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1. 2 Administrator & » Windows
2. # TOPSPIN2.1 ki » kgiise » 7 igd-p 6 % % TOPSPIN *

AT BT

—BRLIKER

TOPSPIN

Copyright (c) 1998 - 2002
BRUKER BioSpin GmbH, Germany

This program is protected by US and international copyright laves.

_

g Setup is prepaning the Installs hield(r) wizard

which will guide vou through the rest of the
zetup process. Please wait.

I ; 5

3. % 7] 100%5 e » 1T F 5 o Bk

Welcome 1o the TOPSPIN Setup X

Thiz program will help you ta install TOPSPIM
Software

Itiz strongly recommended that you exit all Windows programs
befare running this Setup program.

Click Cancel ta quit Setup and then close any programs you
have running. Click Mest to continue with the Setup progran.

WARMIMG: Thig program is protected by copypright law and
international breaties.

Unautharized repraduction or distribution of this program, or any
partion of it, may result in severe civil and criminal penalties, and
wviolators will be progecuted to the maximum extent pozzible under
law.

Cancel

4. 3+ PDF #% % % TOPSPIN #c#8 2_ release letter- 33+ PDF 4 % B 5 :
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#2 Adobe Acrobat Professional - [rellet pdf]
Z File Edit View Document Comments Tools Advanced Window Help

| Troo Gl @ ] LU

T @ (G S @ P T creste POF - 52 Comment & Markup ~ g Send for Review ~ (0 - -
3] e © 103w @

| EE F+ options - x

@ Introduction Release Le
7] TopSpin 2.1 patchlevel:
7] TopSpin 2.1 patchlevel:
7] TapSpin 2.1 patchlevell
[y] ToapSpin 2.1 patchlevel”
™ TopSpin 2.1 - Basics
7] TopSpin Installation
] Changes compared to g
[y History of Changes
7] TopSpin Licenses
@ Bruker Addresses

topspin

Comments \QI Madel TrsIE Pag‘E SignaturlE Bookmarks

[~

shRen

Bruker BioSpin

1 of 146

]

.PDF A& M FF {s JVILT B] »

poge Destination Location

Destination Directory

C:\Bruke TOPSFIN

Please select the destination directory for TOPSPIN.

Browse...

Cancel ‘

[N

2k Data Processing only i 78
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Select the setup type rz|

Only customized getup allows pou to zelect program components.

™ Data Processing, Acquisition and Autarnation

(" Custornized setup [allows component selection)

<Each |ﬂe:-:t>| Cancel |

~

G

7. FELE R (V)R B L e

9 TWindows firewall iz installed on your swstem.

-
\“/ If the firewall has not been disabled, starting TOFSPIN will bring up several information dialogs about blocked
components. To prevent this, the fivewall must be configured to allow TOPSPIN operations.

The installation can do this now, or an Admindztator can do it sy time later, monning
C Bkt TOPEPIN progibindT ilities\ b isce laneonsise irewall cmd

Shall the matellation configure the firewall for wou?

8. 2% No, I don't want to import a spectrometer configuration i 5% {2

Select Components

E3

Select a spectrometer configuration to impart;
[There is none in the curent installation path.)

% Mo, | don't wart to import a spectrometer corfiguration €1

(™ | want to select another spectrometer corfiguration bo import

™ spect in C:ABrukersdwIN-NMR

< Back | et » | Cancel |
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9. r L et * % £ 8E Next :

Set NME Super User

X

Please set the NME Super Usger.

This can be a local account, or a domain account

if the computer iz member of a domain.

Walid zyntaw : Uszer or TOMYJzer or DomaindUzer

m |ﬂext>| Cancel |

10. 34 » @ = TOPSPIN A2 5% # JL ¥ % 75 > i) » & o4 [Next (#

FeNext), HmRl5506):

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

Pafz'

Help | Back | Mext | Cancel |

11 3% &% %3 100%2 343 ¥ - %5

,

Copying files for GNU Litilities component ...
gnubineywinl dll

B

| 0

e
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,

Copying files for NMR-DATA component ...
datahguestinmriexam2d_hhiJser

[ | 4%

13. st % % license server #c#8 > 5% 3 100%2 B*2 ¥ - H & !

,

Copying files for FLEXIm component ...
help\enduser.pdf

&
7y
]

14, pprg p R FTRLP R T
o CAWINDOWSisystem32'cmd exe

Configuring firewall for TOPSPIN ...

15. & {s M-I B #7703 BEiE Finish = = % % TOPSPIN -

TOFSEIN Setup installation complete

Thatk pau far using Bruker TOPSPIM Setup |

Click Finish to complete Setup.

y EE PR HRE T
Rezwave Technology Inc.



2h3F £ 6 b o TOPSPIN2.1 #S TOPSPIN 2.1 » 391 I T [ #77

vl 1JLJH

o
.n_'h.

Launching commanizallan sanioes..
Thi Maxt Ganaeration in NMR Soltweiars

[Fi:r] #B-E BT (5 NIRT BT
Sl

Path to prog = :/Bruker TOPSPIN/prog"
: Path to exp = :/BrukerTOPSPIN/exp"
: Path to conf : "G:/Bruker TOPSPIN-conf"
: waiting for FLEX1lm license
: No TOPSPIN licence—file installed ¥
Please install FLER1m from the TOPSPIN release DUD
and insert the password in the file "c:/flexlm/Bruker-licenses~license.dat

according to the TOPSPIN Installation Guide.
The FLEX1m host IDs of this machine are "BBe@i8db7614 BOAAe27f615bh"
If your workstation controls the spectrometer.

you may run the program without password.
This requires the acquisition server to be ready.

: checking connection to spectrometer (may last a minute?
: no spectrometer service license available.

Hit ENTER to continue ...

Bl 4 7 L 3 <% % TOPSPIN license file -

> License file % %4 3% :

(1) B gz F ~(Notepad)#2.;¢ (F 4> — #7177 #4258 > AR 25

B ECEA, » | B 4 C:\flexlm\Bruker\licenses » i B~

6 | EEBHMEBRTHRE ST
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example_license.dat (4% % #5 3] — “73 #h %)
(3) #-your_hostid M"f g~ gL+ MACID -+ = #(license file p
HOSTID=XXXXXXXXXXXX)
(4) #-r2 e-mail 4z ¥| 7 lincense p % (FEATURE B Eg)RE 3 = & Bl e
O)%x > ¥ 3imh o % ¢ license.dat > BEiE 3

B B3 oo SAE FEX

BWEE RHE ®BAD KEE ry - =
SERUER your_computer_name your_hostid 1700 BED (WO #A0 #R0 SH0
DAEHON bruker_ls c:\Flexlm\Bruker\bruker 1s_exe [port=daenon_port_number] SERUER TOM B8B8e27¢615b 1700 A

DAEHON bruker_1s c:\Flexlm\Bruker\bruker_ls.exe

i FEATURE NMRSIM pedaker_1s 6.8 19-feb-2018 uncounted
021F7B1F3AB1ANS HOSTID= IIUBIIEZT)-FMSII vendo
- B000e27F615b" ISSUER=00647573b35F

info=" for \

=" for
FEATURE NHRGUIDE bruker_ls 8.8 19-feb-2818 uncounted \
=" for \
# The contents of this file must be changed according to your computert
FEATURE AYR
# Replace the string ‘your_computer_name’ by the hostname your computer " for
# which can be obtained by clicking: - B000e27E615D" ISSUER-BBB475ZS
#
# Start -> Settings -> Control Panel -> Network
#
# Replace the string 'your_hostid® by the hostid of your computer, a 12-digit # The contents of this file must be changed according to your computert
# number which can be obtained by opening a command prompt and entering: ¥
: # Replace the string 'your_computer_name' by the hostmame your computer
c: i i icking:

5 T : uhich can be obtained by clicking:
t 1nutil lmhostid .
# # Start -> Settings -> Control Panel -> Hetwork
# append the FEATURE lines which your received from Bruker after the DAEMON line. L3
# Mever change the FEATURE lines; no extra blanks, tabs etc. are alloued! # Replace the string 'your_hostid® by the hostid of your computer, a 12-digit
# The 12-digit nunber at the end of each FEATURE Line nust be the sane as the ¥ nunber uhich can be obtained by opening a command prompt and entering:
# hostid in the SERUER line. #
#

# If a Firewall separates some clients from the server the optional ¥ (55

#t port=daenon_port_nunber must be set to a free TCP port number exclusively # cod \fle“'“\b”.'ke"

# used by the DAEMON bruker_ls in the whole network. ¥ Inutil lmhostid

# Both port numbers mentioned in the SERVER- and in the DAEMON-line must 3

Ejuchun tockedpuRthele eval BnuTeeR oyt contnfandoutaosng jI Ceg packetsy & Append the FEATURE lines uhich your received from Bruker after the DAEMON line
v

< >

17. TOPSPIN F fzts » 21T [ >

[! Configuration check E
Warning:
"Expinstall" has not been executed for this installation yet!

Some functions of the program will not work correctly until "expinstall”
has been executed.

Faor spectrometer control press "C 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_||) Bxpinstall |{ ciose |

18. JV T RIPE - g~ & FPF AR RN TOPSPIN 4254 4 52X %48 -

2 0K
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L

Please enter the NMRE administration
passwurd:

P
I' Cancel
19. i ¥ Bruker_default_av500

N

gk

Spectrometer canfiguration (Cfy:

Caonfigure the hardware of your spectrometer or create a canfiguration for a datastation
Active configuration: "Bruker_default_av500"

Awailable spectrometer configurations

| Bruker_default_avancell300 Awvance Il 300 30013 Datastation ‘
Select one of the available configurations or create a new spectrometer configuration!
Press "Edit" to modify or use an existing configuration (.q. if you want to add new hardware
or if you want to use the configuration from a previous TopSpin version)
Press "New" to create a new spectrometer configuration from scratch
‘ ! ncel
% % Datastation & 2::% Nexq :
20. i% #% Datastation I 2L:E Next :
Edit configuration:
Configuration
Configuration name Bruker_default_avi00
Spectrometer O
Datastation

o ¢—
1H frequency of magnet [MHz]

50013

Debug

Use debug maodule

0O

[ <P[evmu(]| Next> | l)gamce\ I
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23.

21.

1H Hydrogen 96800 172 50013 A
2H Deuterium 0.00821 1 76.773
3H Tritium 1.0E-9 172 533.458583
3He Helium 000326 172 360.993893
6L Lithium 3.58 1 73.599661
7L Lithium 15400 32 194369473
9Be Beryllium 788 372 70.277367
108 Boron 221 3 53.732257
118 Boron 7940 32 160461379
13C Carbon 1.0 142 126.797789
14N Nitrogen 9.69 1 36.128816
180 Nitrogen 00219 172 50.677733
170 Oxygen 00611 572 67.799773
18F Fluaring 47300 172 470.592362
21Me MNeon 00358 372 39.482913
23Na Sodium 5250 372 132.293992
28Mg Magnesium 1.54 &2 30.616173
274l Aluminum 1700 &2 130.318324
2981 Silicon 209 12 99.361762
31P Phospharus aw7io 12 20245631
333 Sulfur 00973 32 38.390079
35C1 Chiorine 202 32 48.002392
37C1 Chlorine 377 372 40.789422 ¥
A i Prin elete Restore Save | —
Add/Edit Print Delet Restl 3
v
< | @B
[ < Previous ] [ Next » ] ‘ Cancel ]
link modules, farmat files, wobble/cpd programs
.
.
Spectrometer Parameter
frequency logical channel amplifier
EF1 00D MHZ  NUCT
SFO1 0.0 miz [ F1 | [ seu | [ xsoow }—
BF2 00 MHzZ  NUC2
SFO2 00 MHz.
BF3 00 MHz
SFO3 00
OFS3

hHz
BF4 00

NUC3

preamplifier

K-BE19F_2HS

19F-Sel.

Hz
MHzZ  NUC4

SFO4 00 MHz.

settings

[ show receiver routing

N\
([ Save ”)C\Eagcah\& connections I l Param H Close ]

ed
: Next -

HEP R OHER S
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Configuration summary (Lxnmr.info)

CONFIGURATION INFORMATION

Date Thu Sep 03 18:02:13 2009

Release TopSpin Acguisition Yersion ts_2_1:pl-4
Host TOM Windows 5.1

User User

System Datastation configured as Avance-Av NMR spectrameter
(no acquisition hardware available)
TH-frequency : 500.13 MHz

Ad
& | B

<P[evi0u5(” Next » Hlbamcel H Print ]

link modules, Tormat files, wokble/cpd programs

4] X
(e
Additional configuration programs:
Config
Installation of standard experiments Expinstall 4—
Solvent table setup
Probe table setup Edhead
Solvent dependent parameter setup Edprosol
Lock parameter setup Edlock
Spectrometer parameters setup
v
% | B
<Previaus | [ Einisn> [ cancel |
link modules, format files, wobble/cpd programs

25. BkiE :

10 HEP R OHER S
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Expinstall

Expinstall Installs pUlse programs_ AL programs,

parameter sets and various other resources for spectrometer
or datastation usage. it Must be performed once after the
installabion of TOPSPIN, For spectrometer control do ef first
For a customized gatastalion conniguration copy your
spectrometer configuration directory (bypically called "spect”)
to <TopSpin instakiation dir >/continstr.

WARNING

Please archive all your MODIFIED Bruker PARAME TER-flies,

AL-programs and PULSE-programs before nmning

(=D

=

i #% Installation for Datastation - BL:i% :

i

Selact the type of installation:
@ Wstallation for Datastation (Detaul) €———

O Installation for Datastation (Customize)

O Inestallation for Spectrometers

[ <BuLﬁ “ [=E | [ Cancel ]

T Select your printer f= Select your plotter i& 3 & "o #7 * et

LR

S

9 Experiment installation

Select the basic frequency of your spectrometer:

Basic freguency (MHZ). |500.13

SEIBC yOUr printer:

Derault printer. HF LaserJet 2100 Series PS5 b >

Select your plotter:

Default piotter:

Select the piotter paper farmat:

Paper farmat AdfLetter  w

[ <gack | [ met> | )onin [ gance |

11 ' P EEHRREHR ST
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[ Experiment installation and AU compilation

Expinstall will be executed with following options:

Installation for Datastation (Default)
(High Resolution)
Configuration name: Bruker_ciefault_ava0o

Install Pulse Programs

Install Bruker AU Programs

Install Library CPD Programs

Install Library Gradient Files

Install Library Shape Files

Install Standard Scaling Region Files

Enable Define Statements in Pulse Programs
Install Bruker Macros

Install Bruker Python Programs

Basic frequency.  500.13 MHZ
Digitizer: HADC+
Acquisition mode:  DQD
Pre-scan-delay. 6.3 ps

Printer HP LaserJet 2100 Series PS
Plotter: HP LaserJet 2100 Series PS
Paperformat: Ad [ Letter

[ < Back ] Q Finish |J)Qamcel ]

)
©
o

=
=
(s
W

expinstall # £ o (4= ¢ Bl bt & £iER)

]

File Edit View Processing Analy:
O0aM & B Wdaddhs i
2B s EMEEQS

Lasts0 | Groups | Alias :

Additional configuration programs.

Browser Loty
CBrukenT OPSPIN Installation of standard experiments
Solvent table setup
Probe tahle setup
Solvent dependent parameter setup
Lock parameter setup
Spectrometer parameters setup
v
$ — I

< Previous ][ Einish = I[ Cancel ] -

I \&5’] = |
expinstal ing all Bruker liorary shape programs =
expinstall: Copying all Bruker library shape prl s ¥ing £ f5EIRd

expinstall done FF > % 7t @ = = expinstall #

I
AT BB e o 3 EhiE Automatic Backup ¢

12 HEEMEBROHRE 2]
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& [

Additional configuration programs

Config

Installation of standard experiments Expinstall

Solvent table setup
n check 3]

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

Solvent dependery
Press "Automatic Backup" to open the configuration taal

Lock parameter si
[] Da nat shaw this message again

SRR [CBei | [ Avtomane Backup [) ciose |

-

< | &

< Previous H FEinish = H Cancel J

expinstall done |

#* Location of bacfup file 3% =i i 4§ & 73 32k 2

P

(\x,
Fl‘»
=
i

Save installation files | Restore installation me5|| Save user files H Restare user mesi

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

of the installation specific files

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

Location of backup file R |c \BrukenTOPSRINVIMI_backup

Overwrite existing backup file: a

Installation to be saved (TopSpin home): CABrukenTOPSPIMN

Spectrometer configuration (e.g. spect) Bruker_default_ava00 v
Display default information: ®

Display additional information: (@]

Execute "Save installation specific files" periodically

Log

(£

il |

13 ERMRBROARSE
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32. F NIMETARGE o

& Compiling AL program 'nmr_save'
FlEAsE Wait

) Detaiis... |

33 % MY - EaRALY o EkE

[ anw

& Compilation finished

34. ¥ = ¢ M 3 has been generated pF >

Save installation files ‘ Restore installation files H Save user flles H Restore userf\les:

Save installation specific files

Installation specific files are collected and stored into & tar file. This tar file can be used

to copy the files from a previous installation to a new installation or to create a hackup
of the installation specific files

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

Laocation of backup file CABruke\TOPSPINnmr_backup

Overwrite existing backup file: |

Installation to be saved { TopSpin home). CABrukenT OPSPIN

Spectrometer configuration (e.9. spect). Bruker_default_avo00 k-
Display default information: ®

Display additional information: (@]

Execute "Save installation specific files" periodically | Autamatic Backup

Log:
e R ~
< has been generated!
v
&

( L=l
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35. b 1s%-8ki% Finish|z & Cf cds iv » 5 % & TOPSPIN #1484 %42
B o

(& [ ]
%
Additional configuration programs:
Config
Installation of standard experiments | Epinstal
Salvent table setup
Probe table setup Edbead
Solvent dependent parameter setup Edprosal
Lock parameter setup Edlock
Spectrometer parameters setup
b
< | &
I < Pfevwou{ J I Einish > u Cancel I
expinstall done

By Tom Lin, Rezwave Technology Inc.

15 F EB I mAE T
Rezwave Technology Inc.



