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. autoplot: Plot data according to Plot Editor layout (1D,2D),
with the current limits and scaling

plot: Open the Plot Editor (1D,2D), adjust scaling, limits etc.

prnt: Print the current dataset (1D,2D,3D) exactly as it appears
on the screen

print: Open print dialog box (1D,2D,3D)
plintfac: Plot integrals with different scaling factors (au)

plot_sino: Plot spectrum, scaling depends on Signal-to-Noise
(au)

plot_to_file: Creates a postscript file of the desired plot (au)

plotx: Plots all integral regions separately with same scaling of
X axis. (au)
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plot : start with TOPSPIN plot limits

plot -r : use plot limits defined by layout settings
plot -n : use the layout without any modification

- XWP: For convenience of XWIN-NMR users, the command
xwp is mapped to plot

XWPFr: For convenience of XWIN-NMR users, the command
xwpr is mapped to plot -r.

You can also start XWINPLOT by typing Xwinplot in the
command line !
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“prnt” will plot exactly what is in the spectra window of
TopSpin
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- “print” will open the print dialog box (1D,2D,3D)

' Print [Ctri+P] - pmit x|
Options
& Print active window [prot]
" Print with |ayout - start Plot Editor [plot)
" Print with layout - plot directly [autoplot]
Required parameters
LAYOUT = DX 30 =l

Use plat limits Fill data set list

# from screen / CY _
_ _ & from your default portfolio
€ from Plot Editor Feset Actions

& as saved in Plot Editar & fram portfolio saved in data set

Cancel | Help |
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- The plot limits have been set,

Bruker TOPSPIN 1.3 on meblap as meb

File Edit View Spectrometer Processing Analysis Options Window Help . the Scal | ng has been set and

NabR e B4 Ay Ijdwid2EradhT O 5 s m
2pwpt EMARAQER[E s 4 H[F T L
Wesomto 11 CBkerTOPSPN QUL EEE|

SDECUUI’H| PrucPars' Acunars' T\tle| Pulserg| Peaks| Integrals| Sample| Structure| Fid| Phase| Cahbrate| Baseline| Pick Peaks| Integrate| Prmt'

-

-the layout has been set

.

T T T T T T T T T T T T T T T | T
10 8 6 4 2 0 [ppm]

sref [

Just type xwp, plot or whichever way you want to
start. On the command line.



Layout name (from edp)

CSPIN

Pint Fditar 1N Hx nl

ile Edit View TOPSPIN Draw Optlons Window Help ‘

menus
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If you type xwp (or plot)
in TopSpin
You will use the current

layout the current plot

lcons limits and scaling

Data |

Attrlbutesl Zoomin |ZDDmDut| Full | ElEtE | IS |Ungr0up| Rotate | =t |1DI2D—Edit| i

1% Cpelosperin

¢ Standard
= NMR

Title
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¢.CELERE mx

.............
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e B e

F1 |Pasition: -2.00,14.60

[Mark object [Zoom:100% 4 AU




Use this to
insert a title \
Use this to

inserta 1D
spectra —

Title

\

1[I H

Use this to
insert a 2D
spectra =

:

Use this to
insert a set of
stacked

spectra
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- Use this to insert
parameters
- Use this to insert a FID

-Use this to insert text

-Use this to plot T1 and
T2 datasets
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- You can enter the layout you want to use
in edp

- You can start Xwinplot, and then call up a
new layout

. Or you can create your own from scratch

- Or you can create a new one from one of
the canned layouts.
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F1F [ppm] = 11.008 Left limit for pp

F2P [ppm] = -1.00806 Right limit far po

CY [rel] = 19 Intensity of reference peak
Automation

AUNMP = |pr|:|c_1 d 7| Processing AU program
|LAYOUT = [#1D_Hxwp > | Layout file for 'autoplat’

hiscellaneous

Choose a layout here in edp
Don’t forget the “+” at the front

Layouts are stored normally on windows at:
C:\Bruker\TOPSPIN\plot\layouts

Layouts are stored on Linux at:
\opt\topspin\plot\layouts
But you can store your layouts any where on any disk

4l BRUKER
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ayouts '&8“

Every Bruker parameter set has a layout that will
usually work with that experiment.

Others are available
You can make up your own
You can also have sub directories of your own

You can name your layouts anything you want, but
you must supply the .xwp extension yourself.

1D+1D+1D.xwp 1 D+1D+int.xwp 1D+1D+pp.xwp
1D_BB.xwp 1 D_H+info.xwp 1D_H+If.xwp
I1D_H+noint+ppp.xwp 1D_H+pp+info.xwp 1D_H+pp+If.xwp
1D_H+pp.xwp 1D_H+zoom.xwp 1D_H.xwp
1D_noediff.xwp 1 D_X+int.xwp 1D_X+nopp.xwp
1 D_X+ppfile.xwp 1D_X.xwp 2D_hom.xwp
2D_inv.xwp prohump.xwp proresol.xwp

t1norm.xwp
i R
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13C{1H} AV 300 Automation Cholesterylacetate

Current Data Parameters

NAME examld_13C

EXPNO 1

PROCNO 1

P2 - Acquisition Parameters

Date_ 20040330

Time 3.43

INSTRUM spect

PROBHD 5 mm DUL 13C-1

PULPROG zgpg30

TD 65536

SOLVENT CDC13

NS 256

DS 4

SWH 17985.611 Hz

FIDRES 0.274439 Hz

AQ 1.8219508 sec

RG 32768

DW 27.800 usec

DE 6.00 usec

TE 303.0 K

dll 0.03000000 sec

D1 2.00000000 sec

DELTA 1.89999998 sec

TDO 1

======== CHANNEL f] ========

NUCL 13C

Pl 8.00 usec

PL1 0.00 dB

SFO1 75.4752958 MHz

======== CHANNEL f2 ========

CPDPRG2 waltzlé

NUC2 1H

PCPD2 100.00 usec

PL2 0.00 dB

PL12 20.00 dB

PL13 22.00 dB

SFO2 300.1312005 MHz

F2 - Processing parameters

ST 32768

SF 75.4677448 MHz
. doperl v \ - WDW EM

SSB 0

LB 1.00 Hz

T T T T T T T T T T T T 3B .
T I T I I I T I =1} 1.40

T | T
200 180 160 140 120 100 80 60 40 20 0 ppm

R
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Remember, a COSY is usually
plotted with the same limits

in F1 and F2, it’s a square matrix

COSY Cyclosporin

|




AV 300

E———

Automation Cholesterylaceta

Stacked plot One Of the prOblemS

L L ||‘I.l|h||||

with Stacked plots is

all of the spectra scale
to each other.

e

| maannl N

T

L L1 Ll |

200

180

160

140 120 100 80 60 40 20 . 0 -20 ppm



=RGiER

You can set the plot limits in Topspin with the cursor,
right click, and choose save display region to...

Display Properties... | ] Save display region to ___ %

Save Display Region To... Options

Restore Display Region From Params. F1/2 =P % Parameters F1/2 (e.g. used by 'restore display', ... [dpl]
" Parameters ABSF 142 (e.g. used by 'alst, apk')

" Parameters STSR/STSI (used by strip ft)

Files... C Parameters SIGF1,2 (signal region) (used by 'sing'y

File Properties...

" Parameters MOISF 1,2 (noise region) (used by 'sino')
A text file for use with other programs

What ever the limits are on the display will be the new plot
limits for Xwinplot.

Wt R
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Or you can choose the plot limits in Xwinplot itself

Edit Display Object ]

Scope: [V Spectrum

W Integral

W Axis on Bottom [ Axizon Top
[ dwis on Left [ &wxiz on Right
[~ #-Grid [~ v-Grid
W Peaks ™ Irtegrals
Ippm - I percm: (12,073
I Middle I Offzel: (100056

et YWalues | ze Values |

Cloze

You can also choose the scaling of the
Spectra or the integrals in this window

You can also add or change the
appearance of the axis and integrals

4 BRUKE
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Click the “new” icon, this blanks the current
layout

=] TOPSPY. Plot Editor - [Plot2]
E] File dit View TOPSPIN Draw Options Window Help

Ded@esd » = @82
Diata. | Attributesl Zoam in |ZUDmDut| Full | IEEtE | I o |Ungr0up| Rotate | =it |1D£2D-Edit| IE[pje]s] |

o,o o
oo
Expand | 2oom™

£ Standard
& NMR

o.,o0 o
Mode: j\j
oo

|ForHelp. press F1

|Position: 3.90.20.60 |Mark object |Zoom: 100 %

20
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. Check to make sure the printer and print limits are correct

Page Setup EHE |

Page Setup HE1 |

— Paper
— Printer
Size: :
Mame: Adobe POF Properties... |
Source:; I.ﬁ.utnmaticall_l,l Select ;I Status: Feady
Type: Adobe POF Converter
— Orientation tdarginz [millimeterz) Whee: My Documenis
" Portrait Left: |15 Right; |1 5 Comment:

&+ |andscape Top: |15 Bottom: I'IEI
— Split page
M |1
¥ |1
]

Metwork. .. ok Cancel

Cancel Frinter...

A R
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Click the Title button and add the title where you want it
Alignment

Edit |

Text | Data Set | Basic |

Titwl-;: > e
Mﬁ [~ Allow automatic font resize Edit ... |
=% — Alignment
o 4| MR
1 Text
o °F Vertical: & Top O Center ¢ Bottom
'“:"t TIT Horzontal:  © Left & Center ¢ Right
2
[~ Do not change "hot point” i alignment changes

¥ Recalculate Object Dimensions

oK Cancel Apply Help

i RUKE
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the data set that has the title you want to use

Edit |

Tet  Data Set |Easic |

Data

oK Cancel Apply Help

" RUKE
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The)n set the orientation, size, position and attributes (color, font
etc

Edit |

Text | DataSet Basic |

Attributes x|
File
Fositon - ¥ 16.806717 — Colar gelection
Ok
& Line © Fil Li Salid -
Dimension ; 12.354000 4 1.293283 e ! n= I ol —I
- Aaply
Line |1 ;I
Cancel

Atributes | >

Fill Style [ Unfiled =]

— Fant zelection

IEnurierNew ;I
Change ... | Size: ILI 12IF't;I Drefault |

rGe Caor [

QK Cancel Applhy Help

Make sure you hit apply before leaving! @3;"(5
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After you have the title where and how you want it click
the spectra button, insert the spectra where you want it
on the plot window

]

Title

|| HI

M}:

o
3
%o 4| Text

A

]

l']:‘2

/]

You can use the
handles to
re-size and
move the spectra

13C{1H} AW 300 RZutomation Cholester vlacetate

O O O

O O
" v »

= 1 O

" RUKE
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You can change the plot limits here
Set the axes and the attributes, offset etc. from here.

O x

Graph | 1D Spectum | Data Set | Basic |

~ Plot
Plot limits in hertz . Ximin / ¥mizc R/ -19.104841
O r PPM Ymin / Ymae | -56938941.463030  / |1029666786. 72363
[T Scale Bounding Box ™ Draw Box around
— fes

[ Left [~ Top =
bt
¥ Boton T Fight _ Muibutes |

H-adis offset: 0.2 f-ais 02

—(Grids

Curve
[T Xads
Y ads Attributes | Attributes |

oK Cancel | Mooty | Hep

o im RUKE
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Set the axis for PPM or Hertz here
Add peak picking and peak marks
Add integrals and integral labels here also

Edit x|
Graph 1D Spectrum | Data Set | Basic |
— Units
H-fues: @ ppm  Hz  Points

Peaklabels: @ ppm  Hz ( Poirts

— Peaks

V¥ Show Peak Marks
¥ Show Peak Labels

Teod Fomat: I

— Integrals

¥ Show Intearals

fmin, “Ymax: I

W Show Integral Labels

-157822e-008 . 0

Text Format: I

[~ Labels above X ads

.
Az

— Scaling Info

[ Show scaling information for ¥ axis

Affributes

Attributes

oK | Cancel |

Apply

Help

V44
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From here you can choose the data set
And the position and dimension of the spectra window

Edit x| Edit X

Graph | 1D Spectum Data Set | Basic | Graph I ‘lDSpectn_lmI Data St Basic I

Position x: 0. 4000008 I 1.300000

Select TereT = | 19.800000 4 | 14200000

Aftributes |

ok | cance Apply Help ok | cancsl Apply Hep |

A R
28 SIOSPIN



L3C{1H} __| AV 300 Butomation __ _Cholesterylacets BEE o ________
| \&%W'
N O O
1
N O
i
— _— o . : : o~
|
:. T T T T T . T T T T T .i
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~_Lrediind a new 1avout 1rrom ScCrc

e T S O & 8§ 8§ S S YV U 1 % V¥V 7 OO G 1 F N 0 S O

If you do a right click on the
spectra window you will get
this menu

From here you can choose the
“Edit Panel “

Or the “Edit Displa ect

Panel”

Edit Display Object ]|

Edit...

’ Scope: W Spectium ¥ Integral
10/20-Edit .
Automation ... ﬁl A
1902
Aftributes ..
cond 4212|4818
Cut I
> | FE RN
Copy > T \I/ ~7
Paste W Auiz on Battam [ &z on Top
[~ Az on Left ™ Auiz on Right
Delete I %Grid ™ v-Grid
Dup”cate v Peaks [ Integrals
Raise pRm | percm |12.DF’3
Lower IMiddIe - I Dffset: |1 00.058
Rotate Get Values | ze Values |
Reset Object

=GR

Edit | %]

Graph | 1D Spectum | Data Set | Basic |

r Plot
Kmin / ¥manc: 219.21699 540 -19.104841
Ymin ¢ Ymae: -56938941 463030 / |1 029666786.72363¢

™ Scale Bounding Box ™ Draw Box around
— Aues
I~ Left [ Top b
¥ Bottom r Right il
Xads offeet: 0.2 Y-ads 0.2

r~ Grids Curve
; i:: Atributes | Atribut
[ ok | canced | sopy | Hep |




=GR

The same principles apply to the parameters or NMR text
or any other object you add to the plot layout.

The same things apply to 2D spectra also Title
And you can do the same sort of things for stacked plots. il

;

L
11f

(T

And of T1/T2 plots work exactly the same. er

Ny | Ty,

5]
=
H




Go to the first data set of the series of sets you want to plot
together, its easier if they are increasing expno’s or procno’s

Click file and then open and navigate to the stacked plot directory

£5] TOPSPIN Plot Editor - [stack_3 xwp]
_EI File Edit View TOPSPIN Draw Options Winc

Ctrl+N

[ MNew

Open..

Ctrl+0

Save
Save As .

£ Abandon
E
¢ Close

Cirl+5 F

Open Layout/Portfolio From Dataset ..

£ Save LayoutPortfolioc To Dataset...

Export ...
¢ Send..

Print...
Multi-Print ...
Page Setup...

Ctrl+P

1 stack_3.xwp
! 2C)\Bruken. \layouts\1D_Xowp
. 3C\Bruken. \junk_plot_1.xwp
4 stack_B.xwp

Exit

l':[‘2

Open 2] x|
Look in: | (23 layouts stack ~| & & cF B
= stack_3.xwp: =] stack_9.xwp stack_15xwp stackp,
=l gtack_4xwp !l stack_10xwp stackp_3xwp stackp,
=lstack_Soxowp ! stack_11.xwp stackp_4 xwp stackp,
= stack_B.xwp !l stack_12xwp stackp_bxwp stackp,
F| stack_Txwp [ stack_13xwp stackp_Gxwp stackp,
H stack_8xwp  |H stack_14.xwp stackp_7xwp stackp,
«| | 2
File name: I Open
Files of type: | TOPSPIN plot layouts {*xwp) = Cancel p
7

Choose the layout with the most appropriate number of spectra

3 in this case

32
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The right click and choose “edit” navigate to the “stacked” tab

You can set the X and Y offset if you want and the number of
spectra to be used

Eait |

Graph | 1D Spectnum  Stacked | Data Set | Basic |

Mumber of Stacked Spectra: I g

Specira Offsst: | 0.75x5.8

[ Set Curve Attributes to "White Wash"

R
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Navigate to the “Data Set” tab, then click “Select”

The data set selector will open up
The click “edit”

Data Set Selector %]

1. C/Bruker TOPSPIM Adatadguest/nmnfexamld 1301 /pdat ]

Graph | 1D Spectum | Stacked Data Set | Basic | Apply
1 Cancel
Data IkerfTOF'SF‘INfdatafg
Select ...
E dit
S
<] | ]
oK Cancel Apply Help
4 BRUKER
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st
The portfolio edit should open up in the correct data set if
not, navigate to the correct one

Choose which data set you want and click “append” after
each one

Portfolio Editor 1
File Edit
Diirecton: Manne: Expi Frocho: :
C:/Bruker/TAOPSPIN cyclosporine 1
CABruker TOPSPIM 2
U\ topspin examld_TH
examzd_CH 4
exam2d _HC 5
; exam2d_HH E
User. examad
| T rainini
meb
Portfaolio:

C:/Bruker/TOPSPIM /datasguest/nmrdexarnld_13C/1 /pdatast
CJB k JTDPSPINJEI t ..-'u t.-" mn" am1c| 13C/2/pdatas
3C/3/pdatail

Then click “apply” and “apply” in the “data set selector”

i RUKER
“’BIOSPIN
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- Adjust the handles, and amplitude of the spectra

- Add a title or parameters or offsets

l ST W
i L L
] | MHM _
. L .U\MMJ, g
. -ppm BRUKE



- Showpp

C:'\Bruker TOPSPIN'exp'stan'nmrlists'pp'hmbe gplpndgf

Fl
Pl phi=0 Plprl2={08.] M
T e 184n
Ig 3
i nz D il Did Did F Dig nj
W 1§ 4458 18m  S0m k1] Jou 200 0w 2\ Ju du TR ” 1y
b
1 |F
Go locp l |
MC lsgp
E2
P3 ph3=[0 BF3|ph4=0.2 P3 phs=[0.0.]
l6.6u  1d.du 16.6u
Fli:1 PL6C2 Pl6:3
UNELK BLEK
1000w 1000u 1000u
KA L)

RUKER
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- Tip of the day

@ Did you know... . ComDIEte manual

You can get a quick view over all open layouts by
clicking *indows/Tile.

Contents
Chapearl Tmiredmesion ... e T
11
1.2
[ Show Tips on Startlp Mext Tip Close B A "
L - . ]
L6 DBogmpoe.. ... .....ccc.ciccrrrencrame s 5
Chapesr I Starting FLOT EMHTHR - . . oo cecmveam e s 11
L1 plot -atest e Torsek plotlimis ... .ol 11
L1 plot -r - plof bt defised by loyout semags, ... .. .. 12
L3 plot .nooome the loyou widoul sy moddicaion .. ... .. 12
24 The curveat dats set and the peneter LAYOUT. . ... 13
L5 Commasd hngoptiomsdorplat ..ol 14
Ef Command hoe aptions forameplet . ... Lo 14
A Persfidiz ednisl rpizes .. . . 14
i et cplans . .. . . Kl
ET Lyt il dubime SYIIEN. . ... ..o 16
Chapeer 3 PLOTEBITOR amd TOMEFIN .. .o eaiiieaannes 17
31 Cresng alile ... ..o vvneriiamrrrrnmrcsmnrrran s 17
31 Crewtng a parepsier lsdag. . ... ... cooiiaiiiiaeas 18
33 Creadng apeak hse -
34 Cresting an inocprel negeormegeon e .. ... ... 18
35 Cresbngalevelsdile ... ... ... . ... ... 19
B ]
A7 Cresting TUTZ oovedila. . . ... ..o e iemiiiianmrean e 19

R
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- XWINPLOT Manual

- TopSpin Processing Reference Guide

- TopSpin Automation Reference Guide
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