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Learn how to organise and review compound libraries from a cheminformatics perspective. You
will explore diversity and chemical space concepts at a high level, use simple selection and
enrichment ideas, and prepare concise views that support screening ready and focused library
decisions without giving any synthesis or procurement guidance.
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S e s s i o n  I n d e x

Session 1 — Library Concepts & Strategy Overview Session 2 — Chemical Space & Diversity Views

Session 3 — Selection, Enrichment & Prioritisation Session 4 — Mini Capstone: Library Design &

Enrichment Brief
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Library Concepts & Strategy Overview

Types of libraries and high level strategy

s c r e e n i n g ,  f o c u s e d  a n d  f o l l o w  u p  s e t s  b r o a d  v s

t a r g e t e d  c o v e r a g e  i d e a s  s e r i e s  a n d  s c a f f o l d  b a s e d

v i e w s

Basic inputs for library design discussions

s t r u c t u r e s  a n d  k e y  p r o p e r t i e s  s i m p l e  a n n o t a t i o n
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f i e l d s  a s s a y  a n d  p r o j e c t  c o n t e x t  s n a p s h o t s

High level objectives for library design work

c o v e r a g e  o f  i d e a s  a n d  c h e m o t y p e s  r e a s o n a b l e

p r o p e r t y  p r o f i l e s  c l e a r  a n d  c o n c i s e  s u m m a r i e s

S e s s i o n  2
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Chemical Space & Diversity Views

Simple representations of library chemical space

p r o p e r t y  d i s t r i b u t i o n s  c o n c e p t u a l l y  s c a t t e r p l o t s  a n d

m a p  s t y l e  v i e w s  r e g i o n s  o f  i n t e r e s t  a n d  g a p s

Diversity and similarity thinking at series level

f i n g e r p r i n t  b a s e d  s i m i l a r i t y  i d e a s  c l u s t e r s  a n d

n e i g h b o u r h o o d s  o v e r v i e w  s i m p l e  m e a s u r e s  o f  s p r e a d

a n d  o v e r l a p

Scaffolds, subseries and coverage views (conceptual)

c o r e  a n d  d e c o r a t i o n  b a s e d  g r o u p i n g  r e p r e s e n t a t i o n

o f  s u b s e r i e s  c o v e r a g e  o f  c h e m o t y p e  f a m i l i e s
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Selection, Enrichment & Prioritisation

Concepts for selecting subsets from a library

b a l a n c e d  s u b s e t s  v s  m i n i m a l  s e t s  p r o p e r t y  a n d

s c a f f o l d  f i l t e r s  ( i d e a )  s u b s e t s  f o r  p i l o t s  a n d  s c r e e n s

Enrichment views for targets or themes (high level)

a n n o t a t e d  s u b s e t s  a n d  t a g s  s i m p l e  h i t  r a t e  s t y l e

s u m m a r i e s  h e a t m a p  a n d  t a b l e  s t y l e  r e p o r t s
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Library triage and prioritisation narratives (non prescriptive)

r a n k i n g  s u b s e t s  w i t h  c l e a r  c a v e a t s  h i g h l i g h t i n g

s t r e n g t h s  a n d  g a p s  s u g g e s t i n g  f o l l o w  u p  r e v i e w

p o i n t s
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Mini Capstone: Library Design & Enrichment Brief

Prepare a small virtual compound library overview

T h e o r y  +  P r a c t i c a l

Create diversity and chemical space views for the set

p r o p e r t y  a n d  s i m i l a r i t y  p l o t s  s i m p l e  s c a f f o l d  a n d

s u b s e t  m a p s  c o v e r a g e  a n d  g a p  h i g h l i g h t s

Deliverables: library design and enrichment summary pack

o v e r v i e w  t a b l e  o f  c o m p o u n d s  2 – 3  k e y  p l o t s  o r  g r i d s

P D F / H T M L  n a r r a t i v e  b r i e f
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