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Sample Express is now controlled with
Ethernet

SampleXpress
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ICONNMR 4.6

A new IconNMR controlled command 'isx' is available inside
TopSpin for direct Sample Changer
(BACS/SampleXpress/Samplelet) operation, independently of
IconNMR.

 Solvents/Experiments names containing spaces are now allowed.

« Variables may be used as Originator Items and/or Title. The
following variables are available: $NAME, $EXPNO, $DISK,
$SOLVENT $EXPERIMENT etc.

« Experiments may be submitted, cancelled with <Alt-s>, <Alt-c>
etc. in the Sample Holder Overview window.

« Assure System for Testing of Raw Materials for Adulterants*. See
www.bruker.com/assure for more details
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ICONNMR 4.6

Automation window reads spreadsheets in .xls/.xIsx format for
import of experiment and sample lists with support for different

workspaces.
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ICONNMR 4.6

BRUKER
e Individual columns in Automation window may be
hidden/displayed as required.
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ICONNMR 4.6

You can turn off (or on) printing for each individual experiment
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You can also choose to process or not to process the experiments
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ICONNMR 4.6

BRUKER
Composite Experiments
| Mame ~ Comment i
| FABS PROTON, C13DEPTQ135, HSQCED, COSYGP, HMBC
FAB4 PROTON, C13DEPTQ135, HSQCED, COSYGR
C13MULT C13 Multiplicity Analysis
H = COSY455W sw opt. CO5Y45 (magn. mode]
It is much easier to cosvaosw sw opt. COSYI0 (magn. mode)
. COSYGPSW Gradient selected COS5Y
Set u p CO m pOS I te COSYGESEW sw opt. COSY with gradients (magn. mode)
COSYDQFPHSW sw opt. COSY with dq filter (States-TPPI) L
EX e ri m e n ts COSYGPDFPHSW Gradient selected double quantumn filtered phase sensitive COSY 3
p COSYGPMFSW sw oopt. COSY with gradients and dq filter (magn. mode)
MLEVPHSW Phase sensitive TOCSY
MLEVPHPR Phase sensitive TOCSY with solvent supression
. MOESYPHPR Phase sensitive NOESY with solvent suppression
MNOESYPHSW Phase sensitive NOESY
* D es I g n a te t h e ROESYPHSW Phase sensitive ROESY
H ROESYPHPR Phase sensitive ROESY with solvent supression
p re p a ra tl O n ROESYPHPREASY Phase sensitive 'EASY' ROESY with solvent supression E
. HMQCGP sw opt. HMQC with gradients (magn. mode)
eX pe rl m e ntS HMBCGP sw opt. HMBC with gradients, low pass J-filter, no decoupling
HMBCETGPLIMD 1H-13C HMBC with gradient selection using 3-fold low pass filter for better 11
HEQCGP sw opt. HSQC sens. improved with gradients (efa TPPI)
HSQCEDETGP sw opt. edited HSQC with gradients (e/a TPPI)
HSQCEDETGPSISP_ADIA  1H-13C multiplicity edited HSQC with gradient selection BFL >= 700 MHz
° Then create the HSQCEDETGPSISP 1H-13C multiplicity edited HSQC with gradient selection 600 MHz » = BFL
HMQCGPML sw opt. HMQC-TOCSY with gradients (magn. mode)
2 D O r eve n 3 D HMQCEI sw opt. HMQC using BIRD pulse (magn. mode)
HMQCTEIPH sw opt. HMQC using BIRD pulse (States-TPPI)
eX pe ri m e nt | HMQC sw opt. HMQC (magn. mode) -
I Add new I l Medify ‘ l Delete I lSave to User(s)
H Component Experiments
. h :
T e n teSt It Experiments F2 Reference F1 Reference
a PROTON
b C13DEPTQ13S
c HSQCEDETGP  a PROTOMN b C13DEPTQ135
d COSYGPSW aPROTOMN  aPROTOM
eHMBCLPND  aPROTON b C13DEPTQL3S
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ICONNMR 4.6

« Updated and improved IconWeb look and feel
 You can see which experiments are done
 You can add experiments to the queue
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S Help L = af
» Logoff Qupset Done  Lock: on_ Skipped Do Acquisition  Process Data
» Stop Run.
s b} 4 €9 P Ruming Add Experiment
H1 e B Completed C:Bruker DATA'ICONNMR 04232012 1 DMSO  PROTON
Loggedinas B B El Completed C:Bruker DATAICONNMR. 04232012 2 DMSO CI3DEPT45 ASA in DMSC-dé
i O B Bl Completed C:Bruker DATAICONNMR. 04232012 ) DMSO C13DEPTS0 Plot_Title
Instrument Name i e B Completed C:\Bruker DATAICONNMR 04232012 4 DMSO  CI3DEPTQI3S
ft300: FOURIER300 1 Hes P Ruaning C:Bruker DATAICONNMR 04232012 5 DMSO HSQCEDGPPH
1 ‘T B Queved C:\Bruker DATAICONNMR 04232012 6 DMSO  COSYS0GPSW Disk C\Bruker\DATACONNMR - Select Data Set Names 04232012 -
1 e BQuened C:Bruker DATAICONNMR 04232012 7 DMSO  NOESYGPPHSW.
1 e B Quened € Bruker DATA'ICONNMR. 04232012 ¢ DMsO  HMBCGmxp  LXPRO 1_D_ o ) - Name MQ:T%MQ -
1 B B Queued C:Bruker DATAICONNMR. 04232012 9  DMSO ROESYPHSW Experiment C CHHANDRA PROTON, C13DEPTQ135 HSQC ~ Solvent DMSO dimethylsulfoxide-dé -
Lock Program LOCK #Default - Shim Program GRADSHIM ;#Start Gradshim -
Parameter(s)
td Size of fid Default
olp Observe Frequency (in PPM) Default
Submit | [ Add | [ Edit | [ Cancel | [ Delete 2p Decouple Erequancy (i FEM) Default
si Size of spectra Default
-
2012-0423  09:51:05 1 0423202 5 HSQCEDGPPH ¥ nmrse 05 Number of scans Default
20120423 0935:40 1 04232012 4 CI3DEPTQI3S v v v amsv 450 Pulse Defaull
20120423 09:20:15 1 04232012 3 CI3DEPT0 v v v omse ;p
2012-04-23 09:04:34 1 04232012 2 C13DEPT45 v v v omsu plwl Power level in Watt Default
2012-04-23  08:59:46 1 04232012 1 PROTON v v v v v v mmu  ‘te Required Sample temperature Default
costll Read pulse for DEPTQ Default
«cnstl3 LP filter for HMBC (8-=10Hz) Default
49 TOCSY Mixing Time (80 ms) Default
Version: 465 ()
22011 Bruker BioSpin d8 NOESY Mixing Time (300 ms) Default
pl3 ROESY Mixing Pulse Default
o x = dlist Variable delay list Default
| Priority
7] Night
¥ Print

I Add Experiment H Close Window
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ICONNMR 4.6

BRUKER
Web Server Seffings
Enable Web Interface
Enable Standard Web Server 8015
Access Standard Web Server as follows | httpe//mste-meblap.bbicus.ads.bruker.de:&015
http://mste-meblap.bbious.ads.bruker.de:8015/m (Mobile Devices)
Enable 551 Web Server E016
|View Certificate| [Make Certificate)
Access 550 Web Server as follows https://mste-meblap. bbious.ads.bruker.de:8016
https://mste-meblap. bbious.ads.bruker.de:8016,/m (Mobile Devices)
Web users can view spectra as PDF Mever |Z|

e You can use SSL Certificates or a standard normal Web
interface. Such Firefox, or Chrome

« You can use a mobile device

 You can also set it so that the users can view the spectra as a
pdf
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Are there any questions?
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www.bruker-biospin.com
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