How to plot in TopSpin o)
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Different situations = different solutions B(;Zg;n
> 1 tool (<

Situation 1
* | just want to easily print what | see in TopSpin

Situation 2
* | want to easily print my own layout

Situation 3
* | would like to optimize my print-out for individual datasets

Situation 4
* | would like to get nice print-outs for all samples of my automation run
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Different situations = different solutions B(I:I?K(E)R
> 1 tool (<

Situation 1

* | just want to easily print what | see in TopSpin

Plotting in TopSpin Situation 1: Easy printing



Different situations = different solutions an
> 1 tool (<

Situation 1

* | just want to easily print what | see in TopSpin
 Fast print-out — without anything else
 Fast print-out — with predefined layouts
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I just want to easily print what I see
in TopSpin — without anything else

‘M.-:u—. Frocess  Anahse  Paksr  Vew  Manage W) ﬁI -..---.;-‘“ Frocess  Anahse  Paken  ew  Manage ﬁ‘
Conete Duwtanet | [ Firc Cutanet . Open Catanet | Paste Dateset | Rnad Pars Conste Duwtanet | Firc Cutanes /Open Dutanet | Paste Cwtaset  Anad Pars.
oy G Piden O el T & o B 1 1 U e @ @ O kel T o
an ]l @8 ik - L : : = an ]l Q8 ik == ]
b = | = —
3= = L 4 & "
| MJ* : | AN A‘l '..’. | sk ; b '. - \ ‘ | J ‘
ol s AR | RRLINNS = R S = i ded ?’hLU} u -
' . ‘ , 5 - |‘ . ' [ =
just use the command:
prnt
‘M.-:u—. Frocess  Anahse  Paksr  Vew  Manage W) ﬁI “.‘;;.—. Frocess  Anahne  Paken  ew  Wenage 0
Conste Datanet [FipeDotanaé . Cpon Datanet | Pasia Dt | e Pars Conste Datanet FipeDotanat . Opan Drtenet | Pasie Ditaset | vt Pura
7 . . UG @@ 0 Hn T & 2 =@
. : e & anl 20050 ++% i LA
. e ==

G (@@ O h=Hh T/ -
anl Qs ++v s LB A s
[ PR P —r=
e el tente | o e e e e

Plotting in TopSpin Situation 1: Easy printing



I just want to easily print what I see
in TopSpin — without anything else
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Instead of typing in the command prnt you can also:

I just want to easily print what I see
in TopSpin — without anything else

press Ctrl-p

or enter the command print

or click on the printer icon:

or click on the TopSpin disk icon M
and select Print @
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I just want to easily print what I see BRUKER
in TopSpin — without anything else

@ Print [Ctrl+P] - prnt ﬁ

Options
@ Print active window [prni] @
) Print with layout - start Plot Editor [plof]

A” fOUI’ pOSSibiIities Open the same ) Print with layout - plot directly [autoplot]
. . . Required parameters
W|n.dow that offers all TopSpin print LAYOUT [+11D._Frilawp
options. Use plot limits Fill data set list

@ from screen [ CY
) _ from your default portfolio
from Plot Editor Reset Actions :

Se|eCting the fiI’St Option @ and CliCk OK @ as saved in Plot Editor from portfolio saved in data set
will execute the prnt command

Owerride plotter saved in Plot Editor

CURPLOT PDF Complete

@ P OK |l Cancel H Help ]
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I just want to easily print what I see BRUKER
in TopSpin — without anything else

The definition of what information is visible
within TopSpin is available with a right
mouse click inside the spectrum area

— click Spectra Display Preferences
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I just want to easily print what I see BRUKER
in TopSpin — without anything else

@ Spectra Display Preferences

Spectrum components | Spectrum components

Peaks/Integrals Cursor information
The definition of what information is visible T ot | g
within TopSpin is available with a right | g
mouse click inside the spectrum area parnetes

— click Spectra Display Preferences
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Vertical axis on the left side
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I just want to easily print what I see BRUKER
in TopSpin - with predefined layouts (<O

To— | || | e L |
£ !hé“.’ri::‘:..ﬂif“?ﬁﬁi“‘f }" | y |
select one of the default layouts
and use the command:
autoplot
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I just want to easily print what I see BRUKER
in TopSpin - with predefined layouts (<O

To select a layout you can execute 1D_BBaowp
= . 1D0_BBrmulabel.
either the command: layout @ A
. . . . _Haowp
(or find the parameter in the processing parameter list) TOIET
and select one from the pull down list @ 1D_H+faoup
. 10_H+molaowp
" c examld_13C 10_H+noint+pppawp
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I just want to easily print what I see BRUKER
in TopSpin — with predefined layouts

‘; Bruker TopSpin 3.2 on BRUKER as sveu
[ .
| start = Acquire

Instead of typing in the command prnt you can also: N
- press Ctrl-p :
- or enter the command print
. . . Browser LIo | (22 (&
- or click on the printer icon: TR Center Py
- or click on the TopSpin disk icon D a0 | |5
and select Print @

2| start | Acquire

| Create Dataset {

Browser

Cl\Bruker "
- L CRAIker i TARSnineYAmM

.i, Bruker TopSpin
‘ 1 ) | Start Process Analyse Publish View Manage 0

New 1 examid_1H 1 1 C\BrukerTopSpind ZpiZexamdata  pataset

2 Eucalyptod 101 1 C\Bruker I—J\ «%
. Open
3 Eucalyptol 105 1 C\Bruker A0
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_{ | iy Reopen 4 Eucalyptol 109 1 C\Bruker
4
» 1! Q Save As 5 Eucalyptol 108 1 C:\Bruker
| |6 Eucalyptol 107 1 C:\Bruker Plot | Fid
& erint |

1 Eucalyptol 106 1 C:\Bruker
& Exort & Eucalyptol 104 1 C:\Bruker
I tend To 9 Eucalyptol 103 1 C/\Bruker
- 1 Eucalyplol 102 1 C\Bruker
(@ Run A Program exam1d_1H 2 1 C\BrukenTopSpina 2pi2iexamdata

ﬂ Delete noise-baseline 1 1 C\BrukenTopSpin3 2pl2iexamdata
Close Active Window
ol Close Al Windows

Preferences  Terminate Application
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I just want to easily print what I see BRUKER
in TopSpin — wit predefined layouts

@ Print [Ctrl+P] - autoplot -f @

Options
) Print active window [prnt]
) Print with layout - start Plot Editor [plof]
@ Print with layout - plot directly [autoplot}

All four possibilities open the same

. . . Required parameters
W|n.dow that offers all TopSpin print LAYOUT [+/1D._Fxwp .
options. Use plot limits Fill data set list

@ from screen / CY
) from Plot Editor Reset Actions

Se|eCtIng the thll’d OptIOI’] @ and CI'Ck OK @ ) as saved in Plot Editor () from portiolio saved in data set

will execute the autoplot command 7] Override plotter saved in Plot Editor
CURPLOT PDF Complete

(@) from your default portfolio
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Different situations = different solutions B(I:ZK(E)R
> 1 tool (<

Situation 1 \/

* | just want to easily print what | see in TopSpin
 Fast print-out — without anything else
» Fast print-out — with predefined layouts

Summary:
« To get printed what you see in TopSpin, use the command
prnt

« To use a predefined layout, use the command

Plotting in TopSpin Situation 1: Easy printing



Different situations = different solutions B(I:I?K(E)R
> 1 tool (<

Situation 2

* | want to easily print my own layout

Plotting in TopSpin Situation 2: own plot layouts



Different situations = different solutions B(l:al((z-)n
> 1 tool (<

Situation 2

* | want to easily print my own layout
* How to create my own layout
* How to print my own layout

Plotting in TopSpin Situation 2: own plot layouts



How to create my own layout BRUKER
- open an empty layout

You can take a predefined layout and modify it or you can start from scratch.
Let’'s have a look at the example to start from scratch (with a new, empty layout)

‘ Bruker TopSpin = (e S
=] Start  Process  Analyse Publish View  Manage @ |1_
| Create Dataset { & Find Dataset| "1/ Open Dataset| -  Paste Dataset || |:] Read Pars.

Opening the Plot tab always displays

10| [T 8 %2 & (D@ @ || K==bly F | & ",'\\ ﬁiﬁ‘ sync )
the predefined layout of the dataset. | =€ @ s2 = @@ @il @59 L F & 0 A meo
JBmwser|Laslsuleroupsl,q||a5| : 1 examild iH 11 CABrukeMTopSpin3.2pi2\examdata E@@]

&L C\BrukenTopSpimexamda « | | | Spectrum | Procears | Acqupars | Titie | Puiseprog | Peaks | integrais | sample | structure| Piot | Fia

. exam_CMCse_1
- CMCse_2
For a new layout click on the pull ) erem_ocse 2 (D @
. - Ju exam_Daisy .
down menu right from Layout @D 4 can o pase ||| 10
exam_DNMR_MeZ2NCON, . Save
J exam_nmrguant = i Sa
and select New @ & con ekt comnrmer | e
- )0 exam1d_13C Paper: A4 -
-0 exam1d_1H EXport...
. .1.-7g30 - 1H Cyclosf View: Load layout/portfolio from data set...
- 2 - 2930 - 1H Cholest Limts €1 R Save layout/portfolio to data set...
-l exam2d_CH I L

exam2d_HC erfies.

New
Erop ®
| exam2d_HH - Display: Q .
4 m 2
Plot Partfolio [~ ]

1: examid_1H 1 1 - C:/Bruker/TopSpil

l/@ Hu‘ CWHE I s
T . AL
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How to create my own layout
- what do you want to add?

Open the pull down menu of NMR (D
— you get a list of elements representing different NMR plot objects

=

Title

i

11w

:

Text

& Bruker TopSpin = | B | |
1D spectrum 7] sStat = Process Analyse  Publsh View Manage & [T
| Create Dataset {ﬂ Find Dataset| "_i Open Dataset| =  Paste Dataset | |:] Read Pars.
19| w2 Q| @@ @ [Wetio T| 85| k|| | oo
Title from data set 2% 5 /52 3|00 il =9 4| LB | S| Al mrwo
J Browser | Lasts0 | Groups | Alias| : 1 examild iH 11 CABrukeMTopSpin3.2pi2\examdata E@@]

=- 1 ChBrukenTopSpiniexamda »

| spectrum| ProcPars | AcquPars | Title | PuiseProg | Peaks | integrals | sample | structure| Piot | Fid

. exam_CMCse_1
NMR Parameters -l exam_CMCse_2
- exam_CMCse_3
- L exam_Daisy
< lu exam_DNMR_ipr2sic
exam DNMR_Me2NCON,
J exam_nmrguant =
- Lu exam_verification
- exam1d_13C
- v exam1d_1H
- .1 -7g30 - 1H Cyclosg
Stacked 1D spectra @- i 2 - 7930 - 1H Cholest
- )0 exam2d CH
exam2d HC
| exam2d_HH =

4 m | 3
Plot Partfolio [~ ]
1: exam1d_1H 1 1 - C:/Bruker/TopSpil

Text from data set

2D spectrum

FID graph

=]

Layout: E]
<New layout>

Print: E]

Paper: Letter

View:

Limts: ] R
™ Eparg
Display: Q

Click here to insert new elements:

Standard NMR

o | W= (D

T1/T2 plot
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How to create my own layout

- add a 1D spectrum

Select 1D spectrum D

— with your mouse cursor you define position and size of your spectrum @

})LM 1D spectrum CD

Title Title from data set
NMR Parameters
Text from data set

AR
Text
a";q Stacked 1D spectra

. ' 2D spectrum
0

F FID graph

sz T1/T2 plot

Plotting in TopSpin

& Bruker TopSpin = | B | |
7|  start = Process Analyse  Publish View Manage & [T
| Create Dataset {ﬂ Find Dataset| ) Open Dataset | |Paste Dataset| | |:] Read Pars.
15[ 1 (e Q@@ © (Kot T |85 | [Sh][ | s
B&| 7 e 3@ il L) E || B A mao
J Browser | Lasts0 | Groups | Alias| : 1 examild iH 11 CABrukeMTopSpin3.2pi2\examdata E@@]

=l C\Bruker\ TopSpintexamda « | | | Spectrum | ProcPars | AcquPars | Title | PulseProg | Peaks | integrais | sampie | structure| Plot | Fid
- exam_CMCse_1 B

- Ji exam_CMCse_2 E -
- exam_CMCse_3 .
— Layout:
- L exam_Daisy E]

- <New layoul>
exam_DNMR_ipr2sic 4
exam_DNMR_Me2NCON

| exam_nmrquant e P (]
- L exam_verification
. exami1d_13C Paper: Letter @
= exam1d_1H
- .1 -7g30 - 1H Cyclosg| View:
@ 22930 - 1H Cholest Limitss  {J R @
)i exam2d_CH N e e [
exam2d_HC
R Display: ) Z®\
Plot Portfolio [~ ]

EEEITIELIT ] 1 =M E s Click here ta insert new elements:

T T T T T T T T : T
Standard NMR : * - : N : 2 : o e

2| [WE,

Position: 24.57, 2.33 (C:/Bruker/TopSpin3.2pl2/examdata/exam1d_1H/1/pdata/1)
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How to create my own layout
add the plot title

Select Title @

— with your mouse cursor you define position and size of your plot title @

‘ Bruker TopSpin = (e S
}’LM 1D spectrum £ §tar‘t. Process Anaulyse Publish  View Manage & [T
| Create Dataset | | g Find Dataset| "} Open Dataset| |  Paste Dataset | || Read Pars.
18| ] =82 £ uﬂ@"'*" Ok T & | A swe
Title Title from data set(T) =P 52 5| @Q@ il =% 4| b BB A | mao
J Browser | Lasts0 | Groups | Alias| : 1 examild iH 11 CABrukeMTopSpin3.2pi2\examdata E@@]
— = CBrukenTopspimeramda » | spectrum | Procears | Acqupars | Tiie | Puiseprog | Peaks | integrals | sample | structure| Piot | Fig
—— J exam_CMCse_1 i
s = NMR Parameters -l exam_CMCse_2 E
— = -1 exam_CMCse_3 Layout: E]
" exam_Dalsy . <New layout>
exam_DNMR_ipr2sic L 8yelespesin
MAME exam DNMR_Me2NCON - . @
Text Text from data set | exam_nmrquant = [Fifm® ezl
= . exam_verification
- 8Kam1d_1 3C Paper: Letter
= exam1d_1H i
. 1-7930 - 1H Cyclosg View:
Stacked 1D spectra @04 2- 2030 - 1H Cholest umts @ R [
- J) exam2d_CH | B B e ) e
exam2d_HC
- - | exam2d_HH S Display:
- SUEER | e @
. ¥ 2D spectrum
o on Plot Partfolio [ =]
i exam1d_1H 9= ..B‘Uke...Tl:pSpi Click here to insert new elements:
FlD h Standard NMR Lo
ra - =
arap ] ik
A : |
Tl T1/T2 plot
I
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How to create my own layout
add other NMR elements

All other elements of this list can be inserted accordingly

‘ Bruker TopSpin = (e S
1D spectrum 7] sStat = Process Analyse  Publsh View Manage & [T
| Create Dataset {ﬂ Find Dataset| ) Open Dataset | |Paste Dataset| | |:] Read Pars.
1S L) 8% 5 l..‘i@"'*" Ok T & | A svne
Title from data set = 82 31| QR vl &==% 4 B || Q| A | macro
J Browser | Lasts0 | Groups | Alias| : 1 examild iH 11 CABrukeMTopSpin3.2pi2\examdata E@@]
=l CBruken TopSplexamaz » | spectrum | Procears | Acqupars | Tiie | Puiseprog | Peaks | integrals | sample | structure| Piot | Fig
J exam_CMCse_1 i
NMR Parameiers B o CMose 2 M o
- exam_CMCse_3 Layout:
A_JGENLIVES) <New layout> E]
exam DNMR_ipr2sic (2 oyetosponia
exam_DNMR_Me2NCON -
Text from data set | exam_nmrquant = [Fifm® ezl
. exam_verification
J exam1d_1 ac Paper: Letter
= exam1d_1H i
. 1-7930 - 1H Cyclosg View:
Stacked 1D spectra @04 2- 2030 - 1H Cholest umts @ R [
- )\ exam2d_CH N e e
exam2d_HC
. exam2d_HH b Display:
el
2D spectrum
Plot Partfolio [~ ]
i exam1d_1H 9= l.B‘Uke...Tl:pSpi Click here to insert new elements:
FlD h Standard NMR L
ra - =
grap o Tz,
S : |
T1/T2 plot
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How to create my own layout
- what else do you want to add?

Open the pull down menu of Standard D

— you get a list of elements representing different graphical objects

‘ Bruker TopSpin = | B
><- Line | stat Process Analyse Publsh  View Manage &) [T
| Create Dataset {-_31 Find Dataset| ) Open Dataset | |Paste Dataset| | |:] Read Pars.
ABC - rext G| L s Q)@@ 0| F| 5|4k | sme
s = - : AL A
abc =< 82 3| @QQ vl |==pp L | E B | T A | macro
- J Bmwser| Las;gg|eroup5| A“as| : 1 examld_iH 1 1 C:\Bruker\TopSpin3.2pl2\eamdata p— &]
T =l C\Bruker\ TopSpintexamda « | | | Spectrum | ProcPars | AcquPars | Title | PulseProg | Peaks | integrais | sampie | structure| Plot | Fid
g - exam_CMCse_1 T
- Ji exam_CMCse_2 E -
- exam_CMCse_3 Layout:
A_JGENLIVES) <New layout> E]
Circle exam_DNMR_ipr2sic b 1B Oyelespesin
exam_DNMR_Me2NCON -
J exam_nmrguant = LilatS E]
i exam_verltlcatlon .
i | examid_13C Paper: Letter
== Imagef MOL file = J) exam1d_1H
- ..1-2g30 - 1H Cyclosg View:
@) 2 - 7930 - 1H Cholest —— g
Limits: 1 R
- J) exam2d CH n e
6 2 : exam2d_HC
Bezier curve | exam2d_HH - Display: @ q
—— Zoom® Eoom:
4 m 2
Plot Portalio [~ ]
Polyline - e ———
Y E@EMELI 1 1= TS Click here to insert new elements:
Standard NMR Les
10 | AE
Polygon
< 1 »
@ Closed Bezier curve
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How to create my own layout
- highlighting important information

Using e.g. Circle, Line and Text

X

ABC
ab¢

¥ £ O & m

Line

Text

Rectangle

Circle

Image / MOL file

Bezier curve

Folyline

Polygon

Closed Bezier curve

‘ Bruker TopSpin

£l
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Start Process
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View:
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Plot Portfolio

L]

1: examid_1H 1 1 - C:/Bruker/TopSpil

Click here to insert new elements:
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2| [WE,

m »

sy impportant
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How to create my own layout

- add graphics !

The most important tool in the list of Standard elements: add Image/MOL file D
— define size & position, then browse to the file on disk that should be displayed

><- Line

ABC
e Text
||
i Rectangle
% Circle
Image / MOL file @
PRG g
8 Bezier curve
M Folyline
%ﬁ Polygon
@ Closed Bezier curve

‘ Bruker TopSpin

2|  start | Process

19| )| 8 =2
=2 5 |/ksn 2

J Browser | Lasts0 | Groups | A\|a5|

=+ [y C\BrukenTopSpiniexamda
- exam_CMCse_1 B

- exam_CMCse_2
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-l exam_Daisy

-1 exam_DNMR_ipr2sic
exam DNMR_Me2NCON,

J exam_nmrguant
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1.1 -2030 - 1H Cyclosg

- ¢ 2 - 7930 - 1H Cholest

m

B2

] Create Dataset {ﬂ Find Dataset|| Open Dataset

Analyse Publish View  Manage @

| | Paste Dataset E]

X , W H: - %
P @ k==l T == | AN
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: 1 examld_1H 1 1 C:\Bruker\TopSpin3.2pl2\examdata EIE@]
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4 m | 3
Plot Portfolio [~ ]
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Layout: E
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Print: E
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View:

Limits: R
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Display: q
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Click here to insert new elements:

Standard HNMR
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How to create my own layout

- add barcodes

Barcodes are also graphical elements that can be displayed

X
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ab¢

¥ £ O & m

Line

Text

Rectangle

Circle

Image / MOL file

Bezier curve

Folyline

Polygon

Closed Bezier curve

‘ Bruker TopSpin
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] Create Dataset l% Find Dataset|| Open Dataset
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Process  Analyse View

9 L]
==y

Manag N

Dataset |ﬂ Read Pars.

SYNC

£ | macro

BN @@Q n:n,@, %%%ﬁo% F
1

J Browser | Lasts0 | Groups | Alias| examld 1H 11 CABrukefTopSpin3.2pi2\examdata

EERER

| spectrum| ProcPars | AcquPars | Titie | Pul

=10 C\BrukenTopSpiniexamda
- exam_CMCse_1 il

- exam_CMCse_2
- exam_CMCse 3
A_JEENLIVES) <New layout> E
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exam_DNMR_Me2NCON

J exam_nmrguant E
- L exam_verification
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-- .1 -7g30 - 1H Cyclosg
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Layout:

apesin

his |5 2 great specinm

Print:

m

Paper: Letter

View:

Limits: R
| T T Ewpand

exam2d_HC
| exam2d_HH - Display: @ q
< f| b Zoom™ Zaom:
Plot Portfolio [~ ]

1 EEIELAT ) 9 =GN ET e Click here ta insert new elements:

Is | Sample | Structure| Plot | Fid

Standard HNMR

2| [WE,]
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How to create my own layout

- add molecule structures (‘mol’ files)

Molecule structures can also be displayed

X

ABC
ab¢

¥ £ O & m

‘ Bruker TopSpin

Line |~ Stat Process Analyse Publsh  View Manage &9
| Create Dataset| | | g Find Dataset|| - Open Dataset| |  Paste Dataset ||| Read Pars.
v o | [+ . o == | g -
Text Q| L]|#8 =2 Q|| P& O K== F &£ || A SYNC
: = = - ye ML
==y /8172 3 @@Q wonldl | | 4= =p 4 % | ® A macro
J Bmwser| |_35|5u| Group5| A“as| : 1 examldiH 1 1 C\Bruker\TopSpin3.2pi2\examdata
Rectanale =1 C\Bruken\TopSpiniexamda « | | | Spectrum | ProcPars | AcquPars | Title | PulseProg | Peaks | Integrals | sample | structure| P
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- w exam_CMCse_3 c
L Lt Layout: :
" exam_Daisy +HyOwnLayout.xw|
Circle - |. exam_DNMR_ipr2sic Y POy LH fyelospesia P
exam_DNMR_Me2NCON -
- Print: (] BRUKER

examid_13C
examid_1H
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] Plot Portfolio [~ ]
Polyline 1-examid_1H 11 - C/BrukerTopSpi
Polygon
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View:

Limits: R
T T Ewpand
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How to create my own layout BRUKER
- take molecule structures from dataset

Define path to the molecule structure in a dataset specific way
— The syntax is shown: ‘+/filename’ for PROCNO, ‘+/../../filename’ for EXPNO

| (e S
>€ Line il &2 ocess  Analyse  Publish  View Manage & [
t | | F_I Pataset i-ﬁFind Dataset i\]OpenDataset | Paste Datasst M Read Pars.
Xiernal imadge rle —— . :
ABC L g PEw . O ==lfy T == A A svic B
AL © L;;E @'ﬁ?‘ oIl | | 4= =p 7 & b H# @ A macro
Enter full path to afile, or
: 1 examld_1H 1 1 C:\Bruker\TopSpin3.2pl2\examdata EIE@]
Rectangle +ffilename’ for PROCNO d | spectrum| ProcPars | AcquPars | Titie | PuiseProg | Peaks | integrals | sample | structure| Plot | Fig
+_ . ifilename’ for EXPNO B - -
External Image File
Cirue Enter full path to a file, or 1 freioopenin " " "

“+ifilename’ for PROCNO dir,

BRUKER, .

“+_ [ ifilename’ for EXPNG

3xam_CMCse_2\Guaiol.mol || |I”| H|I|I|| |||I|I|m Il" HI| m ‘||||||‘”|||H “‘ "Ill””l
i s  reat specinm

Image / MOL file I
- 1H Cyclosg
; i _1H Cholest Resize to fit
With Such g re/aﬁve pathna Tl Keep aspect ratio
Bezier cu You can pring me prc g
dataset Sp —— , Placement

Pos. 19.58 12.83

E Dim. 5.30 5.35

ocit
althoygp Clfc Structyrgg

Folyline

Polygon

¥ £ O & m

Closed Bezier curve
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How to create my own layout
- last step: save under a new name

Click on the pull down menu right from Layout and select Save As
— Your layout is stored in the standard directory and can now be used for any dataset

‘ Bruker TopSpin

just like the Bruker layouts !

| (e S

1: examid_1H 1 1 - C:/Bruker/TopSpil

m

| _j Start Process Analyse Publish View Manage @ |T
| Create Dataset| | | g Find Dataset | " Open Dataset Paste Dataset | || Read Pars.
™ T & A 4 - = Hz % =3
S| ] #8 2 5| | (D @ || ==y F & A A SYNG
= = - it ARA 2 Ay
ﬁ'; /812 3 @@Q “,"-@l =97 & ; % @ e | A | | macro
J Browser | Lasts0 | Groups | Alias| : 1 examld iH 11 CABrukehTopSpin3.2pl2\examdata E@@]
=1 C\Bruker\TopSpiniexamda « | | | Spectrum | ProcPars | AcquPars | Title | PuiseProg | Peaks | integrals | sample | structure| Plot | Fig
- exam_CMCse_1 B
- Ji exam_CMCse_2 E -
~ . exam_CMCse_3 =
— — Layout: :
"4 exam Dalsy +MyOwnLayout.xw|
- J\ exam DNMR_ipr2sic 4 yout.sp Qpen... m
exam_DNMR_Me2NCOR X Save -
| exam_nmrquant = C E— BRUKER
- | exam_verification ] Abandon... ||||||
- exam1d_1SC Paper Letter Expon
- exam1d_1H =
.. . 1.-2g30 - 1H Cyclosf View: Load layout/portfolio from data set...
E- ) 2 -2g30 - 1H Cholest Lmits € R Save layout/portfolio to data set..
- Ji exam2d_CH N o New
exam2d_HC ;
= Properties_.
| exam2d_HH - Display: Q .
4 m 2
Plot Portfolio [~ ]

Click here to insert new elements:

Standard HNMR

2] [WE,
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How to create my own layout BRUKER
- last step: save under a new name

Click on the pull down menu right from Layout and select Save As
— Your layout is stored in the standard directory and can now be used for any dataset
just like the Bruker layouts !

This is the philosophy and procedure:

dataset A print-out A ‘/
dataset B layout print-out B ‘/
dataset C print-out C ‘/

Plotting in TopSpin Situation 2: own plot layouts



Different situations = different solutions B(I:I?K(E)R
> 1 tool (<

Suaion 2 Rl

* | want to easily print my own layout

Summary:
« Setting up own layouts is easy and offers nice functionalities

Plotting in TopSpin Situation 2: own plot layouts



Different situations = different solutions B(l:al((z-)n
> 1 tool (<

Situation 3

* | would like to optimize my print-out for individual datasets

Plotting in TopSpin Situation 3: interactive print-out optimizing



Interactive/dataset specific manipulations BRUKER
- these are the possibilities

Overview about interactive manipulations:

- spectrum area & information & st T —
- . '_J Start  Process  Analyse Publish View = Manage @ |1—
- position & size

Spectrum~ | Stacked| [1]Side by Side|| £ Grid || (7] Layout =

- colors & fonts [ 2 D (@@ 0 ke T (Al || B
. 2| 5 e 2 0Qe il =% & ||E B | &% A || maco

- alignment

Last50 | Groups | Alias : 1 examld 1H 1 1 CABrukerTopSpin3 2pi2\examdata EIEIE}
- | spectrum| ProcPars | AcquPars | Title | PulseProg | Peaks | integrals | sample | structure| Piot | Fid

Browser

Layout: E]

+1D_H.xwp L frslespesis
Print: E]
Default Printer
Paper: A4
View:
Note,' Limts ¢} R
Th i T T Eneng
N€ most important settings are

4 m [

Piot Portfolio [~ ] Jeeer @ Zgo?n\
1: examid_1H 1 1 - C:/Bruker/T| |£
Click here to insert new elements: . . . . |_ . . . . ’
O b
2] LlE. A
— : e

T
8

H
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Interactive/dataset specific manipulations
- for your convenience: increase the size on screen

To see the plot layout with increased size, you can temporarily hide
the left panels by clicking the arrow ‘left’ (D

You can reopen the panel anytime
by clicking the arrow ‘right’ @

Piof Portioho
1 examid_1H

Erker Tapspn o 1 o]

B 5 (sn i @R wilk

Lasts0 | Groups 1 exaenld 1H 1 1 C\Broker TopSpind. 2pi0 eamdits (== El
Browser spectrum | ProcPars | AcquPars | Tite | PuiseProg | Peaks | integrais | sampre | structure| P10t Fia
Bruker Top:

Start Process  Apalyse  Publish  View  Manage &4 0
Spectrum= [ Stacked [ ] Side by Side Grid [T Layoutw

o s

|||||

(D[ s8 02 Q| @@ B |[=do T ||

==

Layout:
+10_Hamp

Print:

Defaut Printer
Paper A4

ik here

‘ Bruker TopSpin

7] start = Process Publish  View

h Create Dataset {-_ﬂ Find Dataset ij'Open Datage

Analyse Manage

Sy 1_[ %8 %] Q L:Sﬂ"@ulqﬂ @

B |52 IR

N

1) examld 1

T ) MM

Spectrum

LY

d1H 1 1 CABruker\TopSpind 2pl2\examdata

BIs Samp\elstructure| Plot | Fid

| Spectrum | ProcPars | AcquPars | Title | PulseProg | Peaks | Inte)

1E crelesporin

Layout:
+1D_H.xwp

(=)
=]

Print:

Defaulit Printer
Paper: A4

View:

Limts:  {J R
T 7T Espand
Display: | ¢ q

Click here to insert new elements:
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T
4
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=
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AIE,

&

S
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E

B

o
&l
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Interactive/dataset specific manipulations BRUKER
- for your convenience: increase the size on screen

To increase the size of the plot layout even further, you can
temporarily hide the left panels and menus @:

@& Bruker TopSpin

You can get them back by 5| L] [0 @ (@@ B keiD

B 5nsnr 2| @0 il =

SWItC h I n g to th e S pectru m tab @ J[1 eemid 1H 1 1 cABrukenTopSpin3 262\ eramdats

| Speclrum| PcharslAcunars | Title | PulseProg | B

@ =

ure| Plot | Fid

+10_H.xwp
& Erker Tapspin T | Print: E
- Default Printer
| | Start  Process  Analyse Publish View  Manage o T Paper: A4
Create Dataset & Find Dataset . Open Dataset Paste Dataset || Read Pars.
g — View:
3 ([ Q[@ewm 0 k= T|[& [l s g r [
— DD 4 e 3t | | A Limits J
e & (52 i Q00 il ¢ 4 LB 5k A 2 r[H
ﬁ! emmld 1H 1 1 €0 Bruker TopSpind Jpi eamdata == §| ------
. Display:
Spectrum | ProcFars | AcquPars | Tie | Puserrog | Peaks | itegrals | sample | structure| 7101 | Fid [ Pt N s
i
+40_Hwp
Click here to insert new element:
Print:
Defaull Prirer Standard NMR
Paper - =
View:
Limits: 1 R | ‘ -
o I i |-
n"i\-|_‘_|®\(‘£\\ = L) \U
JRO——— T T T T T T T T T T
&3 = 9 8 7 6 5 a 3 2 1 0 ppm
e LN f L EF o ol el - . AR
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Interactive/dataset specific manipulations

- select an element

To change any setting, an element must be selected first

To select an element, click left
anywhere on the element @

— green boxes appear at the frame
of the element @

— left panel now offers manipulation
possibilities @

— the element shows a transparent
number @
— identifier element / dataset

‘ Bruker TopSpin | e S
=] start = Process Analyse Publish View Manage & [T
| Create Dataset | [ Find Dataset ) Open Dataset Paste Dataset| |1/ Read Pars.
|| 5e2 B (@@ 0 WMo F | (k|| |[c
= = D D) z . i AN A
2 | FE i 3| @0 el &= L || B | @ A ||mao
: 1 eamld1H 1 1 CABruker\TopSpin3 2pi2\examdata EIE@}
| spectrum| ProcPars | AcquPars | Title | PulseProg | Peaks | integrals | sample | structure| Plot | Fid
-~
el - Ba crrempenin | B
[0 Marks BRUKER
Labes @ @ ICasy
ppm ~ | |Posiion ~ ‘ _/ ‘ f’ o .
Integrals |
I curve .
I Lavels
[C] Above X Axis
[0 Use for shift'scale
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pom ~ L1l ll‘jl l: I -
[Tl Show scaling... || = s g
By \ T T rreeby \ T : T
Placemen t a 3 7 5 5 1 3 2 1 o ppn
B B o e
pim. | 1974|1550 ‘

number of position in portfolio

Position: 14.61, 13.31 (C:/Bruker/TopSpin3.2pl2/examdaia/examid_1H/1/pdata/1)
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Interactive/dataset specific manipulations

- different configurations for different kind of elements

& Bruker TopSpe
Start  Process Apalyse Publish View  Manage 0
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HMRHOME!p prg
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=

Integrals -
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Interactive/dataset specific manipulations
- minimum screen resolution required

& Bruker TopSpin

| H Start

Process Apalyse

e
Publish View  Manage 0 r‘l—‘

A I - Create Dataset ﬂ Find Dataset . Open Dataset Paste Dataset | Read Pars,
screen resolution 311 502 Q@@ O kHh T & | A scH
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Conflguratlon settings = .2 Qe & 52 i Q00 i +59 4 LB 5% M o
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== == == -
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e e 0 Sted  Process  Analyse  Publish  View Manage &3 T
== e ppm - Pasition = Create Datasst | @ Find Dataset _/Open Datasst | Paste Dataset || Read Pars.
Snowscaing... Inagrals - G| L2 @ Q@ O H=ih T # smc
Placement .' 7 Curve Limils. (=L AT ] Qi == 4| B O A macm
" " L] - 3
better is switching to : T (= —
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- Show scaling. - pom v Postion
Placement
Inegrals
¥ Curve Lamits.
H ¥ Labeis oo
even petter IS show s xe
.
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Interactive/dataset specific manipulations BRUKER
- configuration for 1D spectra

In 1D spectra elements, these configurations are available:

- peaks settings S S

=|  sStart Process Analyse Publish View Manage &) [T

- I nteg raIS Settl ngs | Create Dataset | |4 Find Datasst| ') Open Datasst| | Paste Dataset| |:] Read Pars.
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Interactive/dataset specific manipulations BRUKER
- 1D spectra: peaks settings (<

Peaks can be:

- not displayed e B%E%n

Cwxent Data Favamsbors

wane enaald _1E
RXMMO 1
PROCHO 1
P2 = Reguisition Faammebers
Date_ 20070818

Time 11.21

msTrO spect
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™ 2372 R
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‘ TDO 1
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Interactive/dataset specific manipulations BRUKER
- 1D spectra: peaks settings (<

Peaks can be:

- not displayed e B%ﬂ
- displayed with marks

Cwxent Data Favamsbors
wane enaald _1E
RIFNO 1

PROTHO 1
P2 = Reguisition Faammebers
Date_ 20070518
Time 11.21
I mMSTEOM spect
FFOEHD % wm FAEEO BE-
I PULPROG 20
TD 3336
SOLVENT QD6
us 16
D2 2
SWE 949%3.%0% Hs
PIDERS 0,08383% Ha
aQ 3.2637%1 sec
Rz 3%
bW 21.000 wiee
oR 14.%% wee
TR 2872 K
DL 1.00000000 see
9 I DO 1
}1 1 examld_1H 1 1 C\Bruker\TopSpin3.2pl S pp—
ooy 1H
0 | FL 10,80 wee
i PLL =3.00 4B
Spectrum | ProcPars | AcquPars | Ti spoL So.15200s time

P2 - Processing paansters
[ 4 32%%
P 300.1200000 MEs
E K7 . WD i

a3 L]
Le 0.20 Hs
<R L]

Peaks [ ] o

e ; . . . , , : , : : |
MEFHE 4.45 4.40 4.35 4.30 425 420 a.15 a.10 4.05 ppm

©lLabess

ppm ~ Posiion v

Integrals i
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Interactive/dataset specific manipulations
- 1D spectra: peaks settings

Peaks can be:

not displayed
displayed with marks
displayed with labels

1 1 examld_1H 1 1 C\Bruker\TopSpin3.2pl

b |

Spectrum | ProcPars | AcquPars | Ti

® - .

Peaks [

Marks

ppm ~ Posiion <~

V] Labels

Integrals i

1H Cyclooporin

—4.,328
—4.315
—4.302
—4.14%

N

shGxen

Cwxent Data Favamsbors

r T T T T T T T
4.45 4.40 4.35 4.30 4.25 4.20 4.15

a AR wsimnld_LE

— REFHO 1

- PROVHO 1

o

| P2 - heguisition Parmmekers
Date_ 20070818
Tims 11.21

I mMSTEOM spect
PROBED % mm PABEO BE-
FULPROG g0
TD 63536
SOLVENT Q6De
us 1é
D2 ]
SWE $4%3.%0% Hs
PIDERS 0,08383% Ha
A0 5.9637761 sec
P 3%
oW 21,000 wiee
e 13.%% weee
TR 237.2 K
DL 1.00000000 suc
TDO 1
memmsmmms JHANNRL £1 sesesees
oL 1K
r1L 10,80 wee
PLL =5.00 dB
PLLE 31.77312851 W
sroL 500.13223%2 Mis
P2 - Processing paansters
o1 32748
P 500,1300000 MEs
WD 18
s3p o
L 0.30 Hs
cE o
e 1.00

T T 1
4.10 4.05 ppm
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Interactive/dataset specific manipulations BRUKER
- 1D spectra: peaks settings

Peaks can be:

- not displayed e B%ﬂ
- displayed with marks

Cwxent Data Favamsbors

- - [T | wane semenld_1H
- displayed with labels kL 74 e T
L o o . . Lo
| || | | [ e rrre
| Tims 11.21

msTrO spect
FPFOBHD % wmm FABEO BRE-

They can show ' T

- position or label or both
[ R 3v: S

;1 1 examld_1H 1 1 C\Bruker\TopSpin3.2pl A —
L] HA e

Spectrum | ProcPars | AcquPars | Ti e

P2 - Processing paansters
[ 4 32%%
P 300.1200000 MEs
E K7 . WD i

a3 L]
Le 0.20 Hs
<R L]

Peaks [ ] o

Marks

Labels

ppm ~ |Posiion ~
Position

4.45 4.40 4.35 4.30 4.25 4.20 4.15 4.10 4.05 ppmn

Integrals

+
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Interactive/dataset specific manipulations BRUKER
- 1D spectra: peaks settings (<

Peaks can be:

- not displayed s B%R
- displayed with marks 3

Cwxent Data Favamsbors

- displayed with labels s, T
] T

Time 11.21

—4.146 H-Al
= —4.11% H-A2

msTrO spect
FPFOBHD % wmm FABEO BRE-

They can show | e

- position or label or both
[ R 3v: S

;1 1 examld_1H 1 1 C\Bruker\TopSpin3.2pl A —
L] HA e n

Spectrum | ProcPars | AcquPars | Ti M

P2 - Processing paansters
[ 4 32%%
P 300.1200000 MEs
E K7 . WD i

a3 L]
Le 0.20 Hs
<R L]

Peaks [ ] o

Marks

Labels

ppm ~ |Posiion ~
Position
Annotation

- 'I' Y
Itting in TopSpin Situation 3: interactive print-out optimizing
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Integrals




Interactive/dataset specific manipulations BRUKER
- 1D spectra: peaks settings

Peaks can be:

- not displayed e B%ﬂ
- displayed with marks

Cwxent Data Favamsbors

- displayed with labels ikl 54 = i
' .
They can show ' e
- position or label or both
- user defined number of digits St
;1 1 examld_1H 1 1 C\Bruker\TopSpin3.2pl [ :;" ..,.,,.."
Spectrum | ProcPars | AcquPars | Ti 1 ;
Peaks I S e
Marks | 4 a0 am  am 425 420 415 410 405 ppm
V] Labels ‘a’ & Peak Labels o
ppm ~ | Position ~ Set number of decimal places:
d
Integrals - | ok || cancel
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Interactive/dataset specific manipulations
- 1D spectra: peaks settings

Peaks can be:

- not displayed

- displayed with marks
- displayed with labels

They can show
- position or label or both

1H Cyclooporin

—4,33
—4,31
4,30

- user defined number of digits

1 1 examld_1H 1 1 C\Bruker\TopSpin3.2pl

b |

Spectrum | ProcPars | AcquPars | Ti

M v .
Peaks
Marks

Labels

ppm v Posiion v

Integrals i

o
o o BRUKER
| |
fa o] ja o]
Cmzent Daba Pavwnstexs
0 o~ WANE wsmnld_LE
— — RO 1
. rromo 1
= <r
P2 = Requis - mnote
| ] Date_ 1%
Time 1
[ maTRM pect
PLOBED i PABEO
I rULPROG g3
™ 3%
ZoLvENT D
uz 16
D2 2
2uR 484,305 B
PIDRR 13830 B
A0 7761
12 3%
D% 000 ws
e 25 wee
T 272 1@
DL 1.00000000 see
T 1
eescccse CHAMEL £1 ssessees
oL "
2L 40,80 wiee
’ )
ép Peak Attributes o e

protaxs

ooooooo

... and of course colour and font:

1Pt v —— =

:Courier v: 16 -

| oKk || cancel
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Interactive/dataset specific manipulations BRUKER
- 1D spectra: special integral settings (<
\

Integrals can be in addition: BROKER

- displayed below axis

Cwmxent Data Faxamsters

- [y ]
Py o
| U
o=
2 2 (‘oi 0 E; HAMe snamld_1E
- REFNO 1
naa - - PrOMO n
o = - <
P2 - Acquisition Favmasters
1] [ B s
Time 1l1. 1
I maTRO
PRORHD % Pull-ﬂ ll
I FULFROS g0
" $393é
SOLVENT QéDe
us 1é
D2 2
SWR 54%3.%0% Hs
PIDRRS 0.08382% Ha
a0 3.%4377%1 sec
P 3%
oW 21,000 weo
DR 13.%% weo
R 2972 K
Dl L.00000000 sec
TDO 1
PR 1"} V) N T ——
(LS 18
rL 10,350 weo
PLL =%.00 4B
W | PLLW Jl-""JJ.L‘“.l w
I_I Lﬂw“—" .UU SroL 300.,13223%2 Mis
................................. 2 - Tuecussing pmmetes
F-3 4 6%
ppm o IPDS‘-l-A .......... ar 500, 1200000 MEs
. A woW Rz
- 3 L)
pA S 0.20 Hs
L~ o
O 1.00
Integrals [ |
g I 1
25 4. 20 4. (5 ppm

4. 415 410
Curve % ﬁ\j
Laels

| Above X Axis
] Use for shift/scale

Axis
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Interactive/dataset specific manipulations BRUKER
- 1D spectra: special integral settings (<

Integrals can be in addition: ' B%n
- displayed below axis

- displayed above axis

CTurent Data Favansbsyvs
HAHL saamld LH
LXEFHG 1
FEOIND

— 4,328
— 4,315
— 4,302

P2 - Acguisition Paamastexs
Diak 2

—4.14%
- —4.l1%

— zooTesls
Time 11,21
THITEOL -
PECEED % mm FAEEO EE-
1 FULPEO2 =gt
™ 68536
JOLVENT 6D
wa i
IWH 5424,50% Hs
PIDERS 0,0838328 H=
A0 ERETELLIT e
3 36
oW 3L.000 urss
DL 14,85 uoss
TL 287,21 E
Dl L.00000000 e
TD 1
-------- OHAMNEL £1 mmmmmeme—
moaL 18
Pl 10,80 uae
-5, dE
o PLL 3L,77212880 W
] Ll U | TolL %00,1322392 MHz
. P2 - Processing pasnekers
e 8 3X7eE
ppm h PDSltIDn - op 200,1200000 M=
k. 4 L d WD o
23B [
LE 0,30 He
13 ]
P2 L.00

Integrals

I
Curve D .

4.45 4.40 4.35 4.30 4.25 4.20 4.15 4.10 4.05 ppm
Labels

Above X Axis

] Use for shift/scale

0.7

Axis
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Interactive/dataset specific manipulations BRUKER
- 1D spectra: special integral settings

Integrals can be in addition: o BS?.QR
- displayed below axis (o

- displayed above axis ||| | | e
They can be used B B
- for scaling / shifting functions Y
instead of the spectrum, e.qg. | H
V] LeAliS L wu ' E%L
:ppm - P05|t|0n -
Integrals
V] Labels

| Above X Axis

Plotting in TopSpin Situation 3: interactive print-out optimizing



Interactive/dataset specific manipulations BRUKER
- 1D spectra: special integral settings

Integrals can be in addition: BS?.QR
- displayed below axis (o
- displayed above axis

— 4,328
— 4,315
— .30
—4.14%
- —4.l1%

ER
E-u

5 #
HE
S

They can be used B B
- for scaling / shifting functions Py
instead of the spectrum

¥ Ll .'L.I'L.l

ppm - P05|t|0n -

Integrals
[¥] Curve m
V] Labels
Dhbwe){mns :_I ~ ;
' i ] ﬁ? FTE2 2 |QQ0 vl | &= & || E A
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Interactive/dataset specific manipulations BRUKER
- 1D spectra: special axis settings (<

Axis can be in addition: ' B%n
- numerically configured

CTurent Data Favansbsyvs

P2 - Acguisition Paamastexs
Diak 2

W@ w0l WAHD wsinmld_LH
o i~ LEFHO 1
Ly r‘\ M FROMHD 1
& o

—4.14%
- —4.l1%

. 20070818
Time 11,21
THITEOL -
PECEED % mm FAEEO EE-

1 PULFROS =gt
™ 68536
JOLVENT 6D
wa i
D2 E
IWH 5424,50% Hs
PIDERS 0,0838328 H=

B, 882776L sec
11

SL.O00 usss
13.9% noec
287,02 I

a2 K
L.00000000 sec
1

R e L = L L L R ey

3 - Processing pacsnekess
3X7eE

Axis
ppm - < Define. .
: : e —

["] Show scaling. .. [ ' . . . ; ;

4.45 4.40 4.35 4.30 4.25 4.20 4.15 4.10 4.05 ppm

900,1300000 MH=
puazy

0,30 He

L.oo

Define Asis =5 B
Placement s \Hk/_E
Pos. 0.00 290 0.03| ppm/cm, at offset 450 ppm
Dim. 1974 10.63 12.7| Hzfcm, at offset 22506 Hz | BDply

Axes Grids, Curve.__. Close

Antmmnati;s Sefi;cme
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Interactive/dataset specific manipulations
- 1D spectra: special axis settings

AXis can be in addition:
- numerically configured

R e L = L L L R ey

Axis
ppm - < Define. .
: : e —

["] Show scaling... |

Placement

Pos. 0.00 2.90
Dim. 19.74 10.63

Axes Grids, Curve.__.

Antmmnati;s Sefi;cme

Plotting in TopSpin

1H Cyeolosporin

— 4,328
—4.315

E——a.302

— 4,144

—4.11%2

(o><)

(O

Bk

CTurent Data Favansbsyvs

WAHD ssiomld LH
LEWG 1
FROIHO 1
P2 - Aoguiciticn Pasensbess
Darks_ 20070818
ime 11,21
TR -
PECEED % mm FAEEO EE-
PULFROS =gt
™ 68536
JOLVENT 6D
wa i
D2 E
IWH 5424,50% Hs
PIDERS 0,0838328 H=

B, 882776L sec
11
SL.O00 usss
13.9% noec
287,02 I

a2 K
L.00000000 sec
1

I — OHAMNEL £1 mmmmmeme—
18
10,80 uae
=5%.00 4B
3L,77212880 W
500,13224%2 MH=
3 - Processing pacsnekess
3X7eE
200,1200000 M=
o
[
0,30 He
]
L.00

& Define Axis

0.03| ppm/cm, at offset

[
460 ppm

15.0| Hz/cm, at offset

23000 Hz | Apply [T}

Situation 3: interactive print-out optimizing



Interactive/dataset specific manipulations BRUKER
- 1D spectra: special axis settings

Axis can be in addition: ' a%n
- numerically configured

CTurent Data Favansbsyvs
HAHL saamld LH
LXEFHG 1

N : i I B eI
Scaling information can be o b -

FULPRCZ =gl
. TD 68536
displayed R
ws 1ls

SWH 54323,%0% Hs

PIDERS 0,08383% He
G B, 882776L sec
R 11

oW

' us
13.9% noec
287,02 I

a2 K
L.00000000 sec
1

R N L L LT R

cessing paamekers
Gmtes

b
H 200,1300000 IMH=
Axis 2
" " 0,30 He
ppm_~

¥/ show scalingd

Placement

Pos. 0.00 2.90
Dim. 19.74 10.63

Axes Grids, Curve.__.

Antmmnati;s Sefi;cme

Plotting in TopSpin Situation 3: interactive print-out optimizing



Interactive/dataset specific manipulations
- 1D spectra: more settings

| Spectruml ProcParslA-::unars | Title | PulseProg | . | Spectruml ProcPars | AcquPars | Title | PulseProg |
= . More settings are M - .
. - .. available under: — - —_
¢ = ’
I viarks Axes, Grids, Curve ..." || e -
Levels [ 00 |
-ppm - -Position - eg Cer [T
L | . PI t I t Bottom  [C]Right
- ot IIMItS
Integrals ] . . Offsets from graph (cm):
m] - m]
Curve Tick settings X 02| y| 02
Labels Grids -
[T Above X Axis [ X axis Oy axis
[C] Use for shift/scale
} > Plot limits
] X 4.50 4.00
] ]
¥y |-1.2e+04 2 1e+05
[C] Scale bounding box
Placement [Tl Draw box around
Pos. 0.00 2.90 [ Tick settings....
Dim_| 19.74|| 1063 Peaks, Integrals,. .
i R
Axes, Grids, Curve... > o Automation actions. .. [
Automation actions...

Plotting in TopSpin

Situation 3: interactive print-out optimizing



(o><)

Interactive/dataset specific manipulations BRUKER

- 1D spectra: Plot limits (<)
Plot limits: T B%n

- can be entered numerically* | oo v v

LXEFHG
FEOIND 1

— 4,328
—4.315

=
E——a.302

—4.14%
—4.11%2

P2 - Aoguiciticn Pasensbess
— 20070818
ime 11,21
TR -
PECEED % mm FAEEO EE-
PULFROS =gt
™ 68536
JOLVENT 6D
wa i
D2 E

IWH 5424,50% Hs

PIDERS 0,0838328 H=

B, 882776L sec
11
SL.O00 usss
13.9% noec
287,02 I

a2 K
L.00000000 sec
1

2L.77213801
500,1322392 MH=

3 - Processing pacsnekess
3X7eE
200,1200000 M=

o

Plot limits
W 4.60 4.00
y. -1.2e+04 2 1e+05

0,30 He

L.oo

["] Scale bounding box

ﬁ T T T T T T T T T
4.55 4.50 4.45 4.40 4.35 4.30 4.25 4.20 4.15 4.10
s 12, Zicm
2 ]

"] Draw box around

| Tick settings...

Peaks, Integrals....

Automation actions... * the TopSpin icon P has the same functionality. Therefore, it is disabled
in the plot tab, use this function to set exact values.

Plotting in TopSpin Situation 3: interactive print-out optimizing



Interactive/dataset specific manipulations

1D spectra: special tick settings

Tick settings:

- are calculated automatically

Plot limits

1H Cyeolosporin

— 4,328
—4.315

E——a.302

— 4,144

(o><)

(O

Bk

CTurent Data Favansbsyvs

HAHL saamld LH
LXEFHG 1
FEOIND 1

—4.11%2

P2 - Aoguiciticn Pasensbess
Darks_ 20070818

ime 11,21
o 2 TEO spank
FECEED  © mm FAEEQ EE-
PULPRO age20
™o 41836
JOLYINT 06D6
w3 1s
D2 E
IWH 5494,00% He
i ™ PIDERS 0,0838328 H=
- T 2 B.3E3TT6L sme
& Axis Tick Settings ﬁ P e
W 3L.000 urss

13.9% noec
287,02 I

a2 K
L.00000000 sec
1

@ Calculate axis ticks automatically s £
N ) aL.rmaisin b
L F|:':'E‘d S'E“W'Igs 500,1322492 MH=

aing pu.mll:

n00, 130000\1 HH=

ks 4 60 4.00 Y Axis ::11_
Y. |-1.2e+04 2 1e+05 || | Distance of labgfs: 50000.00 o

_4 E _[ 4|25 4|2l] 4I15 4‘||l] I |:||n
1 ﬁ ﬁfﬁ —

"] Scale bounding box # of minor ticks

] Draw box around
.—g_ - —
q Tick settings.. |

# of decimals:

Peaks, Integrals....

Automation actions...

Plotting in TopSpin
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Interactive/dataset specific manipulations
- 1D spectra: special tick settings

Tick settings:

- are calculated automatically

- can be set manua

Plot limits

X 4 60
y. |-1.2e+04

4.00
2. 1e+05
["] Scale bounding box

"] Draw box around
- ___ .

Peaks, Integrals....

Automation actions...

. . [—
Tick seftings... |
————)8

Ity

1H Cyeolosporin

— 4,328
—4.315

E——a.302

& Axis Tick Settings

|

@ Fixed settings

Distance of labg
# of minor ticks]

# of decimals:

) Calculate axis ticks automatically

Y AXis
50000.00

— 4,144

—4.11%2

(o><)

(O

Bk

CTurent Data Favansbsyvs

HAHL saamld LH
LXEFHG 1
FEOIND 1

P2 - Acguisition Paamastexs

Darks_ 20070818
ime 11,21
TR -

PECEED % mm FAEEO EE-

PULFROS =gt

™ 68536

JOLVENT 6D

wa i

D2 E

IWH 5424,50% Hs

PIDERS 0,0838328 H=

A0 ERETELLIT e

3 36
W 3L.000 urss

13.9% noec
287,02 I

a2 K
L.00000000 sec
1

3 - Processing pacsnekess
3X7eE

900,1300000 MH=
puazy

0,30 He

L.oo

|
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Interactive/dataset specific manipulations
- 1D spectra: Automation actions

| Spectruml ProcParslAcunars | Title | PulseProg |

More settings are

M v - _

Curve - . .. available under:

Axes - Automation actions ...
[l Left [ Top

Bottom  [C] Right

But these are discussed in
= the next chapter, Situation 4

> %

Offsets from graph (cm):
X 0z y 02

Grids ||
[C] X axis [y axis

Plot limits

X 4.50 4.00
Yy -1.2e+04 21e+05
[C] Scale bounding box

[Tl Draw box around

| Tickseftings.. |

Pe

< Automation actions.

Plotting in TopSpin

| Spectruml ProcPars | AcquPars | Title | PulseProg |

M - -
1D Automation actions 15 0w
X Plot Limits
Values of F1P/F2P ]
Y Scaling
Largest peak (in range) ~ |
]
Is scaled to
100.0| % of plot size =
Restrict peak search:
‘Skip solvent regions = |
[C] Base line at 4545 % N
[]Integral base at | 4545 %
[C] Biggest integral | 10.0 cm
Apply Now
Peaks, Integrals,... o

Axes, Grids, Curve...
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Interactive/dataset specific manipulations BRUKER
- more than one element

As soon as more than one element is selected
(use Ctrl or Shift-key to select several elements):
the following options appear: 3 —

=|  sStart Process Analyse Publish View Manage &) [T
| Create Dataset Lﬂ Find Dataset | ") Open Dataset | |Paste Dataset U Read Pars.
|52 Q@@ Oty F|[f [k [[sn
= group (ungroup) B | sr2 2| @0 il =9 & || LB | G0 | A lmo

_ al |g n bo rd e rS 3| 1 examid 1H 11 C\BrukenTopSpin3.2pi2iexamdats E‘E‘E]

| spectrum| Procpars [ Acqupars | Title | PuiseProg | Peaks [ integrals | sample | structure| Piot | Fig

- align sizes o :

Object Collection 18 Grelosporin B 2 B

Ungroup B Lgmgzn-
! =] =)

Align borders:

R

Align sizes:

R T T
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Interactive/dataset specific manipulations BRUKER
- deselect an element

To deselect one or several elements just click in another area of the layout which does

not contain an element. \
Clicking in the blue area outside ~~s&= —

Process Analyse Publish View  Manage @ |1_
th e Iayout wWOu Id aISO WO rk . | Create Dataset | |4 Find Datasst| ') Open Datasst| | Paste Dataset| |:] Read Pars.

Q| L [+ -NQ| | @B O |==T0 T |3 | At snc B
=& 1| /s 2 QR el | ==m & || S| A | mecno
N euamldeIlC.'\Bmker\TopSpin}ZMmdata E‘E‘E]
N

Speclrum| PcharslAcunars | TmeleeProg |Peak5 | \megra\slsamplel Struclure‘ Plot | Fid
A N

BRUKER©®

a (P50 o
e i

Align borders:

(=]
L]
(=]

-
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Different situations = different solutions B(I:ZK(E)R
> 1 tool (<

Summary:

"~ Siuaion R

* | would like to optimize my print-out for individual datasets

Plotting in TopSpin Situation 3: interactive print-out optimizing



Different situations = different solutions B(l:al((z-)n
> 1 tool (<

Situation 4

* | would like to get nice print-outs for all samples of my automation run

Plotting in TopSpin Situation 4: automatically the right print-out



Situation 4: BRUKER
nice print-outs for all samples in automation
Getting the print-outs for all samples in automation in the best way requires:

- smart features of the plot functionality
- user configurable according to your/all needs

S o
signal ?_7 || smart layout(s) oight 7
nes” height ?
;

sample B automation print-out B

position
Speclm baseline ? .
sample C Wiagy, 5" print-out C

sample A print-out A

NN N
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Nice print-outs for all samples in automation

- automation actions

As soon as a spectrum element (1D or 2D) is selected, the left panel offers*:

Automation actions ...

[ Bruker Topspin

Start  Process  Analyse Publish

| Create Dataset| | & Find

0 LT #8 2 €3] CR@Bmm @ K
_ty . by N I 1
2| 5lmne 3| @0 vl 4

:[ 1 wamld_1H 1 1 C\Bruker\TopSpind.2pi2\examdata
Spectrum| ProcPars |Acunars | Title: ] F'LI|SEFFDQ | Peaks | Inté
= =

Curve |

1H ¢yclesporin

Axes |
Len Top
[¥] Bottom ] Right

Offsets from graph (cm)
X 02 vy 0.2

@& Bruker TopSpin

= | B )

Grids -
X awis Y axis

Plot limits
X 450 400
¥y |-1.2e+04 2.1e+05
Scale bounding box
Diraw box around

Tick settings....

-
Automation actions. >

Plotting in TopSpin

Process Manage @
| Create Dataset Lﬂ Find Dataset | Open Dataset

G| T | #8 %2 &9 || (D GBmm O ||k==His F| & H X
E"; ::.: e i LE‘DL:.@ k:u@, F:v’:\e‘ﬁﬁ'f& k A s

| Start Analyse  Publish  View

%

| Paste Dataset| || Read Pars.

SYNC

A | | macro

: 1 examld 1H 1 1 CABruker\TopSpin3.2pl2\examdata

| spectrum| Procpars [ Acqupars | Title | PuiseProg | Peaks [ integrals | sample | structure| Piot | Fig

e

B v -
1D Automation actions By crelosporin

X Plot Limits
Values of F1P/F2P -

Y Scaling
Largest peak (in range) ~
Is scaled to

100.C| | % of plot size "

Restrict peak search: a
Skip solvent regions  ~

[7] Base line at 4 545%
[C]Integral base at |4.545%
[T] Biggest integral | 10.0 cm

TN T

Peaks, Integrals,...

Axes, Grids, Curve :'

7

= e e e

Wk e

lea
=
=]

&
=
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Automation actions an
(<O

The next slides inform about the Automation actions including examples

1D Automation actions
#° Plot Limits
Values of F1P/F2P

1

Y Scaling

1

:Largest peak (in range)

Iz scaled to

100.C| | % of plot size

1

Restrict peak search:

4

Skip solvent regions

["| Base line at 4 545 %
[“] Integral base at | 4.545%
[C] Biggest integral | 10.0 cm

[ Apply Now
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Automation actions:
X-axis: Plot limits

Layout 1D _H+zoom shows the same spectrum twice: the bottom one is set

up with Use full range, the top one uses Values of F1P/F2P

1D Automation actions - _
(_K: Plaot Limits \ =|  sStart Process Analyse Publish View Manage &) [T
F [ | Create Dataset L% Find Dataset | ") Open Dataset | |Paste Dataset U Read Pars.
lvalUES of F1P/F2P b QJ H[ #8 2 :;} l;})j@:;n:: _ S %:ﬂ@ E E%ﬁﬁ (\"é'\;:}i SYNC
DDﬂ't Ehaﬂ e I a2& | E /82 2 ||QQE < =T D A || macro
. . Values of FIP/F2P v s Se
USE’ fLJ” TEIT"IQE.‘ DDnlt Ehan = |l\e|PuIseProg|Peak5|\megra\slsamplelStruclure‘ Plot | Fid
Values of F1P/F2P J
———————— Use full range
s scaled 1o Values of F1P/F2P
|
100.C| | % of plot size - View:
Limits: ‘T{"{’T TB"
Restrict peak search: oser. @0 B (&
S‘Hlp E-Dh;ent rE'ngnE- v T 4.;5 4.‘40 4.‘$ 4.'3] 4.;5 4.;0 4.‘15 4.‘10
| ' Values of FIP/F2P ~ |
[Baselineat  |4.545% SRS NS |
Use full range AL
Integral base at | 4.54Z% s L
Cinteg Values of F1P/F2P e mr \*ﬁﬁﬁﬁf ﬂsrfaﬁgﬁaﬁaﬁf

[C] Biggest integral | 10.0 cm

[ Apply Now
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Automation actions: BRUKER
(<O

X-axis: Plot limits

Layout 1D_H+zoom shows the same spectrum twice: the bottom one is set
up with Use full range, the top one uses Values of F1P/F2P

& Bruker TopSpin

1D Automation actions

| Values of F1P/F2P: 7

X Plot Limits Start R
T “=1 F1P/F2P are parameters which can be manually set in
Values of F1P/F2P A
\ | TopSpln
Don't change Values of :P —op _ from the command line
Use full range — : | - orin processing parameter list
alues of F1P/F2P Jon _- change | - or by “define plot region” |
Use full range - or within an AU program
i | . .
okAE — Once they are set, a layout can be printed directly
% of plot size - with the desired region (without opening the Iayout)

Restrict peak search i JUUL
=LA, Values of F1P/F2P Bl
Base line at 4.545% el s J «‘AJJNH MU’”L
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Automation actions: BRUKER
(<O

X-axis: Plot limits

Layout 1D H+zoom shows the same spectrum twice: the bottom one is set
up with Use full range, the top one uses Values of F1P/F2P

uker TopSpin

1D Automation actions

SE TUll range
- — Lon nange
— Use full range
BRUKER
s scaled N N
8t Af Alnt cive - Use full range:
o (W[ The full ppm range which has been acquired will
o appear on the print-out.
Restrict peak search ~OAR
o solvent reqgions — With such a specFrum object you can prlnt e.g.
: alues of F1P/F2P - + a 3P spectrum with a 80ppm range acquired
Don't chanae e a220ppm 13C spectrum
-] - R 3 i1 - A0 | UL Gl e e
Base line at 4 545 % - » or 300ppm *°N spectrum
ntegral base at | 4.545% S ° efc. _
alues of F1P/F2P all with the same layout and you will always get
Biggest integral | 10.0 cm the full acquisition range printed.

Plotting in TopSpin Situation 4: automatically the right print-out



Automation actions: BRUKER
X-axis: Plot limits

Layout 1D _H+If uses the automation action for x-axis Don’t change

1D Automation actions
=] © [t

@& Bruker TopSpin
(_K: Plaot Limits \ =|  sStart Process Analyse Publish View Manage &) [T

| Create Dataset L% Find Dataset | ") Open Dataset | |Paste Dataset U Read Pars.

lV-Ei.I.UES of F1P/F2P bl 1S LI+ %2 Q][ (D@ @ || ==bin F || TR swe
& | sz 2 |@QQ0 il | =% 4| E Q| A& || mamo

Don't change
‘Use full range
Values of F1P/F2P
e o

e

: 1 examld 1H 1 1 CABruker\TopSpin3.2pl2\examdata
| spectrum | Procpars | Acquars | Title | PuiseProg | Peaks [ Integrais | sample | structure| Plot | Fig

M o -

1D Automation actions

1H Crelssporin

- o,

X Plot Limits

Values of FIPIF2P v

Don't change
Use full range
Values of F1P/F2P

Iz scaled to
100.C .?-'f: of plot size |

Restrict peak search:

SI{Ip solvent rE‘giDnE i | [Baselineat  |4545%

[C]Integral base at |4.545%

or
Skip solvent regions

[T] Biggest integral | 10.0 cm

] Base line at 4 545,
Peaks, Integrals, ...

| Integral base at 4.545% aves, it Cune

[C] Biggest integral | 10.0 cm

T 1A

[ 5 4 3
L

7 1 0 ppm
: T
=

i~

I~

e = o2
~ =@ =

=

‘
2
THl
=] f -

W

=]
=]

[ Apply Now
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X-axis: Plot limits

Automation actions: BRUKER
(<O

Layout 1D_H+If uses the automation action for x-axis Don’t change

1D Automation actions

Plot Limits
alues of F1P/F2P
Don't change Don’t change:
Use full ranae i | Whatever value is F1P/F2P, whatever region has
e - been acquired, you will plot exactly the x-axis
alues of F1P/F2P . : : :
L region defined in the layout for this spectrum.
5 scaled R - — With such a spectrum setting you make sure,
nlolsize Don't change that you always have the same area on the plot
Use full range (e.g. also the same ppm/inch scale). Useful e.g.
B ) i Values of F1P/E2P for Proton spectra thgt should, for instance, ;
FAEE siieslinl — T always show the region from 10 to -1ppm
Skip solvent regions s e : M UH‘MIUJLL ---------- -
| e SE
ntegral base at |4 .54
Biggest integra

Plotting in TopSpin
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Automation actions:
Y scaling relative to the intensity of a
reference spectrum

Don’t change: Y scaling should be used like it is stored within the layout (i.e. all datasets
are printed with the intensity scale of the dataset the layout has

1D Automation actions

% Plot Limits originally be created| .- %
Values of F1R/F2P v ;Largest oeak (in range) ~

(v scali ) e
¥ Scaling | Largest peak (all) e
[Largest peak (in range) ~ Largest peak (in range) —
Don't change

Largest peak (all)
\I_argestpea}{{mrange} )

Restrict peak search:

: : Don’t change:
‘Skip solvent regions v This is a rarely used, but nice option

I‘*‘QI'
Fl Base line at 4 545 — Can be useful if you want to print
= several datasets all with a relative '

(" Integral base at 4 54£% height according to one of them

(kinetics, tube reactions ...) 7

[C] Biggest integral | 10.0 cm

[ Apply Now X R A EF TR E Y --
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Automation actions: BRUKER
Y scaling: what is the biggest peak?

The area shown in the green box does not contain the biggest signal of the spectrum (x)
and the biggest signal in this area is the solvent signal

1D Automation actions
=] © [t

@& Bruker TopSpin

* Plot Limits | Stat Process Analyse Publish  View Manage & [T
i 1 | Create Dataset Lﬂ Find Dataset | ‘") Open Dataset | Paste Dataset U Read Pars.
Values of F1R/F2P | @Ol Q(@aw 0 |Fik T|& (G -
ﬁ"; :’_:: s @@@ ":"@l F%‘H’f & t ﬁ C\g:\': A | | macro
( . \ : 1 examld 1H 1 1 C\BrukeATopSpin3.2pi2\examdata E‘E‘E]
Y Sl:a“ﬂg [ spectrum | Procpars | Acqupars [ Titie | Puiseprog [ Peaks | integrals | sample [ structure Piot | Fig
. : : M o "
|LﬂrgEEt FE"E-H {ln range} bt 1D Automation actions 10 drelesporin X
X Plot Limits
Don't Ehaﬂge Values of FIP/F2P  ~
Largest peak (all) | ¥ scaing
c Largest peak (all) -
\Largest peak (in range) | y A
100.0| %ofplotsize -
Restrict pE.‘EIH search: R;;:;i:t:’::;:g -
SkKip solvent regions - ClBaselineat  |4545 %

[Tl Integral base at 4545 %

["] Biggest integral | 10.0 cm
| Base line at 4.545 % m@

Peaks, Integrals,...

[ Integral base at |4 545 % s, Grigs, Curve
g

T T
4 3

e

T
o ppn

ﬁf

15

|
2

it

=] f -

o [~

T T T T
8 7 6 5
I

I~ =

I~
I~

oo o
3
5 =

[C] Biggest integral | 10.0 cm

[ Apply Now

Plotting in TopSpin Situation 4: automatically the right print-out



Automation actions:

Y scaling: what is the biggest peak?

Largest peak (all) scales the signals relative to the biggest signal in the spectrum:
therefore the visible peaks are not as big as possible (cf. red line)

1D Automation actions

[ @& Bruker TopSpin

= | B )

(2] Kl

- irmi [ F art  Process  Analyse Publish View  Manage
X Plot Limits Largest peak (in range) : — : :
i 1 Create Dataset Lﬂ Find Dataset | '/ Open Dataset Paste Dataset U Read Pars.
Values of F1R/F2P | Don't change [+ Ql@@w O k==t F|(& (D0 svie

Largest peak (all)

ﬁr’ Scaling )

Largest peak (in range)

’.: /8 /2 § @@@ ":"@l F'Zﬁ':“}_"fé t ﬁ ®:\': £ || macro

e

11 C:A\Bruker\TopSpin3 2pl2\examdata
’charslAcunars | Title | PulseProg |Peak5 | \megra\slsamplel Struclure‘ Plot | Fid

;Largest peak (in range) -
Don't change

Largest peak (all)
\Largest peak (in range) ')

Restrict peak search:
Skip solvent regions  ~

["| Base line at 4545 %
[“] Integral base at | 4.545%

[C] Biggest integral | 10.0 cm

[ Apply Now

E - -
1D Automation actions Bi vetonporin a
X Plot Limits

Values of F1P/F2P -

Y Scaling

Largest peak (all)

Is scaled to

100.0] % of plot size "

["J Restrict peak search:
Skip solvent regions

[7] Base line at 4545 %
[Tl Integral base at 4545 %
["] Biggest integral | 10.0 cm

Apply Now

Peaks, Integrals,... .
Axes, Grids, Curve. . T T

86 34 82 BU 'ra 75 74 7.2 6.3 PPN

R Wﬁﬁf

Position: -3.51, 19.90
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Automation actions: BRUKER
Y scaling: what is the biggest peak?

Largest peak (in range) instead scales the biggest visible signal as big as possible

1D Automation actions
[@ Bruker TopSpin = | B S
_K: FI|Dt L|m|t5 lLargEEt peak {ln rangE} 2t Process  Analyse F'%blish View 7Manage @ B |1_
i 1 " | Create Dataset Lﬂ Find Dataset |'_\] Open Dataset Paste Dataset U Read Pars.
Values of F1R/F2P | Don't change s+ Q@@ O k== F|& |4z svic
Largest peak (all) s i |QQe wilk||e=% | |LH | OMW | A mwo
( . \ " 11 CA\Bruker\TopSpin3.2pl2\examdata EE@]
Y SEE“ﬂg Larg'ESt peak [In rar'ge} charslAcunars|Tme|PuIseProg|Peak5|\megra\slsamplelStruclure‘ Plot | Fid
.- : q E o e
lL"argE'St FEak {I'n ra“ge} o= 1D Automation actions By crelosporin [u]
X Plot Limits
Don't Ehaﬂge Values of FIP/F2P  ~ I
Largest peak (all) | ¥ Scaing -
c Largest peak (in range) - E
\Largest peak (in range) y A =
100.0| (% ofplotsize  ~ i
Restrict peak search: " el pok e f E
Skip solvent regions - Cemcineat  [45i5s
. ’ [[] Integral base at |4545 % Eé:
["] Biggest integral | 10.0 cm ;’_w
: -
(=] 221
("] Base line at 4.545% o I | l | :
eaks, Integrals,...
[C] Integral base at |4.545% s, s, Cure A R A A A A A A
[C] Biggest integral | 10.0 cm LR

[ Apply Now
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Automation actions: BRUKER

Y scaling: what is the biggest peak?

Including Skip Solvent regions now ignores the biggest visible signal, because it is a
solvent signal, and scales the small signhals as big as possible

10 Automation actions P S

_:,{: F}|Dt L|m|t5 [ - al Process  Analyse Publish View  Manage @ |T

] . IL’arS:-I'E:Et peak [Iﬁ range} B | Create Dataset || 3 Find Dataset | ) Open Dataset| |  Paste Dataset| | Read Pars.

Values of F1P/F2P nf Don't EhE‘IHQE 1] +8 %2 &) | (P@E@hum @ || == F p%fg H\ \1‘ syne )

| £ ',f: z ’;j ’:) ) h:u@. 4 W‘r;T" 2 | | macro

Largest peak (all) — T =2 P A= P
. 11 C:\BrukeATopSpin3 2pl2\examdata E‘E@]
ﬁgca”ﬂg \ LargESt mﬂk (l" rarm} brocPars | AcquPars | Title | PulseProg | Peaks | Integrals | sample | structure| Piot | Fig
o

on actions B Cyelozporin

;Largest peak (in range) -
Don't change :
Largest peak (all) | Skip solvent regions =
Largest peak (in range) o

100.0] % of plot size "

/| Restrict peak search: =

FiPIF2P

Restrict peak search:

Restrict peak search: —

i i [] Base line at 4545 %
k SHlp SDlvent rEIngnS ‘rj [T] Integral base at |4545 %
[7] Biggest integral | 10.0 cm
4.54%0% MM

] Base line at 54¢
Peaks, Integrals, ... -

Axes, Grids, Curve... 68 865 84 8z 80 78 76 74 72 70 68

[“] Integral base at | 4.545% :
HOE BN W

[C] Biggest integral | 10.0 cm

[ Apply Now
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Automation actions: BRUKER
Y scaling: what size is the biggest peak?

This setting defined the size of the biggest peak in the previous examples
(100% of plot size = as big as possible within the element size)

1D Automation actions

& Bruker TopSpin = | B ||
¥- Plot Limits ©|  Start Process Analyse Publish View Manage &) [1
. | Create Dataset | |l Find Dataset | Open Dataset|| | Paste Dataset| i Read Pars.
Values of F1R/F2P | | (L[ s 2 Q (@@ O [Kesddo F || 85 H 1 sc

2| Fmnr I @@ el | =9 4| E B C‘g A | | macro

: 1 examld 1H 1 1 CA\Bruker\TopSpin3.2pl2\examdata
Y SI: | | | n g | Speclrum| PcharslAcunars | Title | PulseProg |Peaks | \megra\slsamplel Stmclurew
. : E o R

Largest peak (in range) - D I .

. - X: Plot Limits

Values of F1P/F2P -

Iz scaled to
100.C .% of plot size |

¥ Scaling
:Largest peak (in range) ~

Is scaled to

100.0] % of plot size "

Restrict peak search:

Restrict peak search: —

| Smp SD|1u|'ent regiona - - [] Base line at 4545 %

[T] Integral base at |4545 %

[T Biggest integral | 10.0 cm

[ Applynow |
] Base line at 4.54E % - M@

Peaks, Integrals,...
| Integral base at 4.545% (s, S @V o sz w0 73 75 7a 72 70 ea

B

[C] Biggest integral | 10.0 cm

[ Apply Now
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Automation actions: BRUKER
(<O

Y scaling: what size is the biggest peak?

This setting defined the size of the biggest peak in the previous examples
(100% of plot size = as big as possible within the element size)

& Bruker TopSpin

1D Automation actions

O | imits Start Process Analyse Publish View Manage 1
Create Dataset E Dataset Open Dataset Paste Dataset Read Pars.
Values of F1P/F2P - 7 ! swe B
s scaled to P 5
E~:3 "_|_:| 1{]{]_{: % Df plDt E-IEE' v.;-,q,\:a's Title | PulseProg | Peaks | Integrals | Sample | Structure
_a-g'-—__E- ,’."":EIF I r| -an:-]'-—__ - 1D Automation actions By ool a a
Plot Limits BRUKER
I 5 ged fo \ Is scaled to The other tw i : i
- - .| The other two options:
104.C| % of plot size - 100 =|:rr‘| height .~ | - cm height
% of plot size “| - values of CY
REstricm height | are rarely used.
L value of CY Is scaled to u For further details please
RiplP=EE S = D Y, e .| refer to the manual
g ]
Base line at 4. 54£9 p ﬂbu”
ntegral base at |4 545 % 5 s wa sz w0 7
Biggest integra cm

Plotting in TopSpin
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Automation actions:
Y scaling: which peaks are of (no) interest

Restrict peak search: the default Skip solvent signal has already been discussed

1D Automation actions
#° Plot Limits
Values of F1P/F2P

Y Scaling
Largest peak (in range) -

| spectrum| ProcPars | Acqupars | Title | PuiseProg | Peaks | integrals | sample | Structure| Piot | Fig

& Bruker TopSpin = | B ||
| sStart Process Analyse Publish View Manage &) [1
| Create Dataset || 3 Find Dataset | ) Open Dataset| |  Paste Dataset| | Read Pars.
|G| LT #8 +2 &3 [(PEmmwn @ |,=-:M:Ut T p%fg H\ \,\ swnc B
2| F|| /82 2 QQQ vl || ==y & (BB | Dok | A& | macro
: 1 examld_1H 1 1 C:\Bruker\TopSpin3 2pl2\examdata EE@]

S

Bn

1D Automation actions (u]

B crelosporin
X: Plot Limits
Values of F1P/F2P

¥ Scaling

I araest neak (in range) -

ze

Restrict peak search:

Is scaled to
100.C| | % of plot size -
( Restrict peak search:
;Sh:ip solvent regions -

Use REG file
[T1 §Only integral regions

| arch:

:Ship solvent regions

¥ | gons -

4545 %
[T] Integral base at |4545 %
[T Biggest integral | 10.0 cm

Peaks, Integrals....

Ul

T
J Axes, Grids, Curve &8

75

\ [ |Skip solvent regions

e

[C] Biggest integral | 10.0 cm

| l

Apply Now

S

7.4
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Automation actions: BRUKER
(<O

Y scaling: which peaks are of (no) interest

Restrict peak search: the default Skip solvent signal has already been discussed

1D Automation actions Restrict peak search:
X Plot Limits Use REG file . . || The other two options: 1
e ' | - Use REG file
e N - Only integral regions 3
are rarely used.
Y Scaling Restrict peak search- For further details please
L - . | refer to the manual 7
LANES] PEAK LN LANOE). = ‘Only integral regions; v : Ko ol
s scaled
t size - e
r ~ Restrict peak search: .
. i 1 arch =] g
] Restrict peak search: Skip solvent regions v | . - B
‘SKip solvent regions - S
Use REG file JJJ .
- Gmy niegral reglons ["] Restrict peak search’ Uncheck Restrict peak U———
\I I5KIp solvent regions | e o search will consider all
Biggest integra Skip solvent regions peaks for Y scaling
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Automation actions: BRUKER
further automation actions

To complete the automation actions some settings for baseline and integrals are offered

1D Automation actions
#° Plot Limits
Values of F1P/F2P

1

Y Scaling

1

:Largest peak (in range)

Iz scaled to
100.C .?-'f: of plot size

1

Restrict peak search:

Skip solvent regions

4

["| Base line at 4 545 %
[“] Integral base at | 4.545%
[C] Biggest integral | 10.0 cm

| Apply Now
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Automation actions:

BRUKER
further automation actions: Base line at x.xxx %

By default (Base line at unchecked) the base line of a spectrum is placed in such a way,

S that all positive AND all negative signals are visible (cf. red lines)

1D Automation actions

A7 Plot Limits

VE—JJLIES Df F1 P;FEP ot ] Spectrum | ProcPars | AcquPars | Tiie | PulsePr 0g | Peaks | imegrass | sampie e a 55:"“" FrocPars | Acquears | Tite | PulseFrog | Peaks | Integrars | Sample | Structure, Fia! Fd

. ’ B - “ -

Y S{:a”ng :‘Tﬂ:’HFIFEF :':::S:FIP-FZF -

Largest peak (inrange) v - S

s scaled to ' Mil"mm : ) “ii“fm . ‘

100.C| |% Of plotsize  ~ | e o tvaiel - ‘ [
Restrict peak search: B pmprsas

Skip solvent regions

4

That's great ¢

Spectra, g.for DepPT

l ] Base line at 4.545% ]
niegral tase at (4. 0dc e

[C] Biggest integral | 10.0 cm

lace gy
0 I
osition  aliCally

| ApplyNow |
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Automation actions: BRUKER
further automation actions: Base line at x.xxx %

Checking Base line at keeps it fixed independent of negative signals. The default value
4.545% describes the standard position of a non moved base line.

1D Automation actions

X Plot Limits
— CBaselineat  [4542% WBascineal  |454%
Y SEE“ﬂg IS:'“_‘J*""“"" S o ““‘“:"" I Tite | PuiseProg | Peaks | megrais | sampie | Strucure

Largest peak (in range) v o

Iz scaled to

100.C| % of plot size  ~

Restrict peak search: -

SKip SOIVeNt regions + ...

Baselineai  4545% ] .
..................................... e —
useful for Se line fixeq js

'S Specira, o.g
ZCquSftions hEtefOnucIef

niegral base at | 4.24Z%

[C] Biggest integral | 10.0 cm

| ApplyNow |
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Automation actions: BRUKER
further automation actions: Integrals base at x.xxx %

By default, drawing integrals starts at spectrum baseline, wherever baseline is placed.
Integral base at allows you to change this.

1D Automation actions
X Plot Limits [] Integral base at |4 545 % Integral base at | 20.0 %
Values of FIP/F2P

Y Scaling
Largest peak (in range) -

Iz scaled to

100.C| % of plot size  ~

Restrict peak search:

SKip solvent regions

["| Base line at 4. 545 %
[“] Integral base at | 4.545%
[C] Biggest integral | 10.0 cm

[ Apply Now
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Automation actions:
further automation actions: Biggest integral x.xx cm

By default, the biggest integral is printed a little bit smaller than the biggest signal

1D Automation actions
#° Plot Limits
Values of F1P/F2P

Y Scaling
.Largest peak (in range) -
Iz scaled to
100.C .% of plot size A
Restrict peak search:
‘SKip solvent regions =
| Base line at 4 5459

[] Integral base at |4 545%
g

[C] Biggest integral | 10.0 cm

[ Apply Now

(cf. red lines).

@ Bruker TopSpin = | B )
i3 Sta Process nalyse ublis| View  Manage 7
| stat P Anal Publish Vi M 1
| Create Dataset Lﬂ Find Dataset | ") Open Dataset | |Paste Dataset U Read Pars.
G| ][s2 Q@@ Okt F||& Ak snc B
ﬁ"; :’_:: e i @ @@ ":"@l F%‘H’f & t ﬁ C\_Q v | A || macro
: 1 examld 1H 1 1 C:\Bruker\TopSpin3.2pl2\examdata E‘E@]

| spectrum| Procpars [ Acqupars | Title | PuiseProg | Peaks [ integrals | sample | structure| Piot | Fig

=]
Layout: (=] 1 Getesporin
+10_H.xwp
Print: E
Default Printer
Paper: A4
View:
umits: ) R
T T Espand
Display: Q
Click here to insert new elements:
Standard NUR ll M
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Automation actions: BRUKER
further automation actions: Biggest integral x.xx cm

By default, the biggest integral is printed a little bit smaller than the biggest signal,
but Biggest integral allows to define a fixed value.

1D Automation actions
#° Plot Limits
Values of F1P/F2P

1

Biggest integral | 10.0 cm

Y Scaling

1

:Largest peak (in range)

Iz scaled to

100.C| | % of plot size

1

Restrict peak search:

4

Skip solvent regions

["| Base line at 4. 545 %
[“] Integral base at | 4.545%
[C] Biggest integral | 10.0 cm

[ Apply Now
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Automation actions: BRUKER
executing and testing

With the Apply now button you can execute the automation actions defined.
— are the settings doing what you expected them to do?

1D Automation actions
#° Plot Limits
Values of F1P/F2P

1

Y Scaling

1

:Largest peak (in range)

Iz scaled to
100.C .?-'f: of plot size

1

Restrict peak search:

Skip solvent regions

4

["| Base line at 4 545 %
[“] Integral base at | 4.545%
[C] Biggest integral | 10.0 cm

Comior 1
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Automation actions: BRUKER
executing and testing

Note: X Plot Limits
The x-Axis setting ‘Don’t change’ is a bit tricky to test. \Values of F1P/F2P .

If you have numerically defined a specific x-axis range in the
layout and a different range becomes visible when you switch
to the plot tab, then your spectrum is displayed in “current Values of F1P/F2P
range” mode and not the one defined in the layout. Executing
the x-axis automation action ‘Don’t change’will now overwrite
the values in the layout with the limits read from the TopSpin
spectrum display for this plot!

Use full range

Tip:
Instead of clicking on the plot tab go there by executing the
TopSpin command:
plot —n (no automation actions will be executed)
plot —r (the automation actions are be executed and x-axis
will show up in the area defined in the layout)
Both ways will open the layout as defined without taking over
the limits from the currently shown spectrum range. 7
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Automation actions: BRUKER
Only for automation?

Useful to know:

1.

2.

3.

4.

Automation (IconNMR) plots any layout according to all its automation actions*.

With the Apply now button in the Automation actions settings of an element you
can test and execute the actions manually.

The TopSpin command:
plot —r
opens the plot tab and immediately executes all automation actions

The TopSpin command:
plot —n
opens the plot tab and ignores the limits set in the TopSpin spectrum display.
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Different situations = different solutions BS:Z@R
> 1 tool (<)

Summary:

Automation actions of each individual spectrum object can be
precisely configured to get the desired print-out for any
experiment measured in automation.

Situation 4 ‘/

| want to get nice print-outs for all samples of my automation run

Plotting in TopSpin Situation 4: automatically the right print-out
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