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OpenLAB: Integrated informatics portfoli0
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http://userpage.chemie.fu-berlin.de/~pleiss/bild1.html

Announcing the Agilent OpenLAB Portfolio
Integrating Laboratory Informatics

OpenLAB Electronic Lab Notebook (ELN)
* Helps scientists capture and manage experimental details
« Secures intellectual property and improves collaboration
« Multi-discipline; biology, synthetic/medicinal chemistry, analytical Chemistry

OpenLAB Enterprise Content Manager (ECM)
» The central repository for all laboratory data
 Interfaces to both Agilent and non-Agilent data systems
» Enables searching, management, archiving and reporting

OpenLAB Chromatography Data System (CDS)*
» Highly scalable distributed data system
» Supports both ChemStation & EZChrom Elite CDS workflows
» Provides multi-technique, multi-vendor instrument control

«Coming soor OpenlAB
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User workflow and experiment management

OpenLAB ELN

» Optimize
— Reduce time between process steps
— Expedite access to results

* Collaborate

— Share data across disciplines
— Re-use experiment procedures
— Learn from others results

 Secure

— Safeguard intellectual property
— Provide data-traceability
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OpenLAB ELN: Search and re-use protocols and methods

M Kalabie ELN by Agilent Technologies, Inc. — |E |£|
D
& M-DR-000030* Standard Synthesis Dominigue RO Z0-AUG-Z009 18:05 CEST Draft - 8 x }
Project Work Package Line Iten Target E & & ﬁ E

@ Design Chernotherapy ﬂ ﬂ
l & Protocol |

@ Results THRPO
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@ Context THFO JJ\
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Molecule links directly to

Fast protocol creation with standard "
composition table

sentences and dynamic forms
L \l |

Time DescMun

20-AUG-2009 1811 add M-DF- 001.002 (18 573,96 ml; 5.00 g 0.32 mol; 1.00 eq. and 3,3-dimethyldioxirane {91.01 ml} inta reactor
heat
M-DR-000030

B The mixture was stirred for 200 mn at 320 °C | and filtered.

|»

The mixture was stirred |in ice j for |30 mn| j ,and filterad.
08-APR-2010 04:23 09-APR-2010 04:23 CEST

30m later purify

The mixtL-m.e Was- stirred for 54 mn at 54/ °C , and filtered. QUICkly Insert Images and
e searchable annotate
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Experiment results in OpenLAB ELN...
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Quickly manage measured or
calculated sample properties

Manage multiple batches and
split samples for analysis
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Analysis requests  Analyss 4/

Direct link to resulting analysis
experiment and results

¥ Rogueets
Sampde | Aaalysis | equest Req, States Analysis # | pMastysis stanes |
ATL-MR-50002% Deate
ATL-MB-60003 300261 [HIC fer SHabibly |ATL-Mb-000017 lassighed | |
|aTL-MB-coo013 002758 | Comkant Unéoomity |arLmn-s000ze laccaptad |anmp-cogoze [orare
'ATL-NB-000012.002-52 Matsbodte 10 | ATL-MR-50901% [Aecignes |
(ATL-MB-C0001% 602-53 [Mataboite 10 |aTL-ME-200015 lassigned |
|ATLMB-C00D13,002-52 | Strocture Confirmation by ME | &TL-NB-20001% [assigned |
: N :GMM Confirmation by M8 :mmm 'anm |
[Comkent Unfermty I lacceptad |ar-Mm-t0d01 Draft |
Monitor status of
analysis requests
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Experiment report contains all data and results
Data traceability and IP protection

Standard nesks
M-DR-C00030

REACTION
Type : Bromigalion
THFO
o a =
THPO >
= 1. 8,3-dimetmyidioximre , 35.0 *C, 10.0 bar H
| L
Bn
M-DCR-000001.002 — M-DR-000030.007
PLANNING
W Eq Wole Furlty | Mass [+ Volume |
M-DR-000001.002 25212 1.00 &g 032 mod 25.00 1.00 pg =0 1ES73.26 ml
3 2-dmetnyidicerane T4.0E| 100V 0.20 miod 2900 2.00 pgimi 9101 mi
PROTOCOL
T TeeETien
I0-AUG-2009 18:11  |add M-DR-D00001.002 (15 £73.98 mi; £.00 g, 032 mal; 1.00 2g) and 3, 2-dimethyidiodrane (39.01 mi) Into reactor
reat
Ki-DR-000020
The mixturs was strred for 20 mn 2 32, ananiterea.
The mixture was stirad 08 fgr 0 mn , and fllkzrad.
[%-AFR-201004:23  |OS-APR-2010 [4:23 CEST
20m later purtty
The mixture was stirred for 5 S4ec, anoniterea.

extract k-DR-000030.001 (299.00 pg; 93.00 %)

+-CR-000020. 003 (20000 pg; 0.00 %)

RESULTS
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il Tachnalogiee Cnemothe:
M Dominigue ROUX =
W-DR-000030.001 L.Lj" CazHzenos| 38743 E0W e | zmmopg| oo 600
tnoa
o
JV'JW_' - 250000
W-OR-000030,005 \j;l‘ CITHINOE| 3878 eph| o) oo non
Edich compounds
Baich Shucime Formula L Falle |
W-DR-000030,001 'b:k.ﬁ“ C2IH2INCS 8743 100
M-DR-000030,003 r;J\f""'” CaH15I02 28212 10
1
M-DR-000030.003 L,L,H"' CITHIINGS 38748 a1
\_J,r
ANALYTICAL FORMS
General propertiss
Eaic Dallv_maes
WFDR-000030.001 No
WDR-000030,003 Mo 200.0007 pg
W-OR-000030 304 No
Samples
Comaner Typs LFES] Tesnaton |
WDR-000030.001 14+ DR-C0Q020.001-51
. Diesp Freaze
S, 1HDR-000030 003-51 ial 100mL 0oty | PR
1FDR-CO0T20.003-52 Wizl 1o 000 g |FrmgEEC
ANALYSIS
Batch Sample Analysls Request |Req Stahus [ Analymme | ANl
NHDR-ICO30.001-51 FFLC VEORAIDOO32  |Accepted  |M-JD-00000H  |oram
WHDR-000030.001 NFDR-ICCOSL.I01-51 FFLC VFOR-ADOODZ  |Accepied  |W-JDDODCE [oram
WFDR-ICCOS0I0E1 FFLC WORADOZ  |RecepEd | |W-DDONE  [oram
Bah



Improved research efficiency for three sites, in three
countries...

« "Compound registrations increased 15 % versus the year before."
« Hans Troost, Business Analyst, Solvay Pharmaceuticals

* Increase personal productivity
— Easily check pending experiments, experiments to sign or pending requests

— Browse ‘my experiments’, create favorites based on search criteria
— QuickSearch across experiments and documents
— Register and search molecule and reactions

Agilent Technologies




For the synthetic chemists...

« Plan and design reactions using standard
chemistry tools

— ChemAxon bundled _

— Integrate with Symyx, Accelrys and ChemDraw
« Seamless integration with existing registration

systems and sourcing databases

» Create favorites for commonly used reagents
and solvents

* Quick experiment setup with standard
sentences and templates

» Create batches, split samples and submit for
analysis directly from the experiment

» Reduce redundant experiments; search across
reactions and molecules




Chemaxon Inside....
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Providing a Collaboration Platform

Discovery OpenLAB Electronic Laboratory Notebook

databases
4 4
v v
Reporting
OpenLAB Enterprise Content Management System
4 4
Automatlc Data Capture
v v

Data generators

Offlce Applications
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*Enable knowledge management
sImprove IP protection

sImprove regulatory compliance
*Increase productivity
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OpenlLAB ELN
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