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Master peptide & macrocycle informatics from sequence design to structure-aware screening.
This hands-on module covers cyclization strategies (head-to-tail, side-chain, stapling),
conformation sampling and property prediction (permeability, polarity, proteolysis), macrocycle
descriptors, and docking/MD-lite evaluation. You will ship a reproducible pipeline to
enumerate, filter, and prioritize peptide/macrocycle candidates with synthesis-aware constraints.

Peptide & Macrocycle Informatics: Design &
Screening
Help Desk · WhatsApp

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

Session 1 — Building Blocks, Cyclization & Enumeration Session 2 — Conformations, Descriptors &

Permeability Session 3 — Docking/Scoring & MD-lite Stability Session 4 — Mini Capstone: Library →

Shortlist

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

Building Blocks, Cyclization & Enumeration

AAs & non-canonical units

L / D  a m i n o  a c i d s  N - m e t h y l ,  β / γ - A A s  l i n k e r s  &  s p a c e r s

Cyclization strategies

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

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

Enumeration & constraints
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S M A R T S  r u l e s  p o s i t i o n - s p e c i f i c  l i b r a r i e s  s y n t h e s i s -

a w a r e  f i l t e r s

S e s s i o n  2
F e e :  R s  2 3 8 0 0   Apply Now

Conformations, Descriptors & Permeability

Conformational sampling

d i s t a n c e  g e o m e t r y  /  E T K D G  l o w - m o d e  /  t o r s i o n  s c a n s

s o l v e n t - a w a r e  p r u n i n g

Macrocycle descriptors

P M I  /  3 D  s h a p e  t P S A  /  H B D / H B A  ( e x p o s e d )  i n t r a - H

b o n d s  /  c h a m e l e o n i c i t y

Permeability & stability

C a c o - 2  h e u r i s t i c s  p r o t e a s e  s i t e  f l a g s  s e r u m  s t a b i l i t y

h i n t s

S e s s i o n  3
F e e :  R s  2 6 8 0 0   Apply Now

Docking/Scoring & MD-lite Stability

Pose generation for macrocycles

c o n f o r m e r  →  d o c k i n g  i n d u c e d - f i t  ( l i t e )  c o n s t r a i n t

d o c k i n g  ( h o t s p o t s )

Scoring & rescoring

c o n s e n s u s  s c o r 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 t r a i n / e n t r o p y  n o t e s

MD-lite stability checks

s h o r t  r e l a x  s i m u l a t i o n s  H - b o n d  &  R M S D  t r a c e s

b i n d i n g  m o d e  p e r s i s t e n c e

http://www.nthrys.com
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Mini Capstone: Library → Shortlist

Build an enumerate → sample → score → shortlist pipeline

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

Developability & synthesis awareness

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

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

Deliverables

r a n k e d  s h o r t l i s t  ( C S V )  p o s e s  &  M D - l i t e  p l o t s

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

http://www.nthrys.com

