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Build practical skills in pharmacophore modeling for ligand and structure based design. This
module covers pharmacophore concepts, feature definition, hypothesis generation and alignment,
validation with actives/decoys and pharmacophore based virtual screening so that you can design
and defend campaigns for hit discovery, expansion and scaffold hopping.

Pharmacophore Modeling — Hypothesis
Generation & Validation
Help Desk · WhatsApp

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

Session 1 — Pharmacophore Concepts & Feature Types Session 2 — Hypothesis Generation &

Alignment Session 3 — Pharmacophore Screening & Enrichment Session 4 — Mini Capstone: End-

to-End Pharmacophore Campaign

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

Pharmacophore Concepts & Feature Types

Role of pharmacophores in discovery workflows

l i n k  b e t w e e n  l i g a n d s  a n d  t a r g e t s  o r t h o g o n a l  t o  Q S A R

a n d  d o c k i n g  h i t  f i n d i n g  a n d  s c a f f o l d  h o p p i n g

Pharmacophore feature definitions and chemistry

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 s ,

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

Pharmacophore Modeling — Hypothesis Generation &
Validation — Hands-on

https://wa.me/919014935156
http://www.nthrys.com
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v e c t o r s

Ligand based vs structure based pharmacophores

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

c o m p l e x e s  h y b r i d  a p p r o a c h e s  a n d  u s e  c a s e s

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

Hypothesis Generation & Alignment

Selecting actives and preparing input for models

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

a n d  l a b e l s  t a u t o m e r s ,  p r o t o n a t i o n  a n d  3 D  c o n f o r m e r s

Ligand alignment and common pharmacophore hypotheses

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

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

f e a t u r e s

Structure based pharmacophore derivation

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

p a t t e r n  g u i d e d  f e a t u r e  c h o i c e  m a p p i n g  t o  k n o w n  S A R

t r e n d s

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

Pharmacophore Screening & Enrichment

Preparing libraries and search settings

3 D  c o n f o r m e r  e n s e m b l e s  f e a t u r e  t o l e r a n c e s  a n d

d i s t a n c e s  e x c l u s i o n  v o l u m e  o p t i o n s

Running pharmacophore based virtual screening

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

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

http://www.nthrys.com
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Enrichment analysis and hypothesis refinement

a c t i v e s / d e c o y s  b a s e d  e n r i c h m e n t  m e t r i c s  f e a t u r e

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

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

Mini Capstone: End-to-End Pharmacophore Campaign

Designing a pharmacophore campaign for a target

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

Building, validating and deploying a hypothesis

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

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

i d e a s

Deliverables: hypothesis file, screening hits and summary

p h a r m a c o p h o r e  m o d e l  e x p o r t  p r i o r i t i z e d  h i t  l i s t

( C S V )  o n e  p a g e  r e p o r t  f o r  p r o j e c t  t e a m s

http://www.nthrys.com

