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Chemotion Projects online: www.chemotion.net

Visit us on Youtube
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Access to research data: Key challenges

Electronic Lab Notebook Repository

• Digital storage

• Processing of data

• Open Access

• No limitation (file types)

• Interoperability

Device 

Integration

• Remote work

• Data transfer

Infrastructure: Access to research data

Improve reproducibility of scientific work

Accelerate and facilitate scientific work

AIMS:
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Chemotion Electronic Lab Notebook

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
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Electronic Lab Notebook  - Management
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Electronic Lab Notebook  - Management
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Electronic Lab Notebook  - Reactions
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Electronic Lab Notebook  - Structure Editor

Differentiation of planar 

chiral compounds

Coordination 

chemistry enabled

Supported Material 

and Surfaces
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Electronic Lab Notebook  - Management

Reporting Functions
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ELN – Reporting: Document Types 

Supporting Information:

Standard

Supporting Information:

Collection of 

Spectra

Supporting Information:

Excel-Lists

Identifier

Project Reports
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ELN – reporting and Supporting Information

Addition of dithi(ol)anylium tetrafluoroborates to α, β-unsaturated ketones, Huang, Y.-C.; Nguyen, A.; Gräßle, S.; Vanderheiden, S.; 

Jung, N.; Bräse, S. 2018. Beilstein Journal of Organic Chemistry, 14, 515–522. 
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Electronic Lab Notebook  - Management

Analysis (13C NMR and IR)
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Electronic Lab Notebook  - Analysis

13C NMR (100 MHz, ppm) δ = 

168.2, 149.1, 137.0, 135.1, 

127.9, 119.6, 118.3, 107.3, 23.9, 

13.4.

IR (ATR, ṽ) = 3445, 3394, 3310, 

3285, 3257, 3201, 3149, 3135, 

3119, 3104, 3082, 2978, 2927, 

2873, 2856, 1898, 1660, 1613, 

1551, 1514, 1473, 1419, 1397, 

1363, 1324, 1312, 1269, 1258, 

1241, 1228, 1170, 1125, 1111, 

1052, 1013, 963, 949, 870, 832, 

826 cm–1. 
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Electronic Lab Notebook  - Management

Connection to external information
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Electronic Lab Notebook  - External Information
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Access to research data: Key challenges

Electronic Lab Notebook Repository

• Digital storage

• Processing of data

• Open Access

• No limitation (file types)

• Interoperability

Device 

Integration

• Remote work

• Data transfer

Infrastructure: Access to research data

Improve reproducibility of scientific work

Accelerate and facilitate scientific work

AIMS:

www.chemotion-repository.net

http://www.chemotion-repository.net/
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Science Data Center MoMaF und NFDI4Chem

Science Data Center 

SDC - MoMaF
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Chemotion-ELN NFDI4Chem

Repositorien 

(vernetzt)
Elektronische Laborbücher

Software & Tools

Datenstandards 

& Formate

Communities Juristische Aspekte

„Datenlebenszyklus“

Beratung/

techn Support

Betrieb

Software-Entwicklung

Modell-Entwicklung

Speziell

Übergreifend

Geräteanbindung

Nutzerverantwortung für Infrastruktur

Konzepte
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Thank you for your attention

Icons made by Freepik, Madebyoliver, Anatoli, Dinosoft, Vectors market, Zlatko Najdenovski, and Gregor Cresnar

from www.flaticon.com

KIT-Bibliothek

KIT-SCC

KIT-ITG

http://www.flaticon.com/
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Further information about the Electronic Laboratory 

Notebook

https://www.chemotion.net 

Recommended Internet-Browser: 

Google Chrome

https://jcheminf.biomedcentral.com/articles/10.1186/s13321-017-0240-0

https://jcheminf.biomedcentral.com/articles/10.1186/s13321-018-0292-9


