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Nmr-server.uio.no is the final destination for all NMR data generated at the University of Oslo
NMR Center. Our entire eight nmr instrument PCs copy data to nmr-server.uio.no/nmr every 30
minutes or so. You use nmr-server.uio.no to grab data from (drag and drop or copy and paste
between two desktops), and process the data with MestreNova or TopSpin on your own PC or
Macintosh. You can also process your NMR data with the software TopSpin 3.5 on nmr-
server.uio.no from anywhere. There are 21 Topspin licenses on the server. They all can be in
use at the same time.

On a Windows 7 PC when you are connected to a uio.no network, you will navigate to Start, All
Programs, Accessories, Remote Desktop Connection (RDC). Double click on RDC.

~

>
% Remote Desktop Connection = R

| Remote Desktop
“>¢) Connection

Computer: nmr-Server.uio.no v

Username: UIO\froderi

You will be asked for credentials when you connect.

v Show Options Connect ] [ Help

Type nmr-server.uio.no.

% Remote Desktop Connection P4

/-‘; The identity of the remote computer cannot be verified. Do
you want to connect anyway?

| The remote computer could not be authenticated due to problems with its
| securty certfficate. it may be unsafe to proceed.
Certificate name

Windows Security = 5] Name in the cetfiicate from the remote computer:
nmr-server.uio.no

Enter your credentials
These credentials will be used to connect to nmr-server.uio.no. Cettficate emors

The following efrors were encountered while validating the remote
computer’s certficate:

[ ]| uvIO\froderi
‘w— A\ The certificate is not from a trusted certifying authority.

Do ant to connect despite these certificate emors?
Use another account e e -
| -

Dont ask me again for connections to this computer

=]

Type your password and ignore the warning coming up. Click on yes.



ER Windows Servg 2012R2

For people used to Windows 7 a “strange” Windows 2012 desktop comes up. If unfamiliar, you
will struggle a bit. Locate the TopSpin program icon somewhere on the desktop. If you are
unlucky, you get the desktop shown in the right and you have to find a way to switch to the left
appearance.

We are now doing a huge departure in this document and going back to step one. If you want to
connect to nmr-server.uio.no and process your nmr-data, while you are at home or travelling you

have to make a so-called connection file before connecting.

Use a browser and connect to: http://www.uio.no/tjenester/it/nett/utenfra/rdp/index.html

Choose between Windows or Mac.

For Windows: https://www.uio.no/tjenester/it/nett/utenfra/rdp/windows/

Tilkobling
Opprett en tilkoblingsfil

For & gjore tikoblingen enkel, har vi laget en nettside som oppretter en tilkoblingsfi for deg
Slik bruker du siden

1. Ga il siden som oppretter tilkoblingsfilen
2. Fyll ut feltet Navn pa kontormaskin. NB. Dette er navnet pa maskinen du skal koble til
den som star pa Ui — ikke maskinen du kobler til fra. Skal du ikke koble til en
kontormaskin men en server, skriver du navnet pa serveren, for eksempel win.uio.no.
Kjenner du ikke maskinens navn, kan du kontakte lokal IT. Du kan ogsd, i forkant, ta
opp siden som oppretter tilkoblingsfil, pa UiO-maskinen din og deretter kiikke
pé Denne maskinen-knappen. Du far da opp navnet pa maskinen du sitter ved
Noter deg navnet og bruk det nar du oppretter tilkoblingsfil pa hiemmemaskinen din
eller en baerbar maskin. Ikke klikk pa Denne maskinen-knappen p& maskinen du skal
koble til fra

3. Skriv inn brukernavnet ditt i feltet Brukernavn

4. Velg opplosning. Vi anbefaler & velge det gir best Merk at
pa maskiner med meget hoy opplosning, sakalt "4K" opplosning, kan teksten bl for liten
til @ kunne leses. Dette er desverre lite & gjere med, men det blir trolig fikset nar vi gar

l

|

5. Kiikk pa Generer fil. Du far na sporsmal om du vil apne eller lagre filen. Velg lagre og
legg filen pa skrivebordet eller et annet sted der du helt sikker finner den

over til Windows 10

igien. Filen heter "maskinnavn.uio.no.rdp"

Regretfully this is in Norwegian only ®



(Kontormaskin is confusing here since we are not connecting to an office PC at all.) You are
asked if you want to open or save the file. It is suggested to “save as” so you save to a location
you know about. Saving to desktop is usually the safest option if you want to find the connection

file again.

The connection file can luckily also be used to connect when you are the University of Oslo.

The publisher of Y be identified. Do you want to
‘connect

T 4d ham yourlocal or nputer. Do ot connect unless you know
where this connection came from or have used t before.

% Publsher: Unknown publisher
Type: Remote Desktop Connection
Remote computer:  nmr-server

Gatewaysever  rdsportallluiono

[J Dont ask me again for connections to this computer

~) Show Detais

Double click on the nmr-server.uio.no RDC connection symbol you have made earlier and wisely
placed on your Windows or Macintosh desktop. Ignore the warning that pops up, click on
connect.

B Windows Security
Enter your credentials
These credentials will be used to connect to the following
computers:

1. 1ds-portal01.uio.no (RD Gateway server)
| 2 nmr-server (remote computer)

wio\froderi

Remember me

The logon attempt failed

More choices

Do as shown and click on OK. Suddenly another desktop comes on top of your own pc desktop.
If you are lucky, it looks like this. It might look different since Windows 2012 looks a bit like



Windows 10 and the screen might be filled with useless tiles or squares and you have to fight a

bit to find the TopSpin 3.5 icon/program.

Please continue on Page 11. The next pages will show you how this is performed if you use

Macintosh. Use a browser and connect to:

http://www.uio.no/tjenester/it/nett/utenfra/rdp/index.html

Tienastar o verkoy Remote Desktop pa UiO gt

Remote Desktop er et verktey som du bruker il flempaiogging Hvem kontakter jeg?
IT-tenester til datamaskiner. Du kan altsa fa tiigang til en annen datamaskin enn
; Trenger du hjelp fra noen,
den du sitor ved. Datio er nytig hvis du er utenfor UIO og for oksempel % L "
Vi bruke du har installert p4 inen din, ha tiigang
Kamme pa nett til hjemmeomradet ditt eller disker som er koblet ti kontormaskinen din, =3 Finn ut hvor du skal
eller hvis du vil ha tilgang Uil ressurser som ordbeker, tidsskrifter ag henvende deg
annet som er tiigjengelig kun for maskiner p& UiO.
Utenfra, hjemmefra og OBS: For & koble til kontormaskinen din med Remote Desktop ma det Bruke programmer
p reise giores enkelte innstillinger pa maskinen. Kontakt lokal IT for & & hjelp uten & installere?

til & Kiargjara maskinen for Remote Desktop-tilkobling. Farste gang du
Hvis du vil bruke UIC-

skal keble til, oppretier du en tilkoblingsfil siik det beskrives | el
rogramvare uten & ha det
Remote Deskiop wveiledningen. Denne biir senere snarveien du bruker for Remole p b
installert p& maskinen din,

Desktap.
r kan du bruke UIO
= Linux
Programkiosk.
2 08% Bruke Remote Desktop:
= Windows Maskiner med for lav
= Windows sikkerhetsinnstilling
= Mac
o et Noen fa maskiner har
* Android bl ed det
= i0S (iPhone og iPad) PRSI e
opplegget. Er du bruker,
=iies e Kontakter du lokal It Er du
lokal IT, kan du lese mer
= Opprett fikoblingsfi om psning pa problemet.

Click on Mac

Installer Microsoft Remote Desktop fra App Store

Vi anbefaler Microsoft Remote Deskiop som programvare nar du skal koble til maskinen din
pa UiO via Remote Desktop. Programvaren er gratis, og du installerer den fra App Store.

Opprett en tilkoblingsfil

For & gjere tilkoblingen enkel, har vi laget en nettside som oppretter en tilkoblingsfil for deg.
Slik bruker du siden:

1. Ga til siden som oppretter tilkoblingsfilen.
2. Fyllut feltet Navn pa kontermaskin. NB. Dette er navnet pa maskinen du skal koble til,
den som star pa UiO — ikke maskinen du kobler til fra.
o Kjenner du ikke maskinens navn, kan du kontakte lokal IT. Du kan ogs3, i forkant, ta
opp siden som oppretter tilkoblingsfil, p4 UiO-maskinen din og deretter klikke
pa Denne maskinen-knappen. Du far da opp navnet p4 maskinen du sitter ved.
Noter deg navnet og bruk det nar du oppretter tilkoblingsfil p& hiemmemaskinen din
eller en baarbar maskin. Ikke klikk p4 Denne maskinen-knappen pa maskinen du skal
koble til fra.

2]

Skriv inn brukernavnet ditt i feltet Brukernavn.

S

. Velg opplesning. Vi anbefaler deg & velge Fullscreen. En beerbar maskin har typisk en
annen skjerr lasning enn kinen din. Biir opplesningen feil, vil bildet pa
skjermen vises strukket eller sammentrykket. Skjer det, kan du opprette en ny
innstillingsfil med annen opplesning.

kst appeining
Dresse toyde

1520 x| 1080 waeres | | 1amet000 | | 192021200

English

Siodbetasog veide Remote Desktop fra Mac

Innholdsfortegnelse
IT-4jenester
= |nstaller Microsoft Remate Desktop fra App Store
= Opprett en tilkoblingsfil
Komme pa nett = Sjekk at filen &pnes med Microsoft Remote Desktop

= Koble til maskinen din

= Kjente fell
Utenfra, hjemmefra og

pé reise
OBS: Denne lasningen kan kun brukes til 4 na Windows-maskiner fra Mac. Vi har forelapig
ingen stattede lesninger for 4 bruke Remote Desktop til Macer.

Remate Deskiop
Installer Microsoft Remote Desktop fra App Store

i Vi anbefaler Microsoft Remote Desktop som programvare ndr du skal koble til maskinen din
o pA U0 via Remota Desktop. Programvaren er gratis, og du installerer don fra Anp Store
Mac App Store Preview

Haermill  HaerOSX  OSX-apper  Sikoppgradererdy  Tekniske spesifikasjoner

Microsoft Remote Desktop 8.0
By Microsoft Corporation

¢ Mac App Store to buy and download apps

Description

Miceoselt Corporation Web Se » Microsoft Remote Deskiop 8.0 Supports Application Licence
Agresment s

What's New in Version 8.0.43

Free

Screenshots

Click on "installer den fra App Store” and it does not install directly, we are still in the Windows
world with all its unnecessary and extra steps. ® Click on View in Mac app store.



Microsoft Remote Desktop 8.0 [
With the Microsoft Remote Desktop app, you can cannect to a remote PC and your work resources from almost anywhere
Experience the power of Windows with RemotefFX in a Remote Desktop client designed to help you get your work done wherever
E vou are.

More
What's New in Version 8.0.43

General bug fixes.

& Microsstt Remots Deskton e Wedow Hew
e

= s TeESRAM Q@ =

Finally, the place to install from appears.

Click on Open and install the program. Every Macintosh
user understand how this is done.

@ Grab File Edit Capture Window Help

2 G T O TREE Tee1dss
5 K.iM £300-rmmate-arocessing (Comaatillity Madal a- hin Docume (2]
..... t  Design Layout  Reforences Ml . " + Share o
A L i&":i >( (9
aibr A- g
£ o b 7]
A LAl e i AaBbCgl AaBbt , ‘o b,
B I x i i i s e - o
~ My Desktops
Instrumentts F

Usar name: uioYroden

nmr-sorver
User name: wioWroder

.

Finally, the- place tc

e program. - Every
Macintosh user unde

i oo RE R |

Clicking on the Microsoft Remote Desktop icon in the dock (number 6 from left) brings up the
two installed Connection files (on the “authors” Mac). Here nmr-server.uio.no is selected.



Make sure that you trust the remote computer before
you connect.

This remote connection could harm your local or remote
computer.

User account  ulo\froderi
PC name nmr-server
Cateway rds-portal01.uio.no

Let the remote computer access the following resources:

Drive: /Usersffr/Desktop

Clipboard Printers

Do not ask again for connections fo this computer

Cancel Connect

You then have to select “Let the remote computer access the following resources”
/Users/Desktop. Then click on Connect.

Backup complat
1 file was uploade:

You are connecting to RDP host "nmr-server"! The certificate could not be
verified back to a root certificate. Your connection might not be secure, do
you want to continue?

Show Certificate Continue

Negotiating Credentials ...

Warning comes up. Ignore it and click on Continue.

as



Other user

uio\froderi

ER Windows Server2012R2

Fill in. Click on the arrow.

® Orab File Edt Capture ¥O s

Clicking-on-the - Mij
two installed Conn NS

B8 Windows Server 2012R2

Do as: shown- ani

And up it comes, the somewhat unpleasant Windows Server 2012-R2 desktop on the cute
Macintosh desktop. And the TopSpin icon is of course missing and we have to dig into the
Windows world to find it.



& Grab Fils E6t Captue  Window Help

on  Reference
TOPSPIN 35916

b Windows » StactMenu » Programs » Bker MR Softwars » TOPSPIN 350l +

Clicking on -t
twoiinstalled

mmmmmmm

Do

Bruker TopSoin 3.5 pl 6 on NMR-SERVER as froderi
Start  Process  Apalyse  Publish  View Manage i@
Create Dataset | § Find Datasat ..JOpen Dataset Paste Dataset | Read Pars.
[iy 14 *8%2 ¢ =xA& QEWEQ w4 + hp | ufy O
! 08 ad /u/z:«H @O Qe ¢ oop + LLE Ko \(An 2

s ﬂ1 KIM-MEF4010 Strychnine 11 1 ENKIEMI-NMR\UIONDRXS00-07\datafroderl\nme [ a5
i | Procpars [ AcquPars | e [ PuiseProg | Peaks [ ntegrais [ sampie [ Strcture [ Pt .,

TV P WU

=R Windows Server2012R2

P
Eromen " MG 0

=

tocal Bk () Progeams.

B Windows Server2012R2

Exit Windows by clicking on the windows symbol in lower left corner. Then Click on the user name
up to the right.



o p

Rise

Lock
Sign out

= I

Then select Sign out to exiting the Windows 2012 server properly. The rest of the instructions
are made in a double Windows world using a Windows 10 PC to connect to the Windows 2012
server. Move on to next page.
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Back were we left off many pages ago. Before using TopSpin, it might be wise to familiarize
yourself with the disk and file structure of the server.

28 Windows Server 2012R2

AVOBUATHEM W 41,0

Move the desktop up so you have two Windows symbols in lower left corner, one for the server
and one for your own Windows 7 or 10 PC —if you are on a PC. Click on the upper # of the two.

VOBV ATHMEN tw G0,

Click on Local Disk C and a more useful appearance opens up.

11



[EE

ER Windows Server 2012R2

vemrtanHNENtwan " B

Here we see that nmr-server.uio.no is having three locations (disks) C, D and E. NMR data is
located in D and E. In the D drive, there is mostly located vintage NMR data. As said before new
nmr-data is coming into E once every night from instrument-ts.uio.no.

5 nme-server.uio.no - Remote Desktop Connection

Another view of the Server setup is seen here. The intelligent student might realize from this

s n

screen shot how to manually get “today’s” nmr-data over to nmr-server.uio.no?

12



= EN-| NMR (E:) ==
“ Home Share View ~ 9
=7 X cut 9 Open~  HH selectan
) 4 [ Copy path e x @ ¥ v Edit Select none
Copy Paste — s Move Copy Delete Rename New Properties o
2] Paste st to~ to~ folder - oo Invert selection
®© v 1 |cs » ThisPC » NMR(E) » v &| | SearchN.. 2
Al Name B Date modified
1% This PC
KIEMI-NMR
&® C on DESKTOP-3PK20V2
TestROBO
5# D on DESKTOP-3PK20V2
ju Desktop
Documents
& Downloads
W Music
&= Pictures -
B Videos i
i Local Disk (C:)
s DATA (D)
s NMR (E)
X winprog (\\dist.uio.no) (P:)
% kjemi-nmr (\\instrument-ts.uio.no) (R:)
% data (\\kjemi-nmr21) (V:)
% data (\\kjemi-nmr02) (W:)
% data (\\kjemi-nmr16) (X:) o : =

2items  1item selected

We are now on a tour to see where the data from the different NMR spectrometers are located

on the server. Click on E and then on KJEMI-NMR

SN A8 L

Share View

% cut b ‘

Move Copy
2] Paste t tov to-v

= [ Copy path

KIEMI-NMR

x @ l ] New item ‘/(
* <+ |Easyaccess v .
Delete Rename New Properties
Y; folder b1

9 Open ¥ E Select all
Edit Select none

UD Invert selection

» ThisPC » NMR(E:) » KIEMI-NMR »

v & [[sear

1% This PC
&# C on DESKTOP-3PK20V2
S® D on DESKTOP-3PK20V2
m Desktop
Documents
% Downloads
¥ Music
= Pictures
8 Videos
& Local Disk (C)
s DATA (D)
s NMR (E)
% winprog (\\dist.uio.no) (P:)
% kjemi-nmr (\\instrument-ts.uio.no) (R:)
X data (\\kjemi-nmr21) (V:)
% data (\\kjemi-nmr02) (W:)
% data (\\kjemi-nmr16) (X:)

1item selected  State: 38 Shared

31items

Then you click on uio

Date modified

815 21.50

Name
KIM-MENA-4010_mod1
nmrdisco
nmrinvit

. nmrprono
. nmrq10ph
nmrsynth
nmrvet
nmrvitas
PP
Rubbish collected from here
. temp
Test2
uio
.DS_Store
R AW
|| awcosyprfq




AV uio
B o e v °
o 3 New tem = B setectal
FJ = asy access Select none
Delete New o
> folder 27 invert selection
© > 4 [ » ThisPC » NMR(E) » KIEMI-NMR » uio »
¢ Favorites = N -
I Desktop AVIE00-01
& Downloads AVI00-02
% Recent places AVIE00-21
AVII400
1% This PC AVII400-05
&3 C on DESKTOP-3PK20V2 AVII400-06 o
3 D on DESKTOP-3PK20V2 AVII600 5
I Desktop AVIIE00-03
Documents AVII600-04
& Downloads AVIII400-17
U Music AVIIIHDS00
£ Pictures = DPX200
H Videos DPX200-11
s Local Disk (C:) DPX200-12
s DATA (D) DPX300
s NMR (E) DPX300-09
% winprog (\dist.uio.no) (P:) DPX300-10
% Kjemi-nmr (\instrument-ts.uio.no) (R:) DRX500-07
% data (\g r21) (V:) DRX500-08
% data (\kjemi-nmr02) (W:) KIM5250
% data (\kjemi-nmr16) () Prosessering-13
% data (\kjemi-nmr03) (Y:) Prosessering-14
% data (\kjemi-nmr15) (Z) Prossessering-15
Prossessering-16 161146 [
€ Network Vi< [0 >
43items  State: B Shared EE

However, there are several entries for most of the NMR spectrometers? AVI600-01, AVI600-02
and AVI600-21 for instance. What you see might change over time since there is a gradual change
of PCs at the UiO Nmr Center. AVI-600-01 was the Windows XP PC running AVI600 for many
years. AVI600-02 was made as a backup and is still in room @ 332 — as a processing only PC.
AV1600-21 is now (May 2018) the PC running the AVI600 NMR spectrometer. You will not get the
whole history for all the instrument- PC combinations here, but only the list of the currently used
PCs so you will be able to locate your data: AVI600-21, AVII400-05, AVIII600-04, AVIII400-17,
AVIIHD800, DPX200-11, DPX300-09 and DRX500-0X.

28 Windows Servg 2012R2

Now we want to connect the disk partitions containing your NMR data inside TopSpin. Click on
the TopSpin Icon to start the program.

14



5 ne-server.io.n0 - Remote Desktop Connection

[Sinsx

< TopSpin 3.5pI6
Bruker TopSpin 3.5 pl 6 on NMR-SERVER as froderi

Start  Process  Analyse  Publish  View Manage &
Create Dataset | § Find Dataset ) Open Dataset Paste Dataset Read Pars.

0 QaM & w4t T h
"1& 3d /8/2 Ak «+o & B X

Here you see a bunch of disk partitions containing old or vintage NMR data from the time the
current NMR instruments were controlled by SGI Linux computers, on the left-hand side of
TopSpin interface. (Since it is hard to operate NMR instruments forever with obsolete Windows
XP PCs investigations into switching back to Linux from Windows, e.g. Cent OS 7 computers.)
Right click in the left pane. Navigate to folders you need. Nevertheless, there is a chaotic file

system on this computer.

5 nme-server.uiono - Remote Desktop Connection

TopSpin 35p16
Bruker TopSpin 3.5 pl 6 on NMR-SERVER as froderi

Start  Process  Analyse Publish View Manage O
Create Dataset | § Find Dataset Open Dataset Paste Dataset Read Pars.

P
4

(ca||2d||*8%2 ¢ | QAW &|(e42 T||hp |\
B8 3 /8/2%|BQw AQik| ¢4 6 & LB %] A

Observe the pop op window, click on Browse and navigate through the disk systems until you
find a useful location.

15



Bruker TopSpin 3.5 pl 6 on NMR-SERVER as froderi
Stat  Process  Apalyse  Pyblish  View Manage 3
Create Dataset | [ Find Dataset Open Dataset Paste Dataset Read Pars.

@ 2d|(%8%2 ¢ | QB @ w43 T b ||\
F@ 3d /8/23F Qe Ak 4o ¢ LH 4 A
Groups Experments A

o 50

DR= E\KIEM-NMRWUIOAVIIO0-17
ALIAS =

a8 Wind

For instance, the newest 400 MHz instrument! Click on OK

Bruker TopSpin 3.5 pi 6 0n NMR-SERVER as froderi
Start Process Analyse Publish  View Manage @
Create Dataset | J§ Find Dataset Open Dataset Paste Dataset Read Pars.

Jg 2d 802 ¢ QB @& w4 T by Y- 3
@ 3 f8/2%F BE e AQik 9o ¢ LB i A

Grouos Expecimes 3[4 -p€ 0835 percent” 10 1 &2

ProcPars | AcquPars | Tee | Pu

28 Windows Server 2(

You can now navigate to a dataset in your location for the backup data for the AVIIIHD400 NMR
instrument. You open it by clicking on the correct folder or file in the experiment, you might click
and open sever layers before the spectrum or the unprocessed data appears in the main window.

16



Alternatively, you choose to drag and drop into the main window. In the spectrum above and
below you see a 3!P semi solid NMR experiment.

Bruker TopSpin 3.5 pl 6 on NMR-SERVER as froderi
Stat  Process  Apalyse  Publish  View Manage
Copy & Prntw | - PlotLayout $PDFw IE-Mall  Moblew

24 %82 ¢ QOB & wHE T hp s
3 /B2F Qe Qik ¢o6 4 LE L A

Expes ,11 “PE 083 5 percent” 10 1 EAKIEMI
ProcPars | AcquPars | Titie | PuiseProg | Peaks | integrais | Sampie | Structure

2@ Windows Server 2(

Click on Publish and locate the Copy button. Use it. In addition, paste the spectrum in a word
document you already have open on your own PC. Great being able to copy a spectrum from
TopSpin located on the nmr-server.uio.no desktop to Microsoft Word on another desktop. ©

[rel]

T
15

© — 100.0000

What it looks like when pasted.

17



& Bruker TopSpin 3.5 pl 6 on NMR-SERVER as froderi
| Start Manage &
| Create Dataset iﬂ Find Dataset ' Open Dataset

[(Jca||2d||#8%2 ¢ | QB &| wenE T bp ||Net
[ﬂé 3d /H/ZE @am @m 26 3 i@ "}\_'“ﬁ_._ A

Process Analyse Publish View

| Paste Dataset || Read Pars.

Browser | Last50 | Groups | Experiments §| 1 Scheck 10 1 EAKIEMI-NMR\uio\AVIII400-17\data\brittpa\nmr

brittpa P

\v Spectrum ProcParslAcunars [ Title [ PulseProg l Peaks [ In(egralslsample I S(ruc(urel Ploll Fid
10

1
12
13
3check
4check
Scheck

10 - 2930

®1-
6
7fracs
8
9
agelasineFcheck
BP00XcheckTBDMSi
BP047check
BP058N6check
BP0B8check
BP082check
BP092check
BP118SMcheck

BP171crude
BP194flashedcheck R ek
BP20129and30

DATE = 2017/03/06
TIME = 11:46 I
INSTRUM = spect |
PULPROG = zg30

FL (1H)

SI = 65536 -e
SF = 400.13 [
SWp = solz.szl [

2N909emdn T T T T T T T T T T T T

< " > 15 10 5

[ppm]

¢ New.. [=3]

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

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

Please define the number of receivers in the Options

4al | NAME Learning nmr is fun!
EXPNO 1
PROCNO 1 Pio

@® Use current parameters

O Experiment PROTON

| select

A) Options
[ set solvent coci3 v

O Execute 'getprosol

O Keep parameters P1,01,PLW1 v| Change
DR EKJEMI-NMRUI0\AVIII400-17\datalSiilaginmr v
[C] Show new dataset in new window
Receivers (1,2, ...16) 1
TITLE _aw

= Cancel More Info.. Help -

Your user account exists only at locations where you earlier on the original NMR acquisition PC
have performed an experiment or more. Your user account is missing at all other locations on
the server. When you want to use a place to process data at you might create yourself there if
you start from someone else’s spectrum. Open a spectrum (above). Type edc or new in the
command line and the following window pops up (below). Change the experiment NAME and
locate the user name, brittpa in this example.

18



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

its NMR g to the selected type.
! For multi-receiver experiments several datasets are created.
| Please define the number of receivers in the Options.

1 nave
1 exeno
1| procNO

@© Use current parameters

Learning nmr is fun! |
[ |
[ I

O Experiment PROTON

[[setect |

(~) Options
[ set solvent
O Execute 'getprosol'

O Keep parameters

DR
(] Show new dataset in new window
Receivers (1,2, ...16)

coci3 v

P1,01,PLW1 v | Change |
!‘ \KJEI\JMR'\UIO\AVHMOO—‘! 7dala\rrod'n

L |

TITLE

[ox | [_cancer | [ woremo._ | [ i |

Then you change the user to yourself. Beware not to remove any \ in the process and click OK

to make a place on the system for yourself

o4 vl ki a

In one of the top lines of the program, the experiment name is changed. Moreover, somewhat
miraculously the file structure is made at the same time.

19



(&a||2d|[*822
E&)|  3d /8/2

T
erlensau
fenglingwu
francepi
franzisi

geirkild
georgipe
giusepr
greigcs
gtho
gurprek
haakosg
haiskau
halvarse
hellew
isstenha
jajaabae
jakobsd
jancpa
jannicin
javiergr
jbernard
jimmyej
jkwaahla
jmendsjo

- - - - - - - - - - - - - - - - - -

-
s

=
£

Bruker TopSpin 3.5 pl 6 on NMR-SERVER as froderi

3 Start  Process  Analyse Publish View

QM & k4t T hp
RQw Ak« 6 & |EA

(2] N
| Create Dataset lﬂ Find Dataset ' Open Dataset " Paste Dataset |] Read Pars.
A
1 "Learning nmr is fun!" 1 1 E\KJEMI-NMR\uio\AVIII400-17\data\froderi\nmr E]E].|

Browser | Last50 | Groups | Experiments N

| spectrum | procars [ Acqupars | Titie | PuiseProg | Peaks [ ntegras [ Sample | Structure [ Piot [ Fig

No raw data availsble
o processed data available

The next task is to copy the training NMR data set you used when you learned to use TopSpin 1.3
into your newly created location.

Share View

A\

Delete Rename

nmr

i New item v

l ) Easy access ~ f

New
folder

Properties

FH select an

Select none

& Invert selection

< Favorites
Bl Desktop
& Downloads

. » ThisPC » NMR(E) » KIEMI-NMR » KIM-MENA-4010_mod1 » data » mickeym » nmr » v 0] l Search nmr
Name “ Date modified Type
. Copy of KIM-MEF4010_Strychnine File folder
KIM-MEF4010_Strychnine File folder
. New Folder File folder

1. Recent places

% This PC

&= C on DESKTOP-3PK20V2

m Desktop

*| Documents
& Downloads
W Music

= Pictures

# Videos

&y Local Disk (C:)

< DATA (D)
s NMR (E)

L% winprog (\\dist.uio.no) (P:)

Observe the location of the Mickey Mouse folder and find it yourself.
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AT

= % cut x [a::@ 7 New item ~ @ Open - [ selectall
(3 Copy path e 1 ) Easy access v ¥ it Select none
I1 C Past: M C Delete R N Pr rti
Start  Process  Analyse  Publish oo B e MO OBy Deee Rename tew B v o
ey o Lol
=y [ [o |
L= nmy R » KIM-MENA-4010_mod1 » data » mickeym » nmr v e
— Name Date modified Type
X cut x =h New item ~ G Open ~  FH setectal
3% Copy path o o £ Easy access ~ o Select none Copy:of KiM MER4010.Stiychnine Gl
Copy Paste Move Copy Delete Rename  New Properties ¥
” [l Pasteshotat  to- tor < folder ke &% invert selection KIM-MEF4010 Stiychnine
New Folder
© (3 ~ 1[4 » ThisPC » NMR(E) » KIEMI-NMR » uio » DRX500-07 » data » froderi > nmr » nmr 0
%] Recent places Al Name - g
B 3-06-02-froderi
18 This PC
C on DESKTOP-3PK20V2 P o
= . °:‘ g 02062012
e B8
Documents
Feb06-2012-froderi
i Downloads
= KIM-MEF4010_Strychnine
U Music =
SEtestexps
£ Pictures
T2rubbish
8 Videos
&, Local Disk (C) TEST
_DGAC':A(:)S) i Veratramin2
= & Yohimbine
s NMR (E)
<% winprog (\dist.uio.no) (P:)
v (0 >
Tlitems 1itemselected State: 3} Shared '-
- -

Have the source and the destination open at the same time, please copy, and paste the folder
into the destination. If you drag and drop the folder, it will be removed from its place and you
are the last person doing this operation.

Bruker TopSpin 3.5 pl 6 on NMR-SERVER as froderi =[O

2]

r=

) Start ~ Process Analyse Publish View  Manage

Create Dataset | | ﬂ Find Dataset | ) Open Dataset

Paste Dataset || Read Pars.

[1€9)(2d
M& 3d /8/2

Browser | Lasts0 | Groups | Experiments 31 om-MEF4010_Strychnine 1 1 EAKIEMI

*B*2 S
=
=

QEM @ w4 T hpy | wsk
RQw Qi | 26 & EL s

ciineat
elinefmo

DRX5!

-07\

emilymch
erlensau
espenahe
eugen
franzisi
froderi
02062012
3-06-02-froderi
4-06-02-froderi
B-I--B
Feb06-2012-froderi
KIM-MEF4010_Strychnine
Sd1-2g e
#.4.-10%
2-29-
3-20pg30
4 - depta5
5 - dept135
6 - dept90
7 - cosygpqf - 1
8 - mlevph
9 - noesyph - 1 trychr

10%

Explan

chnine in CO(

ychnine.in.CDCI3, 1H (29

6, extend
10 all proton resonances and their coupling patterns due to coupiing to ner

« || || spectrum | procpars [ AcquPars [ Titie [ PulseProg | Peaks [ integrals | sample | structure [ Piot | Fia

sweep width (20.6 p,

General
DATE
TINE
INSTRUM
PULPROG

SU_p =

10 - hsqcetgpsi2 - 1 trychni
11 - hsqcedetgp - 1 Strychnine in CDQ ¥ T T T T T

= 17:52 )

524288 e
SF = 500.13

006/01/16 -

= DRXS00 |
=29

10330.579 [

m >

tppm]

Time to start familiarizing yourself with the program and processing NMR data.
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-/ start  Process

[1&a(|2d|(*8*2 =
E& |3d| /8/2 =

| Browser [ Last5°,l Grousz Experiments |

g eiieat

QE©

#- L. elinefmo

C emilymch

2 erlensau

#- J. espenahe

#- L eugen

- franzisi

= froderi
02062012
3-06-02-froderi
4-06-02-froderi

. B-I-B
Feb06-2012-froderi

= KIM-MEF4010_Strychnine

&0 1-2g- 109 hi

2-2g - 10% Strychnine in
3 - zgpg30 1
4 - deptd5 - 1(
5-dept135

6 - depto0

7 - cosygpqf

8 - mlevph - 1

9 - noesyph

10 - hsqcetgpsi2
11 - hsqcedetgp
< "

R

Analyse

<

Strychnine.in CDCI3, 1H (zg)

Publish

i

B Bl 6 4 EAE

4

Bruker TopSpin 3.5 pl 6 on NMR-SERVER as froderi

View  Manage 0
| Create Dataset | ﬂ Find Dataset ) Open Dataset Paste Dataset L] Read Pars.
43 T hp Y.\
4/1\.. ;L. A Change Icon Size

Change Toolbar Offset

1 KIM-MEF4010_Strychnine 1 1 E\l
| spectrum | procpars [ AcquPars [ Titie

Toggle Icon Style
Toggle Icon Border

ire | Plot| Fia |

User-Defined Buttons

10% Strychnine in CDCI3, 1H (zg)
Hide Toolbars (type SHIFT ESC to reset)

Explanation: “Normal” Proton spe.

nelr coupling paiterns due to coupling {o ne|

General
DATE = 2006/01/16
TIME = 17:52

INSTRUM = DRXS00 |

PULPROG = zg

F1 (1H)

SI = 524288
SF = 500.13
SUp =

10330.579 [

Click on the empty place to the right of the two lines of the smaller click on symbols (3™ and 4t
lines in the program) and test out the options coming up. Test for instance Toggle Icon Style and

observe the result.

oo

3 *8 2 & || (P@hwm

HBe /8 12

‘BTOWSEI' LaslSO]Groups Expenment;

Analyse

Publish
| Create Dataset | | g Find Dataset | "\ Open Dataset

Bruker TopSpin 3.5 pl 6 on NMR-SERVER as froderi

View  Manage 0

O||H==Hp T| & WA AR

4

= eiligat

® elinefmo

2 emilymch

# L erlensau

# espenahe

#- ki eugen

@ franzisi

=4 froderi
02062012
3-06-02-froderi
4-06-02-froderi

I B-IH-B

. Feb06-2012-froderi

2 KJM-MEF4010_Strychnine
=4 1-2g - 10% Strychnine ir

@ E-

5 - dept135
» 6 - dept90

7 - cosygpqf

8 - mievph

9 - noesyph
. 10 - hsqcetgpsi2

11 - hsqcedetgp
< m

B85 BB 53

#_1.- 10% Strychnine in CDCI3, 1H (zgj

g U
I 900 ik« & LE| S A

" Paste Dataset| |:] Read Pars.

1 KIM-MEF4010_Strychnine 1 1 E\KJEMI

DRX500-07\d

| Spectrum | ProcPars | AcquPars | Title | PulseProg IPeaks [ ImegralslSample I Slruclure] Plol] Fld\

10% Strychnine in CDCI3, 1H (2g), NS 16, extended Sweep width (20.6 ppm)

Explanation: “Normal” Proton spectrum, showing all profon resonances and their coupling patterns due {o coupling to nej

General
DATE = 2006/01/16
TIME = 17:52

INSTRUM = DRXS00 |

PULPROG = zg

F1 (1H)

524288
500.13

SI =
SF =
SVp =

10330579
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& Bruker TopSpin 3.5 pl 6 on NMR-SERVER as froderi Sl
2| sStat Process Analyse Publish View Manage & [T
| Create Dataset Iﬂ Find Dataset ) Open Dataset [ Paste Dataset [_] Read Pars.
[Jcq/|2d *8%2 & | QB & w4 T hp N
F& 3d /8/2 32 ®Qw Qs «>6 & EAE L
Browser LE’S,‘5°,[ Groups | Experiments | 3| 1 KIM-MEF4010_Strychnine 1 1 EAKJEMI-NMR\uio\DRX500-07\data\froderi\nmr E][E]-I
o ciilicat | I
S ~ || || spectrum | Procpars | AcquPars [ Titie | PuiseProg | Peaks [ integrals | sample [ structure [ piot | Fia|
# . emilymch 10% Strychnine in COCI3, 1H (2g), NS 16, extended Sweep width (20.6 ppm) e
i enensa: Explanation: “Normal” Proton spectrum, showing all proton resonances and their coupling patterns due to coupling to nef —
#- ) espenahe L
| | = euan & General [
B franzisi We recommend to use icon size 24, DATE = 2006/01/16 |
= froderi this will give the clearest display. TIME = 17:52 ]
#-J. 02062012 0 Other sizes are realized by scaling INSTRUN = DRXS00 |
#-J, 3-06-02-froderi and smoothing PULPROG = zg L
#- ) 4-06-02-froderi
&-48 B-I--B Please enter icon size in pixels: E F1 (1H) i
& Feb06-2012-froden | lt® 00—  _ —«& 1 | | 0 emmmee—m———— o
& KIM-MEF4010_Strychnine SI = 524288 e
* 1210% Siychnine n CDCI3 1H (zg) | Sp = 10330.5791
@0 2-2g- 109 g L
# 3 - zgpg30 -
® 4 - deptd5 )
2 5 - dept135 L
2 6 - dept90 L
B 7 - cosyapqf - 1 L
G2 8 - mlevph - 1 L
® 9 - noesyph 2 &
#- L. 10 - hsqcetgpsi2 <
Bl 44 beccodoton 40w chiwhainain ond T T T T v T T T T T T T T T T T T T T T
< n > 15 10 5 ] [ppm]

People initially trained with TopSpin 1.3 usually change back to the old-fashioned appearance.

Change the Icon Size if they are too large or small for you.

3| Start  Process = Analyse Publish View  Manage 0
) Proc. Spectrum< | 4 Adjust Phasew | 2\ Calib. Axis » %2 Pick Peaks v | Integrate v || Advanced v

(cy 2d *8%2 ¢ QAWM @& w42 T hp |yt
@& 3d|/8/2 3 | RQw Qs «>6e & EAE L

& Bruker TopSpin 3.5 pl 6 on NMR-SERVER as froderi T= o |

[1_

va

BFO'AVSSF[LaslSOI Groupsl Experiments |
iinieat

elinefmo ~ Spectrum | ProcPars 1 AcquPars I Title I PulseProg I Peaks I Integrals I Sample l S(ructure] Pcot[ Fid

1 KIM-MEF4010_Strychnine 1 1 EAKIEMI-NMR\uio\DRX500-07\data\froderi\nmr BEE]

emilymch 10% Strychnine in CDCI3, 1H (zg), NS 16, extended Sweep width (20.6 ppm)
erlensa: Explanation: "Normal” Proton spectrum, showing all profon resonances and their coupling patterns due to coupling o nej
espenahe
eugen
franzisi

. froderi

General
DATE = 2006/01/16
TIME = 17:52

T -

3-06-02-froderi PULFROG = zg
4-06-02-froderi
Ji BB 1 FL (1)
s Febos-2012-frodei .-« 0000 A} N 0000 —m=————
KJIM-MEF4010, S(rycnmne ST 524288
&0 1-2g- 10 hnine in CDCI3, 1 SF = 500.13
.1-10% &:|r,cnn|ne in CDCI3, 1H (zg)
2-2g- 10% Strychn
3-2gpg30 - 10%
4 - deptd5 - 10°
5- dept135
6 -dept90 - 1
7 - cosygpqf - 10°
8 - mievph
9 - noesyph

T - - -

02062012 INSTRUM = DRXS00 [

SU_p = 10330.579 |

@8- -0

10 - hsqcetgpsi2

11__hencadatan

< " ) > 15 10 5 0 [ppm]

Observe the main clickable symbols Start, Process, Analyze, Publish, View, Manage and ?
them and observe what shows up in line two. By clicking on the symbols in line 2 you again get

different options available for you.

Test
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The rest of this document will follow the outline of document IV used in KJM 5300 “Processing of
nmr spectra with emphasis on TOCSY, NOESY and HSQC”. However, the continuation from here
will be less verbose and depend more on pictures.

Administration items
Window settings

‘ Processing preferences
Text editors
Miscellaneous
Remote connection
Directories
Acquisition
More preferences

Administration items
Auto-open last used dataset when restarting TopSpin v
Show TopSpin data examples directory in data browser Vi

Setup users for TopSpin-internal login/logoff and esign Change

Automatic termination of TopSpin when idle time exceeded |Change

Automatic locking of TopSpin when idle time exceeded Change
Enable automatic command spooling
Enable extended audit trailing
Window settings
File menu: Show "File" text rather than icon (restart!)

Fonts and colors

Size of tool bar icons [pirels] 25 |
Make TopSpin main toolbar detachable in]
Open new internal windows "cascaded" rather than "maximized”  []
Configure cascaded windows
'Arrange' internal windows is only applied to dataset windows

Minimum visible command lines

Maximum visible command lines

Tabbed pane layout

Processing preferences
Enable automatic data processing
Text editors

Preferred text editor

Internal |

Text editor for edpul, edmac, edpy, ... always in foreground O
Miscellaneous

Collapse parameter editors

Display EXPNO/PROCNO list when opening data

Record commands in protocol file I

Language (change requires program restart!) [English v

Use "Default Datastation” (restart required) ' a
Remote connection o

Setup remote systems v \ Change

Configure remote access Change

Define Bruker mobile app defaults Change
Directories ,
Dir. of structure files for structure viewer |

Global search path for plot layouts Change

Manage source directories for edpul, edau, etc. Change

search [ Apply || ciose || Reset.

Remember Manage and thereafter Preferences to change many settings in the program.
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&

2] stat Process

N pProc. Spectrum » ’\9/ Adjust Phase - /ﬂ‘\ Calib. Axis & ,?7\?\ Pick Peaks » I Integrate v || Advanced =

Analyse

Publish

View

Bruker TopSpin 3.5 pl 6 on NMR-SERVER as froderi

(2]

Manage

(e 2d 'etzj
£& 3d /8/2 3

Browser | Last50 | Groups | Ex

. C:\Bruker\TopSpin3.5pl6\

Configure Standard Processing (proc1d)

Window Multiplication (wm)
Fourier Transform (ft)

Eourier Transform Options

) EAKJEMI-NMR\io\AVIE00|
EKJEMI 1

Start

()

AU Program (xaup)

he | Nt
EAEE ki) A

EAKJEMI-NMRWio\AVIIl40{

b EAKJEMI-NMR\WioAWVIIHDE00
£ \KIEMI-NMR\Ui0\DRX500-07
i EAKJEMI-NMR\i0\DRX500-08

B B

10_Strychnine 1 1 EAKJEMI-NMR\uio\DRX500-07\data\froderi\nmr \E‘\E‘.l
ocpars | AcquPars | Titie | PuiseProg | Peaks | integrais | sample | structure | Piot | Fid|
ine in CDCI3, 1H (2g), NS 16, extended Sweep width (20.6 ppm) [ @
“Normai” Profon spectrum, showing all profon resonaljces and their coupling pattgrns due {o coupling fo ner =
General [
DATE = 2006/01/16 - e
TINE = 17:52 +
INSTRUM = DRXS00 |-
PULPROG = zg F
[~ o
FL (1H) r
SI = 524288 r
= 500.13 e
p = 10330.579[
e
o
Lo
T T T T T T T T T T T T T T T 3
8 6 4 2 [ppm]

&

|2 stat Process = Analyse

I\ Proc. Spectrum || /% Adjust Phase » || 4\ Calib. Axis »

Publish

View

Bruker TopSpin 3.5 pl 6 on NMR-SERVER as froderi

(2)

Manage

%2 Pick Peaks v I Integrate »  Advanced v

& 2d) *8%2 ¢ Q@] & 43 T hp ||
E& 3d /8/23F @Qw Q| ¢+ 6 & |ELE kil A
Browser | Lasts0 | Groups | | 3| 1 KIM-MEF4010_Strychnine 1 1 EAKIEMI-NMR\uio\DRX500-07\data\froderi\nmr EEE|
% )i C\BrukenTopSpin3 5pi6lexamdata | spectrum [ procpars [ AcquPars [ Titie | PuiseProg [ Peaks [ integrats [ sample [ structure | Piot [ Fid |
% Ji EKIEMI-NMR\UIO\AVIB00-21 . F e
%4 EAKJEMI-NMR\UO\AVIIS00 10%|1& Window function - em dth (20.6 ppm) )
-1 E'KJEMI-NMR\UIOVAVIIIA00-17 Expifl options onaljces and their coupling pattgms due to coupling to nef-
@l EKJEMI-NMR\UIOVAVIIHDS00 Manual window adjustment O [
- EAKIEMI-NMR\UO\DRX500-07 C
#- ). EAKJEMI-NMR\Ui0\DRX500-08 Required parameters DATE = 2006/01/16 [~
Window function type WDW = exponential v TIME = 17:52 r
A INSTRUM = DRXS00 |
Line broadening LB [Hz] = o] PULPROG = zg L
Gaussian max. position 0<GB<1 = [0 Fo
Sine bell shift SSB (0,1.2,..) = 0 f{__(flj)_ ______ :
Left trapezoid limit 0<TM1<1 = 0 SI = 524288 [
Right trapezoid limit 0<TM2<1 = 0 = 500.13 j“
| p = 10330.579 N
Cancel r
Lo
i
—-o
T T T T T T T T T T T T T T T T T r
8 6 4 2 [ppm]

Under wm, you can set various line broadenings in Hz — for instance 1 or 0.3. The window
function can also be changed from exponential to another one. Try them out.

In the Process pane, you find the new commands procld and xaup that can be useful newcomers
to use instead of efp or ft. Instead of using efp, apk and abs try out xaup and procid!
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Process ~ Analyse  Publish  View Manage 0
“\ Proc. Spectrum < \ /'3 Adjust Phase v H 7” Mx Pick Peaksw || [ Integrate v | Advanced v |

O& ‘z B2 2 QM & AN T % H
D& 3d /8/2 % @Qn@lm perer mk

Browser | Last50 ] Groups |

T — =
). C\BrukenTopSpin3 Sple\examdala r A0 1 R 9 '901801 e || H, QJ

l ENKJEMI-NMR\Wi0\AVIB00-21
1 E\KJEMI-NMR\UIO\AVIIB00 pivot = 3.81 ppm Phase increment = 0.20 ph0 = 0.00 phl = 0.00
4 )i EAKJEMI-NMR\UIO\AVIII400-17 10% Stiychnine in COCI3, 1H (2g), NS 16, extended Sweep width (20.6 ppm)

e ENKJEMI-NMR\Wio\AVIIIHDE00 Explanation: “Normal” Proton spectrum, showing all proton resonafjces and their coupling patigms due to coupling to ne|
Ji EKJEMI-NMRWi0\DRX500-07

4 E'KJEMI-NMR\Ui0\DRX500-08 General

Gata\froderi\nmr

DATE = 2006/01/16
TIME = 17:52
INSTRUM = DRXS00
PULPROG = zg

F1 (1H)
= 524288

= 500.13
I_p = 10330.579

LN B e B B e e e e B B e e

The Adjust phase pane brings up the usual 0 and 1 — zero and first order phasing options.

>

‘Spectrum components | Spectrum components
Peaks/ntegrals Cursor information
Molecular structure | Title
Title Status parameters
Spectrum extras Acquisition parameters
Spectrum colors Integrals
Axis Integral abels
cursor Peak labels
Parameters Peak annotations
Muttiplets
‘Show data points
Electronic Signature
Molecular Structure
Vertical axis on the left side
Peaks/ntegrals
Number of digits for integral / peak labels
Molecular structure
‘Show atom numbers u]

|

O000000NEEE R
m

Resize structure using this scale factor (default: 0.95) 005

Move structure by this xy-offset (0< xy < 1) o | [o

Tite
Color of e =
Font for the title Dialog talic / talic /16 [Change|

Spectrum extras
Use thick lines (close/reopen dataset o see result) a
‘Show data points o

‘Spectrum TABS font Dialog plain / Plain / 14
Spectrum colors

Change spectral window color scheme

Save spectral window colors as a new color scheme

Background color

Color of 15t 1D spectrum

Color of 2nd 1D spectrum

Color of 3rd 1D spectrum

Color of 4th 1D spectrum B [change| - |

[eomy | [Back ] [Cciose ] [+~ |

The writer found it useful to bring up Spectra display settings from inside of User preferences
found under Manage and Preferences.
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& Bruker TopSpin 3.5 pl 6 on NMR-SERVER as froderi =
|4 stat Process Analyse Publish View Manage & [T
[ . Proc. Spectrum » \ \ ’\9/ Adjust Phase v | ‘ A\ Calib. Axis » f",'\ Pick Peaks - \ ‘ I Integrate + \ ‘ Advanced -

[1c9 2d)[*8*2 ¢ QW & w48% T bg ‘uﬁi‘
@& 3d /825 QQw Qs «>e & |FAE L A
Browser | Last50 | Groups | Experiments | §| 1 KIM-MEF4010_Strychnine 1 1 EAKJEMI-NMR\uio\DRX500-07\data\froderi\nmr [=I=B|
% ). C\BrukenTopSpin3.5pi6\examdata J Alcl .j”
-l E\KJEMI-NMR\UIO\AVIB00-21 =
ok EEWEM'-NMR‘"@AV"GOO 10% Strychnine in COCI3, 1H (2g), NS 16, extended Sweep width (20.6 ppm) e
#-Js EAKJEMI-NMR\Ui0\AVIII400-17 Explanation: "Normal” Protor} spectrum, showing all proton resonances and their coupling patterns due to coupling to ne~
& . EXKJEMI-NMRWIio\AVIIIHD800 r
#- )i E\KJEMI-NMR\Ui0\DRX500-07 7.288 ppu / 3644.907 Hz / x = 233903 - 233931 General L
#- )l E\KJEMI-NMR\UIO\DRX500-08 I o P& Calibrate 8@ 0 i
DEFINE REFER DATE = 2006/01/16 |- &
Define: Lefq. Spectrum calibration frequency TIME = 17:52 [
INSTRUM = DRXS00 [
Cursor frequency [ppm] |7.24| PULPROG = zg P
:
SI = 524288 Lo
SF = 500.13 [
SW_p = 10330.579L
-
— ™
O —— Lo
T T T T T T T T T T T T T T T T T T r
74 72 7.0 68 [ppm]

Calibration is done under Calib Axis.

|7 stat Process Analyse Publish View Manage &
'\ Proc. Spectrum | (7 Adjust Phase » | A calib. Ais v

[y 2d [*8%2 ¢ ‘@@@ @ ent T b Huaa
08 34 /123 Gan Al oo s LB £i A
Browser | Lasts0 | Groups | Experiments | 3| 1 KIM-MEF4010_Strychnine 1 1 EAKJEMI-NMR\uio\DRX500-07\data\froderi\nmr
TR e | L %40 8 DR

:: & EZ\KJEMI-NMR\UfO\AV"GOO 10% Strychnine in CDCI3, 1H (zg), NS 16, extended Sweep width (20.6 ppm)

- EAKJEMI-NMR\UIO\AVIII400-17 Explanation: “Normal” Proton spectrum, showing all proton resonancgs and thejr coupling patternf due to coupling to ne
& i E\KJEMI-NMRWIO\AVIIIHDB0O
#- i E\KJEMI-NMR\WiO\DRX500-07
#- i E\KJEMI-NMRWio\DRX500-08

%2 Pick Peaks » ’\ \ I Integrate v \ I(Ag_vanced - |

l} General

Define nej

Drag with| left mouse
Number of]peaks: 31

= 10330.579

Pick Peaks and Integrate is doing the usual stuff, but not identical to what happens inside TopSpin
1.3. Fool around and try out as much as possible.
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View

| Stat Process Analyse  Publish Manage &
|\ Proc. Spectrum< || /' Adjust PhasevH A\ Calib. Axis v || 92 Pick PgaksvH I Integratew |[Advanced |
(Dca|(2d|(2822 ‘@@1@ @ Nt T by ‘uﬂgH’
B8 3d /8/2F Qo Qi «+6 + B i A

Browser | Last50 | Groups | Experiments | N 1 y X500-07\dat i\nmr
#-L C\Bruken\TopSpin3.5pi6\examdata T|& d o s # el ans |I|x(*2/24sX=3F
ot i e ETATCHY JEY VR AT x*2/23*X=+ T $ XaHB J
@ X 9 N . F =
| -8 EMCEMENMRWIOWAVIG00 1086 Strychnine in CDCI3, 1H (zg), NS 16, extended Sweep width (20} ppm) A [ e
-l E\KIEM-NMRWI0\AVIII400-17 Explanation: “Normal” Proton spectrum, showing all profon resonancgs and thelr coupling pattern 0 coupling {o net
#- i E\KJEMI-NMR\UIO\AVIIHDS00 e
#- Ju E'KJEMI-NMRWi0\DRX500-07 Mouse Sensitivity: 1.0 General L
#- )i E\KIEMI-NMR\Ui0\DRX500-08 S:plemmsdsioodmy 0wl | kBN 5T r
Su = 1.0000 DATE = 2006/01/16 |
DEHINE REGION MODE TIME = 17:52 f— 0o
Defline: Drag using left mouse button INSTRUM = DRXS00 [
Return: Lgft-click hi ighted icon PULPROG = zg I
Fl {1H) e
E 524288 N
E 500.13 -
st = 10330.579]
o
| L
J J .
- L
O
S L
g ;
e — -

Do not forget to integrate the whole spectrum, use the Bias, and Slop buttons with the mouse to
make the integral flat. After flattening remove it (remember how?) and integrate again.

£
View

| Stat Process Analyse  Publish Manage &
| )\ Proc. Spectrum = || 4 Adjust Phase w || 3 Calib. Axis » || %% Pick Peaks v | [ Integrate w J {Agvancedv}
(1 2d *8%2 ¢ | QE W @‘K--DIQT hg H\ﬁz
E& 3d /8/2%F QQw @il ¢+ &+ EAE Li A
Browser | Last50 | Groups | Experiments | NE R\uio\DR \froderi\nmr [=]=)m|
#- ). C:\Bruker\TopSpin3.5pl6\examdata J Ly d » o # || A * & =/ =
# i EAKJEMI-NMR\UI0\AVIG00-21 T Rd Al olhf # = hx=2/2¢*X=/+ ¥ $ x SEHE J
-l E:WEM"NMR\UP‘AV“GOO 10% Strychnine in COCI3, 1H (zg), NS 16, extended Sweep width (0.6 pp L ?
& ENJEMI-NMR\UI0\AVIII400-17 Explanation: "Normal” Proton spectrum, showing all proton resonahdes and theil coupling dattems due to coupling fo net
&L EAKJEMI-NMRWi0\AVIIHD800 e
# i E\KJEMI-NMR\Wi0\DRX500-07 House Sensitivity: 1.0 General C
# Ji E\KJEMI-NMR\i\DRX500-08 e I a0 B DATE = 2006/01/16].
DEFINE REGION MODE TIME = 17:52 — o
Define: Drag ysing left use button INSTRUM = DRXS00 [
Return: Left-dlick highl ted icon PULPROG = zg r
FL (1H) e
T |
SF = 500.13 [ <
SU_p = 10330.579]
i L
i .
O fed R I~
g E : :
= o i r
—— ;
8 6 [ppm]
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112

‘ ‘ 3d /8/2
Browser | Last50 | Groups

Window Multiplication (wm)

Fourier Transform (ft)

Configure Standard Processing (proc1d)

! w3 .

@ Start  Process  Analyse  Publish  View Manage 0
(A Proc. Spectrum | (7 Adjust Phasev | [ 4\ calib. Axisw | (%2 pick Peaks vj[ J integrate + | |Advanced v
*[ *

&l 02062012
Ju 3-06-02-froderi
i 4-06-02-froderi
J B-I--B
- Feb06-2012-froderi
=1 KIM-MEF4010_Strychnine
&0 1-2g - 10% Strychnine in CDCI3, 1H (z9)
&0 2 -2zg - 10% Strychnine in CDCI3, 1H (zg)
- ® 1-10% Strychnine in CDCI3, 1H (zg), |
E-J4 3 -2gpg30 - 10% Strychnine in CDCI3, 13
- @ 1 -10% Strychnine in CDCI3, 13Ccpd
- 4 - deptd5 - 10% Strychnine in CDCI3, DE
~® 1-10% Strychnine in CDCI3, DEPT-44
B L 5- dept135 - 10% Strychnine in CDCI3, D

*

-8

& 6 - dept90 - 10% Strychnine in CDCI3, DE

&0 7 - cosygpqgf - 10% Strychnine in CDCI3, ¢

&-J 8 - mlevph - 10% Strychnine in CDCI3, TQ ¥
m >

General

DATE = 2006/01/16
TIME = 19:20
INSTRUM = DRXS00
PULPROG = deptl3s

# ) elinefmo Eourier Transform Options ... (ftf) rocPars | AcquPars | Title [ PuiseProg [ Peaks | | sample [ structure [ Piot | Fid |

- Ji erlensau Start Automation AU Program (xaup) nine in COC13, DEPT-135, (dept 3$, NS 512

# ). espenahe n: DEPT-135 (Distortioniess Enhafjagment by Polanization Jransfer, final 1H decoupler pulse 135deg)

#- ). eugen 15 @ 10U 73C experiment which differentiale methyl (CH3), mdthylene {CH2)| mething (CH) and quarternary (C|.
#- ), franzisi CH3 and CH give posifive/upward signals, CH2pive negative/downwarl signalq gt ry G are not shown (missing). L
=4 froderi

FLITUISUY
SI = 32768

SF = 125.758
SU_p =

30030.03 |

0 [ppm]

frel]

Either procld or xaup was great in processing DEPT spectra, or did both do it well in your case?

{4 stat Process

Analyse

Publish

View

e

Manage

[\ Prog. Spectrum < | (A Adjust Phasev

[YX,'\ Pick Pgaks v [ | Integrate v J (Anvanced v

2032

Had_/yz_ :}é

CEWM FE «
R > @lﬁlln «>H 3

Browser| Laslsol Groups| Experiments |

#-Ji Feb06-2012-froderi

= KIM-MEF4010_Strychnine

B 1-2g - 10% Strychnine in CDCI3, 1H (zg)

-0 2 - zg - 10% Strychnine in CDCI3, 1H (zg)|
L-® 1-10% Strychnine in CDCI3, 1H (zg), |

&-4 3 -2gpg30 - 10% Strychnine in CDCI3, 13
@ 1-10% Strychnine in CDCI3, 13Ccpd

&l 4 - deptd5 - 10% Strychnine in CDCI3, DE

® 1-10% Strychnine in CDCI3, DEPT-4
E-J 5 - dept135 - 10% Strychnine in CDCI3, %7

# 1-10% Strychnine in CDCI3, DEPT-1
&) 6 - dept90 - 10% Strychnine in CDCI3, DI

-® 1-10% Strychnine in CDCI3, DEPT-9
= L 7 cosygqu 10% oSll’yChnlne in CDCI3, ¢

& 8 - mievph - 10% Strychnine in CDCI3, TQ
&- 4 9 - noesyph - 10% Strychnine in CDCI3, N
&- i 10 - hsqcetgpsi2 - 10% Strychnine in CDJ
#- 4 11 - hsqcedetgp - 10% Strychnine in CDC
-l 12 - hmbcgplpndgf - 10% Strychnine in D¢
#- ). SEtestexps

. T2rubbish

&-J8 TEST

#- L. Veratramin2

#- [, Yohimbine

Al |

P
Spectrum | ProcPars | AcquPars | Titie |

fH l&(.y‘

thw 18

R

.,, | Peaks |

| sample |

| Prot | Fia|

I

I A

External Projection ...

Internal Projection

10% Strychnine in CDCI3, COSY, COSYGP (¢
Explanation: COSY (COrrelation Speciroscop)

Baseline At Center
Baseline At Bottom

Thus, the eross peaks 6f a COSY spestrum indi

Qe WHICTROTONRS e
. L1

&

- 2006/01/17 |

= 11:16

. = DRXS00
- a 0G = cosygpyf

1024
500.13
4496.403

ST =
SF =
SWp =

51 =
500.13

i

veriment which is usecafo correlate chq_

14

A496_an3
T

F2 [ppm]

2 F1[ppm]

Xfb, ab1, abs2 and sym gave a good COSY.
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Al € S & [EAEE K1) QAR || A

; 2 KIM-MEF4010_Strychnine 7 1 EAKJEMI-NMR\uio\DRX500-07\data\froderi\nmr
J Spectrum | ProcPars ] AcquPars I Title I PulseProg ] Peaks l Integrals I Sample I Structurel Ploll Fid I

10% Strychnine | | Options

Explanation: COY
Thus, the eross p

¢ Display data in same window
Display data in new window

NAME = [op_strychnine_KuM-MEF4010 504

EXPNO = 2
PROCNO = 1
DR = D\\data\UIO-tnmrinmr

q

| oK || cancel || Browse || Find..

| [rep |

i 06
.
F2 (1H)
ST = 1
X
SF= 5
SW_p =

¢ Rl (1H)
ST = 1
SF= &

Adding external 1D spectra on the sides of the 2D is still a painful experience. Both the
experiment Name and the Directory are simply wrong and must be corrected completely.

Alternatively, use the Browse to find the 1D.

& Bruker TopSpin 3.5 pl 6 on NMR-SERVER as froderi [=[=] x|
|2 start Process Analyse Publish View Manage & 2’
f\ Progc. Spectrum « \’\eAdlusi Phasew | /\ Calib. Axis \"\" Pick Peaks ¥ || I Integrate v | Advanced v |
(169 1d *8*2 & XA QAP ESE 1 ‘\ﬁ o
B8 3d|/8/2 = v-H R » @4l ,._,..; B ki OLAR| A
Browser | Last50 | Gmupsl | ¥ 2 KIM-MEF4010_Strychnine 7 1 EAKIEMI-NMR\uio\DRX500-07\data\froderi\nmr BEE]
#- L C:\Bruker\TopSpin3.5pl6\examdata ~ J _/\‘ (&) ‘ JI ‘
#- ) E\KJEMI-NMR\WIO\AVIB00-21 T -
#- i E:\KJEMI-NMRWI0\AVIIE00
#- ) EAKJEMI-NMRWIO\AVIIIA00-17 =
&) E\KJEMI-NMR\Wi0\AVIIHDB0O = /
b= eI o 10% 4 ! 8P (cosygpaf, NS/T(F1) 8/128 LE
- Ji AA-Probehead.cal Explall spectrum calibration frequency ltopY) is a homonuclear 2D experiment which is used to correlate chd. &
&) AA i Thus, ' indicate which protons are coupling with each other. F T
: 1. AA-Probhead shim F2[ppm] F1[ppm] pi piing [
-l aasmuk col : S Le
-8 aasmusi ol 7 2:29 ]7 2423 Le
#- )\ administrator
-, anast -
@ ~
# i ——————
# Ji bending ((@)
#- ) bingzhaz — [ o
# . brittpa SF = 500.13
#- i bruker-jcm R SUp = 4496.403 |
#- i carloro [ o
#-. charlomm FL (1H) C~
@ chrissgg A e
% )i Darya ST = 1024
5 o= 50013
o ) ] —_—t"——————————————————r—
]' > 725 7.20 715 7.10 7.05 7.00 F2 [ppm]

Caleb axis works nicely.
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& Bruker TopSpin 3.5 pl 6 on NMR-SERVER as froderi =[] x
£l Start  Process  Analyse Publish View  Manage 0 1 |p
. \ o=
J\ Proc. Spectrum< || 7'¢ Adjust Phase v | 2\ Calib. Axis| | %% Pick Peaks I Integrate v Advanced -
4 1d *8*2 & *X#& =t by N LGy
P
— il A\ A
U & KIM-MEF4010_Strychnine 7 1 F.’\KJEMI-NMR\uiu\DRXSOO—OAdaL.- 4 BAE L OLR A
|8 [ 1304576.0 -1304576.0 fychnine 7 1 EAKJEMI-NMR\uio\DRX500-07\data\froderi\nmr E]E].|
2| 2 2087521.6 -2067321.6 [Acunarslee]F’ulseProgIPeaks]IntegralslsamplelSlruclurel Ploll Fid
=l 3 3339714.6 -3339714.6 o o - O
8| 4 5343543.3 -5343543.3
: 5 8549669.3 -8549669.3
6 13679470.8 -13679470.8 =
B . 16871503 16671555 chnine in COCI3, COSY, COSYGP (cosygpqf), NS/T{F1} 8/128 r g
= ion: COSY (COrreiation Spectroscop) is @ homonuclear 2D experiment which is used (o correlate chi. &
8 350194453 -35019445.8 cross peaks of a COSY spectrum indicale which protons are coupling with each other. F i
9 56031112.6 -56031112.6
|10 89649780.1 |-89649780.1
Required parameters
Calculation method
@© Multiply by increment
O Add increment
Contour level sign
@® Positive & Negative
SF = 500.13
© Positive = SWp = 4496.403 [
O Negative [
FL (1H) L
Positive Negative || L
Base level 1304576.0 -1304576.0 81 = 1028
- SF = 500.13
Level increment |1.600 1.600 W 5 = Ad9E 403
T T T — T T i e e B
|  Number of levels 10 25 7.20 715 7.10 7.05 7.00 F2 [ppm]
Clear Apply [

] [cama |

2@ Windows Server 2012

Adding more contours in “the map” are done by clicking on the 8™ symbol in the upper line, e.g.
the A with the four horizontal lines and then changing Level increment and Number of levels

followed by Fill, Apply and OK.

°|  stat Process  Analyse

>

E& 3d /8/2
4

Publish
A\ Proc. Spectrumw || /% Adjust Phase » | /&, Calib. Axis | %2 Pick Peaks »

[y 1d] *8*2 ¢ xA QAW EE| 1
3 H RQw Qi |« > & A L O~LR (A

[=T= |
1[2°

Bruker TopSpin 3.5 pl 6 on NMR-SERVER as froderi

View  Manage 0

I Integrate » | Advanced »

t b N || By

Browser | Last50 | Groups | Experiments »i
2 3-06-02-froderi ~
#- 1, 4-06-02-froderi

B-I--B

Feb06-2012-froderi

KIM-MEF4010_

+

deptd5
1-10°
dept135
1-109
deptoo - 1
1-10% St

- cosygpqi
1-10% St

e N@gD gUigh g g N

- mievph - 1 rychnine in CDCI3
# 1 .- 10% Strychnine in CDCI3, TOCSY (
#- . 9 - noesyph - 10% Stry CI3, 1
10 - hsqcetgpsi2 - 1 CL
11 - hsqcedetgp - 1

#-J. 12 - hmbcgplpndqf - 1C einC
® SEtestexps v

< " >

2 KIM-MEF4010_Strychnine 8 1 E\KJEMI-NMR\uio\DRX500-07\data\froderi\nmr
J Spectrum ‘ProcParslAcunars I Title I PulseProg [ Peaks I lntegralslsample I Struclu(el Plot[ Fldl

F2 [ppm]

Please open the TOCSY dataset

(mlev). Xfb if it is not Fourier transformed yet.
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&

Spectrum components | Title

Projections

& Peaks/Integrals

= Molecular structure

4 start Analyse | Title
Spectrum extras
Spectrum colors
m Contour display
[1&||1d| (2822 & =X || Q| p
E& 3d /8/2 = +£H || ®E curor

J Browser | Last50 | Groups | |
[ 3-06-02-froderi
)i 4-06-02-froderi
\ BB

Feb06-2012-froderi
) KIM-MEF4010_Strychnine
hnine

Process

n-@-8-8-8

=k 4 - deptd5
® 1-10%
8 5- depl135 1

< 8 mlevph Sti
®.1.-10% blrycnnm in CDCI3 TO
J. 9 - noesyph - 1C
10 - hsqcetgpsi2 - 1
) 11 - hsqcedetgp - 1
J\ 12 - hmbcgplpndaf - 1¢
#- ). SEtestexps

< "

Spectra Display Preferences

Color of titie L

Font for the title
Spectrum extras

Use thick lines (close/reopen dataset to see result) O

Spectrum TABS font Dialog.plain / Plain / 14 |ClI
Spectrum colors

Change spectral window color scheme

Dialog.italic / Italic / 16

Save spectral window colors as a new color scheme
Contour display

[=[a] x|
12

Color of 1st 2D spectrum positive contours
Color of 1st 2D spectrum negative contours

Color of 2nd 2D spectrum positive contours

Color of 2nd 2D &

Color of 81d 208 [ 5\ atcnes | wsv | HsL | Res | cuvk|

Color of 3rd 2D s
Color of 4th 2D s|
Color of 4th 2D s|

Contour levels b
Axis
Color of axis

Color of grid line
Font for the axes|

Axis outside of sg
Cursor

Color of spectrun  Preview

Color of zoom are
Font for informati

Parameters
Display paramete

o - B Sample Text Sample Text

O
L L ample Text Sample

Color of paramets

Font for parameters Monospaced.plain / Plain / 12

Select parameters to be displayed on plot layouts

Use Manage, Preferences and Spectra Display Preferences to get the ugly green color away from

the spectrum.

“|  stat Process Analyse  Publish

[l&a||1d||=a%2

View

Preferences Spectrometer | Security »

s & QAW E& W
E& 3d /8/2 2 .H | QQw» Qili| «>«» & | AR 4i

Bruker TopSpin 3.5 pl 6 on NMR-SERVER as froderi
Manage &

Commands v | Remote

1 b [N BIXCY

T=T= T
12

5 depl135
® 1-10
= L 6 - deptod
® 1-109
= 7 - cosygpqf - 1
®1-10%
= ) 8 - mlevph - 10°
®.1-10% blrycnmne in COCI3, TOCSY |

). 9 - noesyph - 10%
) 10 - hsqcetgpsi2
Ji 11 - hsqcedetgp -
12 - hmbcgplpndqf - C
#- ). SEtestexps V[ O

< " >

AR A
| Browser [ Last50] Groups| ] 3] 2 KM-MEF4010 Strychnine 8 1 EAKIEMI-NMR\uio\DRX500-07\data\froderi\nmr EEHE]|
#- ) 3-06-02-froderi ~ Spectrum ProcPafs[AcunarsITllle[PulseProgIPeaks[lmegralsISample|Slructure|Plol[Fld\
- 4-06-02-froderi ‘ . =
#- b B-I-B
#- i Feb06-2012-froderi I A
=4 KIM-MEF4010_ S(rycnnme n A
i 1 10% Strychnine f§ COCIZ i bosy (miegyh), Nb/TD/F ; £
5 Explanatio 0Ol SY crrre/a orlf .‘ e., ot &
e B -
h w

F2 [ppm]

Insert the previously calibrated 1D *H NMR spectrum on both sides. You ought to remember

from the TopSpin 1.3 how to do this.
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Process  Analyse  Publish  View  Manage ‘0
[Prgferencesj (Spectmmeterv J [Securlty v Commands » J ( BemoteJ

2d *B*2 H’@@@ @ Nt T % ‘;m‘ﬂ

3d /822 AQw Qi «56

Browser | Last50 | Groups | Experiments |

. 3-08-02-froderi Spectrum | ProcPars | AcquPars | Title | PulseProg | Peaks | | sample [ structure | Piot | Fid
@)l 4-06-02-froderi

-0 BB fid 2 from KJM-MEF4010_Stry 8 1 EAKJEMI X500-07\data\froderinmr
E:

E

[rel]

#- . Feb06-2012-froderi DATE = 2006/01/17

- J. KIM-MEF4010_Strychnine TIHE = 03:20
-4 1 -2g - 10% Strychnine in CDCI3, 1H (zg) INSTRUM = DRX500
&0 2 -2g - 10% Strychnine in CDCI3, 1H (zg)| PULPROG = mlevph
‘-@ 1-10% Strychnine in CDCI3, 1H (zg)
- 3-2gpg30 - 10% Strychnine in CDCI3, 1 F1 (1H)

15

10

~-® 1-10% Strychnine in CDCI3, 13Ccpd,
-0 4 - deptds5 - 10% Strychnine in CDCI3, DI SI = 1024

'@ 1-10% Strychnine in CDCI3, DEPT-4! Zz = _5‘]2;; -
&4 5 - dept135 - 10% Strychnine in CDCI3, O > :

@ 1 -10% Strychnine in CDCI3, DEPT-13
- 6 - dept90 - 10% Strychnine in CDCI3, DE

@ 1-10% Strychnine in CDCI3, DEPT-9(
E-Jd 7 - cosygpqf - 10% Strychnine in CDCI3, ¢

~-® 1-10% Strychnine in CDCI3, COSY,
& J- 8 - mlevph - 10% Strychnine in CDCI3, T

0

&-Jd 9 - noesyph - 10% Strychnine in CDCI3, N
B-J8 10 - hsqcetgpsi2 - 10% Strychnine in CD(
&- 4 11 - hsqcedetgp - 10% Strychnine in CDQ
& )i 12 - hmbcgplpndqf - 10% Strychnine in D¢
#- ). SEtestexps
L

-10

L L O L

rsr 1 orrserl

& I ;
7| start Process Analyse Publish View Manage & 12
(Pmerencesj [Specmmeterv | security > ] [gommands v [aemotej

ey 2d *8%2 ¢ QAW @ w3 T
M& 3d /8/2 3 @ w» @bl «-roi Lﬁ A
Browser | Last50 | Groups | Exp | N
- 3-06-02-froderi ~ || || spectrum | procpars | Acqupars | Tite | Puiseprog [ Peaks | | sample [ structure [ Piot| Fia|
- )i 4-06-02-froderi
% ) BB fid 2 from KJM-MEF4010_Strychnine 8 1 E:AKJEMI i0\DRX500-07\data\froderinmr General g
#- )i Fep0s-2012-froderi . \|\[\ T -
=i KIM-MEF4010_Strychnine :‘I‘: _ :g?:;‘”" 7
@8 1-2g - 10% Strychnine in CDCI3, 1H (zg), INSTRUM = DRXS00 | 10
&-0 2 -2g - 10% Strychnine in CDCI3, 1H (zg)| PULPROG = mlevph |
'- 1-10% Strychnine in CDCI3, 1H (zg)
-4 3 -29pg30 - 10% Strychnine in CDCI3, 1 F1 (1H) -
e 1-10% Strychnineincoci3, 13cepa o f( (€ L e 2
& 4 - dept45 - 10% Strychnine in CDCI3, DI SI = 1024

SF = 500.13

-® 1-10% Strychnine in CDCI3, DEPT-4
SUp = 10.243

& 5 - dept135 - 10% Strychnine in CDCI3, O
- 1-10% Strychnine in CDCI3, DEPT-13 "
&-J 6 - dept90 - 10% Strychnine in CDCI3, DE ‘ ‘
L 1-10% Strychnine in CDCI3, DEPT-9¢ li 1 b i Ul 1tk Mg
- 7 - cosygpqf - 10% Strychnine in CDCI3, ¢ nl } ‘
~-® 1-10% Strychnine in CDCI3, COSY,
&4 8 - mlevph - 10% Strychnine in CDCI3, Tq

&-J 9 - noesyph - 10% Strychnine in CDCI3, N
&- 4 10 - hsqcetgpsi2 - 10% Strychnine in CD(
&- 0 11 - hsqcedetgp - 10% Strychnine in CDC
&-Ji 12 - hmbegplpndqf - 10% Strychnine in D¢
#- ). SEtestexps v

< w > 0.05 0.10 0.15 Is1

-10

LI e e B

sinm
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1 start

Process  Analyse

Publish

View  Manage e

[Prgfarencssj (Spectrgmeter - J [Secumx L4 J [ Qommands v J [Bemotej

‘ H (*a %2 ‘@@@ &
3d /8/2 3 RQw @il

st T hp
264

Browser | Last50 | Groups | Experiments |

v 3-06-02-froderi
#- 1, 4-06-02-froderi
@ B-Il-B
#- )i Feb06-2012-froderi
= KIM-MEF4010_Strychnine
{ @8- 1-2g-10% Strychnine in CDCI3, 1H (zg),
E-J 2 -2g - 10% Strychnine in CDCI3, 1H (zg)
‘- 1-10% Strychnine in CDCI3, 1H (zg),
i -l 3-2gpg30 - 10% Strychnine in CDCI3, 1
| @ 1 -10% Strychnine in CDCI3, 13Ccpd
| B0 4 - deptd5 - 10% Strychnine in CDCI3, DI
~-® 1-10% Strychnine in CDCI3, DEPT-4!
| E- 5-dept135 - 10% Strychnine in CDCI3, D
~-® 1-10% Strychnine in CDCI3, DEPT-13
| 204 6-dept90 - 10% Strychnine in CDCI3, DE
i @ 1-10% Strychnine in CDCI3, DEPT-9(
| B0 7 - cosygpqf - 10% Strychnine in CDCI3,
~-® 1-10% Strychnine in CDCI3, COSY, Q
& L 8 - mievph - 10% Strychnine in CDCI3, TQ

&- ) 9 - noesyph - 10% Strychnine in CDCI3, N
| @ 10 - hsqcetgpsi2 - 10% Strychnine in CD(
| B 11 - hsqcedetgp - 10% Strychnine in CDC
| ®-Ji 12 - hmbcgplpndqf - 10% Strychnine in D¢
#- |, SEtestexps

A

Spectrum | ProcPars | AcquPars | Title | PulseProg | Peaks |

| sample [ structure | Piot [ Fi|

fid 2 from KUM-MEF4010_Stry 8 1 EXKJEMI

07\data\froderi\nmr

General

DATE = 2006/01/17
TIME = 03:20

INSTRUM = DRXS00
PULPROG = mlevph

F1 (1H)
SI = 1024

SF = 500.13
SW_p = 10.243

-5 ° 5 10 15 [ren]

-10

ft

3

128

Analyse  Publish  View Manage &
L Proc. Spectrumw || /4 Adjust Phasew || 4, Calib. Adsw | %1 Pick Peaksw | [ Integrate v | Advanced |

2 start

Process

([ca|[2d|[2822 e‘/@@lﬂ @‘
B8 3d /8/2 F B~ @il

et et s
26 3 BB ki A

Browser [ Las(50| Groupsl Experiments ]

& )i 3-06-02-froderi ~

& i 4-06-02-froderi

#- L B-I--B

& Ji Feb06-2012-froderi

=l KIM-MEF4010_Strychnine

B8 1 -2zg - 10% Strychnine in CDCI3, 1H (zg)|

&-J 2 -2g - 10% Strychnine in CDCI3, 1H (zg)|
~® 1 -10% Strychnine in CDCI3, 1H (zg)

&-J 3 -29pg30 - 10% Strychnine in CDCI3, 1
@ 1-10% Strychnine in CDCI3, 13Ccpd,|

E-Js 4 - deptd5 - 10% Strychnine in CDCI3, DI
@ 1 -10% Strychnine in CDCI3, DEPT-4

E-J8 5 - dept135 - 10% Strychnine in CDCI3, O
“~® 1-10% Strychnine in CDCI3, DEPT-13

E-J 6 - dept90 - 10% Strychnine in CDCI3, DE
“—® 1-10% Strychnine in CDCI3, DEPT-9(

& 7 - cosygpqf - 10% Strychnine in CDCI3, {
~-® 1 -10% Strychnine in CDCI3, COSY,

-0 8 - mlevph - 10% Strychnine in CDCI3, TC

-4 9 - noesyph - 10% Strychnine in CDCI3, N
&-J 10 - hsqcetgpsi2 - 10% Strychnine in CD(
- 11 - hsqcedetgp - 10% Strychnine in CDQ
& 12 - hmbcgplpndgf - 10% Strychnine in D¢
#- ). SEtestexps v

R >

| sample |

[ Prot| Fia|

)
Spectrum ] ProcPars [ AcquPars | Title | ul og I Peaks I o]

fid 2 from KUM-MEF4010_Stry 8 1 EMKJEMI

IRX500p7 \data\froderiinmr

DATE = 2006/01/17
TIME = 03:20

INSTRUM = DRXS00
PULPROG = mlevph

FL (1H)
SI = 1024

SF = 500.13
SUp = 5122.951

[ren]

5 10 15

5

=10

L e e e e L e e e

T
[ppm]

Click on process and then Adjust Phase (left and right side of Adjust Phase give different options,

explore them.

34



|2 start Process Analyse Publish View Manage &
[ A prog. spectrum o |/ Adjust Phase v J [ A calb. Axisw | % pick Peaks v [ [ Integratew J [Advanced v

‘DBH *B%2 ‘@.@@ @ ho H ‘ ‘
3d | /8/2 F RQw» @k 4-->0i EA B

Browser | Last50 | Groups | Experiments |

o ‘ Mo 1R 90-9080 5~ N HEJ

#- . B-II1-B pivot = 3.90 ppm Phase increment = 0.20 ph0 = 0.00 phl = 0.00
#- . Feb06-2012-froderi fid 2 from KJM-MEF4010_Strychnine 8 1 E:KJEMI i0\DRX50007\data\froderiinmr General
=L KIM-MEF4010_Strychnine
&-J 1-2g - 10% Strychnine in CDCI3, 1H (zg), DATE = 2006/01/17
- 2-2g - 10% Strychnine in CDCI3, 1H (zg) TIHE = 03:20
L. 1-10% Strychnine in CDCI3, 1H (zg) ANSTRUN = DRX500
8 3 20pg30 - 10% Strychnine in CDCI3, 1 PULEROG = ulevph
~® 1-10% Strychnine in CDCI3, 13Ccpd, | g FL (1H)
2-Ji 4 - deptd5 - 10% Strychnine in CDCI3, DI
- 1 -10% Strychnine in CDCI3, DEPT-4 SI = 1024
E- ¢ 5 - dept135 - 10% Strychnine in CDCI3, D SF = 500.13
- 1-10% Strychnine in CDCI3, DEPT-13 SWp = 5122.951
B4 6 - dept90 - 10% Strychnine in CDCI3, DE
'~ 1-10% Strychnine in CDCI3, DEPT-9¢
&4 7 - cosygpqf - 10% Strychnine in CDCI3, (
- 1 -10% Strychnine in CDCI3, COSY, 4
&-J4 8 - mievph - 10% Strychnine in CDCI3, TC

[ren]

5 10 15

8- 9 - noesyph - 10% Strychnine in CDCI3, N

&4 10 - hsqcetgpsi2 - 10% Strychnine in CDQ

& 11 - hsqcedetgp - 10% Strychnine in CDQ

&- i 12 - hmbcgplpndgf - 10% Strychnine in D¢
#- ). SEtestexps

-10

LI U L B

Select the option that give you manual phasing.

@ Start  Process  Analyse  Publish  View Manage 0

L Proc. Spectrumw | /% Adjust Phasew | 4, Calib. Aisw | *1¢ Pick Peaksw | [ Integrate v | Advanced v |

g 2| QAW @ s ’FH N ‘
g’ 3d /8/2 3 EQ o @k €red LE‘ k)| A

Browser | Last50 | Groups | Experiments |

& X
i A 40 1R%0-%08B0a NGBEJ

) B-IH-B pivot = 3.90 ppm Phase increment = 0.20 ph0 = 70.73 phl = -4.80

#- i Feb06-2012-froderi fid 2 from KJM-MEF4010_Stry 8 1 EAKJEMI i i\nmr General

=- L KIM-MEF4010_Strychnine

& 1-2g - 10% Strychnine in CDCI3, 1H (zg) DATE = 2006/01/17

-8 2 - 29 - 10% Strychnine in CDCI3, 1H (zg)| TIHE = 03:20
‘- 1-10% Strychnine in CDCI3, 1H (zg). THSTRUN. = DRS00

&b 3-2gpg30 - 10% Strychnine in CDCI3, 1 PULFROG:=) mlevph
~-® 1-10% Strychnine in CDCI3, 13Ccpd. | g FL (1H)

-k 4 - dept45 - 10% Strychnine in CDCI3, D
-@ 1-10% Strychnine in CDCI3, DEPT-4 SI = 1024

-0 5- dept135 - 10% Strychnine in CDCI3, D SF = 500.13
'-® 1-10% Strychnine in CDCI3, DEPT-13 SU_p = 5122.951

2-J 6 - dept90 - 10% Strychnine in CDCI3, DE
'-@ 1-10% Strychnine in CDCI3, DEPT-9(

&l 7 - cosygpqgf - 10% Strychnine in CDCI3, (
'-@ 1-10% Strychnine in CDCI3, COSY, G

&~ 8 - mlevph - 10% Strychnine in CDCI3, TC

[rel]

15

10

0

-0 9 - noesyph - 10% Strychnine in CDCI3, N
&8 10 - hsqcetgpsi2 - 10% Strychnine in CD(
B- 06 11 - hsqcedetgp - 10% Strychnine in CDQ
&- i 12 - hmbcgplpndgf - 10% Strychnine in D¢
#- ). SEtestexps

-10

LI L L

Do the phasing with “0” and “1” if “0” does not do the trick alone, with mouse. Save with nD
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3

Start  Process

Analyse

Publish

View

Manage

(2]

( JU Proc. spectrum < | (%Adlust Phase v | | A Calib. Axis|

Had /8/2 & +H

d *8%2 & XA QQM ES w
H@@.n oA

Browser | Last50 | Groups | Experiments |

& Ji 3-06-02-froderi
). 4-06-02-froderi
- B-Il--B
& Ji Feb06-2012-froderi
=4 KIM-MEF4010_Strychnine
&-J 1-2g - 10% Strychnine in CDCI3, 1H (zg)
&0 2 -2g - 10% Strychnine in CDCI3, 1H (zg)
- 1 -10% Strychnine in CDCI3, 1H (zg).
&4 3-2gpg30 - 10% Strychnine in CDCI3, 1
L@ 1-10% Strychnine in CDCI3, 13Ccpd
-4 4 - deptd5 - 10% Strychnine in CDCI3, DI
~® 1-10% Strychnine in CDCI3, DEPT-4
&} 5 - dept135 - 10% Strychnine in CDCI3, D
@& 1-10% Strychnine in CDCI3, DEPT-13
- 6 - dept90 - 10% Strychnine in CDCI3, DE
@ 1-10% Strychnine in CDCI3, DEPT-9(
- 7 - cosygpqf - 10% Strychnine in CDCI3, ¢
“~® 1-10% Strychnine in CDCI3, COSY, C
& ¢ 8 - mlevph - 10% Strychnine in CDCI3, TQ

‘® 1.-10% Strychnine in CDCI3, TOCSY ¢
&-J 9 - noesyph - 10% Strychnine in CDCI3, N
B4 10 - hsqcetgpsi2 - 10% Strychnine in CDC
#-Ji 11 - hsqcedetgp - 10% Strychnine in CDC
&-Ji 12 - hmbcgplpndqf - 10% Strychnine in D¢

#- )i SEtestexps

" >

Hd—-ﬂy#

2

Hl‘/’\ Pick Peaks v | (§ Integrate J Advanced v

anén

| sample [ structure | piot | Fi|

124

Spectrum | ProcPars l Acun'ars ITIﬂe | PulseProg |Peaks |

|
LUl J
10% Strychnine i COCI3, SY (mievph), NS/TD{F1} _E
Explanation: TOQSY (TO[Correlation §pectroscopy) is ucidgr @M exerirgient Bowing 1H correlatio &
- E:e(ween profons §f an unijfBrrupted spinfystem up to a f fivi S, I T
—JfBven ifthey are nbt directf§Boin-coupled [Thus, the cross a 5 £l o
—1}in addition to cogelationsilso found in (e COSY spectry dis 6 bonds) s__ o
é en protons ra Thaifgensisting of@H and/or CH2
.= ap eneral
; S ¢ - Jukt | S 2 S
o | o = 2006/01/ 1M
TIME = 03:20 -
| INSTRUM = DRXS00 |
= - il i X PULPROG = mlevph®_ ¢
—— F2 (1H) i
! . 51 = 1024 |
E SF = 500.13
SW_p = S5122.951 [
g T T T T T T T T T T T T T T i FLLLE} T T
8 6 4 2 F2 [ppm]

Xfb and see observe the improvement horizontally.

E]

Start  Process

Analyse

Publish

View

Manage

%)

[ A prog. spectrum v (/s Adjust Phase v | A Calib. Ads | %2 Pick Peaks v ' [ Integrate | Advanced -

na 1d
B8 34

*g %2
/8/2

H@@l@ @@H
+/F! Qe Al 2 3

Browser | Last50 | Groups | Experiments |

#- i 3-06-02-froderi
#- 4, 4-06-02-froderi
- B-IH-B
& i Feb06-2012-froderi
=L KIM-MEF4010_Strychnine
&0 1-2g - 10% Strychnine in CDCI3, 1H (zg)
&-J 2-2g - 10% Strychnine in CDCI3, 1H (zg)
~-® 1 - 10% Strychnine in CDCI3, 1H (zg)
E-J8 3 -zgpg30 - 10% Strychnine in CDCI3, 1
'~ 1 -10% Strychnine in CDCI3, 13Ccpd
=8 4 - deptd5 - 10% Strychnine in CDCI3, D
~-® 1 - 10% Strychnine in CDCI3, DEPT-4
& 5 - dept135 - 10% Strychnine in CDCI3, D
® 1-10% Strychnine in CDCI3, DEPT-13
=-J¢ 6 - dept90 - 10% Strychnine in CDCI3, DE
~-® 1 - 10% Strychnine in CDCI3, DEPT-9(
& 7 - cosygpaf - 10% Strychnine in CDCI3, (
@ 1-10% Strychnine in CDCI3, COSY, ¢
E-J4 8 - mlevph - 10% Strychnine in CDCI3, TQ

© #.1.-10% Stychnine in COCI3, TOCSY ¢
&-J4 9 - noesyph - 10% Strychnine in CDCI3, N
B8 10 - hsqcetgpsi2 - 10% Strychnine in CD(

&4 11 - hsqcedetgp - 10% Strychnine in CDG
&-Ji 12 - hmbcgplpndqf - 10% Strychnine in D¢
#- ). SEtestexps

:

ttw AF

Erin

pectrum| ProcPars | AcquPars | Tit

| Prot| Fia|

Reference
Window
Phase
Baseline
Fourier

NUS

Peak
Automation
Miscellaneous
User

GB

SSB
™1
™2

<

©SEMPE
WDW

LB [H]

ABSG
ABSF1 [ppm]
ABSF2 [ppm]
BCFW [ppm]
COROFFS [Hz]

(A) Phase correction

PHCO [degrees]
PHC1 [degrees)
PH_mod

| Window functions for trf, xfb, ..

| Line broadening for em

Gaussian max. position

for gm, 0<GB<1

Sine bell shift SSB (0,1,2,..)
Left limit for tm 0<TM1<1

| Right limit for tm 0<TM2<1

69.995

| oth order correction for

-5.632

| st order correction for

pk

pk
pk

v | Phasing modes for trf, xfb, ...

(~) Baseline correction

5
1000.00000

Left limit for absf

-1000.00000

|1-1000.00000

1.00000

|/1.00000

Degree of polynomial for abs (0..5)

Right limit for absf, abs1, abs2

| Filter width for be (sfilgfil)

0

o

| Correction offset for BC_MOD=spol efc.
>

v

Change to phase correction for the F1 dimension if not done yet.
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Start  Process  Analyse Publish  View Manage &

[ U Proc. Spectrum« | P‘g Adjust Phase v | [ A\ Calib. Axis (,’.,'\7\ Pick Peaks v | [ I Integrate > | [Agvanced J

’EIBHE *gx2 2 *x;e@H@@lEl @

&||3d||/8/2 = ~H

Hﬂi&(.y

a2 828
R » @ik «+@¢‘&§hht AR A

Browser | Last50 | Groups | Experiments |
I - )i 3-06-02-froderi
& ). 4-06-02-froderi
#- L B-Il--B
& Ju Feb06-2012-froderi
=4 KIM-MEF4010_Strychnine
@8 1-2g - 10% Strychnine in CDCI3, 1H (zg).
& 2 -2zg - 10% Strychnine in CDCI3, 1H (zg)
'-@ 1 -10% Strychnine in CDCI3, 1H (2g).
& 3 -2zgpg30 - 10% Strychnine in CDCI3, 1
e 1-10% Strychnine in CDCI3, 13Ccpd
& 4 - deptd5 - 10% Strychnine in CDCI3, Di

~@ 1-10% Strychnine in CDCI3, DEPT-43__ |

& 5 - dept135 - 10% Strychnine in CDCI3, O
~-® 1 -10% Strychnine in CDCI3, DEPT-13
¥ 6 - dept90 - 10% Strychnine in CDCI3, DE
~-® 1-10% Strychnine in CDCI3, DEPT-9(
& 7 - cosygpqf - 10% Strychnine in CDCI3, (
~-® 1 -10% Strychnine in CDCI3, COSY,
J 8 - mievph - 10% Strychnine in CDCI3, T

®.1.-10% Strychnine in CDCI3, TOCSY {
-l 9 - noesyph - 10% Strychnine in CDCI3, N
&- 8 10 - hsqcetgpsi2 - 10% Strychnine in CD(
-4 11 - hsqcedetgp - 10% Strychnine in CDQ
- i 12 - hmbcgplpndgf - 10% Strychnine in D¢
#- ). SEtestexps

A @R, TR, J

Click the right mouge button
to select the peaks]|for phass rrection

v

&

@ Start  Process  Analyse  Publish  View Manage 9

{ U Prog. Spectrum < | {’\Q/ Adjust Phase = | [ A\ Calib. Axis » | ('\,’\ Pick Peaks » | { J Integrate > | {Aavanced v

‘Da‘?& g2 2
38 3d /82

QM @ wHt T hp s

Browser | Last50 | Groups | Experiments |

KJEM

#-Ju 3-06-02-froderi
Ju 4-06-02-froderi
#- 4 B-IH-B
#- ), Feb06-2012-froderi
=L KIM-MEF4010_Strychnine
&-J4 1 -2g - 10% Strychnine in CDCI3, 1H (2g)
B 2 - zg - 10% Strychnine in CDCI3, 1H (zg)
~-® 1-10% Strychnine in CDCI3, 1H (zg).
&0 3 -2gpg30 - 10% Strychnine in CDCI3, 1
® 1-10% Strychnine in CDCI3, 13Ccpd
-0 4 - deptd5 - 10% Strychnine in CDCI3, D
~-® 1 -10% Strychnine in CDCI3, DEPT-4
-0 5 - dept135 - 10% Strychnine in CDCI3, D
® 1-10% Strychnine in CDCI3, DEPT-13
B4 6 - dept90 - 10% Strychnine in CDCI3, DE
~-® 1 -10% Strychnine in CDCI3, DEPT-9(
B8 7 - cosygpgf - 10% Strychnine in CDCI3, ¢
“-® 1-10% Strychnine in CDCI3, COSY,
E- ¢ 8 - mlevph - 10% Strychnine in CDCI3, TQ

'® 1-10% Strychnine in CDCI3, TOCSY

8- 9 - noesyph - 10% Strychnine in CDCI3, N

&- 04 10 - hsqcetgpsi2 - 10% Strychnine in CD(

&8 11 - hsqcedetgp - 10% Strychnine in CDQ

44 12 - hmbegplpndqf - 10% Strychnine in D(
-}, SEtestexps

AR | >

~ A0S 0 1 RI90-90180 = I + = Il =2

&4

pivot = 2.31 ppm Phase increment = 0.20 ph0 = 0.00 phl = 0.00

Column 830 /1.4321 ppm

8 6
L 1 L L 1 1

Column 387 / 5.8635 ppm

Column 166 /8.0742 ppm

Use “0” and “1”.

37



@ Start  Process  Analyse

Publish

View  Manage

(2]

[ )\ Proc. Spectrum | (’\gAulust Phasew ||/ Calib. Axis v | %1% Pick Peaksw | [ Integratew | Advanced |

2d
ad

‘B ‘2 &

Da{ /82 %

Ba

QM &
@l@m @al

UEEE
26 3

Y i o

12 S

Browser | Lasts0| Groups |

Ji 3-06-02-froderi

). 4-06-02-froderi

4 B-IH-B

#- ), Feb06-2012-froderi

E-J) KIM-MEF4010_Strychnine

@-J8 1-2g - 10% Strychnine in CDCI3, 1H (zg)|

&-J} 2 -2g - 10% Strychnine in CDCI3, 1H (zg)
'-@ 1 -10% Strychnine in CDCI3, 1H (zg)

&-J4 3 -29pg30 - 10% Strychnine in CDCI3, 13
‘@ 1-10% Strychnine in CDCI3, 13Ccpd

E-J4 4 - deptd5 - 10% Strychnine in CDCI3, D
® 1-10% Strychnine in CDCI3, DEPT-4:

- 5 - dept135 - 10% Strychnine in CDCI3, D
@ 1 -10% Strychnine in CDCI3, DEPT-13

&4 6 - dept90 - 10% Strychnine in CDCI3, DE
@ 1-10% Strychnine in CDCI3, DEPT-9(

E-Jd 7 - cosygpqf - 10% Strychnine in CDCI3, ¢
@& 1-10% Strychnine in CDCI3, COSY,

2 8 - mlevph - 10% Strychnine in CDCI3, T

&8-8

&

* #.1-10% Strychnine in CDCI3, TOCSY
&-J8 9 - noesyph - 10% Strychnine in CDCI3, N
& Ju 10 - hsqcetgpsi2 - 10 % Strychnine in CD(
- 11 - hsqcedetgp - 10% Strychnine in CDQ
B4 12- hmbcgplpndqf 10 % Strychnine in D¢
#- ). SEtestexps

pivot = 2,31 ppm Phase increment = 0.20 ph0 = 170.59

phl = -167.20

& 4l

Column 830 /1.4321 ppm

8 6
n I n 1 I n I 1 L L n 1 L n
Column 387 / 5.8635 ppm
b
8 6 4 2 [
1 1 1 1 T 1 n n n 1 n n 1 1 n 1 he
Column 166 {8.0742 pp 1
=
0
°3
8 6 4 2 [Ppm
I 1 I 1 1 1 1 1 L L 1 1 L n 1 I 4

Save

{2 start Process = Analyse Publish View Manage &
L Proc. spectrum v | (7 Adjust Phase » J (A J Mx Pick Peaks « | [ [ Integratew J Advanced v
B8 M Aa sl Q8TES 3. e 20058 .
3d /B/Z"-*/q R » @E- P A

Browser | Last50 | Groups |

#- . 3-06-02-froderi

Spectrum | ProcPars | Acqupars | Title | PuiseProg | Peaks |

| sample [ structure [ Piot| Fid|

128

#- )i 4-06-02-froderi |
#- L B-Il-B
#- )i Feb06-2012-froderi I m “‘ || I ‘ I i i l l
=i KIM-MEF4010_Strychnine N A
iR e B TN D ER R AL (), 10% Strychnine ik CDCI3, SY (mieviph), NS/TD{F 1} 2 _E
:M 2 20 ~10% Sirychnine In COCI3, 1H (z0)] Explanation: TOGSY (TO§Correlation pectroscop¥) is uciger Bl extberirfient fibwing 1H correlatiol &
L& 1-10% Strychnine in CDCI3, 1H (zg) + . 3 -
&4 3 -2zgpg30 - 10% Strychnine in CDCI3, 1 — LAY it o i § [
@ 1-10% Strychnine in CDCI3, 13Ccpd, | = {d;(ecll in-coupled kThus, the cross a -
-0l 4 - deptd5 - 10% Strychnine in CDCI3, D — 0 found in Yhe COSY spectru, disighe 6.honds)
‘@ 1-10% Strychnine in CDCI3, DEPT-4 e chraisBonsIStng o Q1 andor o2
&-J 5 - dept135 - 10% Strychnine in CDCI3, O
L 1-10% Strychnine in CDCI3, DEPT-13 = iF!=.=.. . YR - -
& 6 - dept90 - 10% Strychnine in CDCI3, DE "DATE = 2006/01/17
L-® 1-10% Strychnine in CDCI3, DEPT-9( TIE = 03:20
E-J8 7 - cosygpaf - 10% Strychnine in CDCI3, ( INSTRUM = DRXS00
'-® 1-10% Strychnine in CDCI3, COSY, § = > P g BULPROG = mlevph=|_ ¢
& 44 8 - mlevph - 10% Strychnine in CDCI3, TQ
F2 (1H)
* 1#.1.-10% Strychnine.in CDCI3, TOCSY ( e e | N 1 e . 1 b B B e B B S
&0 9 - noesyph - 10% Strychnine in CDCI3, N 3% = 3074
-4 10 - hsqcetgpsi2 - 10% Strychnine in CDC — - s ®
&- 0 11 - hsqcedetgp - 10% Strychnine in CDQ SWp = 5122.951
B 12 - hmbcgplpndqf - 10% Strychnine in D¢
- ). SEtestexps v (O I AR B S
<= " > 4 2 F2 [ppm]
Fourier transform in 2 dimensions. Followed by abs1 and abs2 and maybe syma. If bad result

from syma do it all again without syma.

38



| Stat Process  Analyse Publish  View Manage & 128
“\ Proc. Spectruva[’\ngust Phasev” A\ Calib. AxIsJ[,\X,\ Pick Pgaksv” ofi ]ntegratev”/\avancedvj

[y 1d 822 & *x#& {@@J‘ME@ ‘ H ﬂ‘nz,cyH
M& 3d /8/2 % +H @Qn@ﬂ-”«»«ﬁJ ELE *ﬂ:J J

Browser | Last50 | Groups | Experiments | »

|/ 3-06-02-froderi || [/ spect i
i 1 e pectrum | ProcPars | AcquPars [ Title | og | Peaks | | sample | | Piot | Fia|

@
8 2
# BB s
#- . Feb06-2012-froderi I | l l
- =4 KIM-MEF4010_Strychnine -

-1k 1-29-10% Strychnine in CDCI3, 1H (29)} 10% Strychnine in COCI3, TOCSY (mievph), NS/TD{F 1} 24/256 L E

Fl2-29- d0% Strychnine B 6hCRS. 1 o)) Explanation: TOCSY (TOtal Correlation Spectroscop¥) is a homonuclear 20 expen’men{ showing 1H correlatiol &

& L ; lg;g%g s:rgf/eng"':;:ni?fc&gg: between protons of an uninterrupted spin f;/stem up lo a diglan, _pf five m pro(ons F T
even if they are not directly spin-coupled.

L 1-10% Strychnine in CDCI3, 13Ccpd, hus, the crosspe"k ofa T ¥ P ctr #.m cate B
&} 4 - deptd5 - 10% Strychnine in CDCI3, DI (in addition to correlations also found in tge COSY spectrumqu d:st@c?arrdah S (q{o 6 bonds) _—“

L@ 1-10% Strychnine in CDCI3, DEPT-4: between protons in a chain consisting of @H and/or CH2 awagrn’
24 5 dept135 - 10% Strychnine in CDCI3, D

- 10% Strychnine in CDCI3, DEPT-12 I f“* t t l v itmm

=3 6 dept90 - 10% Strychnine in CDCI3, DE DATE = 2006/01/17

||n

& 1 -10% Strychnine in CDCI3, DEPT-9( TIME = 03:20 o
- 7 - cosygpqf - 10% Strychnine in CDCI3, ¢ INSTRUM = DRXS00 |-
i-® 1-10% Strychnine in CDCI3, COSY, Q = 4 gonin COR U @ * PULPROG = mlevph | ¢
&4 8 - mievph - 10% Strychnine in CDCI3, TQ o
i 3 O F2 (1H) L
—— $ -
J 9 - noesyph - 10% Strychnine in CDCI3, N * st 1024
-4 10 - hsqcetgpsi2 - 10% Strychnine in CDQ — 4 o SF = 500.13 e
8- 11 - hsqcedetgp - 10% Strychnine in CDC SW_p = 5122.951 [
| @l 12 - hmbegplpndqf - 10% Strychnine in D¢ r
| & )i SEtestexps v (O Bom -

< " > 8 6 4 2 F2 [ppm]

Result after adjusting the intensity.

‘ Erocess Analyse  Publish  View Manage &
[ A Proc. Spectrumvj["vAdlust Phasev”,g\ Calib. Amsj[,v\,'\mck Pgakst I Integrate - | [Agvancedvj

25 ;3;223‘%‘!\%8@%%\\&:.+H"" AR

Browser | Last50 | Groups | Experiments | IM- LB
) 3-06-02-froderi Spectrum | ProcPars | AcquPars [ Titie | og | Peaks | | sample | | Piot| Fia]

E

&- ), 4-06-02-froderi

&L B-I--B

- )i Feb06-2012-froderi

=4 KIM-MEF4010_Strychnine A

-8 1 -29 - 10% Strychnine in CDCI3, 1H (z9) 10% Strychnine in CDCI3, TOCSY (mievph), NS/TD{F 1} 24/256

Bk2-z9- USSR o AR E ) Explanation: TOCSY (TOtal Correlation Spectroscop¥) is a homonuclear 2D experiment showing 1H correlatio
Zpea =10k Sycinne N EDCE, H (20); between profons of an uninrerrupfed spin system up {o a distance of five groups of protons,

%
é

F1 [ppm]

&-J 3 -2gpg30 - 10% Strychnine in CDCI3, 1
‘- 1-10% Strychnine in CDCI3, 13Ccpd.
E-J¢ 4 - deptd5 - 10% Strychnine in CDCI3, DI
~-® 1-10% Strychnine in CDCI3, DEPT-4:
- 5 - dept135 - 10% Strychnine in CDCI3, D
~-® 1-10% Strychnine in CDCI3, DEPT-13
E- ¢ 6 - dept90 - 10% Strychnine in CDCI3, DE
~-@ 1 -10% Strychnine in CDCI3, DEPT-9(
24 7 cosygpqt 10% Strychnine in CDCI3, (
0% Strychnine in CDCI3, COSY, G
=3 L 6 mlevph 10% Strychnine in CDCI3, TQ

72 74 7.0

73

&-J4 9 - noesyph - 10% Strychnine in CDCI3, N
&-¢ 10 - hsqcetgpsi2 - 10% Strychnine in CD( SF = 500.13
& 11 - hsqcedetgp - 10% Strychnine in CDC Sip = $122.951
&-Ji 12 - hmbegplpndgf - 10% Strychnine in D¢
#- . SEtestexps ; Bl 0@ ;
" £ X 2 2 7.05 F2 [ppm]

74

Lo T L LT L L L L

The 2D diagonal peak for the impurity CHCls in the solvent CDCls is not yet aligned with the 1Ds.
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&

@'J Start  Process = Analyse

Publish

Bruker TopSpin 3.5 pl 6 on NMR-SERVER as froderi

View  Manage

(2]

[ A Proc. spectrum v (s Adjust Phase | | A Calib. Axis| (9% pick Peaks v J [ [ Integratew J [Advanced v

"D(ﬂ ‘ﬁ} B2 & XA
“':"5‘ 3d /8/2 +/-5!H

-
v
Yy
B A4

QauES «

Browser | Last50 | Groups | |

-5

L
> 4| EAEE

>

8%
AR

3

-|O| X
124

- L 3-06-02-froderi o
#- i 4-06-02-froderi
&) B-I--B [=]
#- ). Feb06-2012-froderi
= KIM-MEF4010_Strychnine
&} 1-2g - 10% Strychnine in CDCI3, 1H (zg) —
&-Jb 2 -2 - 10% Strychnine in CDCI3, 1H (zg)| 10% 4 ), NS/TD{F 1} 24/256 rs
~® 1 -10% Strychnine in CDCI3, 1H (z9) Expla{| spectrum calibration frequency ectroscop¥) is a homonuclear 20 experiment showing 1H correlatiop &
E-J 3 -zgpg30 - 10% Strychnine in CDCI3, 13 betwe F2[ppm] F1lppm] lystem up to a distance of five groups of profons, P
“~® 1 -10% Strychnine in CDCI3, 13Ccpd, | o evenfl — = ppml  Fipeml i, us, the cross peaki ofa TOCSY spectrum indicate r
=i 4 - deptd5 - 10% Strychnine in CDCI3, D| (in adgf |7-24 [724 | spectrum) Ion%' P 3 F2
@& 1-10% Strychnine in CDCI3, DEPT-4: befwe: q\%n POH2 and 2070 F
E-J8 5 - dept135 - 10% Strychnine in CDCI3, D -E, -E :E. 7 \ F
L-® 1-10% Strychnine in CDCI3, DEPT-13 col : — 5 ML/ Index Fe
& 6 - dept90 - 10% Strychnine in CDCI3, DE row : 7.283 bpm / 3642.43 Hz'Y, :5/00’;,12%5&21%!(7 Index = 24 F
'-® 1-10% Strychnine in CDCI3, DEPT-9¢ S VC//\_X I\J‘ Fo
e 7'6053’35“;};3::“?8?5?:5;" chgfsc( J|petine: Lefclclick inside daralWindow } L L
=-J4 8 - mlevph - 10% Strychnine in CDCI3, TQ (}J\ _:
e 1 ch N 0OCS) F2 (1H) -
- i 9-noesyph - 10% Strychnineincocia, N (|} || [ e r
&-J8 10 - hsqcetgpsi2 - 10% Strychnine in CD( SI = 1024 E ,3
&-Ji 11 - hsqcedetgp - 10% Strychnine in CDQ SF = 500.13 I
#- Ju 12 - hmbcgplpndqf - 10% Strychnine in D¢ SWp = S122.951 [
B-dl SEtestexps -8 — T I e L B e e e e 3
< m > 7.30 7.25 7.20 745 7.10 7.05 F2 [ppm]
Do the alignments. Calib Axis and so forth.
& Bruker TopSpin 3.5 pl 6 on NMR-SERVER as froderi [=la] x|

|5 stat Process  Analyse

‘Da "ﬁ *B*2
E’Jj‘ 3d /8/2

= txiH
% ~H

Publish

J\ Proc. Spectrumw | /'% A

Q&
‘Y »

View Manage

Browser | Lasts0 | Groups |

Experiments |

& Ju 3-06-02-froderi
#- i 4-06-02-froderi
#- L B-Il--B
#-Ju Feb06-2012-froderi
= KIM-MEF4010_Strychnine
&- 0 1 -2g - 10% Strychnine in CDCI3, 1H (zg)
& 2 -2g - 10% Strychnine in CDCI3, 1H (zg),

J 3 -zgpg30 - 10% Strychnine in CDCI3, 1
- 1-10% Strychnine in CDCI3, 13Ccpd
B8 4 - deptd5 - 10% Strychnine in CDCI3, DI
~® 1-10% Strychnine in CDCI3, DEPT-4:
&0 5 - dept135 - 10% Strychnine in CDCI3, D
“-® 1 -10% Strychnine in CDCI3, DEPT-13
J 6 - dept90 - 10% Strychnine in CDCI3, DE
—® 1-10% Strychnine in CDCI3, DEPT-9(
& 7 - cosygpqf - 10% Strychnine in CDCI3, ¢
& 1-10% Strychnine in CDCI3, COSY, ¢
&-J4 8 - mlevph - 10% Strychnine in CDCI3, TC

® 1.-10% Strychnine in COCI3, TOCSY (
& 9 - noesyph - 10% Strychnine in CDCI3, N
& 10 - hsqcetgpsi2 - 10% Strychnine in CD(

#-Ji 11 - hsqcedetgp - 10% Strychnine in CDQ

J: 12 - hmbegplpndqf - 10% Strychnine in D¢
& |, SEtestexps

~-® 1-10% Strychnine in CDCI3, 1H (zg). |__|

v

1 1177088.0 -1177088.0 ~
2 2118758 4 -2118758 .4 =
3 3813765.1 -3813765.1
4 6864777.2 -6864777.2
5 12356599.0 -12356599.0
6 22241878.2 -22241878.2
7 40035380.7 -40035380.7
8 72063685.3 -72063685.3
9 0.0 0.0
10 0.0 0.0 N LE
Required parameters F g
Calculation method FT
® Muttiply by increment E
O Add increment Ea
Contour level sign =
@® Positive & Negative e
O Positive [~
O Negative [
Lo
Positive Negative Fr~
Base level |1177088.0 |-1177088.0
Level increment (1.4 L | N < e FR
Number of levels '713 SI = 1024 i
SF = $00.13 Eug
‘E SW_p = 5122.951 [ ~
———— L
7.00 F2 [ppm]

Edit contour levels [.Iv]

Want more contours? Change Number of levels and Level increment followed by Fill, Apply and

OK.
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|4 Start Process Analyse Publish View Manage & 128
[ A proc. Spectrumv”"?Mljust Phasew || 4\ Calib. Axs| (%2 Pick Peaks v H ifi mtegratevj[mvancedvj

MAseE RETE8 . e 10 B .

23

N
x

M& 3d /8/2 = +H
Browser | Last50 | Groups | Experiments | NEXY. s
# i 3-06-02-froderi ~ || || spectrum | procpars | AcquPars | Titie | og | Peaks | | sampie | | Piot| Fia]
#- )i 4-06-02-froderi O
. B-H-B
- ), Feb06-2012-froderi
=) KIM-MEF4010_Strychnine A
Bi1-29- B Dol (1) 10% Strychnine in CDCI3, TOCSY (mievph), NS/TD{F 1} 24/256 FE
k2 ‘119 1;?;?r;rcy;:m’e‘elAr‘(:g%g:*‘:';;;?) aljon Spectroscop¥) is a homonuclear 2D experimant showing 1H correlatiof &
&-Ji 3-2gpg30 - 10% Strychnine in CDCI3, 13 between profons of an uninterrupte An ssterr; :p {o a distance of fie groups of profons, P
“-# 1-10% Strychnine in CDCI3, 13Ccpd,| g \-\_‘ ecros’spe F
-} 4 - deptd5 - 10% Strychnine in CDCI3, D WasRectum N
1 - 10% Strychnine in CDCI3, DEPT-4 “v""'-'\\‘ :‘\\"“ g - e
-k 5 - dept135 - 10% Strychnine in CDCI3, D ‘ } F
L-® 1-10% Strychnine in CDCI3, DEPT-13 7~ F o
- 6 - dept90 - 10% Strychnine in CDCI3, DE ¥ C~
@ 1-10% Strychnine in CDCI3, DEPT-9¢ i N
i 20 7 - cosygpqf - 10% Strychnine in CDCI3, ¢ [
'@ 1-10% Strychnine in CDCI3, COSY. d e
&+ 8 - mievph - 10% Strychnine in CDCI3, TQ F
L [ @
#-Ji 9 - noesyph - 10% Strychnine in CDCI3, N . =
&- 0 10 - hsqcetgpsi2 - 10% Strychnine in CDC o SUOIS r
- 11 - hsqcedetgp - 10% Strychnine in CDJ g
| Ji 12 - hmbegplpndqf - 10% Strychnine in D¢ =
| ¥ SEtestexps ol ff e e L e o o e e LI B e e i L e e S
< w > 7.25 7.20 715 7.10 7.05 7.00 F2 [ppm]

Play with the contour adjustment tool.

{2 start Process Analyse Publish View Manage &
| J\Proc. Spectrum v | (s Adjust Phase w || A\ calib. Axis (9% pick Peaks v J [ ] Integratew J  Advanced v

W% & «ﬁ\‘"@@@@@“w* fH% '\ﬁHnmy
/8/2 % H | QQw Q| « > ¢ ELE Al OLR
|

p

T
& 3

Browser | Last50 | Groups |

- )i 3-06-02-froderi P
& Ji 4-06-02-froderi

&L B-Il--B

&} Feb06-2012-froderi

=4 KIM-MEF4010_Strychnine

&+ 1-2g-10% Strychnine in CDCI3, 1H (zg) 10%Strvehife incodl 3 |
-0 2 -2g - 10% Strychnine in CDCI3, 1H (zg) 7 OESY (Nug X

s

Spectrum | Procpars | AcquPars | Title | PuiseProg | Peaks | | sample [ structure | piot | Fid |

O

I j(rfoes h,NS/TD{} i1 4T I
f grhadses 5 echpec I“ ! s @ homo !-“: 2D.experiment
‘ i1

tigns/MHROUGH SigA 5
afs of a NOESY sped / picate which p W’ § are close to which other prd

DATE = 2006/01/16
TIME = 19:23
INSTRUM = DRXS00

PUWROG@

F2 (1H)

F1 [ppm]

L-@ 1-10% Strychnine in CDCI3, 1H (zg) dinolar coublfnbl
-4 3 -zgpg30 - 10% Strychnine in CDCI3, 1 t
@ 1-10% Strychnine in CDCI3, 13Ccpd,| g
E- 0 4 - deptd5 - 10% Strychnine in CDCI3, DI
@ 1 -10% Strychnine in CDCI3, DEPT-4
E- 0 5 - dept135 - 10% Strychnine in CDCI3, O
-® 1-10% Strychnine in CDCI3, DEPT-15
- 6 - dept90 - 10% Strychnine in CDCI3, DE
- ® 1-10% Strychnine in CDCI3, DEPT-9(
B¢ 7 - cosygpqf - 10% Strychnine in CDCI3, ¢
i 1 - 10% Strychnine in CDCI3, COSY, ¢
&+ 8 - mlevph - 10% Strychnine in CDCI3, Tq
~-® 1-10% Strychnine in CDCI3, TOCSY (
& 9 - noesyph - 10% Strychnine in CDCI3, N

70

74

73 T2

74

&-J4 10 - hsqcetgpsi2 - 10% Strychnine in CDQ
&- ¢ 11 - hsqcedetgp - 10% Strychnine in CDC i
- Ji 12 - hmbegplpndgf - 10% Strychnine in D¢ v || |J — 3 10 L Y | 7 A 11 BR[O Do
L

LI L L e

>

Open the NOESY experiment and realize that the program has not become any better while
maturing from version 1.3 to version 3.5. It still opens with the ppm scale from previous exp..
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3

|2 Start  Process = Analyse Publish View Manage & 1 2@
[J\ Proc. Specuumvj(’\gmust Phasew |\ Calb. Axisw | %% Pick Peaksw | [ Integratew 'Advanced

[y 2d [*8%2 ¢ | Q@M @& w43 T |hp xut&

E& 3d|/8/2 2 QQw Q| « > o & | ELE &

Browser | Last50 | Groups | Experi ]
- ) 3-06-02-froderi ~ Spectrum | ProcPars | AcquPars | Title | PuiseProg | Peaks Sample | Structure | Plot | Fid
#- i 4-06-02-froderi
#-J BI-B fid 1 from KJM-MEF4010_Strychnine 9 1 E:XKJEMI RX500-07\data\froderiinmr
&} Feb06-2012-froderi
= KIM-MEF4010_Strychnine

- 1-2g - 10% Strychnine in CDCI3, 1H (zg)|
& 2-2g - 10% Strychnine in CDCI3, 1H (zg),
~-® 1 -10% Strychnine in CDCI3, 1H (zg).
& 3 -2gpg30 - 10% Strychnine in CDCI3, 1
“—® 1-10% Strychnine in CDCI3, 13Ccpd

-0 4 - deptd5 - 10% Strychnine in CDCI3, DI -
~# 1-10% Strychnine in CDCI3, DEPT-4
2-J4 5 - dept135 - 10% Strychnine in CDCI3, D
~® 1-10% Strychnine in CDCI3, DEPT-13 1D rew data available
e J. 6 - dept90 - 10% Strychnine in CDCI3, DE Wo processed data available

-® 1-10% Strychnine in CDCI3, DEPT-9¢
-0 7 - cosygpqf - 10% Strychnine in CDCI3, ¢
'-® 1-10% Strychnine in CDCI3, COSY, g
&-J 8 - mievph - 10% Strychnine in CDCI3, T
'-® 1-10% Strychnine in CDCI3, TOCSY (
&-0 9 - noesyph - 10% Strychnine in CDCI3, N

* #.1.-.10% Strychnine.in CDCI3, NOESY.(

&-J 10 - hsqcetgpsi2 - 10% Strychnine in CD(
@- 4 11 - hsqcedetgp - 10% Strychnine in CDC
&- i 12 - hmbcgplpndqf - 10% Strychnine in D{ v

< m ‘ > |

rser 1 and rsr 1 give different result. Which one used above?

7s@n | Process  Analyse  Publish  View Manage &
[ A proc. Spectrumvﬂ"vAdlust Phasew | 4 Calib. Axisvjm\mck Pgaksvj[ I mtegmvj[mvancedvj

| am o 200 o8 '::f.: “ﬁiM

Browser | Last50 | Groups | Experiments |

: i 3-06-02-froderi Spectrum |ProcPars|Acunars|TmeIPuIseProgIPeaIs[ grals | sample | structure | Piot | Fid |
] -froderi
| t ;jigz ok fid 1 from KJM-MEF4010_Strychnine 9 1 E:KJEMI-NMR\Wio\DRX500-07\data\froderiinmr
- )i Feb06-2012-froderi
=4 KIM-MEF4010_Strychnine
&l 1 -2g - 10% Strychnine in CDCI3, 1H (zg))
&0 2 -2zg - 10% Strychnine in CDCI3, 1H (zg)|
L@ 1-10% Strychnine in CDCI3, 1H (zg),
-0 3-2gpg30 - 10% Strychnine in CDCI3, 1
L@ 1-10% Strychnine in CDCI3, 13Ccpd,
&0 4 - deptd5 - 10% Strychnine in CDCI3, D
L-® 1-10% Strychnine in CDCI3, DEPT-4
E-J 5 - dept135 - 10% Strychnine in CDCI3, D
@ 1-10% Strychnine in CDCI3, DEPT-13 1D rew data availeble
&0 6 - dept90 - 10% Strychnine in CDCI3, DE Mo processed;data-avatiable
@ 1-10% Strychnine in CDCI3, DEPT-9(¢
-0 7 - cosygpqgf - 10% Strychnine in CDCI3, ¢
| '-® 1-10% Strychnine in CDCI3, COSY, G
&~ 8 - mievph - 10% Strychnine in CDCI3, TQ
*-® 1-10% Strychnine in CDCI3, TOCSY (
-1 9 - noesyph - 10% Strychnine in CDCI3, N
 1#.1.-10% Strychnine in. CDCI3, NOESY.(

IB e 10 - hsqcetgpsi2 - 10% Strychnine in CD(
- 11 - hsqcedetgp - 10% Strychnine in CDQ
&-Ji 12 - hmbcgplpndqf - 10% Strychnine in D{ v

] >

sinm
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@ Start  Process k Analyse  Publish  View  Manage o

[ A proc. Spectrumv”’\w\dlust Phasevj[,g\ Calib. AxISvJ['\XAPIck Pgaks-” I ]ntegratev”Aﬁvanceva

‘E] Had /8/2 RO QL 26 3

Browser | Last50 | Groups | Experiments |

-, 3-06-02-froderi Spectrum | ProcPars | AcquPars | Titie [ PuiseProg | Peaks | | sample [ structure | Piot | Fia|
)i 4-06-02-froderi
&3 BB fid 1 from KJM-MEF4010_Strychnine 8 1 E:KJEMI o7\data\froderiinmr
E:
E

14 880 E1AT e 32

#- )i Feb06-2012-froderi L
- )i KIM-MEF4010_Strychnine e e
&-J 1-2g - 10% Strychnine in CDCI3, 1H (zg)| INSTRUM = DRXS00
& 2 -2g - 10% Strychnine in CDCI3, 1H (zg)| PULPROG = noesyph |
-® 1 -10% Strychnine in CDCI3, 1H (2g)
&-Jé 3 -2gpg30 - 10% Strychnine in CDCI3, 1 FL (1H)
- 1-10% Strychnine in CDCI3, 13Ccpd
&-U4 4 - deptd5 - 10% Strychnine in CDCI3, DI S:@ 1023
L-® 1-10% Strychnine in CDCI3, DEPT-4! ::' N _5"2';:
&- 0 5 - dept135 - 10% Strychnine in CDCI3, O > :
@ 1-10% eSlrycnnme in CDCI3, DEPT-13
- 6 - dept90 - 10% Strychnine in CDCI3, DE
~-® 1-10% Strychnine in CDCI3, DEPT-9(
- 7 - cosygpqf - 10% Strychnine in CDCI3,
| - 1-10% Strychnine in CDCI3, COSY, 4
= .L 8 - mlevph - 10% Strychnine in CDCI3, TC
-® 1 -10% Strychnine in CDCI3, TOCSY (
& L 9 - noesyph - 10% Strychnine in CDCI3, N

@ L 10 - hsqcetgpsi2 - 10% Strychnine in CDC
@ 11 - hsqcedetgp - 10% Strychnine in CDQ
&l 12 - hmbcgplpndgf - 10% Strychnine in D( v

" | >

The fid is visaible.

3
|1 Stat Process Analyse Publish View Manage & 1 2 B
L Prog. Spectrumw | /% Adjust Phase w | /4, Calib. Axis» | %} Pick Peaks» | [ Integratew | Advancedw

‘ ‘ ) e‘ QM @ w4t T ‘ e H
E& 3d /8/2 % BQo @il ¢ 46 & E % A
)i 3-06-02-froderi ~ Spectrum | ProcPars | AcquPars | Title | PulseProg | Peaks Sample | Structure | Plot | Fid

Browser | Last50 | Groups | |
Ji 4-06-02-froderi

E
[
- )i B-I--B fid 1 from KUM-MEF4010_Stry 9 1 EXKJEMI X500-0F7 data\froderitnmr General
#- )i Feb06-2012-froderic (/w1 N T
i KIM-MEF4010_Strychnine
&-J4 1 -2g - 10% Strychnine in CDCI3, 1H (zg)|
& 2 -2g - 10% Strychnine in CDCI3, 1H (zg)|
-® 1-10% Strychnine in CDCI3, 1H (zg)
-0 3 -2gpg30 - 10% Strychnine in CDCI3, 1 F1 (1H)
“-® 1-10% Strychnine in CDCI3, 13Ccpd.f 2t MO0 ¢ W% 1 0 TTmmmmToTeees
& 4 - deptd5 - 10% Strychnine in CDCI3, DI SI = 1024
L@ 1-10% Strychnine in CDCI3, DEPT-45__ | -: = _502‘-‘;: -
B¢ 5 - dept135 - 10% Strychnine in CDCI3, O P .
@ 1-10% Strychnine in CDCI3, DEPT-18
&-J 6 - dept90 - 10% Strychnine in CDCI3, DE
@ 1-10% Strychnine in CDCI3, DEPT-9(
& .L 7 - cosygpqf - 10% Strychnine in CDCI3, ¢
~® 1 -10% Strychnine in CDCI3, COSY, 4
B .L 8 - mlevph - 10% Strychnine in CDCI3, TC
~® 1 -10% Strychnine in CDCI3, TOCSY (
=-J 9 - noesyph - 10% Strychnine in CDCI3. N

[rel]

DATE = 2006/01/16

LPROG = noesyph

-20

-40

-100

* ®.1.-10% Strychnine in CDCI3, NOESY (
&-Ji 10 - hsqcetgpsi2 - 10% Strychnine in CD(
&-J4 11 - hsqcedetgp - 10% Strychnine in CDQ
&- Ji 12 - hmbegplpndgf - 10% Strychnine in D( v

g > :

LIBN S s s s e B e B e e

LB
IS
[

[ppm]

After ft
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|2] sStat Process  Analyse Publsh  View Manage &

(AProc. Spectruva[’\QMlust Phase v || ,3\Caub Adsw | ( \xPlck PQaKSv” J lntegmtevj[mvancedvj

T

B

3d
i) [E5)
Browser | Last50 | Groups | Experiments |
# i 3-06-02-froderi = Speclrum | ProcPars [ AcquPars [ Titie | og | Peaks | | sample | | Prot | Fia

#- ), 4-06-02-froderi
& B-Il-B fid 1 from KJM-MEF4010_Stry 9 1 EAKJEMI X500-07\data\froderiinmr General

#- )i Feb06-2012-frodei W00 T

[ren

DATE = 2006/01/16

=- Ju KIM-MEF4010_Strychnine TINE = 19:23 9
8- 1 -2g - 10% Strychnine in CDCI3, 1H (zg)| INSTRUM = DRXS00
| B 2-2g-10% Strychnine in CDCI3, 1H (zg)| PULPROG = noesyph
i -@ 1 -10% Strychnine in CDCI3, 1H (zg),
| E- 3-2gpg30 - 10% Strychnine in CDCI3, 1 FL () &
@ 1-10% Strychnine in CDCI3, 13Cepd.f g f(ff (T
| &k 4 - deptd5 - 10% Strychnine in CDCI3, D L= 1024
SF = 500.13

| '@ 1-10% Strychnine in CDCI3, DEPT-4
E-J 5 - dept135 - 10% Strychnine in CDCI3, D
i '-® 1-10% Strychnine in CDCI3, DEPT-13
. 204 6 - depto0 - 10% Strychnine in CDCI3, DE
'~ 1-10% Strychnine in CDCI3, DEPT-9C
| E-J8 7 - cosygpqf - 10% Strychnine in CDCI3, ¢
-# 1-10% Strychnine in CDCI3, COSY, G
2- 8 - mlevph - 10% Strychnine in CDCI3, TQ
| -® 1-10% Strychnine in CDCI3, TOCSY (
& 9 - noesyph - 10% Strychnine in CDCI3, N
* 1#.1.-10% Strychnine in. CDCI3, NOESY.(

SU_p = 4496.403

15

10

| @4 10 - hsqcetgpsi2 - 10% Strychnine in CDC
+ @-J4 11 - hsqcedetgp - 10% Strychnine in CDA —/
| -l 12 - hmbcgplpndgf - 10% Strychnine in D{ v

< I m > 8 6 4 2 [ppm]

L LB B o B e [ i T [ B e P

After apk and then realizing it is not possible to save the phasing to the whole 2D dataset.

@ start Process  Analyse  Publish  View  Manage 9
J\ Prog. Spectrum v | (7 Adjust Phasevj[ 4\ Calib. Axis » | (% pick Pgaksvj[ I mtegratevj[mvancedv J

B2 2 [ g et & o

Browser | Last50 | Groups | Experiments |

#- i 3-06-02-froderi
&) 4-06-02-froderi '4"| 0 1R 30-5080 =t Il Bq" ’”
L B-lI-I-B pivot = 3.90 ppm Phase increment = 0.20 ph0 = 0.00 phl = 0.00
#-J. Feb06-2012-froderi fid 1 from KJM-MEF4010_Stry 9 1 EXKJEMI i0\DRX500-07\data\froderiinmr General
=) KIM-MEF4010_Strychnine
&-J 1-2g-10% Strychnine in CDCI3, 1H (zg), DATE = 2006/01/16
&-J 2 -2g - 10% Strychnine in CDCI3, 1H (zg)) TIME = 19:23
L@ 1-10% Strychnine in CDCI3, 1H (zg) THSTRUN = DRX500
&0 3 -2gpg30 - 10% Strychnine in CDCI3, 1 RUEFROG-~ poceyph
- ® 1-10% Strychnine in CDCI3, 13Ccpd
)4 4 - deptd5 - 10% Strychnine in CDCI3, D
~® 1-10% Strychnine in CDCI3, DEPT-4! ST = 1024
- 5 - dept135 - 10% Strychnine in CDCI3, D SF = 500.13
-® 1 -10% Strychnine in CDCI3, DEPT-13 SU_p = 4496.403
E-Ji 6 - dept90 - 10% Strychnine in CDCI3, DE
"-® 1-10% Strychnine in CDCI3, DEPT-9(
&0 7 - cosygpqf - 10% Strychnine in CDCI3, {
- 1-10% Strychnine in CDCI3, COSY, §
& 8 - mievph - 10% Strychnine in CDCI3, T
'@ 1-10% Strychnine in CDCI3, TOCSY (
& L 9 noesyph - 10% Strycnmne in CDCI3, N

AR

F1 (1H)

&- ) 10 - hsqcetgpsi2 - 10% Strychnine in CD(
-4 11 - hsqcedetgp - 10% Strychnine in CDQ
&- ) 12 - hmbegplpndgf - 10% Strychnine in D( v

T R T R P R R B T B T

] l >

Process and Adjust Phase to enable save. Use nD or simply saving?
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| Stat  Process Analyse Publish  View Manage @ 12/ @HE
L Prog. Spectrumw | /' Adjust PhasevJ\/Q\Caub. Ads| H,‘,’\Plck Peaks~ | J integratew | Advanceds |

" GH/ld\':atz s *xseeH@.@E]EI@H H\ﬂ —

,Eé E‘ /B/ZE'V'Q, @Qlﬂ@m 4--“-»; *

Browser | Last50 iGroups] Experiments | g

|
£

.

# i 3-06-02-froderi ~ || || spectrum | procpars [ AcquPars [ Titie | og | Peaks | | sample | [ Piot| Fia|
@) 4-06-02-froderi
#- ) BB
#- )\ Feb06-2012-froderi | l l
=- ). KIM-MEF4010_Strychnine L I\
1520 S10% Stiychnine In GROIS 1 (2) 10% Strycinine in Ciili3, NOESY (nflesyoh), NS/TD{F 1} L E
it e R ) Explanatidp: NOES Y|@luciear Overhdjuser Effect Spectro a hfhol e vergdln | =
&@ 3- zémaoo :rgcu ;';:‘i':mne = Cocgg: =Fshowing 1§ dipolar 4Bbling correlatidps THROUGH SPRE - g | &
L& 1-10% Strychnine in CDCI3, 13Ccpd.,| & —9['Thus, the e_galJve/_ ) cross peaksfpf a NOESY specin idate higglio thich other prd_ o
=i 4 - deptd5 - 10% Strychnine in CDCI3, DI ) (110 {0 @ mximum diglince of 4.5 - 5§ nm). 5 L
~- @ 1 -10% Strychnine in CDCI3, DEPT-4 -
-8 5 - dept135 - 10% Strychnine in CDCI3, O e 4 i T L
@& 1-10% Strychnine in CDCI3, DEPT-13 ] 4 = 2006/01/16 o
- 6 - dept90 - 10% Strychnine in CDCI3, DE - 19:23

NSTRUM = DRXS00 |

10% Strychnine in CDCI3, DEPT-9(
PURPROG = noesyph[

E- 8 7 - cosygpqf - 10% Strychnine in CDCI3, ¢
- 1 - 10% Strychnine in CDCI3, COSY, Q
J 8 - mlevph - 10% Strychnine in CDCI3, T
'-® 1-10% Strychnine in CDCI3, TOCSY (
&-J 9 - noesyph - 10% Strychnine in CDCI3, N

|

i 'y Foy (1H) “o

- 1024 i
. M- s00.13 S

Wflp = 4496.403 [

EECEET T B

&-J4 10 - hsqcetgpsi2 - 10% Strychnine in CD( — o
B 11 - hsqcedetgp - 10% Strychnine in CDQ FIY (1H) L
&} 12 - hmbegplpndqf - 10% Strychnine in D¢ v || [(J § ; . . . - :

< m > 4 2 F2 [ppm]

L‘ Bruker TopSpin 3.5 pl 6 0 IMR-SERVER as frode ==
{4 Start Process Analyse Publish View Manage & 1 2@H
“\ Proc. Spectrumv” %% pick Pgakst“' 1ntegratevHA§vanceva
‘ H 'atzetx;eeH@@ElEl@m--n H H ‘Elé,.(.y ‘
E& 3d /8/2 2 +H EQw QU |« > ¢ FLHE )l AR

Browser ‘ Last50 I Groups | Experiments |
) "
& 3 060 foden A @R TR 4

) BB O
&}, Feb06-2012-froderi
=i KIM-MEF4010_Strychnine ‘ A ﬂ l

B8 1 -2g - 10% Strychnine in CDCI3, 1H (zg) ﬂhﬁf NOESY (ndesyoh), NS/TDIF 1) 32/m

G

&b 2-2g - 10% Strychnine in CDCI3, 1H (zg)| 10% Strycgnine in Ci l)-g .
10% Strychnine in CDCI3, 1H (zg) Explanalicp: NOES Y*(Nuciear Overhauser Effect Speclroscdpi’ isa ho hoftuziear 2D e?(pen 891
E-J8 3 -2gpg30 - 10% Strychnine in CDCI3, 1 showing 1R dipolar cb’Fpnng correlations THROUGH SPACE 41 | " By ==
1-10% Strychnine in CDCI3, 13Ccpd, PThus, the negaﬂve/bt!@) cross peaks pfa NOESY spec(rwm Bate wn Fh®¥itors etrich other prol-
2 4>dept45- 10% Strychnine in CDCI3, D (up to @ mgximum distance of 4.5 - 54 nm). I L b 4 4 o L
10% Strychnine in CDCI3, DEPT-4 s Ko 673 |
=4 5 dept135 10% Strychnine in CDCI3, D il T deing R A 5 I A L
~10% Strychnine in CDCI3, DEPT-1 B Gl v e Sl | : : Y. -y :
=0 6 - dept90 - 10% Strychnine in CDCI3, DE ; 4 2 I peintd i
1 - 10% Strychnine in CDCI3, DEPT-9( ﬂ Tox INSTRUM = DRX500
H
~

T

T

2 F1[ppm]

.lu

E-Ji 7 - cosygpqf - 10% Strychnine in CDCI3, ( i PULPROG = noesyph
10% Strychnine in CDCI3, COSY, G 5 g ; 361

. ]

r

|

-4 8 - mievph - 10% Strychnine in CDCI3, T

~® 1 -10% Strychnine in CDCI3, TOCSY {

= L. 9- noesypn 10% Strychmne in CDCI3, N e =
Strych ¢

X o sosgg ]

&% -ﬁj(uu 3
'

T T T T T T

2 F2 [ppm]

&4 10 - hsqcetgpsnz 10% Slrychnmeln CD(Q
&-J 11 - hsqcedetgp - 10% Strychnine in CDQ =
#- )i 12 - hmbegplpndqf - 10% Strychnine in D¢ v || (] i

A > s .

|

Process, Adjust Phase and adding the horizontal lines — at positions with signals, crosshairs in the
diagonal. Selecting columns.
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{2 start Process = Analyse Publish View Manage & ‘ 1 2 EHE
*f I\ Proc. Spectrum~ | /4 Adjust Phase v | 4, Calib. Axisw | %1% Pick Peaks v | [ Integrate v Advanced |

‘Da"zd *9%2 \@@Iﬂ @"Ht? he | Mtk ‘

E& 3d /8/2 R QL | > o & [FAE i) A

Browser | Last50 | Groups | Experi |

o o

- Ji 3-06-02-froderi ~ =S

bl $ 0 1 R 90-9018 [}

®- L B-IH-B pivot = 1.23 ppm Phase increment = 0.20 ph0 = 0.00 phl = 0.00
#- )y Feb06-2012-froderi Column 885 /1.2339 ppm

=i KIM-MEF4010_Strychnine

&8 1-2g - 10% Strychnine in CDCI3, 1H (zg),

& 2-2g - 10% Strychnine in CDCI3, 1H (zg)| = .
L@ 1-10% Strychnine in CDCI3, 1H (zg)

E- 0 3 -zgpg30 - 10% Strychnine in CDCI3, 1

“-® 1-10% Strychnine in CDCI3, 13Ccpd.| g Column 670 /3.1216 ppm
E- 4 4 - deptd5 - 10% Strychnine in CDCI3, D

~-® 1 -10% Strychnine in CDCI3, DEPT-4;
- 5 - dept135 - 10% Strychnine in CDCI3, D

~-® 1 -10% Strychnine in CDCI3, DEPT-13
B¢ 6 - dept90 - 10% Strychnine in CDCI3, DE

@ 1-10% Strychnine in CDCI3, DEPT-9( Column 359 /5.8521 ppm
&4 7 - cosygpqf - 10% Strychnine in CDCI3, (
~® 1-10% Strychnine in CDCI3, COSY. C

&4 8 - mievph - 10% Strychnine in CDCI3, T
@ 1-10% Strychnine in CDCI3, TOCSY (
&-J 9 - noesyph - 10% Strychnine in CDCI3, N

Ir

-4

Colufhn 105 /8.0821 ppm

- 10 - hsqcetgpsi2 - 10% Strychnine in CDQ
: Bl 11 - hsqcedetgp - 10% Strychnine in CDQ
| ®-L 12 - hmbcgplpndgf - 10% Strychnine in D( v

< ] >

-02 ojo [r

Fixing up the slices. Both positive and negative peaks are to be expected.

|4 Stat Process Analyse Publish  View Manage & 1 2 BB
7( A Proc. Spectrumvj[’\emlust Phasevﬂ,ﬁ\ Calib. Axis = | e Pick Pgaksvﬂ [ Integrate v  Advanced -

{Da ’2d 2822 H@@EI @ wne ?‘ he |t

E& 3d /8/2F EQw Qi ¢+6

Browser Lastsal(;mupsl Expenmentsl
#- . 3-06-02-froderi ~

) 4-06-02-froderi 01 R|90 40180‘41 e q' ‘l|
. B-IH-B pivot = 1.23 ppm Phase increment = 0.20 phO = 90.87 phl = -179.20
@ J) Feb06-2012-froderi Column 885 /1.2339 ppm \

L0

R

am”&

=- )i KIM-MEF4010_Strychnine
@4 1 -2g - 10% Strychnine in CDCI3, 1H (2g),
- 2 2-2g - 10% Strychnine in CDCI3, 1H (zg)|
| | L@ 1-10% Strychnine in CDCI3, 1H (zg),
| = 3-2gpg30 - 10% Strychnine in CDCI3, 1
L-® 1-10% Strychnine in CDCI3, 13Ccpd, | g Column 670 /3.1216 ppm J

.M

[re

E-J 4 - deptd5 - 10% Strychnine in CDCI3, D
~-® 1-10% Strychnine in CDCI3, DEPT-4:
&-J 5 - dept135 - 10% Strychnine in CDCI3, D
~-® 1 -10% Strychnine in CDCI3, DEPT-13
&-J§ 6 - dept90 - 10% Strychnine in CDCI3, DE
-® 1-10% Strychnine in CDCI3, DEPT-9C Column 359 /5.8521 ppm
E-J4 7 - cosygpqf - 10% Strychnine in CDCI3, {
@ 1-10% Strychnine in CDCI3, COSY, ¢ Ve
E-Jé 8 - mievph - 10% Strychnine in CDCI3, TQ
@ 1-10% Strychnine in CDCI3, TOCSY (
& 9 - noesyph - 10% Strychnine in CDCI3, N

-1

[re

D

-4

Colufin 105 /8.0821 ppm

&-J4 10 - hsqcetgpsi2 - 10% Strychnine in CD(
#- i 11 - hsqcedetgp - 10% Strychnine in CDQ A
&- i 12 - hmbcgplpndgf - 10% Strychnine in D¢ v

AR | >

-02 00 [r

Quite good. Save it.
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4 start . Process = Analyse  Publish  View  Manage Q : o 12@HE
[ AL Proc. Spectrum v (7 Adjust Phase v J | A calb. Axis| | #%2 pick Peaks v [ [ Integrate J |Advanced v

w2 2 XA QO ES w4 1t o ﬂi&(.yH'iJ
/8/2 % H BQ o Qi « > 4 i @LAR || A

"Da'ﬁ
08 3

ol o

&§4
tfa

Browser | Last50 | Groups |

)i 3-06-02-froderi ~ || || spectrum | procpars [ AcquPars | Titie [ PuiseProg [ Peaks | integrals | sample [ structure | Piot [ Fid |
#- ) 4-06-02-froderi E
# ) BH-B
#- ). Feb06-2012-froderi ‘ I | l
=-Ju KIM-MEF4010_Strychnine i
d1-29- 10% Siryctinine In CDCRWIH (20) 10% Strychnine in CDCI3, NOESY (noesyph), NS/TD{F 1} 32/256 L E
12 =20 S10% Stiyehnine In\COCE 1H (z0)| Explanation: NOESY (Nuclear Overhauser Effect Spectroscop¥) is a homonuclear 2D experimgnt | &
= & 1210% Suychnine fn CDOS, 1H.(0), ==|showing 1# dipolar coupling correlations THROUGH SPACE o = B | . by
- 3 -2gpg30 - 10% Strychnine in CDCI3, 1 g 2T aip 0ling . ST B T F
e 1-10% Strychnine in CDCI3, 13Ccpd.| & —‘_ Thus, the (nggative/t?lae} cross peaks of a NOESY spectrum inglicale which®rofons ﬁrﬂose-fo-whmh otherpro_ o
& 4 - deptds5 - 10% Strychnine in CDCI3, D (up to a maximum distance 0f 4.5 - 5.(:nm). o5 .I‘; . b L
@ 1-10% Strychnine in CDCI3, DEPT-4: K N den ;l - a : Geheral [
-0 5 - dept135 - 10% Strychnine in CDCI3, DI E 4 . P — L
1-10% Strychnine in CDCI3, DEPT-13 - H & % OME - 2006/01/16| o
&- 4 6 - dept90 - 10% Strychnine in CDCI3, DE TIEE = 19:23 L
L-e 1-10% Strychnine in CDCI3, DEPT-O( INSTRUM = DRXS00 |
- 7 - cosygpqf - 10% Strychnine in CDCI3, ¢ PULPROG = noesyph
L-e 1-10% Strychnine in CDCI3, COSY, q . ‘ % r
&-Ji 8- mievph - 10% Strychnine in CDCI3, TQ O = faum e
1 - 10% Strychnine in CDCI3, TOCSY ( [ : ST = 1024 i
24 9 - noesyph - 10% Strychnine in CDCI3, N E P ° SF = 500.13 I
1 SWp = 4496.403 [
&b 10 - hsqcetgpsi2 - 10% Strychnine in CDQ =" par
-0 11 - hsqcedetgp - 10% Strychnine in CDC F1 (1H) L
! 12 - hmbegplpndqf - 10% Strychnine in D¢ v || |0 . . : . . i | . . . : e o
< m > 6 4 2 F2 [ppm]
syma
After xfb. Adjust with abs 1 and abs 2? If symmetrizing - are you using sym or syma?
& Bruker TopSpin 3.5 pl 6 on NMR-SERVER as froderi [=]a] x|
|4 Start Process Analyse Publsh View Manage & 1 2 S

- (A prog. Spectrumvjf"gmust Phaservﬂ A\ Calib. Axls”m Pick Pgakfvj[ i LntegratevJ[Agvanceva
da 3 AnsTH Q5TES 3.l Um 8BRS .

Browser l.‘Laslso I Groups I

LK1

p | Bl

#- Ji 3-06-02-froderi A c | JI
&) 4-06-02-froderi -
#- ) B-I-B =
#- i Feb06-2012-froderi
=- 1 KIM-MEF4010_Strychnine
& 1-2g - 10% Strychnine in CDCI3, 1H (zg) -
- 2-29 - 10% Strychnine in CDCI3, 1H (zg) 2aid ‘;’m‘zm;“ £ 0 Y L £
- @ 1-10% Strychnine in CDCI3, 1H (z9), " | Spectrum calibration frequency L&
- 3 -2gpg30 - 10% Strychnine in CDCI3, 1 DEFINE| by
L-@ 1-10% Strychnine in CDCI3, 13Ccpd. | 2 Define F2[ppm] F1lppm] [
-l 4 - deptd5 - 10% Strychnine in CDCI3, D 7.2825

L& 1-10% Strychnine in CDCI3, DEPT-4
& 5 - dept135 - 10% Strychnine in CDCI3, O
L@ 1-10% Strychnine in CDCI3, DEPT-1
& Ui 6 - dept90 - 10% Strychnine in CDCI3, DE
e 1-10% Strychnine in CDCI3, DEPT-9(

&l 7 - cosygpaf - 10% Strychnine in CDCI3, ¢ L
L@ 1-10% Strychnine in CDCI3, COSY, 0 i I

-4 8 - mlevph - 10% Strychnine in CDCI3, T @5‘%
L@ 1-10% Strychnine in CDCI3, TOCSY { NS

& 9 - noesyph - 10% Strychnine in CDCI3, N r -
L] 4 e

-4 10 - hsqcetgpsi2 - 10% Strychnine in CDC
B4 11 - hsqcedetgp - 10% Strychnine in CDC L
- 12 - hmbegplpndgf - 10% Strychnine in D¢ v || [CJ

T L
< " > 7.30 7.25 7.20 715 7.10 7.05 F2 [ppm]

Fixing up the calibration.
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@ Start 7 Process  Analyse  Publish  View  Manage 0
[A Proc. Spectrum v | /4 Adjust Phase v | 4, Calib. Axis| %12 Pick Peaksw || [ nnegratevj[mvancedvj

822 ¢ XA QEMER ﬁ“ﬂ/i‘éﬁy ‘

9 4 4340 ifm XS

/82 F 25 BQw @il
Browser | Last50 | Groups | i | [ C
#- . 3-06-02-froderi ~ Spectrum | ProcPars | AcquPars | Title | PulseProg | Peaks Sample | Structure | Plot | Fid

#- . 4-06-02-froderi

#- L B-Il--B d
&} Feb06-2012-froderi M
=- 10 KIM-MEF4010_Strychnine A

- 1-2g - 10% Strychnine in CDCI3, 1H (zg)

&- 0 2 -2g - 10% Strychnine in CDCI3, 1H (zg)|
- 1-10% Strychnine in CDCI3, 1H (zg)

&0 3 -2gpg30 - 10% Strychnine in CDCI3, 1
~® 1-10% Strychnine in CDCI3, 13Ccpd

E- 0 4 - deptd5 - 10% Strychnine in CDCI3, D i
@ 1-10% Strychnine in CDCI3, DEPT-4: 2]

-0 5 - dept135 - 10% Strychnine in CDCI3, D & @
'-® 1-10% Strychnine in CDCI3, DEPT-14 A S ]

& 6 - dept90 - 10% Strychnine in CDCI3, DE
“-® 1-10% Strychnine in CDCI3, DEPT-9(

-0 7 - cosygpqf - 10% Strychnine in CDCI3, (
“—® 1-10% Strychnine in CDCI3, COSY,

&-J 8 - mievph - 10% Strychnine in CDCI3, TQ
“~® 1-10% Strychnine in CDCI3, TOCSY (

& L 9 noesyph - 10% Strychnine in CDCI3, N

F1 [ppm]

"
7.0

8.0

&- 8 10 - hsqcetgpsi2 - 10% Strychnine in CD(
&-Jé 11 - hsqcedetgp - 10% Strychnine in CDQ
#- )i 12 - hmbegplpndgf - 10% Strychnine in D¢ v || (]

T 1 T
< " > 82 8.0 78 786 74 72 70 F2 [ppm]

L B s s s e s S e
75

Cute.

& Bruker TopSpin 3.5 pl 6 on NMR-SERVER as froderi [=]=] x|
{4 Stat Process Analyse Publish  View Manage &
L Proc. Spectrumw | /4 Adjust Phase 4, Calb. Axis | 2 Pick Peaks v | [ Integrate | Advanced
B84 A2snE Q0080 2.t ke 12 B0 4
F& 3d /8/2 2 +H QQw Qi > & AE ki OLR A

Browser| Lastsol Groupsl Experiments [

- 3 -2gpg30 - 10% Strychnine in cDCi3, 13 ~ SDeCU’l-""|Prm:l'-‘ars|Acunars|Tltle|l=ulseProgIPeaks| |Sample|structur IP!o!|Fld|

& 1 -10% Strychnine in CDCI3, 13Ccpd. (I
E-J§ 4 - deptd5 - 10% Strychnine in CDCI3, DE

@ 1 -10% Strychnine in CDCI3, DEPT-45 l . }l

&0 5 - dept135 - 10% Strychnine in CDCI3, D

@ 1-10% Strychnine in CDCI3, DEPT-13 L

&- ¢ 6 - dept90 - 10% Strychnine in CDCI3, DE L
Le 1-10% Strychnine in CDCI3, DEPT-0( —— 5 _=+_, —}==- .

24 7 cosygpqt 10% Strychnine in CDCI3

0% Strychnine in CDCI3, COSY,

=g B mlevph - 10% Strychnine in CDCI3, T

i-® 1-10% Strychnine in CDCI3, TOCSY i L

2 9 noesyph - 10% Strychnine in CDCI3, \ s s e “ - L

® 1-10% Strychnine in CDCI3, NOESY ( L

8- 10 - hsqcetgpsi2 - 10% Strychnine in CD( -

& L 11 - hsqcedetgp - 10% Strychnine in CDC

F1 [ppm]

lﬂl
T
1

100

~1®.1.-10% Strychnine in CDCI3, edited Ht
8- i 12 - hmbcgplpndgf - 10% Strychnine in D¢
#- ). SEtestexps
- ), T2rubbish -8
| =3 TEST L~
&l Veratramin2
J. Yohimbine -
A frodetest F
eirkild -8 : T : : . T - r r T T r T T T T T 1
< w > 8 6 4 2 F2 [ppm]

Moving over to HSQCEDETGP. Xfb if not processed already. Add the 1Ds on the sides.
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) stan Process ~ Analyse  Publish  View Manage &
| L Proc. Spectrum || /4 Adjust Phasew | 4, Calib. Axis| %12 Pick Peaksw | [ Integrate v | Advanced

o2 ¢ XA QO ES A J

7H BQw Qi |« 4 {E_EH*

Had /8/2

&0 3-zgpgeo- 10% Strychnine in coci3, 13 ~ || || A-|i8)| R, € q] ,ll
10% Strychnine in CDCI3, 13Ccpd.
g L 4 depl45 10% Strychnine in CDCI3, DE Click the right mouse button
-10% Strychnine in CDCI3, DEPT-45 to select the pesks for phase correction
-4 5 dept135 - 10% Strychnine in CDCI3, D
® 1-10% Strychnine in CDCI3, DEPT-13
=3 ) 6 dept90 - 10% Strychnine in CDCI3, DE
- 10% Strychnine in CDCI3, DEPT-9(
=3 ) 7 - cosygpqf - 10% Strychnine in CDCI3
~-® 1-10% Strychnine in CDCI3, COSY,
24 B mievph - 10% Strychnine in CDCI3, T
- 10% Strychnine in CDCI3, TOCSY
=] 9 - noesypn - 10% Strychnine in CDCI3, \
@ 1-10% Strychnine in CDCI3, NOESY (|
B 10 - nsqcetgpSIZ 10% Strychnine in CD(
&4 11 - hsqcedetgp - 10% Strychnine in CDQ

®_1.- 10% Strychnine in CDCI3, edited H
8- Ji 12 - hmbcgplpndqf - 10% Strychnine in D{
- ), SEtestexps
& T2rubbish
@4 TEST
&l Veratramin2
#- L. Yohimbine
#- ). frodetest

& Ju geirkild T
£ L F2 [ppm]

Do not use rser or rsr here. Just add cross hairs. Phase vertically and horizontally — manually.
There is no diagonal in this type of spectrum.

& IR-SE
@] Start * Process  Analyse  Publish  View Manage o 1 2....
[ A proc. SpectruvaP\&Adlust Phasevj[,g\ Calib. msvj[m Pick Pgaksvﬂ i lntegratev”l\nvancedvj
884 nee88%a8 H20 T w32
B& 3d /B/ZE @Qn @ul «>e6 4 EAE A

Browser I Last50 ] Groups[

= 3-29pg30 - 1(3% Strychnine in CDCI‘3W13 a S | 0 1 R 9[] -9018 =S "
@ 1 -10% Strychnine in CDCI3, 13Ccpd

- 4 - deptd5 - 10% Strychnine in CDCI3, DE pivot = 1.34 ppm Phase increment = 0.20 ph0 = 0.00 phl = 0.00
@ 1-10% Strychnine in CDCI3, DEPT-45 Row 887 /26.3954 ppm

&+ 5 - dept135 - 10% Strychnine in CDCI3, D
~-® 1-10% Strychnine in CDCI3, DEPT-13

=30 8 dept90 - 10% Strychnine in CDCI3, DE v
- - 10% Strychnine in CDCI3, DEPT-9(

24 7 cosygpqf - 10% Strychnine in CDCI3

“-@ 1 -10% Strychnine in CDCI3, COSY 8 6 4 2
&- ¢ 8 - mievph - 10% Strychnine in CDCI3, T g L - — - 1 a L L 1 L n i 1 L
L@ 1-10% Strychnine in CDCI3, TOCSY Row 696 /63.7085 ppm

&-J 9 - noesyph - 10% Strychnine in CDCI3, N
i -® 1 -10% Strychnine in CDCI3, NOESY (
| ®- 10 - hsqcetgpsi2 - 10% Strychnine in CD¢ 'n
| E-J 11 - hsqcedetgp - 10% Strychnine in CDC

1®.1.- 10% Strychnine in CDCI3, edited Hi
| & Ji 12 - hmbegplpndgf - 10% Strychnine in D . 8 ) ) . & ) ) . ; i , 2 i
El J. SEtestexps
! Row 367 /127.9808 ppm
# ). T2rubbish i
#- ). TEST
#- i Veratramin2

- ) Yohimbine Vv

&l frodetest

& geirkild i
T m e .. . ¢ . . . ¢ . . . & | , [

[r

1’-2
LH|||||

Remove the two lower blue squares before phasing.
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& Bruker TopSpin 3.5 pl 6 on NMR-SERVER as froderi [=]a] x|
|4 Stat Process Analyse Publish View Manage & 1 2 EHE
[\ Prog. Spectrumw J (7 Adjust Phase g [ A\ calib. Axis| [ £ Pick Peaks v ' J integrate o Advanced -

25l me o xa camER ko + W N8 D20
Browser| Lasts0] Groups | Exp | p

E-J 3 -zgpg30 - 10% Strychnine in CDCI3, 13 ~
~-# 1-10% Strychnine in CDCI3, 13Ccpd
E-Jd 4 - deptd5 - 10% Strychnine in CDCI3, DE ]

~-® 1-10% Strychnine in CDCI3, DEPT-4§
&-J 5 - dept135 - 10% Strychnine in CDCI3, O

j-. # 1-10% Strychnine in CDCI3, DEPT-13 ool & 7 MHz / Index = 196 I E
-8 6 - dept90 - 10% Strychnine in CDCI3, DE row : ) MHz / Index = 628 r
Lo 1-10% sxrycnmne in CDCI3, DEPT-0( =pectium callbration Tequency k=
w
P e g s y
. - 10% Strychnine in e +
E- 4 8 - mlevph - 10% Strychnine in CDCI3, T g 769952 -
~® 1-10% Strychnine in CDCI3, TOCSY L
2 9 - noesyph - 10% Strychnine in CDCI3, IE )
P4

@ 1-10% Strychnine in CDCI3, NOESY (|

-1 10 - hsqeetgpsi2 - 10% Strychnine in CDC o -
&8 11 - hsqcedetgp - 10% Strychnine in CDC ,)>
#.1,210% Strychnine in.CDCI3, edited Hi

& Ju 12 - hmbegplpndgf - 10% Strychnine in D¢ | = R
&- |, SEtestexps F
- ), T2rubbish )y [
-4 TEST F
:
E

# )i Veratramin2 -8
#-J. Yohimbine L

#- ) frodetest

#- L geirkild v [E T T T T T T T T T T T T T T T T T
< " > 7.26 7.24 722 F2 [ppm]

Calibrate.

| 2] stat Process Analyse Publish View Manage &
M Proc. Spectrum || /4 Adjust Phasew 4, Calib. Adis | #/2 Pick Peaksw | | Integrate v Advancedw

*B%2 & @@I@IZI@{ #/ By
3d /8/2 vq‘@l@n@lﬂ- L +J H* H AR HA‘
=k 3-29pg30 - 10 ssxrycnnmemcocm 14 A

Browser | Last50 | Groups | |8 M-V - \KJEN 5
Spectrum | ProcPars | AcquPars Tme]PulseProg Peaks Sample | Structure | Plot | Fid
~-® 1-10% Strychnine in CDCI3, 13Ccpd,

&0 4 - deptd5 - 10% Strychnine in CDCI3, DE =
‘~® 1 -10% Strychnine in CDCI3, DEPT-4§ ﬂ
&8 5 - dept135 - 10% Strychnine in CDCI3, O =
- 1-10% Strychnine in CDCI3, DEPT-13 - 5_
& 6 - dept90 - 10% Strychnine in CDCI3, D &
@ 1 -10% Strychnine in CDCI3, DEPT-9( o
&- . 7 - cosygpgf - 10% Strychnine in CDCI3
-® 1 -10% Strychnine in CDCI3, COSY. b
= L 8 - mlevph - 10% Strychnine in CDCI3, T s
~® 1 -10% Strychnine in CDCI3, TOCSY =
&-4 9 - noesyph - 10% Strychnine in CDCI3,
@ 1 -10% Strychnine in CDCI3, NOESY (
- ¢ 10 - hsqcetgpsi2 - 10% Strychnine in CD(
E-Jé 11 - hsqcedetgp - 10% Strychnine in CDC

835

I0|

&
$

1®.1.-10% Strychnine in CDCI3, edited Ht
&- . 12 - hmbcgplpndqf - 10% Strychnine in D¢
#- ). SEtestexps
#- )i T2rubbish
2-Ji TEST 3
#- ). Veratramin2 |
| #-J. Yohimbine L
#- Ju frodetest

- ). geirkild b 77— T T
< w > 4.0 35 3.0 25 2.0 15 F2 [ppm]

| WIH

E
£
:
@

O

See all the CH? groups in red? CH and CHs groups are in blue (here).
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E21 e 22

\copy [& Print | =7 Plot Layout|| & PDF w |3 E—MaIIJ | Mobilew |
Browser | Last50 | Groups Expenments

: &)
-0 4 - deptd5 - 10% Strychnine in CDCI3, DE

'@ 1-10% Strychnine in CDCI3, DEPT-45 “ M
-0 5 - dept135 - 10% Strychnine in CDCI3, O

e 1-10% S!rychnme in CDCI3, DEPT-9¢ L
& L 8 - mlevph - 10% Strychnine in CDCI3, T

'~# 1-10% Strychnine in CDCI3, NOESY (

| Stat Process Analyse Publish = View Manage &
*6%2 QM E& - ¥
A
E»»L 3 -29pg30 - 10‘” Strychnine in CDCI3 13 ~
L@ 1-10% Strychnine in CDCI3, DEPT-13 IF
&8 7 - cosygpqf - 10% Strychnine in CDCI3, ——
—~® 1-10% Strychnine in CDCI3, TOCSY i i o i

&l 10 - hsqcetgpsi2 - 10% Strychnine in CD¢

‘E Had /a/zzvliHQGln @n. 0/@11,
Spectrum | ProcPars IAcunars | Title | og | Peaks | | sampe | | Prot[ Fia|

® 1-10% Strychnine in CDCI3, 13Ccpd
g
-0 6 - dept90 - 10% Strychnine in CDCI3, DE &
by

~-® 1 -10% Strychnine in CDCI3, COSY, -
-0 9 - noesyph - 10% Strychnine in CDCI3, N
& Jc 11 - hsqcedetgp - 10% Strychnine in CDC

-l 12 - hmbcgplpndqf - 10% Strychnine in D¢

#- ). SEtestexps

&- i T2rubbish
B-J TEST -8
#- J, Veratramin2 +
. Yohimbine L

#- J frodetest

|

& ). geirkild _ v T T T T
< " > 4.0 35 30 25 20 15 F2 [ppm]

III

Copy it into your Word document. When working with your “real” sample all spectra shall be
documented in your 10 pages report and also in your Power Point presentation.

&)
2] Start Process Analyse Publish View Manage & 1 2 S
Hf}]szopyﬂﬁ Pnnth]DplotLayout}[épan JEMauJ[ Mobile v |
’3d

1072 Qe S 1 ol e r
Brmer[m.solem.,,,SI q J 0/@11 J

-~
A
/8/2 % Jr/FlH@l@m @.H-H €l
- )i 3-2gpg30 - 10% Strychnine in CDCI3, 13 ~ || || Spectrum | ProcPars | AcquPars | Title PulseProg Peaks sample | Structure | Piot | Fid

- ® 1-10% Strychnine in CDCI3, 13Ccpd El
Bl 4 - deptd5 - 10% Strychnine in CDCI3, DE

'-® 1-10% Strychnine in CDCI3, DEPT-45 M M
&-J4 5 -dept135 - 10% Strychnine in CDCI3, D

L. 1-10% Strychnine in CDCI3, DEPT-13 LE
B} 6 - dept90 - 10% Strychnine in CDCI3, DE &
-® 1-10% Strychnine in CDCI3, DEPT-9( b
-4 7 - cosygpqf - 10% Strychnine in CDCI3, =
'-® 1-10% Strychnine in CDCI3, COSY. <
E-Ji 8 - mlevph - 10% Strychnine in CDCI3, T
"-® 1-10% Strychnine in CDCI3, TOCSY i .

=) J. 9 - noesyph - 10% Strychnine in CDCI3,
-® 1-10% Strychnine in CDCI3, NOESY (
B J. 10 - hsqcetgpsi2 - 10% Strychnine in CDC L
El J. 11 - hsqcedetgp - 10% Strychnine in CDQ = Lg

JE‘

|
}

&- i 12 - hmbcgplpndgf - 10% Strychnine in D¢

#- ). SEtestexps
- ), T2rubbish ez & F
#-J TEST -8
| #-J Veratramin2 L
i #- J. Yohimbine |
- Ju frodetest
d

| @ geirkild ¥ I e e T e IS e s s e e e e e LA e B s s s ey e
< w > 4.0 35 30 25 20 15 F2 [ppm]

xlt[

Get out of the TopSpin program.
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Bruker TopSpin 3.5 pl 6 on NMR-SERVER as froderi ST X
Start Process Analyse Publish View Manage @ 1 2...
| Copy | &5 Printw | L) Plot Layout %}PQFv 1 E-Mail Mobile -
(1cq/1d *8*2 & =& QA E& -+ 1+ by | N EXGY
E& 3d /8/2 2 #H QQw QUi |« + FAE Li OLAR A

Browser | Last50 | Groups | Experiments | 8 KIM-MEF4010_Strychnine 11 1 EAKJEMI-NMR\uio\DRX500-07\data\froderi\nmr EEC]

= 3-2gpg30 - 1 try 13 ~ Spectrum ProcPars[Acunars | TltIeIPulseProg IPeaks | Integrals[Samplel Strutture| Plot[ Fid
o 44 R

et Cl | Y N . W AR Y

®1-1 ~ . - L

rs

4 > Close Application L
=8 7- COS’YQDCI’V e ' This will terminate all possibly active commands. F

®1
Exit anyway?
= 8 - mlevph =
Le
®1 trychnine ) s

= 1\ 9~ noesyph & I

&
-

o 1-1 Strvet
#- L 10 - hsqcetgpsi2
=l 11 - hsqcedetgp

® 1 - 10% Strychnine in CDCI3, edited H!
* 12 - hmbcgplpndqf trycr
SEtestexps
T2rubbish [
TEST 8
Veratramin2 r
Yohimbine
#- . frodetest
- o geirkild [ ———— 7' T T T T T
< n > 40 35 3.0 25 20 15 F2 [ppm]

r~3
oo 8

|l

& @ -E-E -8

E TOEN pogams ™+ ([P W w6 o1

< >

BvewmracHMpi®

Locate the Log off from the server.

52



