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Learn how to design, score and prioritize small molecule libraries that are both chemistry realistic
and project relevant. This module focuses on focused and diverse library strategies,
multiparameter profiles, synthesis feasibility signals and practical design quality assessment
(DQA) so that project teams receive libraries they can actually progress.
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S e s s i o n  I n d e x

Session 1 — Library Design Strategies & Chemotypes Session 2 — Scoring, Ranking &

Multiparameter Profiles Session 3 — Synthesis Feasibility, Retrosynthesis & DQA Session 4 — Mini

Capstone: Library Design & Prioritization
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F e e :  R s  8 8 0 0   Apply Now

Library Design Strategies & Chemotypes

Roles of libraries across discovery stages

H T S ,  f r a g m e n t ,  f o c u s e d  a n d  f o l l o w  u p  s e t s  h i t

e x p a n s i o n  v s  e x p l o r a t o r y  l i b r a r i e s  l i b r a r y  o b j e c t i v e s

a n d  c o n s t r a i n t s

Chemotypes, scaffolds and enumeration basics

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

r u l e s  a n d  p a t t e r n s  c h e m i c a l  s p a c e  c o v e r a g e  v s  f o c u s
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Diversity, similarity and property space views

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

a n d  s w e e t  s p o t s  b a l a n c i n g  n o v e l t y  w i t h  k n o w n  s p a c e

S e s s i o n  2
F e e :  R s  1 1 8 0 0   Apply Now

Scoring, Ranking & Multiparameter Profiles

Scoring functions for library members

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

A D M E T  s c o r e  c o m p o n e n t s  s y n t h e t i c  a c c e s s i b i l i t y

s i g n a l s  a t  h i g h  l e v e l

Multiparameter optimization and MPO style scores

c o m b i n i n g  p r o p e r t i e s  i n t o  M P O  f u n c t i o n s  v i s u a l i z i n g

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

s c o r e s

Ranking, clustering and representative selection

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

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

s y n t h e s i s

S e s s i o n  3
F e e :  R s  1 4 8 0 0   Apply Now

Synthesis Feasibility, Retrosynthesis & DQA

Synthesis feasibility concepts for library design

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

c o m p l e x i t y  s i g n a l s  w h a t  s y n t h e t i c  t e a m s  t y p i c a l l y

f l a g

Retrosynthesis hints and simple feasibility scores

r u l e  b a s e d  a n d  M L  s t y l e  f e a s i b i l i t y  s c o r e s  u s i n g

http://www.nthrys.com
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v e n d o r  a n d  b u i l d i n g  b l o c k  c a t a l o g s  f l a g s  f o r  d i f f i c u l t

f u n c t i o n a l  g r o u p s

Design Quality Assessment (DQA) for libraries

c h e c k l i s t s  f o r  d e s i g n  q u a l i t y  t r a f f i c  l i g h t  v i e w s  f o r

r i s k  d i m e n s i o n s  s u m m a r y  m e t r i c s  f o r  p r o j e c t  r e v i e w

S e s s i o n  4
F e e :  R s  1 8 8 0 0   Apply Now

Mini Capstone: Library Design & Prioritization

Framing a small library brief for a target or series

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

Designing, scoring and filtering a candidate library

e n u m e r a t i o n  o f  a  f o c u s e d  s e t  M P O  s c o r i n g  a n d

d i v e r s i t y  c h e c k s  f e a s i b i l i t y  a n d  D Q A  t r a f f i c  l i g h t s

Deliverables: library proposal and DQA summary

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

a n d  d i v e r s i t y  v i e w s  t w o  t o  t h r e e  s l i d e  l i b r a r y

s u m m a r y  d e c k

http://www.nthrys.com

