Enrichment of Analytical Data by
Adding Chemical Information

Patrick Boba
Application Scientist

BSSN Software



BSSN Software

Scientific Software
Made in Germany

Headquartered in Darmstadt,
subsidiaries in Hungary
and Switzerland

BSSN Software



We’'re in it for the data

* Data is the most important result of work in the lab
e Data should be as accessible as possible.

* This enables:
o Integration between systems
o Collaboration with partners
o Data analysis
o Long-term retention




AnIML
ASTM Open Standard Solution

e Analytical Information Markup Language

 ASTM XML format for analytical and biological i o i
data. Developed by a consortium from industry, sample(s) ~a g Sample(s)
academia, vendors and government entities = /'Expe”mem\l_

* Core offers generic data container for any type  istructions Results

of analytical and biological data

* Technique Definitions define how to use Core to
store data for a given experiment type

e Resources: https://animl.org
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https://animl.org/

Analytical Data Anywhere

Solutions for every Platform: Seahorse Scientifice Workbench

e Mobile Edition

e Web Edition
e Edge, Firefox,

e Desktop Client
e |n depth

e Optimized
Clients for
Android and iOS

Web

Chrome

analysis

e Windows,
MacOS, Linux
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Sea Shell Bioprocess Manager

Information at a glance
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Explanatory Notes

Cell line / Lot no. /
Cryo No. :

Cell culture flask 200
[mL]:
Container type [mL]: 200

Container volume 200
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Resolution:

CHO K158V MUB 740 pre MCB GC206-A26

Rushton turbine; 3-Blatt-Segment-Rihrer

Progress
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Workflow -

sy Upen (View VWOIrkiow)
Unresolved

Results and Yields
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@ Views ~
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Reporter: Administrator

i Vote (0) £ Watch (0)
Dates

Created: Today 3:10 PM

Updated: Today 3:14 PM

Date: 15/0ct/10

Begin of experiment: 22/0ct/10 3:03

PM

End of experiment:  05/Nov/10 3:03

PM

Harvest date [date]: 10/Nov/10

Drag and Drop
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Putting Analytical Data into Context

# Edit [J Comment | Assign | More = Verify Request =~ Submit Inquiry =~ Cancel
Details
Task Type: (&) Generic Request
Priority: + Lowest
Samples for
Submission:
Structure IUPAC name Support to: Others
Sample Back: No
H Request Purpose: Other
Reaction:
H-N N N
\‘/ | 2-amino-6-{hydroxymethyl)-7,8- —
N N _ OH |dihydropteridin-4-ol
N
OoH Sample ID: sdss
Problem/Desired Information
Information on Chemical Structure
(e.g. from an AnIML file) -
e * g' O a I e Al Comments | History = Activity = Transitions
There are no comments yet on this request.

Include into Sea Shell BPM
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Bioprocess Manager & Marvin JS

Samples for

# Edit [J) Comment Assign | Mare = Werify Request Submission:
Support to: Others
Details Sample Back: No

Task Type: ) Generic Request Request Purpose: Other
Priority: w Lowest Heaction: 0= D C XA ®~J © 0 o
Samples for LY, Hu
Submission: & H
Support to: Others 7, o
Sample Back: Mo o N
Request Purpose: Other + o]
Reaction: — _ HS s

OH
H
H:N N H P
=
I Cl
oH
" 2 N/ Br
CH

PASRURONONS O

Sample 1D: 5dss v || X

-n

1)

i

Sample ID: sdss Click to edit
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BSSN Software

Unleash the p
of lab data

BSSN Software enables vendor- mdependerﬁ -
laboratory informatics. £
With us, accessing, integrating and sharirig
sclentific data becomes easy. .
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