ToxGPS Read-Across
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ToxGPS In Silico Tools
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+ Bacterial reverse mutagenesis
+ Invitro chromosome aberration
+ In vivo micronucleus

+  Mouse tumorigenicity
+ Rat tumorigenicity
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Metabolism
+ ChemTunes liver metabolizer
+ Liver metabolic reactivity
+  Skin metabolic reactivity

Genetic Toxicity Dermal Toxicity

Skin sensitization (hazard, potency)
+ Skin sensitization AOP assays
+ Skin irritation Global

+Skin irritation (hybride rules)

ChemTunes

Carcinogenicity Other

« Acute toxicity for consumer products
(categorical)
= Acute toxicity general (LD50)
= ToxCAST assays (TGF, ER, etc.)

ToxGPS
Express

Target Organs

+ Human DILI (MOA)

+ Humana DILI (Global)

+ Mammalian Liver

« Liver toxicity rules,
steatosis, etc.

DART
+  DART decision tree

Bioavailability + Cleft palate formation

+ Skin permeability (logKp)

+ Human instestinal absorption
+ Plasma protein binding

+ Blood brain barrier

+  Skin permeability (hybrid rules)

Black: MoA models in ToxGPS; Green: Al/ML models; Blue: rule
base

MOAETILEIL—ILAR—REMA B HETHERRBHT Ik
NLZEEHHT RO EHAFT7TO—F

EFSA. US FDA. NIHS JapanED ERFE . BLUERY
AFTO®RIETOD IR

L&Y TaT774) T FIL—T, BLURFEIZELS.
BEM. £YEHN. BIURBIRBELIMED ST
LEELTOT7A Y
(ToxPrint. (L RIG M., FE. HLUHRED
4 :DNA/Z2 s N OB EDFES .
ZIEVEERFHDIL—ILETS5—F

LEMDHMEDin silico FF

TERAT-TOTFAL5—
TTC S 7—o70—1E

o

o

o

ERRA D EFHERETD I
LE—

Cramer ¥R F— L

o AYTFIL, HiER, {EIECramer
SEEIZ &K BToxTreeDEE

Munro B U EHADIEA A EDI

B

ABSOT4THI)—KRIE e

Molecular Properties

BFELVYEEZIIFE - 25 FHE
(22) B LUK A F (8)
EFHZHTALF (4) - £HEF, HOMO,
LUMO, HOMO/LUMO F+4w >

FFIENE DLEW [ F 5 T D/=0 DX A1 Z1
> TOYACEBTOATr1 /L F T

Atoms
Rot Bonds
HBAcc

~

TPSA

logP
HBD I Heat form
R05 V|oIat l-I-IIII- I EL?I\'XC?
CompIeX|ty HOMO/LUMO

e RXNEOTDRBABEFELKERENIBENHYET,

Molecular Networks-Altamiratt B At [E
BASHELIR
T104-0032 REAFRE/\THE3-19-9 PA/NTIHE

Phone: 03-3553-8030 FAX: 03-3553-8031 E-mail: sales@molsis.co.jp URL: https://www.molsis.co.jp/

(2022/12/01)



	スライド 1: ToxGPS Read-Across
	スライド 2: ToxGPS In Silico Tools

