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Number of Data
Property
K-Medi hub Public Data*

GPCR

GPCR Assay (Orexin Receptor) Ca++ Agonism Assay 1,000 2,300
GIT-PAMPA 360 5,473

Absorption(A) Permeability
BBB-PAMPA 370 2,000
Human 322 455
Metabolism(M) Metabolic Stability Mouse 306 3,000
Rat 316 24,000
CYP inhibition %of control activity 5,277 13,000
HK-2 Cell inhibition %inhibition 389 ~700

Cytotoxicity(T)

%inhibition (10uM) 271 12,800

hERG Inhibition
1Cs0 (UM) 177 10,500

* from PubChem, ChEMBL, TOXNET, DrugBank, Swiss ADMET etc.



HIOIHICISIE 2R in vitro AMDET MHIA =5

a5 HEs S 2EF0IA) A O[HICIS{E ME MH|A 7Hs S8 |
@ 23 o= (Water)
=4 @ 0|23 &= (pKa) =
orZ B A @ =HiA == o= (logP)
R @ A% MI[MZ E1tE 0% (Caco-2, MDCK)
ADME%E E+FIIE @ 2ISX|HE F£IHE O Z(PAMPA)
@ =YY EIE 0% (BBB-PAMPA)
ADME ADMEQES 23 | =X 82X @ Plasma Protein Binding (Mouse, human, rat)
== ADMEYE BEZLSH A2 25 S @ BBB Transporter(P-gp 5) 2 Xst: 0=
H i Qg @ Plasma Stability (mouse, human, rat)
ADMESFE CAR 3 @ Microsomal (mouse, human, rat)
Hj A4 OFS [CHA} Gl HYAICHA} QHE A 195, J
= ADMESHE LA 5L HH DA 2H8 8 @ Hepatocyte Stability (mouse, human, rat)
o =4 @ hERG X2 XMdff o|=
- Xdh 0 Z(CYP1A2, CYP2C9, CYP2C19
=M 7l =M @ CYP450 = ' ' '
MO Se CYP2D6, CYP3A4.. 5)
ZAr ol =
=M Toxicity EdToxicity'd 2+ o ﬁ[‘g?ZTeSLE” A=
. =0 o Oﬂ?
= dToxicity
SdToxicityM = 54 @ SLME = (MTT)
Qlitete & (The 24 7) @ 2t2 57 (BaF3 Cell line)
oz otz
kB GPCR @ GPCR MEiY 0% (603 panel assay 7I5)
@ AUC : Area under plasma concentration-time curve
@ Cmax : Maximum plasma concentration
@ Tmax : Time to maximum plasma concentration
okE 8t okE st otz ot utajo|E @ T1/2 : Elimination half-life
@ CL : Clearance
@ V : Volume of distribution
@ F : Bioavailability 6
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