.0.5\exarndata does not

. exist.

Do you want to create it?

o Yes #£ No

w

11. Allow Windows to configure the firewall

& install@287-RSTEINZ1

v

Shall the installation configure the Windows systern firewall for you?
Yes, configure system firewall automatically
Automatically creates all firewall rules necessary for the products selected for installation
[1 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 onte the hard disk.

@ Back Cancel ﬂ Details

12. Continue
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& install@287-RSTEINZ1 *

The installaticn has been setup
and will start now with these programs: -

Product Version Size/MB  Target directory

TopSpin 4.0.5 1813 CABruker\TopSpind. 0.5

CMC-a 211 1 CABruker\TopSpind. 0.5
MMR-Data 4.9 123 CABruker\TopSpind.0.5\exarndata
CodeMeter Runtime  6.40k 37 CA\Windows\Temp\CodeMeter

Open Source Components provided under
GMU Public License v3 will be installed

G Back Q Mext Cancel

13. Wait up to half an hour for installation to complete

& install@287-RSTEIN21

pod

Installation finished
with the following results:

TopSpin 4.0.5 successful

CMC-a 2.1 successful

NMR-Data 8.9 successful

CodeMeter Runtime 6.40b -
i Back £3 Finish

Getting a TopSpin license
1. Start TopSpin, for example from the Start Menu under Bruker NMR Software. This can
take a while. Will first see
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TopSpin 4.8.5 — Copyright <G> 26018 Bruker BioSpin GmbH ~
Installation directory: "GC: Bruker- TopSpind.A.5"

llaiting for CodeMeter license

20180828 15:19:-42_862 -A408

Cannot checkout TopSpin CodeMeter license

Mo matching license entry found for feature "TOPSPIH4" mapped to product code 18
118148868 .

m

CmContainer Entry not found. Errvor 208.

CodeMeter Runtime Version: 6.40.2405
empty CodeMeter Server Search List Configuration

2. Choose | Accept, Do Not Show License Again:
& LICENSE . o |

a— — P - - - - o i

‘ | Accept, Do Not Show License Again H IA_c[:ept H Cancel |

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

1 leI'KER BIOSPIH CORPORATIOH
15 Fortune Drive
Billerica MA 01821

978 667 9580

m

Software Copyright/License Documents

IS = R L

3. Choose Request a free Academic License. (Do not choose Order a License!)

& Missing License * = |

h You do not have any TopSpin 4 licenses. |

| Install License ticket |

| Order a License |

| Request a free Evaluation License |

: Request a free Academic License |

| Start CodeMeter Control Center |

| Details || Help || Exit |
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4. This will open the website https://www.bruker.com/service/support-upgrades/software-
downloads/nmr/free-topspin-processing/nmr-topspin-license-for-academia.htmil.

At this point, you must log in to the website using the link (“Login”) in the upper right
corner. Use the same link to create an account, if you do not have one already.

B%ﬂ Products Applications Service News Events Aboutus Login Q m

Free TopSpin Processing for Academia

Either log in or click on Register for an account, as appropriate, and once you've
registered, come back and log in.

5. Once logged in, choose “Request personal license ticket now”

When the code is displayed, highlight it and copy it to the clipboard. An example is
shown here:

NMR Topspin License Processing for Academia

In order to provide students, researchers and teachers with unlimited access to the best tools for off-line NMR processing, Brukeris making their market
leading MMR processing software TopSpin available free of charge for all academic users. In addition to Bruker NMR data, the software is able to process
data acguired on Agilent, Varian and Jeol systems, as well as read any data provided in JCAMP format. We are happy to offer you a free Academia license for

TopSpin 4 ("Academiz license”).

Free License For Academia

With the following code you can activate your free academia license:

6S56A-PTHVG-WKN44-2HM8T-M49RH

Justwrite it down (or copy it to the clipboard), start TopSpin, choose the option "Activate this installation now" and follow the instructions. If you have not

installed TopSpin already you can download it here.

Your license is valid for 153 years. You can use it on a compatible computer of your choice and you can move it to another system if needed. See the section

"Rehosting of licensze” in the licenss management manual for details.

Do

oad for Linux

6. Back in TopSpin, choose Install License ticket
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You do not have any TopSpin 4 licenses.

Install License ticket

[ Order a License ]

[ Request a free Evaluation License ]

| Request a free Academic License |

| start CodeMeter Control Center |

| petais || Hep || Ext |

7. Paste the code into the spot for the ticket and click Next:

English 5= )™

BROKER
(>3O

Welcome to CodeMeter License Central WebDepot

Welcome to CodeMeter License Central WebDepot. You can transfer your licenses to your CmContainer using this WebDepot. Please enter your ticket and click
"Next".

Ticket:
ESEEA-PTHVG-WKN44-2HMBT-M49RH |

Next

8. Click Activate Licenses
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English S -

Home My Licenses

My Licenses

Name Activated On CmContainer Status

TopSpind Processing Only (academia license) incl. TopSpin3 Awvailable: 1(1)

| Activate Licenses |

Legal Notice | @WIBU-SYSTEMS AG | CodeMeter License Central WebDepot v17.07.180.500.ws

9. If you get returned to the Welcome to the CodeMeter License Central WebDepot screen,
then use a different browser! For example, try Internet Explorer on PC or Safari on Mac.
(Chrome doesn’t seem to work.) Go to the website http://licensecentral-
bbio.bruker.de/index.php and paste the code in. You should see:

English S ) -

Home My Licenses

Available Licenses - Select the binding for Your Licenses

[Y'ou can bind your licenses either to a computer (CmActLicense) or to a dongle (CmDongle).

= When binding to a computer, the licenses are transferred to that machine. The licenses are associated with some properties of this computer.
» When binding to a CmDongle, the licenses are fully transferred into this dongle. This allows you to use these licenses on different computers.

10. Choose “l want my licenses on one computer” (icon looks like a certificate):

11. Click on Activate selected licenses now
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English S ).
BRGRER
(<O

Home My Licenses

Available Licenses

To activate your licenses:

1. Select the licenses you want to activate.

2. Select the locally connected CmContainer to which you want to transfer the licenses.
3. Click "Activate Selected Licenses Now”

¥ Name Activated On CmContainer Status
W] TopSpind Processing Cnly (academia license) incl. TopSpin3 Available

Select CmContainer
[32767-27009 (BRUKER_BBIO_WMLV)[v|

| Activate Selected Licenses Now |

Offline license transfer

12. You should see:

Online License Transfer

Starting license transfer.
Creating license request.
Downloading license update.

Importing license update to CmContainer.
Creating receipt.

Uploading receipt.

nse transfer completed successfully!

OK

13. Exit from TopSpin
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You do not have any TopSpin 4 licenses.

Install License ticket

[ Order a License ]

| Request a free Evaluation License |

| Request a free Academic License |

| start CodeMeter Control Center |

| petais || Hep | [ Ext |

Configuring TopSpin
1. Restart TopSpin, for example from the Start Menu

2. If you are using Windows or Linux, click Expinstall (there is no need to do this with
Macintosh)

& Configuration check X

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 "ci” first,
for datastations press "Expinstall” to execute "expinstall” or press
"Close” to ignore this message and execute "cf or "expinstall” later.

[] Do not show this message again

Close

3. Enter the password you chose during the installation of the program (normally mcgill)
and click OK
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& Password request *

Please enter the MMR administration
password:

QK cancel

4. Click Next

d? Experiment installation and AU compilation

Expinstall

Expinstall installs pulse programs, AU programs,
parameter sets and various other resources for spectrometer
or datastation usage.

For spectrometer 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-files,

AU-programs and PULSE-programs before running

"expinstall”.

< Back Finish cancel

5. Click Next
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& Expinstall for Spectrometer X

Select the type of acquisition:
High Resolution Systems

[ Solid State Systems

[ Micro-Imaging and Diffusion Systems

< Back Einish Cancel

6. Click Close
& X

WARNING:

ﬁ Only the default configurations "Bruker_default_avillB00" is available!
You should copy your own spectrometer configuration into
the "/conffinstr" directory.

7. Click Next

& Expinstall for Spectrometer X

Available spectrometer or datastation configurations:

Select the configuration you want to use:

Bruker_default_avilE00

< Back Einish Cancel

8. Click Next
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& Expinstall for Spectrometer >

Select the items you want to install:
Install Pulse Programs

Install Bruker AU Programs

[J 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

Select all Select none

< Back Einish Cancel

9. Click Next

& Expinstall for Spectrometer X

Select the basic frequency of your spectrometer:

Basic frequency (MHZz): 50013

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

Select the plotter paper format:
Paper format: Ad [ Letter ~

< Back FEinish Cancel

10. Click Finish
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& Expinstall for Spectrometer

Expinstall will be executed with following options:

Installation for Spectrometer
(High Resolution)
Configuration name: Bruker_default_avills00

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: 60013 MHz
Pre-scan-delay: 6.5 Us
Paperformat: Ad [ Letter
< Back Next = Cancel

11. After expinstall finishes copying files, select Do not show this message again and Close

(the backup is more useful for spectrometers
X

& 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 agair

Help Automatic_Backup Close

Customizing TopSpin
1. Save the file McGillTopSpinAddons.zip to yo

than for datastations)

ur Downloads directory
e

© @

Downloads

I A

McGillTopSpinAddons.zip

Download complete

2. Open the folder containing McGillTopSpinAd
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are

Compressed Folder Tools Downloads

View Extract

This PC » Local Disk (C:) » Users » Charlie » Downloads

]

Mame Date modified Type
trnp 5/2/2016 %41 AM File folder
windows-topspind.5.5.al.exe 5/3/201610:44 AM  File folder
; McGillTopSpinAddeons.zip e ——
5 windows-topspinid.5.5.al.exe, Open
Open in new window
Extract All...
; Extract Compressed (Zipped) Folders

Select a Destination and Extract Files

Files will be extracted to this folder:

| ChUsersh\ Charlie\Downloads'MeGillTepSpinAddons

Browse...

Show extracted files when complete

| = | McGillTopSpinAddons

Home Share View

« =2 ~« 4 > ThisPC » Downloads » McGillTopSpinAddeons » McGillTopSpinAddons

o~

4 Downloads # * Mame Date moedified
Documents # [] changeproj /2016 10:27 AM
[=] Pictures * [] megilllD_Haowp 5 10:27 AM

Charlie D megill1D_H_nointegrals.ovp 5/2016 10:27 AM
/5/2016 10:27 AM
5/2016 10:27 AM

2016 11:05 AM

+
data P [ megilllD_Xaowp
# D megill1D_¥_integrals.owp

MeGill
D megillZD_hom.owp

2015

T D megill2D_inv.owvp f5/2016 11:01 AM
: [ t1away /5/2016 10:27 AM

CATax2015 [ varian2da 2016 10:27 AM

Material [ varian2db 5/2016 10:27 AM

Type Size

File
XWP File
KWP File
XWP File
XWP File
XWP File
XWP File
File
File
File

3. Keep the Windows Explorer or Finder window showing the files open

4. At the bottom of the TopSpin window, type expl top. This should open a Windows

Explorer or Finder window showing the location of the TopSpin installation. If not, open

MG

1KB
2KB
2KB
2KB
2KB
3KB
4KB
5KB
TKB
TKB
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Windows Explorer or the Finder and browse to the appropriate location
(c:\bruker\topspin4.0.5 or /opt/topspin)

| = | TopSpin3.5pl5 — [} e
Home Share Wiew 0
&« v » ThisPC » Local Disk (C:) » Bruker » TopS5pin3.pl3 v | O Search TopSpin3.5pl3 0
; Downloads # Mame Date modified Type Size "
Documents classes 5/3/2016 1118 AM  File folder
&= Pictures * conf 5/5/2016 10:52 AM  File folder
Charlie bs data /3/2016 11:24 AM File folder
data * examdata /2016 11:24 AM  File folder
MeGill » exp /2016 11:19 AM  File folder
£/3/20 a1 a )
2015 extprog . 3/2016 11:21 -:\M Fflefclcler
5. From these, browse to the directory plot / Iayouts
| = | layouts - [m| X
Home Share View 0
&« v » ThisPC » Local Disk(C:) » Bruker » TopSpind.ipl3 » plot » layouts v | O Search layouts »r
‘ Downloads # MName Date medified Type Size ~
Documents  # backup /3/2016 11:21 AM  File folder
=] Pictures * layouts.A3 016 11:24 AM  File folder
Charlie - layouts.Ad 124 AM File folder
data - layouts ATP :24 AM  File folder
MeGill P layouts.glp /2016 11:24 AM File folder
2015 !ayouts.HWT ..'1511:_-1 -\M File folder
6. Copy the files ending in .xwp from the zip file extracted in step 2 into this directory
| = | McGillTopSpinAddons — m] be
Home Share View o
&« 3 v 4 » ThisPC » Downloads » McGillTopSpinAddons » McGillTopSpinAddons v | O Search McGillTopSpinAddons 0
~
s Ouick access MName Date modified Type Size ~
D megill1D_H.owp 5/5/2016 10:27 AM  XWP File 2KB
fG OneDrive [ mcgillD_H_nointegrals.awp 5/5/201610:27 AM  XWP File 2KB
B This pC [ megill1D_Xaewp 5/5/201610:27 AM  XWP File 2K8
_- Desktop || mcgill1D_X_integrals.ovp 5/5/2016 10:27 AM  XWP File 2KB
D megill2D_homaowp 5/5/201611:03 AM  XWP File 3KB
D t:
euments [ megill2D_invawp 5/5/2016 11:01 AM WP File 4KB
¥ Downloads [ ttaway 2016 10:27AM  File 5KB
D Music [ ] varian2da /2016 10:2TAM  File 1KB
&= Pictures v [ varian2db 5/5/2016 10:27 AM File 1KB v
10items  Bitems selected 11.5KB =
Home Share View 0
« v P » ThisPC » Local Disk (C) » Bruker » TopSpin3d.pl5 » plot » layouts v O Search layouts el
~
# Quick access Name Date modified Type Size L
R backup File folder
#@ OneDrive
layouts.A3 5/3/2016 11:24 AM  File folder
& This PC layouts.Ad 5/3/2016 11:24 AM  File folder
I Desktop layouts ATP /3/2016 11:24 AM  File folder
Dacuments layouts.glp 016 11:24 AM  File folder
layouts HWT 016 11:24 AM  File folder
& Downloads
layouts LC 2016 11:24 AM  File folder
J‘! Music . - .
layouts.multdisp 016 11:24 AM  File folder
=] Pictures layouts.multi f201611:24 AM  File folder
H videos layouts.npt /2016 11:21 AM  File folder 6]
= Local Disk (C:) layouts.stack 72016 11:24 AM File folder
= New Volume (F:) D JistOfFiles.Ad (2016 10:55 AM  Ad File 1KB
|7 JlistOfFiles.meta 2016 11:17PM - META File 1KB
ove to layouts
& Network [ 1D BBawp AM  XWP File 1Ke Y

7. Next, go up to the TopSpin directory, and fhen browse to exp / stan/ nmr/ au / src / user
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| = | user _

Home Share View

&« v P » ThisPC » Local Disk (C:) » Bruker » TopSpin35pl5 » exp » stan » nmr > au » src » user « O Search user

-

* Downloads # Name Date medified Type Size
Documents
This folder is empty.
[&] Pictures b4
Charlie *
data o
McGill +

8. Copy all remaining files from the unzipped file into this directory

| = | McGillTopSpinAddons

Home Share View

“ v » ThisPC » Downloads » McGillTopSpinAddons » McGillTopSpinAddons v O
CATax2014 ~ MName Date modified Type Size
CATax2015 D megill1D_Haowp 5/5/201610:27T AM  XWP File 2 KB
Material D megilllD_H_neintegralsxwp 5/3/2016 10:27 AM XWP File 2KB

_ D megill 1D _Xaowp 5/5/201610:27T AM  XWP File 2 KB

& OneDrive [ megilllD_X_integralsawp 5/5/2016 10:2TAM  XWP File 2KB

[ This PC [ megill2D_homawp 5/5/201611:03 AM  XWP File 3KB

I Desktop D megill2D_invaovp 5/5/201611:01 AM  XWP File 4KB

. [ t1away 5/5/2016 10:27AM  File 5 KB
Documents - -

D varian2da 5/5/2016 10:27 AM  File 1KB

BEEll T ianazs 5/5/2016 10:27AM  File 1KB

10iterns 4 iterns selected 5.84 KB

Home share View

“ v » ThisPC » Local Disk (C:) » Bruker » TopSpin3.5pl3 » exp » stan » nmr » au » src » user v

~

* Downloads & » Narme Date modified Type Size
Documents o
This folder is eps=t-
[&] Pictures -
-
-
-

Charlie n
data
MeGill

FAT-INA

9. Go back into TopSpin

10. Go to the settings icon in the upper right of the window

N L

11. Enable Auto-open last used dataset when restarting TopSpin
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— i — FENEArTETTS ITETIETI T

[ Q User preferences

Administration items Administration items

Window settings Auto-open last used dataset when restarting TopSpin
| Processing preferences | Show TopSpin data examples directory in data browser ]

Text editors Setup users for TopSpin-internal login/logoff and esign Change

Miscellaneous

Automatic termination of TopSpin when idle time exceeded |Change
Remote connection

Directories Automatic locking of TopSpin when idle time exceeded Change
| Acquisition Enable automatic command spooling Ll
| More preferences Enable extended audit trailing ]
12. Right-click in the Data Browser (left side of the TopSpin window) and choose Add New
Data Dir...

Browser Lasts0 Groups I

# C)\BrukerTopSpin3.5pl2iexamdata

Display

Display In New Window

Display As 2D Projection

Scroll to Active Dataset

Fully Expand Selection
~  Show PULPROG/Title

Show Date

Sort by Date

Copy

File Properties

Delete. .

Rename

Files

Add New Data Dir___

Remove Selected Data Dirs.

Browser Preferences

On a Mac, use /Users/<username>/Downloads/NMR. On a PC, use
c:\users\<username>\data\<projectname>\nmr.
Your data will then be visible in the data browser.

Browser Lasts0 Groups
E- | C\BrukenTopSpin3.5pl2iexamdata

1 EI c:\users\robin\Downloads\NMR

Getting Varian data into TopSpin

There are various options for getting Varian data into TopSpin. Try them and use the one that
works for you.
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1. Type vconv to open Varian data. Browse to the directory level (named

<samplename>.fid) and click OK. You will be asked to choose a name (the default is
the Varian name), a directory (use c:\users\<username>\Downloads\NMR for a PC, and

/Users/<username>/Downloads/NMR on a Mac), and an expno (best is just to choose
1).

The selected Varian data will be converted.
Define destination daiaset.

VNMR-name | C:\Users\rstein21\Downloads'NMR\20160811_LSNH_

NAME 20160811_LSNH_PROTON_01 fid|
EXPNO 1

DIR CUsersirstein21\Downloads\NMR

[ ok || cancer |[ nep |

2. Type getvarian to open Varian data. Follow the prompts, including browsing to the
dataset. If data doesn’t get processed automatically, click on Process / Proc. Spectrum.
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