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Build practical skills in ligand based pharmacophore modeling and 3D alignment, from
identifying key interaction features to building, validating and applying pharmacophore
hypotheses. You will work through conformer generation, alignment strategies and screening
workflows to design focused libraries and support hit expansion and early lead optimization.

Pharmacophore Modeling & 3D Alignment
Help Desk · WhatsApp

S e s s i o n  I n d e x

Session 1 — Pharmacophore Concepts & Feature Types Session 2 — Conformers, Alignments &

Hypothesis Building Session 3 — Pharmacophore Screening & Scoring Session 4 — Mini Capstone:

From Actives to Pharmacophore Screen

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

Pharmacophore Concepts & Feature Types

Pharmacophore theory and applications

l i g a n d  b a s e d  d e s i g n  h i t  e x p a n s i o n  s c a f f o l d  h o p p i n g

Pharmacophore feature definitions

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

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

Toolchain overview for pharmacophores

R D K i t  p h a r m a c o p h o r e  f e a t u r e s  o p e n  s o u r c e  v i e w e r s
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b a s i c  p r o j e c t  s e t u p
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Conformers, Alignments & Hypothesis Building

Conformer generation for ligand sets

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

c o n f o r m e r s  e n e r g y  w i n d o w s

3D alignment strategies

p a i r w i s e  a n d  m u l t i  l i g a n d  a l i g n m e n t  s h a p e  a n d

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

Building initial pharmacophore hypotheses

c o m m o n  f e a t u r e  e x t r a c t i o n  e d i t  a n d  r e f i n e

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

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

Pharmacophore Screening & Scoring

Setting up pharmacophore based screens

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

e n s e m b l e s

Scoring, ranking and enrichment checks

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

e a r l y  r e c o g n i t i o n  t h i n k i n g

Visual inspection and hypothesis refinement

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

w i t h  c h e m i s t s

http://www.nthrys.com
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Mini Capstone: From Actives to Pharmacophore Screen

Build a pharmacophore from a small active set

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

Run a screening workflow on a compound collection

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

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

Deliverables: pharmacophore model, aligned hits and workflow

notebook

p h a r m a c o p h o r e  f i l e  h i t  l i s t  w i t h  p o s e s  r e p r o d u c i b l e

s c r i p t  o r  w o r k f l o w

http://www.nthrys.com

