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Case Study 1: Organic synthetic UV-filter

molecule Ames mutagenicity (predicted) Ames mutagenicity (measured)
OCtoc ri len e Octocrylene CCCCC(CC)COC(=0)C(=C(C1=CC=CC=C1)C2=CC=CC=C2)C#N negative negative
[ ] negative negative
Regulatory process names 13 IUPAC names 20 Trade names 7 Otheq || || negative negative
[ | ] positive negative
Substance ide“ti‘t‘l ] ] ] negative negative
EC / List no.: 228-250-8 [ I positive negative
CAS no.: £6137-30-4 long lastir — —
| ] negative negative
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Impact category

SMILES to impact BASF report
prediction

Acidification [Mole of H+ eq.] 0,0211 |
Climate Change - total [kg CO2 eq.] 5,53 [ |
Climate Change, biogenic [kg CO2 eq.] 0,00497 1
Climate Change, fossil [kg CO2 eq.] [ 5,72 [ |
Climate Change, land use and land use change kg CO2 eq.] | 0,00380 [ |
Ecotoxicity, freshwater - total [CTUe] 124 |
Ecotoxicity, freshwater inorganics [CTUe] 771 [ |
Ecotoxicity, freshwater organics [CTUe] 3,13 . [ ]
Eutrophication, freshwater [kg P eq.] 0,00159 | |
Eutrophication, marine[kgNeq] 0,00752 .
Eutrophication, terrestrial [Mole of N eq.] 0,0606 | ]
Human toxicity, cancer - total [CTUh] 0,000000004 I O
Human toxicity, cancer inorganics [CTUh] 0,000000001 [ ]
Human toxicity, cancer organics [CTUh] 0,000000003 ||
#Human toxicity, non-cancer - total [CTUh] 0,000000064 ]
ncer inorganics [CTU] 0,000000045 [ ]
ncarorazanics [OTLIR] 0000000008, -
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Source: ECHA substance information
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UVB-filter used in sunscreens

Project > Iteration 1 > 1. Scoping & scenario | | 2. Assessment | | 3. Evaluation

i isti P SSbD assessment
Raw Materials + Logistic + End of life + sl
Extraction Commerce Recyclmg Identification Functionality safety Sustainability View: Detail | Summary

Carcinogenicity
Name | Details ‘ Link I Results
Profilers
Carcinogenicity (genotox and nongenotox) alerts by ISS | details ‘ visit ‘

Qualitative QSAR

FDA RCA Cancer Rodent - Danish QSAR DB CASE Ultra model details visit results
VEGA - Carcinogenicity model (CAESAR) details visit results
FDA RCA Cancer Rat - Danish QSAR DB Leadscope model details visit results

Function and Safety Circularity FDA RCA Cancer Female Rat - Danish QSAR DB CASE Ultra model details visit
process design Sustainability FDA RCA Cancer Mouse - Danish GSAR DB Leadscope model details | visit | results
details visit resylts
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Case Study 2: Styrene/acrylate copolymers

Styrene/acrylate copolymers are structurally similar polymers that result from
the polymerisation of acrylate, methacrylate and styrene monomers.

Acrylate polymers biodegrade slowly under environmental conditions

Generic examples:

Polymer functionality
Polymer LCA
Polymer degradation and recycling
Polymer safety
Areas relevant for ‘ Monomers
SSbD Additives
Leachates
Transformations during production and use

architectural coatings
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lteration in the PINKISH SSbD Assistant

Planning and
prioritisation

Scoping
=EWAIE
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Divide

Raw material groups

Material production

Exposure during use

Define scenario

Overall topic: specialised
polymer

Function: Plasticisers
Molecule class: small

Conquer:
Propose methods
and execute
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Collect and
evaluate
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molecule

Description: safety and
sustainability assessment of
different alternatives

Required certainty level: Tier 2
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UvB-filter used in sunscreens

SSbD evaluation

Loren ipsun dolor sit amet, consectetur sdipiscing elit. Sed dapibes elesentus
sem o pharelra. Proin vel elementum arcu. Quisque 1ibero liguls, isperdiet vilse
sspien eget, congee tempor dism.

UL & tellus non solor lobortis cenvallis men et doler. Quisque malesusds, ex ut
fermentum dapibus, nunc mi tempus erat, wel sollicitudin nibh erci wt libero.
Nunc nec msuris & erst sollicitedin molestie eu quis purus. Aesesn id lobortis
quam, witae feugiat Justo. Praesent vitae protium ex. Sed porttitor tellus nisi,
o rutrem ex sapittis ac. Duis cursus faucibus libero quis mattie. munc luctus
Justo id elit ports, ac condimentum ipsum efficitur. Munc elementus consequat
maaris, non viverra velil ports 3. ETise vitse som dism.

Comments

Lotes fpsun dolor 1t smet, consectelur adipiscing elit. Sed dapibus olesentus
sem 3 pharetra. Proin vel elomentum arcu. Quisque libero liguls, isperdist vitae
sapion egel, congue tempor dism. UL 3 tellus ron dolor lobortis coavallis non et
dalor.

Quisque malesusda, ex ut fermentun dapibus, nunc mi tempus erat, vel
sollicitudin nibh orci ul libers. Wunc nec mauris a erat sallicitudin molestie
ou quis purus. Aesean {d lobortis quas, vitse feugist justo. Praesent vitse
pretium ex. Sed porttitor tellus nisi, ot rutrum ex sagittis ac. Duis cursus
faucibes 110aro quis mattis. munc luctus justo 10 elit ports, 8¢ cosdimentum
ipsum efficitur. Nunc elementum consequat mauris, non wiverra velit ports a.
EL1am vitae som giam,



Working towards an interoperable ecosystem

‘Q &\ Platform 3
&\ Platfsrm 2
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Integration and

Customisation
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] Individual
s ’——generazes—a»f Dataset 1 | |[ Dataset2 ]| [ Dataset 3 ] Digital Objects

[ Model1 ]| [ Model2 ||[ Model3 ]

Findability and
Accessibility

Simulation
workflow 1

| workflow 2

[ Dataset 4 ||[ Dataset5 |

— Documentation
e and Indexing

PINK Knowledge
Base
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1 Thomas Exner

THANK YOU!

THE PINK PROJECT HAS RECEIVED FUNDING FROM THE EURO- ASSOCIATED PARTNERS (I.E. (A) SWISS PARTNERS AND (B) UK PARTNERS)
PEAN UNION’'S HORIZON EUROPE RESEARCH AND INNOVATION HAVE RECEIVED NATIONAL FUNDING FROM (A) THE SWISS STATE SECRETARIAT
PROGRAMME UNDER GRANT AGREEMENT NO. 101137809. FOR EDUCATION, RESEARCH AND INNOVATION (SERI), AND (B) INNOVATE UK.




