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WHAT MAKES A GooD B10-IsoSTERIC FRAGMENT?

Good distance

Known GABA,

ACTIVE2 Good angle
SEARCH GEOMETRY
DATABASE OF 200,000 FRAGMENTS «
FROM COMMERCIAL COMPOUNDS Disallowed
atom types
TYPE OF ATTACHMENT
~N
Aromatic C only
trigonal N allowed ~ allowed
SCORE
ELECTROSTATICS
ALTERNATIVE & Electrostatics of fragment can affect Join fragments to retained portions to
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2D Sm0.553 2D Sm0.535

2DSm0.516

2D Sim 0.469
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fieldstere”

BIO-ISOSTERE SEARCH

electrostatics of whole molecule e.g. create new molecule before scoring

SCAFFOLDS GIVE Vi SHAPE electron withdrawing, donating etc.. electrostatics.
BRAIN STORMING » DIFFERENT « SCREENING
SELECTIVITY
PROFILES

SYNTHESISABILITY
Can the molecules suggested to be
made?

Provide fragments from real compounds,
filter based on chemical stability, size and
frequency of occurrence
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THOUGHT PROVOKING
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KNOWN ACTIVES
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