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PINK matrix of tools

Decision support for (re-)design

2 Developmental case studies – 3 scenarios
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Translation

 Industry-focused view

 Holistic “by-Design” approach

PINK endeavors to facilitate adoption of SSbD by industry. PINK In Silico Hub, termed PINKISH,  
aims to ultimately integrate data and computational models for all relevant SSbD dimensions as 
an open innovation platform yet industry-ready while well-protective of IPR-sensitive content. 

 Requirement categories:
- Functionality

- Cost-efficiency
- Safety

- Sustainability 

Multi-objective optimization for (re-)design

PINK tiered approach

Scenario 1 - Business opportunity stage (Tier 1)
  through inter-/extrapolation multiple candidates generated in silico; potential 

sustainability constraints determined by predictive modelling in parallel to functional 
performance testing/modelling;

Scenario 2 - Innovation development stage (Tier 2)
  defined by one lead structure identified; some information is available (performance and 

partially safety and sustainability) with in silico tool-based modifications going on and 
sustainability criteria being evaluated;

Scenario 3 - Material & innovation launch stages (Tier 3)
  more data for several dimensions becomes available
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Widening application of PINKISH
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Pre-evaluation on CS data

Usability
Practicability
User experience
Data provenance
Documentation
Security

Example for a data-driven chemicals SSbD step 1 
optimization workflow
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