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Lead Optimization
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Target Enablement
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Product Licenses and Token Usage %

for Schrodinger Release 2025-1

Advanced

# of Token(s)

1,8

8

Shape Membrane

AutoQSAR

Screening Permeability

3

r [
Jaguar-pKa
S

SiteMap

Macro-pKa FEP+ WaterMap Desmond IFD-MD
Jaguar Active . . MS
Spectroscopy Learning e M Maestro

Main Protocol

Protein Preparation ( Protein-Protein Docking )
( Ligand Designer ) Antibody Structure Prediction
( Membrane Permeability (+QikProp) ) Antibody Humanization
( Covalent Docking ) Residue Scanning

( IFD-MD )




Advanced Technologies (Require Additional Licenses)
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Small Molecule Drug Design
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CASE STUDY

Hit to development
candidate in 10 ,
months: Rapid
discovery of a novel,
potent MALT1 inhibitor

Digital chemistry platform provides scale and accuracy to drive
high precision molecular design

A ST

78

total compounds
synthesized in lead series

compounds
computationally evaluated

to discovery of
development candidate

8.2 billion ‘ ‘ 10 months

66

The ability to leverage the
computational platform
to rapidly identify not just
one, but several novel, :;I‘;iram Schrédinger proprictary
highly potent series with program, smatmeteete
well-balanced properties
is unique in my many years
experience in industry.”

— Zhe Nie, Project Lead
Executive Director, Medicinal Chemistry,
Schrédinger Therapeutics Group

MALTT1, protease

Relapsed or refractory
B-cell lymphoma, chronic
lymphocytic leukemia

Phase 1 clinical trial

14 @) Schrodinger




CASE STUDY

Design of a novel,
potent CDCY7 inhibitor
development

candidate with high
ligand efficencyand 7
optimized properties

Use of a digital chemistry platform facilitates efficient multi-parameter
optimization of selectivity, cell potency, and toxicity at scale

24K 226 25 months

compounds scored with rigorous total compounds to discovery of
physics-based modeling synthesized development candidate

Through large-scale chemical
space exploration with our
digital platform, the team was
able to overcome several key
program challenges, including ;;I‘;ira"‘ 2?2;‘?3?5;2?52?5?&.2
a potential liability in the lead '

series. A quick pivot led to the
discovery of SGR-2921, which s
the most potent CDC7 inhibitor
reported to date and possesses
strong drug-like characteristics.’

CDC7, kinase

Hematological cancers and
solid tumors

»

Phase 1 clinical trial

— Adam Levinson
Director, Medicinal Chemistry
Schrédinger Therapeutics Group
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