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INTRODUCTION

To ensure a brighter future for the next generations, innovative approaches are needed to develop safe and sustainable molecules from scratch. The method proposed could
help industry R&D meet this obligation by lifting the (eco)toxicological perspective to the first line of product evaluation rather than the last one as has typically been the
situation till today. The method has application in all chemistries, from pharmaceuticals, speciality chemicals and cosmetics to the agrochemicals. To assist in the design
optimisation of new compounds, direct collaboration with industry R&D is needed. A workflow developed by the KREATIS expert team has already been successfully applied
in several cases to companies in the fragrance, general chemical and agrochemical industries to refine their molecules before stepping into the complicated and expensive
world of regulatory dossier submission. Using available in silico tools, such as iSafeRat® Desktop and its many (Q)SAR models as well as other in silico tools, the team sets out
below a scheme to customise a workflow to fast track product safety assessment using an ensemble of available tools and expert opinion from a multi-disciplinary team.
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CONCLUSION

Given the generality of the method, the workflow presented here is applicable for a large variety of substances and endpoints. Thanks to its multiple strengths, they are many
ways for this approach to be a useful strategy in SSbD methodology. Using in silico predictive tools to estimate the relative toxicity of a new compound in early-stage research
can save time and money. It is indeed much cheaper than experimental tests and more ethical as it respects the 3Rs paradigm. It can also identify weaknesses ahead and
prevent future issues as well as provides key information for regulatory dossiers. The improvement of different tools and knowledge will make this workflow even more
reliable in the coming years.
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