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Acquire practical skills in designing, building and validating QSAR/QSPR models for potency,
ADMET and physicochemical properties. Starting from curated datasets and descriptor matrices,
you will explore linear and nonlinear algorithms, internal and external validation strategies,
applicability domain assessment and best practices for transparent, reproducible and regulatory-
aware QSAR workflows.

QSAR / QSPR Modeling & Validation
Help Desk · WhatsApp

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

Session 1 — QSAR/QSPR Concepts & Data Preparation Session 2 — Model Building: Linear &

Nonlinear Methods Session 3 — Validation & Applicability Domain Session 4 — Mini Capstone: End-

to-End QSAR/QSPR Model

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

QSAR/QSPR Concepts & Data Preparation

Foundations of QSAR/QSPR modeling

e n d p o i n t  d e f i n i t i o n s  Q S A R  v s  Q S P R  a p p l i c a b i l i t y  &

l i m i t s

Dataset assembly and curation

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

o u t l i e r s  a n d  n o i s e

Train/validation/test strategy
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r a n d o m  v s  r a t i o n a l  s p l i t s  t i m e  a n d  s e r i e s  a w a r e

s p l i t s  c l a s s  b a l a n c e  c h e c k s

S e s s i o n  2
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Model Building: Linear & Nonlinear Methods

Classical QSAR and regression models

M L R  /  P L S  l o g i s t i c  m o d e l s  r e g u l a r i z e d  l i n e a r  m o d e l s

Machine learning QSAR/QSPR

R a n d o m  F o r e s t  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

Hyperparameters and feature handling

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

o v e r f i t t i n g  w a r n i n g  s i g n s
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F e e :  R s  1 4 8 0 0   Apply Now

Validation & Applicability Domain

Internal and external validation metrics

R ²  /  Q ²  /  R M S E  R O C - A U C  /  a c c u r a c y  Y  r a n d o m i z a t i o n

c h e c k s

Applicability domain concepts and methods

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

d e s c r i p t o r  s p a c e  c o v e r a g e

Guidelines and reporting expectations

O E C D  Q S A R  p r i n c i p l e s  ( h i g h  l e v e l )  t r a n s p a r e n c y  o f

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

S e s s i o n  4

http://www.nthrys.com


NTHRYS OPC PVT LTD QSAR / QSPR Modeling & Validation — Hands-on

NTHRYS OPC PVT LTD | smo@nthrys.com | +91 - 8977624748 | www.nthrys.com
A Ministry of Corporate Affairs Incorporated Company

F e e :  R s  1 8 8 0 0   Apply Now

Mini Capstone: End-to-End QSAR/QSPR Model

From curated descriptors to validated model

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

Build, tune and test a QSAR/QSPR model

t r a i n / v a l i d a t i o n / t e s t  w o r k f l o w  A D  a n d  Y - s c r a m b l i n g

c h e c k s  p r e d i c t i o n  f o r  n e w  c o m p o u n d s

Deliverables: model file, metrics sheet and short QSAR summary

n o t e b o o k  o r  s c r i p t  C S V  w i t h  p r e d i c t i o n s  P D F / H T M L

m o d e l  r e p o r t

http://www.nthrys.com

