
NTHRYS OPC PVT LTD Molecular Dynamics for Binding Stability & Pathway Analysis —
Hands-on

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

Learn how to plan, run and interpret molecular dynamics simulations for drug discovery
questions. This module walks through system preparation, equilibration and production runs,
quality checks, binding stability metrics and pathway level interpretation so that MD trajectories
can be turned into clear, defensible design and mechanism insights.

Molecular Dynamics for Binding Stability &
Pathway Analysis
Help Desk · WhatsApp

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

Session 1 — MD Foundations & System Preparation Session 2 — Equilibration, Production & QC

Session 3 — Trajectory Analysis & Binding Stability Session 4 — Mini Capstone: MD-Driven Pathway

Insights
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MD Foundations & System Preparation

Role of MD in modern drug discovery workflows

w h e n  M D  a d d s  v a l u e  b e y o n d  d o c k i n g  t i m e  s c a l e s  a n d

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

o v e r v i e w

Protein–ligand system building basics

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

c o n c e p t s

Solvation, ions and box setup choices

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

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

b a s i c s

S e s s i o n  2
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Equilibration, Production & QC

Minimization and equilibration protocols

e n e r g y  m i n i m i z a t i o n  a n d  r e s t r a i n t  s t r a t e g i e s  N V T  /

N P T  p h a s e s  t e m p e r a t u r e  a n d  p r e s s u r e  c o u p l i n g  p i c k s

Production MD setup for binding studies

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

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

Quick QC plots and stability indicators

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

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

a n a l y s i s

S e s s i o n  3
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Trajectory Analysis & Binding Stability

Core structural stability metrics

R M S D  a n d  R M S F  t r e n d s  r a d i u s  o f  g y r a t i o n  s e c o n d a r y

s t r u c t u r e  o v e r  t i m e

Protein–ligand interaction persistence & stability

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

http://www.nthrys.com
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d i s t a n c e  t r a c e s  w a t e r  n e t w o r k s  a n d  b r i d g i n g

i n t e r a c t i o n s

Pathway and conformational change views

s i m p l e  P C A  /  e s s e n t i a l  d y n a m i c s  p r o j e c t i n g  m o t i o n

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

m e c h a n i s m  h y p o t h e s e s

S e s s i o n  4
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Mini Capstone: MD-Driven Pathway Insights

Designing a short MD study for a ligand–target system

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

Analyzing trajectories for binding stability & pathways

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

c o n f o r m a t i o n a l  s t a t e s  s i m p l e  p a t h w a y  o r  m e c h a n i s m

s t o r y

Deliverables: MD report and design suggestions

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

s t a b i l i t y  &  m o t i o n  c o n c i s e  r e c o m m e n d a t i o n s  f o r

c h e m i s t s

http://www.nthrys.com

