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ADMET Predictor ADMET 

ADMET Predictor 6

Physicochemical and Biopharmaceutical (PCB) Metabolism Toxicity 

ADMET Predictor 

24 ADMET Risk TM 

HTPK Simulation 

ADMET 

Modeler 

QSAR/QAPR MedChem Studio 

R Matched Molecular Pairs 

Analysis (MMPA)  de novo  

ADMET Predictor ?
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Customizeable star plots

Advanced text & structure query options Distribution, scatter, & 3D plots

Aromatic nitro flagged for Ames mutagenicity

ADMET Predictor 9.5 

: 

 

(Esterase UGT AOX)

Ames

BSE OCT2 2

BCRP

Pipeline Pilot KNIME

Ames

ADMET Modeler

  

  

  Q-Q

MedChem Designer

pKa

Solubility vs. pH logD vs. pH 

HTPK

  - %Fa  %Fb

  - Cp-time

- 
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ADMET

16
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NEW
Models!

Physicochemical and Biopharmaceutical (PCB) 

PCB .

ADMET Predictor 9.5  solubility. vs. pH BCS

Adinazolam 4

1-4  

pH

pKa

pKa 7.56 pH

1 3 4

pH5

Biopharmaceut ica l  C lassi f icat ion 

System (BCS) 

16 BCS
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Predicted to be substrate
for CYP 2C19 and 3A4

Predicted to be a UGT substrate 
for 3 out of 9 isoforms

Predicted intrinsic clearance is 
higher for CYP 3A4 than 2C19 

3A4

2C19

NEW Models!

Metabolism 

Metabolism .

CLint
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ADMET Predictor

Km Vmax

MedChem Designer

AOX_Substr AOX_Sites 

AOX MedChem 

Designer 

Metabolism 
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Toxicity

ADMET Predictor

Toxiciity

HTPK Simulation

HTPK Simulation #1 /PBPK

ADME in vivo

 (Fa%) Cmax Tmax AUC

 (F%)

 (Vd)

 (Ceff)  (D)

9 ACAT™

Advanced Compartmental Absorption and 

Transit

in vitro

PBPK 16

Vd
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ADMET ModelerTM

ADMET Modeler -

ADMET Predictor

ADMET Predictor

3

ADMET Predictor

ADMET Predictor 2D

300 ab initio

EEM Electronegativity Equalization Method Hückel

ANN SVM KPLS

MLR

  3

  

  ADMET Predictor DELTA

ADMET Predictor

S+lop
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x

100 33

ADMET Risk Filter

ADMET Risk

World Drug Index (WDI) 2,000

Cutoff WDI

10%

  Absorption Risk - h-

  CYP Risk - CYP

  TOX Risk -  hERG

   Global ADMET Risk

  

4D Data Mining

ADMET Predictor

OATP1B1

OATP1B1
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MedChem Studio™  - 

ADMET Predictor 9.5 Extended-Connectivity Fingerprint (ECFP) Internal fin-

gerprints (MACCS) Unbranched fragments Ring systems

 “Keys”

SMART Key 

String IC50

428 PI3K

Key_23 428

115 PI3K-plC50

pIC50 PI3K IC50

  Extended-Connectivity Fingerprint

EFCP

  

  

IC50

MedChem Studio

  MCS

.

  

.

  QSAR

.

  .

  Murcko Frameworks .

MedChem Studio 718 BACE1 27

. 243 .

. 

. pIC50 .

.
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MedChem Studio™ Module - Matched Molecular Pairs

SAR

Matched molecular pairs (MMP)

MMP

MMP  (MMPA)

 

MedChem Studio SMIRKS

 “Combinatorial Transform…” 

“Find Subsets using R-groups” 2 R- . 

R1=R2=H R4=CH3 534 489 . 

R3 R5 SAR .


