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Apply everything learned in structural bioinformatics, docking and molecular dynamics to a
single coherent project. This capstone walks through scoping a realistic problem, selecting targets
and inputs, planning workflows, running modeling and simple dynamics style analyses and
packaging the results into a reproducible report and presentation suitable for academic or industry
review.
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S e s s i o n  I n d e x

Session 1 — Scoping, Targets & Inputs Session 2 — Workflow & Modeling Plan Session 3 —

Execution, Analysis & Checks Session 4 — Final Report, Slides & Repro Pack
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F e e :  R s  8 8 0 0   Apply Now

Scoping, Targets & Inputs

Define a realistic structural modeling question

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

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

o u t p u t s  e x p e c t a t i o n

Gather sequences, structures and experimental context

s e q u e n c e  v a r i a n t s  a n d  d o m a i n  b o u n d a r i e s  P D B  o r
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A l p h a F o l d  l i k e  m o d e l s  a s  s t a r t i n g  p o i n t s  k n o w n

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

Decide modeling depth vs time and compute budget

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

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

m i l e s t o n e  s k e t c h  f o r  p r o j e c t

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

Workflow & Modeling Plan

Design an end to end modeling workflow outline

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

c o m p l e x  g e n e r a t i o n  i d e a s  M D  s t y l e  e q u i l i b r a t i o n  a n d

p r o d u c t i o n  c o n c e p t s

Choose key analyses and readouts in advance

R M S D ,  c o n t a c t s  a n d  s i m p l e  e n e r g y  v i e w s  b i n d i n g  s i t e

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

c o m p a r i s o n  p l a n

Plan directory layout, naming and tracking for reproducibility

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

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

b a s e d  a u t o m a t i o n  i d e a s
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Execution, Analysis & Checks

Run modeling, docking and basic dynamics style steps

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

t r a j e c t o r i e s  f o r  s t a b i l i t y  v i e w s  c a p t u r e  r u n s ,

p a r a m e t e r s  a n d  s e e d s  i n  n o t e s

http://www.nthrys.com
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Perform core analyses and sanity checks on outputs

t i m e  s e r i e s  f o r  R M S D  a n d  k e y  d i s t a n c e s  i n t e r a c t i o n

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

a n d  q u a l i t y  c h e c k s

Compare conditions, ligands or variants against objectives

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

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

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

Final Report, Slides & Repro Pack

Draft a structured report telling the project story

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

Prepare figures, tables and slides for presentation

k e y  s t r u c t u r e  a n d  t r a j e c t o r y  s n a p s h o t s  c o m p a r i s o n

c h a r t s  a c r o s s  s y s t e m s  c l e a r  t a k e a w a y  m e s s a g e s  f o r

e a c h  f i g u r e

Assemble the reproducible project pack for handover

n o t e b o o k s  o r  s c r i p t s  w i t h  i n s t r u c t i o n s  i n p u t  a n d

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

i m p r o v e m e n t s

http://www.nthrys.com

