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Building on two decades of dedicated effort, Open Science in 
Chemistry has garnered renewed momentum. This personal 
perspective will sketch its evolutionary trajectory starting with 
Jmol and JChemPaint, via The OpenScience Project, the 
Chemistry Development Kit and the Blue Obelisk Movement. 
These developments will be compared with publishing models 
and the FAIR principles with a focus on their differences. 
Examples of the state of the art will include recent research 
from projects like NanoCommons, SbD4Nano, Scholia, and 
WikiPathways, leading us to current challenges. The talk will end 
with a vision of the next phase in Open Science in Chemistry."
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• Used
- How can we encourage reuse and learning?

• Open 
- Not just theoretical reuse, real reuse
- Needed rights: use, modify, reshare

• Advertise
- Findable and Accessible

• Make it easy
- Interoperable: we need more
- Reusable: we need a lot more
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• Open Source
- open source cheminformatics

• Open Repositories
• Repeat

- reproducible, repeatable, ...
• Peer review

- journals, testing guidances, recommendations, etc



Building on two decades of dedicated effort, Open Science in 
Chemistry has garnered renewed momentum. This personal 
perspective will sketch its evolutionary trajectory starting with 
Jmol and JChemPaint, via The OpenScience Project, the 
Chemistry Development Kit and the Blue Obelisk Movement. 
These developments will be compared with publishing models 
and the FAIR principles with a focus on their differences. 
Examples of the state of the art will include recent research 
from projects like NanoCommons, SbD4Nano, Scholia, and 
WikiPathways, leading us to current challenges. The talk will end 
with a vision of the next phase in Open Science in Chemistry."



28



Prof. Bob Hanson





Building on two decades of dedicated effort, Open Science in 
Chemistry has garnered renewed momentum. This personal 
perspective will sketch its evolutionary trajectory starting with 
Jmol and JChemPaint, via The OpenScience Project, the 
Chemistry Development Kit and the Blue Obelisk Movement. 
These developments will be compared with publishing models 
and the FAIR principles with a focus on their differences. 
Examples of the state of the art will include recent research 
from projects like NanoCommons, SbD4Nano, Scholia, and 
WikiPathways, leading us to current challenges. The talk will end 
with a vision of the next phase in Open Science in Chemistry."





Building on two decades of dedicated effort, Open Science in 
Chemistry has garnered renewed momentum. This personal 
perspective will sketch its evolutionary trajectory starting with 
Jmol and JChemPaint, via The OpenScience Project, the 
Chemistry Development Kit and the Blue Obelisk Movement. 
These developments will be compared with publishing models 
and the FAIR principles with a focus on their differences. 
Examples of the state of the art will include recent research 
from projects like NanoCommons, SbD4Nano, Scholia, and 
WikiPathways, leading us to current challenges. The talk will end 
with a vision of the next phase in Open Science in Chemistry."



The Blue Obelisk Movement



Application Programming Interfaces

https://github.com/egonw/chapterBCOT



Read across / Decision support

https://github.com/egonw/chapterBCOT



Read across / Decision support

https://github.com/egonw/chapterBCOT



Read across / Decision support

https://github.com/egonw/chapterBCOT



Massive sharing of docking experiments

Ammar et al. PSnpBind: [..]. J Cheminform 14, 8 (2022). 10.1186/s13321-021-00573-5 

https://doi.org/10.1186/s13321-021-00573-5
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Standards



Chemical Markup Language - CML

https://scholia.toolforge.org/topic/Q1069211



QSAR Markup Language - QSAR-ML
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Encourage reuse with Findability



Google Dataset Search 



European Registry of 
Nanomaterials
(ERM)



Why the new ERM identifier?



Registring new materials



A simple RDF format (Turtle)
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Actions-based WikiPathways website



Denise Slenter et al, 
10.1093/nar/gkx1064

School of Nutrition and Translational Research in Metabolism



SPARQL Query Language



Building on two decades of dedicated effort, Open Science in 
Chemistry has garnered renewed momentum. This personal 
perspective will sketch its evolutionary trajectory starting with 
Jmol and JChemPaint, via The OpenScience Project, the 
Chemistry Development Kit and the Blue Obelisk Movement. 
These developments will be compared with publishing models 
and the FAIR principles with a focus on their differences. 
Examples of the state of the art will include recent research 
from projects like NanoCommons, SbD4Nano, Scholia, and 
WikiPathways, leading us to current challenges. The talk will end 
with a vision of the next phase in Open Science in Chemistry."



The Blue Obelisk Movement





Funded projects



Open Science in Chemistry 
The Past and the Next 20 Years

Egon Willighagen
@egonw@social.edu.nl
0000-0001-7542-0286

Jülich Open Science Speaker Series, 2024-01-30

School of Nutrition and Translational Research in Metabolism

 


