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Task Group to integrate and align
Planned activities  (Two years)

• Dataset curation by members to develop sets of real-
world nanomaterials libraries to challenge the 
implementation and coding of the NInChI

• Virtual hackathons with nanomaterials experts and the 
IUPAC NInChI working group experts to develop 
workable suggestions for how to encode these different 
aspects, some of which are likely to be non-canonical 
and poorly characterized or understood.  

• Workshop (hopefully face to face) in Cyprus in June 
2022 as satellite event to the NanoCommons final 
conference and “Nanoweek” of activities.  The CODATA-
InChI Trust NInChI session will be a key milestone in the 
roadmap towards implementation of NInChI as an 
official standard extension of IUPAC InChI Trust.



Membership & alignment with 
IUPAC and international efforts

Vote and Join!
Contact: Iseult Lynch, i.lynch@bham.ac.uk

Expected Outputs and Outcomes 

• Curated and well-documented (full metadata) nanomaterials descriptions and associated 
characterization data (where available) and the associated NInChIs. 

• Descriptions of the decisions made and how the NInChIs were generated. 
• Description of the alignment with the other InChI working groups for mixtures and reactions 

especially with respect to standardising what information is provided in the core NInChI versus 
what is in the Auxiliary Information, and why. 

• Guidelines of using NInChI as part of the UDS. 
• Support community understanding and adoption of the NInChI standard in due course. 
• Report from stakeholder workshop on user feedback and real-world considerations of the NInChI. 

 
Membership  

• Open to all, with EU, US, Canada, Brazil, China, South Africa and South Korea participation already. 
• Strong linkages already established with IUPAC and the InChI Trust, which are growing to include 

other IUPAC activities such as the working group on chemical connectivity etc. 
• Other Unions such as IUCr, IUTox, IUPAP, would be invited to join. 
• Link to IUPAC Committee on Publications and Cheminformatics Data Standards will be made. 
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