
Machine Learning: Science and Technology 

LETTER • OPEN ACCESS 

Deep molecular dreaming: inverse machine 

learning for de-novo molecular design and 

interpretability with surjective representations 

To eile this article: Cynthia Shen et al 2021 Mach. Learn.: Sei. Techno/. 2 03L T02 

View the article online for updates and enhancements. 

You may also like 

- Predicting drug properties with parameter­
free machine leaminq: pareto-optimal 
embedded modeliog {POEM) 
Andrew E Brereton, Stephan MacKinnon, 
Zhaleh Safikhani et al. 

- Self-referencing embedded strings 
ISELFIES}: A 100% robust molecular 
stcioa reoreseotation
Mario Krenn, Florian Häse, AkshatKumar 
Nigam et al. 

- A machine learninq workflow for molecular 
anaJysjs· appljcatjon to meltjng points 
Ganesh Sivaraman, Nicholas E Jackson, 
Benjamin Sanchez-Lengeling et al. 






















