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Build a strong foundation in modern small-molecule drug discovery and cheminformatics. From
the R&D pipeline and target selection to chemical space, molecular properties and in-silico
thinking, this module prepares you for downstream QSAR, virtual screening, docking and
ADMET workflows in later tracks.
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Drug Discovery Landscape & R&D Pipeline

Pharma R&D lifecycle and discovery pipeline

d i s c o v e r y  →  p r e c l i n i c a l  →  c l i n i c a l  a t t r i t i o n  &

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

Target product profiles and modality choices

T P P  &  u n m e t  n e e d  s m a l l  m o l e c u l e s  /  b i o l o g i c s  /

p e p t i d e s  r i s k / b e n e f i t  f r a m i n g

Drug Discovery Fundamentals & Cheminformatics Basics —
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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

Role of in-silico methods in discovery

v i r t u a l  s c r e e n i n g  Q S A R  &  p r o p e r t y  p r e d i c t i o n  A D M E T

&  r i s k  t r i a g e

S e s s i o n  2
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Targets, Ligands & Chemical Space

Target selection and validation concepts

g e n e t i c  &  p a t h w a y  e v i d e n c e  p h e n o t y p i c  v s  t a r g e t -

b a s e d  d r u g g a b i l i t y

Ligand types and binding basics

a g o n i s t  /  a n t a g o n i s t  /  i n h i b i t o r  a f f i n i t y  &  p o t e n c y

s e l e c t i v i t y  &  o f f - t a r g e t s

Chemical space and libraries

f r a g m e n t s  &  s c a f f o l d s  H T S  v s  f o c u s e d  s e t s  d i v e r s i t y

v s  d e p t h

S e s s i o n  3
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Cheminformatics Foundations & Toolchain

Molecular file formats and identifiers

S M I L E S  /  c a n o n i c a l  S M I L E S  I n C h I  /  I n C h I K e y  S D F  /

M O L 2

Basic molecular properties and rules

M W ,  l o g P ,  H B D / H B A  L i p i n s k i  &  V e b e r  r u l e s  a l e r t s  &

r e d  f l a g s

Open-source toolchain overview

R D K i t  ( P y t h o n )  K N I M E  w o r k f l o w s  O p e n  B a b e l  &  C D K
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b a s i c s
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Mini Capstone: From Brief to Design Sketch

Framing a simple discovery problem and constraints

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

Searching and curating a small virtual library

P u b C h e m  /  C h E M B L  c o n c e p t s  b a s i c  f i l t e r s  &  r u l e s

s i m p l e  p r i o r i t i z a t i o n  g r i d

Deliverables: rationale, library sheet and next-step plan

s p r e a d s h e e t  w i t h  k e y  p r o p e r t i e s  o n e - p a g e  d e s i g n

n o t e  l i n k  t o  f u t u r e  Q S A R / V S  m o d u l e s

http://www.nthrys.com

