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Learn docking the right way for discovery-scale cheminformatics. This module covers end-to-end
protein/ligand preparation, search/exhaustiveness, scoring and consensus rescoring, and
benchmark-driven validation (redocking, cross-docking, decoy sets). You will generate audit-
ready reports with enrichment metrics, pose QC, and reproducible configs.

Docking for Cheminformatics: Benchmarking
& Scoring
Help Desk · WhatsApp

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

Session 1 — Protein & Ligand Preparation Session 2 — Docking Protocols & Parameters Session 3

— Scoring, Consensus & Benchmarking Session 4 — Mini Capstone: Docking Benchmark Report
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Protein & Ligand Preparation

Target structure curation

c h a i n / a l t l o c  s e l e c t i o n  p r o t o n a t i o n / t a u t o m e r s  ( p H )

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

Binding site definition

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

w a t e r s

Ligand prep & QC
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e n u m e r a t i o n  ( s t e r e o / p r o t o )  3 D  c o n f o r m e r s  ( E T K D G )

s t r a i n / f l a g s  &  P A I N S

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

Docking Protocols & Parameters

Search/exhaustiveness & sampling

g e n e t i c / l o c a l  s e a r c h  p o s e  c l u s t e r i n g  c o n s t r a i n t s  &

p h a r m a c o p h o r e s

Protein flexibility & waters

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

c o n s t r a i n t s

Workflow hygiene

d e t e r m i n i s m / s e e d s  r u n t i m e / c a c h i n g

c h e c k p o i n t / r e s u m e

S e s s i o n  3
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Scoring, Consensus & Benchmarking

Scoring families & rescoring

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

M M / G B S A - l i t e  c h e c k s

Benchmark design & metrics

r e d o c k i n g / c r o s s - d o c k i n g  d e c o y s  ( D U D - E - s t y l e )

R O C / P R ,  E F @ 1 % ,  B E D R O C

Pose QC & filters

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

s y n t h e t i c  f e a s i b i l i t y  f l a g s

http://www.nthrys.com
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Mini Capstone: Docking Benchmark Report

Design a benchmark (target + decoys) & execute docking

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

Analyze enrichment & pose quality

R O C / P R  &  E F  c u r v e s  I F P / c o n t a c t s  s u m m a r y

c o n s e n s u s  r a n k i n g

Deliverables

r a n k e d  h i t  l i s t  +  p o s e s  b e n c h m a r k  r e p o r t  ( P D F / H T M L )

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

http://www.nthrys.com

