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Methodological foundation
*  Bayesian Inference

*  Transfer Learning

+  Deep Learning

Experimental Design < F
*  Experimental Design
4 Hypothetical Materials 3 3 &
*  Quantum Chemistry

l i i andsoon

3 R package iqsprv2.4 @GitHub

mtps://github.com/GLambard/inverse-molecular-design

XenonPy v0.1 @GitHub

%5 https//github.com/GLambard/inverse-molecular-design

Prediction model | Data
Synthetic Accessibility |

] .

Prediction model Data Property
Structure — Property Measurement

Synthesis

# SPACIER not yet released

i What is XenonPy project «
Prediction model _Di'a Property (OC/ ‘ Experimental Design ! GRS e S e
Structure = Property | MD) Hypothetical Materials iy " foidhicg "

A l 4

Design for Hypothetical
Materials

Why this name

SPACIER (with igspr] Bayesian Inverse Materials Design
Deep reinforced learning for retrosynthesis
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R package: iqspr v2.4

Machine learning for designing molecules
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Python library: XenonPy

Representation & Learning for Materials Data

290 compositional descriptors of 69,640
compounds in Materials Project

. 68,640 compounds in Materlals Project
ordered according to formation energies
X: Compositional /ROF descriptors
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