Discover better

quality molecules,

faster with FEP+

FEP+ is Schrédinger's proprietary, physics[baseq‘ HEE
energy perturbation‘technology for eomputationally
predicting protein-ligand-binding at an accuracy

matching experimental methods, across broad

chemical space.

N7
KN

Explore vast
chemical space and
reduce costs

Leverage FEP+ as an accurate, digital
binding affinity assay to drive rapid

in silico design cycles and focus
experimental efforts on only the highest
quality ideas.
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Improve
molecular profiles,
efficiently

Optimize multiple properties
simultaneously, including potency,
selectivity, and solubility, to improve the
profile and developability of small and
large molecules.

Pursue novel
chemistry with
confidence

Synthesize novel and challenging
chemistry with a high degree of
confidence through prospective
application of FEP+.




Automated workflows to drive real-world discovery

Access a diverse set of FEP+ workflows that cover design scenarios common in drug discovery programs:

Predict change of Score diverse small
affinity and selectivity molecules to enrich hits
for structural in virtual screens
modifications

of small molecules

Facilitate Predict selectivity
macrocyclization and through protein residue
fragment linking to mutation between on
improve affinity and and off targets
selectivity

Proven impact across a broad range of
applications

FEP+ offers industry-leading accuracy, with predicted binding affinities generally
within one kcal/mol of experimental values, as demonstrated through numerous
published studies.
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Predict ligand kinetic
and thermodynamic
solubility

Engineer biologics for
affinity and stability

Enabling technology
that fits your
organization’s needs

Industry-Leading Software Platform

Deploy digital drug discovery workflows
using a comprehensive and user-friendly
platform for molecular modeling, design,
and collaboration.

Research Enablement Services

Leverage Schrodinger's team of expert
computational scientists to advance your
projects through key stages in the drug
discovery process.

Scientific and Technical Support

Access expert support, educational
materials, and training resources designed
for both novice and experienced users.
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