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Al READY STRUCTURED DATA
O Use CDD Vault’s registration

system to create standardized
datasets.

BIOISOSTERIC SUGGESTIONS

TPSA: 465,
CNS-MPO:5.7

O Improve molecule design and
streamline the development of
new therapies using CDD Vault’s
advanced bioisosteric suggestion
algorithms to suggest drug-like
molecules based on stability.

Warning: links open an external website

O Vault’s bioisosteric suggestion
algorithm will suggest new
fragments for your selected
molecule, with a bias towards
synthesizable results. BI‘

Bioiosostere suggestion results

O CDD Vault makes it easy to focus
on novelty by cross-referencing
bioisostere suggestions versus
molecules already published in
ChEMBL, SureChEMBL, Enamine
or CDD Public databases.

O Customize your bioisostere

suggestion results with predicted
properties and similarity to your
original molecules.

O Easily register suggested
bioisosteres directly into your
Vault for further development of
molecules of interest.

CDD-3111202,
CHEMBL4247592,
SCHEMEBEL358356

Results include references to
external databases for published
molecules
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MW 293.160, LogD: 1.7, LogP: 4.5,
LogS: -56.3, HBD: 1, HBA: 2, RB: 2,
TPSA: 37.3, CNS-MPO: 4.9

Customize results with predicted
properties and easily register
bioisosteres
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ENHANCED SEARCHING

O Use Vault’s advanced Al search to
rapidly search compounds similar
to yours in ChEMBL, SureChEMBL,
Enamine and CDD Public
databases safely from the CDD
Vault servers.

O CDD Vault’s Al search results group

similar structures by scaffold and LN
allow for a variety of properties to . Similarity settings

be viewed for further analysis.

Minimum number of hits per collection:

Above ~ 287 hits with this scaffold .
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Download bioisostere results
Filter by fragment: All / None _
Launch CDD Al Tools m or cancel

' Q Suggest bioisosteres using deep learning similarity
Bioisosteric suggestions ® % £
@ Find ChEMBL, patented, and commercial molecules using deep learning similarity

= Launch Visualization
Filter by fragment: All / Non

Use Al Tools directly in

Download results or push them CDD Vault molecule editor Learn more at
collaborativedrug.com

into Visualization on any virtual molecule

or contact us at
info@collaborativedrug.com
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