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Learn how to plan and run docking studies that stand up to scrutiny. This module walks through
receptor and ligand preparation, binding site identification, protein–ligand and protein–protein
docking strategies, and rigorous scoring, rescoring and validation to deliver decision grade
interaction models for discovery projects.

Protein–Ligand & Protein–Protein Docking
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Help Desk · WhatsApp

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

Session 1 — Docking Concepts, Search & Receptor Preparation Session 2 — Protein–Ligand

Docking Workflows Session 3 — Protein–Protein Docking & Interface Modelling Session 4 —

Scoring, Rescoring & Validation Strategy
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Docking Concepts, Search & Receptor Preparation

Docking problem and search space definition

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

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

Receptor preparation best practices

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

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

Protein–Ligand & Protein–Protein Docking Strategies —
Hands-on
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Binding site identification and grid setup

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

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

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

Protein–Ligand Docking Workflows

Ligand preparation and conformer generation

i o n i z a t i o n  a n d  t a u t o m e r s  s t e r e o c h e m i s t r y  a n d  c h i r a l

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

Docking algorithms and sampling modes

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

i n d u c e d  f i t  o p t i o n s  e n s e m b l e  d o c k i n g  c o n c e p t s

Practical protein–ligand docking pipelines

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

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

S e s s i o n  3
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Protein–Protein Docking & Interface Modelling

Features of protein–protein interfaces

h o t s p o t s  a n d  c o n t a c t  p a t c h e s  s h a p e  a n d

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

c o m p l e x e s

Global vs local protein–protein docking

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

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

PPI docking tools and refinement ideas

http://www.nthrys.com


NTHRYS OPC PVT LTD Protein–Ligand & Protein–Protein Docking Strategies — Hands-on

NTHRYS OPC PVT LTD | smo@nthrys.com | +91 - 8977624748 | www.nthrys.com
A Ministry of Corporate Affairs Incorporated Company

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

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

r e f i n e m e n t

S e s s i o n  4
F e e :  R s  2 8 8 0 0   Apply Now

Scoring, Rescoring & Validation Strategy

Scoring functions and ranking poses

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

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

Rescoring and physics based refinement options

M M  G B S A  a n d  r e l a t e d  a p p r o a c h e s  s h o r t  M D

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

c h e c k s

Validation, benchmarking and reporting of docking studies

e n r i c h m e n t ,  R O C  c u r v e s  a n d  e a r l y  r e c o g n i t i o n

r e p r o d u c t i o n  o f  k n o w n  c o m p l e x e s  p r o t o c o l

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

http://www.nthrys.com

