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Materials Characterisation Knowledge Infrastructure
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Workflow Approach

An alternative safety 
profiling algorithm (ASPA) 
to transform next 
generation risk assessment 
into a structured and 
transparent process, 
Marcel Leist et al; 
https://zenodo.org/records
/16993943
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Epub ahead of print. PMID: 
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AI-assisted Workflows with Human Interaction, Interpretation and Learning 



• PubMed ChemInsight: Automated literature mining
https://pubmed-cheminsight.edelweissconnect.com/

• PubChem Pal: Automated chemical data extraction
      https://pubchempal.edelweissconnect.com/   

• AI Assistance of collection, extraction and curation of data 
from safety data sheets and other legacy documents

AI Assistance 
Resource 
Examples

AI Assistance of data from literature

AI Assistance of collection and curation of data from databases 

AI Assistance of data from documents
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SmartSafetybyDesign Product Assessment and Decision Software for 
Formulations and Ingredients



Reference
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SmartSafetybyDesign – 
Environmental Scoring 
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SmartSafetybyDesign 
– Integration of 
SaferSkin  with 
Comparison of 
Different Prediction 
Models For Skin 
Safety Assessment



Hazard Characterisation 
Workflow



Environmental sustainability assessment
Evaluating potential biomasses

FU: 1 kg biomass 90% DW, 1 mm particle size (grinded and dried)

Biomasses evaluated:
• Forest residues, hardwood
• Forest residues, softwood
• Tree barks, hardwood
• Tree barks, softwood
• Grape stalks
• Olive stones





Integrating knowledge to 
create a model guiding 
experimental design and 
interpretation

AOPGraphExplorer 2.0
An Interactive Graph-Based 
Platform for Multi-Domain 
Mechanistic Annotation 
and Exploration of Adverse 
Outcome Pathways
Asmaa A. Abdelwahab,  and 
Barry Hardy

https://doi.org/10.64898/2
026.02.27.708648 
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Species Distribution 
Modelling

https://www.sciencedirect.com/science/article/pii/S004896972502515X 
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