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Schrodinger's approach to physics-based antibody analysis and design: modeling of
antigen-antibody complexes with disordered epitopes
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BIOLOGICS BY
DESIGN

Cutting-edge software for
modeling different types of
biologics, including monoclonal
antibodies, vaccine antigen&
enzymes, and peptides

ANTIBODY MODELING

e Reliable structure prediction from
sequence

e Automated intuitive workflows

e Advanced ab initio CDR loop prediction
using PRIME

e Antibody humanization by CDR grafting

Regularly updated and curated antibody

database

LIABILITY PREDICTION

Rapid protein surface analysis
Protein aggregation prediction with
AggScore

Chemical liability prediction

e QSAR analysis for biologics

ADVANCED PROTEIN
ENGINEERING

¢ /nsilico mutagenesis and scoring

e Cysteine scanning and design of disulfide
bridges

e Protein FEP+ for prediction of relative free
energy changes

e Fusion protein linker design

PROTEIN DOCKING

¢ Well-validated docking code, PIPER

e Proven track record in community-wide
blind prediction competitions

e Antibody and Standard (Protein or
Nucleic Acid) modes

e Protein-Peptide docking

COMPREHENSIVE PROTEIN
MODELING

e Advanced tools for sequence alignment,
with extensive annotation options

e Complete set of homology modeling
tools, including both rapid and
high-accuracy methods

e Easytointerpret protein structure quality
analysis

¢ Residue-based analysis of energies,
solvent-accessible surface areas, and
hydropathy

¢ Molecular Dynamics simulation using
Desmond
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URL: www.schrodinger.com/schrodinger—kk

Email: info—japan@schrodinger.com
Tel: 03-4520-7090

SCHRODINGER.
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