Connecting Analytical Chemistry Software Tools To
Web-based Laboratory Informatic Solutions
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Connecting ELN to instrument,
automatically processing the data
and incorporating the result in the
ELN: Closing the loop

Improving efficiency by Working exclusively with your ELN
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1. Vendor-agnostic lab-automation software solutions
2. Consolidation of common post-acquisition software
3. Co-development of innovative solutions and workflows

Common Development: Analysis of Higher
Order Structure in Biologics Sl |

The BiologicsHOS application is a tool for NMR researchers

to analyze protein higher order structure (HOS) differences N
by 2D HSQC in order to evaluate this information as a 3
QC criterion for Biologics — e.g. in the field of biologics

productions. The application serves as a “one stop shop” for i ' = . w
all the NMR analysis needs in this area.



http://resources.mestrelab.com/bruker-and-mestrelab-announce-strategic-collaboration-and-partnership-for-chemistry-and-pharma-software-applications/
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NMR, MS, IR, RAMAN,..Post-Acquisition (Automated) Applications
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Information Stored Can Be Mined and Displayed In Mgears: A Brick-based System to Build your Analytical
Various Layout Workflow Pipes
(Decision Making Dashboards)

Easy to Create Automation and Databasing With Flexible Data Model



Automated Data Processing & Reporting (MERCK) Display of NMR Structure Verification Results (GRONENTHAL)

Complex data made accessible to non-expert customers

* Assamples are acquired report is produced (Merck)
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It has to contain meaningful and correct analysis of the spectra
Non-expert User can quick-check results:
» read off ASV-score and relative purity
» compare 'Hintegral countwith 'H atom countin 'H-NMR
» compareCH,CH;,CH,signal countwith count of respective atom groupsin *C-HSQC
» view outliersw.rtchemicalshift, integral, multiplet

Real Time Knowledge Extraction and Storage Mixture Analysis and Reporting Without
(ELI-LILLY & VERNALIS) Operator interventior)“_(E\lm(ﬁm& DSM) -

Compound registration gateway (Eli-Lilly), Report generator (Vernalis)
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Report to ELN

Delivering Automated Workflow To The Industry



Mbook Chemistry: Experiment Page
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Mark's Ph.D. = Synthesis of 4-t.yran = 2-Ethoxy-5,6-dih..yran Halfway there
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C7H13BrO2 (R1) C7H1202 (P1)

[o— MW Moles Equiv  Gonc(moll) vol [ Density (g/mL) Pur(%)  Yield(%)

C;H15Br0z (R1) 200,083 0.094 1,000 100.0 i}
EtONa (R2) 68.050 7.000 0103 1,006 100.0 m
EtOH ($1) 46.069 1.343 700 0.789 100.0 mj
C7H120, [P1) 128171 3.750 0.029 100.0 309 i}
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(19.690 g,0.094 mol, 1.000 eq, 3-bromo-2-ethoxyoxane) was added to a stirred ethanolic solution of 12 (7.000 g,0.103 mol, 1.096 eq). A white precipitate formed immediately. The

R y N R L N ! - Building quality cancer care together
suspension was refluxed for a further four hours, and then allowed to cool. The suspension was filtered with suction, and the precipitate washed with ether to yield 1 (3.750 g, 0.029 mol,
30.9%, 6-ethoxy-3,6-dihydro-2H-pyran) as a pale yellow oil.
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Verification Driven by Mbook Chemistry or Third Party ELN

Status Open
User Robert Bovle
Start 2017-07-13 10:33
End o
Br
T — (1R)-1-brom..dene (R1)
/ \\

Characterization |/ ” \:_
Images \\\\\- e / \CHO

\ s
T 0 romo-2-e..dene (R1) 225.129

(1]

Other B | NaocAc (R2) 82.034
Verification H205 {R3} 34.015
2-ethyl-2,3-dihy..-one (P1) @I’ KMnO4 (R4) e
@ m CH,Cl (S1) 84.932

C;Hg (S2) 92.139
2-ethyl-2,3-dihy..-one (P1)  160.216

Mbook Can Consume Services & Capabilities in Mnova & its plugins



Team Search Inventory ~ Message e Analysis Manager ~ %
Open Projects A Date Code Status Completeness  User Project Reference Batch Number  Structure
AnalysisPro..ect1 2018-12-1213:12 3195 Assigned 3/5 AnalysisProject1 ref-1 batch-1 ey
AnalysisPro..ect2 2018-12-031333 3194 Coneeg 171 AnalysisProject!  ref-0312-2 :
AnalysisPro..ect3
AnalysisPro..ectd 2018-11-3012:112 3193 Approved 1M1 AnalysisProject1 ref-2 oH
AnalysisPro..ects 1811281520 3192 pppoueq 11 AnalysisProject!  req2-2811-2.RS =
01811281519 3191 gpriey 101 AnalysisProject!  req2-2811-1-RS z
,3-\\:
2018-11-27 1329 3190 171 AnalysisProject 1-2711-2 " °
Approved nalysisProjec rq ;
c
2018-11271329 3189 goropeng 141 AnalysisProject!  rq1-2711-1
A eH
2018-11-27 09:41 3188 Open 0i1 AnalysisProject2  reqd-2711-1
2018-11-27 09:38 011 AnalysisProjectl  req2-2711-1
JBILITY
2018-11-22 1119 3183 pppoveg 202 AnalysisProject!  2211-2 AN-12736 o
2018-11-22 11:14 3182 popcajeq 040 AnalysisProject! 22111 AN-12735 o
e P
IR 91 1361 A4 ni AnahaisPraiact! aun 24111 M
Closed Projects 1] M 1250730 M 13 M Page: 1 of2 Results: 25
Mestrelab Research
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Mbook: Analytical Chemistry-Based Web Ecosystem
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