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Compound report
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No. DruMAP ID Animal Tissue Route Dase
(ME/KE

AUCO-t 136 ng-h/mL NIBIOHN

AUCinf 151 ng-h/mL NIBIOHN

186 ng/mL NIBIOHN

.59 h NIBIOHN

0000210800-01 g

le-Dawley rat plasma iv
8.25 C 132 ng/mL 18.1 NIBIOHN

10800-01 male Spragu 1
- — ‘ 9.5 C 93.7 ng/mL 9.95 NIBIOHN
777%7.“0) ON/OFF Em ) a i 48.5 ng/mL 3.75 NIBIOHN
Eiénit 2 [C 16.9 ng/mL 1.77 NIBIOHN
© |0 =150 _ng-h/m
AllCinf 2220 no.h/mi
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Activities (prediction)

Oinclude related com

DruMAP ID

DI1)0000210800-00
D1j0000210800-00
DIJ0000210800-00
D1j0000210800-00
DIJ0000210800-00
D1j0000210800-00
D1J0000210800-00
DI1)0000210800-00
DIJ0000210800-00
D1)0000210800-00
D1J0000210800-00
DI1)0000210800-00
DIJ0000210800-00
DI1j0000210800-00
DIJ0000210800-00
DI1)0000210800-00

Oinclude related compounds

DruMAP ID

DI)0000210800-00
DI)0000210800-00
DIJ0000210800-00

pounds

Animal
human
human
rat

rat
mamma
human
human
human
human
human
human
human
human
none
human

human

Parameter
hepatic
IC50

IC50

Compound report

Tissue

plasma

plasma

plasma

plasma

brain

liver microsome
none CYP1A2
none CYP2C9
naone CYP2D6
none CYP3A4
kidney

kidney

kidney

none

Caco-2 cell

whole body

Molecule Value
hERG 9870
Cavil.2 21008

Molecule

Unit

nM

nM

Parameter
fu,p
fu,p.class
fu,p
fu,p.class
fu,brain
Clint.class
CYP.probability
CYP.probability
CYP.probability
CYP.probability
CLr

fe.class
CR_type.class

Sol(7.4).class

Papp(AtoB).class

1.85

Low
Secretion
Low

High

High

L/h/kg
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@ Add rule E3Add group |
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rUMAP ID \ Example | | Clear

Assay type .

Organism Jump to:| 1 GO

Tissue Previous n 2|3 |4 |5 w18 | Next miiﬁﬁy‘ﬁbiio

Molecule Showing 1 to 25 of 446 entries (filtered from 527,495 total entries)
Shpv Route
D Dose nd name Japanese name Assay type Organism Tissue Molecule Route Dose (mgikg) Time (h) F
pyb| e bpurine SULHT RFUS  invitro human LLC-GAS-COL150 cell P-gp 3 2 !
pyg| Parameter TRILTF in vitro human LLC-GA5-COL150 cell P-gp 3 2 ]
DIo lline FTAITLU in vitro human LLC-GA5-COL150 cell P-gp 3 2 t
Dyjo| AXtivity Value (Clash)  florothiazide EROZ0O00F 72K invitro hurnan LLC-GAS5-COL150 cell P-gp 3 2 ]
DIjof So ole vo=FV-) in vitro human LLC-GA5-COL150 cell P-gp 3 2 t
DIJ0000036300-00 Riluzole )L —IL in vitro human LLC-GA5-COL150 cell P-gp 3 2 !
D1J0000036901-00 Nitrofurantoin —kOJZ> B2 invitro human LLC-GAS5-COL150 cell P-gp 3 2 !
DIJ0000037401-01 Guanabenz acetate DFFHRAEFIE  invitro human LLC-GA5-COL150 cell P-gp 3 2 ?
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Activity search

®RIAE SR A%
Assay type in vitro, in vivo, physicochemical, prediction, toxicity
Organism human, pig, rat, mammal, rodent, none
Tissue brain, heart, liver, lung, muscle, plasma, Caco-2 cell, etc.
Molecule CYP1A2, CYP2C9, CYP2D6, CYP3A4, hERG, P-gp, etc.
Route iv, po
Dose [<=>] value
Time [<=>] value
Parameter Clint, fu,p, fu,brain, Rb, t1/2, logD (7.4), fu,p.class, etc.

Activity value

[<=>] value

Activity value (class)

High, Midium, Low, Medium-High, Stable, Unstable, etc.

Source

NIBIOHN, RIKEN, public, CTD, DruMAP prediction




Activity search

fll: CLint < 5 ug/ml T source 7' NIBIHN OF—2%iR%,

Activity search
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Activity search

Source v | = | NIBIOHN v

Parameter v | = | CLint (uL/min/mg) v

ACthity — = @\

RRIABHS || BIREHS || IRFEE | example | | clear ¢
Activity value || < &BIRL (|5 ZAH . . [
2RIRLEY, || 9. LEd., |- - . . . Search 22')v VL &7,

Showing 1 to 25 of 141 entries (filtered from 527,495 total entries)

©Add rule B Add group

@ Delete

m - DEEE

Show 25 # |entries

anese name Assay type Organism Tissue Molecule Route Dose (mg/ks)
P

Time (h) Parameter Value Unit Source

in vitro human liver microsome CLint UL/mMIn7T N
ULIF7 > in vitro human liver microsome CLint pL/min/mg NIBIOHN
ULI7 > rat liver microsome CLint

A
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New prediction

1. Draw molecules or select a file.
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2. Select prediction parameters.
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Parameter Organism/Cell Type Output Accurac
Low (< 10 pg/mL) Accur
2 class g
High (> 10 pg/mL) Kapp:
urac
3%
e pos
Regr 0.6
Rat appaé
Rat R
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New prediction
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Prediction

1. Draw molecules or select a file.
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N Copy as MOL

(o] Copy as MOL V3000
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T Copy as Scalar Vector Graphics
W Paste MOL or SDF or SMILES
2

Enter 1D (auto fill SMILES if blank)

No molecules

2. Select prediction parameters.

Parameter Organism/Cell Type Output
g yp p
CLy Human Regression Value
Low (< 0.3
fe.Class Human 2 class Fov ]

Medium-High (> 0.3)

Reabsorption
CR_type.class Human 3 class Secretion
F
Intermediate

mol, sdf, SMILESZ~N—AN9 D

CEHTEET,

sdf ZRAALIEEHTEEFT,

Accuracy Reference
In higher range of (more than 0.0612 L/h/kg), 70.5% of samples were fell in within 2-fold Watanabe et
error al’

Kappa: 0.49
Balanced accuracy: 0.74

Kappa: 0.32

Balanced accuracy: 0.70, 0.58 and 0.68 in Reabsorption, Intermediate and Secretion,

respectively

Watanabe et
al.’

Watanabe et
al.’

Method

RF®
PLS
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Mordred'®
PaDEL"!
Mordred '
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New prediction
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Parameter Organism/Cell | Type Output
*Low (< 10 pg/mL)
Sol(7.4).class 2 class *High (> 10 pg/mL)
*Low (0.001-0.05)
fup-class Human 3 class *Medium (0.05-0.2)
*High (0.2-1.0)
fup Human Regression | Value
*Low (0.001-0.05)
fup-class Rat 3 class *Medium (0.05-0.2)
*High (0.2-1.0)
fup Rat Regression | Value
fu brain Mammal Regression | Value
Stable (< 20 pl/min/mg)
CLit.class Human 3 class *Moderate (20-300 pl/min/mg)
*Unstable (> 300 pl/min/mg)
CLint Human Regression | Value




New prediction

Parameter Organism/Cell | Type Output
CYP.probability Human Probability | Value (1A2, 2C9, 2D6, 3A4)
CYP.site Human Site Site (1A2, 3A4)
Low (< 10™ cm/s)
Papp(AtoB).class Caco-2 2 class High (> 10° cm/s)
Papp(AtoB) LLC-PK1 Regression | Value
sLow (< 1.4)
NER.class LLC-PK1 3 class *Medium (1.4-9.5)
*High (> 9.5)
*Low (0-0.2)
F..class Human 3 class *Medium (0.2-0.7)
*High (0.7-1.0)
CL, Human Regression | Value
*Low (< 0.3)
fo.class Human 2 class -Medium-High (> 0.3)
*Reabsorption
CR_type.class Human 3 class *Secretion
*Intermediate
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