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Design robust QSAR/QSPR feature spaces and validation strategies that generalize. This module
focuses on principled feature selection, collinearity control, leakage prevention, and
reproducibility practices. You will implement end-to-end, audit-ready pipelines with nested cross-
validation, proper reporting, and artifacts for reuse.

Feature Selection & Model Reproducibility for
QSAR/QSPR
Help Desk · WhatsApp

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

Session 1 — Data Hygiene & Collinearity Control Session 2 — Filter/Wrappers/Embedded &

Dimensionality Reduction Session 3 — Validation: Nested CV, Leakage & Stability Session 4 — Mini

Capstone: Reproducible FS Pipeline

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

Data Hygiene & Collinearity Control

Pre-FS checks & filters

m i s s i n g n e s s  &  i m p u t a t i o n  v a r i a n c e / n e a r - z e r o

v a r i a n c e  s c a l i n g / n o r m a l i z a t i o n

Collinearity diagnostics

c o r r e l a t i o n  m a t r i c e s  V I F  t h r e s h o l d s  c l u s t e r - b a s e d

p r u n i n g
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Train/test hygiene

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

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

S e s s i o n  2
F e e :  R s  1 5 8 0 0   Apply Now

Filter/Wrappers/Embedded & Dimensionality Reduction

Filter methods

u n i v a r i a t e  t e s t s  m u t u a l  i n f o r m a t i o n  m R M R

Wrappers & embedded

R F E / R F E C V  B o r u t a / S H A P  L a s s o / E l a s t i c  N e t

Dimension reduction

P C A / P L S  U M A P  f o r  E D A  t a r g e t s  &  s c a l i n g  e f f e c t s

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

Validation: Nested CV, Leakage & Stability

Leakage-safe pipelines

P i p e l i n e / C o l u m n T r a n s f o r m e r  f i t / t r a n s f o r m

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

Model selection the right way

n e s t e d  c r o s s - v a l i d a t i o n  g r o u p e d  C V  b o o t s t r a p

s t a b i l i t y

Sanity checks & AD

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

S e s s i o n  4
F e e :  R s  2 2 8 0 0   Apply Now
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Mini Capstone: Reproducible FS Pipeline

Build: filter → FS → model → validate

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

Report & artifacts

c o n f i g  Y A M L / J S O N  r a n d o m  s e e d s  &  e n v  l o c k

m o d e l / F S  c a r d s

Deliverables

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

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

http://www.nthrys.com

