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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

NS AR EWMA B E AT DR IHMEDIRER

10



LD ZHRBEIRET AT —ZRZOMAHR

Wt 2—ERINDR5L

F=7 RO BAMEREL, dOOIITEHED
OoT AN T2 AT 5, HAEDOILMFEEZIHS
OO DFHEFEFIF A KREREEICEE LTVWE T,
AR R 70— B —3 3 /2 X bR E(LIC
L0, FAE OB E I E B ELNEE B EICK VDD
HNET, EBIT RERTFITNT )AL=V TTATR
MA FAPYA40%, Wk -7 Y TRETIR, TR
2RI A TR DB DY [ ZAIHLTVWES
EVIBEPTERILL TV T, S AMAL$H R
I8 = — DT B3 DB R P S WA
AIR=2avERILTWILERHIET, 2DXH %
i, HONHYI L T —F BRI A RN TENC R D
T3, MBI Tk, b Z|RMEHEE 5
F— ORI 2 B U F Uz B8 iRl AL,
F =7 b, XA e MBS v 7= T4 2 A% HEE
PN IERT 254 5 57 — & FheF o it Fig 55 o J1 2 #5 46
L. 22Ol LA TR D OO DR Fikz
AT 2, ChARE Y —DIv gy TT, F—T—F
. [ A= =M & TRIEN GRS #a ] T

B —A2RRICEDAT— P EHEDILKY)
INFETOMERIETIE, BFZER ORERLIITIED]
MR E KBIBY I 20— a v B EIRIC X 2 1 30,
REHES ORBELE W) A 7 VN HE L LMY RS, —
DOWE DT RN HERLE T AR L HFFER 7
BT INTET L, SHISHL., I, EBRP VI
L—Yar e Ry —7 9 HEpNHEHE 7 MU S
FEHILWIRADBITDRTVE T, ThAEB T

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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