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 .’



File Run Holder wiew Find Parameters Options  Help

%> meImL)

Holder | Type | Status | Disk Mo, | Sohent Experiment | Par || Title [ Crig Pri| Time |User b
b1 || avalable
bz || avalable
Pz || avalable
pa || avalable
ps || avalable
be || avalable K
p7 o |l avalable
pe || avalable
po || avalable
P10 || avalable
11 u Avalable
b1z | Avalable
b1z | Avalable
p1g | Avalable
P15 || avalable
b1n || avalable
b17 || avalable
b1g || avalable
b1a || avalable
b2o || avalable
21 || avalable
b2z || avalable
pzz || avalable
b4 || avalable
pas || avalable
pas || avalable
P27 || avalable
poe || avalable
e W ™
= :
l |_| E Submit |_| |j Cancel ”#” Edit " @ Delete [% ig
s
Date Time Halder | Marme Mo, | Experiment ATM Rotatic|Lock ||Shim  |Acg | Proc User Disk Title / Crig Remarks
< >

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

% Click on the line corresponding to the holder where you are going to put your
sample (choose preferably the holder in chronological order after the last
experiment submitted before your experiment)
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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.



File  Run  Holder

View Find Parameters

Jptions

il I[N

Holder| Type  ||Status Mo, | Solvent Experiment Par Title f Crrig Pri|| Time | User L
w1 |1 avalable
) 8 D:\Bruker| TOPSPI & 143jcocs [ 4 [
p2 | Ayailable W std 1H K 1H Standard
b3 | Available N std_13C_15un 13C standard (15 mn)
) N std APT 15un APT gtandard (15 mm)
b4 U svaible N std_DEPT135_lSun DEPT 135 Standard (15 un)
[ 1] Available N std 19F_15mn 19F $tandard (15 mn}
pe | wvailable M std_31PF_l5un 31F Standard (15 mm)
) m std_13C_1 heure 13C Standard (1 hour)
b7 Ul Available n std APT 1 heure APT Standard {1 hour)
& u Lvailable n std DEPT135 1 _heure (1 hour)
; n std_19F_1 heure 159F Standard (1 hour)
bo U avaible n std 31P_1 heure 31P Standard (1 hour)
pw |l Lvailable n std_gCOSY_1_heure COSY Gradients (1 hour)
b 11 u Lyailable n std_gHMOC_1_heure 1H-13C correlation inverse mode (1 hour)
. n std_gHMEC_1_heure 1H-13C multiple bond correlacion (1 hour)
b 12 u Awailable n std_gNOEJY_ 1 _heure hour)
piz |l Available
p1a |l Available
p1s |l Available
pie |l Ayailable
p1z |l Available
p1e |l Ayvailable
pi |l svalable
pao |l Ayailable
pa21 |l Available
paz |l Ayvailable
p2z |l Available
pa2a |l Available
pas |l Available
pae |l Available
paz |l Ayailable
Add =
| Subit | Cancel 2| Edit @ Delete ;] =
ICE I8 oo |l | @ oo [
Date Tirne Holder | Marne Mo, || Experirent ATM Rotatid Lock | Shirn | Acg | Proc sk Disk: Title § Orig Remarks
< »

|Bu5y Untl; Mo Jobs! |Day Experiments; 00,00 |NightExperiment5: 00,00 | User:  GOtherlser
& Select your experiment : - Day experiment (N) : ~15 mn, between 8:00 AM and 20:00 PM
8
- Night experiment (n) : ~1 hour, between 20:00 PM and 8:00 AM



& > (w]Q)(ssi]

Holc_ié_r:_Type .Statug Di§!<_ Marme No.-.SD_ivent 'Experim_en_t ._Par Tit_ie_fc_)_rig Dri_._'ljm_e User

~1  fés-1

Available

D:\Bruker\Topsmrstest L!l 143l cos N std_1H

pz swallable 15.9952] [ppr]
pa |l Awailable I &.000]
pa |l vailable 0
ps |l swallable -
pe |l Available
p7 Ayvailable
pa swallable
pa |l Available
p1o || Ayvailable
p11 |l Available
p1z || Available
p1z || Available
pig || Available
p1s || Available
p1e || Ayvailable
p1z |l Available
p1e |l Available
p1 || Ayvailable
= Available
par || Available
== | Ayvailable
pas || Available
paa || Available
pas || Ayvailable
pas || Available
paz |l svallable
l ” Subrnit ” Cancel Hg” Edit " @ Delete % 1:
Date Tirne Holder | Mame ND.: Experiment [aTM Rotati] Lock Shim | Acg |Proc User | Disk Title f Crig .R_ema_rks
< >

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

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



=T
1R
W=

15,3952
6.000
&

)4 ‘

[ppm ]

Parameters

*SW : Spectral Window (in ppm)
*O1P : Middle of the Spectral Window (in ppm)
*D8 : mixing time (Noesy) (in sec, default = 0.05 sec.)

10
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File Run Holder Yiew Find Parameters Options Help

& » [m)[Q) [88)(d]
Holder:;_fl'ypg jf_:Status _-__Disk __.'Name ND.:‘_‘SDNBnt _-;_-_Experiment j__Par -éTitIe,’Orig ._':F‘ri :;_Time féUser
w1 [és1 svalable

= 0i1Eruken TOPSPI[E]] example [® 1o [ std_1H

[ add ]_1‘:‘1 @Change
[Coy | 13 Lsar

" @ %elete

Mo, | Experiment |aTM  |Rotatiflock |shim |aca |Proc  |user  [pisk \Title fOrig | Remarks

Date | Time.

&

| >
|Busy Until: No Jobst Day Experiments, 00:00 |Night Experirgents: 00:00 | User:  Lniversite

e

~T g )
‘s Start E © &% | i 11.bmp-Paint

% You can see your experiment time on the line selected, and the total of the day 11
and night experiment time at the bottom of the page.
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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.



File Run Holder Wiew Find Parameters Options Help

() > 1 O88)[1)

Holder| Type | Status | Disk Marne Mo, | Solvent Experiment Par Title [ Crig Pri Time Lser 2o
v1 &1 Queued
H(ﬁ Queued D:\Bruker\ TOPSPIN  test 14 CDCI2 std_1H E"Ilh‘ 00:01:20 Otherl)

p2 |l Available

pa Awallable

pa |l Ayailable

ps |l Available

pe |l Awailable

7l Available

ps |l Available

pa |l Available

pa || Ayailable

pi1 || Available

p1z || Available

p1z || Ayvailable

pig || Available

p1s || Available

pi1s || Ayvailable

p1z |l swallable

w1a €1 avalable
e e \BFL.' test 1 15;‘$_lCDC\3 “td APT 1 hewre APT Standard (L huu = [ - otherls

p1g || Availabid Cancel

= swailable Edit

par || Available Delete

pzz |l Awailable add

23 u Available Copy

pa2a || Available

pas || Ayvailable

b 11 2 b
< | b
l ” Subit l ” [ cancel ”g” Ediit " ® Delete %] 1§ @a Cﬁir;?e
Date Tirme Holder | Mame Mo. | Experiment ATM Rotati Lock  |Shim | Acg  |Proc User Disk: Title { Crig Remarks
< >

|Busy Untl: wWed 15:48 |Day Experiments: 00:01 |Night Experiments: 00:00 | User:  Otherlser

% Put your sample in the corresponding holder (after having calibrated it in the
adequate gauge). Click on ‘Submit’ on the line of this holder ( right click on the
line or Submit icon at the bottom of the page).

15
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File Run Holder Wiew Find Parameters Options Help

& b -- @ ATH Runriing JJJ JJJ

Holder | Tyne | status | Disk | Hame | Mo, Sahvent | Extperimert |Par | Title / Crig Jeri [rime  [user
52 Running
H(v Running O \Bruker\TOPSPIN example 1 CDC3 i nt.llh Example 1 ] 00:00:24 universite

-1

[ H ¥ Submit ” H 4 Cancel HAH Edit ” ® Delete m}—%
[Comy | 12
Date. \Tme | Holder|Name | o, Experiment lam [Rotaticlock [shm |ca [Proc [user [k |Titerorig |Remarks
2005-11-09 15:38:23 b 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

19.brop - Paint T 1.3 # Bridker i (2 i et - 10 + Aukomati. ..

% Your experiment will be done after the experiments submitted before in the
other holders.



™ ICON-NMR: Automation Nov09-2005-1530-universite

File Run Holder Wiew Find Parameters Options Help
& > o)L e = = Il

Holder:fl'ypg f_:Status .".Disk .'_.Name ND‘;EiSDWEnt .f-Experiment _".Par ._".Title / Crig \Pri Tlrne User
=1 &2 Running
H(v Finishied D \Elruker\TODSPIN example 1 CDcCl3 std_1H ni.ll'.t Example 1 r] 00:00:24 universite

¥ Exarple 1

Running D)

H;‘H Edit " @ Delete

l H ¥ Submit ” H i1 cancel

Add = ., Change
User
- 2l

Date \Tme | Holder | Name. | Ho.|Experiment |am[RotatiLock [shm [aca |Proc [user pisk Tite fOrig|[Remrks
2005-11-09 15:45:54 1 example 2 std_13C e v universite  D:\Bruker, TOPSPIN Example 1
2005-11-09 15:38:23 1 example 1 std_1H v v v v v universite  D:\Brukert TOPSPIN Example 1

Busy until : takes into account only day experiments

N |

|

L]

|Busy Untl: Wed 16:37 |Day Experiments: 00:49 |Night Experiments: 00:00 | User:  universite

MR Aukom: .

4 start E © & | if 21ibwp-Pant A TOPSPIN 1.3 ™ Bruker TOPSPIN 1.3 ..

% You can see the progress of all the experiments at the bottom of the window.
% You can see the end of your experiment by a remote connexion on the NMR

booking Web Site.

17
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i shled

% Automation Locked

| Dar_"

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

Identify Lser

[T

. L

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

J%

: CHAT Group
: J.Marchand Group
: I.Marko Group
: 0.Riant Group

fchanck :
universite i bruker

le j Crig

" Pri |Il

TreUser

@ Change

User

|Date " Tirne: ” Holder ii Marme

User ID |OtherUser

20035-11-09 15:45:54 1 example
2005-11-09 153823 1 example

|

.bmp - Paint

SEr

| iske

| Title 1 orig

|: Rematks

l Ok ] [LDEk TCOM-MMR

| Set Selected User & Exit

niversite
niversite

D:\Bruker TOPSFIN
D:\Bruker\ TOPSFIN

Example 1
Example 1

3

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

MR Aubomat. ..

= Before leaving the spectrometer, click on ‘Change User’ icon to log off



™ JCOM-MMR: Automation Nov09-2005-1530-universite
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> m O @]

Holder| Type | Status | Disk _"_Name Mo, | Solvent | Experiment _:;__Par _{_TitlefOrig _IF‘ri | Tirne | User
<1 [é-1 Finished

e coclz ot L =
Subrnit
Canicel
Edit

’ 2 : [ add | 1‘:‘1 i, Change
l H Submit ” H 4 Cancel HVH Edit ” @ Delete [ oy ] 1_:_1 §F  or
Date. [Tme | Holder Name. | No. | Experiment. Jama [RotatidLock |shm [aca [proc user  [pek [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

% When you come back to pick up your sample, right click with the mouse on your 19
holder line to delete your experiment finished (or delete Icon at the bottom of the page).



