2% ICON-NMR: Automation Nov09-2005-1530-universite

il Disahled

&l p | m
Hoider| Type

™ Automation Locked

To unlock the autormation window
dick on the change user button
at the right hand side of the
Autornation Setup window,

& |CON-NMR: Set User CEX

Identify Lser

Choose a user and click "Ok" to continue.
The currently defined user determines which experiments are
on the experiment list,

[0

J%

CHAT : CHAT Group
ORGJ : J.Marchand Group
ORGH : I.Marko Group
ORGE : 0.Riant Group

universite i bruker

Change
User
|Date || Tirne: ” Halder | Mame || Mo, | User ID |OtherUser St || Diisk: !!Title | Crig |: Rernarks

2005-11-09 15:45:54 1 example 2 niversite  D:\Bruker TOPSFIN Example 1
2005-11-09 15:38:23 1 example niversite  O:\Bruker, TOPSPIN Example 1

L Ok ] [LDEk TCOM-MMR

| Set Selected User & Exit

A 1l | £l

|Busy Untl: Mo Jobs! |Day Experiments: 00:00 |Night Experiments: 00:00 | User:  universite

i 51.bmp - Paint

" When you arrive at the spectrometer, you should have this display on the
screen. Select your login and click OK.
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Manu Disablad
8 b

|_HOIder
1

Parl Title [ Crig Pri !Tirne LUser
| L

L=

* Automation Locked

Tao unlodk the autormation window
click on the change user button
at the right hand side of the
Automation Setup window,

® JCON-NMR Password Check

Check Additional-User Password

Plaase enter password for Otherlser

Cancel

I bl @ -
Tk
|Date |! Time " Holder ii Mame || Mo, ” Experiment i| ATH || Rutatiqlg Lock H Shim || Acg u Proc |! User ” Diisk " Title f Orig |i Remarks
2005-11-09 15:45:54 1 example 2 std_13C v v universite  DiiBruker\ TOPSPIN Example 1
2005-11-09 15:38:23 1 example 1 std_1H v v v W v universite  DeiBruker\ TOPSPIN Example 1
L]

Busy Unfl: Mo Jobs! [Day Experiments: 00:00 |Might Experiments: 00:00 | User:  universite

= Enter your ‘password’ and type ‘Enter .’
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File Run Holder Miew Find  Parameters Options Help

= 5 [m)[Q) (8)(1)
|HOIder " Type " Status "Disk || Mame " ND." Solvent " Expetiment " Par || Title [ Crig " Pri H Time " User "
Bl 1] Available

X

[ H Submit H H@ Caniel

[ U] e H @ oo H iﬁjy } :

|Date ||Time || Holder"Name || ND."Experiment ||!-‘«TM ||R0tatiq'lL0ck |!Shim ||Acq ||Pr0c ||User ||D\sk ||T\tle,’0rig ||Remarks

RN

Change
User

[

il | 2

Busy Until: No Jobs! |Day Experiments: 00:00 |Night Experiments: 00:00 | User:  universite
E 7 O | A TOPSPIN1.3 [ Bruker TOPSPIN 1.3 & TCON-HMR: spect - 1 R fwtomati.. | A O3.bmp - Paink :

% Click on the line 1 (sample 1)
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File Run Holder View Find Parameters Options Help

% b 1]

HDIder='_Typg | Status ___Disk __'Narne '_ No So\vent é;__Experiment __'_Dar _éTit\e,’Orig _'_Pri ='_:I'ime_'_User
w1  [és-1 avalable

3 0i\Brukeri TopsPI3)| [ [ ste_ts

X

[l

Date. | Time.

HgH Edit H ® Delste m}—%
[ Coy | 1%

o, | Esperment |atm  [RotatiLock shm |aca [Poc  (user  [pisk ITtle jong |[Remarks

|

| >

Busy Untl: Mo Jobs! | Day Experiments: 00:00 |Might Experiments: 00000 | User:  Lriversite

€ © & | A ToRsPINLG "9 Bruker ToPSPIN 1.3 & ICON-HMR: spect MR Automati,. | W Oébbmp - Pairk

% Disk Unit is the partition where your data are saved, don’t change it.
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File Run Holder Yiew Find Parameters Options Help

% » m[o]E]

| Holder Eif!'_y_pg jéj_atatus :'_Disk Marme ND.:"_.SDNEnt ;_-_Experiment :':_Dar ig;l'it\e J} Crig ._":Pri Eifl'ime:"_.User
v1 |1 pvalable
3|0 \Bruker\ TOPSPI[| exampid] [0 o (8] stel_1+
] a , [add ] 1 ‘:‘i Charige
l H Submit Cancel “ HVH Edit “ ® Delete [ Cory ] 1~$—i e
Date | ol | No. Experiment Lo shm [aca [poc user [k |Remarks
< | >

|Busy Untl: Mo Jobs! |Da\j Experiments: 00:00 |Might Experiments: 00:00 | User:  universite

—
‘5 Start & 7 o | A ToRSEIN L3

i brmp - Paint

% Insert a name to your experiment (14 characters max.)
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File Rum Holder “iew Find Parameters Options Help

&[p [i]
'Holderfi}!'_yp_e_! :E\F_Status || Disk _-.'Name ND.:"_.SDNBnt E{_Experiment :':Par i;;I'itIefOrig ._":F‘ri E;l-fl'irne:'_.User
w1 [é1 svalable

] able D:\Elruker\TOPSP]‘.!]example

N std_1H

1 Submit

2t e ” @ T

EICZICS

=
—

|aTM | Rotat shim |cg |Poc  Ussr [Disk |Tite /Oig | Remarks

|~

I o]

|Busy Until: Mo Jobs! |Day Experiments: 00:00 |Night Experiments; 00:00 | User:  universite

e — : : -
‘4 start E - & | A 4 L - 1 spect - R Automat... brnp - Paint 0 e [ P

% You can select the experiment number (1<n® exp.<999)
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File Run Holder VYiew Find Parameters Options Help

ND._I_SDNEnt E;__Experiment | Par Title / Crig _"_Dri E::I'irne '_User

1!—3‘

Holder || Type | Status | Disk:
v1 |1 pvalable

N std_1H

lacetic acetic acid-d4 S
Acetone acetone-d6

CeDa benzene-de

CEF6 hexafluorobenzene

CEHSCF3 trifluorotoluene

CEHSF fluorohenzene

CDECL1Z methylenechloride-da

CD3CN acetonitrile-d3 b
CD3CN_SPE LC-3PE Solwent (Acetonitrile)
CDCL3 chloroforn-d

CH3ICN4DZ0 HPLC 3Folwent (Acetonitril/Dz0)
CHIOH+DED HPLC Solwent (Methanol/DE0)

Dz0 deateriumoxide

DEE diethylether-dlo

Dioxane dioxane-di v

add | 1

Cancel [ =
[ Comy J 1

Subrmit ” H

Date. |Tme | Hod

ZILIS

H%H Edit " @ Delete

MERIEE i

Experiment. him | acq |Proc. || sk tle/ong | Remarks

|

| >

Busy LUntl: No Jobs! [Day Experiments: 00:00 |Night Experiments: 00:00 | User:  universite
/4 Start

% Select your solvent.
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File Run Holder View Find Parameters Options Help

& » WO E0]

|status | Disk

I | Marne ND._I_SDNBnt E;__Experiment | Par Title / Crig Pri E::I'irne_‘_User

B W|E

Holder Egj'_y_pg

w1 &1 svalable

| D:\Elruker\TODSD J— 1] cocis

N =td 1H 1H ztandard

N =std 13C 13C standard

N std APT APT standard

N std DEFT135 DEPT135 standard

N std gCOSY CO3Y gradient

N std COST Cosy sans gradients

C COST455W sw opt. COSYV4S (magn. mode)

N std_gC05SY_bis

C HHMOC sw opt. HMOC (magm. mode)

N std gHMOC 1H-13C correlation inverse mode
N std gHMEC 1H-13C long distence correlation
N std gNOESY NOESY (mixing time dA8=50ms)

N std 31F 31P standard

(Cacd ) 1

Ccoy | 174

[T |pisk

|

| >

Busy Untl: No Jobs! |Day Experiments: 00:00 |Might Experiments: 00:00 | User:  universite

e = -
,"‘1 start i t - Paint

% Select your experiment.
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Vigw Find  Parameters Options Help

O] [#8)(4]

|HOIder||Type iIStatus uDisk ||Narne ” No."SoIvent |!Experiment ||Par ”TitlejOrig HPn ||Time||User ||
w1 -1 availabe

____________ = D2Bruker\ TOPSPI[# | exampls 1o N std_1H J &
g 16.0186| [ppm]
o1p £.000
o1 3
Mg 16
o8 a

a
l H Submit ” H@ Cancel l H%H Edit H @ Delete % 1v @CB&SEEB
|Date |!Time || Ho\derHName || No."E}{neriment i!ATM ||R0tatid!LDck I%Shim ||Acq HPrDc |!User ||Disk ||Tit|e;r Qrig |iRemarks

& il | &1

Busy Untl: No Jobs! (Day Experiments: 00:00 |MNight Experiments: 00:00 | User:  universite

i 10.bmp - Paint & TORSPIN 1.3

% Change the default parameters if you want (see next page)



Parameters

Sy | 16.0186] [ppm] *SW : Spectral Window (in ppm)

6.000 |
Eip = *O1P : Middle of the Spectral Window (in ppm)
NS _ 16| *D1 : Relaxation Delay (in sec)
17D 16354

- — *NS : Number of Scan
D8 0|
*1td : Number of FID in 2D experiment (default=256 )

[RE

*D8 : mixing time (Noesy) (in sec, default = 0.05 sec.)

10
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File Run Holder Yiew Find Parameters Options Help

&b H
rHDIderi}!’){pg | Status :':_Disk :.'.Name [ ND.:"_.SDNBnt j;:Experiment :':_Par ___é;l'itle,’Orig ._":F‘ri Eifl'ime User [_
w1 [és1 svalable

D:igruken\ TOPSPI| example [® 1o

N std_1H

Change
User

I T — i 1 1 i
i BT s G || Disk. |[Title / Orig | Remarks

|

I >

Busy Untl; Mo Jobs! Day Experiments: 00:00 |Might Experiments: 0000 | User:  universite
' 4 start [ 11.brop - Paint [Cin TH 1.3 " [ Bruke p— _; ct - i 3

% You can see the experiment time. 11
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File Run: Holder Miew Find  Parameters Cpbions  Help

&> (O8]

|HOIder ” Type ﬂ Status " Disk; ” Marme || Mo, ” Sokent |!Experiment ||F‘ar ” Title f Orig || Pri ” Time H LUser ||
1  [é-1 avalable

D:\Bruker\TOPSDexample 115 ok N std_1H B@E

Example 1

Example 1

[ Set Title J

Set & Copy Title

[ H Subrrit ” H@ Cancel }

HgH Edit H @ Delete

|Date ”Time || HDIder"Name ” ND."Expenment ”ATM ||RDtatiql!LDEk I%Sh\m ||Acq ”Dmc ||User HDisk ||Tit|e,fOrig ||Rernarks

Add Change
User

|

il | ¥

Busy Untl: Mo Jobs! |Day Experiments: 00:00 |Might Experiments: 00:00 | User:  Universite

‘4 start E © O | i Lzbwp-Pant M TOPSPIN 1.3 ™ Bruker TOPSPIN 1.3 .. W TCON-T ct W TCOMN-MMR: Automat, .

% You can put a title and click on ‘Set Title’

12
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File Run Holder Miew Find Parameters Options  Help

5 WOE]

Holder| Type |Status | Disk _'Name '_ ND._I_SDNBnt _:;__Experiment | Par | Title [ Crig _"_F‘ri | Time  ||User
w1 &1 avalable

DiiBruken TOPSPI(H| example [®  1%coas [¥)|n sta_1H

Subrnit
Cancel
Edit

Delete

Copy

U Y . Add = i Change
l H Subrnit ” H Cancel HVH Edit ” @ Delete [W] & ler
Date. |Tme | Holder|Name | o, [ Experiment. |aTM  [Rotatiflock |shim |Ac |Proc  [user Dk |Title /Oy |Remarks
< I >

[Busy Until: Mo Jobs! |Day Experiments: 00:00 |Might Experiments: 00:00 | User:  Universite

1 - f 1) r f r 3 : X
}’; start EC N 1% 13.bmp - Paint % TOPSPIN 1.3 E_‘ Bruker TOPSPIMN 1.3 ... & TCON-MMR: spect o TCOM-MMR: Autormati,. . U e [ :34PM

% You can acquired another experiment on the same sample by a right click on the 13

selected line and select ‘Add’ (or click on the Icon ‘Add’ at the bottom of the page)
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File Run Holder View Find Parameters Options Help

Halder | Type | Status | Disk
<1 jé2 svalable

| |harme '_ ND._I_SDWEnt :;__Experiment | Par | Title f Crig _"_Pri |Time  |User

H(v Avalable !D:\Bruker\TOPSPL;:; example ;E| 1% (ol wlale] HN std_1H Egi[n]@ [@]}_ﬁ_}(arﬂpl_e}_ [] 00:00:24 universite
; example ; 2%“3‘ [enluk] m [E][EE E] varnple 1
N std 1H 1H standard
N std 13C 13C standard
M std APT APT ztandard
M std DEFTLSS DEPTL3S standard
N std_gCOaT CO3Y gradient
N std_COSY Cosy sans gradients
C CO3Y455W sw opt. CO5V45S (magn. wmode)
N std_gCOSY _bis
C HMAOC sw opt. HMOC (magn. mode)
N std gHMOC 1H-13C correlation inverse mode
N std gHMEC 1H-13C long distance correlation
N std gHOESY NOESY (mixing time d8=50ms)
M std 31F 31P standard

st | I oo | foll e [ @ oo 2T 1S

[Tme | Holder [Name

|aTM_|Rotatiq Lock | pisk | Title f Orig

< - \ >

Busy Untl: No Jobs! [Day Experiments: 00:00 |[Night Experiments: 00:00 | User:  universite

< Select the second experiment and its parameters (and the title if you want) as 14
before.
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File Run Holder Yiew Find Parameters Options Help

&0 (m]Q) (e8]

:iPar __g;l'itle,’Orig ._":Pri 5;__-Time User

Holder | Type ji_:Status :=_Disk MName i ND.:I_.SDNBnt j;_-_Experiment
-2 avaiable

rer\TOPSPexample 130 (|1 std_1H ][ ()| E Evarnoe 1 | :00:24 Universite
Cancel ket ToPSPIE] [example 2% ooz [ stei_13c tesandad M) Eeemper [ oo:4g:40 universits
Edit
Delete
Add
Copy

Change
User

[ H Submit [ H

|t |Rotatijlock |shim [ acq [Poc  (user  [Disk \Tite foig |Remarks

Date | Tirme:

| >

|1

|Busy Unitl: Mo Jobs! Day Experiments: 00:00 |Night Experiments: 00:00 | User:  uriversite

[ E_‘ Bruker 'SPIN 1.3 [ YR MR Aukomati. ..

"’; start E - & [ i 16.bmp - Paint

< Click on ‘Submit’ for each line ( right click on each line or Submit icon at the

bottom of the page).

15
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Aun . Holder Find Parameters Ophions  Help
»éf:f § @ Goto Sample 1 WJ&;\« @-‘ Q Qﬂ
|HOIder||Type | status ||Disk ||Name | Mo. | Salvenit |!Experiment ||Par ||Tit|e [ Crig ||F‘ri ||Time iIUser H |
=1  [#-2 Running
H(v Running D:4Bruker\ TOPSPIN - examnple 1 CDCl2 std_1H ni.llh Exarnple 1 {] 00:00:24 universite
e ker\TOF‘SF‘exampIe EIE [iaae) N stdl_13C 13C standard

Cancel
Edit
Delete
Add
Copy

® Inject/Eject

& Click here to start eject routine

[ Hﬁ Subrmit ” H@ Cancel H H\'_‘H Edit H ® Delete }[ add ] 1bg

[ Cony J 114

|Date |!Time || Holderiil\lame || No.ilExperiment i!ATM ||R0tatiq'!L0ck E%Shim ||Acq ||F‘r0c |!User "Disk HTitIe,‘Orig |Remarks
2005-11-09 15:32:23 1 example 1 std_1H universite  D:\Bruker\ TOPSPIM Exarnple 1

|l

| 3

Busy Until: Wed 15:42 |Day Experiments: 00:00 |Night Experiments; 00:00 | User:  universite
‘4 Start E 7~ O | Y 17.bmp-Pant ] & I ‘ " >

< Click OK to eject.



Goto Sample 1 E M @ & % e

Par | Title J orig i | Time | user
| |

B4 Exarnple 1

MNo. :: Solvent |: Expetiment

|| Marne

[ 00:00:24 universite

| Holder i| Type | Status || Disk:
-1 Hév2 Running
1 CDCI3 std_1H

H(v Running O:\Bruker, TOPSPIN - example

" |njectfEject

@ Flease Insert your new sample on top of the
rmagnet when the lift is on.

Cick here when firished

Change
User

Add 115
l H Subrmit ” H H ® Delete }[ = ] -ii
[ copv | 13
Tk
iDate |!Time [ Holder [ Mame | ND.i!E}fperiment |ama | RotatiLock |shim |acq [Proc  |User | pisk | Title 7 orig | Remarks
2005-11-09 15:38:23 1 example 1 std_1H universite DA\ Bruker, TOPSPIN Example 1

| 3

Busy Untl: Wed 16:33 |Day Experiments: 00:50 |Night Experiments: 00:00 | User:  universite

|

brop - Paint

< Insert your sample + ‘spinner’ at the top of the magnet after having calibrated

it in the adequate gauge and Click OK.
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File Run Holder Wiew Find Parameters Options Help

& b @ ATM Runining J J J J J J

| Holder | Type | Status _' Disk _"_Name No._?__SoIvent 'E_Exner\ment _"_Par _"_Title § Crig __.Dn ‘T|me 'User
1  [d#-2 Running
H(v Running On\Bruker, TOPSPIN - example 1 CDC3 std_1H nt.llh Example 1 [] 00:00:24 universite

add =
H*H Edit ® Delete ;] x
s [ Comy | 112
[ T 1 i r m <
DS I S EREL ] [T Sl s IUSE’ L2
2005-11-09 15:38:23 1 example 1 std_1H universite  Du\Bruker\, TOPSPIN Example 1
< I >

[Busy Until; Wed 16:33 |Day Experiments: 00:50 |Might Experiments: 00:00 | User;  Lniversite

.2 start [ brop - Paint [ g [ ¢ M t : Automati, .

< Your first experiment start and the second will be done after.

18
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File Run Holder VYiew Find Parameters Options Help

ﬁfé § @ ZG In Progress

Holder *__]'_y_p@ :i\_‘._Status _"Disk '_I\Iarne ND._E__SDI\rent '5 Experiment _"_Dar _"_Title / Orig

-1 Hév2 Running
[é+ Firished D:\Bruker\TOPSPIN  example 1 D3 stdl_1H B Example 1
'

] S [ add ]_1‘:“1 Change
l H Submit ” H Cancel HVH Edit " ® Delete [ Tory ] 1_.:_1 Gicer
Date. [Tme | Hoider|Name. | noJExperment ! e osk [Tiejorig | Remarks
2005-11-09 15:45:54 1 example 2 std_13C universite  Dv\Brukeri TOPSPIN Example 1
2005-11-09 15.38:23 \ 1 example 1 std_1H universite  Cn\Bruker\ TOPSPIN Example 1
| >

|

|Busy Untl: \Wed 18:37 |Day Experiments: 00:49 |Night Experiments: 00:00 | User:  universite

‘5 Start & - & brmp - Pairt - 2 " g

% Your can see the progress of your experiment at the bottom of the window. 19
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tan Holder Find ters Options  Help

& WOEL |
|HOIderiiType !iStatus I!Disk "Narne || ND."SDIven_t

|Experiment |Par | Title f orig I
w1  [és-1 Finished

H Tirme H User ” |

™ Inject/Eject

- ; N : [ add | 1‘:‘1 Charge
l HE Subimit ” H Cancel H HvH Edit H ® Delete }[ =R EC i
|Date | Time || Holder | Name u Mo. | Experimenit latm | Rotatin Lock iESh\m |acg [ Prac |User | Disk | Title / Orig |Rematks
2005-11-21 15:45:43 1 test 1 std_1H v v v v v universit DBru
i AU i 3|
‘5 start P - Paint

Busy Untl: Mo Jobs! |Day Experiments: 00:00 |Night Experiments: 0000

User: wUniversite
[ A TOPSPIN 1.3 " [ eruker

COMN-MMR: Autamati.. .

% Click on OK to eject and take your sample at the top of the magnet at the end 20
of the experiment.
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EREIEIY

| Status | Disk _"_Name | Ma, | Selvent EExperiment E;__Par _5‘__Title § Orig __IF‘ri éTime ;User
1 Finished

e coclz ot L =
Subrnit
Canicel
Edit

’ S " [ add | 1‘:‘1 i, Change
l H Submit ” H 4 Cancel HVH Edit ” @ Delete [ o ] 1_:_1 Glior
Date. [Tme | Holder Name. | No. | Experiment. |t [RotaticLock |shim [aca |proc [user  [Dsk [Tt jorig |Remarks
2005-11-09 15:45:54 1 example 2 std_13C Ve e universite D:\Bruker\ TOPSPIN Example 1
2005-11-09 15:35:23 1 example 1 std_1H v v v ' v universite  D0\Brukeri TOPSPIN Example 1
< | >

|Busy Until: Ko Jobs! |Day Experiments: 00:00 |Night Experiments: 00:00 | User:  universite

] R &utomati, . ", U % [E 350PM

% Before leaving the spectrometer, right click with the mouse on the line 1 to o1
delete the experiments finished (or delete Icon at the bottom of the page).



% ICON-NMR: Automation Noy09-2005-1530-universite

% Automation Locked

To unlock the autormation window
dick on the change user button
at the right hand side of the
Autornation Setup window,

& |CON-NMR: Set User CEX

Identify Lser

Choose a user and click "Ok" to continue. ﬁ:
The currently defined user determines which experiments are B |
an the experiment list, e
: CHAT Group
: J.Marchand Group
: I.Marko Group
: 0.Riant Group
universite : bruker
{ T Change
g | g : @ User
|Date " Tirne: | Holderii Marme || Mo, | User ID |OtherUser St || Diisk: |!Title | Crig |: Rernarks
2005-11-09 15:45:54 1 example 2 niversite  D:\Bruker TOPSFIN Example 1
l Ok ] [ Lock ICOM-MMR. X y
2005-11-09 15:38:23 1 example niversite  O:\Bruker, TOPSPIN Example 1

| Set Selected User & Exit

| 3

|

|Busy Untl: Mo Jobs! |Day Experiments: 00:00 |Night Experiments: 00:00 | User:  universite

.bmp - Paint

% Click on ‘Change User’ icon to log off




