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Time-course illustration of Heat Diffusion Equation model

g a b : R d ' e f
Healthy Sporadic : Images of motor neurons _
control ALS IPS cells . | ' : . e . | P A W |
Healthy control Sporadic ALS _ N ‘P v ’, |
I N IAWE [
®» @ ras S hars Pas e Mass Matrs Pasre ) o L
... ® &&ww&‘ﬁwwvw‘iﬁ-—&&-w—&“&- f 3
5 ®@ asral $asrsl $aerd $2asrdl Whasrd $ased m..Active compound and mapped mesh
® e -y oS S o S S s SRS o S S ' S S ' S _.Inactive compound and mapped mesh
® ... Vasiod Vasvd \Wased Ve sl (Vao v Vesve . .
L e® o pn S o S o e P n i Al in drug design
» ... > *w &w wpw&bu &hw—- u»‘h »>—|
. e e e e s e Chemical Design compounds Compound In vitro In vivo
U Mo e S i S B 2 Pl S space Drug—protein interaction synthesis | |evaluation| |evaluation

WA S 'a St —> 3D-structure of target > — if ->
% protein 5{—7—1 Lk

de novo drug design

Input data Block2 Block3 Blockd

L %8 Deep Learning, GAN
E Machine Learning (SVM, RF, QSAR, ,,,)
2% Al in drug screening < 7
(7]
O
% 0.4 Chemical Prediction of efficacy
|§ |ibrary Bioactivity

B2 = Toxicity

o Physiochemical property
oL | | | | | ‘% Classify target protein
0.0 0.2 0.4 0.6 0.8 1.0
False Positive Rate
— I\iflela;\tzlogleil\.ﬂean AUC = 0.974 = 0.043) PM_HDE

CD|P AHE ZBEEGFIRAVEMBEL AL TH R MMD 0 AR = & B 5 T 3

MAP2 SATB2 DAPI 0.14 -
o ] . Real-world _ |
-— L = |
© 0.12- o . ) s i s s 2
- e o
3 _ -
N 0.10 A ® .
EL ¢ @ o) %o’ o°
208 @ .." ]
< ooa{e, % eoef ooty o |
e ": ® o ®e All genes All combinations Input space Feature space Candidates of
@ ® with index |S| =k gene subsets
008 ' ' ' | " Gene Gene subset 1 y |
ene ene subse
Gene 2 ® Gene subset 1
Gene 3 -
) = | Gene subset 2 . e © L= Gene subset i
: <1:~ X+ H o :
- & Gene subset |
® |/ Feature map A
Gene m Gene subset 3 A vy
-~ A S W 'Y
m x,-" A A H
o :
J— - 4] ' High MML) score
el
o0 Q@ Gene subset n
) = -/ ® A
-
e -a & [ ]
2 o & R N
° . o * /| —s A|o 4
S @ N F::o X H 9
t o
_ T =3 ‘ ° eature map /a °
] ] @ A
—-— b H
™~ _..-". f.f
o 004 ¥ AUC =0.76 £ 0.050 Low MWD score
I I I | I | il ‘Djﬂ D:E D:q .D_IE D:E ]__Iﬂ Il-].‘uIJ.'I|F,.F.'T]—?I]:,_-ZR'{xi,x_,-}I }”l.‘! Ek[x,-,x_,-jl
1 2 3 4 5 6 7 8 8 10 11 12 13 14 15 16 18 20 22 .I.'E-IE‘E DSItWE I'EitE o+ ‘-‘ . S :EEE;'W?E{‘MW
Ch p R ZZk[x..xJ]mirKL. '
romosome o 30

Time
Prediction

PMDA _
ERME-AABHEEER  SAL<ATT-
AR EER BH F 51 E



	スライド番号 1

