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Target Validation and
Structure Enablement

e Structure Enablement

- Homology Modeling
- Experimental Structure Refinement
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> Product : Active Learning Glide, Virtual
Screening Web Service
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> Product: Phase
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> Product : Shape Screening (GPU)
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> Product : FEP+, WScore
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> Product: LigPrep
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> Product : Epik
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> Product: ConfGen, MacroModel
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> Product : Core Hopping, R-Group Enumeration, > Product: Ligand Designer, LiveDesign
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> Product : LiveDesign
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> Product : AutoQSAR, DeepAutoQSAR
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> Product : Membrane Permeability
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> Product: QSite

MULTI-PARAMETER OPTIMIZATION
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* CNS Activity

*HumanOralAbsorption

* HERG K+ channel blockage

* Brain/Blood Partition coefficient

* MDCK cell permeablility (nm/s)

* Binding to HSA

* Maximum transdermal transport rate

> Product: QikProp
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Structure Enablement

CHEE complexE 0IF 5k JHMEH0 L& 7[Eke| drug designE 7+sSHA| &LICt
185 HEE AlE2l0|ME Sdif MZ2 drug-like molecule?| HHE
IHSEHA EoEM XN SEHS P > AUSLICH

Homology Modeling

do
rot

2 9I%t Homology Modeling
REH J59 Y2E 280t AAH o= AAE EX O homology models g

> Product: Prime

Experimental Structure Refinement

Nelg 4 9l RES S| Szt B 2 7E 4
x AX Ol o ) N
AE YL Y Structure-based drug discoveryE {8l X-ray 2%
ZHEHSE EE Eof QutHol 1R 2X|E +Hotn TZE Dt Yoot 245t 8 Jts
AMElg £ Q= all-atom protein model 443 .
+A|ETM at-atomp 4gst0] > Product : PrimeX
=& Mo Hote Sy

\

Product : Protein Preparation Wizard

Cryo-EM T Z0f|A 2|ZtE X JHM

cryoEM 2| o] GlideE M&5t04
chtE-2|2te 58 71X M Jts

> Product: Glide




SAEl 227 JdtbelY X HE

M2 chE-2|ZEE complex 0l% ¥ Homology Model 7| M
=2 e 9| induced-fit docking }IEZ2E AFEBI0] =1t
et

|

FROIHXIES 718 e So #EX = A &ote &

o

=

BHE1 9| side-chain®| RSEAE E4
o

T [ =}
S

iz

grel 7 8 2 o=

> Product: IFD-MD, FEP+
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> Product : SiteMap > Product : Desmond

Hydration Site & Cryptic Binding Site
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Idea Generation
Expert Modeling
Assay Tracking
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Linux, Windows, Mac %
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