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Introduction to TopSpin B(;aggn

e Overview of Topspin interface

e Basic procedure for setting up an acquisition
setting up your dataset
controlling the spectrometer

e Basic 1D processing

e Alittle about acquiring and processing 2D’s

e A few other useful features




Starting Topspin

TopSpin 3.5

If Topspin isn’t already running, click
the desktop ICON to start

It's yet to be decided whether each
user will have an individual Linux
login, or if there will be shared group
logins...



Topspin layout

= Start Acquire Process Analyse Publish View Manage @ [T
Create Dataset %Fi_nd Dataset "ﬂjOpen Dataset . Paste Dataset !__] Read Pars. | \
Q) (L] [sae2 Q[ Q@ O KeHl F ||k B W S| [epsine
B E e : oo ol cael T Ah Bete sa sl Flowbar menus

Gydosporine 1 1 /opy/topspind.5jeq i i

( [ Browser

o[ /opt/topspin3.5/dmb
¢ [ /opt/topspin3.5/eqj
o [Jartefacts
o[ copypar_test
> cpmg_t2_1d
o[ cyclosporine
o [Jeyclosporine2.
e [Jexamld_1H
o [Ifourier_selective_expts
o [ selective_excitation_profi
3 sfHMQC
o[ SolventSuppression
o [test
- topguide_test
e Jtopguide_test2
o [ fopt/topspin3.5/nmrsu
o[ fopt/topspin3.5/examdata

/

hulseF‘rog ['Peaks [ Integrals | Sample | Structure |

50mM Cyclosporin in b

)%Spectrum i ProcPars | AcquPars | Title
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tool buttons

custom user

buttons
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window

No raw data available
No processed data available

Data Browser

\

Command line
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Acquisition
status bar
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Amilifier Control

Acquisition information Fid Flash Lock Sample Probe Temperature Spooler
-- queued: 0

no acquisition running L1 delayed: 0
b on@ Reg. State: & cron: 0




Flowbars — guiding your workflow B(;aggn

& Start Acquire Process Analyse Publish View Manage @
 Create Dataset |ZFind Dataset _))Open Dataset . Paste Dataset || Read Pars.

| tart Acquire Process Analyse Publish View Manage @
B Sample » ﬁLock V Tunes JLSpi_nv & Shim» hé” Prosol» | I~ Gainw beOv Mgrev‘

i J Start Acquire Process Analyse Publish View Manage \@

JL Proc. Spectrum < ‘% Adjust Phase v ‘/é\,,_CaIib. AXis » ?f"-?\ Pick Peaks » _f Integrate »+ | Advanced »

2 Start Acquire Process Analyse Publish View Manage @
&4 Multiplets » | 4 Line Shapes» | [ Dynamics + @StguctureSv @Si_mulate v | Quantifyw | More » |

i J Start Acquire Process Analyse Publish View Manage @
5 Copy | & Print» | L= Plot Layout H} PDF 1 E-Mail Mobile »

(= Start Acquire Process Analyse Publish View Manage @
‘Spectrumw | [|Stacked [[]Side by Side [ Grid [“JLayoutw

| Start Acquire Process Analyse Publish View Manage @

Preferences Spectrometer w | Securityw |Commands -+ Remote



Experiment Setup BROKER

Prepare for a new experiment by creating a new data set and

se Publish View initializing its NMR parameters according to the selected experiment type.
For multi-receiver experiments several datasets are created.

Please define the number of receivers in the Options.

£l Start Acquire

‘ 7 Create Dataset Find Dataset ") Ope

|| An | Cre pty NMR dataset (new) 5
*8 *2 @ (<~g‘®‘b Define its location, name and title, and the NAME |cyc|ospor|ne ]
/8 /2 § \:Q @i initial NMR parameters.
—~ —— ——————— ———— | Purpose: Preparation of a new experiment. EXPNO |1 [
}'LastSO T Groups rAlias \ : 1 Gyclosporine 1 1 Jopt/topspins.ojeq
Browser B J Spectrum r ProcPars rAcunars i Title r PulseProg I_Hl PROCNO |1 ‘

¢~ E/opt/topspin3.5/dmb ‘ | 50mM Cyciosporin in benzene-dé

¢ [ /opt/topspin3.5/eqj
o [Jartefacts

) Use current parameters

o [ copypar_test : ® . ;

&2 cpmg.t2_1d : -..JExperlment|PROTOT-l H Select
o[ cyclosporine

> (Jeyclosporine2 —~ .

o [Jexamld_1H z (A) Options

e fourier_selective_expts
°-[jselective_excitation_profile‘ : D Set solvent
o 3 sfHMQC :
o[ SolventSuppression : @ Execute ‘getprosol’
o [test :
- topguide_test
o Jtopguide_test2
o [ fopt/topspin3.5/nmrsu E
o[ fopt/topspin3.5/examdata 2 DIR

» parameters P1,0LPLW1[v| Change |

I/opt/topspin3.5/ecj ’v‘

[]Show new dataset in new window

Receivers (1,2, ...16) 1 |

S0mM Cyclosporin in benzene-d6&
TITLE

[ I [D] ':

Amplifier Control ’ OK H Cancel H More Info... H Help J

no acquisition running I

delayed:
Reg. State: & cron:




Experiment Setup

Prepare for a new experiment by creating a new data set and

initializing its NMR parameters according to the selected experiment type.
For multi-receiver experiments several datasets are created.

Please define the number of receivers in the Options.

NAME !cyclosporine
EXPNO 11
PROCNO 1

) Use current parameters

® Experiment PROTON

H Select

() Options
[]Set solvent
® Execute 'getprosol’

Lep parameters

o6 [1]

P1,0LPW1[v| Change |

DIR I/opt/topspin3.5/ecj lv{
[]1Show new dataset in new window
Receivers (1,2, ...16) 1 |
S0mM Cyclosporin in benzene-d6&
TITLE
’ OK H Cancel H More Info... H Help J

1. Where do you want to
store your data

2. What experiment do you
want to run?



Experiment Setup — data storage location

Prepare for a new experiment by creating a new data set and

initializing its NMR parameters according to the selected experiment type.
For multi-receiver experiments several datasets are created.

Pleass define the number of recejvers in the Options

NAME !cyclosgorine
[EXPNO 1 |
PROCNO 1 \

) Use current parameters

H Select

® Experiment [PROTON

;\ Options

o6 [1]

P1,0LPW1[v| Change | /

DIR |/opt/topspin3.5/‘ecj lvw

[]Set solvent

® Execute 'getprosol’

|_IShow new dataset in new window

Receivers (1,2, ...16) |1 |

50mM Cyclosporin in benzene-d6
TITLE

| ok || cancel || Moreinfo.. || Help |

New experiment dataset will be created in the
directory specified by

DIR/NAME/EXPNO/
/opt/topspin3.5/ecj/cyclosporine/1/

NAME is a directory which can contain several
experiments

EXPNO is any positive integer



Experiment Setup — data storage location B(;aggn

Prepare for a new experiment by creating a new data set and
initializing its NMR parameters according to the selected experiment type.

For multi-receiver experiments several datasets are created. Some recommenda’“ons

Please define the number of receivers in the Options.

(1iame (S | - Remember, DIR and NAME are directories.
EXPNO 1 |
PROCIO 1 | « Limit directory names to letters and numbers

) Use current parameters

® Experiment PROTON | Select _
. » spaces or special characters such as %, #, (,
\&) Options etc. can sometimes cause problems

[]Set solvent ceDs6 v

@® Execute 'getprosol’

» dashes “-” and underscores “ " are OK

» Always store data on a locally mounted hard
drive

P1,0LPW1[v| Change |

» The software will allow you to specify a
network drive, but it's not recommended!

DIR Iz‘opt/'topspin3.5/‘ecj lv‘l

|_IShow new dataset in new window

Receivers (1,2, ...16) 1 |

50mM Cyclosporin in benzene-d6
TITLE

| ok || cancel || Moreinfo.. || Help |




Experiment Setup — parameter sets

Prepare for a new experiment by creating a new data set and

initializing its NMR parameters according to the selected experiment type.
For multi-receiver experiments several datasets are created.

Please define the number of receivers in the Options.

NAME !cyclosporine
EXPNO 11
PROCNO 1

) Use current parameters

[o Experiment [PROTON | Select
;\ Options
[]Set solvent C6D85 v
@® Execute 'getprosol’
P1,0LPW1[v| Change |
DIR Ij'opt/'topspin3.5/‘ecj lv}
[]Show new dataset in new window
Receivers (1,2, ...16) 1 |
50mM Cyclosporin in benzene-d6
TITLE
’ OK H Cancel H More Info... H Help l

What is a parameter set?

« All of the information necessary to run your
experiment:

* pulse program name
* nuclei

« excitation frequencies and sweep
widths

* durations of pulses* and delays

* pulse power levels*

« gradient strengths

* number of scans

* relevant spectrometer configuration
+ etc...

* pulse durations and power levels will usually be
setin a later step



Experiment Setup — parameter sets BRORER

File Options Help

Find file names | Iem,—-:r any string, %, 7 | Exclude:

Class = IAny IvI Dim = lAnylv[ [[]Show Recommended

Source = |/opt/topspin3.5/exp/stan/nmr/par v

Type = SubType = SubTypeB =|Any|v‘ | Reset Filters ‘

AL27ND APSY_HNCA_32 APSY_HNCACB_32 APSY_HNCO_32 APSY_HNCOCA_42 =zl
APSY_HNCOCACB_32 APSY_HNCOCANH_62 ASSURE_13C ASSURE_19F ASSURE_1H

ASSURE_31P B_HNCACBGP3D B_HNCACBIGP3D B_HNCACOGP3D B_HNCACOGP4D

B_HNCAGP3D B_HNCAIGP3D B_HNCOCACBGP3D B_HNCOCACBGP4D B_HNCOCAGP3D

B_HNCOCAGP4D B_HNCOGP3D B_HNCOIGP3D B_HSQCETF3GPSI B_TRHNCACBGP3D

B_TRHNCACBIGP3D

B_TRHNCACOGP3D

B_TRHNCAGP3D

B_TRHNCAICP3D

R TRHNCOCACRCP3D =

B_TRHNCOCAGP3D

B_TRHNCOGP3D

B_TRHNCOIGP3D

B_TROSY

B11ZG

BESTPROFILE

C_CACO

ceco| Standard parameter sets exist for

C_CAN_IASQ C_CAN_MQ C_CAN_MQ.2 C_CANC( .

C_CANCOI_IA3D C_CBCACO_IA3D C_CBCACO_S33D C_CBCA(Q | ) y p y

C_CCCO_IA3D C_CCCO_S33D C_CCCON_IA3D C_CCFLO (a mOSt an eX erlment Ou Want to

C_CCFLOPSY16_CTIA C_CCFLOPSY16_IA C_CCNOESY C_CCNOH ru n

C_COCA C_COCA_IA C_COCA_MQ C_COCA |

C_CON_MQ C_CON_MQIA C_CON_SQ C_COSY — —=T

C_COSY2_CT C_HACACO_3D C_HCACO_IA3D C_HCACO_S33D C_HCAN_IA3D

C_HCANCO_IA3D C_HCANCOI_IA3D C_HCBCA_IA3D C_HCBCACO_IA3D C_HCBCACO_S33D

C_HCBCAN_IA3D C_HCCFLOPSY16_3D C_HNCA_IA3D C_HNCACO_IA3D C_HNCACO_S33D

C_HNCO_IA3D C_HNCOCA_IA3D C_HNCOCA2_IA3D C13APT C13CPD

C13CPD32 C13CPDSN C13DE45SN C13DEPT135 C13DEPT135p

C13DEPT45 C13DEPTS0 C13GD C13HUMP C13IG

C13MULT C13MULT135 C13MULTSO C13MULTCOMP C130FF

C13PPTI C13RESOL C13SENS CBCACONHGP3D CBCACONHGPWG3D

CBCACONHGPWG3D.2 CBCACONHGPWG4D CBCANHGP3D CBCANHGPWG3D CCACONHGP2H3D

CCACONHGP3D CCACONHGP3D.2 CCANHGP2H3D CCANHGP3D CCANHGP3D.2

CCCONHGCP2H3D CCCONHGP3D CD111ZG CD113ZG CL35ZG

CL372G CMC_13C CMC_HSQC CMC_PROTON CMC_SINGLE

CMC_WET CMCQ_WET CMCse_13C CMCse_15NHMBCf2 CMCse_15NHSQCf2

CMCse_1H CMCse_ADEQ CMCse_COSY CMCse_H2BC CMCse_HMBC

CMCse_HSQC CMCse_INAD COSY455W COSYS0SW COSYCWGPPSQF

COSYCWPHPS COSYDCPHWT COSYDFGPPH13 COSYDQFPHSW COSYGPDFPHSW

COSYGPFIXSW COSYGPMFSW COSYGPSW COSYPHPR DECPS0

DECPSOF3 diff IHSmm diffGradRec diffPreemp diffWaterDiff

DIPSI2ESFBGPPH DIPSI2ESGPPH DIPSI2ETGPSI19 DIPSI2GCPPH19 DIPSIHSQCF3GPSI3D

DIPSITRETF3GP3D DOSY F19 F19CPD FHSQCCXF3GPPH

FHSQCF3GPPH GA71ZG gradshimldlh gradshimldlh_f gradshimld2h |

gradshimld2h_f gradshimdata gradshimrecb3d H2 OSUPMLEV H2 OSUPNOESY it
’ Set selected item in editor H Close ’




Experiment Setup — parameter sets

| Exclude:[

Clear

Source = |/opt/topspin3.5/exp/stan/nmr/par

COSY45SW COSY30SW COSYCWGPPSQF COSYCWPHPS COSYDCPHWT
COSYDFGPPH13 COSYDQFPHSW COSYGPDFPHSW COSYGPFIXSW COSYGPMFSW
COSYGPSW COSYPHPR

You can search through parameter

set names




Experiment Setup — parameter sets B(;aggn

Eile Options Help Source = |/opt/topspin3.5/exp/stan/nmr/par ¥

Find file names ‘*emer any string* ¢ Exclude: Clear
-] ystripae 7|
Class = |Any w | Dim = |A| v | [¥IShow Recommended

—

Reset Filters

C13CPD C13DEPT135 COSYGPDFPHSW COSYGPSW HMBCETGPL3ND
HMBCGP HMBCGP_15N HSQC_TOCSY HSQC_TOCSY_ADIA HSQCEDETGPSISP
HSQCEDETGPSISP_ADIA HSQCETGP_15N HSQCETGPSISP HSQCETGPSISP_ADIA MLEVPHPR
MLEVPHSW NOESYPHPR NOESYPHSW PROTON ROESYPHPR
ROESYPHSW WATERSUP

“‘Show Recommended” button gives
list of most common small molecule
experiments

I'll discuss these a little more towards
the end of this presentation...

‘ Set selected item in editor H Close l




Experiment Setup — parameter sets BRORER

Eile Options Help Source = |/opt/topspin3.5/exp/stan/nmr/par/user |w
i | Excludel ] ]

Find file names 1 ln er any string, *, 7

Class = E \Dlm I:
Type =Db J SubType =D, J SubTypeB = D m

15N_reCPMG_ALEE C13_solvent Cl3-1scan C13HSQC C13HSQC_edited
CE_zgpr30 DOSY DOSY _Setup Hl-1scan KBK_SELDPFGPE
JLC2DWTUS P31CPD_DSM PROTEIN_SETUP SELDIHMBC.e¢j SELHMBC
SELMLEVHSQCETGPSI.ecj SELMLGPPHF2.e¢j SELNOGP SHSQCETGPSISP2.2.0ld STEP-NOESY.ecj
STEP-NOESY-old

User modified parameter sets are
stored in a separate directory

The command “wpar” is used to write
parameters

' Set selected item in editor H Close ]




Experiment Setup — parameter sets BRORER

Eile Options Help Source = |/opt/topspin3.5/exp/stan/nmr/par ¥
Find file names | ]em—:r any string, %, 7 | Exclude:

Class = IAny Iv’ Dim = lAnyIv’ [v] Show Recommended

[Type = SubType = SubTypeB = lAny|V‘ | Reset Filters ‘

C13CPD C13DEPT135 COSYGPDFPHSW COSYGPSW HMBCETGPL3ND

HMBCGP HMBCGP_15N HSQC_TOCSY HSQC_TOCSY_ADIA HSQCEDETGPSISP
|HSQCEDETGPSISP_ADIA HSQCETGP_15N HSQCETGPSISP HSQCETGPSISP_ADIA MLEVPHPR

IMLEVPHSW NOESYPHPR NOESYPHSW PROTON ROESYPHPR

JROESYPHSW WATERSUP

Select parameter set of interest, then
click “Set selected item in editor”

P —

q Set selected item in editor ‘ lose

u




Experiment Setup — creating new dataset

Prepare for a new experiment by creating a new data set and

initializing its NMR parameters according to the selected experiment type.
For multi-receiver experiments several datasets are created.

Please define the number of receivers in the Options.

NAME !cyclosporine
EXPNO 11
PROCNO 1

) Use current parameters

® Experiment [PROTON

H Select

() Options
[]Set solvent

® Execute 'getprosol’

DIR

[]Show new dataset in new window

Receivers (1,2, ...16)

o6 [1]

P1,01PwW1[v] chapde |

l/opt/topspin3.5/eq/ lv{

1 / |

/

50mM Cyclosporin in benzene-d6
TITLE

/

'

[ox

| Cancel || Morelnfo.. || Help |

After defining data storage location
and parameter set name, click “Ok”



Controlling the spectrometer — the Acquire tab ngggn

= Start Acquire Process Analyse Publish View Manage @ [T
‘% Samplev | #HfLock |V Tunew| db Spinw | & shims || €V Prosolw | 1= Gaine | B Gow \‘Mgrev ‘
'\;j iTI *8 %2 £ (:7' 1@11}4» @ H:usﬂ:{\'y = pipf‘g | /'\_/'\ ,\;‘\ D \I\(\- ) i topshim8
H® (5502 2| QR0 il &= & i ® !@ ‘?/ﬁﬂ} _$_ A || iexpno
: 1 coydosporine 1 1 /opt/topspin3.5/eq 77

( Last50 ] Groups rAlias l i S S
J/ Browser L [ Spectrum iF‘rocPars ["AcquPars | Title iPuIseF‘rog [Peaks |Integra|s ‘Sample IStructure Plot
o[ /opt/topspin3.5/dmb
¢ [ /opt/topspin3.5/eqj
o [Jartefacts
o[ copypar_test .
> cpmg.2_1d But first...
o[ cyclosporine
o [Jeyclosporine2.
o [Jexamld_1H
o [Ifourier_selective_expts

= e e ... a few more details on the

o[ SolventSuppression -

- Ges Topspin flowbar

- topguide_test

o [Jtopguide_test2
o 3 /opt/topspin3.5/nmrsu No raw data available
o[ fopt/topspin3.5/examdata No processed data available

d [ Acqu |

50mM Cyclosporin in benzene-dé

K [ []]

Amplifier Control

Acquisition information Fid Flash Sample Probe Temperature Spooler
queued: 0
delayed: 0

Reg. State: & cron: 0

Lock
|

no acquisition running




| Co<)
some Flowbar details BRUKER

Acquire Process Analyse
. H_overlng the mo_use over a button & Sarrn\lgv ’ ﬁ;ock ‘ V1
will open a tool tip | —t -
£ || Setup sample s

_ *2 @ Allows you to 9
« command line commands are /2 3 || ~loadsampleinto magnet § «

. - control sample temperature
usually shown in parentheses —

Agguire Process Ana Publish View Managy¢
L Samplgv{‘ﬂLﬁkﬂVTunev” v || & Shime |
\ = —— N
\ S = ; @ Lock 'fliye magnetic field for the current sample (lock)
——— Performs the lock-in procedure.

: i e
Eject sample with sample chang@) N:HE Type 'help lock’ to display lock command options.
Read the Avance Beginners Guide for details
of the procedure: Type 'docs’ and select the Guide.

Insert sample with sample changer (sx)

D

clospg

Eject sample manua(ly (ej)

Insert sample manually (ij)

Control sample temperature (vtudisp)

ProdigyDisplay (cppdisp)




3 types of Flowbar buttons Bgaggn

1) Some buttons (like “Sample”) | 1 (e
open a pull-down menu of | Samplsw] HeLock]| ¥ e

OPUOHS Eject sample with sample changer (sx ej)

Insert sample with sample changer (sx)

L}

Eject sample manually (gj)

1= 11

Insert sample manually (ij)

= T=1rs

Control sample temperature (vtudisp)

PraodigyDisplay (cppdisp)




3 types of Flowbar buttons

Acquire

Process

2) Some buttons (like “Lock™)
execute a single command

2

\cetic

KPI(

—_—ER A2
\lias | CD3CN
CDCI3
D20
D20_salt
Dioxane
DMF
DMSO
EtOD
H20+D20
HDMSO
MeOD
Pyr

TFE

THF

Tol

Analyse

acetic acid-d4

acetonitrile-d3

chloroform-d

deuteriumoxide

Publish

deuteriumoxide with salt

dioxane-d8

N,N-dimethylformamide-d7
dimethylsulfoxide-d&

ethanol-d6

90%H20 and 10%D20
S0%DMSO and 10%DMSO-d6

methanol-d4
pyridine-d&

trifluroethanol-d3
tetrahydrofuran-d8

toluene-d8

View Managy¢

i Samplev  #HELock V Tunew db Spine | & Shime |

Acetone acetone-d6

dichlormethane-d2

o [ ]




3 types of Flowbar buttons B(I:aggn

o |V Tunels | &b spinv | & shimw || £V

3) Some buttonS (“ke “Tune”) n::,{ gune/Match prob.eheac.i automaticall.y (atma)
erforms automatic tuning and matching for '
have two partS =9 ATM probeheads. i

« clicking on the left part
executes a default

command #Lock | V Tundw | b spinv | & shir

Tune/match ATM probe manually (atmm)

« clicking on the right

opens a list of related || | Display wobble curve (wobb)
options -




Back to data acquisition... BROKER
« click Flowbar buttons from left to right

= Start Acquire Process Analyse Publish View Manage @ [T
% Samplew #HELock V Tunew| &b Spinw & Shime | &l Prosolv | i Gainv | [ Gov | Morew

v o | [ # =4 X
et _I *8 *2 Eject sample with sample changer (sx ej) l‘,%zﬁ M ,’i;‘\ D vvv topshim8
AN A\

Bm : /8 /2 Insert sample with sample changer (sx) F @ \fD\,\:: @ '.'?/%}_i_ A iexpno

Browser Insert sample manually (ij) m Title | PulseProg [ Peaks [ Integrals | Sample [ Structure ’ﬁm—lﬂﬂ Acqu |

o[ fopt/topspin3.5/dn
¢ [ /opt/topspin3.5/eqj

o [ artefacts ProdigyDisplay (cppdisp)

o[ copypar_test

~Cepmgt2.1d = L ”»

*chsclogsporine Sample button

o [(Jeyclosporine2

o [Jexamld_1H

o [Ifourier_selective_expts

o [ selective_excitation_profile

- Ssmivac « Control th ple chang

o[ SolventSuppression On ro e Sam e C an er

o [test

- topguide_test

e Jtopguide_test2

L s aamst * Turn on or off the sample
change lift air

Control sample temperature (vtudisp) e-d6

* Open the sample temperature
control panel

K [ [»]

Amplifier Control Acquisition information Fid Flash Lock Sample Probe Temperature Spooler
-- queued: 0
no acquisition running L1 delayed: 0
Il on@ Reg. State: & cron: 0
e




More info on loading samples... BE;E{.QR
(>

« Use Bruker spinners!

« Varian/Agilent spinners are
slightly different and won't
work

* Use depth gauge to determine
how far to insert NMR tube into
spinner

» Don’t adjust position of
gauge — it should be at 2cm




°H Lock BRUKER

= Start Acquire Process Analyse Publish View Manage @ [T
'® Samplew | #ELock |\ Tunew | db Spinw | & Shimv | £VProsolv | = Gainw | B Gow ||Morew
> : N —~ Lock the magnetic field for the current sample (lock) 2

‘\\] 4 *8 *2 '_ t.ﬂ%::‘ ol S Performs the lock-in procedure. x S’ sSeshims

Eﬁ) ' /8 /2 % & k‘—’/Q w i Type help lock’ to display lock command options. /.ﬂ} _i' A jexpno
- Read the Avance Beginners Cuide for details -

o T ERoips ] e ‘ : .oy closp of the procedure: Type 'docs' and select the Guide. G g =
[ 1

Browser L " Spectrum rF‘rocPars [ AcquPars [ Title [ PulseProg [ Peaks | Integrals | Sample | Structure yﬁ“lm‘lﬂd&f Acqu |

& £/ opt/topspin3.5/dmb —_ T u
4 Solvent Description
Acetic acetic acid-d4 “LOCk” button
Acetone acetone-d6
CD2ClI2 dichlormethane-d2
CD3CN acetonitrile-d3 ° 1
Spes ol Select the solvent from list
D20 deuteriumoxide
D20_salt deuteriumoxide with salt

e S T——— « All relevant lock parameters are set
e T and the lock is automatically
H20+D20 90%H20 and 10%D20 Optlmlzed

HDMSO S0%DMSO and 10%¥DMSO-d6
MeOD methanol-d4
Pyr pyridine-d&

= T e ‘D207 vs. “H20+D20” — this will
e determine whether automatic
OK -Qancel . . .
m m = shimming will use #H or 'H observe

Amplifier Control Acquisition information Fid Flash Lock Sample Probe Temperature Spooler
queued: 0
no acquisition running L1 delayed: 0
I on@ Reg. State: & cron: 0
.. —




| Co<)
Automatic tune and match BRUKER

=] Start Acquire Process Analyse Publish View Manage @ [T
amplew | #fLock | |/ Tunew Spin< | & Shime | &YProsolw | - Gaine  [» Gow | Morew
% Sampl p
v oo [ ! O || A - ~j Tune/Match probehead automatically (atma) <
) ’TI *8 *2 % e ot 5 @ HE‘EH Performs automatic tuning and matching for oy S’ tgeshims
Bﬁ’, | | /8 12 = @@Q "x"@" §==p| ATM probeheads. sﬂ‘ i A || iexpno
" Last50 | Groups | Alias | {| 1. woBE: cydosporine 1 1 Jopytopspin3Sjed G on'd N
J” Browser L (‘Spectrum [ ProcPars | AcquPars | Title | PulseProg | Peaks [ Integrals | Sample | Structure I_P—IEEE_‘[ Acqu |
o[ /opt/topspin3.5/dmb —< = i)
¢ 3 /opt/topspin3.5/ecj "rrrY S’ tE’@
o Cartefacts %‘ 50mM Cyclosporin in benzene-dé T ‘
o[ copypar_test =
= cpmg_t2_1d 7 “ »
S s ] T button — (left part of butt
Ploee E une” button — (left part of button
o [Jexamld_1H 2]
o [ fourier_selective_expts i
o [ selective_excitation_profile|| K
oI sfHMQC o~ .
- DSonensuppression || 81 » Automatically tunes and matches to
o Htest <
o [Jtopguide_test 2 th | d f d t d t t
s ] € nucilel dertineda In current aatase
o [ /opt/topspin3.5/nmrsu o
o[ fopt/topspin3.5/examdata 8—
m
o4
=g
S
o~
o
S |
=]
T T T T T T T T T oy T T T T T T T T T T
‘,“ Il J |ﬂ 495 500 505 [MHz]
Amplifier Control Acquisition information Fid Flash Lock Sample Probe Temperature Spooler
2 2 - “ queued: 0
no acquisition running u delayed: 0
Il on@ Reg. State; @| cron: 0
et —




Sample Spinning - optional

=] Start Acquire Process Analyse Publish View Manage @ [T
® Samplev | #HELock V Tunew b Spine & Shime | & Prosols | [DiSetlimitsv | - Gaine| B Gow Morew |
) o N o= | : \ = | e |
G | |+ || *8 *2 :\\‘9 L(f'j‘@ g,g\@ml‘ﬂ § @ Turn sample rotation on (ro on) ( 3.‘1(7".‘!-;. D Wv S, topshim8
e z = = = S i pr ;
< )| /8 /2 2 YA @QQ "x"@‘ Turn sample rotation off (ro off) @)‘,IZ? .@ o zﬁt/%} _i_ A iexpno
"Last50 [ Groups [ Alias | 413 cvclosporine 2 1 jof | Shange sample rotation rate (ro) | oo o |
J” Browser [ Spectrum | ProcPars| | MAS Pneumatic Unit (masdisp) lks [Integrals | Sample [ Structure | Plot | Fid [ Acqu |
o3 /opt/topspin3.5/dmb 50 : —_—
mM Cyclosporin | | Start MAS S (
¢ 3 /opt/topspin3.5/ecj LAl rar pianing;(masg)
o [Jartefacts Stop MAS Spinning (mash)
:g z;g:i;’jzt Get MAS Spinning Rate (masrget)
o [Jeyclosparine Set MAS Spinning Rate (masrset)
o [T eyclosporine2
o [Jexamld_1H
o [Ifourier_selective_expts
o [ selective_excitation_profile||:
oI sfHMQC
o[ SolventSuppression
o test
o [Jtopguide_test
o Jtopguide_test2
o [ /opt/topspin3.5/nmrsu 2D raw data available
o[ /opt/topspin3.5/examdata No processed data available
better than non-spinning, then X/Y
K [ D]}
Amplifier Control Acquisition information Fid Flash Lock Sample Probe Temperature Spooler
- queued: 0
no acquisition running LI A delayed: 0
U2 on@ Reg. State; & cron: 0




Shimming — topshim an

3 Start Acquire Process Analyse Publish View Manage @ [T
‘% Samplev |#ELock |\ Tunew | db Spinw \E'% shims || £V Prosol » | = Gainw || [ Gow | More v |
Yoo | | e ~ % | | Hz | Autoshim sample using TopShim (topshim)
) 4 *8 *2 s &g(m,}nkﬂ @ I}';":"‘b 0 T EP-'ﬁ \f\ /‘/\ The core method of TopShim is gradient shimming.
Bﬁ; M| |s/2 2 || QQ Q " »@,. ‘.‘E.E’y** i é Vi || A quality criterion for the final lineshape
= . ~ | ensures best results for all situations.
J' Last50 T/Groups TAIias ‘ : 1 cydosporine 1 1 /opt/topspin3.5/eg : S ; R ; s a  E
Browser L J Spectrum i ProcPars | AcquPars ] Title r F‘uIseF‘rog ’ Peaks r Integrals [ Sample | Structure T “Plot _I:]d_T Acqu f

o[ /opt/topspin3.5/dmb
¢ 3 /opt/topspin3.5/ecj
o [Jartefacts
o[ copypar_test

:§2§£‘.19;;i;;‘i « Default gradient shimming (topshim)

- Sevamis. 1 usually works quite well from sample

o [Ifourier_selective_expts

o [ selective_excitation_profile

(o : to sample
o[ SolventSuppression
o test

o topguide_test

o Jtopguide_test2

st - fully automated

o[ /opt/topspin3.5/examdata

E0mM Cyclosporin in benzene-dé

» usually takes less than a minute

« uses info from lock solvent to specify

shimming method
[ I []»] I

Amplifier Control Acquisition information Fid Flash Lock Sample Probe Temperature Spooler
-- queued: 0
no acquisition running delayed: 0
1] Reg. State; @| cron: 0
. —




Shimming — topshim

=] Start Acquire Process Analyse

Publish  View  Manage &)

[;U :_I *8 *2 "u‘ @(@“Kﬂ

T

N\

H. ) w .
pz Display topshim report (topshim report)

[[ = %
PP M AN

w Samplgv\‘ﬂ;ock‘\VTunev\\{LSpinv & Shim;gf:\\\ﬁ"P;osolvUEgaianbGOvwli\llg_rev\
Y DOl f B O | MOKEe:

Q| k=] T

Open topshim graphical user interface (topshim gui)

o[ /opt/topspin3.5/dmb
¢ [ /opt/topspin3.5/eqj
o [Jartefacts
o[ copypar_test
= cpmg_t2_1d
o[ cyclosporine
o [Jeyclosporine2.
o [Jexamld_1H
o [Ifourier_selective_expts
o [ selective_excitation_profile
3 sfHMQC
o[ SolventSuppression
o [Jtest
- Qtopguide_test
o Jtopguide_test2
o [ fopt/topspin3.5/nmrsu
o[ fopt/topspin3.5/examdata

E0mM Cyclosporin in benzene-dé

Set Shim Values (setshim)

Read shim values (rsh)

Write shim values (wsh)

View Shim Values (vish)

Delete Shim File (delsh)

Autoshim using tune file (tune)
Autoshim using tune file for current probe (tune .sy

Edit automshim definition (tune) file (edtune)

/

Run topshim unlo,

= e = & z 4 D G A
Bﬁ’; ‘". 7/8 /2 =z @QQ ";"@* V“_";JV g & F : ® w\,; Additional topshim options B | Stop topshim optimization (gfpshim stop)
J/ Last50 | Groups | Alias | : 1 odosp 11 jopt/ in3.5/eqj ] | Shimmanually using BSMS panel (bsmsdisp) 3D topshim (H20 samplef{topshim 3d)
Browser L [ Spectrum r ProcPars | AcquPars [ Title T PulsePrd | Traditional gradient shimming (gradshim) Tune shim after tops (topshim tunea)

ed (topshim lockoff)

No raw data available
No processed data availabl

topshim’s GUI offers more automatic

shimming options

Fid Flash

Amplifier Control

Acquisition information Lock

no acquisition running

Sample

Probe Temperature

on@

Spooler
queued: 0
delayed: 0

Reg. State: &@| cron: 0




Shimming — topshim BRUKER

=] Start Acquire Process Analyse Publish View Manage [T
‘% Samplew #HELock| V Tunew dbSpinw & shime | & Pros

0w |Morew |
Manuals (docs) e

1 :_I +8 %2 & | (RUTRL v @ k== ? Fi;'fﬁ ‘ :\_!‘\57\ b Y-£5] " Commands
B 5 s2 i QQp il ¢=% 4 L O R® FTT/ 4

/ —] i i ; |
J Last50 [ Groups Please click on a manual title to open the document!

Dopomatar

Brows General = u_‘
User Manual A description of the TopSpin user interface and its functionality
o[ fopt/topspin Control & Function Keys A list of predefined Control and Function keys.
¢ =3 Jopt/topspin3 Release Letter Describes the changes and new features of this TopSpin version and the spectrometer hardware requirements|
Beginner Guide For Avance Spectrometers With SCU Based Frequency Generation:

o [Jartefacts

A basic description of the Bruker NMR spectrometer, its main components, functionality and usage.
o[ copypar_te Acquisition - User Guides

o= cpmg_t2_1§ 1D and 2D Step-by-Step - Basic A step-by-step tutorial of setting up and running the most frequently used 1D and 2D experiments.
o[ cyclosporin iD gnd 2D Step-by-Step - Advanced A step-by-step tutorial» of setting up and running DOSY, Invelfse and 19F experiments. :
o Cia e Basic }D and 2D Experiments A theoretical and practical description of setting up and running the most frequently used 1‘D and 2D experim)|
VS 3 3D/Triple-Resonance experiments How to set up and run common 3D/triple-resonance experiments for isotope labeled proteins
o [Hexamld_lAcquisition - Application Manuals
o I fourier_selfl Eretic2 Introduction into NMR Quantification using the Eretic 2 method
o [ selective_e Mu!ti—Receive A_cquisinon In(roduglon into_(he_se(up of multi—recgive experiments on Avance |l instruments.
o 3 sFHMQC Solids Introduction Abasm»lnt‘roduc[lon into the NMRof»soIlds.» )
Solids A description of setting up and running Solids experiments.
o [ SolventSupfl TopSolids Assisted Biological Solid State NMR.
o Jtest Cross Polarization Dynamics An introduction into Cross Polarization Dynamics experiments.
*Etopguide t SB/MAS A description of setting up and running SB/MAS experiments.
.~ B BEST-NMR A description of setting up and running BEST-NMR experiments.
o Hropguide_tf Lc-nMR A description of setting up and running LC-NMR experiments.
o [ fopt/topspin 3 Dosy A description of setting up and running Dosy experiments.
| foptitopspin3 Diffusion A description of setting up and running Diffusion experiments.

ol A description of creating, analyzing and manipulating RF- and gra

Gy e e v A lot more details in the Topshim

Complete molecular confidence for quality assurance

APSY Automated Projection Spectroscopy: Get N-dim. correlations via lo I
Acquisition & Processing References l I Ia n u a P

Acqu. Commands & Parameters A description of all acquisition and acquisition related commands
Proc. Commands & Parameters A description of all processing and analysis commands and parameters.
Edprosol Manual How to set up probe and solvent dependent parameters
Edlock Guide A description of how to setup solvent and lock dependent parameters.
Pulse Program Catalogue, 1D/2D A graphical presentation of the Bruker supplied pulse programs, 1D and 2D experiments.
Pulse Program Catalogue, BIO A graphical presentation of the Bruker supplied pulse programs, biomolecular experiments.
NUS Parameters A description of the parameter setup for Non Uniform Sampling
‘Automation and Plotting
ICON-NMR Automation Interface A description of the lcon driven interface for routine spectroscopy, automation, accounting and BEST-NMR.
Plotting A description of creating and manipulating plots, interactively and in automation.
Analysis and Simulation
Structure Analysis Tools Describes structure analysis utilities such as Multiplet Analysis, Structure Editor/Viewer, Solids Line Shape Anal
4 H‘ NMR-SIM Experiment Simulator A description of the simulation of NMR experiments (1D/2D/3D FIDs) based on pulse sequence and Spin syste
— Daisy A description of the simulation of NMR spectra based on chemical shifts and coupling constants. =l
| I (i ] | C
© Close this dialog when a manual is opened ‘ Multi-Doc Search H Books H Close ‘
mple Probe Temperature Spooler
queued: 0
no acquisition running delayed: 0

on@ Reg. State; & cron: 0




Getprosol BROKER

3 Start Acquire Process Analyse Publish View Manage @ [T
'® Samplev || #FLock |V Tunew | db Spinw | & Shimv || £¥Prosols | = Gainw | B Gow ||More v |

Yoo | | coan | ~ = | | Hz | Update 'prosol’ parameters (getprosol)

) 4 *8 *2 s &g(wnkﬂ @ H;":'LMJ PP \f\ /‘/\ b W\'E Reads the probehead and solvent dependent
Bﬁ't /18 /2 % \4"‘,\‘ Q Y "@l v%";{r“'ﬁ' & F m é - ':: parameters as defined by "edprosol”

2 = and copies them to the corresponding

" Last50 T'Groups ] Alias \ : 1 cycosporine 1 1 /opt/topspin3.5/eg i i | acquisition parameters. e 7 X\
J” Browser L [ Spectrum i ProcPars | AcquPars 'Tltle [ F‘uIseProg ’ Peaks [ Integrals | Sample [ Structure [ Plot [ Fid Ach’
¢~ E/opt/topspin3.5/dmb 50mM Cyciosporin in benzene-dé
¢ 3 /opt/topspin3.5/ecj

o [Jartefacts

o[ copypar_test

= cpmg_t2_1d

. * Prosol = probe and solvent
Ciouerseseve s dependent parameters
:gz:'l_;;g::e_exutauon_proflle
o[ SolventSuppression

o [Jtest

- Ghopouide e * reads calibrated pulses for installed

o Jtopguide_test2

B into current dataset

* RF pulse power levels are all set to
zero in standard parameter sets

[ I [l

Amplifier Control Acquisition information Fid Flash Lock Sample Probe Temperature Spooler
2 2 -- queued: 0
no acquisition running delayed: 0
1 ] Reg. State; @| cron: 0
s —




Automatic receiver gain BRUKER

St Acqui Pi n: ubli Vi M
\ Start Acquire Process Analyse Publish View Manage al
‘& Samplev | #FLock |V Tunew | db Spinw | & Shimv | £VProsol || 1= Gainw | B Gow ||More v |
v | [ o | [ = | [ Hg | Auto-adjust receiver gain (rga)
) ’TI *8 *2 v (‘g(ms}nkﬂ @ l“;";H l\j PP ,\f\ /\/\ b WV- S’ Optimizes the receiver gain. Performs
Bﬁ’, ::: /8 /2 § @k‘ 1’\ K N@; ":n—J,«"'y & F m ® !@ ';':‘zz/ﬂ} i- acquisitions with varying receiver gain RG
- - and finally sets this just below the value
J' Last50 | Groups | Alias | {| ‘1 cyclosporine 1 1 /opt/topspin3.5/eg : G Wherenoidigiizenoverfiow oceurs: L o'
I Browser L [ Spectrum i ProcPars | AcquPars lTltIe [ F‘uIseProg ’ Peaks [ Integrals [ Sample [ Structure [ Plot [ Fid [ Acqu |
:g{zz::zgzz::gg{::b 50mM Cyciosporin in benzene-dé
! e |
o [ artefacts
o[ copypar_test

= cpmg_t2_1d . . .
PR » Sets the receiver gain to optimal

o [Jexamld_1H

o [dfourier_selective_expts Value

o [ selective_excitation_profile
3 sfHMQC
o[ SolventSuppression

o test . . . .
S Dropauiaesen » Acquired data will use fill dynamic
o [ /opt/topspin3.5/nmrsu

= 03 optitopapind 5/examdacs range of the analogue to digital
converter in the receiver

Kl I [D]|

Amplifier Control Acquisition information Fid Flash Lock Sample Probe Temperature Spooler
e A -- queued: 0
no acquisition running delayed: 0

1] Reg. State: @ | cron:

31



Start acquiring data an

3 Start Acquire Process Analyse Publish View Manage @ [T
'® Samplew | #FLock |V Tunew | &b Spinw | & Shimv | £VProsolv | = Gainw | B Gow || More v |

N 1 . O | ey 4 s = Hz, || = e - < Start acquisition (zg)
QY | L] | *8 %2 %4 («g‘wnkﬂ @ I“a‘-'{*ij T || oom M A b W\' S’ seeshims Uses the acquisition parameters of the

T ;
=7 ' /8 /2 § @@Q k;ﬂ@; .“EE’V“"LVJ & F % ® /’t !@ '.';ﬁd/’ﬁ} i A || iexpno | currently active dataset. If a dataset

exists, zg will ask to override it,

“Last50 [ Groups K Alias ‘ : 1 cydosporine 1 1 /opt/topspin3.5/eq i i : Hnless s featyre pasdiabled Zia' g X
6 v 7 7 7 7 = (command "set", ZG safety off).
) Browser L [ Spectrum i ProcPars | AcquPars | Title | PulseProg | Peaks [ Integrals | Sample | Structure ' You may also enable "auto-archiving”
o[ /opt/topspin3.5/dmb o 50 as to avoid inadvertent data data loss.
50mM Cyclosporin In benzene-de (command "set", Configure accounting and

¢ 3 /opt/topspin3.5/ecj
o [Jartefacts
o[ copypar_test
= cpmg_t2_1d

PR » The Go button starts the acquisition
= using all of the parameters in the

o [ selective_excitation_profile

- EmMac current dataset.

o[ SolventSuppression
o [Jtest

o [Jtopguide_test

o Jtopguide_test2

oot it « Warning: you can potentially
overwrite data if you click “Go” in a
dataset which already contains
spectral data.

data archiving).

» User configurable preferences will
4 ”‘ I determine whether you get a warning

before overwriting data.
Amplifier Control Acq
2 2 queued: 0
no acquisition running 11 delayed: 0
Il on@ Reg. State; @| cron: 0




Some info on data acquisition BRUKER

=] Start Acquire Process Analyse Publish View Manage @ [T
‘% Samplev  #ELock| V Tunew | db Spinw | & shims | &V Prosolw | 1= Gainw | B Gow ' More v |

LU :_I *8 %2 3 (‘y(@nkﬂ @ |q‘=";Hl\j . Ei;_fﬁ ‘ ,\(\ ,\l\ b i topshim8

=AU LG

" Last50 T'Groups T Alias \
J/ Browser

o ik | et & EE A% @A/ S A e

1 ACQ: cyclosporine 1 1 /jopt/topspin3.5/eqj ©ii i i i / \ A |
[ Spectrum rF‘rocPars ["AcquPars lTltIe [ PuIseProgﬁ Peaks [ Integrals | Sample | Structure PIF}T_T Acqu I )

o3 /opt/topspin3.5/dmb N
L 2 foptitopspin3.Sled ) e L) / -

‘/-

-

—!

& Bartefacts @ 450mM Cyvclosporin in benzene-dé /

o[ copypar_test il

“chpmg_tZ_.ld %4 - - -

- e B Clicking the Acqu tab will show you the

& St H . ey .
=l T ] FID of the acquisition in progress
o [ selective_excitation_profile b
o 3 sfHMQC n
o[ SolventSuppression 4
o [Jtest
o topguide_test
o Jtopguide_test2

o [ fopt/topspin3.5/nmrsu

o[ fopt/topspin3.5/examdata

/

] If the dataset window the acquisition in

N progress isn’t open, clicking the “FID” icon
. will open it and display the “Acqu” tab

“‘ I “ﬂ I I I l O.IS I I I I 1.|0 ‘ I I I 1.|5 2.|0 2.5 3.0 [s]

acquisition running

Amplifier Control Acquisition information Fid Flash Lock Sample Probe Temperature Spooler
Name/Expno: cyclosporine/1 queued:
Scan: 2/16 - delayed: 0
Residual time: 575 1] Reg. State: @ | cron:
e —




Some info on data acquisition

Acquire

=1

v | [ ~ | [
.y J %8 %) %4 (::J‘@HHN

Process Analyse Publish View Manage @

‘® Samplev  #FLock |V Tunew | dk Spinw | & Shime !ﬂP;osolvw\Egainv‘\bGOvH!;llg_revr‘

O k== T3 | i/ wd § Eagshind
32 3| QQ0 il |29 & LE O M@ FT/H L A | oo

4 1 ACQ: cyclosporine 1 1 /opt/topspin3.5/eg s

o'y M|

" Last50 T Croups T Alias \
J/ Browser L
o[ /opt/topspin3.5/dmb
¢ 3 /opt/topspin3.5/ecj
o [Jartefacts
o[ copypar_test
= cpmg_t2_1d
o[ cyclosporine
o [Jeyclosporine2
o [Jexamld_1H
o [Ifourier_selective_expts

oI sfHMQC

o[ SolventSuppression

o test

o [Jtopguide_test

o Jtopguide_test2
o [ fopt/topspin3.5/nmrsu
o[ fopt/topspin3.5/examdata

L ~Sgectrum | PpaRars | AcquPars | Tirle | PulseProg | Peaks | Intearals | Sample | Structure | Plot | Fid | Acqu |

(= Wtkiz) A Me@EE

o [ selective_excitation_profile||:

K [ DI

2. MCMD K in benzene-de

] When looking at the “Acqu” tab during
= an acquisition in progress, you can

] toggle between the FID and a real time

] Fourier transform display
T

Execute realtime ft and show spectrum [.realtimeft]

Sample

!E on@

Acquisition information Fid Flash Lock
Name/Expno: cyclosporine/1
Scan: 5/16 '»- 1|
Residual time: 43s --

Amilifier Control
e

Probe Temperature

Spooler

queued: 0

delayed: 0

Reg. State; | cron: 0




Some info on data acquisition BRUKER

3 Start Acquire Process Analyse Publish View Manage @ [T
|® Samplew | #ELock VTunevr\ 3 spinv | & Shim & | éVProsol » || = Gain » \PGOv H!Vlgrev
Q|| L) |s602 || Q@ @ | Kbl F| 26 || sk B e S tepains
Be} : 7/8 /2 § @&1@“”@* Y‘E'EJVW’Q F % é !@ __z:i/ﬁ}i ﬁ iexpno
" Last50 T/Groups TAIias \ : 1 ACQ: cyclosporine 1 1 /opt/topspin3.5/eqj =i i B B B B o Ed X
J Browser L [ Spectrum rF‘rocPars |AcunaMtle [ F‘uIseF‘rog ’ Peaks r Integrals | Sample | Structure TPIot Fld TAcqu [
Blepepsnssies | PRI B @RIEI I
o Cartefacts @ 450mM Cyclosporin in benzen a6
o[ copypar_test il \
- [Hcpmg_t2_1d =
o[ cyclosporine :_
o [Jeyclosporine2 1 - . -
=T T ] * During the acquisition of a 1D spectrum, all of the data is
[ S leaxdonon prial) on the console electronics until the last scan is finished.
o[ SolventSuppression
°-gtest . A
o [Jtopguide_test ] ) . .
N i « \After the last scan, data is automatically copied to the
>3 /opt/topspin3.5/examdsta | | © taset directory and can be processed, etc...
o] ! « To copy data during an acquisition in progress, click the
] “save” icon in the “Acqu” tab
Kl I [1»] "'lo.ls"l'1.Io'"'1.'5'l"2.'o""2!5""330"151

acquisition running

Amplifier Control Acquisition information Fid Flash Lock Sample Probe Temperature Spooler
Name/Expno: cyclosporine/1 queued: 0
Scan: 2/16 - delayed: W
Residual time: 575 ] Reg. State; | cron:
e —




Stopping an acquisition in progress BRUKER

3 Start Acquire Process Analyse Publish View Manage @ [T
‘® Samplev | #FLock |V Tunew | db Spinw | & Shim< | £VProsolv | = Gainw | B Gow | Morew
\\U :J *8 %2 {27 (:;‘U\EHKH @ ]f'zui,{:““\y -f FHp'fﬁ | ,\'_/‘\57 b \/\/v i topshim8s
Be} Fl||/8 /2 = @@Q ":"@l !‘E"EJV”L‘J' & F ﬁ J }!@ -;‘:ﬁi/ﬁ} _i_ A || iexpno
-

Browser L [ Spectrum rF‘rocPars [ AM]_‘I:IEE PulseProg | Peak\ ['Integrals | Sample | Structure ﬁ:-“lot “Fid TAcqu [

J' LastS0 I/Groups ]Alias\ : 1 ACQ: cyclosporine 1 1 /opt/mpspiM S '\ B s o Ed X

o3 /opt/topspin3.5/dmb WM:WW@]@‘E | \ I

¢ 3 /opt/topspin3.5/ecj
The red “halt” button first copies the current
data in progress to the dataset directory, then
stops the acquisition

“All is OK”

o [Jtopguide_test
o Jtopguide_test2

£ optopspin3.Snmrsu . « The red “stop” button stops the acquisition
o fopt/topspin3.5/examdata . .
immediately

m: | « datais not stored

« command spooler is suspended

" « “Something is wrong that needs to be fixed”

|

‘ﬂ i “’J T T T T 0.|5 T T T T 1]0 T T T T 1}5 T T T T 2!0 T T T T 2!5 T T T T 3}0 T IIS]

Acquisition information Fid Flash Lock Sample Probe Temperature Spooler
Name/Expno: cyclosporine/1 queued: 0
Scan: 2/16 ] 1’: delayed: 0
Residual time: 575 Il on@ Reg. State: @|cron: 0

acquisition running

Amilifier Control
e




Command Spooler — gueuing multiple BR( u> K: E;R
acquisitions

=] Sta Acquire Process Analyse Publish View Manage @ [THB
\w sample v | #ELock | Tunew || db Spinw | & shim< || & Prosolv | iDiSetlimitsw | = Gainw | [» Gow | Morev
S (10 QOB 9w 10 (e £ (B4 Olek Bk | topshime
& 5sn2 i & 900 ¢ @ =>4 4| LE | S ol RO ET /4 §_ A || iexpno
" Last50 T Croups ] Alias \ : 1 cycosporine 3 1 /opt/topspin3.5/eg - - - s i % i 7 X\
J Browser L [ Spectrum i ProcPars | AcquPars | Tltle [ F‘uIseProg ’ Peaks [ Integrals [ Sample I Structure le Fl_r Acqu f

3 /opt/topspin3.5/dmb
¢ 3 /opt/topspin3.5/ecj
o [ artefacts
o [J copypar_test
= [dcpmg_t2_1d
¢ Ecyclosporine
=11 -2g30 - 50mM Cy

F-22 - cosygpopaf - 5omM  all acquisition commands can automatically
I ——— be sent to a spooler

1 - 50mM Cyclospo

E0mM Cyclosporin in benzene-dé

|
o[ cyclosporine2
Cgiﬁfﬂii’;ﬂm_exms « once one process finishes, the next will start
- selective _excitation_profileg
o 3 sfHMQC

[ S nsubpae * you can queue up multiple experiments as

> CJopguide test well as shimming, tuning, etc.

o [Ftopguide_test2
o [ /opt/topspin3.5/examdata

R R « This must be tuned on in the user settings
Spooler
queued 3
delayed: 0O
KT —— | cron: 0
finished

Acquisition information Fid Flash Lock Sample Probe erature Spooler
Name/Expno: cyclosporine/2 I queued: 3
Scan Exp.: -13/1 17128 LI delayed: 0

mm_

Residual time: Sm21s Reg. Stat® cron: 0

Amilifier Control
e —




Command Spooler — queuing multiple
acquisitions

2] sta Acquire  Process Analyse  Publish  View  Manage & 1T HB
\w samplew | #ELock| | Tunew | db Spinw || & shim< || £V Prosol v | iDisetLimits « || 1= Gainw || [ Go v | More -
|||+ 802 QEE| P@w I0| ==l 1|3 | A4 C I@» &£ (B el || achime
<ty = T & 39 s ;

Bm P 7/8 /2 § "/—@E @ @Q “l"@l &= < J J;' E m ® \,:,\ L, -@ - '—:'t/ﬂ]' _i_ A iexpno
“Last50 [ Groups | Alias | {| ‘1 cydosporine 3 1 /opt/topspin3.5/eq s e
H Browser L’ Spectrum i ProcPars | AcquPars | Tltle [ F‘uIseProg ’ Peaks [ Integrals [ Sample | Structure le FI_" Acqu f
o-g/‘opt,“tmvsp|n3.5/‘drr1b H Ay

Spooler Queue Job Tools

(Queued jobs (3) | Scheduled jobs (0) | Cron jobs (0) |

Command

Status Data object Owner |Estimated t...

Estimated start

zg yes Running  /fopt/topspin3.5/ecj/cyclosporine/2/pdata/1 nmrsu 0:05:30 July 8, 2015 2:29 PM
atma Waiting Jopt/topspin3.5/ecj/cyclosporine/3/pdata/1 nmrsu nj/a nj/a
rga Waiting jopt/topspin3.5/ecj/cyclosporine/3/pdata/1 nmrsu nja nja
zg yes Waiting Jopt/topspin3.5/ecj/cyclosporine/3/pdata/1 nmrsu 0:09:59 July 8, 2015 2:35 PM

* Clicking on “queued” will show a list of the
spooled jobs

List of spooled commands

Datasets used for each
spooled command will

* Right-clicking on a spooled job will give
s options for changing or deleting it

finished

Amplifier Control

Acquisition information
Name/Expno: cyclosporine/2
Scan Exp.: -13/1 17128
Residual time: Sm21s

Fid Flash Lock
L]
[ ]
[ [ |
—

Sample Probe Temperature
Reg. State: @

Wpooler
queued
del
CI’O




Basic data processing... BRUKER

=] Start Acquire Process Analyse Publish View Manage @ [T

\' )\ Proc. Spectrum < | /4 Adjust Phase v || & Calib. Axis «

:\U :_I *8 %2 ::v} Compute spectrum

1-click operation! To ch

Eﬁ’, :/: /8 /2 § options, click on the down @
- choose Configure Standard Pr

#%Pick Peaks » || [ Integrate v || Advanced v

i topshim3

/iﬁ} _i_ ﬁ iexpno

m raw data (procldy). | || = %
e the processing M AN b

w at right and ® AN -@

A

" Last50 T Groups T Alias ‘ YL Odosporine I T ToDUNOPRPING-DT€q 7 i B
J” Browser L [ Spectrum ["ProcPars | AcquPws | Title [ PulseProg | Peaks [ Integrals | Sample | Structure rﬁot [ |d_" Acqu |
o[ /opt/topspin3.5/dmb =i —— = 2
% B /opt/topspin3.5/eci E] S0mM Cyclosporin in benzePRgcdé
o [Jartefacts e |
o[ copypar_test b “ " K _
> C cpmg 2. 1d 11 + The “Proc. Spectrum” provides a 1-click
o [Jeyclosparine .
o [T eyclosporine2 2 . rocessin
o [Jexamld_1H : :__ p g
o [Ifourier_selective_expts i
o [ selective_excitation_profile i
oI sfHMQC o
o[ SolventSuppression ) 4
o [Jtest S
- Qtopguide_test g
o Jtopguide_test2 | o
o [ fopt/topspin3.5/nmrsu 1
o[ fopt/topspin3.5/examdata 7
-
q-_—
5 AL )
T T T T T T T T T T T T T T T T T T T T
Kl I [ 15 10 s 0 [ppml

Amplifier Control Acquisition information Fid Flash Sample Spooler

queued: 0

no acquisition running delayed: 0

o
=3
bl
o
[
%)
&
m
=)
3
a
i
i
b
=




Basic data processing...

=] Start

Acquire

Process Analyse

Publish

View

Manage &

\' )\ Proc. Spectrum < | /4 Adjust Phase v || & Calib. Axis «

#%9 Pick Peaks I [ Integrate » HAgvancedv

Y-£5] S

topshim8

,—-_ﬁ_z/;ﬁ} _i_ ‘A iexpno

e [Z

e [ Pulse " Peaks "Ivnteé;als 'Sal;ﬁple 'Struc”tvure “Plot |
i

d_"' Ac;u I

= cpmg_t2_1d

v o | [ 2| | - %
15 J *#8 *2 Q (: Configure Standard Processing (procld) A A b
e ry (1 AAN AN
Bm T* 18 /2 ¥ \4 Window Multiplication (wm) \\ ® ‘,\,: -@
" Last50 | Groups | Alias | Reurier Transformi(fy), Dmin&S/ecj
Browser Fourier Transform Options ... (ftf)
[ i .~
:g;opi,’:opspmz.ydmb Start Automation AU Program (xaup) o6
opt/topspin3.5/ecj
o [Jartefacts o
o[ copypar_test 10

* The details of exactly what Proc Spectrum
does can be configured

o[ cyclosporine K .
o Cleyclosporine2 Press 'Execute'to process the current dataset,
&GS examnld_1H Press 'Save'to just change the processing options.
o T fourier_selective_expts | Changed options will be effective when pressing the
o [ selective_excitation_prof @ne—click 'Proc. Spectrum’ button.
& CsfHMQC Exponential Multiply (em) vl LB[Hz]= [0.3
o[ SolventSuppression
o Dtest Fourier Transform (ft)
- Qtopguide_test
o Jtopguide_test2 Auto - Phasing (apk)
o [ fopt/topspin3.5/nmrsu
o7 /opt/topspin3.5/examdatd | et Spectrum Reference (sref) O
Auto - Baseline Correction (absn) Include integration = |no |v|
Plot (autoplot) O LAYOUT = [+/1D_Haxwp [~
Warn if processed data exist [v]
| Save H Execute H Cancel |
) 8
/ T | T T T T T T T T T T T T T T T
kil Il [ 15 10 s topml
Amplifier Control Acquisition information Fid Flash Lock Sample Spooler
queued: 0
no acquisition running LI A delayed: 0
U2 Reg. State; & cron: 0




Manipulating spectrum display an

=] Start Acquire Process Analyse Publish View Manage @ [T

ﬁf\j{ Pick Peaks « H I Integrate » HAg_vanced v

|\ Proc. Spectrum < || /4 Adjust Phase w || & Calib. Axis «

L] @ |!‘="=H¥U T p—l;rzﬁ ‘ ,\/\Al\ D W[5 i iopshims
20 il | == & BB Qo @'ﬂ":*/ﬁi}_& ﬁ iexpo

Last50 I Groups TAluas | \LI dosporine 1 1 /opt/topspin3.5/eq ; i ; i
J Browser JN‘m ProcPars |Acunars |T|t|e [/PulseProg fPeaks [Integrals I Sample |Structure le Fl_" Acqu l
o[ /opt/topspin3.5/dmb
¢ 3 /opt/topspin3.5/ecj

o [ artefacts

o[ copypar_test
> cpmg_t2_1d
o [ eyclosparine . . .
~Oadesorne2 | © BUttONS to adjust intensity of spectrum
o [Jexamld_1H

e dfourier_selectiv

rOseaeocas) o jntensity also adjusted by scrolling middle

[rel]

14

oI sfHMQC
o[ SolventSuppres
ol mouse wheel
- Qtopguide_test E
o Jtopguide_test2 00—
o [ fopt/topspin3.5/nmrsu
o[ fopt/topspin3.5/examdata 7
©
-+
| UL bl
: T T T T T T T T T T T T T T T T T T T T
Kl I []] 15 10 s 0 topiml

Spooler
queued: 0
delayed:

Amplifier Control

Acquisition information

no acquisition running




Manipulating spectrum display B(;aggn

=] Start Acquire Process Analyse Publish View Manage @ [T

|\ Proc. Spectrum « || /4 Adjust Phase w || & Calib. Axis v || 3¢ Pick Peaksw || [ Integrate v | Advanced v

Q|| L[ a2 Q| P O/l F || [ AL B W § [ | wpshimg
Em :/' 7/8 /2 § ,'-")\‘ "W K"@l “="_J-r”’3 & % \fg jti @--':i/iﬁ}_i_ ﬁ iexpno
" Last50 [ Groups | Alias | {1 oydosporine lk(opt/topspm%/eq s S
J Browser [ Spectrum rProcPar\d AcquPars ITltIe rPuIseProg ’ Peaks [ Integrals [ Sample [ Structure le FI_" Acqu l
:gﬁzs:izﬁzg::zg,{:gb g:SOmM CyclosporirNp benzene-de
o [ artefacts e
o[ copypar_test o
[Jcpma t2_1d a
-« Buttons for controlling zoom and position of
L spectrum
7| = can also drag with left mouse button to zoom
> into region of spectrum
R left-click
1 and drag
|-] L il
Kl Il [D]| I 15 ' ' ' ' 10 ‘ ' ' ' 5 ' ] ' ' 0 ' ' l[ppm]

Amplifier Control Acquisition information Fid Flash Lock Sample Probe Temperature Spooler
e A -- queued: 0
no acquisition running delayed: 0
1] Reg. State: @ cron:
——




Basic data processing — manual phasing B(;aggn

3 Start Acquire Process Analyse Publish View Manage @ [T
‘ A\ Proc. Spectrumv ’\ayAdlust Phase v ) g\ Calib. Axis v | #%2 Pick Peaks » || [ Integrate » || Advanced »
QL] |2 @) Q@ O K= F 1| ,\,\r\f\ b] -
0@ |55 3 || OO il ene & || T 1| Aw Start manual phasing mode
J LastS0 T'Groups KAIias‘ L: 1 Acquisition finished: cyclosporine 1 1 /op opsPM3.5/eq B s o' 7 X
Browser
o | M 01 R\gp -gu;su|4b nNRE J)e—__
-1 fopt/topspin3.5/ecj Evo order oXrectionse increment = 0.10 00 phl = 0.00 ., “ 9 s
- areacts 3 [omM Cycidsgorin in benzene-d6 When done, click “save and return” icon
o i
o[ cyclosporine s
o [Jeyclosporine2
- [Jexamld_1H . .
r Soutrseteaveaps | ] 1 To adjust first-order phase:
o selective_excitation_profile .
=i TN  left-click on “1”
To adjust zero- order phase |+ move mouse up and
» left-click on “0” down while continuing to
* move mouse up and BS{?O?,OW” left mouse
down while continuing to
hold down left mouse
button
. T T T A
Kl I vl ' 15 ' ' ' ' 10 ' ' ' ' 5 ' ] ' ' 0 ' ' [ —
l
O order correction
Amplifier Control Acquisition information Fid Flash Lock Sample Probe Temperature Spooler
_ no acquisition running - _ g:lea?/eedd:t :
1] Reg. State; @| cron: 0




Basic data processing — chemical shift B%‘&ggn
referencing

3 Start Acquire Process Analyse

topshim8

||| || =8 %2 @‘ P O ==y T
W& (5502 i Q00 i =% & || LB
4
3

J Last50 T Groups ] Alias \ 1 cyclosporine 1 1 /opt/topspin3.5/eq 7
i Bro}wser L J Jl'3\-|C| J‘ ‘
o[ /opt/topspin3.5/dmb
¢ 3 /opt/topspin3.5/ecj
o [Jartefacts
o [ copypar_test
>~ cpmg_t2_1d
¢ [ cyclosporine
- 3 4=2930 - 50mM Gyclos
o [ cyclosporine2
e [Jexamld_1H E
o [Ifourier_selective_expts .
o [Jselective_excitation_profile T
o~ [ sfHMQC
o [ SolventSuppression
o test
; I7] H (] .
> Cltopguide test - Calib Axis” allows you to define the

o Jtopguide_test2 d

>3 /opt/topspin.S/nmrsu 1 exact position of TMS or your solvent

o[ /opt/topspin3.5/examdata &

] peak

Spectrum calibration frequency 1) lick “Calib Axis” butt
clic all XIS™ pution

ﬁ iexpno

Gl X

50mM Cyclosporin in benzene-dé

57.153 ppm / 3577.4397 Hz / 500.13357744 MHz / Index|= 29564 - 29566 ° Defa’UIt referenCIng IS based On IOCk
__DEFINE REFERENCE FREQUENCY o frequency

Define: Left-click inside data window
* this is often sufficient

[rel]
=

14

12

10

Cursor frequency [ppm] ’7.1526 |

2) click on exact position in spectrum
OK Cancel ) P P

= 3) enter new chemical shift value
“‘ [H | Iﬂ I I I I 732 I l I I 7.'1 I l l I 7.|0 ' I I I 6!9 [pprlnll

l

Amilifier Control
s

Acquisition information Fid Flash Lock Sample Probe Temperature Spooler
A 2 queued: 0
no acquisition running 1 delayed: 0
1] Reg. State; @| cron: 0
——




Basic data processing — manual peak picking BRUKER

3 Start Acqgire Process 7A79alyse Pgblish : View Manage - [T
Vfl Proc. Spectrum » "“@Adiust Phase » /g\.CaIib. AXis < ?ﬁﬂ Pick Peaks » | I Integrate + Advanced »
\U :J *8 *2 {Eﬁ (:;\7‘@"“” @ I!‘E‘;VI.{W E %fﬁ {\'_/‘\,’f/)i‘ b \/\/\' i topshim8
@552 i Q00 il =9 & LE O B@FT/H L A ieene
J Last50 TGroups ]Alias ‘ L: 1 Agratsigion finished: cyclosporine 1 1 /opt/topspin3.5/egj e ‘ S : 7 X\
Browser ( | + 5
;’m/opt;‘topspin&’s;’dmb : J_Qi}*‘ml‘-ilﬂh&@l”[) QQJ ‘J‘ ‘
¢ 3 /opt/topspin3.5/eqj Al 50mM Cyclosporin in benzene-dé
o [Jartefacts
o [J copypar_test "
c'chpmg_tZ_.ld =
When the draw regions button is
highlighted, drawing a box with the
left mouse button allows you to
define peak picking regions.
Peaks which are within these
thresholds (max and min) will be
automatically picked. N
N
Different thresholds can be drawn
for different chemical shift ranges | left-click
- PRI I | T oy fl
. 418 T Ll and drag
Kl I []p] 15 10 5 0 [ppm]
|
Amplifier Control Acquisition information Fid Flash Lock Sample Probe Temperature Spooler
_ no acquisition running E== !Ll _ g:lea?/:du:: :
I on@ Reg. State; @| cron: 0




Basic data processing — manual peak picking

3 Start Acquire Process Analyse Pgblish View Manage @ [T
1 JLProc. Spectrumw "4 Adjust Phase v | Calib. Axis » Wﬁ” Pick Peaks » || I Integratev || Advanced »
\\U :J *8 %2 £ (:: \@nkﬂ @ ]f'zui,{:““\'y -f FHp'fﬁ | \,\ \/\ b \/\/v- i topshim8
2% |5 /502 3000 il &= 4|t B | @ --‘d/ﬁi} i A || iexpno
e v r =

J' Last50 ] Groups ] Alias ‘ : 1 Acquisition finished: cyclosporine 1 1 /opt/ in3.5/ecj
Browser L J _|J_|_|L'J *‘_,J_._.Iln.@JM—@lH D {‘)' ‘

-3 /opt/topspin3.5/dmb
¢ 3 /opt/topspin3.5/ecj
o [Jartefacts

[rel]
L

o [ copypar_test
>Ij':pmg t2_ ld

15

50mM Cyclosporin in benzene- d6

2 Dfﬁ'Bdﬁ‘QChEguﬁuﬁ&iuﬂnﬁrﬂthrﬂooﬂﬁﬂﬁP~U5€>C>

NN TONOMMOMAO™O

Drawing a box with the left mouse
button allows you to define peak
picking regions.

Peaks which are within these
thresholds (max and min) will be
automatically picked.

Different thresholds can be drawn
for different chemical shift ranges

!
POTORINMMN=INDO™OWANMMININM

PN OANNSOOMODMNNOIN NN

00<D COFT AN DM TN =T RO -MNOWONOINTTON=HOWNDN
OO OMOMOMNONORONTINNM TN MNININC WO
T OO Uﬂ*ffﬁ NOINM = g; g;fv M (O =T ﬁﬁCD DO O !ffﬂ

NN

MO

NG

OOOOOOOOOOOOOO

P ININININ T N MMM N NN NN ONE

A T T Yl el |
= o]

|

Click “save and return” to save new
peaks and exit peak picking mode

L

Kl

10

T T T
0 [ppml]

ppl: finished

Acquisition information

no acquisition running

Amilifier Control
s

Lock

Sample Probe Temperature Spooler

queued: 0

- delayed: 0

1] Reg. State; @| cron: 0
—

Fid Flash




Basic data processing — manual integration BRUKER

3 Start Acquire Process Analyse Publish View Manage @ [T

| JL Proc. Spectrum || /% Adjust Phase w || 4 Calib. Axis » || %% Pick Peaks €| [ Integrate v | hdvancedw

Q|||+ %2 || P& O K==To T |32 | ,\/\ b 13 $ topshima
Bi’t :' 7/8 /2 % @\:,Q W "@l #’Eijj i F % é @ --122/%} _§,__ ﬁ jexpno
J' Last50 T Groups ] Alias ‘ : 1 Agemsijjon finished: cyclosporine 1 1 /opt/topspin3.5/eq - s e i B
[ B
, L [ TR Vf#@@wMABMWQ&‘%ﬂiTﬂXh%@JH
o[ /opt/topspin3.5/dmb
¢ E/opt/topspin3.5/ecj A somm Cyclosporin in benzene-de '

o [Jartefacts Mouse Sensitivity: 0.015625

o[ copypar_test -3.74 ppn / -1869.84 Hz

- [Hcpmg_t2_1d Sum = 21.4844

= . . DEFINE REGION MODE

mouse hutton

When the integrate button is
highlighted, clicking with the left
mouse and dragging across the
spectrum defines an mtegral region.

T ITopguIae_test
o [ fopt/topspin3.5/nmrsu
o[ fopt/topspin3.5/examdata

0

M
L o
L
e
=y

A=y

.
¢

AL AV

left-click
and drag

L L
1.0000
11055

12.6364

L9189

&

Kl I DIl "~ 5 7 T T T '

Amilifier Control
s

0.

T
0 [ppml]

Acquisition information Fid Flash Lock Sample Probe Temperature Spooler
A 2 queued: 0
no acquisition running 1 delayed: 0
1] Reg. State; @| cron: 0
——

u




Basic data processing — manual integration BRUKER

= Start Acquire Process Analyse Publish View Manage @ [T
|\ Proc. Spectrum w || /4 Adjust Phase w || & Calib. Axis v || 3%?Pick Peaksw || [ Integrate v | Advanced v
G| |22 Q| Q@ O k==d T| 3| Mxk]| B Sa ||| ez
e 5s2 i @00 il ¢=9 3| L O B@FT/H L) A ioen
J/ Last50 T Groups T Alias \ : 1 Acquisition finished: cyclosporine 1 1 /opt/topspin3.5/eq = S 5 Fal E'
| B
. e [Tl olhfe # 25 wMABMMQR‘%JiTﬂM-%@M|
o[ /opt/topspin3.5/dmb
¢ E/opt/topspin3.5/ecj B 50mM Cyclosporin in benzene-de '
o [Jartefacts = IMouse Sensitivity: 0.015625
o[ copypar_test 3.23 ppn / 4115.49 Hz
=[P cpmg_t2_1d Sun = 21.4844
. DEFINE REGION MODE
&Ecyd“pwfne |pefine: Drag using 1eft mouse button
o D eyclosporine2 Return: Left-click highlighted icon
> [Jexamld_1H i
e Ifourier_selective_expts
o [ selective_excitation_profile||%|| &+
o3 sfHMQC
o[ SolventSuppression 1
o test ]
o dtopguide_test
- . . . . .
-5 Right-clicking on an integral gives
options, such as calibrating or o X
- - - ave ult
normalizing their values. Quit
Select [ Deselect
] Cut Current Integral
Delete Current Integral
& Calibrate Current Integral R
o Normalize Sum Of Integrals -AL‘.LJM
Use Lastscale For Calibration
] g Eretic L5
ol E Deconvolution » %;

’ m ol —
bl | [»] 15 10 s 0 topml
| |
Amplifier Control Acquisition information Fid Flash Lock Sample Probe Temperature Spooler

d: 0
no acquisition running !}_l gslea':fleed: 0
Uz on@ Reg. State; @| cron: 0




Additional 1D display options BQ&%QR
« overlaying spectra

El Start Acquire Process Analyse Publish View Manage @ [THE
[ Copy | &) Print v | l/Plot Layout é‘) PDF» | 1E-Mail | Mobilew |
Q| L] s %2 Q|| P& O == TF| 32 || SB[ $ topshims
Bi’t :' /8 /2 % @@Q ";"@l v%";JV”'L’T & F % ‘,\ @ "122/%} _§,__ ﬁ jexpno
J' Last50 | Groups | Alias | {1 exam1d_1H 1 1 /opt/topspin3.5/examdata V“\ s o )
i Browser i _LJ_L|J_LA_ R P EEEE /
o[ /opt/topspin3.5/dmb J LS x—‘ ‘mIJ-V'U'J 11 28 % J’ ’

o3 /opt/topspin3.5/ecj

o[ /opt/topspin3.5/nmrsu

¢ [ /opt/topspin3.5/examdata
o [Jexam_CMCse_1
o [Jexam_CMCse_2

examld_1H 1 1 /upt/tnpspin3.5/examdata|_

[rel]

|

* Icon opens multiple spectrum

o [Jexam_CMCse_3 N .

o [ exam_Daisy 2 dISpIay mOde

e [J exam_DNMR_ipr2sic

o (3 exam_DNMR_Me2NCOMe .

B e 2  Additional spectra can be drag-and-

o [Jexamld_13C

? (Jexamld_1H
- [(J4=:2930.= LH Gyclosps
~E32-2930-1HC

o [Jexam2d_CH

o 3 exam2d_HC

o [J exam2d_HH

o [Jexam3d

[ I [ D

I.l:examld_lH 1 1 jopt/topspin

dropped from the Browser into the
dataset window

Works for both 1D’s and 2D’s

T S A R N W T T - A ¢

j

S

10

< I [ b 8 6 4 2 0 '[ppml

stored TD{F1}=24 into fopt/topspin3.5/ecj/cyclosporine/2/acqu2s

Amplifier Control Acquisition information Fid Flash Lock Sample Probe Temperature Spooler
Name/Expno: cyclosporine/2 queued:
Scan Exp.: 1/1 25/128 [ ] delayed: ﬁ
Residual time: 3m59s [ ] Reg. State: &@| cron:
——




Additional 1D display options BRUKER
« overlaying spectra

= Start Acquire Process Analyse Publish View Manage @ [THB
['//Copy &) Printw | L Plot Layout <}PDFw| ‘E-Mail  Mobilew

1| L[+ 2 Q[ Q@ O K==bfo T || | Axk[ /B WD §|[ | opshima
e 5502 i Q00 il ¢=%9 £ | LE O B@FT/H L A oo
J/ Last50 | Groups | Alias | {| /1 exam1d_1H 1 1 /opt/topspin3.5/examdata '
i T L[t Rt 4 [ [E-E+El
o[ /opt/topspin3.5/dmb
o3 /opt/topspin3.5/ecj :
o[ /opt/topspin3.5/nmrsu
¢ [ /opt/topspin3.5/examdata
o [Jexam_CMCse_1
o [Jexam_CMCse_2
o [Jexam_CMCse_3
o [ exam_Daisy e
e [J exam_DNMR_ipr2sic g
o 3 exam_DNMR_Me2NCOMe || 1
o [ exam_nmrquant
o [ exam_verification
o [Jexamld_13C

¢ Cdexamld_1H : : “
(=91 -2g30 - 1H Cyclospor| i h [ "
o [J2i=zg30 - LK Chalester 5|

3/2253s N A A 2] J] |

2 ¥amld_1H 2 opt/Topsping. 5/examdata|_

60 [rel]

50

40

e [Jexam2d_CH - j : exanid_1H 1. 1  /opt/topspin3.S/exandatal |
o [ exam2d_HC |
o [J exam2d_HH i
o [Jexam3d : :
Kl [ [ Dij} -
IEZ: examld_1H 2 1 /opt/topspini: 4
l:examld_1H 1 1 /opt/topspin 4
o
Ll
) Al I |
: T T T T T T T T T T T T T T T T T T T T T
q I | D 8 6 4 2 0 [ppml

| |

stored TD{F1}=47 into fopt/topspin3.5/ecj/cyclosporine/2/acqu2s

Amplifier Control Acquisition information Fid Flash Lock Sample Probe Temperature Spooler
Name/Expno: cyclosporine/2 queued: 0
Scan Exp.: 1/1 48/128 'h-— -= !F delayed: 0
Residual time: 3m8&s Uz on@ Reg. State: @|cron: 0




2D experiments...pretty much the same as 1D’s B(RU>K< E;R

Prepare for a new experiment by creating a new data set and
=] Start Acquire Process Analyse Publish View initializing its NMR parameters according to the selected experiment type.
= == S For multi-receiver experiments several datasets are created.
|| Create Dataset || @ Find Dataset| \JOpel pjaase define the number of receivers in the Options.
N o[ O || v C MR d X% >
S L1 =822 &3 «Jv%' Dine ¢ locaton name and e, ndne. || IRS) NAME Jm%osporme |
& ||| /8 12 (+) (=) | initial NMR parameters. A (
’, = = =z = ‘f . Purpose: Preparation of a new experiment. S ! EXPNO |2 ) ‘
[ Last50 T Groups r Alias \ : 1 oyclosporine 1 1 JOpUTOPSPING.D/ €0 i
J Browser \_] A Spectrum | ProcPars | AcquPars | Title | PulseProg i PROCNO [1
» Define location for new experiment P adiiiiadni i
(new EXPNO used here) |8 Sy t[cosvcrsw ) | select
L—"1 B
« Define parameter set for new (4) Options
experiment [ Set solvent ceps |+
o3 SolventSuppression ® Execute 'getprosol’
o [Jtest
& Otopguide test ) Keep parameters [P 1,01, PLW1 "l Change ’
o Jtopguide_test2
o [ fopt/topspin3.5/nmrsu
o [J/opt/topspin3.5/examdata DIR. I/opt/topspin3.5,"ecj lvw
[]1Show new dataset in new window
Receivers (1,2, ...16) |1 |
50mM Cyclosporin in benzene-d6
TITLE
K [ D
Amplifier Control ‘ OK H Cancel H More Info... H Help [
no acquisition running I




Additional setup option for 2D’s - Setlimits B(;aggn

= Start Acquire Process Analyse Publish View Manage

B Samplew ﬁLock 'V Tunew | db spine || & shimw || £V Prosol

SetLimits » Gaine | Gov | More v

|| Setup Timits for 2D in F2 and F1 (setlimits)

Set the limits for Homo and Hetero 2D experiments
as obtained from 1D spectra.
Sets the sweep width and excitation frequency

- =

=) == || %8 %2 33 EHE) | | (PEpnm g@ l==H{ 1T %,5
& (B G Qe vl == 4

( Last50 T Groups r Alias l : 1 cydosporine 2 1 /opt/topspin3.5/eq ;i / e {052 2Didataseinwiilp sompr Yoo toopehia o o il B
g - - - - = reference 1D dataset from the Topspin browser,
Browser L Ll Spectrum i ProcPars i AcquPars ‘ Title [ PuIsePrM Peaks | Integrals and zoom into the region of interest. The SWand

sous center of the region of the 1D spectrum will be copied
¢ C7/opt/topspin3.5/eci S50mM Cyclosporin in benzene-dé to the 2D spectrgum, This can bepused for either hopmonuclear
& artefacts or heteronuclear experiments. The nucleus of the 1D
o [ copypar_test datasgt used determines.the d_imension(s) of the 2D
o cpma_t2_1d to which the SWand O1 is copied.
¢ Ccyclosporine
- [J4=2930 - 50mM Gyclos
-2 - cosygpppaf
e Jeyclosporine2
o [ exan]

~Seet o Setlimits provides a graphics tool for

> C3sfHM setting the spectral regions for 2D

o [ Solve

e experiments (direct and indirect
to raw data available

-topg d|menS|OnS) ocessed data available
o[ fopt/to
o[ fopt/topspin3.5/examdata

o =3 /opt/topspin3.5/dmb

Amplifier Control Acquisition information Fid Flash Lock Sample Probe Temperature Spooler
queued: 0

no acquisition running L1 delayed: 0

b on@ Reg. State: & cron: 0




Additional setup option for 2D’s - Setlimits B(;aggn

= Start Acquire Process Analyse Publish View Manage @ [T
B Samplew | #¥Lock||  Tunew |4 Spinw | & shimw | &V Prosolw | DiSetlimits v || - Gainw | [ Gow | |Morew

|G| ||| #8 2 £ BB | P 2 @ || ==Hl 1| == '\_,‘\:fﬁ ited || B W‘ < || topshimg

& ||| /812 3 = @@@ Wl | deebdn L BHEE RN @ Ve @ ET SE QA iexpno

J Last50 | Groups rAlias l :1 CVclosporin’e‘ d NeW WIndOW pOpS Up gIVIng coniimsiiiniiniininss e o o B
i (s [ jnstructions for “setlimits” e

o[ /opt/topspin3.5/dmb
¢ [ /opt/topspin3.5/eqj e
o [Jartefacts . .
>l copypar.test * keep this window open for now!
> cpmg_t2_1d
% Ccyclosporine
31 -2930-50mM Cyclos|
¢ 2 - cosygpppaf
1 = 50mM Cyclospori(
o [T cyclosporine2 Close this dialog box after setting frequencies.
> [Jexamld_1H
o [dfourier_selective_expts

o [ selective_excitation_profile 5.8 ) ) o
o 3 sfHMQC . Zoom into region of interest.

W setlimits -, X

1. Open 1D dataset from Browser.

o [ SolventSuppression
o [Jtest
o [topguide_test
o [Jtopguide_test2
o[ fopt/topspin3.5/nmrsu
o [ /opt/topspin3.5/examdata

3. Click OK to set frequencies and return to original dataset.

Amplifier Control Acquisition information Fid Flash Lock Sample Probe Temperature Spooler

o _ queued: 0
no acquisition running L1 delayed: 0
Uz on@ Reg. State: & cron: 0




Additional setup option for 2D’s - Setlimits

= Start Acquire Process Analyse Publish View Manage @ [T
‘® Samplev | #HFLock| V Tunew| db Spinw | & shims | &V Prosolw | 1= Gainw || B Gow | More v |
\\U :_I *8 *2 ::9 Ci@(@nkﬂ @ k‘ar:,{l\] F %’5 /'\_;\ /’ﬁ;‘\ D W’ i topshim8
% (552 i) QR il &= & i O M@ FT/H L) A | ieen
J/ Last50 | Groups | Alias | {1 oyclosporine 1 1 jopt/topspin3.SjeG o'Fd N
| Browser L J Spectrum | ProcPars l
c':ﬁ/‘opt,"topsp|n3.5/dmb 1) Drag and drop 1D reference
9 [ /opt/topspin3.5/eqj
- arcetacts spectrum from Browser into dataset »L
o [ copypar_test 1
e 18 e window |
¢ cyclosporine ——Tv‘_%amia O/dosponﬁﬂ‘ ————
> Clliszas0Ssomieenans | — N
2 - cos\/qppqu A ;
= ID 1- 2 ¥ Cyclo i ] Micoetlimits B %o woaoint Ton-ooam
cyclosporine i
:S:;jrir:]l:ijs_ell!:ctive_expts ﬁ__ Close this dialog box after setting frequencies. HHOOoooSopooooos
o [ selective_excitation_profiles| : 1. Open 1D dataset from Browser.
o 3 sfHMQC 9
o [J SolventSuppression S 2. Zoom into region of interest,
o Jtest g
o~ Jtopguide_test oo__ 3. Click OK to set frequencies and return to original dataset.
> [Jtopguide_test2 i
o[ /optftopspin3.5/nmrsu 1
o[ /opt/topspin3.5/examdata _'
] | Sencel |
o]
o
o] U “ IMM
T T T T T T T T T T T T T T T T T T T T
Kl I | D 15 10 5 0 [ppm]
| |
Amplifier Control Acquisition information Fid Flash Lock Sample Probe Temperature Spooler
d: 0
no acquisition running A_‘F ::IQ:/ZL!: 0
Uz on@ Reg. State: & cron: 0




Additional setup option for 2D’s - Setlimits

= Start Acquire Process Analyse Publish View Manage @ [T
‘® Samplev | #HFLock| V Tunew| db Spinw | & shims | &V Prosolw | 1= Gainw || B Gow | More v |
v o | [ | [ A y s = |5 - <
Q|| L |82 Q Q@ O kel T38| sl > wif S topshims
@ﬁ? Bl(|/8 /2 = 1‘3 f}(\ o "@l v%";r{'""j & % ® A jexpno
J/ Last50 T Groups r Alias l : 1 cydosporine 1 1 /opt/topspin3.5/eq /i 2 e v o < |
i Browser L [ Spectrum | ProcPars I
b &3 /opt/topspin3.5/dmb 2) Zoom |nto reglon of 1D you want to
9 [ /opt/topspin3.5/eqj
o [ artefacts Copy tO 2D dataset
o [ copypar_test
= [Fcpmg_t2_1d . - el s J
¢ cyclosporine T 150mM Cyclosporin in benzene-dé
o 11 -2930 - 50mM Cyelosy ||| ~ J-0.07 ppn / -36.66 Hz
22 - cosyqppqu ¥ —|Index = 53222 - 53282
D 1- "M losporin +Value = -0.0004275 rel 'V setlimits (=3 R e
I Slaelopae: o] SRS T
o i b
= e:aartnld_l . =] Close this dialog box after setting frequencies. S
fourier_selective_expts ]
o [Jselective_excitation_profiles| : 1. Open 1D dataset from Browser.
o 3 sfHMQC o4
o [ SolventSuppression & 2. Zoom into region of interest.
- test 1 ] |
o~ Jtopguide_test oo__ 3. Click OK to set frequencies and return to original dataset. 7|| ‘ _[ »
o [Jtopguide_test2 4 it
o[ /optftopspin3.5/nmrsu 1
o[ /opt/topspin3.5/examdata _'
<
o
o] U “ IMMJW
T T T T T T T T T T T T T T T T T T T T
Kl I [ ¥ 15 10 5 0 lppml
Amplifier Control Acquisition information Fid Flash Lock Sample Spooler
queued: 0
no acquisition running L1 delayed: 0
b on@ Reg. State: & cron: 0




Additional setup option for 2D’s - Setlimits

= Start Acquire

=
&5

HE® |5 512

1G0T | #8 *2 33 (D Epnem

Process Analyse

Publish View Manage

(2]

@ | [k==l3

?
& k:»@ k:"@" V%"J-VW(‘_YJ}’ & F

$

Hz
Ppiii

-t 0
M AN

B
‘l\«\.

topshim8

iexpno

' Samplew | #HELock \ Tunew ||db Spinv | & ShimvHﬁUPmsolvHEQ_aianDGOv\Mgrevr‘

1 cyclosporine 1 1 /opt/topspin3.5/eg e

Ga'E X

( Last50 T Groups r Alias l
J/ Browser

=

o3 /opt/topspin3.5/dmb
9 [ /opt/topspin3.5/eqj
o [ artefacts
o [ copypar_test
= [Fcpmg_t2_1d
¢ cyclosporine
o J1.-2930=50mM Gyclosy
¢ 2 - cosyapppaf
1 -50mM Cyclosporin
o [ eyclosporine2
> [Jexamld_1H
o [dfourier_selective_expts
o [Jselective_excitation_profiles|
o [ sfHMQC
o ] SolventSuppression
o Jtest
o [Jtopguide_test
o [Jtopguide_test2
o[ /optftopspin3.5/nmrsu
o[ /opt/topspin3.5/examdata

3) CIicvk OK |

Lewowha ik All

W setlimits

(DM TN O T OO~ MNOOONOINTTON™OONM

Close this dialog box after setti

1. Open 1D dataset from Browser.

2. Zoom into region of interest,

3. Click OK to set frequencies and retur

frequencies.

to original dataset.

b~

Cancel

o

Kl I [

q
[

[ Spectrum | ProcPars I
§; 50mM Cyclosporin in benzene-dé
=]

-
. N NS MO
T e NI
g T ND  NOWT
o N, O . LeTY
=] o0 0060 MMM
e
i
0]
]
o«
~-
G 5
L T T T
8

Amplifier Control

no acquisition running

Acquisition information

Fid Flash

Lock Sample Probe Temperature Spooler
queued: 0

L delayed: 0

b on@ Reg. State: & cron: 0




Additional setup option for 2D’s - Setlimits B(;aggn

= Start Acquire Process Analyse Publish View Manage @ [T
B Samplew | #¥Lock||  Tunew |4 Spinw | & shimw | &V Prosolw | DiSetlimits v || - Gainw | [ Gow | |Morew
1|+ *8 %2 £ BT | | P 2 O | K==l 1| = ;\ﬁ‘ et (B W < | (spesicin
® |5 /82 3 FE QA il =20 3 L O Uk B@ FT /8 L) A e
Last50 [ Groups [ Alias | lacesteine 2 blontitonsiindsied i na D
J” Browser L [ Spectrum i ProcPars | AcquPars | Title | PulseProg | Peaks [ Integrals | Sample | Structure ﬂ:“lot Flﬂ Acqu |
o[ /opt/topspin3.5/dmb ity s
b &2 foptitopspin3.5eci E0mM Cyclosporin in benzene-dé
o [ artefacts
o= & .
L R comg 2.1 « Relevant sweep widths and
¢ [ cyclosporine . . .
R A — excitation frequencies are

¢ 12 - cosyapppaf 1 1
e SR = _-— automatically copied to 2D
o [ eyclosporine2 dataset
= e:-:amld_lH . 1H spectral limits copied for F1 and F2 dimensions.
o [dfourier_selective_expts @
o [ selective_excitation_profiles| SW: 8.6383 ppm . .
o CsfHMac o * Rest of setup is the same:
o ] SolventSuppression
o Jtest ° “ ”
o [Jtopguide_test e PrOSOI
> [Jtopguide_test2 ] H. L
o[ /optftopspin3.5/nmrsu ° Galn

o[ /opt/topspin3.5/examdata

° “Go”

] I | D

setlimits: finished

Lock

Amplifier Control Acquisition information Fid Flash Sample Probe Temperature Spooler
queued: 0
delayed: 0

on@ Reg. State: & cron: 0

no acquisition running




Processing 2D’s BRUKER

| start  Acquire Analyse Publish  View  Manage &) iy |
2 e b [
JL Proc. Spectrum: » Adjust Phase v || /2 #%9 Pick Peaks » || [ Integrate v | Advanced |
Yoy | | s | i « Compuge spectrum from raw data (proc2d y). Hz antir o d= || T i
1@ S *8 %2 W 1 lick peration! To change the processing o ’\/\_:‘”-'- )t(?":b b WV = s’ iepakims
m :/: /8 /2 optionf, click}on the down arrow at right and t ﬁ ® \’t: @“’]g: -@ ?/% i A iexpno
- choosf Configure Standard Processing. - -
}LastSO Groups “Alias. | 1 571 Qdosporine 2 1 [opt/topspin3.o/eq %
Browser [ Spectrum rF‘rocPars ["AcquPars | Title | PulseProg [ Peaks [ Integrals ["Sample | Structure rPIot
o3 /opt/topspin3.5/dmb
¢ 3 /opt/topspin3.5/ecj |
o [ artefacts
o[ copypar_test
“chpmgtz 1d { T G i 4 A bmomla_# ad s
9 ey (e ionis e sporin in benzene-dé g_
o ] 1 ” e
-d + “Proc Spectrum” button does =
o ] e [
b most of what you need... ' I
]
o [ extarrrro=TrT D e Lo
o [dfourier_selective_expts | ‘.'g. °|
= IjseIective_excitation_profile; 5 g ¢ r
o I sfHMQC L
o [3 SolventSuppression —
o [Jtest s r
o [Jtopguide_test 2 i i g
o [Jtopguide_test2 1 [] a
o[ /opt/topspin3.5/examdata . . L
o [ /opt/topspin3.5/nmrsu E LN T [ ¢ ) (] L
< 0 &
i 4 " -
o
P! Iﬂ ) ! b4 o I
R |
3 ¢ ) i
- A i |0
] °
“l m | |>‘ o R — L L T — T T T 3
L L J 8 6 4 2 F2 [ppm]
Amplifier Control Acquisition information Fid Flash Lock Sample Probe Temperature Spooler
Name/Expno: cyclosporine/3 L 1 queued: 0
Scan Exp.: -1/2 1/256 'P— !ﬁ delayed: 0
Residual time: 9mS4s i GV on@ Reg. State: & cron: 0




Processing 2D’s — manual phasing Bg&g.;n

= tart Acquire Process Analyse Publish View Manage (7} 12 HE
N\ Proc. Spectrum < | "4 Adjust Phase w | A Calib. Axis  *'?Pick Peaks | [ Integrate v | Advanced |

‘ topshim8

)

e || #8 %2 2 @B | P@nm g@ == 1| &= '\'/‘\_fﬁ x[@,J__.-_-. 3
® B0 i vE 200 ¢l 34 4 LE Sk ol B
94

J/ Last50 T Groups r Alias l ¥ f 2 ACQ: cyclosporine 3 1 /opt/topspin3.5/eg

Browser L ( | 1 R | ’
Y L copypdr_test [ J j\/' @ CI% QJ
*chpmg_tZ_»ld Click The right mouse Qutton s I
i chVclosporlne Q select the peaks for phase correction

=1 - 2930 - 50mM Cy TN 5.51 ppi /7 2757.92 HZ Index = 461 o 17D
-2 - cosygpppgf - SO row N126.4 ppm / 15897.6 Hz Index = 194 - 195 ’ M '
-3 - hsqcedetgpsisp2 Value .941e+04 8
o[ cyclosporine2
o [Jexamld_1H
o [Ifourier_selective_expts
o I selective_excitation_pro|
o 9 sfHMQC
o[ SolventSuppression
o Jtest
o Ttopguide_test
o [Jtopguide_test2
¢ [ /opt/topspin3.5/examdats__
o [Jexam_CMCse_1
o [Jexam_CMCse_2
o [Jexam_CMCse_3
o [ exam_Daisy
o [Jexam_DNMR_ipr2sic

Right click with mouse to
o [J exam_DNMR_Me2NCO .
o [J exam_nmrquant deflne rOWS

o 3 exam_verification
o [Jexamld_13C
o [Jexamld_1H . PR .
- O exam2d CH _ , , , * Click “R” button to display
¢ dexam2d_HC L

31 - hmqegpgf - HMC i 2 T rows

¢ [J2 - hmbcgpndgf - Hy e Remove Row/Col ’o|

o 3=h d 34 (=

= 2qcecergpspil < T T T T T T T Remove All T T T T T T T T T T T

L] [¥] 7 6 5 3 3 2 F2 [ppm]

=

ﬁ iexpno

|

Works much like 1D
phasing, but you need to
define slices through 2D
spectrum

stored TD{F1}=151 into fopt/topspin3.5/ecj/cyclosporine/3/acqu2s

Amplifier Control Acquisition information Fid Flash Lock Sample Probe Temperature Spooler

Name/Expno: cyclosporine/3 L 1| queued: 0
Scan Exp.: 2/2 152/256 'b—

S
(<]

delayed: 0
Residual time: 4m4s Reg. State: @] cron: 0




Processing 2D’s — manual phasing B(.:&ggn

= Start Acquire Process Analyse Publish View Manage (7} 1 2 EHE
/\, % Pick Peaks - \ f Integrate - | \Advancedv\

JUProc. Spectrum» | "' Adjust Phasev | 3 Calib. Axis v

1| L] #8522 | Q@ O K=o T |32 || (B WM $ topshim8
Ee/E 50 1 | 900 il €29 &) L& &k !@ ﬁ/&ﬂé_ A || iexpro

J/ Last50 | Groups | Alias | b .PhaSMDMIM 3 1 /opt/topspin3.5/eq : - S = = T
- R[Fn 0 I+ =0 = 15D d] |
- [cpmg_t2_1d pivot = 1.‘ pm  Phase increment = 0.10 ph0 = 0.00 phl = 0.00
¢ Ceyclosporine Rof¥ 879/ 16.0344 ppm. .- i 8 s s : s N e &}
~E1-2930-50mM C
-2 - cosygpppgf - 50
o [13 - hsqcedetgpsisp2
o[ cyclosporine2
o [Jexamld_1H
o [Ifourier_selective_expts
o [Jselective_excitation_pro) A i)
== el “qn .
~-ad ¢ “0”and “1” buttons adjust zero-
-t .
o=l and first-order phase
-t . . . . )
7 3 /op correction (just like with 1D’s)
e
o [Jexam_CMCse_2
o [Jexam_CMCse_3
o [ exam_Daisy
o [Jexam_DNMR_ipr2sic
o 3 exam_DNMR_Me2NCO|
o [ exam_nmrquant
o 3 exam_verification
& [Jexamld_13C
= [Jexamld_1H
o [Jexam2d_CH
¢ Cexam2d_HC L
31 - hmgegpgf - HMC
& [32 - hmbcgpndgf - H
o [ 3 - hsqcedetgpsp.3 { v

[ Ol

[rel]

i L

4 2 0 2 [ppm]
i " T ! " ! T L L i L

L
Row 197 { 125.9103 ppm

[rel][

0.5

TTT T [ T T T T TTTT

8
?

PP A AN i A B e e VIV

- 05

- 10

TTT T[T TT T[T TTT

12 10 8 6 4 2 0 - I2 [ppm]
| |

stored TD{F1}=166 into fopt/topspin3.5/ecj/cyclosporine/3/acquls

Amplifier Control Acquisition information Fid Flash Lock Sample Probe Temperature Spooler
Name/Expno: cyclosporine/3 queued: 0
Scan Exp.: 1/2 167/256 delayed: 0
Residual time: 3m27s [ ] on@ Reg. State: @ | cron: )




More about the Topspin spectrum display Bg&ggn

[:J Start  Acquire  Process Analyse Publish View  Manage @ |‘|_
| N Prog. Spectrum = || "\ﬂ:z Adjust Phase = || ,g‘\ Calib. Axis = ||ﬁﬁf{ Pick Peaks = || I Integrate » ||Agvancedv |
1 L[ 2 Q| Q@ O K== F|3x [ Al B W $
— z o5 AR AN :
e e Qw9 L LE SN BFT A4 4 A
Browser | Last50 | Groups] 1 samld1H 1 1 C\Bruker\TopSpin3.S\eemdats E@@]
- [ C\Bruker\TopSpin3.5iec H Spectrum |F'r0cl'—‘ars |Acunars |Tit\e | FulseProg | Feaks | Integrals | Sample | Structure |F'Int | Fid |Acqu|

b

oL C\Bruker\TopSpin3.Siexamda || Y
Too many things can clutter =
the spectrum display I
Right-click on spectrum -
window to select what's .
dISp|ayed Togale Spectrum Overview =
T Show Full Spectrum i
-4 2 - g30 - 1H Cholesten| . i
B | exam2d_CH R e ——
= exam2d_HC Spectra Display Preferences ) r
- examQG:HH t = F
. examad Restore Display Region From Params. F1/2 / - g
& Seitemp Set Plot Height At Specific Cursor Position i
Dataset Properties | ] ] |
Files ’
Explorer B
il i o
—————— T |L- ~ | LJYl |‘-\\‘|("‘|D\\lL7 T | T
4 | T 2 g 2 0 [ppm]




More about the Topspin spectrum display BROUKER

& Bruker TopSpin 3.5 pl 2 on ECJLAP2 as EricJohnso e

U Start  Acquire  Process = Analyse Publish View  Manage @ |1_
r t . 2 . . (o¥a t f
| . Prog. Spectrum~ || '% Adjust Phase = | 4 Calib. Axis » || 1% Pick Peaks + Integrate » | Advanced - |
Y@l [T I® | & Spectra Dispey Preterences SN =
S| (L8 22 Q| (R3¢ _— : -
=] = st /8 /2 x 1) (5) () W m]j| Spectrum components | Spectrum components
L AR i " = L
. z Q Q B =z Peaks/Integrals Cursor information O
Browser | Lasts0 | Gloup5| : 1 examld 1| Molecular structure Title = & [E]
#- ). C\Bruker\TopSpin3 Slec] | spectum [ Title SEILS pEENEE O
B 1) C\Bruker\TopSpind.5\examda Spectrum extras Acquisition parameters 0 =
- | exam_CMCse_1 1H Cyelos Spectrum colors Integrals L o
. exam_CMCse_2 AXis Integral labels B i
| exam_CMCse_3 Cursor Peak labels
|| exam_Daisy HA=88N Parameters Peak annotations = RETR =B ae [
. exam_DNMR_ipr2sic BRSCE Multiplets | fS8828333ade |
M0k —rrere000000
J exam_DNMR_Me2NCOMe Show data points | 1) L
. exam_nmlfqualjt Electronic Signature ]
| exam_verification F
Molecular Structure ]
J examid_13C _ : <
B e il Vertical axis on the left side B -
n 2930 - 1H Cyclospor Peaksi/integrals -
) 2 -2030 - 1H Cholestery Number of digits for integral / peak labels L
| exam2d_CH Molecular structure ™ L
L exam2d_HC Show atom numbers ]
J exam2d_HH _ _ _ i o
Vo, Resize structure using this scale factor (default: 0.95) 095 |
(=]
J Seltemp Move structure by this x-y-offset (O<xy < 1) 0 0 L
Title L
Color of title . |
Font for the title Dialog.italic / Italic / 16 |
Spectrum extras o
Use thick lines (close/reopen dataset 1o see result) m © o
. o
Show data points ] 0 r
Spectrum TABS font Dialog.plain / Plain / 12 |Change
. ; pec 0gp ——
Spectrum colors 0 [ppm]
| Change spectral window color scheme Change i
- —

- [aepy ) [sc | [[ose | [ |




Plotting — copying/pasting spectra B(.:&ggn

ﬂ. Bruker TopSpin 3.5 pl 2 on ECILAP2 as Eric.Johnso

Manage @ EN

7|  Start Acquire  Process  Analyse = Publish = View

/) Copy Y& Print> |} Plot Layout(" <} PDF + ) I E-Mail|  Mobile | I
19| L =8 =2 | P@&f O =T T| 3= | Ak B s |
e T /a2 @4 i+ 2 LE o0 4 b
Browser | Last50 | Groups| NIE /Emmld_lH 11 C\Bruker\TogSpin3.5\examdata E@@]
- [ C\Bruker\TopSpin3.5iec ﬁpedrum |F'r0cF‘ars |Acun‘ar |Tit\e | FulseProg | Feaks | Integrals | Sample | Struaqre |F'Int | Fid |Acqu|
B J, C\BrukenTopSpin3.S\examds - N o
B [ exam_CMCse_1 1H Cyclosparin | “E
« Copy button will copy a screen I

shot of spectrum as it’s ‘ i
displayed ‘

_ Output spectrum (as o

« Can the Paste into word displayed) to a PDF or -
processor or presentation various image formats I
software I
k- exam2d_HH [ B

& & Sotemp Send spectrum (as displayed) _‘g
to printer I

| T T | T T T |
8 5 4 2 0 [ppm]

a~
—




Plotting — copying/pasting spectra B(.:&ggn

ﬂ. Bruker TopSpin 3.5 pl 2 on ECILAP2 as Eric.Johnso EE
| Stat  Acquire Process Analyse  Publish View Manage & EN
") copy| & Print+ (le) Plot Layout) <3 PDF » | 1E-Mail|  Mobilew | I
19 L =8 2 | P& @ =AWy A |52 Az B W[ $ |
=2y z z AAN o T &
S T2 3 QR0 wil+=)0 3 LE OMB®FT/H L A
Browser | Last50 | Groups] NI TECEE! %kel\TopSpin?;S\mmda‘h E@@]
B~ [ C\Bruker\TopSpin3.Slec] |Spectrum |F'r0;9€rs |Acun‘ars |Tit\e | FulseProg | Feaks | Integrals | Sample | Structure| Plat | Fid |Acqu|
B J C\Bruken\TopSpin3.S\exa D =
B [ exam_CMCse_1
B [ exam_CMCse_2 Layeflt: 18 Cyeleaperin
- | exam CMCse 3 AT E]

Open Plot Editor =

inter

Can print spectra
according to pre-defined

Layouts 9 R
Can also create custom |- T &,

layouts
T TIT 12 |
Click here to insert new elements:
Plot Portrolio [~ ]
1: exam1d_1H 1 1 - C:/Bruker/TopSp Standard NHR ll “
) 0| [MIE, =
T T T T T T T T T T
9 & 7 [ 5 4 3 2 1 0 ppm
G
== 5 F = | 125 Bl |2 a| |5
4 | m [

Position: -0.48, 10.49




Back to recommended parameter sets...

(& TParmeter Sere rpar. |
File [Optiol Source = :C:\Bruker\TopSpin3_5\exp\stan\nmr\par v:

Find 1 Show Comment

Exclude:

' D = =
~ECOMMended

Sort bﬁ Date e
Edit ¢omment
c13¢] Refﬁsh From File System

HMBC  Mahage Source Directories
HSQC: w

MLEVPHSW I NOESYPHP
ROESYPH SW WATERSUR

Class

Type :
File Options Help Source = C:\Bruker\TopSpin3.5\exp\staninmripar -

Find file names enter any string, *, ? Exclude:

Class= Any  ~| Dim=Any -| [ Show Recommended

Type = Any ~| SubType=|Any v SubTypeB= Any +| | ResetFiters

C13CPD 13C with 1H decoupling, 1024 scans, 235 ppm

C13DEPT135 DEPT 135 experiment, CH3/CH positive, CH2 negative, 256 scans, 160 ppm
COSYGPDFPHSW Gradient selected double quantum filtered phase sensitive COSY
COSYGPSW Gradient selected COSY
HMBCETGPL3ND 1H-13C HMBC with gradient selection using 3-fold low pass filter for better 1J suppression
HMBCGP 1H-13C HMBC with gradient selection
. 1H-15N HMBC with gradient selection
Options -> Show Comment EEEER e S gradient selection 600 MHz >= BF 1
i i i inti ADIA 1H-13C HSQC-TOCSY with gradient selection BF1 >= 700 MHz
WI” dlsplay brIEf dGSCI’IptIOﬂ Of BISP 1H-13C multiplicity edited HSQC with gradient selection 600 MHz >= BF1
parameter sets bISP_ADIA 1H-13C multiplicity edited HSQC with gradient selection BF1 »>= 700 MHz
I 1H-15N HSQC with gradient selection
HSQCETGPSISP 1H-13C HSQC with gradient selection 600 MHz >= BF1
HSQCETGPSISP_ADIA 1H-13C HSQC with gradient selection BF1 »= 700 MHz
MLEVPHPR Phase sensitive TOCSY with solvent supression
MLEVPHSW Phase sensitive TOCSY
NOESYPHPR Phase sensitive NOESY with solvent supression
NOESYPHSW Phase sensitive NOESY
PROTON 1H experiment
ROESYPHPR Phase sensitive ROESY with solvent supression
ROESYPHSW Phase sensitive ROESY
- IWATERSUP 1H with water supression

| Read.. || Close



Brief description of parameter sets names... B(;aggn

e . =

File Help Source = :C:\Bruker\TopSpin3_5\exp\stan\nmr\par v:
Findi  Show Comment Exclude:
class ~ Show Date | Recommended
Sort by Date . :
Type : . UbTypeB = Any ~ Reset Filters
e Edit Comment b (Y
Refresh From File System COSYGPDFPHSW COSYGPSW HMBCETGPL3ND
HSQC oo raramsr Ao oo rar 10N HSQCETGPSISP HSQCETGPSISP ADIA MLEVPHPR
NOESYPHPR NOESYPHSW PROTON ROESYPHPR
WATERSUP

« Parameter set (and pulse program) names
often have several 2-letter codes
« HSQCEDETGPSISP:
ED = with multiplicity editing
ET = echo-Antiecho
GP = with gradients
S| = sensitivity improved
SP = with shaped pulses

Read. .. ” Close ]

« for full list of 2-letter codes, look at the file
“Pulprog.info” in the pulse program directory

« “edpul” will display list of pulse programs




Acquisition parameters B(;aggn

= Start Acquire Process Analyse Publish View Manage @ [T
‘® Samplev | #HFLock| V Tunew| db Spinw | & shims | &V Prosolw | 1= Gainw || B Gow | More v |
L{] :_I *8 %) | (:;U@HHH @ H;";Hld = %Za | :\_/'\ /’ﬁ;‘\ D ) i topshim8
& 5502 i QR0 il | &= 3@1 LE O M@ FT /8L A e
: 1 Acquisition finished: W/opl/topspm?} S/eqj i

le [PulseF‘rog rPeaks |Integra|s ]Sample ‘Structure ﬂ:“lot

( Last50 T Groups r Alias l
J/ Browser L

= Fid Acqul
o[ /opt/topspin3.5/dmb

‘ : 2. robe: CPP BBO 500S2 BB-H&F-D-05 Z
¢ [ /opt/topspin3.5/eqj i .
o [Jartefacts EMnt - , =
o[ copypar_test idth A) Experiment
> Ecpmg_t2_1d eceiver _4
o[ eyclosporine o PULPROG [za30 ‘ Current pulse program =
o (Jeyclosporine2 Durations AQ_mod DQD N2 AcquisTe ”

& exam1d_tH S s = s.rns | The “AcquPars” tab show full
o [Ifourier_selective_expts Program é . e e
Probe Ds ] wmeerofd |iSt OF acquisition parameters

o [ selective_excitation_profi

o g sfHMQC Lists NS |18 Number of sterrs
=[] SolventSuppression Wobble i
o [Jtest Lok TDO 1 ‘ Loop count for 'td0

- topguide_test

e Jtopguide_test2
o [ fopt/topspin3.5/nmr
o3 /opt/topspin3.5/ex

Automation (A) Width
Miscellaneous )

User SWppm] |19.9947 Spectral width
data i T |
Rotsing SWH [Hz] 110000.000 Spectral width

AQ [sec] W Acquisition time
FIDRES [Hz] 0305176 ] Fid resolution
C||Ck|ng the “pulse” or “A” icon FW[Hz] 4032000.000 Filter width
will toggle between pulse @ Receiver
program specific pulses and o  ——— e
. g Hsec 150. well time
delays’ and a" vaUISItlon DWOV [psec] 0.025 Oversampling dwell time
parameters DECIM 2000 Decimation rate of digital filter
4] T LR DERIEM [sharp(standard) || DsP firmware filter ||
[T s = Ele =

Amplifier Control Acquisition information Fid Flash Lock Sample Probe Temperature Spooler
queued: 0

no acquisition running L1 delayed: 0

b on@ Reg. State: & cron: 0




Acquisition parameters B(;aggn

= Start Acquire Process Analyse Publish View Manage @ [T
' Samplew  #ELock | Tunew | db Spinv | & Shime H}ﬁUP;osolv | E=Gainw || B Gow \‘Mgrevr‘
=) J 8 %2 | C’y@nw O == Tl |4\ ,\,\ > Vvv topshima
Eﬁ“f Bl(|/8 /2 § &G 'ﬁ H "@l #"Er{'”f} & F \fg -@ --ﬁ/-ﬂj‘ _i_ ﬁ iexpno

-

J/ Last50 | Groups [ Alias | i Y i
I Browser L Wrn [ ProcPafs rAcunars Ti)le [PulseF‘rog rPeaks |Integra|s ]Sample ‘Structure rPIot Flﬂ Acqu |
(2 t/t 3.5/dmb
o s ( yA{f) ¥ Er— be: CPP BBO 50052 BB-H&F-D-05 Z
¢ [ /opt/topspin3.5/eqj
o [Jartefacts Tl :
o[ copypar_test STHGLEL (A) General
> cpmg_t2_1d

[ Goni
o[ eyclosporine PULPROG |za30 ” Ise program for acquisition
o (Jeyclosporine2 TD 6553‘6_‘ Time donmameeg]

(13 ”
:g:“mld-lﬁ 5 : SWH [Hz, ppm] [10000.00 |[19.9947 | sweep width The ACqUParS tab show full
ourier_selective_expts — - - -,
o T selective excitation_prof, AQsec] [3.2767999 | aausmontinf - |IST OF @Cquisition parameters
o 3 sfHMQC RG 32 ] Receiver gain
o[ SolventSuppression — i
b o rest DW [sec] [50.000 | Dwell time

- topguide_test

e Jtopguide_test2
o [ fopt/topspin3.5/nmr
o3 /opt/topspin3.5/ex

DE [psec] 10.00 ] Pre-scan-delay

D1 [sec] 1.000000000 Relaxation delay; 1-5 * T1

data DS 2 ] Number of dummy scans

NS 16 ‘ 1 * n, total number of scans: NS * TDO
TDO ¥ Number of averages in 1D

Clicking the “pulse” or “A” icon | = @
will toggle between pulse SOt izl 5001330883 | T

. 01 [Hz, ppm] |3088.30 |lg.17s | Frequency of ch. 1
program specific pulses and nuc1 1H i1 e ehamnells
delays and a" achISItlon P1 [psec] |12.400 ] F1 channel - 30 degree high power pulse
! PLW1 [W, dB] |15 H—11‘76 ‘ F1 channel - power level for pulse (default)
parameters
41 I LR
finished
Amplifier Control Acquisition information Fid Flash Lock Sample Probe Temperature Spooler
2200
no acquisition running A_‘F ::I:Zc;: 0
Uz on@ Reg. State: & cron: 0




Some User preferences (for different Linux or B(I:aggn
Windows login users)

ﬂ. Bruker TopSpin 3.5 pl 2 on ECJLAP2 as Eric.Johnscn

[l
[l
:'

El Start ~ Acquire  Process  Analyse Publish View  Manage @
] Create Dataset l% Find Dataset "C:'BOpen Dataset = Paste Dataset || Read Pars.

(9 Ll ss 2 & (u@e @ =) Directories displayed in Browser:

I HFe r s 1 ®QQ vl ¢==H
Browser | Lasts0 | Groups 1 eemdniiciae o these correspond to DIR in o &)
® | BrukernTopSpina slec], | | Y eProcPars [ cq the new dataset window

, C\Bruker\TopSpin3.5\examdg .
psp I WAH Cyelosporin

[*1e6]

AN
—
L

Display
Display In New Window
Display As 2D Projection L

1.0

Scroll to Active Dataset -

Fully Expand Selection L
v Show PULPROG/Title - - - L

Show Date Right-click in Browser to add or I

Sort by Date . : :

cony remove directories from display / -

File Properiies

0.5

Delete...

Repame

Eiles

Add New Data Dir...
Remove Selected Data Dirs... g

0.0

Browser Preferences |
4
nm [ F | ” 8

4 2 0 [ppm]




Some User preferences BRUKER

=] Start Acquire Process Analyse Publish View Manage @ [T

‘Prgferences‘ls ctrometer | Security - | Commands » | Remote |
— & e . ==

N | [ O || Anes | Setup user preferences
\\] *TI *8 *2 { (<~g“lp/m“" @ Allows you to change colors, fonts and many other . . .
ﬁ‘; L || /8 /2 § @ @Q u:u@, properties influencing the behaviour of TopSpin. Administration items

= Window seftings
}LastSO | Groups rAlias \ : 1 cyclosporine 1 1 /opt/topspin3.5/eqj i

G 7| | Processing preferences
Browser J Spectrum r ProcPars | AcquPars ] Title i PulseProg [ Peaks | Ini| Text editors Setup users for TopSpin-internal login/logoff and esign
o[ /opt/topspin3.5/dmb

9 C/opt/topspin3.5/eci 50mM Cyclosporin in benzene~-de (e IETERE _ Automatic termination of TopSpin when idle time exceeded
o [Jartefacts Remote connection .

RO

Auto-open last used dataset when restarting TopSpin

e

=

i £ : L =
L= e s s

o
ﬁ!ﬂ d= IIEJH

o [J copypar_test Directories
o cpma_t2_1d Acquisition Enable automatic command spooling ]
: g 2;2:2:?;2::22 I nore preferences LY 1
- Window settings E
o [Jexamld_1H | . . J e i |
e T File menu: Show "File" text rather than icon (restart!)
o I selective_excitation_profile Fonts and colors
3 sfHMQC
: : H Size of tool bar icons [pixels
> C3 Selventsuppression Automatic command spooling S
o Ctest Make TopSpin main foolbar detachable

- topguide_test

o Jtopguide_test2
o [ fopt/topspin3.5/nmrsu Configure cascaded windows Change
o[ fopt/topspin3.5/examdata

oo

Open new internal windows "cascaded" rather than "maximized"

'Arrange' internal windows is only applied to dataset windows ]
Minimum visible command lines
Maximum visible command lines

Tabbed pane layout
Processing preferences
Enable automatic data processing
Text editors _ _
Preferred text editor Internal ~
Text editor for edpul, edmac, edpy, ... always in foreground
Miscellaneous
Collapse parameter editors
Display EXPNO/PROCNO list when opening data
Record commands in protocol file

K [ []»]

2 Hae
EEO O] O @

Language (change requires program restart!) .Englisn -
Amplifier Control Acqui F U T ) :

no acquisiti ’ Apply ” Close ” Reset. .. ]




Some User preferences BRUKER

o[ copypar_test

>~ cpmg_t2_1d

o[ cyclosporine

o [Jeyclosporine2

o [Jexamld_1H

e fourier_selective_expts

o [ selective_excitation_profile

3 sfHMQC

o[ SolventSuppression

o [test

- topguide_test

e Jtopguide_test2
o [ fopt/topspin3.5/nmrsu
o[ fopt/topspin3.5/examdata

q [y

Directories
Acquisition
More preferences

data when starting ac

Whether to warn before overwriting

quisition

Select tools displayed in Statu

s Bar

&l Start Acquire Process Analyse Publish View Manage @ ]
'Preferences | Spectrometerw || Security -+ || Commands » | Remote |
Setup user preferences " METREEETEE

v oo | [ || A — —

y ,_I *8 *#2 wd P unld @ Allows you to change colors, fonts and many other - o ) - . = M
@ﬁ? 0| |82 B @ @Q u}.@. properties influencing the behaviour of TopSpin. Administration items Text editor for edpul, edmac, edpy, ... always in foreground [

— - = Window settings Miscellaneous

J/ Last50 | Groups } Alias ] : 1 cydosporine 1 1 /opt/topspin3.5/eq il | Processing preferences | Collapse parameter editors l}
i Browser | [‘Spectrum | ProcPars [ AcquPars | Title | PulseProg [ Peaks [ Inj| Text editors Display EXPNO/PROCNO list when opening data
:S/’Z?;zgzg::zagzyb 50mM Cyclosporin in benzene—dé Miscellaneous Record commands in protocol file ) _

- Jﬁ a;tefacts - Remote connection Language (change requires program restart!) English ~

Remote connection
Setup remote systems

Configure remote access

Define Bruker mobile app defaults
Directories

Dir. of structure files for structure viewer

Global search path for plot layouts

Manage source directories for edpul, edau, etc.
Acquisition

Fainy L Sl 5

fremont_500_linux -

Change
Change
Change

Change

Change

et hedat
=
Overwrite existing FID without inquiry (ZG safety off)

—Bisstey-ciotatrestitieriE-displarrirdow
Auto open acquisition window after 'zg'
Configure accounting & data archiving after 'zg'

Automatically perform getprosol during rpar/edc/new
More preferences

Spectra Display Preferences
Spectra Printing Preferences

Browser Preferences

m

Change

(9]
) BN =l o

—_al IS s
Status Bar Preferences

TOCK Display PIElErences
BSMS Display Preferences

Amplifier Control

Acqui

-

no acquisiti

| Apply || Close || Reset. |




A couple of useful manuals BRUKER

3 Start Acquire Process Analyse Publish View Manage [T
‘% Samplew  #HELock | Tunew || db Spinv | & shims || & Pros

ow Morew |
Manuals (docs) = -

| :_I 8 *2 {_\' D . @ H‘"‘"l‘d T |32 | :\_f‘\ﬁ;‘\ > [ N Commands
B E ke 3 Q0 il «=59 3 LE O B FT/H

Dopromatar

“Last50 Tm Please click on a manual title to open the document! s nllj' X
J’ Brows General e ﬂ

= User Manual A description of the TopSpin user interface and its functionality
o[ fopt/topspin Control & Function Keys A list of predefined Control and Function keys.
¢ =3 Joptjtopspi Balease latiar Describes the changes and new features of this TopSpin version and the spectrometer hardware requirements|

| artefactsrlg Beginner Guide Avance Spectrometers With SCU Based Frequency Generation:

ic description of the Bruker NMR spectrometer, its main components, functionality and usage.

“ﬁcopypar_ﬂ Aceulisit Ll Cutick

o[ cpmg_t2 JL 1D and 2D Step-by-Step - Basic A step-by-stg tutorial of setting up and running the m - - .

o[ cyclospordn] 1D and 2D Step-by-Step - Advanced A step-by-step rial of setting up and running DOSY,| Beg I n ner G u Id e

o CiE— Bl and tLLE A theoretical and pra¥igal description of setting up and "

SEnU 3D/Trj

le-Resonance experiments How to set up and run ¢o
o [Hexamld_1BAcquifition - Application Manuals

e fourier_sel{ Eretic
o [ selective _efMulti

on 3D/triple-resonance ex

Introduction into NMR Quantificati sing the Eretic 2 - - -
eceive Acquisition Introduction into the setup of multi-re®ye experiment: [ ] BaS I C I ntro u Ctl O n to N M R
idgIntroduction A basic introduction into the NMR of solids.
& & sfHMQC Solid A description of setting up and running Solids €
o= [ SolventSupfl Topplids Assisted Biological Solid State NMR.
o I test Crosp Polarization Dynamics An introduction into Cross Polarization Dynamics exper . . -
. A description of setting up and running SB/MAS experin [ ] BaSIC deSCrI tlon Of
-
mtopgu?de_t BESY-NMR. A description of setting up and running BEST-NMR exp¢
o Htopguide_tf c- A description of setting up and running LC-NMR experi
o[ fopt/topspin3 Do

R R S spectrometer components

o /opt/topspinY O]

JOPEEAD=p Sh{petool A description of creating, analyzing and manipulating Rl
Crgdient Shimming A description of the gradient shimming interface.
Top Shim User manual for the automatic shimming tool.

.
Complete molecular confidence for quality assurance ° S I t f th
Automated Projection Spectroscopy: Get N-dim. correla OI I le eXp an a Ion O e
Afquisition & Processing References . .
qu. Commands & Parameters A description of all acquisition and acquisition related ¢ t f tt
oc. Commands & Parameters A description of all processing and analysis commands Varlo uS S e pS O Se I n g u p an
dprosol Manual How to set up probe and solvent dependent parameters

dlock Guide A description of how to setup solvent and lock depende H 14
ulse Program Catalogue, 1D/2D A graphical presentation of the Bruker supplied pulse p va u ISI Ion

sep

rm S

Step-by-Step guides:

teractively and in automation.

et Analysis, Structure Editor/Viewer, Solids Line Shape Anal

Menu for acquiring basic and (10 2D/ 30 Fibe) based on pules seauence and Spn syte|

kd on chemical shifts and coupling constants. =

advanced 1D and 2D experiments | E

[ Multi-Doc Search H Books ” Close ‘

Probe Temperature Spooler

queued: 0
delayed: 0
cron: 0

no acquisition running
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Topspin student licenses BROKER

File Edit View History Bookmarks Tools Help R — - R = e
/w“ #&= Bruker Store - Home x\'l-
€ @ https://store.bruker-biospin.com/shop/US/ C || Q Search ﬁ B 9 & & e =

nnovation with Integrity
R ;7 USA Login F

R
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Home Consumables Search Basket

m
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#

If you want to install Topspin on your own computer...
The Student License

@
e®
g d

! = _.z. .

R s * Can be purchased from the online Bruker store:
Bruker eStore | Weicome to the B store.bru ker-biospi n.com
Consumables & Software designed to offer

high quality cons

How Bruker’s eStore offers you the wsnoeuerpa o Price is $99 for a 3_year license

convenience of purchasing our high optimum perform

quality consumables and software with throughout their whole lifetime analytical systems
just a click of a button.

09302012



