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® General Troubleshooting




How to get support

Your question can
be answered as
soon as possible

Send Information
automatically or
manually to Bruker

You have a
guestion about
TopSpin?

Execute
‘savelogs’

Contact your local
Bruker office

Get an support
identification
(‘support token’)




Hot to start savelogs
BRUKER
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How to use savelogs
@cute Savelogs e (] ) BRUKER

This tool will collect support information about your current TOPSPIN installation and allows
you to send it via FTP to Bruker. Use this tool only if you have been instructed to do so.

Support token r g
§| Execute Savelogs ==
Please enter your support token if available:
This tool will collect support information about your current TOPSPIN installation and allows
Additional files or directories

you to send it via FTP fo Bruker. Use this tool only if you have been instructed to do so.
Additional files or directories to be included in the "savelogs” file can be entered in the

text field below (press "Enter” or "Add" button after each file or directory) or selected Support token
with the "Browse" button.

Please enter your support token if available: |dispatch-2017030|

Additional files or
Additional files o
text field below (|
with the "Browse

1) Start savelogs

2) Enter support token

This tool will collect support information about your current TOPSPIN installation and allows
you to send it via FTP to Bruker. Use this tool only if you have been instructed to do so.

Del | support token

Please enter your support token if available: | dispatch-20170309

— Additional files or directories

Additional files or directories to be included in the "savelogs” file can be entered in the

text field below (press "Enter” or "Add" button after each file or directory) or selected I Delete ] I Clear ]
with the "Browse" button.

Add I Help H Execute H Cancel

_
’C:\Bru ker\TopSpin3.5pl6\examdatatexamid_1H

3) Add additional files
(if required)

’ Delete H Clear ]

’ Help H Execute H Cancel




How to use savelogs
BRUKER

All files will be saved fo the file: "TopSpinsSupport_dispatch-20170309_NBRHEO1-3V0CQT2_Benjamin.Goerling_2017-03-09T14 47"

Press the "FTP" button to send this file to Bruker.

If FTP is not possible use the "Open” button to open a file browser with the location of the file and
send it for example as EMail attachment.

Additional Actions /
Press the "FTP" button to transfer the "savelogs” file to Bruker

Press the "Open"” button to open the directory of the "savelogs" file QOpen €

Close
E N
M 5 ¥ & » F ¥ 9 » ° - ;_@
f m— ——— >
@@QM » Computer » SYSTEM (C:) » Bruker » TopSpin3.5pi6 » savelogs » 'I"H savelogs durchsuchen ,0|
Organisieren v In Bibliothek aufnehmen v Freigeben fur Neuer Ordner B+ O 0
A
- Favoriten \;l Name Anderungsdatum Typ GroBe
M Desktop i TopSpinSupport_dispatch-20170309_NB...  09.03.2017 14:47 ZIP-komprimierter... 6.394 KB
14 Downloads

«» Zuletzt besucht




® TDO
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® Temperature Calibration




Basic Principle of Temperature Control
BRUKER

Spinner —i Measured temperature might
Sample t_‘ differ from temperature inside
t the sample
Temperature t't A) Air flow is constant
sensor —*
.I B) Temperature sensor measures temperature

t C) Current in heater is adjusted accordingly
Heater >

t
Probe —'-l ool ko | |

Air flow

] “amm -
Hegulatian Heater

BVT3000

Thermocouple



Effects of different/unstable temperature
BRUKER

il

Sample needs time to
equilibrate

Temperature must be identical
to compare spectra



How to calibrate?
BRUKER

e S - R S i -
| | - Temperature dependent | |

N ~ EFP with LB=3 J\

| T T T | T T T | T T T | T T T | T T T | T T T | T T T | T T T
4.8 45 44 4.2 4.0 3.8 36 34 [ppmi

80% Glycol in DMSO-d6 300 — 380K
Glycol, pure 300 — 380K
4% Methanol in Methanol-d4 181.2 — 300K
Methanol, pure 180.1 — 299.9K
99.8% Methanol-d4 282 — 330K



How to calibrate?
BRUKER

AU program:
CALCTEMP

: : DI ..................... b C
| | ~ Temperatupa—<lonendant : ﬁ \
g — : : - & calctemp u
Y —_— |
Which sample ? h L Sample: 99 8% Methanol-d4
80% Glycol in DMSO-d6 © T | p
shalpLrE _ (GP) | @ chemical shift difference = 1.427 ppm
4% Methanol in Methanol-d4 (M)
T T L= actual temperature = 310.14
99.8% Methanol-d4 (D) :
D
Close
| ok || cancel |
4% Methanol in Methanol-d4 181.2 — 300K
Methanol, pure 180.1 — 299.9K
99.8% Methanol-d4 282 — 330K



Set correction in Temperature Control
[edte] BFUKER

‘? Temperature Contral Suite EI@

J Temperature | Monitoringl Record | Correctionl Self tunel Configuration | Log|

FEEEE [ o | w1 ossn. A
T Temperature Control Suite EI@

Channel Temperature | Monitoring | Record| Correction |Se|f tunel Configuration | L0g|

Temperature correction

Use temperature correction if you want to display the real sample temperature instead of the probe temperature sensor value.
Please check the manual how to perform temperature measurements with NMR (to determine the real sample temperature).

BBFOSP
Note: Temperature correction is not applied to temperature limits (safety checks).
Enable temperature correction with these values
Name: Z116098_0002
Probe Gas -

Probe: PA BBO 40051 BBF-H-D-05 Z PLUS SP
Temperature range [K]: 298 - 308
Slope: 0.934288

Accessory Channel

1 (Chiller) Offset: 19.5954
BCU Comment: created by NPT_1H_tempcalib_998meod/1

Available correction seitings

T eName ] eobe “omet | Commenl
Standard 4 mm FISEl 1H-13C/D Z-GRD H12010/0209 273 -373 1 1.4 SKEL 2011-03-23: Set 309 4 --» Real 308K
Z116098_0002 PA BBO 40051 BBF-H-D-05 Z PLUS 5P 298 - 308 0.934288 19.5954 created by NPT_1H_tempcalib_998meod/1
Z122623_0005 CPP BBO 40051 BB-H&F-D-05 Z 298 - 308 1.03712 -10.7531 created by NPT_1H_tempcalib_998meod/1
Z820201_0176 PA BBI 40051 H-BB-D-05 Z 298 - 306 0.939264 18.2203 created by NPT_1H_tempcalib_9898meod/1
bgoe_BBFO_310 BBFOSP 308 - 312 0.930233 21.125581 16.10.2016, for 310K
eba_test_tecorr 5 mm PABBI 1H-BB Z-GRD Z820201/0042 300 - 311 1.030000 -5.800000
rke_BBI 3 mm PABBI 1H-BB Z-GRD Z820201/0042 283 - 303 1 0.2 08.04.2015
rke CPHT 5 mm CP-HT BB-1H/M9F/D Z-GRD Z122623/0005 288 - 308 1 3.9
rke_SP 5 mm PABBO BB-1H/D Z-GRD Z116098/0002 293 - 303 1 0.2 28.01.2014, new after repair

VTU: 0Ny |Sample T
| Automatic || manual || Edit || set || Delete |

VTU-On @ | sample Temperature: (MBI | Probe Regulation: Steady & | Tune OK @ | Recording: Off | Probe: BBFOSP




® User Directories




Summary el e

e each user starts with a list of default directories (e.g. lists/pp
and lists/pp/user)

e each user can remove one or more default directories from
its list

e each user can specify one or more additional source
directories

e each user can define the order of the directories which
defines the search order within TopSpin



How to use different source directories
BRUKER

<shared folder>

<Home>/myPP

../pp/user

../PP




How to use different source directories

<shared folder>

<Home>/myPP

../pp/user

Bruker files in:
.../exp/stan/nmr/lists/pp
These files are write protected!

You can be sure that these files always
contain the original Bruker library file!



How to use different source directories
BRUKER

User files in:
<shared folder> .../exp/stan/nmr/lists/pp/user

By default all user-specific files will be
<Home>/myPP stored here; read- and writable
!

You have an easy setup to distribute

user-specific files to all colleagues
M ../pp/user - s

i

../PP



How to use different source directories
BRUKER

Each user can define his own source

directories
<shared folder>

B i If you store them e.g. in your home

directory, then they are automatically
Ml <Home>/myPP read and write protected for anybody
else

,_,,‘
../pp/user



How to use different source directories
BRUKER

These files can be easily distributed!

'~ <shared folder> It is easy to use e.g. your pulse
— programs on different spectrometers,

just define a network drive as a source
<Home>/myPP directory. L

ar
?

../pp/user




Convert parameter sets

[paracon]

p

& Parameter set conversion

|

Parameter set conversion.

Select parameter sets for conversion of the
basic frequency (BF) or the installed digitizer
from the lists on the right.

Directories containing parameter sets can be
added via the "Preferences” dialog.

Use the match field to apply wildcards to the
list of parameter sefs, use the checkbox below
to select case sensitive (default) or case
insensitive match.

Execute "cf to set a new basic frequency (BF)
or a new digitizer before executing paracon!
Current basic frequency: 400.13 MHzZ.

Case insensitive match

Available parameter sets:

C:/Bruker/TopSpin3 Sple/exp/stan/nmr/par (Bruker defined parameter sets)

AL27TND
ASSURE_13C
ASSURE_19F
ASSURE_1H
ASSURE_31P
B11ZG
BESTPROFILE
B_HNCACBGP3D

1]

Match: Selectall || Select none

C:/Bruker/TopSpin3 Sple/exp/stan/nmr/par/user

HSQCEDETGPSISP_NUS
HSQCETGPSISP_NUS

Y:/Dokumente/PAR

HRMAS_SETUP_HUMP
HRMAS_SETUP_KBR
HRMAS_SETUP_O1
HRMAS_SETUP_P13C
HRMAS_SETUP_SHIM
HRM_TISSUE.COSY
HRM_TISSUE.CPMGPR
HRM_TISSUE DIFFILT

[wm | »

Match: Selectall || selectnone |

[ Close ” Execute ]

OESSe—.——.

Parameters of one
spectrometer cannot
be used at another
spectrometer.

Need to be converted
to spectrometer
frequency and
routing:

paracon

Supports user
defined directories



® Serial processing




Repetitive Tasks ...

You would like to and these should
run a sequence of be executed on
processing steps? several datasets?

- SERIAL PROCESSING




Serial Processing

EA Bruker TopSpin on merlin as svcu

LE.J Start Acquire Process Analyse Publish View Manage @ .

‘. N Calc. Snectnim = || "4 Adiust Phasa = || A Calih Avis » || #%9 Pick Paaks w || J' Integrate = || Advanced = |

Crocess Dataset List (serial) ‘

Serial Processing

Integrate Spectra List (intser)

Addisub Mult. Spectra (adsu)

Correct Baseline P

£ Bruker TopSpin on merlin as svcu |:| |§| |E|
| Stat  Acquire  Process  Analyse Publsh  View Manage () T

\ Q Eack\ |..Deﬁne List = \ \ Define Command | | © Execute » |
B RITL =slfo F |50 | A

He AT H,Hm =g

’J Browser |_ a=tan | rrnnns | Alias] o His

i cach individual step can be done one
after the other or immediately

|

Sample H Structure H F'lIIItH Fid‘




|@Eack|

Serial Processing - find datasets

Bruker TopSpin on merlin as svc

[:J Start  Process = Analyse Publish

View  Manage @

‘..Deﬁne List= | | Define gommand||. © Execute = |

J Spectrum | ProcParslAcunars |T|t|e | PulseProg | Peaks | Inlegralsl Samplel Slruclurel Ploll F|d|

| S +8 2 &) (P@nw Edit Dataset List ‘ u\ nﬁ\ ‘
a ,.\ A
8 /2
m Illr Illr =z Q Q Q Build dataset list using "find" %
: 1 examld_13C 1 1 C\Bruker\TopSpin\data\tepe o E S

{ _________________ ____________________________ HH»M !




Serial Processing - find datasets

Bruker TopSpin on merlin as
L'_j. Start  Process Analyse Publish View  Manage @ |1_
|@Eack_| ‘ Define List = | ‘ Define Comm
e T O Find data
1| | L] %8 x2 £ (P @prem Edit Dataset List - . -
ﬂ" r, /8 /2 o q_D t;} Q i Searching will be performed in all data directories
nza </ )| S L W % Build dataset list using "find" marked in the data directories list below!
P The checkboxes at the right will enforce RN
p| 1 examld_13C 1 1 C\Bruker\TopSpin\data\tepe ‘Findd
NAME
J Spectrum | ProcParslAcunars |Tme | PulseProg | Peaks | Inlegral.slSampLe | Strue|! EXPNO Searching will be performed in all data directories
3 : : : marked in the data directories list below!
= FHLLLL The checkboxes at the right will enforce exact matching if enabled.
T Tl“e
. NAME 13c [
1 Pulse Prog.
o ] o8 EXPNO
Y BRI A
=] PROCNO
] Data type Al )
o ] : Title
= O R LR R EEERTRRERRE S R Ar e Date. from’ mmvddsyy
7 : : : Pulse Prog.
E : : : Date, till: mm/ddiyy ) )
0] o S - Dimension Any
] Data directories Daia type |A”V
@ A SrUkenTOPSPIN-2 17 el Date. from: mmiddryy
] : Bruker TOPSP nl6\d e Date, fill: mm/ddfyy
T T BrukenTopSp
. BrukeriTonSnin3. e d Data directories
o BrukenTopspins.Opl2iexamd C\Bruker\TOPSPIN-2.1pl6=alias=Test1 -
- Bruken TopSpin3.0pl3-proc_only\e C\Bruker TOPSPIN-2 1pl6\datattest22\nmr
] : Bruker TopSpin3.0pl3\examd C\Bruker\TopSpin =
© BrukenTopsp EXamad C\Bruker\TopSpin3.0texamdata
T T T T T T | T T T T T CﬁBrUKenTOpSpmS.Umz‘kexﬁmﬁlﬂ
200 150 100 l OK ] l Reset mask C:\BrukenTopSpin3.0pl3-proc_only\examdata
CABrukenTopSpind Opl3\examdata

C\BrukenTopSpin3.1.a\examdata 7

| oK || Resetmask || cancel || Heip |




Serial Processing - find datasets

& Bruker TopSpin on merlin as svc .;L X

_ [_J Start  Process Analyse Publish View  Manage @ |1_
‘|Qﬂack| ‘ Define List = | ‘ Define gommand||. © Execute = |
B ‘iﬂ ._1 #8 %2 &| (P& | [Co paaset List 's_f'\ XA
ﬂ‘ :F: /8 /2 LL () e b E AN Al £
@ Search result

Y1 exam1d_13c 1 1 cA

Spectrum Acq

Found: 16 Data Sets.
Please right-click in a list for more options!

exam1d_13C 1 1 CI\BrukenTopSpinidata\depe\nmr

: examid_13C 2 1 C)BrukenTopSpin\data\depe\nmr
"""""" oo examdd_13C 3 1 CO\Bruker\TopSpinidataldepeinmr

: examid_13C 4 1 CI\BrukenTopSpinidata\depe\nmr
examid_13C_2 1 1 C:\BrukerTopSpin\data\depe\n
examid_13C_2 2 1 C:\BrukerTopSpin\data\depe\n
exam1d_13C_2 3 1 Cl\Bruken\TopSpin\dataidepeinmyl ST SH IS Eless B e = 1T T el s ol o =\ o= Ty
exam1d_13C_2 4 1 Cl\Bruker\TopSpin\data\depe'nnl’| examid_13C 2 1 C/\Bruker\TopSpin\data\depe\nmr
examid_13C_new 1 1 Ci\BrukenTopSpin\dataidepe| | EElyRliiikloste i Bel =TT =N e Tk ol g\ e o0l F

05-05 17

Found: 16 Data Sets.
Please right-click in a list for more options!

2010-05-06 10:42:28
jmod 2010-05-06 17:47-48
deptsp135|§il2010-05-05 18:37-41

1
1
1
1
2
exam1d_13C_new 3
4
5
(3
[4

i

1

: 1
------------ s i exam1d_13C_new 2 1 ChBruker\TopSpindataidepell] ST il B Felosvi i BUe Rl 1Tt fofakealialls B VG oy 1§l deptsp4d5 2010-05-05 18:51:07|
: 1 Cl\BrukeriTopSpin\data‘depelll examid_13C_2 1 1 C\Bruker\TopSpin\data\depe\nmr 1| zopg 2009-11-30 12:37:2¢
_____________________ examid_13C_new 4 1 C:\Bruker\TopSpin\daia‘depelll exam1d_13C_2 2 1 C)\Bruker\TopSpin\data\depe\nmr 1| jmod 2009-11-30 15:04:38
exam1d_13C_new 5 1 Ci\BrukenTopSpin\data\depelll exam1d_13C_2 3 1 C:\Bruker\TopSpin\data\depeinmr 1 | deptsp135 | 2009-11-30 13:27:53
BT L TR0 L L s i
""""""""""" examid_13C_new 7 1 Cl\Bruker\TopSpin\daia‘depelll exam1d_13C_new 1 1 C:\BrukenTopSpin\data\depeinmr 1| zgpg 2010-05-05 16:47:06
examid_13C_new 1 Ch\Bruker\TopSpin\data\delll exam1d_13C_new 2 1 C:\BrukenTopSpin'data\depeinmr 1 | jmod 2010-05-05 17:47:48
--------------------- exam1d_13C_new 3 1 CBruker\TopSpin\data\depe\nmr 1 deptsp135 2010-05-05 183741
exam1d_13C_new 4 1 C\Bruker\TopSpin\data\depe\nmr 1 deptsp45 2010-05-05 18:51:07
examid_13C_new 5 1 C\Bruker\TopSpin\data\depe\nmr 1 Zgpg 2010-05-05 19:32:50
examid_13C_new 6 1 C\Bruker\TopSpin\data\depe\nmr 1 Zgpg 2010-05-05 20:14:30
examid_13C_new 7 1 CX\Bruker\TopSpin\data\depe\nmr 1 Zopg 2010-05-06 10:42:28
exami1d_13C_new 999 1 C)\Bruker\TopSpin\data\depe\nmr | 1 | 2030 2010-05-05 16:32:17

| ok || cancer |




Serial Processing — commands

% Bruker TopSpin on merlin as s i=h

Start  Process Analyse Publish

&l
@ Back

2]

View  Manage

|Deﬁne List = |
C U (ppin 1

| D@ || D@ B | =<
2 DR rilk| 4=

: 1 examld_13C 1 1 C\Bruker\TopSpin\data\depe\nmr

*8 %32 “:ﬁ

/8 /2 %

-
.l

J Spectrum | ProcParslAcunars |Title | PulseProg | Peaksl Integ

Define Command xecute =
Enter serial prncessing comman

Examples:
- it

- em;ft.apk
- XMAC my-macro
- Xpy my-python-program

- Xau my-au-program

Define Command ‘ © Execute

Enter serial processing command
Examples:

- fi

- em;fi,apk

- ¥mac my-macro

- Xpy my-python-program

- ¥au my-au-program




Serial Processing — commands
example

& Bruker TopSpin on merlin as svcu = |[E] 23 |

[_:jj Start Process Analyse Publish View Manage @ |1_
‘@Eacld | Define List = H Define Command” © Execute = |
1S #8 *2 &) || (P& u\ ,Ji
ﬂ% /812 % QQQ“E_'L 43=Wﬁ*£ F EE | Qwm
Y 1 exam1d_13¢ 1 1 cABruken\TopSpin\data\depe\nmr o [ [
J Spectrum | ProcPars | AcquPars |TLtLe | PulseProg | Peaksl Integralsl Samplel Slruclurel Plotl 1d|
E ]
N R ~_
i Please enter serial command :
@ || _____________________________ ST
] | oK || cancel | : :




Serial Processing — execute

& Bruker TopSpin on merlin as svcu | = |[E] | 23 .|1
[:_J Start  Process Analyse Publish View  Manage @ |1_

@Eack
(G| L) =552 Q| D@

(=]

‘Deﬁne List = | Define Command | © Execute = |

K== T |22 | Axk

R 5 (sn2 i QQ il &9 & || BE |k A
Y1 exam1d_13C 1 1 CABruken\TopSpin\data\depe\nmr — =) @]
J Spectrum | ProcParslAcunars |Tille | PulseProg |Peak5 | Integrals | Samplel Slruclurel Plotl Fid|
g - - -
3 | O
- . Command = em; ft; apk;
7] @ Dataset list = C1\Users\sveulAppDatailLocalTemp\topspin-dataset-list-7751665892702329470 ixt
= (e | | S
T 7] Start serial processing?
o oM —_ B
i I OK | [ Cancel
w - Q | K .
M
o Serial Processing Finished:
i W Data set list = C\Users\svcuAppDataiLocalh Tempitopspin-dataset-list-7751665892702329470 td
o Serial script = C:\Users\svcul\AppData\LocalTemp\topmac_7933876754098363512

200




Serial Processing Ay N

Dataset commands

@ TIOIIIL

L
‘ ,| """"" EEmE




Group members meet serial processing
BRUKER

File  Start Process Analyse Publish  View Manage & | ‘ ‘
|@ ﬁack| | Define List = | | Define Command | | © Executew |
[ = . - = - -
13 ) saet Q O R .0 o | B () s [ TopSpin adds all
He /812 % +/@— QR il =24 ¥ |LE TN @_,L.
J| Browser| | Last50 : . examld_1H 1 1 C\Bruker\TopSpin3.5pl6\examdata S e I e Cte d d ata-S ets
Groups Experiments ] i
Spectrum | ProcPars | AcquPars | Title | PulseProg | Peaks | Integrals | Sample | Structure | Plot | Fi -
&) Syclosporn | | | [te | [peats| | | [Pl INfO a tem po rary
= - mievph - MLE 1H Cyelosporin
- - cosygpmigf - . .
= dataset list fi
B - hxconts O ataset lISst 11e.
- =2Q30AHCuEl Il an, A AR, AR
| T T T | T T T | T T T | T T T | T T T | T T T | T T T | T
= 2 Za za 74 72 [ppm]
& . w e
Bl exam2d_( pm2d_HC 3 1 C\Bruker\TopSpin3...| = | [= | &3 }
Enter the dataset list's filepath, or browse. =
Spectrum | { trum | ProcParslAcunars | Title | PulseProg |Peal<; 0
C:\Users\BENJAM~1.GOE\AppData\Local\Temp\dat i TR
_ n p— - -7
CH-CO [ Browse ] [ oK ] ’ Cancel ] ho/antigcho edn_e_d__H_‘SQ_C__Q:zgjg_aﬂ__gm av 5062_ 5
oy N |
T | T FI— T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T E -
60 & CA\Users\BENJAM~1.GOE\AppData'Local\Temp\datasets_5753694268686400184. txt —_— -
- e
2 =am | File Edit Search
Spectru
1 | ¢: /Bruker/TopSpind.5pl6/fexamdata/exam?d HH/3/pdata/l -
o0g Z | C:/Bruker/TopSpin3.5pléfexamdatafexam?d HH/2/pdatafl
(|3 | C:/Bruker/TopSpin3.5pl6fexamdatafexam?d HC/3fpdatafl
4 | C:/Bruker/TopSpin3.5pléfexamdatafexam?d CH/1/pdatafl
— 3 | ¢: /Bruker/TopSpin3.Spl6fexamdata/examld 1H/1/pdatafl .
2]




® qumulti




Command spooler
BRUKER

e Any command in TopSpin can be sent to the spooler
(qu <command>)

e Tasks in the spooler are executed sequentially

e It is possible to define the experiment number on which a
command should be queued:

QUMULTI



qumulti

Eﬂ Start =~ Process Analyse Publish View  Manage @

] Read Pars. |

' Create Dataset | | 8 Find Dataset| ‘C:ﬂ Open Dataset ‘ | Paste Dataset

NG| (][ x2 Q| [(OPuer @ (it T [Hn  [[SaX[[ |
B |52 3] HG & Nevies ==l The current dataset
G [ IR | 05 8 is automatically

Browser Lasts0 Spectrum |Prd | Command | E

=1 COBTUKeriiops — enabled In the
B L exam_CMC:
@ exam_CMC— Experiment IDs ||St Of expnos
- L exam_CMC!
E- L. exam_Daisy 10 [ 320 p .
- L exam_DNME [ 11 ] 350 — o
= L exam_DNMI o
o .02 e s :
g 11 - 2g3( 13 [J420 -2
51 12-253 O 14 1
s 13 -2g3( B -
B 14 - 2g3( 15 - @
@10 15 - 293¢ 116 B
-0 16 - zg3( C
i 18 - 2g3( [C118 C
- 19 - 2g3( 119 L <
l 20 - zg3( -
Ee )l 320 -2g7 020 L
i 350 - zg: ™
-0 370 - 27 -
) 420 - 70 oK cancel | 3
E- ) exam_nmrg ) N °
- L exam verifii . I . : : I T T T I T T T I T T T T T ]
« @ b g 8 4 2 0 [ppm]




qumulti

Eﬂ Start =~ Process Analyse Publish View  Manage @
| | Create DatasetH [ﬁ Find Dataset| ‘ Y, Open DatasetH o Read Pars._]
_‘C_j‘ j *3*2@ ’@wpm_uu_@ll@ﬁm ?H I |
‘-‘ /8 /2 § Q G & Mew job u
= ———— Each expno can
roups Alias Y exam_ -
e | svecium[eg | Command be added manually
B L0 exam_ CMC: I
@ exam_CMC— Experiment IDs to the dataset list.
H- L exam_CMC:
- | exam_Daisy 10 (] 320
B L exam_DNME HEE [ 350 — o
T & 112 370
e @13 e
---,.13-zg3c = L
- 14 - 2g3( 15 .
- 15 - 293 16 i
K 16—2‘93’( L
- ) 18 - zg3 v 18 L
- 19 - 2g3( 119 L <
@M 20 - 293¢ i
w320 -zg0 120 C
il 350 - zg: .
w370 - zg° -
F- [ exam_nmrg ) ,—JL o
E} — =Eln \I"'E'riﬂ{ T | T T T | T T T | T T T | T T T | T "
« [ 3 g 6 4 2 0 [ppm]
\qumulti
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qumulti

Start Process

Analyse

Publish

Manage

2]

|' Create DatasetH ﬂ Find DatasetH xj Open DatasetH d

Read F’ars.__\

-
[
]

L R E - i R Bl E g B S B R B

i
i
I
I
I
E
G-
gl o

gl =

G-

EIRF

B\

gl =

B 18 - 2g3(
EIRF

el o

el =

G-

-

-

ke

= GABTUKEN | Ope N

exam_CMC!

| exam_CMC:—
| exam_CMC:
. exam_Daisy
o exam_DNME
y exam DI

11 zgS{
12 - 203
13 - 293
14 - 7g3(
15 - 7g3(
16 - 203
17 - 203

m

19 - 2g3(

20 - zg3(
320 -7g°

! 350 - zg°

| 370 - zg°

) 420 - zg7

EXam_nmrg

; exam wverific

P.

| 15 :_I 4 Q@ Ouer @ e Fl Hs |45 Lax [ |
%) 5 jsn ) RG & New job

Groups Alias =r1 sam DRl | oD

Browser Lasts0 Spettrum B Command

Experiment IDs

All expnos can

be preselected
with option: *

|qumu|ti *

10 [#]320
#11  [71350 o
12 ¥ 370 C
V13 V1420 Lo
V114 C
V115 -
V1186 C
V117 .
V118 C
V119 .
[V 20 C
L o
o« :
(=]
T I T T T I I T T T T I T i
8 5 4 0 [ppm]




qumulti n-m

Eﬂ Start =~ Process Analyse Publish View  Manage @
| 2 Create Dataset_H [:ﬂ Find Dataset_] ‘ Y, Open gataset__H . Paste Dataset_. U Read Pars._]
NG| (][22 Q| [(IBuer @ (it T ([Hn [ X[ |
@& /82 3| @ % Newjob e |
— e A range of expnos
Groups Alias | p| 1 e@m DNMRH
B
it ] v | comnans | Z can be preselected
B exam_CMC 7 F .
2 exam_CMCy— Experiment IDs with Optlon . N-M
- 0 exam_CMC:
- | exam_Daisy 10 (] 320
H L exam_DNME 11 ] 350 Y
T ﬁ;—”;;"“;' 12 []370
@l 11 - 293¢ #l13 [ 420 -2
%0 12-203C 714 ;
- 13-2g3( & i
- 14 - 2g3( 1115 - o
-l 15 - 293¢ ¥ 16 i
| 16—2‘93’( L
---,.1B_zg3( v 18 L
- 19 - 2g3( 719 e
- ) 20 - zg3 i
: 320-2g¢ 2 C
il 350 - zg: .
-l 370 - zg° -
B ) 420 - zg* (8]4 Cancel i
- ) exam_nmrg 3 ,—JL o
E} — =Eln anﬂ{ N T | T T T | T T T | T T T | T T T | T "
< [m] / 8 6 4 2 0 [ppm]
qumulti 10-20
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gqgumulti n,m

Start Process

Analyse

Publish

Manage

2]

|' Create DatasetH ﬂ Find DatasetH xj Open DatasetH d

Read F’ars.__\

-
[
]

L R E - i R Bl E g B S B R B

i
i
I
I
I
E
G-
gl o

gl =

G-

EIRF

B\

gl =

B 18 - 2g3(
EIRF

el o

el =

G-

-

-

ke

= GABTUKEN | Ope N

exam_CMC!

| exam_CMC:—
| exam_CMC:
. exam_Daisy
o exam_DNME
y exam DI

11 zgS{
12 - 203
13 - 293
14 - 7g3(
15 - 7g3(
16 - 203
17 - 203

m

19 - 2g3(

20 - zg3(
320 -7g°

! 350 - zg°

| 370 - zg°

) 420 - zg7

EXam_nmrg

; exam wverific

P.

| 15 :_I 4 Q@ Ouer @ e Fl Hs |45 Lax [ |
%) 5 jsn ) RG & New job

Groups Alias =r1 sam DRl | oD

Browser Lasts0 Spettrum B Command |

Experiment IDs

Specific expnos

can be preselected
with option: n,m

qumulti 10-20,420

10 [J320
¥11  [[1350 Lo
@12 [O370 C
V13 V1420 Lo
V114 C
V115 -
V1186 C
V117 .
V118 C
V119 .
[V 20 C
L o
o« :
(=]
T I T T T I I T T T T T I T i
8 5 4 0 [ppm]




qumulti

Browser Last50
= CTIBTUKETTopY

@l exam_CMC:
By exam_CMCi—
B exam_CMCt
B exam_Daisy
@l exam_DNMI
= exam_DNMI
i 1010, - 2030
...] 11 - ng(
"'l 12—1‘93’[
o- 13 -2g3( E
-l 14 - 7g3(
- 15 - 2g3(
- 16 - zg3(
E- 17 - 23
- 18 - 7g3(
-l 19 - 2g3(
-l 20 - 2g3(
E-0 320 -zg¢
- 350 - zg¢
- 370 - zg:
@- ) 420 - zg¢

Fr L) exam_nmrg
- L exam wverifi

Spectrum | Prq

Command

=

Command can be set
on command line,

[:jj Start =~ Process Analyse Publish Manage @
| Read F’ars._]
ﬁ 5 ®8 2 @ @wm_uu_@ll@‘fm ?H [ Ms’f|| |
ﬂ'; 812 3 RG & New job
P— niias |1 eta.m_DNMR_h Job

e.g.:

<[] s

Experiment IDs
@10 320 gumulti 1-4,11 efp
V11 1350
@12 [[1370 or
.
s T qumulti efp 1-4,11
7115
16 )
@17 " o
V118 C
[ 19 C .
7] 20 i
| ok || cancel |
e e s o [ppm

qumulti 10-20,420 efp

I 090 .




qumulti

Eﬂ Start =~ Process Analyse Publish View  Manage @
| 2 Create Dataset_H [:ﬂ Find Dataset_] ‘ Y, Open gataset__H . Paste Dataset_. U Read Pars._]
N[ Qe o | [eadite Fi(d |[Haf([ |
B |7 52 3| DG % Newioh i More than one
: 41 oam Job
s [ aves | {11 Tcam Bl command can be set
rowser  misasiag Spectrum | Py | Command  em;ft;apk;ppf .
= LABTUKEN T ope —
o PV In the command
-l exam_CMCi— Experiment IDs W|n d oW
& L exam_CMC!
- : exam_Daisy 10 ] 320
B L0 exam_ DNME 11 ] 350 L o~
o D @12 D70 :
@l 11 - 293¢ Y13 V420 -2
-k 12-293( V114 B
B0 13 -2g3( = -
sl 14 - 293 115 " o
-l 15 - 293¢ V18 i
@ 16 - zg3( -
---,.1B_zg3( V] 18 L
- 19 - 2g3( 7119 e
i 20 _de’( =
: 320 -2g° 20 L
il 350 - zg: .
- 370 - zg: -
- ) 420 - zg° I OK l ’ Cancel ] i
[ L exam_nmrg ) ,—JL o
- L) exam verific . I . . . I T . T I T T T I T T T T T "
« @ b g 8 4 2 0 [ppm]
qumulti 10-20,420 efp




qumulti vs. Serial Processing <)
BRUKER

(<O

Serial Processing\

For NMR data stored
under several dataset
names

Using of Names

- =0




® Serial Integration




intser - automatic integration of a series

of spectra BRUKER

e User defined list of datasets

e Use integrals of first dataset in list

o Allows easy normalization of any integral

For 1D and 2D




Define integrals in first dataset
BRUKER

File Start Process Analyse Publish View Manage @ [ " |1_
"\ Proc. Spectrum~ || /% Adjust Phasew | &\ Calib. Axis = || %1% Pick Pgaks-IH [ Integrate = ||‘gvancedv |
a1 (L[ seo2 @] @@ .0 [H=bt T |2 | [k
& Fl/s2 2||QQe ik =9 & | L E Dl A

Groups Experiments | | 1 PotencyMR_Test 10 1 C:\Data CnlE) @}
Browser Last50

J Specirum | ProcParslAcunars | Title | PulseProg |Peak5 | Integralsl Samplel Structurel Plotl Fid|

- |1 C\Bruker\ TopSpin3.5piT\ex: —_
=) Cc\Data Ihruprofen + malic acid in DMSO-d8 e
-1 PotencyMR_Test -
-- |. 10 - zgpr - lbruprofen |
G- 20 - zgpr - Ibruprofen | -8
B4 30 - zgpr - Ibruprofen | +
B UL 40 - 2gpr - -
B0 50 - zgpr - L
-1 60 - zgpr - L
G-l 70 - zgpr - "
[l 80 - zgpr - L
F- 1 90 - zgpr - |
-1 SmartDriveNMR L
- C\NMRData |
[ 1 ExamData CMC

10




Advanced processing — intser

File Start Process Analyse Publish View Manage @

(<)

(<D

|
")\ Proc. Spectrum~ || /% Adjust Phase » || 4\ Calib. Axis > | %? Pick Peaksw || [ I_ntegratel |[Agvancedv,|

|1_

19| ||| Q| Qe 0| k=il F| 2 | A s

2| 5 (32 2| 0Q il &9 & || B S A

Process Dataset List (serial)

Integrate Spectra List (intser)

Groups Experiments | | 1 PotencyMR Test 10 1 C\Data
Browser I i
Lasts0 | Spectrum | procPars | Acqupars | Title | PuiseProg | Peaks | Integrais | sample [ str| | RO!VIEW of Spectra List (vregs)
) C\BrukerTopSpin3 5pi7\ex: ——
&+ C\Data thruprofen + malic acid In DMSO-dE Add/Sub./Mult. Spectra (adsu)

=11 PotencyMR_Test

10 - zgpr - Ibruprofen {
% _1 - Ibruprofen + ma
l 20 - zgpr - Ibruprofen 1
l 30 - zgpr - Ibruprofen {
H- 1 40 - zgpr -

H- | 50 - zgpr -

1/ 60 - zgpr -

W 70 - zgpr -

H- [ 80 - Zgpr -

- )i 90 - zgpr -

[ 1 SmartDriveNMR

) C\NMRData

[H- Ji ExamData CMC

306—
92

Reference Deconvolution { refdcon)

Correct Baseline B
Special Transforms B
Miscellaneous Operations B

o

L)

o




intser - flowbar
BRUKER

Manage @ |1_

|..De1'|ne Listv__|| Define F'arameters|| e Execute|

File Start Publish View

|@Back|

Process Analyse

x;‘ﬂ
HEs 5

8 %2 Q)

/8 /2 %

o
QY Gentam

PR il E2F £

Groups
Browser

Experiments
Last50

: 1 PotencyMR_Test 10 1 C\Data

\fll\ -'"K

Ay
)\\

=siio T & H"ﬁ-‘

oo |

1 J Spectrum | ProcParslAcunars | Title | PulseProg |Peak3 | Integralsl Samplel Struclurel Plotl Fid|

- i C\BrukeriTopSpin3.5piTiexa

=) C\Data fbruprofen + malic acid in DMSO-0E

= ) PotencyMR Test L

l 10 - zgpr - Ibruprofen

- % 1 - Ibruprofen + ma

W 20 - zgpr - Ibruprofen

)i 30 - zgpr - Ibruprofen

o 40 - Zgpr -

. 50 - zgpr -

1 60 - zgpr -

70 -zgpr -

.\ B0 - zgpr - 0
. 90 - zgpr -

b SmaﬂDrlveNMR

; C\NMRData

| T
20 [*“1e6]

{ e |
Bl

[l
+

.. ExamData CMC




intser — define list
BRUKER

File Start Process Analyse Publish View Manage @ |1_
@ﬂack |Der|ne List+ | Define Parameters| © Execute
T T : T | o} el
- z F‘dd — ‘ '_L% Tl er %9 & t\D"tppmMH1 ; g Edit Dataset List \é\?{’i N 'é'
ind data WM ]
z Build dataset list using "find" M | | A
Searching will be performed in all data directories MR Test co v croaca = =) ﬁ 1
marked in the data directories list below! —_— ; ' ; ; ; ; _
The checkboxes at the right will enforce exac & Search result M‘”’“Bl sample | structure | Piot | Fid|
=
NAME -2
Found: @ Data Sefs. LE,
EXPNO Please right-click in a list for more options! F
PROCHNO PotencyMR_Test 10 1 C\Data 2017-06-12 141515 I
Title PotencyMR_Test 20 1 C\Data | 1 | zgpr | 2017-06-12 14:38:25 -
Pulse Prog. PotencyMR_Test 30 1 C\Data | 1 | zgpr | 2017-06-12 14:26:42 S
Dimension PotencyMR_Test 40 1 Cl\Data 1 Zgpr 2017-06-12 14:51:31 :
PotencyMR_Test 50 1 Cl\Data 1 Zgpr 2017-06-12 14:56:06
Data type S - i
PotencyMR_Test 60 1 C\Data | 1 | zgpr | 2017-06-12 15:00:40 o
Lols W PotencyMR_Test 70 1 C\Data | 1 | zgpr | 2017-06-12 151836 L
Date, till: mm/dd/yy PotencyMR_Test 80 1 C\Data | 1 | zgpr | 2017-06-12 15:30:21 i
PotencyMR_Test 90 1 C\Data | 1 | zgpr | 2017-06-1215:41:55 | | i
Data directories =)
C/\BrukenTopSpin3 5plI7\examdata | i
C:\Daten‘uﬂuutomalion\Specs\data\feedback | || -
C-\NMRData | | -0
C:\NMRData\ExamData CMC=alias=ExamD i i
i L
i L
| oK || Resetmasg P [ .
b B i 4 I
l T T | T T T T | T T
4 I I 0 -10 [ppm]
[ ]
| | ok || cancel || ‘
- -




Intser — parameters
BRUKER

File Start Process Analyse Publish View Manage @ |1_
- €3 Back |‘ M&Mﬁgammaemﬂ e E;ecute|
@ Intser Processing WA A ‘ "/@"
AR A -
Options ®_‘ _
(@) Calibrate e [ G [
@ Normalee Sum of infegrals | Peaks | Integrals | sample | structure | Piot | Fid| _
]
Required parameters =
Number of region fo calibrate (0.1, )= 0
Value of region to calibrate 2 -8
Mormalization value 100.0
Global scaling yes v o
| Ok || cancel || Help |
I
[T T Lo

Calibrate sets value of
specified integral to

defined value and all
others relative to this one




Intser — parameters

File Start Process Analyse Publish View Manage @

- €3 Back |‘ M&Mﬁgammaemﬂ e E;ecute|
@ Intser Processing o _‘/@‘
AP J\)\J\

Options

(@) Calibrate

(") Normalize sum of integrals

Required parameters
Number of region to calibrate (0.1, _ )= |0

Value of region to calibrate 2
Mormalization value 100.0
Global scaling |[yre5 v
| Ok || cancel || Help |

ﬁ ‘

® Al

| Peaks | Integrals | sample | structure | Piot | Fid|

ESRECH =™

||_| T AT O STV " I”

Global scaling:
All integrals relative to

the intensity of the first

[
[*“1e6]

20

spectrum in the list




intser — results with global scaling

W A W A o A W

o =1 & W0 L b O e

LY

r

e Wa W Wa Wa W

LT

Eesult of '"intser'

Date/time = Tue Jun 13 10:3%:52 CEST 2017

Data set list (full path) = C:\Users\BENJAM~1.GOE\AppData\Local\Ten
Eegion to calibrate = 0

Value of region to calibrate = 2.0

Global scaling = yes |# Result of 'intser'
# Date/time = Tue Jun 13 10:3%:52 CEST 2017
——— Integral info --—- |#
B 1.0 #regions in PFM |# Region to calibrate = 0
# low field high fiel# Value of region to calibrate = 2.0
7.3084542649%4177¢ T|# Global scaling = yes
1.%668447801240367
—-—— Integral info ---
Spectrum#; Integral 0;|# A 1.0 #regions in PPM
E-q;D.5418?9110289391;
.14205599921166925;1.0
L0174270965987207;0.5
.05622845714615933;0.8
.136608194179254;1.07
.0072524645941086;0.5
.054762441695267;0.84
.2185475450585421;1.12|2;

7.306454264541776  7.018304051480852 0.
1.9666447801240367 1.6014200668765478

TR TR TR TR TR

Spectrum#; Integral 0; Integral 1;
;2.0;0.541879110285391;
-142D599921166923;1.DB458?632514D?09;
0174270965987207;0.57484997597054847;
05622845714615%33;0.8323333205588354;
136608194175254;1.0754343635425302;

r

S Y O S T L Y S S T W Y

-

r

054762441655267;0.8415335886413671;
218547545005421,1.1255450363142¢64;
0057743467025406;,0.5722051049434685;

r

r

#
0
1
2
.0057743467025406;0.5|3;
4
5
©
9
8

4

2.
3.
4.

;2.00725246455941086;70.5646915621179266;

3.
4.
2.

# low field high field bias slope

0

0.

0

0.0
0.

0

Data set list (full path) = C:\Users\BENJAM~1.GOE\AppData‘\Local\Ten

# for region 1
# for region 2




Intser — parameters

File Start Process Analyse Publish View Manage @

- (A eark [thnJ.LnLﬁga[ameters_H ® Execute
& Intser Processing =k _‘/@‘
AR ,\)\_.\

Options

@) calibrate

() Normalize sum of integrals
Required parameters
Number of region to calibrate (0, 1, )= |0

Value of region to calibrate 2

Mormalization value 100.0

Global scaling |[no v
| oKk || cancel || Heip |

ﬁ ‘

® Al

| Peaks | Integrals | sample | structure | Piot | Fid|

ESRECH =™

x
|III IR =T 1 || = e i " |||

Global scaling:
All integrals relative to

the intensity of the first

[
15 20 [*“1e6]

10

spectrum in the list




intser — results without global scaling
BRUKER

Result of 'intser'

Date/time = Tue Jun 13 10:45:42 CEST 2017

Data set list (full path) = C:\Users\BENJAM~1.GOE\AppData‘\Local\Ten
Region to calibrate = 0

Value of region to calibrate = 2.0

Global scaling = no

4 o o e e e

—-—— Integral info ---

B 1.0 #regions in PPEM

# low field  high field bias slope
7.3084%42645%41776 7.018304051480852 0.0 0.0 # for region 1
1.9668447801240367 1.6014200668769478 0.0 0.0 # for region 2

4 o e e

Spectrum#; Integral 0; Integral 1;
.0}0.541878110288391;
.5236547965883133;
.5698842656318559;
.544680040552201;
.52185%34512878e19;
.5626400458112735;
.5512268824243687;
.5357033548800252;
.57056179413618586;

0o =1 & LN Ll B O s
[ T A T N T e T L Y 8 Y o T o T

Lo T e N v T Y o R e Y e O
Lo v O v T e Y R e Y VO |




Intser — parameters

File  Start
{3 Rack

Process

Analyse Publish View Manage @

-

& Intser Processing

Options
() Calihrate
(@ Normalize sum of integrals

Required parameters

YWalie of reqion o calibraje

Number of region to calibrate (0, 1, .

:|:

|..Mnmﬁﬂarameters|| ® Execute
A \R "é“

Mormalization value

Global scaling

| Ok || cancel || Help |

oA

| Peaks | Integrals | sample | structure | Piot | Fid|

ESRECH =™

||_| T AT O STV

Normalize sets
sum of all integral

of one spectrum to
defined value

[
15 20 [*“1e6]

10

=1.0820—— —

g

[ppm]




intser — results without global scaling
BRUKER

Result of '"intser'

Date/time = Tue Jun 13 10:56:30 CEST 2017

Data set list (full path) = C:\Users\BENJAM~1.GOE\AppData\Local\Tem
Normalization value = &.0

Global scaling = no

ST N

——— Integral info ---

B 1.0 #regions in PPM

# low field  high field bias slope
7.308454264541776¢ 7.018304051480852 0.0 0.0 # for region 1
1.9668447801240367 1.601420066876%9478 0.0 0.0 # for region 2

ST N

Spectrum#; Integrg ntegral 1;
.T209168B0517500,1.2759P8B311548249¢6;
.754593313067108);1.245D668653285133;
.669470975987252
L715720564817%21.284217%4351820803;
.T583394975609841.241¢[/05020301595;
.682670581182564p5;1.3173250881743505;

.7036192988682858;1.29¢B807011171453;
L13241476c4cl141E
.668240237357338;1.331175%762642¢6065;

e R R =

L T e T T - =Y




intser — results

Result file can be easily imported into excel

- Simple graphical presentation

100%

90%

80% -

70% -

60%

50% -

40% -

relative intensity

30%

20%

10%

0%

spectrum




® Write/read lists for integration




Integrate small set of spectra

Iani R M}WW“ : : . L

__ | ] Save
Integrate each Integration
spectrum | regions and

individually? Y PO I 1 use for each
| spectrum!




Load first spectrum and integrate it

File Start Process Analyse Publish View  Manage @

'/ Proc. Spectrumw | "' Adjust Phase w || /& Calib. Axis » || *1% Pick Peaks

[ integratels JAgvanced

Selg | T « (A G b e || Hg oy v INntegrate spectrum manually (.int,
SUNSUELELES IS ICTI - JHLE B TS pe i T Jredrate sp e
=Pl i = DY At || A
ﬁ‘i /872 x @& @ "z"@" s ke % F % (f\) ata || AR - define and integrate spectral regions,
5 - correct baseline effects (slope/bias)
p| 1 Juice_2 10 1 Z\data\demo\nmr - calibrate integrals in various ways ﬂh}
| spectrum | procPars | AcquPars | Titie | PuiseProg | Peaks | integrats | sample [ structure | Piot | Fia| - deconvolve and integrate overiapping signals. |
r
L @
L ¥
o
w
Lo
(T3]
-
=T
Lo
L]
Lo
L o
W\\M ]
sl M - o
T T T | T T T T I T T T T | T T T T | T T T T | T T T T | T T T T |
4.0 3.5 3.0 2.5 2.0 15 [ppm]




Export integral regions

File Start Process

Analyse

Publish View

Manage

2]

P

| A Proc. Spectrum «= || "\i:s Adjust Phase = || ,g\ Calib. Axis = || )% Pick Peaks = || f Integrate = ||Agvanced -

=LIIEE

O Wi} T

Hz
ppri

A A

o

32 3| @9 il L LB B0 A
Y1 Juice2 10 1 Z\data\demo\nmr ) -E&}
- - —
T=Nd o fh#2Eman llx*2/23x=(2 T ¢ X dBH J
Mouse Sensitiwity: 1.0 / SEWE REQiDr‘IS TD‘ 'iﬂtrﬂg' _g
4.401 ppm ¢/ 1760.955 Hz T
Sum = 15.8119 ; ! 1 =
DEFIIE REGION HODE Save Regions To 'reg
Define: Drag using left|mpuse button . . . =]
Return: Left-click highlifhred icon Export integration regions o
Export Regions To Relaxation Module and _ret.
-]
. =
Save & Show List

-8
-8
/ 3
....mH“.U‘u — - (=]

o C

8L J g J QL J :L g :

o [y o (=1 - [

< - L] ] ) -

- - - - o L

T T T | T T T T | T T T T | T T T T | T T T T | T T T T | T T T T |
4.0 3.5 3.0 2.5 2.0 15 [ppm]
Save region as...




Save as intrgn

H File Start Process Analyse Publish View  Manage @

| a I A L (I [l

ﬁ‘%grate - | | Advanced =

r.ip Miscellaneous Files: wmisc

-

File Options Help Source = :C:\Bruken'l'opSpin3.5plﬂexp\51an‘mmr\lisls‘ninlrng v:
:Find file names v: enter any string, *, ? Exclude: intrng - 1D integral ranges
Class=| ~| Dm=| ~| []ShowRecommended Wintmg - 1D integral ranges

LElJ

peakrng - 1D peak ranges

oo |

Type=| ~| SubType=| ~ | SubTypeB=| ~ Reset Filters baslpnis - baseline points for 'abs’ e R
i base_info - baseline function for 'bcm’ r
I £ . § O [} result FECDVEW.D{I result txt result2 peak{list _ peal{ file for 'dcon’ :
e L= clevels - 2D contour levels 2
| reg - reference regions for 'pp’ r
int2drng - 2D integral ranges [ o
[ =
-8
-8
e
= PN

8 C

| oK || writenew. || Close | 5 r

L=] -

- T T T T ] T T T | T T T |
” 4.0 3.5 3.0 2.5 2.0 15 [ppm]

Save region as...




Save as intrgn
BRUKER

‘ ‘ File Start Process Analyse Publish View  Manage @ |1_
| »a (Y Il [ 1l
fe grate = | Advanced =
& Miscellaneous Files: wmisc u g ||
- e—
File Options Help Source = C:\Bruker\TopSpin3.5pi7\expistan\nmrilistsiintrng  ~
-Find file names v enter any sfring, *, ? Exclude: Clear .Eintrng - 1D integral ranges v
| | . [cear § - = |
Class=| ¥ Dim=| ~ Show Recommended
i . LB J|
Tl}rpe = - SubType = - Sule}rpeB = - R & ﬁ Bve region as...| - g
[|TE § O L) result FECDVEW.D{I result.i Please Enter the new name tstabilitaet : =
t1_int test Lg
i juice i
|| __ ;
-8
e
- PN
8 C
| oK ][[ Write New.__ ]l[ Close | 5 r
L=] -
b - — AT T T T T T T T T
. . . 25 20 .




Load next spectrum and import region list

File Start Process Analyse Publish View  Manage @ |‘|_
| N Proc. Spectrum += || "\ﬂ;s Adjust Phase = || ,%\ Calib. Axis = || ﬁﬁ Pick Peaks =+ || f Integrate = ||Agvancedv |
19|52 Q|[@ew 0|kt (& |[As| |[#
=Ee 82 1| QR0 il &9 L] LE | DA
1 uice_s 10 1 z7datardemornmr =80 -E&}
TN d Fo|hltt D2Emelam %224 =4 T 3 X|laEH J
Mouse Sensitiwity: 1.0 Read Iintrn 1 __g
0.904 ppm / 361.54 Hz g L
e neeTo MODE Read 'intrng' No Slope & Bias Corr. B
Define: Drag using left mouse Button . . __o
Feturn: Left-click highlighted|icon Read Ilntrngl USE LaSt Sle‘E‘ & Blas - 0
Import integration regions i
| O
Import 'intrng' from Relaxation Experiment - ¥
Edit 'intrng' F o
__t')
-8
e
] L ] I - o
T T T | T T T T | T T T T T T T | T T T T | T T T T | T T T T | B
4.0 35 25 2.0 1.5 [ppm]
Read region




Load next spectrum and import region list

File Start Process Analyse Publish View  Manage @

| (N 1l =

“grate -+ || Advanced =
File Options Help Source = :C:\BruKenTopSpin3.5pl?\.exp\51amnmnlisls‘uinlrng v:
Find file names v |enter any string. * 2 Exclude: Clest intng-1Dintegralranges .~
| | o[ |
Class = * | Dim= bt Show Recommended L‘H;' J ‘
Type=| ~| SubType=| ~¥| SubTypeB=| ~ Reset Filters region F g
|| juice result dilufion txt result_recovery ixt result txt result2 xt L
resultstabilitaet txt t1 int test [ o
I B
-2
-8
-8
e
'l ] I i °
| Edit || setselected itemin editor || Close i
h [




Integrals need to be calibrated

‘ ‘ Eile  Start

9

trumv | "% Adjust Phase v ||, Calib. Axisw | %% Pick Peaks [ Integrate + || Advanced v |

Process

Integral values are

Analyse Publish View  Manage

)@@ 8|k==h T2 |[Ax] %‘
not scaled to 906 il €29 | EEOR)|A)|
‘mo\nmr E‘E@

reference

F /o #|2E malan %228 =4 T $ XaE8HJ

spectrum!
Define: Drag using left mouse Button r A _%
Return: Lefit-click highlighted|icon @ Cﬂlib
Calibrate selected integrals -9
MNew value OO0
-8
| ok || cancel |
(=}
(']
| | | 1L, b H/
Save & Quit Lo
o e
Quit ‘é g
Select / Deselect B
(=]
2 Cut Current Integral p s
= Delete Current Integral 2 =
o - © . L
— Calibrate Current Integral —r | —
Normalize Sum Of Integrals 3.0 25 20 15 lppm]
Use Lastscale For Calibration




Load next spectrum and import region list

File Start Process Analyse Publish View  Manage @

| A Proc. Spectrum «= || "\i:s Adjust Phase = || ;g\ Calib. Axis = || fﬁﬁ Pick Peaks = || f Integrate = ||Agvanced -

®*8 *2 Q fﬂ;ﬂ"@ (R

a
H

1Sy | 3 @ k==l T |5 || Ak s
B& Fils2 1|00 il =% & |[LE Hnla

Y1 uices 10 1 z\data\demo\nmr

J Spectrum | ProcParslAcunars |Tille | PulseProg | Peaks | Integralsl Sample | Structurel Plotl Fid|

oo |

60 [*1e8]

20 30 40 50
BT

10

| [v]
s - — Jﬁ o
} = @ r ] - L
-— [+ ] o - o
| T T T T I T T T T | T T T T | T T T T | | T T T T |
4.0 3.5 3.0 2.5 2.0 15 [ppm]




wmisc/rmisc
BRUKER

e Can be called from command line as well

e Commands are: wmisc and rmisc

e To call specific file, the type of list and the name need to be
specified (wmisc/rmisc <type> <name>)

intrng - 1D integral ranges

peakrng - 1D peak ranges

°® Exa m ple " Fm iSC intrng ju ice baslpr‘!ts - baselin.e points.ft}r ‘abs'
base_info - baseline function for 'bcm’

peaklist - peak file for 'dcon’

clevels - 2D contour levels

req - reference regions for 'pp'

int2drng - 2D integral ranges




® Useful commands




Copy parameters between datasets
BRUKER

@ Create Mew Dataset - new @I
Prepare for a new experiment by creating a new data set and
initializing its NMR parameters according fo the selected experiment type.
J Eirowser| Lastso | Aliasl Experiments | For multi-receiver experiments several datasets are created. o = [
Please define the number of receivers in the Options.
Bl 9-2g ~ e| P|ot| FidlAcqu
By 10 - hmbegpndgf - HMB( NAME TEMP ; ; : =
&0 11 - hmbcgpndgf - HMB( : : : -2
B0 12 - hmbegpndgf - HMBC EXPNO 205 : : : L
Bl 13 - hmbcgpndaf - HMBC I DU .............. .............. .............. L
B L 14 - zghfiggn PROCNO 1 : : :
B 0 20 - dipsi2gpphzs_psych ) : : : | o
- J) 102 - jresgpprgf - JRES 0 Use current parameters A S S SRR =
& 103 - h2bcedetgpl3 - HS ) : : : i
i1 104 - h2beedetgpl3 - Hi @ Experiment COSYGPSW Select 5 5 5 L
-}l 105 - hmbeetgpland - HI| = ||| ! DU L L L -
@l 106 - h2bcetgpl3 - HSQ( (~) Options ; ; ; — o0
B [ 200 - hsqcedetgpsisp2.q : ! : : : L
-l 201 - zg30 [C] Set solvent DMSO x|
B 202 - zg30 ©) Execute 'getprosol : : : F
B0y 203 - 2930 : ; : : : .
5l 204 2930 © Keep parameters P1,PLW1 ~ | Change | I T
e : ' : : 5 -
&+ 300 - zgpr - BRUKER LC DIR C\NMRData‘data\bgoe\nmr : : : i
- 1 888 - 2030 A I T S i
- [0 998 - zg2d [C] Show new dataset in new window : : : [
- 1L 990 - zgps o . : : : -
- i 1000 - jresgppsqf bgoe B Gl I I T i
Gy 1001 - jresgppsqgf.bgoe - L
B -

- 11 9999 - zapa30 o
L | m [3
e e - ' 0 Wl i
| structure | | | |
TITLE : : : B
PR T | R o
No structure available. L
T T T | T T T
| ok || cancel || moreinfo || Heip | 0 Ippm]
Amplifier Control Acquisition information Sample POWCHK Sample Temperature Spooler BSMS status message Time

queued: 0 10:50:24
delayed: o

Current: 17
| [ | “ \/ - Jul 14
1 ] . s Oons Reg. State: &4 | cron: 1 Autoshim &4 Locked &4 Error L

no acquisition running




Copy parameters between datasets
BRUKER

J Eirowser| Lasts0 | Aliasl Experiments | :[ 1 ~TEMP 205 1 C\MMRData\data\bgoe\nmr == [
E

19-79 - J Spectrum | ProcPars | AcquPars | Title | PulseProg | Peaks | integrals | sample | structure | Piot | Fid | Acqul
| 10 - hmbcgpndgf - HIB(

| 11 - hmbcgpndaf - HMB(

| 12 - hmbcgpndgf - HMB(

| 13 - hmbcgpndgf - HIMB(

| 14 - zghfiggn

. 20 - dipsi2gpphzs_psyclk

| 102 - jresgpprgf - JRES
| 103 - h2bcedetgpl3 - Hs)

| 104 - h2bcedetgpl3 - HI
| 105 - hmbeetgpland - HI
| 106 - h2bcetgpl3 - HSQ
| 200 - hsqcedetgpsisp2.2
| 201 - 2930

| 202 - 2930

| 203 - 2930

204 - 2930
- 1 Ho raw data available
No processed data available

m

VO O o SO OO SO e OO e O O OO O e OO O DO WO e
[ ol s Sl Sl ol Sl Sl S S Sl S Sl Sl o

- 10 205 - cosygpppgfl
. ..... ., 1

5 300 - zgpr - BRUKER LC
H- [ 886 - zg30
H- [ 996 - zg2d
i

-

O e OO e R OO

v/  lcopypars

No structure available. Amplifier Control

copypars

Sample POWCHK Sample Temperature Spooler BSMS status message Time

] queusd: 0 11:02:43
T Eur;e:; 1w \/ delayed: 0
T ast: on Reqg. State: &4 | cron: 1 Autoshim &4 Locked &9 Error Juli4

Acquisition information

Amplifier Control

no acquisition running




Copy parameters between datasets
BRUKER

| Browser | Lastso | Alias | Experments | | 2/ CopyPars =
w0 9-2g . | |1 Open reference dataset into the current window
| 10 - hmbegpndgf - HVEC 2. Zoom into region of interest (if applicable).
11 - hmbcgpndgf - HIBC 3. Click [Copy Parameters].

| 12 - hmbcgpndgf - HVBE 4. Manual Mode gives you option to choose the specific parameters to copy. Manual Mode Copy Parameters

) 13 - hmbcgpndgf - HMBC
. 14 - zghfiggn

. 20 - dipsi2gpphzs_psyclk
) 102 - jresgpprgfl - JRES

. 103 - h2bcedetgpl3 - HS

. 104 - h2bcedetgpl3 - HIV
/105 - hmbcetgpland - LS

VOO e OO o DO e OO SO e OO e O OO OO O e OO OO DO e O e
b ol ol Sl ol Sl Sl S Sl Sl S S Sl o

+JJ 206 - cosygpppaf D ra g an d D ro p

. E ) 1
L s Dataset with desired parameters
7 |1 098 - zg2d
#- |, 000 - zgps
H- 1 1000 - iresaposaf baoe

4 | m 3

rS,

J Structure |

No structure available.

transfer parameters to datase{: ~TEMP 205 1 C:/NMRData/data/bgoe/nmr

Amplifier Control Acquisition information Sample POWCHK Sample Temperature Spooler BSMS status message Time
: queued: 0 11:05:50
no acquisition running | [ ] Eur;e% w !’F \/ delayed: 0
T | == on Req. State: &4 | cron: 1 Autoshim &4 Locked &9 Error Jul 14




Copy parameters between datasets

| Browser | Lastso | Alias | Experiments

E-J 9-29

. 10 - hmbcgpndgf -
. 11 - hmbcgpndgf -
. 12 - hmbcgpndgf -
. 13 - hmbcgpndgf -
. 14 - zghfiggn

. 20 - dipsi2gpphzs_psyclk
) 102 - jresgpprgfl - JRES

HMB(
HMB(
HMB(
HMB(

| 104 - h2bcedetgpl3 - HIV
| 105 - hmbcetgpl3nd - Hi
| 106 - h2bcetgpl3 - HSQ(

| 201 - zg30
| 202 - 230

| 203 - 2930

204 - 2930

| 205 - cosygpppgf
. ..... . 1

- ) 300 - zgpr - BRUKER LC
1)l 888 - zg30

7 ). 998 - zg2d
it

23

VO O o SO OO SO e OO e O O OO O e OO O DO WO e
[ ol s Sl Sl ol Sl Sl S S Sl S Sl Sl o

| 099 - zgps
. 1000 - iresappsaf baoe

O e OO e R OO

-

| 103 - h2bcedeigpld - HS| |

m

| 200 - hsqcedetgpsisp2 2

L | m | [3
e

4
4

J Structure |

No structure available.

2 ~TEMP 204 1 CANMRData\data\bgoeinmr

1. Open reference dataset into the current window

2. Zoom into region of interest (if applicable).

3. Click [Copy Parameters].

4. Manual Mode gives you option to choose the specific parameters to copy.

=

Copy Parameters

Manual Mode

J Spectrum | ProcParslAcunars | Title | PulseProg | Peaks | Integralsl Sample | Structurel Plotl Fidl

Acqu|

[rel]

10

[ppm]

Cancel

Amplifier Control

Acquisition information

no acquisition running

POWCHK

Sample Temperature

Sample

Current: 17
Last: 13

Req. State: | cron: 1

Spooler BSMS status message Time
queved: 0 11:12:32
del d: 0

save Jul 14




Copy parameters between datasets

| Browser | Lastso | Alias | Experments |

(<D

§[ 2 ~TEMP 204 1 CANMRDzta\date\bgoe\nmr

=

Bl 9-2g » | |Select parameters to transfer... Manual Mode Copy Parameters
- 1l 10 - hmbcgpndgf - HIVIBC
@l 11 - hmbegpndgf - HVB( | spectrum | ProcPars | AcquPars | Titie | PuiseProg | Peaks | integrais | sampie | structure [ Piot | Fid | Acqu]
B0 12 - hmbegpndgr - HBC & advanced transfer of parameters =]
@}l 13 - hmbcgpndgf - HVIBC
#- 1. 14 - zghfiggn
& ) 20 - dipsi2gpphzs_psyct Perform advanced getprosol (use hard pulses from reference expt.)
- 1) 102 - jresgppraf - JRES | 1H L=
-8 103 - h2bcedetgpl3 - HS =]
&l 104 - h2bcedetgpla - HL [ Perform standard getprosol O S :
- 105 - hmbcetgpl3nd - H[ il Reference Expt - Target Expt - -
B8 106 - hZbcetgpl3 - HSQ( ~TEMP 204 1 TEMP 205 1 P C
- |1 200 - hsqcedetgpsisp2. 2| 2630 T i
&0 201 - zg30 )
B ) 202 - 2g30 . : :
&0l 203 - 2630 Nucleus Parameter Value Parameter  Orig. Value : : .
204 - 7930 1H 01 [ppm] 4,961 01 [ppm] 1698 e | [ o
il 1H SW(F1) [ppm] 10.3688 SW(F2) [ppm] 103672 Keep symmetric i
B ¥ 205 - Cosygppqu . B T D LR L
e 1 1H SW(F1) [ppm]  10.3688 SW(F1) [ppm] 10.3672 [ o
& 300 - zgpr - BRUKERLC | T, r
& ) 888 - zg30 i
- )i 998 - zg2d Additional parameters: -
&0 999 7qps I SRR r
- 1) 1000 - iresappsaof.booe L
4 | i | ’ ) Use AcgPars @ Use Display Region [ OK ] [ Edit Param List ] [ Hz/ppm ] [ Gancel | [ci i - e
rFs, 4 B
J Structure | B
(=]
T T T I T T T | T T T | T T T | T T T | T -
No structure available. 8 § 4 2 0

transfer parameters to dataset: : ~-TEMP 205 1 C/NMRData/data/bgoe/nmr

Amplifier Control

Acquisition information

no acquisition running

Sample POWCHK

Current: 17
Last: 13

Sample Temperature

Spooler BSMS status message Time
queved: 0 11:14:55
del d: 0

save Jul 14

Reqg. State: &4 | cron: 1 Autoshim &4 Locked &4 Error




Copy parameters between datasets
BRUKER

Y

J Eirowser| Last50 | Aliasl Experiments | [ 1 ~TEMP 205 1 C\MMRData\data\bgae\nmr o [E [

&l 9-2g - J Spectrum | ProcPars | AcquPars | Title | PulseProg |Peak5 | Integralsl Samplel Structurel Plotl Fid | Acqu|
. 10 - hmbcgpndgf - HVBC
) 11 - hmbegpndgf - HMBC
/12 - hmbecgpndgf - HMBC
J 13 - hmbcgpndgf - HMBL
, 14 - zghfiggn
| 20 - dipsi2gpphzs_psycr
) 102 - jresgppraf - JRES
) 103 - h2bcedetgpl3 - HS
J 104 - h2bcedetgpl3 - HI =
. 105 - hmbcetgpland - HIf = ¢ o
+ 106 - h2bceigpl3 - HSQ( 1H parameters copied:

| 200 - hsqcedetgpsisp2.2 @ O1P: 4.361 ppm

| 201 -2g30 : SW(F2): 10.3672 ppm
| 202 - 230 SW(F1): 10.3672 ppm
| 203 -2930

204 - 730
] lahle
vailable

e VOO O o DO OO O e OO e O OO OO OO e DO O = DO WO e
e e e e e e i e

=1 205 - cosygpppgf
. ..... . 1

- 4 300 - zgpr - BRUKER LC
¢ | 888 - 2930

|| 098 - zg2d
it
i

| 999 - zgps
. 1000 - iresappsaf baoe

ot O O O e OO

4 | m | 3

rS,

J Structure |

No structure available.

Amplifier Control Acquisition information Sample POWCHK Sample Temperature Spooler BSMS status message Time

Current 17 GEEE X 11:22:50
-- Last: 13

delayed: o
[ |

no acquisition running

'8
g
Q

Reqg. State: &4 | cron: 1 Autoshim &4 Locked &4 Error Jul14




Copy parameters between datasets
BRUKER

JBrowser| Last50 | Alias | Experiments | :[1 Acquisition finished: C:/NMRData/data/bgoe/nmr/~TEMP/205/pdata/1 = [ [
E

1 9-19 - J Spectrum | ProcPars | AcquPars | Title | PulseProg |Peak5 | Integralsl Samplel Structurel Plotl Fid | Acqu|
| 10 - hmbcgpndgf - HVBC w
. 11 - hmbegpndgf - HMB(
. 12 - hmbcgpndgf - HMB(
J 13 - hmbcgpndgf - HMBL
. 14 - zghfiggn . 1 i I ]
, 20 - dipsi2gpphzs_psycr : : : : : : : : : |
| 102 - jresgpprgf - JRES' : : : : : : : : S
| 103 - h2bcedetgpl3 - HS o | ORI SRR L SRR L SO U Lo S B
. 104 - h2bcedetgpl3 - HV : : : : : : : : : I
. 105 - hmbcetgpland - HIf = : : : : : : : ” : B
. 106 - h2bcetgpl3 - HSQ( : : : : : : : :
. 200 - hsqcedetgpsisp2.:
. 201 -zg30
) 202 - 2930
| 203 - 7930
204 - zg30

F1 [ppm]

e VOO O o DO OO O e OO e O OO OO OO e DO O = DO WO e
e e e e e e e i e

- 0 300 - zgpr - BRUKER LC : : : = - : : : : : : L
m-hssg-zgao |l L] T L o L - L L L i
= 1 008 - zg2d . . . =5 o= . . . . .
o : : : = . @ : : a L o
- ). 999 _ngs . . . . B . .
B0 1000 - iresappsafbaoe T | [l [l |
o w ) 5 5 5 5 5 5 5 5 5 i
— ] : : : :
| structure | ]
Mo structure available. i
D T T T | T T T | T T T | T T T | T T T | T
8 6 4 2 FZ [ppm]
Amplifier Control Acquisition information Sample POWCHK Sample Temperature Spooler BSMS status message Time

queued: o
delayed: o
Reqg. State: &4 | cron: 1 Autoshim &4 Locked &4 Error Jul14

11:32:44

no acquisition running | [ ] E:;Tts w
L[ [

'8
g
Q




COSY = HSQC
BRUKER

J Browser | Lasts0 | Alias | Experiments | : 2 ~TEMP 205 1 C:\NMRData\data\bgoe\nmr EE@]
Bl 9-19 » | |select parameters to transfer... Manual Mode Copy Parameters
-}/ 10 - hmbcgpndgf - HVIBC
& i 11 - hmbcgpndqf - HVB( | spectrum | ProcPars | AcquPars | Titie | PuiseProg | Peaks | integrais | sampie [ structure [ Piot | Fid | Acqu]
B 12 - hmbegpndgf - HIB( ‘? advanced transfer of parameters @ D
g = 13 ) ;122%%ndqf - AMBC | select parameters to copy from reference dataset to target dataset.
& 20- dipsi2gpphzs_psyct Perform advanced getprosol (use hard pulses from reference expt.) |
B 0 102 - jresgpprgf - JRES | ] 1H : : L
& 103 - h2bcedetgpla - HS : Co | =
& 104 - h2bcedetgpl3 - HI| [l Perform standard getprosol B T . SR S
- - _H T : : FE
105 - hmbcetgpl3nd \H[ Reference Expt.: Target Expt. =" : +
i ) 106 - h2bcetgpl3 - HSQX TEMP 205 4 TENP 206 4 PP L
B - isp2.2— . 3 : r
+ 200 - hsqcedetgpsisp2. cosygpppqf hsqcedetgpsisp2.3 @ : L
i 201 - zg30 LR o
B - [i=] : : L
" 202 -2030 Nucleus Parameter Value Parameter  Orig. Value : :
B 203 - zg30 o : F
204 _ 1930 D Keep 01 f[Ol'Tl ACanrS ........... ............. ............. L
= 9 1H O1 [ppm] 4361 » [—> O1[ppm 4700 : : =
205 - cosygpppqf | J R B |
- 1H SW(F2) [ppm] 10.3672 v | M-—> SW(F2)[ppm] 12.9595 : :
Caution' ............. ............. L
1 parameters: 5 : -«
g g gPars @ Use Display Region | ok || EdtParamList || Hzppm || cancel | [ EEEEEEE e -
: : L o

when changing _
SW(F2)! B T S S

S h ou I d n Ot excee d parameters to dataset - ~TEMP 206 1 C-/NMRData/data/bgoe/nmr
200ms for HSQCs! A=

Sample POWCHK Sample Temperature Spooler BSMS status message Time

no acquisition running 1] E”’;_e:;” !’F \/ :;:i:;: g 11:45:37
. == on@ Reg. State: €| cron: 1| Autoshim &2 Locked & Error Jul 14




J BFOWSEI’| Last50 | Allasl Experiments |

HSQC > HMBC

: 2 ~TEMP 206 1 C\NMRData\data\bgoeinmr

=
| 106 - h2bcetgpl3 - HSQ(
- 1. 200 - hsgcedetgpsisp2 =
<1 201 - zg30
| 202 - 2930
<1} 203 - zg30

| 205 - cosygpppqf

| 207 - zgpg30

| 206 - hsqeedetgpsisp2.7 |

-~ ‘ Select parameters to transfer...

m

= 10 208 - hmbegplpndgf
. ..... . 1
Bt 300 - zgpr - BRUKER LC
B [ 888 - zg30
- [L 998 - zg2d
B 1) 999 - zgps
- [ 1000 - jresgppsqf. bgoe
B ) 1001 - jresgppsqf.bgoe -
B [ 9099 - Zgpg30
- [ 10104 - h2bcedetgpl3 -
B 1) 10105 - h2bcedetgpl3 -
4 | m | 2
FS 4

J Structure |

@ advanced transfer of pararneters

Select parameters to copy from reference dataset to target dataset.

Perform advanced getprosol (use hard pulses from reference expt )

1H
[Tl Perform standard getprosol

F13c

Reference Expt.: Target Expt.:
~TEMP 206 1 ~TEMP 208 1
hsgcedetgpsisp2.3 hmbcgplpndgf
Nucleus Parameter Value Parameter Orig. Value
[[] Keep O1 from AcgPars
1H 02 [ppm] 4.361 ——> O1 [ppm] £.300
1H SW(F2) [ppm] 10.3672 ——> SW(F2)[ppm] 129895
13C 01 [ppm] 75.000 [ —x—= 02 [ppm] 100.000
13C SW(F1) [ppm] 1651013 X [J-—x—> SW(F1)[ppm] 2200000 X

| | Additional parameters:

(0 Use AcgPars @ Use Display Region

| ok || EditParamList || Hzppm || cancel

===
Manual Mode Copy Parameters

"

O

F1 [ppm]

80

100

120

o

No structure available. 8 6 4 2 F2 [ppm]
transfer parameters to dataset: : ~TEMP 208 1 C:/NMRData/data/bgoe/nmr
Amplifier Conirol Acquisition information Sample POWCHK Sample Temperature Spooler BSMS status message Time
: queued: 0 17:25:15
no acquisition running | [ ] Eur;e:; w !’F \/ delayed: 0
T el on@ Reg State@|con 1| Autoshim@ Locked @ Error | Jul 14




Useful commands - expl

File Start Process Analyse Publish View Manage @ |1_
| : C[eater
I_ T *8 %2 Q|| m () CADataPotencyMR Test\10\pdatal1 4|
eXp . /812 % M
=— Organisieren - In Bibliothek aufnehmen = Freigeben fir = Neuer Ordner =
opens explorer |kl - S =
: I -:. Favoriten I MName Anderungs
\TopSpin3.5pi7iex: T e
(OI’ konquerel‘) M Desktop 1 13062017 -8
:yMR_Test L
5 o o - zgpr - Ibruprofen 4 Downloads 1r 13.06.2017 |
1= Ibruprofi z ] -
W|ndOW W|th|n the "2gpr - loruprofen’ &b Zuletzt besucht ' auditp.txt 13.06.2017 [
-Zgpr - Ibruprofen " cmcareport_PotencyMR _Test 4 10 1.pdf 12062017 &
dataset path E& 3 Biblotheke ) emepro -
- 2gpr - .~ Bibliotheken = 2] cmcprojectxml 13.062017
| .;EIEEE 5 Bilder cmeprojectxml.bak 13.06.2017 |
| 80 - 2gpr - - Dokumente cmeq 12062017 [ =
- [ 90 - zgpr - & . i
@ )i SmartDriveNMR <& Musik | cmeq_log.txt 13.06.2017 |
B L CNMRData 5L NMR Dat i
F % 4 B ). ExamData CMC g ) e cmeas 13062017 [ o
& videos eretic 13062017 [ ~
E_]I.:Fll ' integrals.et 13.06.2017 [
& Computer intrng 13.06.2017 t
—
&= SYSTEM (C) | multiplettxt 13.06.2017 L
% specbkup (\\svetfile03.ads.br outd 12.062017 |
= Appllkatlon D {\\applserv) {‘. e I Vol T b o M
. o < | 1} 1o
‘ = Sl 26 Elemente nl




Useful commands - expl top

Start Process Analyse Publish View Manage @ |1_
expl top- |:C[eater
|| %8 %2 {Es i % || C\BrukenTopSpin3.5pi7 _ |4
opens explorer _ — —
# Organisieren ~ In Bibliothek aufnehmen = Freigeben fiir = Neuer Ordner E
rimen N - I
(Or konquerer) Lasts0 | *  Name Anderung

/82 &

N |

. . . \TopSpin3.5pI7iexs X Favoriten —
window within the = Desor b clsee tooazor ¥
. - zgpr - Ibruprofen i Downloads ). conf 10.04.201° L
TOpSpIn % <» Zuletzt besucht L data 1004201 T
c 5 -Zgpr - Ibruprofen | examdata 1004201 8
L r- = o L
InSta”atIOH EEN . Bibliotheken = b ep 1004201 |
- [ - Bilder | extprog 1004201 |
dlreCtory %-gg:- < Dokumente | extracted_files 1004201 [®
f = T - .
T SmariDIveNR & Musik ). GNU 1004201° |
A B G £ NMR Data ). guide 1004201 |
e ¥ Very useful if you |
expl top . L y you |
omputer J h h I
& SYSTEM (C3) I ave m O re t an r o
% specbkup (\svetfile03.ads.br | - | | : I
% Applikation-D (\applserv) ) I-_- One InSta atlon ¥
-

4 L »

FS 4

expl top

l 54 Elemente
o




Useful commands - expl prop

=tart Process Analyse Publish View Manage @ |1_
expl prop: L
*2 ﬁ@ l‘ %v| ! C:\Users\demn\.topspin-WT-4DD\prnp|
Opens eXpIorer (Or ) § File  Edit Miew  Tools Help
k 5 d —— | : Organize « Include in library + Share with = Mew folder }:E
onquerer) wWindow =y, ouersts 5
th th B Desktop | templates 30.03.2011 14:08 - $
WI I n e u Ser rest & Downloads . userdefined 05.02,2015 15:54 .
. g . pl?;?e?r:?el'l:a &l Recent Places L || browsedir_Local.prop 12.06.2017 17:31 __o
SpeCIfIC to pspl n Ibruprofen | bsms.prop 21042017 15:24 L h
. . Ibruprofen B Desktop || emcglayout.prop 28.05,2013 09:44 F
CO nfl g u ratl O n 4 Libraries || data_groupsd.prop 05.04.2015 10:56 i
@ Apps L4 || disable.prop 12.06.2017 17:31 __ln
d i re Cto ry _ @ DDCL.,ImEntS || editor.prop 12.06.2017 17:30 s
Por Jﬁ husic || EdteSettings.prop 23.03.2011 15:44 B
0 smaroiveNMR [E=| Pictures | globals.prap 12.06.2017 17:32 i
B CNMRData 15l TopSpin User Files | iiop.prap 12.06,2017 17:31 | o
z % il i EENRERELE 5] TapSpinFiles L] 1ast50_3.prop 12.06,2017 17:31 |
B videos || layout.prop 13.06.2017 10:12 -
Expl p rﬂ p #& Homegroup || lockLayaut.prop 13.06.2017 14:10 i
A Applikation Q{ new-rpar-keep-listod 12.06.2017 17:23 _—II'.l
L diff [ nateboak.bt 25.04.2017 08:57 L
L. jnati || parfile-dirs.prop 19.04.2016 16:39 r
. .oracle_jre_usage Q{ rpat-keep-list.et 12.06,2017 11:51 i
. topspinl || setlimits_nd.prop 07.03.2017 18:13 ___ o
L topspin-\WWT-400 =] spoalers=ml 12.06,2017 17:43 _F
' . autoshim =] spoolerprotocalxml 12.06.2017 21:15 m]
=4 | omeq table_npt.pro 03.05.2017 15:57
lexpl prop | prop Ztahle—l';.pprnpp 31012013 1108 :|




Useful commands - expl help
BRUKER

File Start Process Analyse Publish View Manage @ |1_
| __ I |'_”] Read Pars.|

8 %2

/8 /2 %

\fll'; t"ﬁ

-’\\
A

Q@on A

| @@@@@‘
Experiments | 5| 1 PotencyMR_Test 10 1 C\Data o | 5) [g}
Last50

8%

expl help:

lists all available

_——— . || Spectrum | ProcParslAcunars | Title | PulseProg |Peak5 | Integralsl Samplel Structurel Plotl Fid|
\TopSpin3_5pl7\exs —_
s Ibruprafen + malic acid in DMSO-d8 .
O ptl O n S yMR_Test -
-Zgpr - Ibrupror §1 o
1 - Ibruprofen 4 Q -8
o g 20 - Zgpr - lbrupro |
B0 30 - zgpr - Ibrupro L
B 40 - zgpr - L
-1 50 - zgpr - .
i) 60 - zgpr - ﬂ Lo
B 70 - zgpr - Syrntax: expl J’E}{pl top I expl home / E'){pl =:path:=— J’E}'{pl EpE‘Ct i expl prop L
[ L 80 - zgpr - L
B )L 90 - zgpr - L
[ 1 SmartDriveNMR
- [ C\NMRData o
N [ )\ ExamData CMC =
expl help Close -
—
I -
¥ (=]
Pl 1 ’ T T | T T T T | T T T T | T T T T | T T r
20 10 0 -10 [ppm]

"ngpl help




Useful commands — command history
BRUKER

File Start Process Analyse Publish View Manage @ |1_
' _ Create Dataset|| [i Find Dataset| | & Open QatasetH _ Paste Dataset|| |'_”] Read Pars.|

Q@@ O|k=Hp T Ak _H§
® Q@ wils| | == L Dl A

Hz
PP

EE

L),

command history:

= P
s 1 PotencyMR_Test 10 1 C\Data \i\glgl
u Se u p/d Own arrOW J: J Spectrum | ProcParslAcunarslTitle | PulseProg |Peak5 | Integralsl Samplel Structurel Plotl Fid|
keyS to g O baC k to i thruprafen + malic acid in DMS0-(5 g
. ien "
previously entered o [
en
commands
.y}
B0 80 - zgpr -
(-l 90 - zgpr -
-- .. SmartDriveNMR
H i C\NMRData
[ |, ExamData CMC

use keyboard




Useful commands - command line history
cmdhist

File Start Process Analyse Publish View Manage @ |1_
|'_”] Read Pars. |

| __ Create Dataset|| [i Find Dataset| | & Open QatasetH _ Paste Dataset|
. %8 %2 5| (D@urem @‘ =i T |32 || A s
1872 || ®QQ il | == a4
lists all entered  MEYEESICIETORT RS A NS Ik eyrmmeormmmrer =
L]

! J Spectrum |ProcPar5|Acunar5|TitIe | PulseProg |Pea|| apk

commands since R El—————— .|

\TopSpin3.5piT\ex:
Ibruprafen + malic acid in DMSO-d8 absn

start of TopSpin e per

- zgpr - Ibruprofen expl
1 - Ibruprofen + ma expl top

@ 20 - zgpr - Ibruprofen
Bl 30 - zgpr - Ibruprofen xpl prop
__ | 40 - zgpr - expl help
B 50 - zgpr -
B 60 - zgpr - i i ]
B 70 - zgpr - Command Line History -
[ ) 80 - zgpr - .
B8 90 - zgpr - Show command index
(- i SmartDriveNMR .
&)l C\NMRData Command Recording °
). ExamData CMC -

Resize Command Line
Save As A Macro. ..

| Execute || Append || savemacro.. || cancel




How to identify parameter sets?

.E Parameter Sets: rpar ' ﬁ
File Options Help Source = :C:EBruher‘uTDpSpinS_Erpl?‘uexp‘ustan‘nnmr‘npar v:
Find file names ~ |enter any string, *, ? Exclude:

Class = :Any v: Dim = :Anyr v: Show Recommended
Type =| Any v SubType= Any ¥ SubTypeB= Any v| | ResetFilters |

=N C13DEPT135 C13DEPTQ135 C13UDEFT COSYGPDFPHSW
COSYGPSW HMBCETGFPL3ND HMBCGP HMBCGP 15N HSQC TOCSY
HSQC TOCSY ADIA HSQCEDETGPSISP HSQCEDETGPSISP A . |HSQCETGP 13N HSQCETGPSISP
HSQCETGPSISP ADIA MLEVPHPR MLEVPHSW NOESYPHPR NOESYPHSW
PROTOM ROESYPHPR ROESYPHSW WATERSUP

| Read.. || Close |




How to identify parameter sets?

Comments! B?%R
.E Parameter Sets: rpar ’ ﬁ

Source = :C:‘-.Bru kenTopSpind. SplMexpi\staninmripar -

]Exclude:

/| show Recommended

Sort by Date . : [ ]

Type . IbTypeB = |Any - Reset Filters
b Edit Comment L C__

E Refresh From File System C13DEPTQ135 C13UDEFT COSYGPDFPHSW
COSY  Manage Source Directories  HMBCGP HMBCGP_15N HSQC_TOCSY
HSQCO oo Ao MW CUC TS IS HSQCEDETGPSISP A . |HSQCETGP 13N HSQCETGPSISP
HSQCETGPSISP_ADIA |MLEVPHPR MLEVPHSW NOESYPHPR NOESYPHSW
| PROTON ROESYPHPR ROESYPHSW WATERSUP

| Read.. || Close |




Comments

iEI Parameter Sets: rpar ' m
File Options Help Source = :C:‘l.Bruker‘nTDpSpinS_5plﬂexp‘l.stan‘mmr‘npar v:
Find file names ~ |enter any string, *, ? Exclude:

Class = :Any v: Dim = :Anyr v: Show Recommended
Type =| Any v SubType= Any ¥ SubTypeB= Any v| | ResetFilters |
P decoupling, 1024 DD -~
C13DEPT135 DEFT 135 experiment, CH3/CH positive, CH2 negative, 256 scans, 160 ppm Bl
C13DEPTQ135 DEPTQ 135 experiment, CH3/CH positive, CH2/C negative, 256 scans, 220 ppm
C13UDEFT UDEFT experiment, faster 13C acquisition, but improved S/N, 384 scans, 220 ppm
COSYGPDFPHSW Gradient selected double quantum filtered phase sensitive COSY
COSYGPSW Gradient selected COSY
HMBCETGFL3MND 1H-13C HMBC with gradient selection using 3-fold low pass filter for better 1J suppression =
HMBCGP 1H-13C HMBC with gradient selection
HMBCGP 15N 1H-15N HMBC with gradient selection
HSQC TOCSsY 1H-13C H5SQC-TOCSY with gradient selection 600 MHz == BF1

HSQC_TOCSY_ADIA [1H-13C HSQC-TOCSY with gradient selection BF1 >= 700 MHz
HSQCEDETGPSISP  [1H-13C multiplicity edited HSQC with gradient selection 600 MHz >= BF1
HSQCEDETGPSISP... [1H-13C multiplicity edited HSQC with gradient selection BF1 >= 700 MHz
HSQCETGP_15N 1H-15N HSQC with gradient selection

HSQCETGPSISP 1H-13C HSQC with gradient selection 600 MHz == BF1
HSQCETGPSISP_A... [1H-13C HSQC with gradient selection BF1 >= 700 MHz

MLEVPHPR Phase sensitive TOCSY with solvent supression i

| Read.. || Ciose |




® Archiving & Accounting




Accounting in TopSpin

e Accounting in TopSpin has to be activated manually once

Eile Start Acquire Process

Analyse

Publish View

Preferences

Manage

[2) [THB

Spectrometer+  Security » || Commands + || Remote

Ee | | T

-
X ‘p User preferences

Administration items
Window settings
Processing preferences
Text editors

Regulated Environments
Miscellaneous

Remote connection
Directories

Acquisition

More preferences

Directories -
Dir. of structure files for structure viewer

Global search path for plot layouts

Manage source directories for edpul, edau, efc.

Acquisition
Show "ased" parameter selection with "eda”
Overwrite existing FID without inquiry (ZG safety off)
Display digital resolution in FID display window
Auto open acquisition window after 'zg'

Configure accounting & data archiving after 'zg'

Automatically perform getprosol during rpar/edc/new
More preferences

Spectra Display Preferences
Spectra Printing Preferences
Browser Preferences

Status Bar Preferences

Lock Display Preferences

BSMS Display Preferences

| Apply || Close || Reset |




Archiving configuration

ép Setup Auto-Archiving & Accounting E

When acquisition ('zg') is finished, TopSpin allows you to

LI ke arCh IVE Optlon N - write accounting info to be evaluated by the command 'account’
| CO N N M R - to copy the acquired dataset to a desired archiving directory.

When 'zg' is executed multiple times on the same dataset, TopSpin will
increment the EXPMNO while archiving so as to never override already
archived data. You may specify an additional EXPNO offset for this case.

will archive each
acquisition which has been

The accounting info is stored in the following directory, one file per day:
"ztopspin homedir=/prog/curdirfacghistory”

Started fI’O m Wlth | n The archiving directory may contain the following tags:
. $USERHOME or $USER. They are replaced by the login user's
TOpS pl n GUI home directory or name, respeciively. at archiving time.
[ Auto-archive after 'zg' = no -
Archiving directory =
(for AU programs: use EXPNO offset - 1000
‘XCM D(“S en d g u | Zg ”)’ Write accounting info after 'zg' = yes -

| Browse || ok || cancel |




Archiving configuration

ép Setup Auto-Archiving & Accounting E

When acquisition ('zg"} is finished, TopSpin allows you to
- write accounting info to be evaluated by the command 'account’
- to copy the acquired dataset to a desired archiving directory.

When 'zg' is executed multiple times on the same dataset, TopSpin will
increment the EXPNO while archiving so as to never override already

If an experiment Is

. archived data. You may specify an additional EXPNO offset for this case.
executed a second time,
- The accounting info is stored in the following directory, one file per day:
the d ataS et |S add ed tO th e "ztopspin homedir=/prog/curdirfacghistory”
archive as a new expno The archiving directory may contain the following tags:
SUSERHOME or SUSER. They are replaced by the login user's
home directory or name, respectively, at archiving time.
Increment is user-specific. Auto-archive after 'zg' = no ”
1000
yes -

| Browse || ok || cancel |




Archiving configuration

o)
BRUKER
(>

=

ép Setup Auto-Archiving & Accounting

When acquisition ('z9") is finished, TopSpin allows you to
- write accounting info to be evaluated by the command 'account’
- to copy the acquired dataset to a desired archiving directory.

When 'zg' is executed multiple times on the same dataset, TopSpin will
increment the EXPMNO while archiving so as to never override already
archived data. You may specify an additional EXPNO offset for this case.

The accounting info is stored in the following directory, one file per day:
"ztopspin homedir=/prog/curdirfacghistory”

pOSS| b|l|ty |S |m p|ement6d - The archiving directory may contain the following tags:

$USERHOME or $USER. They are replaced by the login user's
home directory or name, respectively, at archiving time.

A new accounting

Auto-archive after 'zg' = no -

Archiving directory = C-\Users\dema

= 1000
Write accounting info after 'zg' = yes -

| Browse || ok || cancel |




Accounting in TopSpin
J P=P BRUKER

e The accounting file (a file per day; XML format) will be stored
in: <topspinhome>/prog/curdir/acghistory

e The accounting file can be opened via

Manage - Spectrometer > Spectrometer Usage (account)
NS
1ss Analyse Publish View  Manage @

Preferences | Spectrometer = | Security =+ | Commands -+ | Remote

. - S HE' = Hardware Detection B E _____
I"j WM I [ ———— [T A
e = 5 Experiments/Parameters @ / 'i' -

P
Uisitit | cryoProbe Control FR—

Save/Restore Installation

Jata

r Instituie 5
..... o _ Spectrorr'eter Usage {account) e e
Froject &

e or the TopSpin command account

Waccnunt

e




Accounting in TopSpin
J P=P BRUKER

i~

ip Accounting @

Accounting prints statistics derived from the experiments
Q' performed during a desired time period.
= Accounting is based on the information stored in acquisition history files.
Prerequisite: History recording was enabled prior to acquisition {(command 'set').
Per default, history files are located in '<topspin home=/prog/curdir/acghistory’.

| Cancel




Accounting in TopSpin
? P=P BRUKER

| Look in: J acghistory v: T M-

|
B acq2013-10-31.xml

b=

gy
i = = acq2013-11-01.xml
Recent

[tems

Desktop

{.W
My
Documents

LY

Computer

@

Network

File name:  |acq2013-10-31 xmi “\
Files of type: | History files [ caly




Accounting in TopSpin
J P=P BRUKER

File Edit Search
1 | Awccounting Protocol -
Z | Created: 2013-11-01 17:46:14 CET B
3 | TopSpin: 3.2
4
J |User: nmrsu / Sren
& | #Datasets Dim Exp.Time  Failed
7 4 1 3.30 min ]
8 ] 2 0.00 =sec ]
=) ] =2 0.00 sec ] E
10 | Sum =
11 i any 3.30 min 0
1z
13
14 | Period
15 |From: 2013-11-01 17:2Z9:51 CET
16 | To: £013-11-01 17:36:36 CET
17
15 M




Accounting in TopSpin
J P=P BRUKER

e User-specific accounting with TopSpin-internal users

File Start Acquire Process Analyse Publish View  Manage @ ...

Preferences | Spectrometer - || Security =+ || Commands -+ || Remote

158 || o= Q@ 20| |k 1 %ﬁ {'j\;# -,--.tt & B W ¢ ig
He @ L.."Hﬂﬂh >4 LB S0 ol BO® ET /S A omn
@ User preferences @
Administration items | l Administration items l -
Window settings Auto-open last used dataset when restarting TopSpin

Processing preferences Show TopSpin data examples directory in data browser

Text editors Setup users for TopSpin-internal loginflogofl and esign
Regulated Environments
Miscellaneous

Remote connection

Automatic locking of TopSpin when idle time exceeded

Directories Enable automatic command spooling

Acquisition WihﬂDW settings _ _

More preferences File menu: Show "File" text rather than icon (restart!)
Fonts and colors
Size of tool bar icons [pixels] 24
Make TopSpin main toolbar detachable [l

Open new internal windows "cascaded"” rather than "maximized”  [J




TopSpin-internal users

& User Administration - uadmi

["] Enforce "login" for working with TopSpin

User D User Name Allowed Signature Meanings
Robin lﬁ
Sven Sven Operator

Add User ] [ Change Meanings ] [ Remove User ] [ Fasswd Length ]

| save || savesCiose || Help || cancel ]




Accounting in TopSpin
J P=P BRUKER

e Switching the user can be executed with the commands
login / logoff

.l [_ Bruker TopSpin 3.2 on AV

[:J Start Acquire Process Analyse Publish View Manage @ |T.

| F'rgferences| ‘-.Spectrgmeter - | [Security - | ‘-.gommands - | | Remote |

N oo — ‘ i~ . = ———
) ‘-j .._I *8 %2 {;ﬁ ‘q-ij"@m ald - S Hi"ﬂ w T Lock TopSpin for Other Users (lockgui) S'
= :;" g /2 i +) (- oM w5 p-8
ﬁ = L L4 Q Q Q z = \W & Logoff From Internal User {logoff) 'i' ﬁ
J Browser | Last5{]| Group5| : 1 Acquisition finished: M| Login As Internal User (login) = == [E}
#- 1) C\BrukenTopSpin3.2examdata J Spectrum | ProcPars Show Login History 3| Samplel Slruclurel Ploll Fid | Acqu|
E- [ CABruker TopSpin3.2\nmrdata — : : —-
- L CABruken TopSpin3.2pl5idatattopshimData Insfnufe OC ........ Change Internal User Password (chpwd) | |......: o e 2
@ C\Brukennmrdata Froject-No ABC T2 : :
Froject 8 E-Sign Data Set (esign)
: Show/Verify Audit Trails (audit)

Flease identify yourself

User ID = :ESven

Password =

| oKk || cancel |




User-specific accounting in TopSpin
& Accounting Protoco

File Edit Search

3

1 | Accounting Protocol -
Z | Created: 2Z013-11-01 17:44:16 CET ol
3 | TopSpin: 3.2

4

5 |User: nmrsu

6 | #Datasets Dim Exp.Time Failed

7 Z 1 1.07 min u]

8 u] Z 0.00 sec u]

Q a >Z 0.00 sec u]

10 | sum =

11 z  Any 1.07 min i

12

13

14 |Period

15 |From: Z013-10-31 16:44:10 CET

16 | To: 2013-10-31 16:48:33 CET

17

18

19 | === e

20

21

22 |User: nmrsu / Robin

23 | #Datasets Dim Exp.Time Failed

24 4 1 1.59 min 1

25 u] 2 0.00 sec u] E
26 ] >Z 0.00 sec a

27 | Sum =

28 4 Any 1.59 min 1

29

3o

31 |Period

32 |From: 2013-10-31 16:50:Z8 CET

33 | To: 2013-10-31 16:51:44 CET

34

35 | The following datasets had "acquisition failed" status:

36

37 | ¢:\Bruker\nmrdatay0ct31-2013-rebinyl6\pdatall

L] failed: Raw data file 'fid' not found: Ho such file or directory 0ct31-:013-robin 16 1 C:\Brukerinmrdata
39

L e e e e




® Save/Convert Data Sets




Save data as...
BRUKER

File Start =~ Process Analyse Publish View  Manage @ |‘I_
' New 1 exam1d_1H 11 C\BrukerTopSpin3 5pi7\examdata LSEt Paste Dataset || Read Pars.
_ 2 PotencyMR_Test 10 1 C:\Data L ¥
____‘;f Open s M .l’l'\ f{?\ "é.
E 3 PotencyMR_Test 1000 1 Ch\Data é .-wQ,\ A
] e Y A
qﬂ Reopen 4 examid_1H 2 1 C\BrukenTopSpin3 SplT\examdata
4
D( = 2 5 PotencyMR_Test 90 1 C:\Data =100 i&}
iy Save As 5
{ ) PotencyMR_Test 80 1 C\Data rel Plotl Fid
M Print L =
e \ PotencyMR_Test 70 1 C-\Data @
L@ Export 8 PotencyMR_Test 60 1 C\Data - D
4 9 PotencyMR_Test 50 1 C\Data B
- send To 0
PotencyMR_Test 40 1 C\Data B
(8 Run A Program PotencyMR_Test 30 1 C:\Data -
[i Delete PotencyMR_Test 20 1 C-\Data r
| Close Active Window
3 Close All Windows -2
Preferences Terminate Application I
bt}
e
Ay I
M_ ) Lo UGS JN‘L
T T T | T T T | T T T | T T T | T T T | T
8 -] 4 2 1] [ppm]




Copy data set to new destination
BRUKER

File Start = Process Analyse Publish View  Manage @ |1_
] Create Dataset I% Find Dataset " Open Dataset [ Paste Dataset £ Read Pars.

19| L] s %2 Q| P@o . @ =Py T | 22 || Axk 5
B2 ¥ /802 2| QQ il =5 4 | H | (BHullA
Y1 examid.1H 1 1 C\BrukenTops| & wrpa wq E\E@}
J Spectrum | ProcParslAcunars | Titlg
1H Cyielosporin Options R

(@ Copy data set to a new destination

I Save data set in a ZIP file L@
(") Save data set in a JCAMP-DX file -
(") Save data set as experiment to CCPN project

(") save data of currently displayed region in a text file
(") save parameters as a new experiment Lo
() save digital as analog filtered data -
(") save other file

Required parameters
File type = processed data as new PROCNO

| oKk || cancel || Heip | I




Save data set as ZIP file
BRUKER

File Start = Process Analyse Publish View  Manage @ |1_
] Create Dataset I% Find Dataset " Open Dataset [ Paste Dataset £ Read Pars.

9| [|en @ [@8e 0|k T, | 5n [ |[F
B | B2 2|00 il &= 4| LB AkAa

: 1 examld_1H 1 1 C\Bruker\TopS i & mzip w1 E‘E@}
J Spectrum | ProcParslAcunars | Titlg
1H Cyielosporin Options - g
) CDE& data set to 3 new destination : =
(@ save data set in a ZIP fil =

I Save data set in a JCAMP-DX file -
(") Save data set as experiment to CCPN project

(") save data of currently displayed region in a text file
(") save parameters as a new experiment Lo
() save digital as analog filtered data -
(") save other file

Required parameters
File type = acqu. data as new EXPNO -

| oKk || cancel || Heip | I




Save data set as ZIP file
BRUKER

File Start = Process Analyse Publish View  Manage @ |1_
] Create Dataset I% Find Dataset " Open Dataset [ Paste Dataset £ Read Pars.

9 L2 @ @@m, 0 eh T /& |l %
B 1) 302 3 QR ik «=9 & L | A

: 1 examld_1H 1 1 C\Bruker\TopSpin3.5pl7\examdata o |el=] ﬂh}
J Spectrum ProcParslAcunars | Title I PulseProg |Peak5| Integralsl Samplel Structurel Plotl Fid|

TH Cyclosporin & tozip ﬁ K3
Please specify destination .
Name of archive file = examid_1H topspin zip -
Directory of archive file = C:ELIsers‘ubenjamin_gnerling |
Type of archive file = ZIP-compress v |
Include these data types = FID+RSPEC+ISPEC - =
Zip current EXPNO/PROCNO only, or all of exam1d_1HglRs s g =los iy = |
FID+RSPEC |
RSPEC+ISPEC . Lo

0 [ppm]




Save data set in a JCAMP-DX file
BRUKER

File Start = Process Analyse Publish View  Manage @ |1_
] Create Dataset I% Find Dataset " Open Dataset [ Paste Dataset £ Read Pars.

@[]0 Q)@ Okt T2 [[Ax| ||
B2 ¥ /802 2| QQ il =5 4 | H | (BHullA
Y1 examld1H 1 1 C\BrukenTops{ & tojdx wq E\E@}
J Spectrum | ProcParslAcunars | Titlg

1H Cyielosporin Options -

(") Copy data set to a new destination

() Save data set as experiment to CCPN project

(") save data of currently displayed region in a text file
(") save parameters as a new experiment Lo
() save digital as analog filtered data -
(") save other file

Required parameters
File type = acqu. data as new EXPNO -

| oKk || cancel || Heip | I




JCAMP???

What is a JCAMP file?




Save data set in a JCAMP-DX file
BRUKER

File Start = Process Analyse Publish View  Manage @ |1_
] Create Dataset I% Find Dataset " Open Dataset [ Paste Dataset £ Read Pars.

19| || [s2 Q@ @m0 k3ih T = \:\,\R v
B 52 || QR il &9 & |LE QW A

Y1 exam1d_1H 1 1 CABrukenTopSpin3.Spin\examdata E\E@}
J Spectrum | ProcParslAcunars | Title | PulseProg |Peak5| Integralsl Samplel Structurel Plotl Fid|

TH Cyclosporin K
| -
- ~
& tojx - =
Please specify destination -
Mame of archive file = examid_1H.dx
Directory of archive file = /C\Users\benjamin.goerling -2
Type of archive file = JCAMP DIFF/DUP - I
Include these data types = FID+RSPEC+ISPEC v i
JCAMP version = 6.0 - -
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JCAMP-DX: TopSpin
BRUKER

For JCAMP format, you can choose between the following
compression mode:

FIX (=0) : table format
e PACKED (=1) : no spaces between the intensity values

e SQUEEZED (=2) : the sign of the intensity values is encoded
in the first digit

e DIFF/DUP (=3) : the difference between successive values is
encoded, suppressing repetition of successive equal values
(default = DIFF/DUP)




JCAMP-DX: TopSpin
BRUKER

For the included data types, you have the following choices:

e FID: raw data

o RSPEC+ISPEC: real and imaginary processed data
e RSPEC: real processed data

e PARAMS: parameter files

e FID+RSPEC+ISPEC: raw data, real and imaginary processed
data

e FID+ALL_PROCNOS: raw data and all processed data

e ALL EXPNOS DIM 1 2: all EXPNOS of the dimensions 1D
and 2D under this <NAME>




B exam1d_1H.dx - Editor

Datei Bearbeiten Faormak  Ansicht 2

BHTITLE=1H Cyclosparin
FHEICAMPDx= 6.0

FHDATA TYPE= MNMR FID
#HDATA CLASS= NTUPLES
#FHORIGIN= UxMMR, Bruker analytische messtechnik GmbH
##OWHER= root

% TOPSPIN version 1.2

$% 2004-09-21 23:17:47.87% +0200 gatyEsSvEN

$% Compression mode = diff,/dup

#F#. OBSERVE FREQUENCY= 500,13250085

##. OESERVE MUCLEUS= AlH

#4. DELAY= (&, &)

. ACQUISITION MODE= SIMULTAMEOUS (DOQD)

#4, ACQUISITION SCHEME= undefined

. AVERAGES= 16

##. DIGITISER RES= 18

##SPECTROMETER/DATA S¥STEM= spect

##. PULSE SEQUEMNCE= =

. SOLVENT MAME= CDCT3

. SHIFT REFEREMCE= (TRTERRMAL., COC13, 0, 11.008

$% Bruker MMR JCAMP-Dx V2.0

- ) 1 1 1 .J
$% ##TITLE= audit trail, TOPSPINM version 1.2.b.15
FEICAMPDN= 5. 01
#HORIGIN= Bruker Biospin ambH
#HOWNER= nmrsu
$% d:AdatasmmrsuSnme Sexamld_1HA1 Afaudita. txt
##LAUDIT TRAIL= %% (HUMBER, WHEM, WHO, WHERE, WHAT)
1,<2004-03-30 16:00:4%. 843 +0200=, <nmrsiuz>, <KASTOR:,
<created by zg, POWCHE disabled, PULCHE disabled
configuration hash MD5:
91 84 CA F9 28 81 F3 20 BY D4 YD 90 EC CF 24 FE
data hash mMD5: &4K
G2 8A 14 05 B3 09 BL 4C &C FA AD 10 98 4D A5 BS=)
#HEND=

$% hash mMD5
$% 75 DE OB A0 EF A6 51 Ca 3C 50 36 1B OA 21 AE EB

B R R R R
Lk a b ok ok o

$BRUKER FILE Exp=faormat.temp
EDIT_PAR COMMAND FILE

DI_MODE LG
ED_ENTRY AL
ORDER FILE
HEALDER "F2 - Acquisition Parameters"
T_KMAME Date_
TYPE R &4

CLASS ATl

SUBRANGE 0.0 50000000

REL "Date_=itodatelDaTE)"
INV_REL "DATE=datetoi(Date_,DATE)"

At oy 5 2 Ry Ry 0 o AR R R R R R T 42 4ttt
o 4 B R O B R R R R R R R B T et ot Rt et

Some examples about the

content of JCAMP:

Parameters

Acquisition audit trail

Parameter on the plot

[£




B exam1d_1H.dx - Editor

Datei Bearbeiten Faormat  Ansicht 2
;3Id: AvanceZ.dncl,w 1.10 2003/02/25 14:46:08 ber Exp %

# 6 "Ci/Bruker /ToOPSPIN/expsstansnmr 1sts,/pplzg" 2 Some examples abOUt the
#1 "mc_Tine 9 file C:/Bruker /TOPSPIN exp/stanSmr Tistspplzg exp Content Of JCAMP:

define delay MCwRE
define delay MCREST
"MCwWRE = 0, 500000%30m"
"MCREST = 30m - 30m"
# 8 "C:i/Bruker TOPSPIN/exp/stansmr11sts pplzg”
1 za
#1 mc _Tine 9 file C: fBrukeroOPSPINﬁexpfstanﬁnmrﬁ115tsfpp}2g expanding definition of mc command after ze"
# 10 "Ci/Bruker TOPSPINSexp/stansnmr 115t s, ppszg
#£1 "mc_1ine 10 File C: XBrukerfTOPSPINfexpﬁstanﬁnmrﬁW1stsﬁppﬁzg expanding start Tabel for mc command”
2 MCwWRE ¥ 2
LELFO, MCREST
# él "Ci/Bruker /TOPSPINSexp/stansme  1ists,ppszg”

1

pl phl

=2 ph3l

# 1 "mc_Tine 14 file C:/Bruker TOPSPIN/exps/stanSmmr 1ists,/ppszg expanding mo command in Tine"

MOwWRE wr #0

MCwWRE zd

To to LELFO times tdo

Ll

# 15 "Ci/Bruker TOPSPINSexp/stannme  1ists pplzg”
exit

phl=0 2 2 01 3 31
ph3l=0 2 2 01 3 3 1

ipll @ 1 channel - ﬁuwer Tewvel for pulse (default)
ipl 1 channel - high power pulse

;o1 relaxation de1ag; 1-5 # T1

;M3 1 % n, total number of scans: MS % TDO

;$1d: zg,v 1.7 2002/06/12 09:05:19 bher Exp %

ERUKER FILE EXP=uxnmf.par ]
#HTITLE= Parameter file, TOPSPIN version 1.2.h.15
##ICAMPDx= 5.0

SHOTATE FeLnerer Yeluss, Spectrometer

#HFOWNER= nmrsu
$$ 2004-03-24 09:47:27.794 +0100 rmrsuBKasToR

iﬁ$iéézrgkerﬁtslzblﬁf’cunfﬁ nstr/ spectuxnmr. par CO n fi g u ra ti O n

##FACEBTAT= (0, .15)

R R R B BF B B B B T B BB B B R B B bR B B 0 B B B B B B R R B B B B B B bR O B B SR R R B Bt
R R B B R R R T B B BB DR B R DR B B DR DR B DR BR R DR B DR DR bR B DR bR R B bR bR R DR DR R bR B R bR B DR bR bR R

£




B exam1d_1H.dx - Editor

Datei Bearbeiten Faormak  Ansicht 2

#FESI= 32768
##FSIGFl= O
##FSIGF2= O

HRSSIGEZ- 0 Some examples about the
iﬁgégéE;Tizzgﬁ.codh Content Of JCAMP

##ESSB= O

#£ESTSI= 0

#£ESTSR= 0

#HEESw_p= B009, 6153845154
FHEESYMM= 0

##$S_DEV= 0O

#FEfTDeff= 0

##%TDfo= 0]

#HFTI= <=

BT o Parameters
#FRETML= O

FRETMZ= O

#FHFTOPLEV= 0
#EEUSERPL= <user:
#FHFUSERPZ= <User:>
#FHFUSERP3= <user:>
#FHFUSERPd= <user:>
#FEFUSERPS= <User:
FEAESWDwW= 1
FdDIM= 3192
A v mAx_p= O

_

ﬁ End of Bruker specific parameters
##ENTUPLES= NMR FID
#HVAR_MAME= TIME, FID/REAL, FID,/ IMAG
#HSTMBOL= o R, I
##VAR_TYPE= INDEPEMDENT, DEPENDEMT, DEPEMDEMT
#HVAR_FORM=  AFFN, ASDF, ASDF
#FVAR_DIM= 32768, 32768, 32768
#EAEUNITS= SECOMNDS, ARBITRARY UNITS, ARBITRARY UMITS S pe ktru I I l/ FI D
#HFACTOR= 0. 0001664, 1, 1
##FIRST= o, o, o]
#HLAST = 5.4524288, o, o]
#ER L M= o, 1582073, o]
A = 5.452428H, 13147a0, o]
§% real data points
#HPAGE= M=l
##DATA TABLE— [X++[R LRID, XYDATA,
AN 4K SMONGOI P2 8104 {28152 76K08K4 0K73T10L56
40A91199M48n12N83060P40q26R2130293140]256]38835353691]853K02?k220K425

58A204k637KEORTLO5L35347557L7431850L7801356K1L291032ra50L85%44k 5485055819
7339820731854 5986M11558]3020001226544L6290§273191P9a7211753042089244

B2e4 776708527134 55758]133348m44 275M7 200903 5168M0L170MEBA 2670582213771 544
G2 C3706AM3352273822174308074 5054 K981816103958k 541 5Kk4 75905 m7L22T102574
103a974098M2B30]5182L7174L230077595930k 51125669474 5751k03962N141558
113C05023120019m99378040266]11166n52803080611RB671n48724M7E064 34400

£




Datasets as text file

The command converts NMR dataset into JCAMP
format. It contains also peak information, audit trall, pulse
program etc.

The command has been implemented to store the data
of the displayed region in text format.

A new AU program has been implemented. It
writes a :
Into a file in ASCII table format.

115



Datasets as text file

P exam1d_1H-3.5pl6-fix-1r_1i.dx - Motepad
File Edit Format Wiew Help

##TITLE=1H Cyclosporin
##ICAMPDX= 6.0 $£% Bruker NMR JCAMP-DX V2.0
##DATA TYPE= NMR SPECTRUM
##DATA CLASS= NTUPLES
##ORIGIN= UXNMR, Bruker aAnalytische Messtechnik GmbH
##OWNER= root
% MWWIN-NMR version 3.5
$$ Tue Sep 21 02:15:35 2004 W. Europe Daylight Time {(UT+2Zh) BRUKER'\SVCU@XENIA
##_ 0OBSERVE FREQUENCY= 500.13250065
##_0BSERVE NUCLEUS= AlH
##.ACQUISITION MODE= SIMULTANECOUS (DQD)
ION SCHEME= undefined

= 5 ( prdPad [ Z ;_ES 18
File Edit Yiew Insert Faormat Help TER/DATA SYSTEM= spect
QUENCE= z
2 NAME= CDC13
D = n % El # @5 FERENCE= (INTERNAL, CDC13, 0, 11.008)
¥ Fil _ - P  IFL= %% (NUMBER, WHEN, WHO, WHERE, WHAT) .
ile created Gaturday, April 16, 2005 6:27:36 AM CE3T '} audit trail, TOPSPIN version 1.3.b.7
# Data set = a-009 — =530 ) )
. = Bruker Biospin GmbH
# Spectral Region: svcu
# LEFT = 11.008049264204785 ppm. RIGHT = -1.003056561656145195 I r/topspinl. 3/data/quest/nmr /examld_1H/1/pdata/1/auditp. txt
# = D
H o o 3 [ |
# SIZE = 32768 [ = nuwher of points) ; STt :
# File Edit “iew Insett Format Help
# In the following ordering is from the 'left' to the 'right!' ~
# Lines beginning with '#' mwust be considered as comment line D = n % @ ﬂ %
e 1, -50059457, 5505.364, 11.0079 o
—1356345.533123 2, —-4997747, 5505.181, 11.0075 u
—156173.3539373 3, —-4993183, S5504.9958, 11.0071
—156036.96875 4, -4982245, 5504.514, 11.0068
-135685.25 5, -4960490, 5504.631, 11.0064
—-135015.31z235 6, —4943883, 5504.447, 11.0060
—154496.34375 7, -4939115, 5504.264, 11.0057
—153347.34375 §, -4924229, 5504.081, 11.0053
—133582.15623 9, -4901710, S5503.897, 11.0049
—133178.4373 i0, -4885415, S5503.714, 11.0046
—-152663.3125 11, -4876791, 5503.530, 11.0042
—152333. 71875 12, -4871369, 5503.347, 11.0038
For Help, press F1 13, -4856147, 5503.164, 11.0035
14, -4542060, 5502.980, 11.0031
15, -4831028, S5502.797, 11.0027
16, -4820532, 5502.613, 11.0024
17, -4807014, S5502.430, 11.0020
18, -4791021, S5502.247, 11.0016
19, -47850020, S5502.063, 11.0013
20, -4765746, 5501.880, 11.0009
z1, -4750765, 5501.696, 11.0005 7
For Help, press F1




NMR meets Excel

|l 9o |“ examl1d_1Hxlsx - Microsoft E)(c’ ==l

Start Einfigen Seitenlayout Formeln Daten Uberpriifen Ansicht

a @ o P =
= & - - === = - [ Bedingte Formatierung 5= Einfigen = X A fﬁ
"
_ By F ¥ U Ay EE=EE B . o, g | BB Als Tabelle formatieren 2 Loschen - | [@ Zl
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