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Select the respective holder

& IconNMR: Automation Mar09-2014-1610-BRUKER-augn =B X
File  Run Holder View Find Parameters Options Tools Help
ot Pl ‘ % i
Experiment Table
Hol.. Type Status Disk MName No. Solvent Experiment Pri Par Title/Orig Time User Start Time =
b1 ®¥ailable ‘E‘
B2
o 2x &
b4 [l Availabl®
b5 I  Available
b6 U Available
b7 U Available
P& [l Available
pa | Available -
H Submit ‘ H Cancel ‘ ‘ HgH Edit ‘ ‘ ® Delete ‘ ‘ Add ‘1 Copy ‘1 @a Change User

Preceding Experiments

< | 1

Search

Preceding d'@) [] include previous runs

SampleXpress

Busy until: No Jobs! Day Experiments:

00:00 Night Experiments: 00:00 User: BRUKER\augn




IconNMR

_ BRUKER
Select the disk
ﬂu IconNMR: Automation Mar09-2014-1610-BRUKER-augn I =[S} é
File  Run Holder View Find Parameters Options Tools Help
o D % i * Base directory for data
Experiment Table _ _ _ sto Fa g e
:ol... Tulzf JEETL;SNE Disk Ene No. Solvent Experiment Pri Par o Dr‘op down Iist, Can be ‘E‘
e nuaie 1 = : -EaE  edited.
Va L G « Setup: >IconNMR
A Configuration = User
\ Manager (if no directory is
- entered in the configuration -
Disk Name MNo. [+ ¢ -onfiguratio
. box the data will be stored er
under <topspinhome>/data)
Data Directories -
A [ -
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|
[Xpress |Busy L
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IconNMR
Disk options

Hol.. Type  Status Disk Mame Mo,
Disk Mame
Chnmrdata B

b

IconNMR configuration: “Master Switches”:

Data%et Management

(] Eliminate 'user' from data set path

DataSet Management

Solvent Experiment Pri Par Title/Crig

Resulting data path

TopSpin < 3.0:
C:\nmrdata\data\user\nmr\name

TopSpin = 3.0:

=) C:\nmrdata\user\name




IconNMR BROKER
Name

Hol.. Type  Status Disk Marme Mo, Solvent Experiment Pri Par Title/Crig

Configuration options:

Mame Mo.

-

Free entry of "Name” for an user if
“Data Set Name Edit” is enabled.

Pre-defined names can be defined in the

User manager.
Mar09-2014-BEUKERaugn

03092014 Data Set Names
1-09-03-BRUKERaugn EEEEUSEH
09032014-BRUKERaugn / SNUMERICDATE

SHOLDER-%d-%m-5data(UserMi -
%ed%em Y -5datalllserMame)

N O @B

4 | 1] | b




IconN.MR BROKER
Experiment Number

Hol.. Type  Status Disk Mame Mo, Solvent Experiment Pri Par Title/Crig

/
Mo, The experiment number of the dataset
Historical idea:
]lﬂ Samples numbered with increment 10
U Experiments within each sample get

increments of one.

Configuration:
General options: Experiment number
Automatic Increment

Data Set
Modify Databet permissions after processing

Experiment Mumber Automatic Increment 10 5
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BRUKER
Solvent

Hol.. Type  Status Disk Mame Mo, Solvent Experiment Pri Par Title/Crig

ﬂolvent Experiment Pri Par Title/Orig Solvent ||St WIII be Created

-] <@ B4 [ #wr | based on the information
- | entered in TopSpin (edsolv /

acetic acid-d4

Loetone acetone-d6
606 benzene-de A ed I OC k) .
(D212 pethylenechloride-d2 i
CD3CH acetonitrile-d3
CD3CH SPE LC-SPE Solwvent (Acetonitrile) bl
CDC15 chloroform-d
CH3CH+D20 HPLC Sclvent [Acetonitril/D20)
CH3O0H+D20 HPLC Sclvent (Methanol/D20)

CI denteriumoxide -/

Additional Option: “Automation Window”

Default Solvents and Experiments

Default Solvent o chloraform-d |Z| Specrfy the mOSt USEd SOIVent
Defautt Experiment. [T - | as default solvent
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) BRUKER
Experiment
HDL.. Type  Status Disk Mame Mo, Solvent Experiment Pri Par Title/Crig
ﬂweﬂm i P Te/Org This list will be defined in

| B Eﬁpplicatiun the User Manger.

1H experiment

13C experiment; 1024 scans This list based on the
N C13DEPT135 DEPT 135 experiment: 256 scans parameter sets (available
N WATERSUP 1H with water supression - A\ "y H
C COSYGPSW Gradient selected COSY via rpar ) In TOpSp|n
C COSYGPDFPHSW Gradient selected double cuantw or
C HMBCGPE 1H-13C HMBC with gradient selec the “Composite
C HMBCETGPL3ND 1H-13C HMBC with gradient selec . ” .
C HMBCGP 15N 1H-15N HMBC with gradient selec Experiment” (marked with
kHSﬂ:_‘I‘DESY_ﬁDIA 1H-13C HSQC-TOCSY with gradieny the leadin g “Cn) in

IconNMR.
Additional Option: “Automation Window”

Default Solvents and Experiments
Default Sohvent CDCI3 chloroform-d

Specify the most used

Defautt Experiment | - | exper!ment as default
experiment




IconNMR
Priority

Hol.. Type  Status Disk Mame Mo, Solvent Experiment

I want my sample measured a.s.a.p during

daytime (sun) \

No hurry, please measure during nighttime

(moon)
Configuration: many options.
User dependent:

Night-Time Experimente
Global:
»Priority on/off, day/night"

Pri Par Title/Crig

F]fe l
M=)

Definition of night and weekend

»Night time experiments during daytime when
idle"

,First come/First served" or ...

-

/
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Parameters

Hol.. Type  Status Disk Mame Mo, Solvent Experiment Pri Par Title/Crig

A simple parameter editor. Each Par Title/Orig
user can have his own set of \
parameters

\E”J,II!,L”{?) |@|Applicatinn
wj @Applicatinn
Change lock/shim/ATM parameters per _

sample. Should be enabled for the user o ¢ Number of scans
1 2|[sec] Relaxation delay

Lok |

Produce paper or environment—friendly/
Icon-nmr helps to protect the environment
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Parameters
HDL.. Type  Status Disk Mame Mo, Solvent Experiment Pri Par Title/Crig
This tiny parameter editor is called . Title/Orig

in the configuration:
User specific Parameters/Commands

45”%”‘@ |@|Applicatinn

User Specific Parameters/Commands |ﬂ||a,llh|| Fiy ||E| Application
ns Mumber of scans

dl Relaxation delay NS 8 Mumber of scans
VA wpy SetupQuant  Setup quantitative analysis for produ
2 | ey : . ! 3 D1 2|[sec] Relaxation delay
And look into the Parameters menu: ok |

of the setup window.

Options  Tools  Help

Edit all Acquisition Pararneters

Edit Processing Parameters

_ | So: execute arbitrary
Pertinent Acquisition Pararmeter Editor
Setup quantitative analysis forproduct (1222~ Procedures on the dataset




IconNMR BROKER
Parameters

Hol.. Type  Status Disk Mame Mo, Solvent Experiment Pri Par Title/Crig

With the option: “Parameter Edit” switched on:

m Options Tools Help /veda / AcquPars tab
Edit all Acquisition Parameters

- edp /ProcPars tab
Edit Processing Parameters — p/
Pertinent Acquisition Parameter Editor =

User S5pecific Commands k

ased

cer, TopSpina. D\ progh\curdirich

ars | AcqQuPFars | Title | Pul Use “Return to IconNMR” to go
back
E 1%- ‘ Return to lconM... | ¢ from the TopSpin Parameter
= he editor
to IconNMR



IconNMR >

) ) BRUKER
Title/Orig ( ><)
Hol... Type  Status Disk Mame Mo, Solvent Experiment Pri Par Title/Crig

Titl riginator Inf / _ _
tle / Originato ° Title/Orig Time User 5

BRU KEHE

\l\Se’[ Title ||Set & Copy Title| /




IconNMR
Start time

Hol.. Type  Status Disk Mame

TopSpin = 3.0:

Start time for experiments

(<)

()(_)

Mo, Solvent Experiment Title/Crig

-

User Start Time \7

BRUKER| 4 Set Start Time | ‘

1

Select the time at which the experiment should run

.

/
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Set up experiment

@ IconNMR: Automation Mar09-2014-1610-BRUKER-augn

File Run Holder

Ent Table

pe Status
= 1 | # 1Available

View Find Parameters Options Tools Help

[

3

4] |9

Disk Name

J ¢ Available CA\Bruker\TopSpin3.2plS '~ Mar09-2014 =~
b2l Available
b3 U Available
b4 [l  Available

Mo.

10

Solvent

Jenzene-db v

6

Experiment

1H experiment ~ & | 1 @Sample 123

Pri Par Title/Orig Time User

Start Time

BRUKER18:09 Sun~

-

-

H Submit ‘ ‘ H Cancel ‘ ‘ H;‘H Edit ‘ ‘ @ Delete ‘ ‘ Add ‘1 Copy ‘1 @e Change User
Preceding Experiments
# Date Holder Name Mo. Experiment Load ATM Rotation Lock Shim Acg Proc User Disk Title/Orig
4| 11 ’
Search
Preceding ‘ﬁ) [ include previous runs SampleXpress |Busy until: Mo Jobs! Day Experiments: 00:00 Night Experiments: 00:00 User: BRUKER\augn
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Set up experiment

& I tomation Mar09-2014-1610-BRUKER-augn =B X
Ce t jons Tools Help
0 start y
| the run
Experiment Table
H.. Type Status Disk Name No. Solvent Experiment Pri Par Title/Orig Time User Start Time i
< 1 dé- 1Queued E
dé- Queued C\Bruker\TopSpin3.2pl5 Mar09-2014 10 ceDeé ben N PROTON H @ B Sample 123 00:01:2 BRUKER & 18:09 Sun Ma
b2 Il  Available
Kailable
8 ailable
H Submit [ H Cancel ‘ ‘ H;‘H Edit ‘ ‘ @ Delete Add ‘1 Copy ‘1 @e Change User
Preceding Experiments
# Date Holder Name Mo. Experiment Load ATM Rotation Lock Shim Acg Proc User Disk Title/Orig
4 | 11 | ¢
Search
Preceding ﬁ) [ include previous runs SampleXpress |Busy until: Sun 18:39 Day Experiments: 00:01 Night Experiments: 00:00 User: BRUKER\augn




Q) A journey through IconNMR




A journey through IconNMR an

* The development of IconNMR has been started 1995.

* In 1996 the first customers starts working with IconNMR.

* This course deals with new features in IconNMR (starting with TopSpin 3.0).
Therefore this new features will be available for AVANCE Il, AVANCE I,
AVANCE Il HD and Fourier 300 Spectrometer.

* 49 new features.




Where do I find information what's new in
IconNMR?

Where do | find information what's new in lconNMR?

° ,?%button, hot key <Alt-h> or TopSpin-command docs

& Bruker TopSpin 3.2 on BRUKER as augn - -
File  Start Process Analyse Publish View Manage @/

| Create Dataset Iil Find Dataset| "] Open Dataset| . Paste Dataset

& Bruker TopSpin 3.2 on BRUKER as augn

BE=
™ & File  Start Process Analyse Publish View Manage &
Browser | Create Dataset lﬂ Find Dataset ) Open Dataset ——— l
" gtE D @ 2d *B *2 : @@IEI @ H- -” t T h/i) XLJﬂ_*L Dl'Ot Commands
Bl C = i
wocg D& 3d /B2 2 Hw @ >0 & EAE LA barameters
" g:g Browser | Last50 | Groups Y1 exam1d_1H 1 1 C\BrukenTopSpin3.2piSiexan | Keys
- : . —
.. C-\g|| & C\BrukeriTopSpin3 2\data\GHinmr = J SDeCtrum|ProcParslAcunars|Tille|PuIsePr Advanced Search
=1 ¢ g || C\BrukeriTopSpin3 2\datalaugninm MR Guid
‘ -- . C\Bruker\TopSpin3_ 2\data\guestinn ulae
-- . C\Bruker\TopSpin3 2pl2\data\May3 Panorama Tour
-- . C\Bruker\TopSpin3.2pl2\datataugn ]
&1 C1\BrukeriTopSpin3.2pl3\examdata Version Info
=5 C\BrukeriTopSpin3 2plS\examdata License Info

[Ten |




Where do I find information what's new in

IconNMR? BRUBER

Where do | find information what's new in lconNMR?

* ?%Dbutton, hot key <Alt-h> or TopSpin-command docs

—

& Bruker TopSpin 3.2 on BRUKER as augn -
File  Start = Process  Analyse Publish  View  Manage @/

& Software And Application Manuals @

D —] Please click on a manual title to open the document!

[E & || [Acqu- Commands & Parameters A description of all acquisiion and acquisition refated commands and parameters. N
Proc. Commands & Parameters A description of all processing and analysis commands and parameters.

Browser| | Edprosol Manual How to set up probe and solvent dependent parameters

.. c-H | Edlock Guide A description of how to setup solvent and lock dependent parameters.

-- C:\H | Pulse Program Catalogue, 1D/2D A graphical presentation of the Bruker supplied pulse programs, 1D and 2D experiments.

-- C\H | Pulse Program Catalogue, BIO A graphical presentation of the Bruker supplied pulse programs, biomolecular experiments.

B b G\ LhikiSRacamaiams A description of the parameter setup for Non Uniform Sampling

0 C\E lautomation and Plotting

g:: ICON-NMR Automation Interface A description of the Icon driven interface for routine spectroscopy, automation, accounting and BEST-NMR._

s NeRlatting A description of creating and manipulating plots, interactively and in automation. |

Analysis and Simulation i
Structure Analysis Tools Describes structure analysis utilities such as Multiplet Analysis, Structure Editor/Viewer, Solids Line Shape Al
NMR-SIM Experiment Simulator A description of the simulation of NMR experiments (1D/2D/3D FIDs) based on pulse sequence and Spin sys
Daisy A description of the simulation of NMR specira based on chemical shifts and coupling constants.
DNMR A description of Dynamic NMR Line Shape Analysis to study slow nuclear exchange processes including cont
Structure Elucidation Introduction into Small Molecule Structure Elucidation with TopSpin
Multiplet Analysis Tutorial How to use the first order multiplet analysis tools =
< | 1l »
() Close this dialog when a manual is opened [ Multi-Doc Search ” Books H Close |




Where do I find information what's new in

IconNMR?

- — EE>x
L all.pdf - Adobe Reader - =1l
Datei Bearbeiten Anzeige Fenster Hilfe ®
é% @ E] EE,J ‘ ‘I lr E / 158 | — -I- | ‘ = g ‘ E Werkzeuge Kommentar
|£| Lesezeichen [ 2 Introduction
. =
[F & 1.2 What’s new in IconNMR 4.7
P =1F Introduction
& [P onNMR? IconNMR. 4.7 1s part and parcel of TopSpin 3.2 which 1s based on the TopSpmn 3.1
i backbone. For this reason, only minor modifications are contained within this ver-
1.2 What's new in IconNMR 4.7 l sion. Standby for a multitude of useful new features in an upcoming release!
W1.3 Previous Version Update (New Features:
i 1.4 Hardware/software requirements * Take mitial Title from Parameter set. Set thus in General Options to always have
P the title initially taken from the parameter set.
1.5 Support . . _
» Access to different Linux Themes directly from IconNMR. Change the appear-
IF 1.6 Installation of IconNMR ance of the program from the general options page. Note: Under Microsoft win-
[P 1.7 Starting up IconNMR dows theme control 1s available from the Desktop->Personalize menu.
P18 Configuration Options iPad Support
[P . Web IconNMR. interface now updated to handle the iPad. Login to the Web Icon-
L STy T2 (s G e (4 neae NMR Automation interface from your iPad and add an WebApp Icon to your
T 110 Troubleshooting Home Screen for easy optimized access to all your NMR measurements.
IF The Main Desktop CMC-Assist / Fast Lane Improvements
i Automation +  Known Impurities may be added to the CMC-PROTON setup experiment defi-
IF . . nition for improved Analysis results. Click on the “IMP™ button under “Struc-
Toolbox Automation Extension ture/Processing”
¥ Configuration Suite + Access to the CMC-Assist viewer directly from IconNMR’s Preceding Experi-
F Routine Spect ments window. Right click on the experiment or set the standard action fo
7 Outine spectroscopy CMC-Viewer 1n configuration.
.
Accounting & * Access to CMC Fast lane Reports via IconNMR’s web interface and Preceding J*
185 x 210 mm




A selection of new features in TopSpin 3.0

> TopSpin 3.0 >

28 new features
> IconNMR 4.5 >

° Start time may be set individually on experiments
The time at which an experiment should start may be set. The system will modify the order of
the run queue such that the experiment may be run at the set time. If it is not possible for the
instrument to run the experiment at the time (due to another experiment already in progress or
running at a set time with too long a duration), the setup table will show the time the
experiment is expected to run.

° Experiment Quotas
Time quotas of experiments for users limiting total experiment time and maximum individual
experiment time. Users can be allotted a maximum total time for their day or night experiments
on a daily basis. Submission of individual experiments which exceed a maximum time will be
prohibited.

* Data set path now fully flexible
For any standard Bruker data set path, the data/<user>/nmr may be completely/partially
(only data & nmr) removed.

* User Manager
Users may be separated into groups for easier copying of settings to multiple users.




Start time for experiments an
(<O

Holder Type Status Disk Name MNo. Solvent Experiment Pri Par Title/Orig Time User Start Time

-~

User Start Time
Vi
ERUKEH| S i

7\
/A

Select the time at which the experiment should run

- /




Start time for experiments an
(<O

Holder Type Status Disk Name MNo. Solvent Experiment Pri Par Title/Orig Time User Start Time

-~

User Start Time

BRUKER17:25 Fri Nov 01 2013 :

. /

If another measurement is still running the acquisition will be started immediately
after this measurement has been finished.




Time limit BRUOKER

& IconNMR: Configuration . ) . =En X

File Help

E User Settings Users Experiment List
{ User Manager &4 UserID User's Full Name 3 Mode Name Experiment Comment |~
- Composite Experiments Administrator O N PROTON 1H experiment |E|
~ Additional Users BRUKER\augn B N C13CPD 13C experiment with decoupling, 1024 scans, 235 ppm

- Originator ltems . )
13C DEPT135, CH3/CH positive, CH2 negative, 256 scans, 160 ppm

o ptemetn o INthe User Manager a user-specific et supressor
Cpwenaie e time limit can be defined.

Gradient selected double guantum filtered phase sensitive COSY

.. Solvent/Probe ] C FASTLANE_HSQC Combined analysis of 1D1H and HSQC data
Dependencies
. P . O] C HMBCGP 1H-13C HMBC with gradient selection
Tuning/Matching
- Priority O] C HMBCETGPL3ND 1H-13C HMBC with gradient selection using 3-fold low pass filter for better 1)
- Temperature

-cwroe |f there are to “many” 13C-NMR-measurements on your system... 5

- SampleTrack

sl = Use 13C-NMR-experiments with S/N-option!

Web Interfac

General Options [[] Archive Data [¥] Exit (lconNMR) d; ;;G;ME;R?IEBATE
‘Assure’ [¥] Supervisor [¥] Data Set Mame Edit 01| $HOLDER-%d-%m-$data(UserName) )
ToolBox Setup [] Essential Originator Originator [# | %d%me%Y-$data(UserName) =

Day Time Limit 01:00 = Night Time Limit |02:30 = [¥] Max. Duration of a daytime experiment |00:30 =

L oar cuopy L ear vawamian ) -
Print Spectrum Control Printing pl PUISe i
@ @ plwl Power level in W,
Z # | te Required § e temperature
Other Settings
] Spectrum Number File name Archiving Directory .
3 | bl T NmrUser:f Everyoner A

Day Time Limit |01:00 5 Night Time Limit [02:30 = [¥] Max. Duration of a daytime experiment |00:30 =

|| Search

& l Save l l Default l l Delete ] lUpdateE)(perimentListl




IconNMR - time limit an

@ IconNMR: Automation NMov01-2013-1721-BRUKER-augn

File  Run Holder View Find Parameters Options Tools Help

£estart P 8 8 i ( W
If the permitted time exceeds the

Holder Type Status Disk User Start Time
-1 & 1Queued f II 7 7 II
fé- Queued Cinmrdata O OWI ng message WI appear' 07 BRUKER & 17:48 Fri Nov 01 2013
v 2 W& 1Available
fé-  Available C\nmrdata ¥ UKERaugn « 20 : acetone-db * experiment - s Sample 1743 00:01:07 BRUKER17:49 Fri Nov 01 2013 :
3 U Available P .
b4 | Avaflable # IconNMR &
b5 I Available
b6 ] Available
b7 I Available
b8 I Available
b9 I Available
b 10 I Available
b 11 ||  Available
b 12 Il Available
P13 |l Available
b 14 ||  Available e
15 U Available QK
b l Availahle o iersssersssrssssesssssssssssssesssees 3

I @ cancel ‘

4
4

1A |
it
N




Data set managment B(.;'Z@R

> TopSpin 3.0 >

Holder Type Status Disk MName Mo. Solvent Experiment Pri Par Title/Orig Time User Start Time

resulting data path:

Disk MName
TopSpin < 3.0:
:nmrata B C:\nmrdata\data\user\nmr\name

lconNMR configuration: “Master Switches”: ~ TopSpin 2 3.0:

DataSet Management
Eliminate 'data’ and 'nmr’ from the data set path =) C-\nmrdata\user\name
"] Eliminate 'user' from data set path

DataSet Management
Eliminate 'data’ and 'nmr’ from the data set path = C:\nmrdata\name
Eliminate 'user’ from data set path




Group names

& IconNMR: Configuration

- . — dk -
File Help
=l User Settings Expe
i User Manager User's Full Name Mode Name 3
- Composite Experiments m F A1 DDATAR EE R I
" Additional g Experiment List
- Originator Ite
= Automation - User's Full Name i Mode Name
- Master Switct
- Automation Show/Hide Group names PTON
= I__ock/Shlm (0]
... Solvent/Pr ECPD
Tun[i’:;fM”:fcr; Group users together for convenient copying to users in the same group. DEPT
- Priority Click on the User's Group header in any user list to sort the list accordingly i
- Temperature Handling _ . _ - E_] C COSYGEPESY I
~ LC-NMR Options edv-admin edv-admin .
-~ SampleTrack Options — o . . D C HSOCEDE
- Fail 5afe / Error Handling ermsmns ‘* rDbIn rDbIn Q
7] Pri -
" Web Interface - (73 susan susan 0 C HMBCGPP
General Options —
‘Assure’ sVen sven
ToolBox Setup
Accounting £ SamTrack sample Track Default User
nmands
- itt
temperature
4 I 4
Other Setting L. . .
© Darmiccinne - - : Matz Sat KMames =
[ Spectrum Number File name [@ Archiving Directory .
Target E-mail Address Umask rw-rw-r-- Userf NmrUserf Everyoneir hd
[l Day Time Limit 200 = [ Night Time Limit 400 < [] Max. Duration of a daytime experiment 1:00 =
Search Commands
o l Save l l Default ] l Delete l lUpdate Experiment List]




Group names

& IconNMR: Configuration

_ & - 4 -
File Help
=l User Settings S List
| User Manager & D User's Group User's Full Name Mode Name Experiment Comment i
Composite Experiments Ad cteatar m A DDATAR T +
Additional Us Gues Users Experiment List pm
- Originator Ite bob - , ,
5 o ° & | UserID User's Group User's Full Name i Mode MName scans, 160 ppm
Automation g3 diskl
- Master Switct eav- |0 Administrator || N PROTON
- Automation \ robir M=
=+ Lock/Shim Oy susat Guest @ | N C13CPD
| sonenter sen | bob oc bob Z [0  Nci3pepT
D d - . . '
CERENCEn Sam diskless_user_sys diskless_user_sys
Tuning/Matck. D C COSYGPS
Priority edv-admin edv-admin
. E
Temperature Handling Ll rabin oc rabin L_] C HSQCEDE o
- LC-NMR Options Current L F N
- SampleTrack Options - 73 susan PC susan ) C HMBCGPI
- Fail Safe / Error Handling erm:smns - sven PC sven
Prior
- Web Interface
General Options [ Archi g8 SamTrack Sample Track Default User
"Assure’
ToolBox Setup -
Accounting
F
nmands
Current User susan Group PC -~ B & P
[T Print JB&[MASSIOH% UL FTIILY o ‘ Data Se-t Names | wl P | lin Watt
plw. ower level in Wa
re
User can be allocated
) spectrum Number File name =
Target E-mail Address CO nven Ient to grou pS- v
[ Day Time Limit [2:00 = [ Night Time Limit T TS T STy TS SRS e -
Search Commands
5 l Save l [ Default ] l Delete l lUpdate Experiment Lis‘[l




Group names an

6 | [=] g
& IconNMR: Configuration M a - . =8
File Help
= User Settings Users Experiment List
{ User Manager 8 UserID User's Group User's Full Name oy Mode Name Experiment Comment o
- Composite Experiments Administrator
- Additional Users Guest = H =
 Orainator s bob oc bob [he user COﬂfIgUI‘atIOI’] IS more
= Automation diskless_user_sys diskless_user_sys
Master Switches edv-admin edv-admin - -
o oc o convenient and quicken.
i =+ Lock/Shim Options susan PC susan
| Solvent/Probe sven PC sven
Dependencies SamTrack Sample Track Default User
-+ Tuning/Matching
Priority -
- Temperature Handling 4 ) il
- LC-NMR Options Current User susan Group PC > @3 B « )
SampleTrack Options . 3 A
. N Permissions Data Set Names Data Directories
- Fail Safe / Error Handling
I8 Priority Parameter Edit SDATE C\Bruker\nmrdata
Web Interface SDATEUSER
General Options [[] Archive Data Exit (IconNMR) SNUMERICDATE
‘Assure’ Supervisor Data Set Name Edit (| $HOLDER-%d-%m-Sdata(UserName) o)
|| ToolBox Setup [] Essential Originator Originator [ | %d%m2%yY-Sdata(UserName) =
Accounting Manual Lock/Shim Mail Spectrum PDF/PS
[C1 E-mail Notification  [[] JDX DataMail User Specific Originator Info "'.‘IF""-' User Specific Parameters/Commands
| [ JDX Copy Edit Lock/Shim/ATM Institute td Size of fid
[] ZIP Copy [] ZIP DataMail ns  Number of scans
[C] Print Spectrum Control Printing Pl Pulse :
] @ plwl Power level in Watt
F Z e Required Sample temperature
| Other Settings
[ Spectrum Number File name Archiving Directory .
arget E-mai ress mas rw-rw-r— Userf NmrUserf Everyoner -
1 T E-mail Addi Umask Userf NmrUserf E
| [] DayTime Limit (200 = [ Night Time Limit 4:00 = [ Max. Duration of a daytime experiment|1:00 =
rl Search Commands
& l Save l l Default l l Delete I lUpdate Experiment Lis‘[l
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6 | [=] g
& IconNMR: Configuration —p B . a =8
File Help
= User Settings Users Experiment List
{ User Manager | 8 UserID User's Group User's Full Name i Mode Name Experiment Comment b
- Composite Ex| l__rimen‘[s B Adminictator m Al DENTAR 1L avnarimant —
- Additional Use | Eg
- Originator Iten @ Entr}" Box —_—
= Automation
Master Switche] L. .
- aomationw| | Originator Item  Project-No v
£+ Lock/Shim Opt
| Solvent/Pro S
besencendd | OFIginator Value
-+ Tuning/Matchi N A /1
- 7 Vv
Priority .
- Temperature Append | | Modify ‘ | Delete | | Update User FieaA Close
- LC-NMR Optio “N S
SampleTrack Ofs — = ! . . =
. N Permissions Data Set Names Data Directories
- Fail Safe / Error Handling
| Priority Parameter Edit SDATE C\Bruker\nmrdata
Web Interface SDATEUSER
General Options [[] Archive Data Exit (lconNMR) SNUMERICDATE
'Assure’ Supervisor Data Set Name Edit 0 | $HOLDER-%d-%m-S$data(UserName) i)
ToolBox Setup [] Essential Originator Originator [ | %d%m2%yY-Sdata(UserName) =
Accounting Manual Lock/Shim Mail Spectrum PDF/PS
[] E-mail Notification ~ [[] JDX DataMail User Specific Originator Info User Specific Parameters/Commands
[ JDX Copy Edit Lock/Shim/ATM Institute td Size of fid
[] ZIP Copy ] ZIP DataMail ns  Number of scans
[C] Print Spectrum Control Printing — Pl Pulse )
] @ plwl Power level in Watt
F Z e Required Sample temperature
Other Settings
1) spectrum Number File name Archiving Directory .
Target E-mail Address Umask rw-rw-r-- Userf NmrUser:f Everyoner -
[] DayTime Limit (200 = [ Night Time Limit 4:00 = [ Max. Duration of a daytime experiment|1:00 =
Search Commands
& l Save l l Default l l Delete I lUpdate Experiment Lis‘[l




Group names an

& Update User Files - - — @M

Update list for these users to current values

& IconNMR: Confi

File Help

= User Settings
-1 User Managg
- Composite B

- Additional U User ID User's Group « User's Full Name | 52 h

- QOriginator It

S Automation SamTrack Sample Track Default User
Master Switc bl:lb DC bl:lb

-+ Automation

" Lock/Shim O robin oC robin

i Solvent/P|

Depende susan PC susan

- Tuning/Matc]

Priority SVEn PC SVen
- Temperaturg D S'E

- LC-NMR Opf] S

SampleTrack
- Fail Safe / Eri
- Web Interfad
General Option
"Assure’

I
it

ToolBox Setup

Accounting
fers/Commands
1]
pf scans
el in Watt
Sample temperature
‘ Update ” Close |
— Everyone:r -
——
Search Commands
& l Save l l Default l l Delete I lUpdateE)(perimentLis‘[l




Group names

@ IconNMR: Configuration

File Help
= User Settings Users
|User Manager 84 UserID
- Composite Experiments . Ciciotor

User's Group User's Full Name

Experiment List
b Mode MName
[0  NPROTON

-~ Additional Users

‘o @ Ncieep

- Originator Items oC
= Automation diskless user sys
Master Switches edv-admin
-~ Automation Window robin ocC
[ Lock/Shim Options susan PC
... Solvent/Prabe sven PC

Dependencies SamTrack
Tuning/Matching

- Priority

-~ Temperature Handling 4

- LC-NMR Options

SampleTrack Options

Current User bob

- Fail Safe / Error Handling eI

.. Web Interface 5] Priority
General Options []' Archive Data
"Assure’ Supervisor

ToolBaox Setup ["] Essential Originator

FNONOEEEEE

Accounting Manual Lock/Shim

[[J E-mail Notification
[[] JOX Copy
["] Z1P Copy
[C] Print Spectrum

Other Settings

L& Spectrum Number File name
Target E-mail Address
[ Day Time Limit |2:00 =

Search Commands

oob @ [0 NCi3DepTiss
e 0 C COSYGPSW
edv-admin

robin a

susan 0 C HMBCGPND
SVen

Sample Track Default User

b

Experiment Comment

1H experiment

13C experiment with decoupling, 1024 scans, 235 ppm

13C DEPT135, CH3/CH positive, CH2 negative, 256 scans, 160 ppm
Gradient selected COSY

C HSQCEDETGP sw opt. edited HSQC with gradients (g/a TPPI)

sw opt. HMBC with gradients

Group 0OC - 8 & P
Data Set Names Data Directories
Parameter Edit SDATE C:\Bruker\nmrdata
5 DATEUSER
Exit (IlconNMR) $
i ——| $NUMERICDATE —
DB S {1 | $HOLDER-%d-%m-$data(UserName) ©
Originator F | %d%m%Y-$data(UserName) =
Mail Spectrum PDF/PS
JDX DataMail —
Edit Lock/Shim/ATM oL D | User Sdpec|flcS-Para;nf?;ersiCommands
tituts t
ZIP DataMail nee rze ot
o Project-No ns Number of scans
Control Printing S p Pulse
5] @ plwl Power level in Watt
= #| te Required Sample temperature
Archiving Directory .
Umask rw-rw-r-- Userf NmrUserf Everyoner -

[CJ Night Time Limit 4:00 = [] Max Duration of a daytime experiment 1:00 =

e l Save

l l Default l l Delete l lUpdateExperimentlistl




,jump to next sample® an

TopSpin 3.0

jump-to-next-sample :

* This option is now available via the IconNMR-configuration:

File Help
=l User Settings Run Control

""" User Manager
Sample Changer/Automation Mode SampleXpress v

~

----- Composite Experiments
""" Additional Users

o Sample Changer Options
""" Originator Items

. Device Name: -
= Automation

Eject last sample in queue

| Master Switches

] Mever Rotate the Sample
- Lock/Shim Options || Start run at yser |ogin

| Solvent/Probe [  Force jump to next sample after every experiment : l
Dependencies

Processimng control




,jump to next sample® an

& IconNMR: Automation - -2013-1401

File Run Holder View Find Parameters Options Tools Help

.S%:f ? 1] @ Stop a i Processing started
-

Experiment Table .4

Hol.. Type  Status Disk Mame nt - -
1w e Preceding Experiments

< 16 [ 3Finished

-

Hf‘f Finished C:A\Bruker\nmrdata Kinetics 111 cDCi3 L2013

H(v Finished C:\Bruker\nmrdata Kinetics_111 11 CDCB # DatE H DI d Er N a m E 12013 I
N

Eé  Finished C\Bruker\nmrdata Kinetics_111 12 CDCB g 2[]13 _ln _31 14 :45 :51 |{| n Et| Cs 333 013 |

< 17 &~ 3Finished

H(If Finished C\Bruker\nmrdata 10 CDCB 2013

Kinetics 222 L

2013

Kinetics 111 |~

8 2013-10-3114:42:18

Eé-  Finished C\Bruker\nmrdata

Eé-  Finished C:\Brukerinm Kinetics_222 12 DB ? 2[]13 _ln _31 14 :3? :4[]

< 18 [ 3Finished

Kinetics_222 11 CDCB

H(If Finished plE ruker\nmrdata Kinetics_333 10 CDCB 2013

6 2013-10-31 14:52:48 Kinetics_333

C:\Bruker\nmrdata Kinetics_333 11 Ch

Finished CABruker\nmrdata Kinetics_333 12 CDpCi 5 2[]13 _1[] _31 14 :2? :5[]

¢|'/ - ,/

2013

Kinetics 222 |~

2

Submit ‘ H Cancel ‘ ‘ HgH Edit ® Delete ‘ Add 1 - - Phange User
=04 2013-10-31 14:2.2:38 Kinetice 111
Preceding Experiments
# Date Holder Name MNo. Experiment Load . . il
9 2013-1031144651 18 Kinetics 333 12 PROTON v 3 2':'13 '1D '31 14 :18 :24 Hl netic 5-_333
8 2013-10-31144218 17 Kinetics 222 12 PROTON v
7 0131031143740 16 Kinetics 111 12 PROTON v . .
6 2013-1031143248 18 Kinetics_333 1 PROTON v -2 2D13 -ln -31 14 :13 :52 |{| netic 5‘_-2-2-2
5 0131031142750 17 Kinetics 222 1 PROTON v i
4 0131031142238 16 Kinetics 111 1 PROTON v . .
3 20131031 1418:24 18 Kinetics_333 10 PROTON 1 2':'13 -ln -31 14 :DE :53 KI netic 5—111
2 2013-10-3114:13:52 17 Kinetics_222 oM v ,./ v v v nmrsu y
1 2013-10-3114:08:53 16 Kinetics 111 10 22070M - — wi v nmrsu CABrukernmrdats  ottuteInorganic Chemistry I Project-No 17413 -
4| " | (3 2

Search
Preceding

’: D include previous runs

SampleXpress ‘Busyuntil: Mo Jobs! Day Experiments: 00:00 Might Experiments: 00:00 User  nmrsu




A selection of new features in TopSpin 3.1

> TopSpin 3.0 >> TopSpin 3.1 >

12 new features
> IconNMR 4.6 >

* Automation window reads spreadsheets in .xIs/.xIsx format with support for multiple
workspaces.
° Experiments may be submitted, cancelled with <Alt-s>, <Alt-c> etc. directly from the
Sample Holder Overview window.
°* AssureTM - SST (System Suitability Test)
This is now an integral part of IconNMR and includes acquisition and analysis of NMR
standards for 1H line shape, 1H sensitivity, 13C sensitivity, 19F sensitivity, 31P sensitivity, and
temperature calibration. This software automatically:
» Validates the instrument performance for line shape and sensitivity
» Performs temperature calibration and adjustment
» Includes an automated ‘Stop’ criteria to prevent user standard acquisition upon
specification failure
» Generates a PDF report of all SST results. Tests are performed regularly at user defined
intervals, requiring no instrument interaction and without interrupting Automation.




ASSURE-SST

System Suitability Test (SST)

TopSpin 3.0

TopSpin 3.1

File Help
= User Settings
- User Manager
- Composite Experiments
- Additional Users
- Originator ltems
= Automation
Master Switches
- Automation Window
- Lock/Shim Options
: Solvent/Probe
Dependencies
- Tuning/Matching
- Priority
- Temperature Handling
- LC-NMR Options
- SampleTrack Options

- Fail Safe / Error Handling
- Web Interface
General Options

| "Assure’

ToolBox Setup
Accounting

Options | System Suitability Test (S5T) | Raw Material Screening |

System Suitability Test

EEnabIe System Suitability Test (Requires ASSURE-S5T License)§

Perform test every: 24 hours  SSTUser Administrator E [ - [
System Suitability Log Directory CA\Bruken\TopSpin3.1pl\users\Administrator\.topspin- o Assure '
Load/Save shim set before/after first test Bruker BioSpin - i
["] Stop system test after any failure (implies no reports from other test samples)
Report Options
[C] Print the report
Company/Instution:
System ID:
Available Tests
1H Lineshape Humptest 1H Sensitivity Test |
Perform Lineshape Test Perform 1H Sensitivity Test
Sample Position 1e Sample Position 2=
Linewidths Signal region
Linewidth at 0.55% of signal height < 1| Hz Left limit 3|ppm Right limit 2| ppm
Linewidth at 0.11% of signal height < 12| Hz Noise region
Resolution Halfwidth < 06| Hz Left limit 7/ppm Right limit 2.8 ppm
Left Plot Limit | 8.64 ppm Right Plot Limit |7.44 ppm Noise delta 2| ppm S/N 1351 =
13C Sensitivity Test F19 Sensitivity Test
Perform 13C Sensitivity Test Perform F19 Sensitivity Test
Sample Position 3e Sample Position 4=




Automation window reads spreadsheets in B(RU>K<E;R
Xls/.xlsx format

> TopSpin 3.0 >> TopSpin 3.1 >

Up to TopSpin 3.0 the “.CSV” format was:

i B C D E F
1 Disk Name Solvent ExperimelSample ID Plottitle
2 C\bruker\topspin3.0\examdata test.001 CDCI3 PROTON SAMOO0COOL Thisisthe titleexp 1
3 |C:\bruker\topspin3.0\examdata test.002 CDCI3 PROTON SAMOODO0Z Thisisthe title exp 2
4 C:\bruker\topspin3.0\examdata test.003 CDCI3 C13CPD32 SAMOD0003 Thisisthe title exp 3
5 C\bruker\topspin3.0\examdata test.004 DMSO C13DEFT4 SAMOO0D004 Thisisthe title exp 4

Save as “.CSV’ file.

Disk;Name;Solvent;Experiment;Sample ID;Plottitle
C:\bruker\topspin3.0\examdata;test.001;CDCI3;PROTON;SAMO000001;This is the title exp 1
C:\bruker\topspin3.0\examdata;test.002;CDCI3;PROTON;SAMO000002;This is the title exp 2
C:\bruker\topspin3.0\examdata;test.003;CDCI3;C13CPD32;SAM000003;This is the title exp 3
C:\bruken\topspin3.0\examdata;test.004;DMSO;C13DEPT45;SAM000004;This is the title exp 4

Because of different language settings the “.CSV” file can consist different characters.
The columns must be divided by semicolon!




Automation window reads spreadsheets in
Xls/.xlsx format

> TopSpin 3.0 >> TopSpin 3.1 >

Since TopSpin 3.1 a spreadsheet can be read in “. XLS/.XLSX” format.

EH = ® - - | = ¥lsx_spredsheetxlsx - Microsoft Excel EM

Home Insert Page Layout Formulas Data Review View £ e = = R Save as
_"—“-'j Q:';. Calibri - 11‘ - j ﬁ [% = v, A s T -4~ 0 j “XLS/XLSX”
Ba- B 7 U~ A 4 E = = - DR R _
Pafte i - | - é v EE P NU"Tbe" 51-'}:'9-5 Ce"lls 2~ Datl::alie:eeilen WEPEM
Clipboard T Font u Alignment = Editing WebEx i
C5 - J= | DMSO v
A B C D E F G i
1 Disk Name Solvent  Experiment Sample ID  Plottitle E
2 | C:\nmrdata xlstest.001 CDCI3 PROTON AUGD0O0D1 Testtitle 1 [
3 | C:\nmrdata xlstest.002 CDCI3 PROTON AUGD0O0D2 Testtitle 2
4 |C:\nmrdata xlstest.003 DMSO PROTON AUGD00D3 Testtitle 3
El C:\nmrdata xlstest.004 |DMSD IPROTON AUGO0004 Testtitle 4 >
E v
M < » M| Sheetl ~Sheet2 ~Sheer3 3 [T} "" | [T
Ready | |@IEI 100% IZEZI [ liff]

Store this file in the folder <topspinhome>\prog\tmp (default location).




Automation window reads spreadsheets in

BRUKER
Xls/.xlsx format

TopSpin 3.0 TopSpin 3.1

Nk MonNMR: Automation Nov02-2013-1325-BRUKER-augn i . ==
} n Holder View Find Parameters Options Tools Help
T No. Solvent Experiment Pri Par Title/Orig Time User Start Time | *
il Print Histbry File B |
|
1 Nov02-2013-1320-BRY XER-augn.set
2 Nov02-2013-1039-BRUKER-augn.set
3 Nov21-2012-1626-ahof.set
N ] ™ ™
- =2} it H @ Delete H Add ‘1 - 1 - @e Change User
Close All
Preceding Experments
# Date Holder MName Mo. Experiment Load ATM Lock Shim Acq Prac User Disk Title/Qrig
< | 11l [ b
|
|| Search
Preceding &Q] [C1 include previous runs SampleXpress/Pro WebService |Busy until: No Jobs! Day Experiments: 00:00 Night Experiments: 00:00 User: BRUKER\augn




Automation window reads spreadsheets in

BRUKER
Xls/.xlsx format

TopSpin 3.0 TopSpin 3.1

& Lo @y Import Spreadsheet .csv file ME
File OO‘.—‘I « System (C) » Bruker » TopSpin3.lpl7 » prog » tmp » save v|+¢H Search save P|

ﬁ - e 8 - - e — e :_

Organize ~ Mew folder = o~ j 9

Exps . -

DHDJ' o Favorites i Mame Date modified Type Size !

» 4|  ME Desktop ] xisx_spredsheet.xlsx 021120131341  Microsoft Excel W... 9 KB| 3
b3 < Recent Places ol |
4 ==

b g Downloads

b

i I | Libraries | —
e User
|: - ‘L. Documents -

pu— 4. Music
# 1 =L Pictures

i, Videos

| A rAamnntar T
< || 3
Sear File name: xlsx_spredsheetxlsx - [Spreaq heets (*.xls,*xlsx) v]
N A
Prec ugn
i Ope |v Cancel

I T - o,




Automation window reads spreadsheets in

BRUKER
Xls/.xlsx format

TopSpin 3.0 TopSpin 3.1

v IconNMR: Automation Nov02-2013-1325-BRUKER-augn — — EEE—-

File Run Holder View Find Parameters Options Tools Help

sart D> B 8
LIS @ Choose workspace ﬁ

Experment Queue

Hol.. Type Status Disk Nam me User Start Time | *
b1 U Available This spreadsheet contains multiple workspaces. |
b2 Ul Available =
P 3 U Available . 8
s a I Available Please select the required workspace |
b5 [l Available
b6 [l Available
b7 Il Available Select Workspace: -
‘ H Submit ‘ ‘ H Cance] Sheet] — @e Change User
Preceding Experiments
# Date Holde User Disk Title/Qrig
| Cancel
< | 11l [ b
Search
Preceding p [[1 include previous runs SampleXpress/Pro WebService |Busy until: No Jobs! Day Experiments: 00:00 Night Experiments: 00:00 User: BRUKER\augn




Automation window reads spreadsheets in

Xls/.xlsx format

TopSpin 3.0 TC

G.- IconNMR: Automation Nov02-2013-1325-BRUKER-a

File  Run Holder View Find Parameters Option

hstart D

Experment Queue

Py =)

Load Setup from Spreadsheet .csv/.xls(x) File

Data Set Name
Disk [COL_A]

Sample Name |[COL_B]

Barcode Orders

Hol.. Type Status  Disk Name Barcode ID [COL_E]
b1 U Available _
b2 I Available Solvent / Experiment
| >3 U Available Solvent [COL_C]
>4 I Available
P S |l Available Experiment |[COL_D]
b6 I Available
| e feaane | Spread Sheet Extraction
Submit Cancel =
‘ 08 submi ‘ ‘ @ Cance ‘ ‘ U=l Begin at Sample Position 1
Preceding Experiments | Begin at CSV File Row 2 =
# Date Holder ~ Name Stop at CSV File Row Last -
?ncl_ude th_e_fD"DW_lng Columns [COL_FI]
| in title/originator information
< \\!\An
|| Search
Preceding &Q] [[] include previ : \
— = Gel ‘\\15- External Setup Filel
L -l
Genehdte BACS/Samplelet Close

[ | R S K | KN K

o)
BRUOKER
( ><)
-:-Elg

| Time User Start Time |*

1

-

@e Change User

Prac User Disk Title/Qrig

00:00 Night Experiments: 00:00 User: BRUKER\augn




Automation window reads spreadsheets in

BRUKER
Xls/.xlsx format

TopSpin 3.0 TopSpin 3.1
¢ IconNMR: Automation Nov02-2013-1325-BRUKER-augn = (B
File Run Holder View Find Parameters Options Tools Help
Ehstart > B 8 i
Experment Queue
Hol.. Type Status Disk MName No. Solvent Experiment Pri Par Title/Orig Time User Start Time | *
+ 1 Wé 1Queued
Mé- Queued Ch\nm xlstest.001 10 CDCI3 PROTON @ B&%  Plottitle Testtitle 1 00:01:07 BRUKER 14:18SatN | =
+ 2 Mé- 1Queued
Hé- Queued C\nm xlstest.002 10 CDCI3 PROTON i B&®  Plottitle Testtitle 2 00:01:07 BRUKER 14:23 SatN |
+ 3 Mé- 1Queued
Mé- Queued  Ch\nm xlstest.003 10 DMSO PROTON [ | B&%  Plottitle Testtitle 3 00:01:07 BRUKER 14:28 Sat N
v 4 W& 1Queued
Mé- Queued C\nm xlstest.004 10 DMSO PROTON [ | B&%  Plottitle Testtitle 4 00:01:07 BRUKER 14:33SatN |

‘ I & submit H | = cancel H U2l eqit H @gelete H Add ‘1 1 @e(ﬁhangegser

Preceding Experiments

# Date Holder MName Mo. Experiment Load ATM Lock Shim Acg Prac User Disk Title/Crig
| 1l | b
Search
Preceding ég;) [T include previous runs SampleXpress/Pro WebService |Busy until: Sat 14:38 Day Experiments: 00:04 Night Experiments: 00:00 User: BRUKER\augn
- — - - - .




A selection of new features in TopSpin 3.2

> TopSpin 3.0 >> TopSpin 3.1 >> TopSpin 3.2 >

9 new features
> IconNMR 4.7 >
* Additional Users

IconNMR’s Additional user list may now be generated externally together with plain text
passwords which the program encrypts on first display.

Neu in TopSpin 3.2 pl5 (IconNMR 4.7.5):
ASSURE-SST:
» Run SST every 0-365 days! (=> “0” means: Queued on demand.)
» 4 user defined experiments can be configured.
°* New in 3.2 PL4. Configure Automation to start without the Identify User Window.




Password for Additional User an

> TopSpin 3.0 >> TopSpin 3.1 >> TopSpin 3.2 >

* The user name are stored in:
<topspinhome>/conf/instr/<spect>/inmrusers/.nmrusers
as ASCII file.
* The file format is very convenient and can be modified externally. Each user is
entered in a new line with name, ID and Password (divided by colon):
Max Musterman:mmu:<Encrypted Password>
or
Max Musterman:mmu:NULL
if no password is entered.

= nmrusers

# Nmr Users File modified by ICON-NMR
# Last Changed by Configuration on 1553-Nowv02-2013

#NMR_USER_ID:nmrsu
sven:sven: IWOEBF90LzTHWo
bob:bob:NULL

8 susan:susan:NULL

S robin:robin:NULL




Password for Additional User an

> TopSpin 3.0 >> TopSpin 3.1 >> TopSpin 3.2 >

* If the file will be created exteranlly, the respetive password can be entered plaintext.
lconNMR will convert this plaintext password, when the “Additional Users”
configuration page will be opend for the first time after an IconNMR restart.

* After that the configuration must be saved to renew the “.nmrusers” file.

* The following format must be used for the plaintext password:

Full Name:ID:PLAIN_TEXT_ PASSWORD:Password

* “Password” is here the example password to convert.
* The key word
“PLAIN_TEXT PASSWORD”

informs the software to convert [ nmiusers
1 1 #
the fO”OWIng term 2 # Nmr Users File modified by ICON-NMR
I 3 # Last Changed by Configuration on 1553-Nowv02-2013
4 #

5 #NMR USER ID:nmrsu

& sven:sven:IwCEBFS0LzTWo

7 bob:bob:PLAIN TEXT PASSWORD:topspin

8 susan:susan:PLAIN TEXT PASSWORD:Password
® robin:robin:PLATN TEXT PASSWORD:12 Ra 3 4|




Password for Additional User

@ IconNMR: Configuration

File Help

=l User Settings
----- User Manager
""" Composite Experiments

- Additional Users

""" Originator Items

= Automation

""" Master Switches

""" Automation Window

£ Lock/Shim Options
Solvent/Probe

Dependencies

""" Tuning/Matching

----- Priority

""" Temperature Handling

""" LC-NMR Options

""" SampleTrack Options

----- Fail Safe / Error Handling

----- Web Interface

General Options

'‘Assure’
ToolBox Setup
Accounting

Options
NMR Super User

Additional User Setup

Additional User's Full Name:
e.g. Bob Smyth

User ID e.g. bs

Additional User's Effective User ID

BRUKER\augn

nmrsu

| Addnew || Modify

J |

Delete

UserID User's Full Name

sven sven
baob bob

susan susan
robin robin

@,- Passwords Converted

X

! . Plain text passwords were converted to real passwords!

OK

Search




Password for Additional User BRUKER

& IconNMR: Configuration E‘M

File Help
=l User Settings Options

----- User Manager NMR Super User BRUKER\augn
""" Composite Experiments

- Additional Users
""" Originator Items

Additional User's Effective User I nmrsu i
Additional User Setup

. Additional User's Full Name:  robin UserID User's Full Name
= Automation
) e.g. Bob Smyth sven sven
""" Master Switches
) : User ID e.g. bs robin bob bob

""" Automation Window susan susan I

& LockjShim Options This account has a password. [ Change it I lRemove itl robin robin
Solvent/Probe
Dependencies Add new I l Modify ] l Delete ]

Tt a1

|= .nmrusers

Nmr Users File modified by ICON-NMR
Last Changed by Configuration on 1553-Nov02-2013

T T T

#NMER._USER_ID:nmrsu
sven:sven: IwCEBFS90LzTWoO
bob:bob:PLAIN TEXT FASSWORD:topspin B .nmrusers

et Y L o Y S o TR S I )

8 susan:susan:PLAIN TEXT PASSWORD:Password 1 #

¢ robin:robin:PLAIN TEXT PASSWORD:12 Ra 34 2 # Nmr Users File modified by ICON-NMR
3 # Last Changed by Configuration on 1620-Nov02-2013
4 %

#NMR_USER_ID:nmrsu
sven:sven: IwOEBFS0LzTWo
bob:bob:VAPTIRRUEGSSWY
susan:susan:NzMIgbK. .aBoQ
robin:robin:AdxuODhR.AiOU

A §
1

oo

Search




New in TopSpin 3.2 pl5:

Improved functionalities in ASSURE-SST BRUKER

TopSpin 3. TopSpi TopSpin

= User Settings Options | Systemn Suitability Test (S5T)

= User Settings i System Suitability Test (55 i
- User Manager Systcm Suitability Test Y. 200 g | Options | 2¥ ty (55T) | Raw Material
..... C ite Experi t
et ppements [E] Enable System Suitabity Test (Requin User Manager temn Suitability Test (V. 2.0)
----- Originator ltems Perform test every: 1| day(s ':DFI"IFIDSitE Experir‘nents d ble S Suitability T R . ASSURE-S
i .. e Systemn Suitaoil est (Requires .
= Aut:ﬂm::mr; itch System Suitability Log Directory - Additional Users e, ¥ t'? |: 9
""" asler owitcnes 5
- Automation Window Load/Save shim set before/after firs . Uriginatnr Items P !&“é"l‘ test eveny: 1 : Elﬂ";'l:E:I at these tin I
=] H 1 3 A - -
= I:_ock.-"Shlm Options Stop system test after any failure (in = Automation e
------ ;Z'::::;’;if Report Options Master Switch Systemn Suitability Log Directory
AsLer sWItChes
- Tuning/Matching Print the report (Suitable Adobe R . . . .
----- Priarity o = Butomation Window Load/Save shim set before/after first test
- Tempersture Handling Company/Institution: |BBIO . )
----- LC-NMR Options System ID: HRo0307 7 I:_Dck.."Shn'n Options Stop systemn test after any failure (implies no rep
- SampleTrack Options .
----- Fail Safe / Error Handlin Available Tests Sulventfprn_he i
g Dependencies Report Options
- Web Interface User Defined ] .
General Options 1H Lineshape Humptest - Tuning/Matching Print the report (Suitable Adobe Reader Installe
‘Assure’ -
Perform Lineshape Test - Pr||:|r|t}r . .
ToolBox Setup samole Pocition > _ Company/Institution: |BBIO
Accounting s - - Ternperature Handling
Linewidths . i , =
o _ _ - LC-NMR Options Systern I: HHO03007
Linewidth at 0.55% of signal heigh
Linewidth at 0.11% of signal heigh S-Er'l"lP|ETFECk ':]F'tl':'f'li JA | b| T t
- : . - vallable |esls
Ramalinre #afeal - Fail 5afe / Error Handling
Left Plot Limit (8.64 PP - Web Interface ‘Standard’| Jser Defined|
13C Sensitivity Test .
o 1H Lineshape Humptest
Perform 13C Sensitivity Test "Assure'
Sample Position [ Perform Lineshape Test
loolbox etup
Signal region Signal region
Left limit 140| ppm Right limit 120 ppm Left limit 100| ppm  Right limit 101 | ppm i
MNoise region Moise region
Left limit 124| ppm Right limit 80| ppm Left limit 102| ppm  Right limit 103 | ppm
Noise delta 40| ppm 3/N 130|:1 Noise delta 104| ppm 5/N 105(:1
P31 Sensitivity Test Temperature Test/Automatic Adjustment




New in TopSpin 3.2 pl5:
Improved functionalities in ASSURE-SST

TopSpin Sﬁ% TopSpln 31”“'”§ TODSDIH@TOPSIO"‘M

=l User Settings

=]

- User Manager

Composite Experiments

- Additional Users

Originator Items

Automation

"Assure’
ToolBox Set]

Acceunting,

- Sample]

- Web Int
General Opt]

Master Switches

- futomation Window
~ Lock/Shim Optiens

i Saolvent/Probe

Dependencies

Options | System Suitability Test (S5T)
Systemn Suitability Test (V. 2.0}

[¥] Enable Systern Suitability Test (Requir

Perform test every: 1% day(
System Suitability Log Directory
Load/Save shim set before/after fir

[T] Stop system test after any failure (i
Report Options

= User Settings
e User Manager
----- Composite Experiments
> Additional Users
o Originator Itermns

= Autn:l mation
. bAdacter Sinitrbes

- Tuningy

Pricrity

Fail Safé]

(&

//- These test can be perormed

~

In a range of O to 365 days.

* 4 user defined experiments

Gptmng Systemn Suitability Test (55T)

Raw Material

can be set up for SST.

FESOIUTIOIT FIamwTdT

Left Plot Limit 864 pp

13C Sensitivity Test

Perform 13C Sensitivity Test
Sample Position ES

Signal region

Left limit 140 ppm
Moise region

Left limit 124 ppm
Moise delta 40 ppm

P31 Sensitivity Test

Web Interface

General Options

‘Assure’
ToolBox Setun

Signal region

Right limit 120 ppm Left limit
Moise region

Right limit 80 ppm Left limit
3/N 130 :1 Muoise delta

Systern Suitability Test (V. 2.0}

Enable System Suitability Test (Requires ASSURE-S!

Perform test every: 1% day(s] at these tirr

Load/Save shim set before/after first test

[ Stop system test after any failure (implies no rep:
Report Options
Print the report (Suitable Adobe Reader Installe

Company,/Institution: BBIO

Systemn ID: HHOO3007

Availahble Tects

RN
Perform Line h‘ﬁ‘pﬁa Test

m

100 ppm  Right limit 101 ppm
102 ppm  Right limit 103 ppm
104 ppm 3N 105 :1

Temperature Test/Automatic Adjustment T




New in TopSpin 3.2 pl5:

Improved functionalities in ASSURE-SST BRUKER

TopSpin 3.0 TopSpin 3.1 TopSpin 3.2 TopSpin 3.2pl5

Optiens | System Suitability Test (55T) | Raw Material Screening |

System Suitability Test (V. 2.0)

Enable System Suitability Test (Requires ASSURE-S5T License)
Perform test every: 15 day(s) at these times: (hh:mm,hhimm,...)  06:00,09:4510:1511:00, SST User nmirsu - n
System Suitability Log Directory ChUsershnmrsu', topspin- AVII300Z4 204 System Suitabil ity Test | i |
Load/Save shim set before/after first test ® Assure B
Bruker BioSpin
[T] Stop system test after any failure (implies no reports from other test samples)

Report Opticns

Print the report (Suitable Adobe Reader Installed) | Paper Size @ A4 (7 Letter
Company/Institution: BEIO

Systern 1D HHO03007

Available Tests

Uszer Defined

User Defined Lineshape Testl User Defined Sensitivity Testl
[] Perform User Defined Lineshape Testl! [7] Perform User Defined Sensitivity Testl
Description User Defined Lineshape Test 1 Description User Defined Sensitivity Test 1
Solvent Acetone - Sohent CDCI3 A
Parameter Set PROHUMP - Parameter S5t~ PROSEMS -
Sample Positicn He Sample Positicn B
Linewidths Signal regicn
Linewidth at 0.55% of signal height =« 6 Hz Left limit 3 ppm  Right limit 2 ppm
Linewidth at 011% of signal height = 12 Hz Maoise region
Resolution Halfwidth < 06 Hz Left limit 7 ppm  Right limit 2.8 ppm

Left Plot Limit 8.64 ppm Right Plot Limit  7.44 ppm Moise delta 2 ppm SN 135 1




New in TopSpin 3.2 pl5:

Improved functionalities in ASSURE-SST BRUKER

TopSpin 3.0 TopSpin 3.1 TopSpin 3.2 TopSpin 3.2pl5
User Defined Lineshape Test2 User Defined Sensitivity Test?
[T] Perform User Defined Lineshape Test2 [7] Perform User Defined Sensitivity Test2

Description User Defined Lineshape Test 2 Description User Defined Sensitivity Test 2

Sohvent Acetone A Solvent ChCIz -

Parameter Set PROHUMP - Parameter 5et PROSENS -

Sample Position 9 Sample Position | 1005

Linewidths Signal region

Linewidth at 0.55% of signal height < 6 Hz Left lirmit 3 ppm  Right limit 2 ppm

Linewidth at 011% of signal height = 12 Hz Moise region

Resolution Halfwidth < 06 Hz Left lirmit 7 ppm  Right imit 28 ppm

Left Plot Limit 864 ppm Right Plot Limit  7.44 ppm Moise delta 2 ppm S/N 135 1 .
4| }

Please adapt these setting according to your system.




New in TopSpin 3.2 pl5: an
Skip Identify User window

Selecting this option will start the IconNMR set with the User ID of the logged-in
operating system user.

& IconNMR: Configuration E‘M

File Help
= User Settings Display
""" User Manager Holder Status Display Style Text Only v
""" Composite Experiments Default Number of Sample Holders 120 S
""" Ad_di_tional Users Approx overhead time for sample change (secs) 210 = 4“
----- Criginator Items

Experiment acquisition time calculation

_augn
. i, -1_BRUKER aud
. putomation Nov02-2013 163 ions Tools Help
dw JconNMR: view Find parameters OP

\der V1€
e Run HO

w 08}

= Automation
["] Touch Screen / Large Icons Mode

| Automation Window | I Show 'Disk’ Column for Viewing/Editi
: : [l Make 'Disk’ Column Read-Only

Fil

% Starl
CULE ST UITIUTTS = 5 ole Name Mo. 50\\!8"'\1
: - Ta
Solvent/Probe [l Easy Setup Mode (was Form Style Entrf | experimen™ ctatus DSk
...... i der '\'ype
Dependencies Allow multiple experiment selectio ‘:O‘l pvailable
""" Tuning/Matching Enable Search Window s |

""" Priority
""" Temperature Handling
----- LC-NMR Options

Lo T le Bl my

Skip Identify User window on Automation start ]

IBERLALRE RIS




A selection of new features in TopSpin 3.5

22 new features
_ > IconNMR 5.0 >
General Automation

* Use system passwords to login to IconNMR's https site

* Accounting reports may now be generated for users which are broken down according to the
different settings of a particular originator item

* Accounting report output now available in spreadsheet format

* Pausing a run can remove or leave the sample in the magnet

 Start times are copied/set automatically to/on follow up experiments

* Absence of the Priority User permission no longer disables the day/night experiment switch

* Spreadsheet files with . XLXS / .XLS / .CSV extensions can be imported automatically when
copied to the external setup directory

* Experiment numbers and parameter modifications can now be taken from spreadsheets
* Send notification/data Emails in HTML with Authentication/Encryption
* Easily define multiple data archiving directories

* Configure Automation to start without User Identification. See Configuration >Automation
Window

* Periodic Experiments Tool now makes full use of IconNMR's 'Start Time' system




A selection of new features in TopSpin 3.5

22 new features
> IconNMR 5.0 >

Easy setup updated
* See what experiments are available at a glance for even faster selection.

* Limit the number/type of experiments to those you want to run, irrespective of User Manager
experiment lists

Virtual Parameter Sets

* Make new/Tweak experiments for use inside IconNMR Automation based on any TopSpin
parameter set.

* Parameters may be modified or even inherited by other experiments. Alternative/ multiple
Acquisition AU programs/commands may be prescribed or alternative underlying parameter
sets selected.

* Eliminate the need for multiple customized parameter sets (even across multiple instruments),
with only minor differences.

* See Configuration - Virtual Parameter Sets




A selection of new features in TopSpin 3.5

22 new features
> IconNMR 5.0 >

Other New Features:

* Export/Import All/Individual configuration settings (including user settings, composites etc.) with
one XML file to other IconNMR installations. See the File menu in Configuration

* Hidden Options from _iconnmrrc.txt are now fully accessible from the Options Resource File
Settings Tab

e Start and Stop the run via External Setup keywords START_RUN, STOP_RUN, also available
as command line options (Type iconnmr ? in TopSpin for all options)




A selection of new features in TopSpin 3.5

> >> TopSpin 3.2 >> TopSpin 3.5 >
22 new features
> IconNMR 5.0 >

Sampleldet Individual Sample MatrixID Support

Scan a barcoded nmr tube into Icon's experiment setup table or easy setup window and place
your sample anywhere. SampleJet will find it, and Icon will add the ID information to the data set
ready for an ID based search for all your samples experiments*

* Spreadsheet/External setup supported
* SampleTrack/SampleJet supported
* Integrated in IconNMR's Web interface

InsightMR™

Monitor your reactions easily with this dedicated single interface, harnessing the full power of your
Bruker NMR Instrument. Close down TopSpin and use the InsightMR shortcut on your Windows
Desktop to launch the program. The shortcut icon is automatically placed on your desktop upon
installation of the software.

See the Quick Start guide, under the 'Help' menu of InsightMR, for details on how to use the
program.




A selection of new features in TopSpin 3.5

22 new features
> IconNMR 5.0 >

SmartDriveNMR

Depending on a verification analysis by the CMC-assist algorithm, further measurements and
interpretations may be triggered. Get the most out of your instrument by allowing it to decide what
to measure. The ideal combination of NMR experiments for the verification task is identified and
carried out. It is decided on-the-fly if further experiments can improve significantly the verification
confidence while complying with the user's demands concerning allocatable spectrometer time
and confidence.

The relevant inputs are intuitive and NMR independent - only relating to the structure verification
task Desired verification confidence, Maximum measurement time, Molecular structure and
Solvent

For more information consult your CMC documentation.




Easy setup - easy <)

TopSpin 3.0 TopSpin 3.1 TopSpin 3.2 TopSpin 3.5

Limit the automation to a dedicated number of experiments and solvents:
e.g. for production control or Open-Access Systems:

ﬂu IconNMR: Configuration

e W@ eetepage en S R e e -
File Help
= User Settings Display
""" User Manager Holder Status Display Style Text Only v
----- Composite Experiments Default Number of Sample Holders 60 =
""" Additional Users =
L Approx overhead time for sample change (secs) 210 =
----- Originator ltems -
- ] o ]
= Automation [¥] Experiment acquisition time calculation
_____ Master Switches [] Touch Screen / Large Icons Mode
- Automation Window ‘ Show 'Disk’ Column for Viewing/Editing
----- Virtual Parameter Sets [] Make 'Disk’ Column Read-Only
----- Tuning/Matching Easy Setup Mode
=+ Lock/Shim Options . Allow multiple experiment selection per sample
:  Solvent/Probe Experiments 50|1.fer1ts|
Dependencies
..... Priority Restrict available items to those listed down (Empty list == Mo restrictions)
----- Temperature Handling <4 | Enable ExperimentMame  Experiment Comment
""" L MRAD Mintinne — M PROTOMN128 1H experiment 128 scans
M C13CPD32 13C experiment with decoupling, 32 scans, 235 ppm
C COSYO05wW swopt. COSY20 (magn. mode)




Easy setup - easy

B(l:aglsjn
(<O
4

TopSpin 3.0 >> TopSpin 3.1 >> TopSpin 3.2 >>Top8pin 3.5

1.
2
3
4
5

Select Name

. Select Solvent
. Select Experiment

Enter the Title

. Queue Experiment > The System Administrator can arrange a

customized help information.

& IconNMR: Automation Jan09-2015-1957-INTRA-BRKR-CORP-Sven.Augner ==l X
File . Run Holder View Find Parameters Options Tools Help

Eestart I G 8 i

Sample Experiment Title Queue

Name - 0/ PROTON128: ' C13CPD32 Easy setup = Easy NMR 7] Priority L5

P S .
Solvent Q cDCI3 Acetone D20 21 COSYa0sw Position Sample in Autosampler
- OMSO ekl
Queue
2 Experime

Experiment Table

Ho... Type  Status Disk Name No. Solvent Title/Orig Time User Start Tin “

B 1 Avrailahle




Samplelet /SampleXpress
Barcode Support

> TopSpin 3.0 >> TopSpin 3.1 >> TopSpin 3.2 >>TopSpin 3.5

IconNMR Setup can now handle Barcode

B(I:agEjR
(<O
4

— ID’s instead of Holder-Numbers!

@ IconMNMR: Configuration

File Help
= User Settings Run Control
""" User Manager Sample Changer/Automation Mode |
""" Composite Experiments 2ampieXREss v
""" Additional Users SampleXpress Options
""" Originator ltems Sample Identification
= Automation Determine Sample based on: ~> @ Sample Barcode/TubelD:
| Master Switches () Position in Autosampler/Holder
..... Atmemadiae VAR Amaar
# Tube ID Ho... Type  Status Disk MName MNo. Solvent Experiment  Pri Par Title/Orig
¥ 1 140010 gée 1 Available
fé-  Available C: + |Jan09-2015 * | 10 (CDCI3 + INPROTO « | %% nn i | S5 A
v 2 170250 gé- 1 Available
dé-  Available C: v 01092015 v | 20 D20~ INPROTO v | % nn & | 8|4




Open Access!
EASY Setup Mode -Barcode/Tube ID

> TopSpin 3.0 >> TopSpin 3.1 >> TopSpin 3.2 >>Top8pin 3.5

* Barcode/Tube ID based operation possible, too.

* Enter Barcode ID/Tube ID of the respective NMR tube

* Optional: Adaption of the automatically generated data set name
* e.g. Username+* “+Tube ID

* Select Solvent and Experiment

* ,Queue experiment®

"%

- 5 — - S
& IconNMR: Automation Jan09-2015-2005-INTRA-BRKR-CORP-Sven.Augner ==y X
-
File Run Holder View Find Parameters Options Tools Help
2% Start X ‘ 9% i
Sample Experiment Title Queue
Marix 1D/ " .- "'12'3;;6' B I @ PROTON128 (0 C13CPD32 [ Priority @
Tube ID EIN EEE EEI N EIINND ———
Name  KR-CORPSven Augner-123456 & AutoSampler Position =X
Solvent © CDCI3| © Acetone  © D20 Position Sample in Autosampler
] —» Remember to place your sample in the sample changer Queue
2 DMSO Experimén
.. Queue Experiment  Cancel Experiment
- —
Experiment Table
. Submit Cancel
# Tube ID Ho... Type  Status Disk Name | | l l Title/Orig Time i I
o1 Arrailahla

* Place the sample on any (free) holder in the SampleChanger




Virtual Parameter Sets

<)
BRUOKER
(>

TopSpin 3.0 TopSpin 3.1 TopSpin 3.2 TopSpin 3.5

Virtual Parameter Sets
Enable Virtual Parameter Sets

Make new or Modify experiments for use inside lconMMR Automation based on any TopSpin parameter set.
Click on the boxes to see example settings. Leave cells blank for default behaviour.

Farameters may be modified or easily transfered between experiments.

Alternative/multiple AL programs may be prescribed or alternative underlying parameter sets specified.

Eliminate the need for multiple customized parameter sets (even across multiple instruments) containing only minor differences.
Al Virtual’ Experiments defined in the ‘Experiment Name' column may be used inside [conMMR Configuration as required.

L ] Enable Experiment Mame Comment Linderlying Parameter 5et  Command after dataset creation  Command At Acquisition (ALIKNKM)
FROTOMEG 1H 64 scans FROTOMN SETFAR ns 64
C13Bilev 13 with Bilev  C13CFD SETPAR cpdprg2 bi_waltz16_32

* Virtual Parameter Sets can be based on Bruker or customized
Parameter sets

* Parameter modification will be defined under *"Command after dataset
creation”.



Virtuelle Parametersatze <)

> TopSpin 3.0 >> TopSpin 3.1 >> TopSpin 3.2 >>Top8pin 3.5 >

Enable Experiment Name Comment Underlying Parameter Set  Command after dataset creation Command At Acquisition (AUNM)
PROTON-lconNMR  Modified Proton Experiment used inside lconNMR PROTON SETPAR ns 8 td 1k;
PROTON Proton to save RG and O1 FPROTON XAUASAVEPARS rg o1; #Run acquisit
PROTON Proton uses RG and O1 from previous exp PROTON GETPARS rg o1;XAUA; #Get rg and o1

Carry over of parameters from the first to the next experiments
e.g. to set up a series of experiments with the same RG or O1 values

Commands for the acquisition (AUNM)
Blank: executes “xaua”
First experiment : XAUA;SAVEPARS rg ol
Next experiment: GETPARS rg ol;XAUA

In older IconNMR versions please use AU Programs:
e.g. with saveprofpars/getprofpars



IconNMR Configuration

<)
BRUOKER
(>

TopSpin 3.0 TopSpin 3.1 TopSpin 3.2

TopSpin 3.5

New option in IconNMR to import and export the configuration.

IconNMR Configuration:

File -> Export Configuration Help

Load
Generates a XML file including: Save
* User Setting —
 Composite Experiments e
* Additional Users oo Cotomaton [
* OQOriginators U pcie e Pauaeiers
° Automation configuration Close
* Virtual Parameter Sets

)| & C\Bruker\TopSpin3.5.b.39pl0\conf\instr\Bruker_default_avII60 v O- XN (2 cABruker\TopSpin3....
‘ N \TopSp

( ‘
(,, IconNMR: Configuration S &

nbwor01-hp00003@Bruker_default_avili600

Vs =l User Settings
+ User Manager

X Composite Experiments
Additional Users
Originator Items

=l Automation

Master Switches
Automation Window
Virtual Parameter Sets
Tuning/Matching
Lock/Shim Options
Solvent/Probe
Dependencies
Priority
Temperature Handling
LC-NMR Options ¥

JQREEAE [REQEE

<<

File Edit View Favorites Tools Help

Sample Track Options |
Fail Safe / Error Handling v

<?xml version="1.0"?>
- <Configuration Date="2015/01/11 15:36:27" Topspin="TopSpin 3.5.b.39 pl 0" Platform="windoy
Instrument="Bruker_default_avIII600" Version="Iconnmr Version 5.0.b.39 Build: 1">
- <Users>
- <user(Q Usergroup="NULL" Username="INTRA-BRKR-CORP\Sven.Augner">
- <Header>
<Comment>Getting Started User permission file for Iconnmr</Comment>
<Comment/>
<Comment/>
</Header>
- <DataSetNames>

Web Interface v

= Options
General v
Resource File Settings ]
ToolBox Setup v

Import H Cancel

<Item Value="" Name="$DATE"/>

| e e



IconNMR : E-mail

> TopSpin 3.0 >> TopSpin 3.1 >> TopSpin 3.2 >>TopSpin 3.5

Your IT Department requires a secured SMTP Server for sending e-mails:

an
(<O
4

No problem for / with IconNMR!

Mail

SMTP Mail Server  Smip.company.com "From:™ Address  iconnmr@company.com
Security Type TLSISSL Encryption * Port 25

User Name nmr Password wxEEEE

Send Mail in HTML
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Accounting an

IconNMR assists you by the accounting of the measurements.

This can be done user specific (“Additional-User” or operating system user) or
via Originator-infos.

(ﬁers \ Experiment List
& UserID User's Group User's Full Name i Mode Name Experiment Comment
Administrator N N PROTON 1H experiment
Guest o & N C13CPD 13C experiment with decoupling, 1024 scans, 235 ppm
bah Z< b_Ob # N N C13DEPT135 13C DEPT135, CH3/CH positive, CH2 negative, 256 scans, 160 ppm
diskless_user_sys diskless_user_sys
; ) | C COSYGRSW Gradient selected COSY
edv-admin edv-admin
robin oc robin | C HSQCEDETGP sw opt. edited HSQC with gradients (efa TPPT)
susan PC susan O] CHMBCGPND  sw opt. HMBC with gradients
sven PC sven
SamTrack Sample Track Default User
] )
Current User bob Group OC v 2 £ <
Permissions Data Set Names Data Directories
5] Priority Parameter Edit $DATE C\Bruker\nmrdata
O] Archive Data Exit (IconNMR) SDATEUSER
i i $NUMERICDATE
Supervisor Data Set Name Edit m $HOLDER-%d-%m-$data(UserName) m
[C] Essential Originator Originator B %d%mo%Y-$data(UserName) E;
Manual Lock/Shim Mail Spectrum PDF/PS
] E-mail Notification ] JDX DataMail — =
[ JDX Copy Edit Lock/Shim/ATM Use; Sp_eaflc Originator Info User Sdpeafl;_Para;n;;erstommands
By Institute Wt ize of fi
[C] ZIP Copy [C] ZIP DataMail @ . . @
) o Project-No ns Number of scans
[ Print Spectrum Control Printing pl  Pulse




Accounting

° Example: Accounting per user

(two possible options: “All* or the respective user)
T corsunion S

File Help
= User Settings

File *  Report -

- User Manager

----- Composite Experiments ( \

- Additional Users Accounting for:

----- Originator Itermns @ User

= Automation (7} Group
----- Master Switches ) Originator br
- Automation Window ) )
) ) Accounting mode  |robin
- I:_cuck.-"Shlm Options cven
______ Solvent/Probe
Dependencies Accounting Period 01 01 2000 12 31 2013

- Tuning/Matching \ MDY MDY )

""" Priority _ Unit Price per hour (day) 25
~ Temperature Handling Unit Price per hour (night) 19:01 - 08:00 15
""" LC-NMR Gptmns. Unit Price per1 GByte disk space 10
- SampleTrack Options

----- Fail 5afe / Error Handling Currency EUR hd

-~ Web Interf
i n? o List the experiments
General Options

Assure! Remove Entrigs before this date REMOVE
from accounting file M D Y
E I EE L1}

| Accounting




Accounting

° Example: Accounting per user

%emporary location in: C:/users/nmrsu/AppData/Local/Temp/File. tmp

Accounting File: C:/Bruker/TopSpin3.2pl5/conf/instr/spect/inmrusers/Inmracct. bri

Accounting mode:
TEME
wee

User: bob

iaccounting Period: from 01/01/2000 to 12/31/2013
Spectrometer time (day): 23 min

per Experiment
orary location in: C:/users/nmrsu/AppData/Local/Temp,/file.tmp
end: 0 6

Spectrometer time (n1ght) D h 0 min
Disk space total: 0.13 Mbyte
Unit Price per hour (day): 25 EUR

unit Price
Night time:
Unit Price

per hour (night): 15 EUR
from 19:01 to 08:00

per 1 GByte disk space: 10 EUR
Number of experiments: 2

List of experiments:

1 x € HSQCEDETGP sw opt. edited H5QC with gradients (e/a TPPI)
1 x N PROTON 1H experiment

Item price time: 9.85 EUR
Item price disk: 1.27 EUR
Total price: 11.12 EUR

Tem|
Wee

orary location in:

C:/uUsers/nmrsu/appData/Local /Temp/file. tmp
end: 0 6

;

Ser: nmrsu ‘
laccounting Period: from 01,/01/2000 to 12/31/2013
spectrometer time (day): 308 h 58 min
Spectrometer time (night): 727 h 18 min
Disk space total: 142.30 Mbyte
Unit Price per hour (day): 25 EUR
Unit Price per hour (night): 15 EUR
Night time: from 19:01 to 08:00
unit Price per 1 GByte disk space: 10 EUR
Number of experiments: 2496
List of exper1ments
X N €13cPD 13C experiment with decoupling, 1024 scans, 235 pp
59 x C135ENS
4 x N C13DEPT135p 13C DEPT135, CH3/CH positiwve, CHZ negative, 2
310 x PROTON
4 x N C13DEPT45 13C DEPT45, all positive, 235 ppm
2 x C13DEPTS0
6 x C13CPD
238 x COSYGPSW
63 X PROHUMP
2 x C13DEPT135p

BFUKER

r
User: robin
Accounting Period: from 01,/01,/2000 to 12/31,/2013
Spectrometer time (day): 0 h 37 min
Spectrometer time (night): 0 h O min
Disk space total: 0.38 mbyte
Unit Price per hour (day): 25 EUR
unit Price per hour (night): 15 EUR
Night time: from 19:01 to 08:00
Unit Price per 1 GByte disk space: 10 EUR
Mumber of experiments: &
List of experiments:

3 X N PROTON 1H experiment

3 X C COSYGPSW Gradient selected COsSY
Please note: Incomplete experiments:

1 x N PROTON 1H experiment

Item price time: 15.72 EUR
Item price disk: 3.81 EUR
Total price: 19.53 EUR

Temporary location in:

C:/Users,/nmrsu/AppData/Local /Temp,/file. tmp
wWeekend: 0 6

<

User: swven
Accounting Period: from 01,/01,/2000 to 12/31,/2013
Spectrometer time (day): 0 h 27 min
Spectrometer time (night): 0 h O min
Disk space total: 0.88 mbyte
Unit Price per hour (day): 25 EUR
unit Price per hour (night): 15 EUR
Night time: from 19:01 to 08:00
Unit Price per 1 GByte disk space: 10 EUR
Mumber of experiments: 7
List of experiments:

7 X N PROTON 1H experiment

Item price time: 11.38 EUR
Item price disk: 8.75 EUR

Total Erice: 20.13 EUR

IAT1 Users, Spectrometer time (day) 310 h 27 min
11 users, Spectrometer time (night) 727 h 18 min

IAT1 Users, Total price: 20107.90 EUR




Accounting an

° Example: Accounting per Originator-ltem

File Help
= User Settings File *  Report -
- User Manager
----- Composite Experiments (
- Additional Users Accounting for:
----- Originator Iterns O User All
= Automation (70 Group
""" Master Switches @ Originator Institute B r
- Automation Window )
) ) Accounting mode
=l Lock/Shim Options Project-Mo
. Solvent/Probe
Dependencies Accounting Period 01 01 2000 12 31 2013
- Tuning/Matching MDYy MDY
""" Priority _ Unit Price per hour (day) 25
~ Temperature Handling Unit Price per hour (night) 19:01 - 08:00 15
""" LC-NMR Options Unit Price per 1 GByte disk space 10
- SampleTrack Options
----- Fail 5afe / Error Handling Currency EUR hd
- Web Interface

List the experiments

General Options _ _
Assure! Removwve entries before this date REMOVE

from accounting file M D V
E I EE L1}

| Accounting




Accounting an

* Example: Accounting per Originator-ltem

i1
Temporary location in: C:/users/nmrsu/AppData/Local,/Temp,/Tile.tmp

flaccounting File: C:/Bruker/TopSpin3.2pl5/conf/instr/spect/inmrusers/Inmracct. brief

Accounting_mode: per Experiment .
Temporary location in: C:/Users/nmrsu/AppData/Local,/Temp/file. tmp

== = (]
"

1

Institute PC
i a¥ /2000 to 12/31,/2013
Spectrometer time (day): 0 h 27 min

spectrometer time (night): 0 h 0 min

Disk space total: 0.8E8 Mbyte

Unit Price per hour (day): 25 EUR

unit Price per hour (night): 15 EUR

Night time: from 19:01 to 08:00

Unit Price per 1 GByte disk space: 10 EUR

Number of experiments: 7
List of experiments:
7 X N PROTON 1H experiment

Item price time: 11.38 EUR
Item price disk: B.75 EUR
Total price: 20.13 EUR
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Accounting in TopSpin BRUKER

* Accounting in TopSpin has to be activated manually once.

l_J Start Acquire Process Angl” fe Publish View Manage @

= ‘;,i_,_. Spectrometer = ||S ;:Lmnu_u_cammauds_v_LRe.mnte
— ,\—_ — Q User preferences - - - - . l =

N o | ~ >, Hz,
- *RB kD o () (ppm 1 el L)) H:.H.:H L ; . it ;
1 tqf ,J PR l\ﬂ“ m ppﬁ TR T TS File menu: Show "File" text rather than icon (restart!) ]

ﬁi ::i: /8 /2 § @ o @ ":"'@‘ ‘?EEF'%“E? % F % Window settings Fonts and colors

Text editors Size of tool bar icons [pixels] 24
Miscellaneous Use TopSpin 2.1 icons instead of TopSpin 3.0 icons [
Remote connection Open new internal windows "cascaded” rather than "maximized”  []
: ::: :: ] Configure cascaded windows
m: o HE LI ‘Arrange’ internal windows is only applied to dataset windows ]
Minimum visible command lines 1
Maximum visible command lines 3 [

Acquisition

2 arameter selection with "eda” =l
Cwerwrite existing FID without inguiry (ZG safety off) g\;:
Display digital resolution in FID display window

Configure accounting & data archiving after 'zg'

More preferences

Spectra Display Preferences
Spectra Printing Preferences
Browser Preferences

Status Bar Preferences

Lock Display Preferences

BSMS Display Preferences

e - r 17T



Accounting in TopSpin an

[;J Start Acquire Process

~
on (restart!) Ll 2R

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

(O |
2% (5 /52 2 QR v

in 3.0 icons [
When 'zg' is executed multiple times on the same dataset, TopSpin will ather than "maximized”  []
increment the EXPNO while archiving so as to never override already
archived data. You may specify an additional EXPNO offset for this case. [jf ©© dat@set windows 1D
The accounting info is stored in the following directory, one file per day: I
"=topspin homedir=/prog/curdirfacghistory”

da" A
The archiving directory may contain the following tags: > safety off) g\;";’
$USERHOME or $USER. They are replaced by the login user's ndow i
home directory or name, respectively, at archiving time. er zg'

Auto-archive after 'zg' = no -

Archiving directory = Chlsers\inmrsu
1000

Write accounting info after 'zg' = @ v |I

T |

- 107 17



Accounting in TopSpin BRUKER

* The accounting file (a file per day; XML format) will be stored in the
<topspinhome>/prog/curdir/acghistory directory.

* The accounting file can be opened via
Manage - Spectrometer - Spectrometer Usage (account)
2 | T
185 Analyse Publish View  Manage @'

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

bl B} @' l== Hardware Detection P E .....
@ HIH@] Pl l @ ..... / 'i‘ A

Experiments/Parameters ™Y
4

N 1 Acquisiti

CryoProbe Control R

Spectrum I Peaks | Integrals | Sample | Str
Save/Restore Installation ™ ogl l = l 0 |

ata Institute

Projecf_ Spe,c“-orne.ter Usage (account} ............................. AR

Prajeci £

* or the TopSpin command account
account
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& :ccuu nting : u

Accounting prints statistics derived from the experiments

performed during a desired time period.

Accounting is based on the information stored in acquisition history files.
Prerequisite: History recording was enabled prior to acquisition (command 'set').
Per default, history files are located in '<topspin home=/prog/curdir/facghistory’.
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| Look in: | acghistory v: ¥ = -

|
B acq2013-10-31.xml

==

-
I =7 2] acq2013-11-01 xml
Recent

[tems

Desktop

{.‘|
My
Documents

LY

Computer

@

Network

File name:  |acq2013-10-31 xm  EK =
[ A~

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

[:_J Start  Acquire  Process Ana |e Publish View  Manage @ |T.
EREES .Spectrgmeterv H.Securityv H.gommandSv | Remote
19| || (=% Q| Q@&w” YO | K==fo T |22 ||z B W[

A

& /2 2 | QA i =9 4| B W

ataset when restarting TopSpin

Text editors Show TopSpin data examples directory in data browser

Miscellaneous Setup users for TopSpin-internal login/logoff and esign
Remote connection
Directories

Automatic termination of TopSpin when idle time exceeded

Acquisition Automatic locking of TopSpin when idle fime exceeded
More preferences Enable automatic command spooling [

Enable extended audit trailing ]
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[_ User Administration - uadm

["] Enforce "login" for working with TopSpin

* Using TopSpin-

User D User Name Allowed Signature Meanings
Roon _______[operator
Sven Operator

:_ Bruker TopSpin 3.2 on AVIT30074.20

| stat  Acquire  Process

:_1 %8 #) ﬂﬁ @@HH
"I s iR
[_ User preferences

Administration it

WINAOW SETUNGS
Text editors
Miscellaneous
Remote connec
Directories
Acquisition

{| More preferencs

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

| save || savesCiose || Hep || cancel |
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* Switching the user can be executed with the commands “login® / “logoff”.

.l [_ Bruker TopSpin 3.2 on AVIT300:

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

| Prgferences| ‘-.Spectrgmeter - | [Security - | ‘-.gommands - | | Remote |

L~ T z Py B - fr—
- ‘-j .._I *8 %2 {;ﬁ ‘:ﬁ%m ald - S Hﬁ# w T Lock TopSpin for Other Users (lockgui) S'
Dlah | (51| /8 /2 2 +) (- WO i £
m = (84 X Q Q Q z %I EE) {T & Logoff From Internal Use, 1| 'i' ﬁ
J BI’OWSE,‘I"||_3_5t5{]| GTOUF'5| : 1 Acquisition finished: N | | oin As Internal Use = ESh 5
#- 1) C\BrukenTopSpin3.2examdata J Spectrum | ProcPars Show Login History 3| Samplel Slruclurel Ploll Fid | Acqu|
E- [ CABruker TopSpin3.2\nmrdata — y : : —-
&+ COBruker\TopSpin3.2pl3idatattopshimData Insfnufe OC ........ Change Internal User Password (chpwd) | |......: o e 2
@ C\Brukennmrdata Froject-No ABC T2 : :
Froject 8 E-Sign Data Set (esign)
: Show/Verify Audit Trails (audit)

Flease identify yourself

User ID = :ESven

Password =

| oKk || cancel |
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File Edit Search

Accounting in TopSpin | an

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

4

5 |User: nmrsu

6 | #Datasets Dim Exp.Time Failed

7 Z 1 1.07 min u]

8 u] Z 0.00 sec u]

Q a >Z 0.00 sec u]

10 | sum =

11 z  Any 1.07 min i

12

13

14 |Period

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

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

17

18

19 | === e

20

21

22 |User: nmrsu / Robin

23 | #Datasets Dim Exp.Time Failed

24 4 1 1.59 min 1

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

27 | Sum =

28 4 Any 1.59 min 1

29

3o

31 |Period

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

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

34

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

36

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

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

L e e e e
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* Accounting will not with multizg.
* To use accounting for multiple experiments please use multicmd and set up the

measurements with the spooler.
* To use accounting in combination with AU Programs please insert instead of the
term
ZG
the term
XCMD(*sendgui zg”);
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