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Develop end to end QSAR skills starting from classical Hansch and Free–Wilson formulations
through to modern ML based QSAR models. This module focuses on chemically sensible
descriptor use, statistically sound model building, applicability domain, and transparent reporting
that can survive peer review and regulatory scrutiny.

Classical QSAR — Hansch Free Wilson &
ML QSAR
Help Desk · WhatsApp

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

Session 1 — Classical QSAR Foundations (Hansch & Free–Wilson) Session 2 — Linear Model

Building, Validation & Domain Session 3 — ML QSAR: Nonlinear Models & Best Practices Session 4

— Mini Capstone: Build, Validate & Report a QSAR
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F e e :  R s  8 8 0 0   Apply Now

Classical QSAR Foundations (Hansch & Free–Wilson)

Historical perspective and QSAR problem framing

o r i g i n  o f  Q S A R  s t r u c t u r e  a c t i v i t y  r e l a t i o n s h i p s  w h e n

Q S A R  i s  a p p r o p r i a t e

Hansch analysis concepts

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

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

Classical QSAR — Hansch, Free–Wilson & ML QSAR —
Hands-on

https://wa.me/919014935156
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Free–Wilson analysis and substituent constants

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

t o  m o d e r n  f r a g m e n t  b a s e d  d e s i g n

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

Linear Model Building, Validation & Domain

Regression setup and dataset partitioning

t r a i n i n g  v s  t e s t  v s  e x t e r n a l  s e t  r e s p o n s e  s c a l i n g  /

l o g  t r a n s f o r m s  d e a l i n g  w i t h  a s s a y  n o i s e

Internal validation and statistics

R ² ,  a d j u s t e d  R ² ,  R M S E  Q ² ,  c r o s s  v a l i d a t i o n  s c h e m e s

Y  r a n d o m i z a t i o n  c h e c k s

Applicability domain and outlier analysis

l e v e r a g e  p l o t s  ( W i l l i a m s )  i n f l u e n t i a l  p o i n t s  r e p o r t i n g

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

S e s s i o n  3
F e e :  R s  1 4 8 0 0   Apply Now

ML QSAR: Nonlinear Models & Best Practices

From linear QSAR to ML QSAR

w h e n  l i n e a r  m o d e l s  b r e a k  d o w n  n o n l i n e a r i t y  a n d

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

Common ML QSAR algorithms

R a n d o m  F o r e s t  a n d  g r a d i e n t  b o o s t i n g  S V M  a n d  k N N

Q S A R  s i m p l e  n e u r a l  n e t w o r k s

Best practices and pitfalls in ML QSAR

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

http://www.nthrys.com
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e x t e r n a l  t e s t  d i s c i p l i n e
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Mini Capstone: Build, Validate & Report a QSAR

Selecting a dataset and framing the QSAR objective

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

Implementing a complete QSAR workflow

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

a n d  d o m a i n  c o m p a r i s o n  o f  l i n e a r  v s  M L  m o d e l

Deliverables: QSAR report and deployment ready model files

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

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

http://www.nthrys.com

