A

=
(L

X| Briefings in Bioinformatics

A
=

(=13
=1

joll
AIr

3 54

‘A
(=]

Xtofl Al

(Al) 2ZO| i 2.

b

g
[ =

=
o

| - <1
= Cl&X|

ol
PN

A
T

Sof Ao T EAlof

StAl o

3

=)
=

2o 3

YxoE gI|¥oR

g A= 7|CHEC

o= ol 7|

=
=

HI|H =

)

*

7
MX} hERG

o] =
_IEII O%I- 7I:l

A
=

GFES Y THANA

i[x

o HIZNS
= Wols

=}
=

5|
=0

M

oF

Ho

J

hERG(human ether-a-go-go-related gene): &&0A ZE(K+)O|

*

s
=
o
= Of
ALK E
OO =

F
)
|

=
—

Aefof o

E
(Torsades de pointes
L
=

2 A
Al Al Hio
hERG *i

hERG O|-2X|
S A
[eNe) d
O|=X| ¢k

=
[

ot

Mot s o
%250

afof Zx
| o
2]

=
OF
Ol
Al

!
=
I.
H
A

A dE A
&
ol
ALt

<)
UL,
of ElE257|=

E
—
=
A
T
H

olu *© o
Ho ojn = X0

Mds EIhoH|

=
=

Of of2q%

%IZ



-+ — 1 = 7( l:l

| 80| BO| =Ct= ™0l QUL

ATE2 HJREENE FEY = U= 'heRG XME XNoljH| 052 fiet ASX|s 7]
£8 e, 7IE AIXS 2P Bl g2 MM YMES |
wEHE CfH] #3¥ T 3~18% &4hst= O H3UCL

ATE2 7IE hERG XA 0= AFS0HM MEEX 2 tHEF HIOIEHE AS
S

Xss 8ol M StEA[A CHYe =lgtbs 20| Y=diE # OfLEh hERG X5
oF THSHA ZHEEl AIHX[A S Hetsts ZEo| HO[5ty 7|E o5 2ES0 H

= CHE 2230 Hlof 0= =&
ME JHeE ZEO| heRG M'E KXot 2t E
Al B

ULte AMdsS =AAHEZM MUEZ[JL 4 84S

. —
ol HHEHO|Xt 2 AFO|M AT 7| 2 Monte—CarIo dropout o
Ch o 7|&2 o&® otz 452 & Wo|= Dropouts &4 POP01 o Fte 2ZE FEE

o ORI JlE: BHO| 2 GlO|E{UA OIZ0| £20| EE HHE AAR UXS
UEE SHo Bt Y. JIE M NFY DYSOM T & UAH o)X

o =
= =Ch= gd80] UL

a. Data Preparation b. Model Construction c. Model Validation
Data Collecting Pre-training (7. g P(W D, Internal & external validation
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in vitro validation
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IC50 : > 100 yM IC50 2 8 uM
BayeshERG score 0.091 BayeshERG score : 0.856
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IC50 631)1M 1C50: 0.8 yM
BayeshERG score 0.871

1C50 : > 100 uM IC50 : 0.14 uM
BayeshERG score : 0.056 BayeshERG score : 0.991
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