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Your most favoured piece of metadata




Completeness




FAIRness




FAIRness




Nanomaterial identifier - InChl for nano




Case studies

1. Library of Au NMs of different sizes and surface functionalities
(ligands)

2. Library of carbon nanotubes

3. Complex chemistries and

structures

4. NM-related data management

and incorporation into the FAIR

data landscape

5. NInChl in Nanoinformatics

6. Regulatory challenges



INChl for nanomaterials

Category 1: Categorv 2a: Category 2b: Categorv 3:

must have nice to have extrinsic properties out of scope

¢ Chemical e Structural defects ® Surface charge e Optical properties
composition ® Density e Corona e Magnetic

® Size [size e Surface e Aggclomeration state properties
distribution composition e Dispersion ® Chemical state /

® Shape oxidation state

e Crystal structure

® Chirality

e Ligand and ligand
binding

CTAB-capped-gold nanoparticles, diameter=20 nm:

NInChl=1A

/Au/msp/s20d-9
IC19H42N.BrH/c1-5-6-7-8-9-10-11-12-13-14-15-16-17-18-19-20(2,3)4;/h5
-19H2,1-4H3;1H/q+1;/p-1

[y1&2



Data management, data lifecycle &
metadata

Anastasios G. Papadiamantis??’, Frederick C. Klaessig?, Thomas E. Exner4, Sabine Hofer®, Norbert
Hofstaetter5, Martin Himly5, Marc A. Williams¢, Philip Doganis’”, Mark D. Hoovers, Antreas
Afantitis?, Georgia Melagraki?, Tracy S. Nolan’, John Rumble!®!, Dieter Maier?, Iseult Lynch?
and members of the NCI nanoWG




Responsibilities




Metadata templates - the NanoFase
case




Nanolnformatics:




Agglomeration-related metadata and
metadata questionnaires




ACEnano web interface

Capture details on chemistry of
the original sample and the
sample after preparation
Definition and example of
standard medium

Some actions are complex and
could be described separately
(e.g. dispersion protocol including
detailed steps and equipment
used)




Upload workflows




And don’t forget about semantics




The ontology development universe

Table 2. Definition of the term “instance” for data creators, analysts, curators, managers, and customers.

Role

Example Term

Definition

Data creator
Data analyst
Data curator
Data manager

Data customer

Experimental instance
Training and test instances
NIKC instance
Database instance

All of the above depending on the specific use case

A specific part of an assay or method
A set of specific data entries used for fraining, testing and validating a predictive model
The reported nanomaterial in a system at a specific moment in time

A set of the background processes and memory structure needed by the database software to access the data




When is a metadata set complete?

Never!?

But at least (minimal) standards should be defined and
respected to cover most applications.

And these should improve over time.

Also based on new technology acceptable by all users.
Input from all sides are needed to achieve this!

Whatever your role is,

https://www.nanocommons.eu/ta-access/
https://ssl.biomax.de/nanocommons/cqgi/login bioxm portal.cqi

in the NSC WG F!



https://www.nanocommons.eu/ta-access/
https://ssl.biomax.de/nanocommons/cgi/login_bioxm_portal.cgi

Your most favoured piece of metadata




Thank you
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for your attention!

Whatever your role is,

in the NSC WG F!



