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Welcome to the NMR Service

The QMUL NMR service is intended to provide researchers in the University with an
MNMR spectrum on as wide a range of nuclei as possible. We also provide a
commercial NMR service to outside users (see Submitting Samples). The serviceis
situated in the School of Biclogical and Chemical Sciences at Queen Mary,
University of London (QMUL).

We have two Bruker NMR spectrometers operating at 400 MHz (*H frequency) and

one at 600 MHz. Please see Available E ent for details of probes etc...

[ oncampus]
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University of London
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Home / Research / MNMRSerice [ Software Downloads

» High feld liquid phase and Solution and solid state NMR

solid state NMR
» Available equipment Programs for processing NMR data:

» On-line scheduler
There are a variety of free programs available for processing NMR data, please select this llr%
y Data Download Area

Utilty programs written at QMUL:

» Conference Posters

> ]dfutilities - programs for converting Jeol NMR data into other formats (basically Bruker TopSpin format).

Software Downloads

0 l - programs for converting Bruker BES3T EPR data into ASCI| "comma separated values"
» Submitting Samples )

5 ux2ascii - programs for converting Bruker TopSpin data into ASCII format.
» Finding Us

» Photo Slide-show

[on campus]

Mile End Road
London E1 4

https:/fiodine_chem gmul_ac_uk/nmr_software_html
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University of London

School of Biological and Chemical sciences - NMR Service

About us Undergraduate Postgraduate People News Events Admissions
Home ,/ Research / MNMRService [ Software Downloads
p High field liquid phase and .
<olid state NMR Free Software for NMR data processing

» Available equipment

» On-line scheduler
Bruker Topspin

» Data Download Area

» Conference Posters Bruker T%pSpm & (NMR data processing software, from Bruker, requires registration. Runs on Windows, Linux and MAC.) This
is the program | recommend using for most general NMR data processing. Note that to activate the license you cannot use the

+ Software Downloads Chrome or Edge browsers, you must use Firefox, Safari or Internet Explorer.

Jdfutilities
Kirk Marat's SpinWorks
Xepr2csv
NMR processing software SpinWorks &7 (NMR data processing and simulation software from the University of Manitoba). There are .NET and Java

versions that will run on Windows, Linux, MAC and *BSD {using MONO). This program has some very useful simulation options.

» Submitting Samples

p Finding Us Mnova NMR Lite Software (version 6.21)

» Photo Slide-show This software is licensed by SBCS for use by School staff and research students. The licence may be activated by anyone

with a QMUL network connection. Once activated the software may be used on a laptop in any location for 90 days before

re-activation is required.

Installation

1. Downl

- download this file and save it to a local directary an vour machine (PC/Mac).
https:/fwww_bruker.com/service/support-upgrades/software-downloads/nmr/free-topspin-processing/nmr-tops pin-license-for-academia. html -
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0

vice - Support& Upgrades - Sofwars Downloads - NMR -

You are currently not logged in. An active login is required to get an Academia license.

Download for Windows Downlead for Linux Download for Mac O3

Disclaimer

Access to Academia licenses is restricted to academic customers. By

sing this web page for license requests you confirm that you are employed by or studying at an academic- or
governmental institution and that you use the softweare exclusi

not continue.

n this context. Your request and the license generaticn will be logged. If you do not agree with this, please do

In the next step a personal ticket code will be generated for you. With this ticket code you can activate the Academia license on 2 compatible computer of your choice and use the
software:

The use of Academia licenses for commercial organizations or companies is prohibited. Te order licenses for a commercial organization, please follow this link.
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B R Products

Hems - Login

Contact  Imprint  Termsof Use
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8 Copyright Bruker 2019

https:/{fwwwbruker.com/about-usiregister_html

Applications Service News Events About Us

User login

Enter your usermname and password here in order to log in

on the website:

Email Address

h.toms@gmul.ac.uk

Password

Register for an@ccunt

Request for new authentication link

Privacy Policy  Cookie MNotice  Mewsletter

Login

f

Contact

Youl D

Q

@
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[EQE
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8 https://www_bruker.com/about-us/register.htm|

B R Products Applications Service

Home - AboutUs - Register

Register for Bruker users account

filling eut the form below.

*=These are mandatory fields

First Name: *

Harold
Last Name: * Toms
Country or Area: * United Kingdom
Email Address: htoms@gmul.ac.uk
Create Password: * p—

Confirm Password: *

Password must be at least 6 characterslong

News

Events About Us Login  Contact Q

Welcome to Bruker quick registration portal. Te downlead Bruker software, you are required to have an account. [f you don't have an account with us yet, you can start now by

Please also note that the personal infermation thatyou enterin the form below may be screened sgainst relevant sanction lists to ensure compliance with applicable expart cantrol laws.

| am interested in the following newsletters:

=]

o o o R o R e R

®

Magnetic Resonancs Academia and Research eNews

Mass Spectrometry

Atomic Force Microscopy Materials Journal Club

Fluorescence Microscopy Journal Club

Preclinical Imaging eNews 4
Microbiology & Diagnostics

Magnetic Resonance Education eNews

Magnetic Resonancs Pharma eNews

Magnetic Resanance Clinical eNews

Magnetic Resonance Food and Beverages eNews

By submitting this form | confirm that | would like to be contacted by Bruker. | have taken

note of the Bruker Website Pr iceand | agree to the of Use of the Bruker
website. | understand that | may unsubscribe at any time.*

e

reCAPTCHA
Frivacy - Tesmms

\/ I'm not a robot

Y]
in |
=
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vice - Supparth Upgredes - Sofwars Do

NMR TopSpin License Processing for Academia

In erder to provide students, researchers and teachers with unlimited access to the best tools for off-line NMR processing, Eruker is making their market leading NMR processing
software TopSpin available free of charge for all academic users. In additien te Bruker NMR data, the software is able to process data acquired on

ent, Varian and Jeol systems,

as well as read any data provided in JCAMP format. We are happy te offer you a free Academia license for TopSpin 4 and TopSpin 3. demnisa license”).

&

Disclaimer

Access to Academia licenses is restricted to academic customers. By using this web page for license requests you confirm that you are employed by or studying at an academic- or
governmental institution and that you use the seftware exclusiv

not continue.

y in this context. Your request and the license generation will be logged. If you do net agree with this, please do

In the next step a persenal ticket code will be generated for you. With this ticket code you can activate the Academia license on & compatible computer of your choice and use the
software:

mia licenses for commercial organizations or companies is prehibited. To order licenses for a commercial organization, please follow this link.

¢
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» Downloads for Win

Mews Events About Us Logout  Contact &}

TopSpin - Windows PC

Current versions:

» TopSpin4.07 (fo AMCE MEQ and processing in general)

» TopSpin3.62 (fo CE Il 1l HD and precessing in peneral)
« TopSpin 3.5 pI7 (for AVANCE IlI, IIl HD end processing in general)
« TopSpin 3.2 pI7 (for AVANCE I, IIl, 11l HD, Fourier 300 and processing in general)

» TopSpin 2.1 pl& (for A
« TopSpin 1.3 pl1o (for

CEl)
NCE DRX, DPX, DMX, and DSX)
For detailed information refer to the corresponding releas

matrix

Current Release Download

[ Tops

(Created: 2018-05-07)

14 (1718.9 MiB)

TopSpin for AVANCE NEO and processing in general.

This link allows for the direct installation of a complete acquisition/processing
version for Windows 7 and Windows 10.

MD5 checksum:

ed3bb65b45ac 8759870e481 a6246d 75d

(For infermaticn on acquiring the current version of TopSpin on DVD, contact your
nearest Bru

To work with TopSpin a license is required. To download the current TepSpin version,
click on the link and follow the instructions provided below. Please stere the file on
your hard disk and start the installation when the dewnload is complete.

ISO - Downloads

These images contain everything that you would als:

see on a DVD when you order it

frem Bruker. They contain all programs for all supperted operating systems and also all
additional software like AMIX,
supported on the MAC, the M

AURELIA and CMC-assist. For programs that are

C versicn is also contained in this image.

[ Tepspin 207 (6441.5 MiB)

(Created: 2018-05-07)

=
in|
=




¥ - Manage Downloads m] b4
- He Share View Application Tools
2
« < 4 ¥ > ThisPC > Down

%
loads »

Iy ] Search Downloads L
MName Date mcclifigcl Type Size
7 Quick access
= Documents + Today (1)
; Downloas [] topspin-3.6.2-windows 9/9/2019 1:46 PM pplicat 79 KB
| Pictures ~ Along time ago (6)
D Music 2% Windows10Upgraded252

B Videos [£5 wu170509

4 SightsOfMontereySumanDas

z] BeautyBritain2SeanByrne

[ Thiz PC i ACDLabs20171 3_NMRPredSuite_|nstall
ACDLabz201713_NMRPredSuite_|nstall

@ OneDrive

¥ Metwork

Titems  1item selected 1.03 GB

There are two versions of TopSpin supported (3 & 4). | recommend
version 3 which is a smaller download and matches the version on

the spectrometers and the lab. workstation and is used in the
handouts.



ChUsers\ACDIabs\Downloads\topspin-3.6.2-windows.exe — O X

When you run the TopSpin installer, various temporary windows
will be opened, when the installation finishes they will all be
closed automatically.
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& install @ACDLABS-PC *

Welcome!
This setup tool will help you to install step by step Bruker NMR Software including
- TopSpin 3.6.2 with CMC-zse
- CMC-assist
Please terminate all running Bruker MMPR. Software before continuing with this setup.

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

% Back £ Mext Cancel

Once the installer has loaded, there will be a series of windows
which will require input of some type. The first window (above)
Just needs you to click on Next.

& install @ ACDLABS-PC ¥

Selection of components to install

o Install Bruker MMR Software

v Install GPL licensed Cygwin 1.7.4 Software (recornmended)

(3 Back E Mext Cancel &) Help

Do not change these options, again just choose Next.

11



& install @ACDLARS-PC x

By clicking 'Mext' you confirm that you have read the TopSpin
release |etter
ChUsers\ACDIabs\Downloadshinstall-topspin-3.6.2 trnphrellet. pdf

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

{3 Back £Y Mext Cancel

It is not necessary to read the TopSpin release letter, again just
choose Next.

& install @ ACDLABS-PC x

Please select an installation directory for TopSpin and CMC-assist

C:\Bruker\ TopSpin3.6.2| £ Browse

I.r'
[=a)
o
M
o

3 Mext Cancel Disk usage

The default installation directory is usually fine, so again just
choose Next.



& install @ACDLABS-PC b4

The directory C:\Bruker\ TopSpin3.6.2 does
? not exist,

Do you want to create it?

o Yes # No

The installer will ask you to confirm the directory creation.

& install @ ACDLABS-PC *

Please select the setup type

() Data processing only
Installs Data Processing, Plotting and Simulation Compenents

() Data processing, acquisition and automation

Installs Data Processing, Acquisition and Automation Components for Spectroscopy

Customized setup (allows component selection)

(3 Back £ Mext Cancel

To avoid installing software you will not need, select Customized.



& install@ACDLABS-PC X

Please select products to install

Sel.  Product Descripticn Version Size/MB
" TopSpin Acquisition & Processing Software 3.6.2 1684
[] Central Audit File Enable/Repair Central Audit File in TopSpin 1.0 1

[] CMC-a CMC-assist 2.15 1

[ ] lconMMR Automation Module 5.0.10_19 34

[] Diskless Spectrometer Operating System 3.6.20190723 54

L] MICS Magnet Information & Control System 2.00d 262

[ ] NMR-GUIDE MMPR Encyclopedia 44 58
MMR Example Data Sets 2.9 125

o CodeMeter Runtime  License Manager £.40b 37

Select all Clear all £ More info =
(3 Back =Y Mext Cancel

The only products you need are TopSpin and CodeMeter.

14



& install @ACDLABS-PC b4

Please select the MMR Super User.

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

Walid syntax:

- USER ACCOUNT or

- ACDLABS-PCA\USER ACCOUNT or
- DOMAINMAMELUSER ACCOUNT

ACDlabs-PCVACDIabs

{3 Back £) Mext

cancel

You will need to choose an account on your computer as the NMR

Super User (i.e. administrator). Usually you would select your own
login account.



& install @ ACDLABS-PC X

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

Enter password: | ******** |

Re-enter password: ] |

{3 Back £) Mext Cancel £) Help

You will need to set a password for programme administration.
Note that this is asking for you to choose a password, not asking
for an existing password!



& install @ACDLABS-PC

Shall the installation configure the Windows systemn firewall for you?
o Yes, configure system firewall automatically
Automatically creates all firewall rules necessary for the preducts 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 ento the hard disk.

{3 Back Y Mext Cancel £} Details

Let the installer configure the Windows firewall for you.

17



& install @ ACDLABS-PC x

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

Product Version Size/MB Target directory
TopSpin 3.6.2 1684 CA\Bruker\TopSpin3.6.2
CodeMeter Runtime  6.40b 37 CAWINDOWS\Temph\CodeMeter

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

{3 Back £ Mext Cancel

When you choose next, TopSpin will be installed.

18



& install@ACDLABS-PC

— O

Bruker MMR Software Installer

= including TopSpin 3.6.2 and CMC-a

Pt

Owerall progress

«f  Setup parameters

+  Check consistency

+f  Selecttarget directories
Prepare harddisk
Install files

Post processing

Status: | Preparing disk for TopSpin

complete
complete
complete

running

The installation will take

a long time, typically about
15 minutes. Various progress
bars will appear as the
components are un-packed
on to your computer.

& install @ ACDLABS-PC

Extracting TepSpin Documents

prog/docu/English/topspin/html/assets/img/languages/cn.svg

Cancel

19




& install@ ACDLABS-PC

Pt

Installation finished
with the following results:

TopSpin 3.6.2

CodeMeter Runtime 6.40b  [SUCEESSItl

% Back 3 Einish

When finished, you should see the results. If anything fails you may
Have problems later when you try to use the program. An installation
logfile is created, so you can try and find out why something failed.
You should now find TopSpin as an option on the Start menu.

20



@. Missing License - X

The first time you run
the program you will

get this window. Choose
the option to request a
free academic licence.
This should take you to
the Bruker website.

You do not have any TopSpin 3 licenses.

Install License Ticket

Exchange FlexLM license for CodeMeter license
Order a License
Request a free Evaluation License

Request a free Academic License

Check Expiration Date of Bruker Licenses

Start CodeMeter Control Center

Details Help Exit 21
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Free TopSpin Processing for Academia

Home - Service - Support & Upgredes - Software Downloads - NMR

You are currently not logged in. An active login is required to get an Academia license.

Download for Windows Download for Linux Download for Mac 0S

Disclaimer

Access ta Academia licenses is restricted to academic customers. By using this web page for license requests you confirm that you are employed by or
studying at an academic- or governmental institution and that you use the software exclusively in this context. Your request and the license generation will

belogged. If you do not agree with this, please do not continue.
In the next step a personal ticket code will be generated for you. With this ticket code you can activate the Academia license on a compatible computer of
your choice and use the software:

The use of Academia licenses for commercial organizations or companies is prohibited. To order licenses for a commercial organization, please follow this
link

or analytics and functionality purposes. To change

r cookie settings or find cut more e . If you continue browsing our website, you accept these cookies.

22



Home - Service - Support & Upgredes - Softwere Downloads - NMR - NMRT

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, Bruker is making their market
leading NMR processing software TopSpin available free of charge for all academic users. In addition to Bruker NMR data, the software is able to process
data acquired 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 and TopSpin 3.6 ("Academiz license”

Request personal license ticket now

Download for Windows Download for Linux Download for Mac OS

This website uses cockies for analytics and functionality purpeses. To change your cookie settings or find out more,

click here . If you continue browsing our website, you accept these cookies.

Once logged in the option to request a personal licence ticket
becomes available.

23
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Free TopSpin Processing for Academia

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, Bruker is making their market
leading NMR processing software TopSpin available free of charge for all academic users. In addition to Bruker NMR data, the software is able to process
data acquired an Agilent, Varian and Jeal systems, as wall a5 read any data provided in JCAMP format. We are happy to offer you a free Acadernia license for
TopSpin 4 and TopSpin 3.6 ("Academia license")

Free License For Academia
With the following code you can activate your free academia license
KTenM-KZxUF-2x3HC-zvPUG I

Just write it down (or copy it to the clipbeard), 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 15 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

[]5 (€]

"Rehosting of license” in the license management manual for details.

As the instructions say, you can either write down the activation

code, or copy it (CTRL-C) and then paste it into TopSpin (CTRL-V)

The option is “Install License Ticket” which will open a Browser window.
You must use either Internet Explorer or Firefox! Not Edge/Chrome. 24



& Configuration check >

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.

[ Do not show this message again

Cf Expinstall Close

Topspin will now run, and the first thing it will do is request that you
configure the program. If you skip this step then lots of things wont
work... so don’t omit it. You do not need the “Cf” command (which
Is for running spectrometers) you need the “Expinstall” option which
will configure your computer as a datastation.

25



lﬂr Password request

password:

(8] 4

Please enter the NMR administration

Cancel

You will be asked for the administrator password that you set earlier.

26



ﬂ- Experiment installation and AU cormpilation

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.=/conf/instr.

WARNING:

Flease archive all your MODIFIED Bruker PARAMETER-files,

Al-programs and PULSE-programs before running

"expinstall”.

= Back MNext =

Einish

Cancel

Choose Next.

27



*p Expinstall for Spectrometer

Select the type of acquisition:
High Resolution Systems

[] Solid State Systems

[ Micro-imaging and Diffusion Systems

< Back Next = Einish

Cancel

The default option (for hig
resolution systems is fine.

h

28



WARNIMNG:

You should copy your own spectrometer configuration into
the "C\BrukenTopSpin3 6 2/confiinstr" directory.

o' Only the default configuration "Bruker_default_avllls00" is available!

Close

The default configuration “Bruker_default_avlli600”

IS also fine.

29



@p Expinstall for Spectrometer > ‘p Expinstall for Spectrometer

Available spectrometer or datastation configurations: Select the items you want to install:
Install Pulse Programs

Install Bruker AU Programs

Select the configuration you want to use:

Bruker_default_avills00
[ 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 < Back

Einish Cancel

Choose next (with default options) for both these dialogue windows.

30



@ Expinstall for Spectrometer

Select the basic frequency of your spectrometer:

Basic frequency (MHz): 4[][]_2b

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

Select the ploiter paper format:

Paper format: A4 [ Letter

lﬂp Expinstall for Spectrometer

< Back Next = Einish

Cancel

Expinstall will be executed with following options:

Installation for Spectrometer
(High Resolution)
Configuration name: Bruker_default_avllle00

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: 40023 MHz
Pre-scan-delay: 6.5 s
Paperformat: Ad [ Letter

< Back lext = [ Finish

cancel

The Basic frequency for our 400 MHz spectrometers is 400.23.

31



ip Bruker TopSpin 3.6.2 on ACDLABS-PC as ACDIlabs [Academic License]

- O X
:,] Start =~ Process Analyse Publish View  Manage @

] Create Dataset 1;31 Find Dataset "/ Open Dataset

P S
: w10 €2 E i T (D O O e
0 LFE || 242 9= Em Qe Sk

| Paste Dataset L] Read Pars.

T T | =mLE) | A ¥

Browser Last50 Groups :

- C\BrukenTOPSPIN

S,

Structure

No structure available.

expinstall: Conversion of parameter set 'BESTPROFILE'

Do not quit the program until “Expinstall has finished (a few minutes). 32



& Cron check et

An automatic pericdical 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

Help Automatic_Backup Close

You will see this message when Expinstall finishes, choose “Close”.

33



Q‘? Please select a data directory. *

Look in: ACDlabs v e

o A{opspin-ACDIabs-PC
== J 3D Objects

Recent lt... |23 Contacts

Creative Cloud Files

A I Deskiop
= Documents

Desktop
4 Downloads
A=D r Favarites
= # Links
Documents J” e
My NMR Datal

L—ﬂ & OneDrive
This PC &=| Pictures
## Saved Games
Lﬂ* - Searches

Network B Videos

Folder name:  C:\Users\ACDlabs\New Folder
Files of type. | All Files w Cancel

If you right-click on the Browser window in Topspin you will get the
Option to permanently add the folder for your NMR spectra.



Extract Compressed (Zipped) Folders

Select a Destination and Extract Files

Files will be extracted to this folder

| C\Users\ACDIabs\My NMR Data]x_190219_42

Browse...

Show extracted files when complete

Cancel

When you download zipped data from the NMR website you can then

Extract it (right click on the downloaded file in Explorer) into your NMR folder.

35
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