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Practical docking from target prep to minimized poses. Learn clean receptor/ligand preparation,
grid/box design, rigid vs flexible docking, constraints, consensus rescoring, and fast energy
minimization for better pose quality and figures.

Molecular Docking & Energy Minimization
Techniques
Help Desk · WhatsApp

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

Session 1 — Prep: Receptor & Ligands Session 2 — Docking: Rigid/Flexible & Constraints Session 3

— Rescoring & Energy Minimization Session 4 — Mini Capstone: Dock → Minimize → Report

S e s s i o n  1
F e e :  R s  6 3 0 0   Apply Now

Preparation: Receptor & Ligands

Receptor clean-up, protonation and pocket definition

p d b f i x e r  P D B 2 P Q R / p r o p k a  f p o c k e t  g r i d / b o x  s e t u p

Ligand standardization: stereochemistry, tautomers, charges

R D K i t  O p e n  B a b e l  G a s t e i g e r / A M 1 - B C C

Cofactors, waters and metal handling; restraints & exclusions

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

Molecular Docking & Energy Minimization Techniques —
Hands-on

https://wa.me/919014935156
http://www.nthrys.com


Page - 2

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

S e s s i o n  2
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Docking: Rigid/Flexible & Constraints

Search algorithms, parameters and reproducibility settings

A u t o D o c k  V i n a / S m i n a  r D o c k  G O L D *

e x h a u s t i v e n e s s / s e e d s

Flexible side chains & induced fit strategies (overview)

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

( H B / m e t a l )

Pose clustering and diversity control for top-N selection

R M S D - b a s e d  c l u s t e r s  c e n t r o i d  r e p r e s e n t a t i v e s

S e s s i o n  3
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Rescoring & Energy Minimization

Consensus scoring and contact-based sanity checks

V i n a / G O L D / r D o c k  s c o r e s  P L I P  f i n g e r p r i n t s  s t r a i n

f l a g s

Pose relaxation and quick minimization pipelines

M M F F 9 4 / U F F / G A F F  O p e n M M  G R O M A C S  ( s t e e p e s t / C G )

Exporting scenes, tables and 2D diagrams

P y M O L / C h i m e r a X  L i g P l o t +  C S V / T S V  b u n d l e s

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

Mini Capstone: Dock → Minimize → Report

Dock a small set, relax top poses, and assemble a report bundle

http://www.nthrys.com
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T h e o r y  +  P r a c t i c a l

Provenance, parameter files and reproducibility checklist

Y A M L / J S O N  c o n f i g s  C o n d a / M a m b a  Q u a r t o

Deliverables: figures, tables, README & manifest

P D F  C S V / T S V  c h e c k s u m s

http://www.nthrys.com

