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Chemotion Projects online: www.chemotion.net

Visit us on
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Electronic Lab Notebook

• Digital storage
• Data processing 

Open Access

Repository for molecules and reactions including related research data
(descriptions, procedures, properties, analytics)

submit your data 

select data & transfer

choose publishing options

Chemotion Repository: Benfits and Workflow
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ChemScanner – Basic Ideas 

 ELNs and repositories are basic instruments for our current and future work

 Knowledge of the past decades is reserved to commercial databases

 Scientific work depends on all data/community knowledge

How to re-use existing literature information?

FAIR data concepts/infrastructure start now, will work in future, 
but what about the past?
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ChemScanner – Basic Ideas 

.cdx file analysis & 
split to components

Name recognition & 
Translation to structure

Additional information
store & extract

1

2

3
File types: .doc or .docx
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ChemScanner – Current workflow
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Source: Our findings & 
S. Kanza, C. Willoughby, N. Gibbins, R. Whitby, J.G. Frey, J. Erjavac, K. Zupanic, M. Hren, K. Kovac, J Cheminfo. 2017, 9:31.

OPEN SOURCE

ELN – Electronic Lab Notebook
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ELN – Reactions
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ELN – Reporting and Supporting Information
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ChemScanner – Features 

Features Stand Alone Software

- Add superatoms (such as protective groups)
- Define abbreviations 
- Add solvents or reagents

- Accept or decline
- Export to Excel or SDF

Features ELN embedded version

- Add non-predefined reagents
- Change order
- Correct mistakes in the structures
- Store and complete with other data
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ChemScanner
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ChemScanner – Information

Reaction as CDX

Extracted
Information

Text mining parts

To be translated

Libraries/Tools

Results
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CH2Cl2, 0 °C, 10 min, 
0 °C - rt 5 h

Chemistry table format
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ChemScanner & 
OpenBabel library & 

RDKit

Text-Info

ChemScanner
library

Chemistry table format + 
superatoms
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library

Text 
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Abbreviations
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ChemScanner – Import of data from *.doc or *.docx
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ChemScanner – Extraction
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ChemScanner – Import to ELN
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ChemScanner – Import to ELN
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ChemScanner – Import of Data from CD-ELN
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ChemScanner – Import of Data from CD-ELN
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ChemScanner – Import of Data from CD-ELN
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ChemScanner – Unsolved Problems
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ChemScanner – Unsolved Problems
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ChemScannerDB – Basic Ideas 

Manuskripts
Supporting Information
Reports, Descriptions

Extraction and Import to 
ChemScanner DB

(Open Access Database)

Storage & Registration
incl. category of document1 2

3

New version of
ChemScanner4
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Icons made by Freepik, Madebyoliver, Anatoli, Dinosoft, Vectors market, Zlatko Najdenovski, and Gregor Cresnar
from www.flaticon.com

KIT-library

KIT-SCC

Thank you for your attention

http://www.flaticon.com/
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