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USER INTERFACES WITH TOPSPIN 3.0
In TopSpin 3.0, there are two user interfaces: classic and a new flow interface. You will be
asked which interface you prefer when you open the program.

CLASSIC interface:
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FLOW interface:

Start  Acquire  Process  Apalyse  Publish  View  Llanage @ .
Creaie Dataset | Find Dataset ©°JOpen Dataset | Paste Dataset| |/ Read Pars.
Q| LI #6022 % "0 ksl T A ||l
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Data window

10 ] ] 4 2 o [ppm]

Command line

The yellow data button ' == in the upper left corner of the flow interface replaces the File
menu in the classic interface.
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How to Get Tooltips

If you hold the cursor over a button on the toolbar, a tooltip will pop up. This is a short
explanation of the button® function. For example, if you hold the cursor over the interactive
phase correction button, you will see the following:

Classic view: Flow view:
T ul... N | .J... ' "\ Process = Analyse Publish Vii
1]
J&S\ v || #Adjust Phasew | /& Calib. Axis-

)

Adjust spectrum phase manually (.ph)
Enter manual phasing mode. Allows you to
adjust the zero and first order correction
terms PHCO and PHC1

&
7

Interactive phase carrection [ ph]

)¥,

‘,
vt

In the flow interface, clicking on the down arrow will bring up a menu of options; clicking on the
button itself will execute the command. When in the subroutine, a right-click in the data window
will open a pop-up menu that will provide additional options.

Most subroutines will have these buttons: @ d |
The first exits the subroutine and saves data with the manipulations you have just performed
(e.g., phasing, integration). The second exits the subroutine, but does NOT save the changes.

The Command Line

The command line is at the bottom of the screen in both interfaces. The main keyboard

commands are displayed in parenthesis () (flow) or square brackets [ ] (classic) behind the
corresponding menu entries. Some commands require
not. To get help on an individual command, for example ft:

+ Enter ft? on the command line

How to Retrieve Previously Entered Commands
All commands that have been entered on the command line since TOPSPIN was started are
stored and can be retrieved. To do that:

+ Hit the T (Up-Arrow) key on the keyboard

By hitting this key repeatedly, you can go back as far as you want in retrieving previously
entered commands. After that you can go forward to more recently entered commands as
follows:

+ Hit the \) (Down+Arrow) key on the keyboard

If you want to execute a series of commands on a dataset, you can enter the commands on the
command line separated by semicolons, e.g.:

em;ft;apk

If you intend to use the series regularly, you can store it in a macro as follows:

+ right-click in the command line and choose Save as macro.
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OPENING FILES
The TopSpin Browser
ToPsPIN offers a data browser from which you can browse, select, and open data.
The browser dialog offers the following tabs:
ABrowser - data browser showing the data directory hierarchy
ALast50 - list of the 50 last open datasets
AGroups - list of user defined groups of datasets
The browser appears at the left of the TopPsPIN window and can be shown/hidden with Ctrl+d or
by clicking the arrow buttons at the upper right of the browser.

How to Open Data

If your file is visible in the Browser:

+ Double-click the file in the Browser

or

+ Drag the data file into the data window.

Both of these methods will open your data automatically.

If your file is not visible in the Browser (or even if it is):
+ Select the Start =>Open Dataset button and navigate to your data foldert o t he fApdat ao |
or

+ Click the = (classic) or (flow) button in the upper left corner.

In the new dialog box, select the first option (Open NMR data stored in standard Bruker
format), the Browser type File Chooser and click OK. A file browser appears. Navigate to your
data directory and expand it to the level of names, expnos, or procnos (double-click a directory
to expand it). Select the desired item and click Display.

| @. Cpen - reb Lihjq

Options

@ Open NMR data stored in standard Bruker format
Open NMR data stored in special formats
Open other file

Required parameters

Browser type = File Chooser v

| ok || cancel || Hep |

Note that the dataset specification consists of the five variable parts of the data directory tree:
<dir>\data\<user>\nmr\<dataset name>\<expno>\pdata\<procno>
Example: C:\bio\data\guest\nmriexam1d_1H\1\pdata\l

On our spectrometer, the files will be in the /opt/data directory.
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Converting Varian (VNMR) Data
Keyboard command: .vconv

+ Select Open NMR data stored in special formats and File type VNMR. Navigate to your file
and choose [VNMR data conversion]

] ‘, VNMR data conversion ‘ -y W . . . - @
Look in: | . Labstuff - 2@
= | 110111v3_1703 fid . jun fid
o any
Recent —
T . 18-73b_noe.fid J larry2. tar
. B03-85-1mix.15.fid . Ming_M1_h1.fid
" 803-85-1mix.30.fid Ming_M1_hmae fid
Deskiop | 803_85_1 fid | Ming_M_1_h1 fid
- J AF09-3-1_h1.fid Jucls
E | ATS
My BDGp124_HMQC_BC_gHMBC_01.fid
Documents . cargill_7032-42 fid
e | cargill_7032-42_c13.fid
S . donaldson
Computer . Dosy_update
- . EEM-III-254-CD3CN
"_h; . GU-di-OMe fid
Network
File name: 30xx006\Documents\Labstuff18-73b_h1sw fid ’ VNMR data conversion ‘]‘
Files of type: | Al Files = [ Cancel ]

Enteri 10 i n ' E XNoote:Oif :[He‘k:oe_lthirdn'g foIderEVNM-R—n-amé) has spaces in the name,
the data conversion will have problems. Specify the directory (DIR) in which to save the
converted data. Select OK.

& veony @

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

VHNMR-name serstyaoxx006'\Documents\Labstuif18-73b_h1sw fid

NAME 18-73b_h1sw.fid
EXPNO 1
DIR C:/Bruker/TopSpin3.0/examdata

[ ok |[ cancet || Hep ]JI

When you first open a data file, you will see the following:
Spectrum | ProcPars | AcquPars | Title | PulseProg | Peaks | Integralsl Sample | Structurel Plotl Fid|

1I' raw data awailable
o processed data awvailahle

In this window, the tabs at the top will show the spectrum, processing parameters, acquisition
parameters, title, pulse program, integration list, sample information, structure (if available), plot
previews, and fid. These buttons are not processing buttons.
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DATA PROCESSING

Processing Guide

The TopPsPIN Processing Guide will guide you through the typical sequence of processing steps.
To start the Processing Guide in the Flow interface, type prguide

In the Classic interface, Processing => Data Processing Guide will also open the guide.

The Processing Guide will execute each processing command when you click the
corresponding button. At each step, a dialog box will open, offering you the available options
and required parameters. For example, the phase correction button offers various automatic
algorithms as well as an option to enter interactive phasing mode.

MNMR Data Processing Guide

| If automatic mode is selected, all
functions will execute when you
select the option. If automatic
mode is not selected, dialog boxes
s | S will open with optional parameters
that you can adjust.

Open Data Set

Advanced

HiC

Wincdow Function

?'4—

Peak Picking

+
Fourier Transform f

Integration

S

e

Phase Correction

+
_ﬂ— PlotPrint
|

0 ppm
Axis Calitrati

on

-

E-mail / Archive

S .
I

Baseline Corr.

How to Process Data with Commands

Alternatively, any FID or a spectrum displayed in a ToPsPIN window can be processed by:
+ typing a command on the command line, e.g. ft

or

+ invoking a command from the Process menu

[Proc. Spectrum] => [Fourier Transform...]
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Start Acquire Process Analys

L Proc. Spectrum = ""'-g.-Adiust Phase s

F

e Configure Standard Processing (procid)

Window Multiplication (wm)

r| Las| | Fourier Transform (ft) ]

'Spec| | Start Automation AU Program (xaup)
b 1=
Processing and analysis commands require certain parameters to be set correctly. Most

commands in the Processing menu, like wm, open a dialog box showing the available options
and required parameters for that command. Other commands such as emand ft, start
processing immediately. Before you use them, you must set their parameters from the
parameter editor. To do that, enter edpor click the ProcPars Tab of the data window.

Data can be processed by entering single commands on the command line. A typical 1D
processing sequence would be:

em: exponential window multiplication

ft : Fourier transform

apk: automatic phase correction

sref: automatic calibration (referencing)

abs: automatic baseline correction

Data can also be processed with so called composite commands. These are combinations of
single processing commands. The following composite commands are available.

ef : Exponential multiplication + Fourier transform

efp: Exponential multiplication + Fourier transform + phase correction

fmc: Fourier transform + magnitude calculation

fp : Fourier transform +phase correction

gf : Gaussian multiplication + Fourier transform

ofp : Gaussian multiplication + Fourier transform + phase correction

1D Interactive Processing

+ Type .winf in command line.

or

+ Click the down arrow in the Proc Spectrum button and select> Window Multiplication [wm],
enable Manual window adjustment in the appearing dialog box and click OK.

&P Window function - em

Options
Manual window adjustment 7

Required parameters

Window function type WDW = exponential
Line broadening LB [Hz] = 0.3
Gaussian max. position 0=GB=<1 = |0

Sine bell shift SSB (0,1,2,.) = 0
Left trapezoid limit 0<TM1<1 = 0
Right trapezoid limit 0=TM2<1 = 0

| ok || cancel || Heip |
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The new data window will be divided into three parts:
A par s onghe kft
A s p e ontthre upper right
A Foh tbe lower right

examid 1H 1 1 Cihio quest

L T = =T 4
winfune ?E ...........
Faramelers T _§
WD (Windose funiction tyae) H_Z
Lire Eroadening L5 a2 :E
[ 0 |cassenmax postion DecEe ||| 3
Y e
ygsE =1
@ ss56=2

-05 [*1e€]

Ea—
s

1 2 3 4 [s]

Within this window, you can adjust the parameters and see the results on the fid and spectrum
in real time.

Show both spectrum and FID.
Show FID only.

Show spectrum only.

Switch cursor information on/off (toggle).

Save windows settings to source 2D datasetl and return.
Save window settings and return.

Return without save.

oYY
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DISPLAY

Expansions

To expand a certain spectral region:

+ Click-hold the left mouse button on one side of the region, drag the cursor to the other side
and release the mouse.

Buttons for horizontal scaling (zooming):
First column is classic view; second column is flow view.
lp . . .
[ Reset zooming (horizontal scaling) to full spectrum [.hr]

(& Fe" Display the entire spectrum (with baseline position and intensity scaling) [.all]

&, «*  Zoom in to the center (spectrum) of the displayed region [.zi]

]
(@ _
@ Zoom in/fout smoothly

= “» Zoom out from the center (spectrum) or left edge (FID) of the displayed region,
decreasing horizontal scaling) [.zd

(El |ﬁﬁn L
=< Exact zoom via dialog box [.zX
& @ Toggle interactive zoom mode. When switched off, interactive zooming only

selects a horizontal region; baseline position and intensity scaling remain the
same. When switched on, interactive zooming draws a box selecting the
corresponding area. [.zoommodg

l’\
1 Undo last zoom [.z]]

Retain horizontal and vertical scaling when modifying dataset or changing to
different dataset. Global button for all data windows [.keep

Vertical scaling (intensity)

*2 Increase the intensity by a factor of 2 [*2]

/2 Decrease the intensity by a factor of 2 [/2]

*8 Increase the intensity by a factor of 8 [*8]

18 _ Decrease the intensity by a factor of 8 [/8]
e

= Adjusts intensity as you move the mouse cursor within the button

x X Reset the intensity (baseline positions remains unchanged) [.vr]
Note that vertical scaling can also be changed with the mouse wheel.
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Phasing

Manually acquired spectra can be phase corrected automatically, with commands like apkor

apksor, interactively, in phase correction mode .ph

How to Switch to Phase Correction Mode
+ Enter .ph on the command line
or

+ Click the indicated button in the upper toolbar:

Classic view:

2d 3d A A M 1 T il

Putting the mouse on the Adjust Phase button
gives you the following tool tip:
Publish View

Process Manage

ms | Mg, Adjust Phase = /& Calib. Axis » ""°° Pick Pe

Analyse

(1) Adjust spectrum phase manually (.ph) Hoxk
4{\ Enter manual phasing mode. Allows you to A AL
b adjust the zero and first order correction % Y
terms PHCO and PHC1
1 eam
A0 1R 90-9080 <t~ Il HEYJ
pivot = Z.05 ppn Phase increment = 0.20 ph0 = 0.00 phl = 0.00

Flow view: in the Process menu, select:

"4 Adjust Phase v

Left-clicking on the down arrow gives
you additional options:

Process  Apalyse  Publish  \iew  Manage (7]

"y Adjust Phase = | & Calib, Axis = "-'th Pick Peaks + _F Integrate

[T i Phase Spectrum Using PHCO/PHCA {pk) | Oth+1st Order Correction (apk)
& Automatic Phasing Optiens [ | Oth Order Comrection Only (apk()
ﬂ Calc. Magnitude Spectrum {me) 1st Order Comection Only (apk1 )
- ( Calc. Power Spectrum (ps) Alternate Algonthm 2 (apks)
Alternate Algontam 2 (apkm)
Phase Displaysd Region Only (apkf)

Oth Qrder of Displayed Region (apkir)

Right-clicking in the data window gives you a pop-up menu:

Ao 1 R0 w0 0B H

pivot = 1.2508 ppn

Phase increment = 0.20 ph0 = 0.00 phl = 0,00

=101x|

|1b

Set Pivot Point

0 5 10 [rel]

[ppm]

The yellow button indicates that you are in phase correction mode. Some buttons will turn
orange when they are clicked. As long as a button is orange, it is active.

How to Perform a Typical 1D Interactive Phase Correction
For a typical 1D phase correction, take the following steps:

1. Click-hold the ¥ button and move the mouse within this button (i.e., not on the spectrum
itself) until the pivot point (indicated by a red cursor, usually the tallest peak) is exactly in

absorption mode.

1/3/2012
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2. Click-hold the 1 button and move the mouse within this button until the entire spectrum is
exactly in absorption mode.

3. Click the = button to save and execute the phase correction and return.
4. To start over, select R to reset the zero and first order phase values [.phr].

By default, the phase pivot point is set to the tallest magnitude intensity of the displayed region
of the spectrum. To change the pivot point:

1. Right-click on the desired pivot point position

2. Choose Set pivot poinfrom the pop-up menu

Integration
Integration of 1D data can be performed automatically, with the commands absand li or,
interactively, by typing .int on the command line.

Classic view: Flow view: in the Process menu, select:

+ Al
2d 3d A A M L T N I Integrate =

If you left-click on the down arrow within the integrate menu, you will see the following options:

e  Process = Analyse Publish View Manage &

ums "\"!}- Adjust Phase = | & Calib. Axis - ?ﬁf{ Pick Peaks + I Integrate = | Advanced =

b Ay o L N [t
LI A @ k== -'s‘._" Auto-Integrate (int auto)
>

—~ P
bRy N "1"@!

Show Auto-Integration Parameters

Integrate Regions File intrng

[ examic 1H 2 1 Cagruken TopSpind D ecamdats =

Trd Folffe 25 maas l/e*2/24%X=3 T $(%X|l=HH

-

Adiusts intearal baseling

How to Define Integral Regions Interactively

1. Click the following button (button turns orange): Scales all integrals to same heig
' Define integral region interactively.

2. Put the red cursor line at one edge of a peak or multiplet.

3. Left-click-hold and drag the cursor line to the other edge of the peak or multiplet.

4. Do steps 2 and 3 for all regions to be defined.

5. Click the button again to leave the "define region” mode.

To Define Exact Integral Regions via a Dialog Box
1. Click the following button:

L Define region via dialog.
2. In the appearing dialog box, enter the exact chemical shift values for the region limits.

How to Cut Already Defined Integral Regions
1. Click the following button (button turns orange):

-HI Cut integral region.

11
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2. Move the red cursor line into an integral region to the position where it must be cut and click
the left mouse button.

3. Do step 2 for each integral region that must be cut.

4. Click on the button again to leave the cut integralmode.

How to Select/Deselect Integral Regions
To select/deselect all displayed integral regions:

+ Click the button: = button

To select a single integral region:
1. Right-click in the integral region.
2. Choose Select/Deselect from the popup menu. Selected integral region turns lime green.

To select the next integral region (starts with the first region, then move down the spectrum as
you click it)
—r

+ Click the == button
To select the previous integral region:

—
+ Click the =* button.
To select multiple integral regions:

1. Click the button = button to select all integrals
2. Deselectthe integralsy ou donét want

| 1 16-73b hlwwfid 1 1 C:\Bruker TopSpin3/0\examdats i&@
Tl ol fhfs #|[RE o | X[*2/24 %=+ T ¢ X568 H J

Mouse Semsitiwiry: 1.0 lil
G019 BOm S 1595.77 HE

sun - 100,0000

CUT INTEGRAL HIDE

Cut: Left-click on a integrel
Rerarn: heft-alick bgnlighted feon

How to Delete Integral Regions from the Display
¢ Delete selected integral regions from the display.
X Delete all integrals

To delete a single integral region from the display:
1. Right-click in the integral region.
2. Choose Delete from the pop-up menu

How to Perform Interactive Bias and Slope Correction

1. Select the integral(s) that you want to correct (right-click in the region). We recommend
making one big integral region over all peaks in the spectrum, because changing the
slope/bias of one integral makes no sense since these are relative integrations.

2. Click-hold /B and move the mouse until the integral bias is correct.
3. Click-hold /g and move the mouse until the integral slope is correct.

12
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How to Calibrate/Normalize Integrals

Calibrating integrals means setting the value of a reference integral and adjusting all other
integrals accordingly. To do that:

1. Right-click in the reference integral region.

2. Choose Calibrate from the pop-up menu.

3. Enter the desired value for the reference integral and click OK

Normalizing integrals means setting the sum of all integrals and adjusting individual integral
values accordingly. To do that:

1. Right-click in the reference integral region.

2. Choose Normalize from the pop-up menu

3. Enter the desired sum of all integrals and click OK

How to Scale Integrals with Respect to Different Spectra

Calibrating and normalizing only affect the current dataset. To scale integrals with respect to a
reference dataset, choose lastscale from the right/click pop-up menu. In this way, you can
compare integrals of different spectra. Note that this only makes sense for spectra which have
been acquired under the same experimental conditions.

Integrals can be scaled with respect to the last spectrum that was integrated interactively. To do
that:

1. Right-click in the reference integral region.

2. Choose Use Lastscal for Calibration from the pop-up menu.

How to Scale Selected Integrals
If no integrals are selected, the scaling buttons work on all integrals. However, if integral regions
are selected, only those regions will be scaled.

Baseline Correction
Baseline correction can be performed with commands like abs or absdor, interactively, as
described below.

How to Switch to Baseline Correction Mode
+ Enter .baslon the command line

or

Classic interface: Flow interface: Select Correct Baseline under Advanced menu.
+ Ls

Zd 3!:' —-'IIlF -“r:,} “ﬂ\ ale .J- _:J_._ .3'. Process Dataset List (serial) Manual comection mode [ Basl)

nitegrate Spectra List {Intser) Fepeat Comaction Using File sase_wnfe (bom)

RO Wiew of Specira LBt (vreds) | artomatic Using Polvnomizl of Degree ABSE (abs n)
AddrSulb Mult. Specira {adsu) | Like abs, Only In Range F1/F2 {absl n)

Corec! Bassine | Automatic, Allermate Algorithm {sksd n}

Specia) Transfoms g | Selup Spline Flie basipnis | basipis)

Wiscallanaous Dossations > Spine-Correct Using basips (sad)

Cowrect FID Using Parameter BC_mod {bc)

13
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How to Perform Baseline Correction

A basfvlr/A B C D E |0 | Il ABKE] 4

1. Choose the desired function: (button turns orange):
FN" Perform polynomial baseline correction: f(x) = A + B*x + C*x* + D*x® + E*x*

E-l” Perform sine baseline correction: f(x) = A + B*sin(C*X + D)
i Perform exponential baseline correction: f(x) = A + B*exp(C*x)
A red horizontal line will appear as well as the equation describing the function.

2. Click-hold button A and move the mouse until the red line coincides with the first point of the

spectrum.
3. Repeat step 2 with the buttons B, C and D until the red line coincides with the entire baseline

of the spectrum.

How to Preview the Baseline Corrected Spectrum

Before actually performing the baseline correction, you can preview the result by displaying the
difference between the uncorrected spectrum and the red correction line.

1. Click the following button (button turns orange):

A Preview corrected spectrum (show difference).
The corrected spectrum will be displayed in red.

2. If the baseline is correct, click the Hibutton to save the correction. If further correction is
needed, click the £ putton to show the original spectrum and the red correction line.

How to Reset the Baseline Correction Line
Click the following button:
0 Reset the red correction line to zero.
If the difference spectrum is displayed (the £ putton is active), clicking the reset button will
restore the original spectrum.

How to Perform Cubic Spline Baseline Correction
+ Click the following button:

Define points for cubic spline baseline correction.

Delete: Right-click on defined peak
Save: Click right mouse button

2

p oo i laia i lay

[Mexam1d_1H 2 1 C:bio guest =10 x|

FaAlLS [ «
o'

C'1-0.41 ppu / -124.28 Hz elE ellelle
T ale allalla
— alo oallalla
DEFINE LIST OF POINTS = o ||l ||
¥ ADefine: Left-click inside data window f:"_ = 2 Pu—” ]
o |y || ||e2

14
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To define new baseline points:
1. Move the cursor line to a baseline point and left-click at that position.
2. Do this for at least five baseline points.

How to Delete Spline Baseline Points from the Screen
To delete one baseline point:

1. Right-click the baseline point position in the data window.
2. Choose Delete Current from the pop-up menu.

To delete all baseline points:
1. Right-click any position in the data window.
2. Choose Delete All from the pop-up menu

How to Save the Baseline Correction and/or Return
To return while saving the baseline correction:
+ Click the following button:
5l save baseline correction and Return [.sref
This will perform the following tasks:
A Execute the bfakline correction
A Save the barsvalles B CDmndEect i o
A L e a wubic $plne baseline correction mode.

Referencing/Calibrating
How to Toggle between Hertz and ppm Axis Units

Hz
ho ppm Toggle between Hz and ppm axis units [.hZ]

How to Switch to Calibration Mode

+ Enter .cal on the command line.

or

Classic view: Flow view: in the Process menu select:

2d 3d | A A 4 T HN A Calib. Axis

1. Position the red cursor line at the reference peak.
2. Left-click at that position.
The following dialog box will appear:

J Ac| d]
5.77 ppm ¢ 2H52.02 Hz / 499.57559733 MHz / Index = 7163 - 7240
DEFINE REFERENCE FREQUEL & Calibrate s
Define: Left-click insi
Spectrum calibration frequency
Cursor frequency [ppm]
ox

| |y

T T T T T T T T T
- 4 2
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Note that the units (Hz or ppm) correspond to the axis units of the display.

3. Enter the frequency you want to assign to the reference peak.

4. Click OK

The spectrum will be calibrated and re-displayed. TopsPIN will automatically leave calibration
mode.

Peak Picking
How to Switch to Peak Picking Mode
+ Enter .ppon the command line.

or

+ Click the indicated button in the upper toolbar:

Classic view: Flow view: In the Process menu, select:
¥ .

2d 3d A A VM 1 T g M 7% Pick Peaks =

/

New peak picking toolbar

Jl s oL x| DEE

How to Define New Peak Picking Ranges

1. Select

2. Put the cursor at the upper-left corner of a peak picking range and left-click-hold and drag the
mouse to the lower-right corner of the range.

The peak picking range will be shaded green. The minimum and maximum intensity are set and
the peaks in the range are picked and displayed.

Acquisition finished: C:/data3.0/Carbon_exp/1/pdata/1

i oel b2 [ 60 DELR J

@ 1-D 13C experiment with 1H decoupling
C-mytrferithyAnthranitate M SO-6

.8 ppm / 968.0 Hz
fine new region:
ay with left mouse button
fmber of peaks: 0

=0 o

—
160 140 120 100 80 60 40 [ppm]

3. Repeat for each peak picking range to be defined.

4. Click the == button again to leave the "Define peak picking range" mode.
Note that the parameters Ml and MAXI are set to the lowest minimum and the highest maximum
intensity, respectively, of all ranges.

16
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How to Change Peak Picking Ranges
1. Click the following button (button turns orange):
L Change peak picking ranges.
2. Put the cursor on one of the edges of the peak picking range.

The cursor turns into a double-headed arrow.
b ee Lt A g |2 EL| D BLER |

N1
—2.7245

~ 25856
25382

_— 25004
248

2,634 ppr J 1416.541 Hx
Fodify segion #0.0
FAXI = 5,30 rel

EI - 0.08 rel

FC = L.oo

Thaber of peaks: 16

l | -
JL_ .l'r\ i ” -l--L. I
3. Left-click-hold and drag th Beak range edge to its new position.
Click the

&% button to leave the "Change peak picking range" mode.

How to Define Peaks Manually
1. Click the following button

A Define peaks manually.
A red vertical line will appear in the data window.
2. Put the red cursor line at the desired peak and click the left mouse button.
The peak label will appear at the top of the data window.
3. Repeat step 2 for each peak to be defined.

*
4. Click the Lo button to leave the "Define peaks" mode.

How to Pick Peaks Semi-Automatically
1. Click the following button:
ik Define peaks semi-automatically.

2. Move the cursor into the data window.
3. Put the cursor line near the desired peak.
4. Left-click to pick the nearest peak to the right (forward)

or

Right-click to pick the nearest peak to the left (backward).
5. Right-click to add the selected peak to the peak list.
6. Click the button to leave the "define peaks semi-automatically” mode.

How to Delete Peaks from the Peak List

To delete a specific peak:

1. Right-click on a defined peak.

2. Choose Delete peak under cursor from the pop-up menu
To delete all peaks:

+ Click the #& putton in the data window toolbar.
or
+ with no buttons selected, right-click in the spectrum and click Delete All Peaks in the pop-

up menu.
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Working with Multiple Spectra

How to Superimpose Spectra in Multiple Display Mode

TopPsPIN allows you to compare multiple spectra in Multiple Display mode. One feature in this
mode is that you can scale and shift each spectrum individually. This allows exact alignment of
corresponding peaks of different spectra.

If one spectrum is already open,
+ type .mdon the command line and drag in a new dataset
or

g |'.'.-'\'-\.

+ select '+ from the toolbar then drag in a new dataset.

If no spectra are currently open,

+ Hold down the Ctrl key in the browser and click multiple datasets to select them. Choose the
option: Display in new window. In the dialog box, select Open a new window and show the
datasets in layered (multiple display) mode.

(1 20111130 _susan B50 1 1 C:\Users\yacmd08\Documents\Labstuff\ 20111130 _susan 850 o[ -..|

ngMf¢ﬁLEEB%%s%%AAZWM

.

T T T T
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r
9
'r
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=3
These buttons &

-
==

==

[

in the main TopSpin window move both spectra together.
In the new window shown above, the red (top) spectrum is selected.

HE Rt T E-E+E; "%/ 3355 A A ZE A

x* f" -
28 % g tS‘% allow you to scale and move the selected spectrum. The first three
buttons are for scaling, the last two are for moving vertically or horizontally.

ﬂl Shows the difference between the first and the sum of the other datasets.

Z Shows the sum of all datasets in the multiple display window.
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IH Saves the displayed sum or difference spectrum. In the appearing dialog box,
specify the procno destination of the new file.

How to Display Several Spectra at Once
To open several spectra at once:

Right-click the datasets in the browser and choose Display, then Display each dataset in its own
windowfrom the pop-up menu. In the upper right of the program, you will now see a 1 and 2 for

the two different spectra.
Under the [View] menu, choose your preferred display:

Spectrum~ [ |Stacked [1]Side by Side ] Grid |[—|/Layout+

How to Display the Same Spectrum in Different Windows
Reopen the same dataset by selecting: File => Reopen
This is a convenient way to view various regions of the spectrum simultaneously.

W 18-730_kisacfid 1 1 ChBnbker TopSpind Memdeta [1]

o= [= |
| spectrum | Procpars | AcquPars | Tite | PuiseProg | Peaks [ integrats | sampie | strucauwre | piot [ i
7.59 ppm 7 9792.06 e
Tndex = 13956 - 20024
Falue = =0.02279 o
' P i

T T T T T T T T T

1o -] L 4 2 [epm]
2 18-73b_Hizwhd 1 | CABniker TopSpidfecamdata [2] P |

] Spectum | procpars | Acquears | Tite | Puseprog | Peaks | inmegrais | sampie | structue | piot| Fi

7. 5677 ppo S 37RE.6TED Ho
Index = 24718 - 24724
Walue = -0.008104 oo

How to Display Spectrum Overview

Select = from the toolbar. The full spectrum remains at the top of the data window while you
adjust expansions in the bottom of the data window.

W018-73b_hlswfid 11 CABruke TopSpird Mexamcata [1] = =
| Spetiun | ProcPars |m.q|.|PaIs |T|ne | PulsaProg | Paaksl Integrals | Sample |Stru{.lue | le| Fnl

e o

5.50% ppe S 2T5I.TE4 He
Index = 32256 - 32325
Talue = -0_02050 o

ﬂ [ S

15 7.0 65 60 [ppm]

19
1/3/2012 University of Minnesota Chemistry Department



PLOTTING
Under the Publish menu, several options are available:

copying the data, printing to a printer, adjusting the plot layout, exporting to PDF, or emailing
raw data.

| Copy| &5 Printw | Plot Layoulw | < PDF~ | *E-Mail

How to Edit the Title
Click the Title tab above the spectrum [edti]

exam1d_13C 1 1 C:\Bio qguest

Specirum | ProcPars | scquFars | Ttz | PulzeProg | Pesks | Hiearals | Sample | Structure || Fid || Acu
F H|w|E
13CHHE  AY 500 Autarration  Cholestervlacetae

How to Print/Plot from the Menu

The current data window can be printed as follows:

+ Click Publish => Print

or

+ Enter print or Ctrl+p

All these actions are equivalent; they open the Print dialog box:

GFNBY 3ONBSY«k/ , ¢

expansion and adjusts vertical scale
to full scale.

How to Print the Integral list
1. Click the Integrals tab of the data window.
2. Enter print or Ctrl+p to print it.

How to Print the Peak list
1. Click the Peaks tab of the data window.
2. Enter print or Ctrl+p
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