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Build trustworthy ADMET & toxicity prediction models that accelerate medicinal chemistry
while reducing late-stage attrition. This hands-on module covers endpoint design and data
curation, classification/regression modeling, panel-based risk scoring, uncertainty estimation, and
applicability domain — all delivered as reproducible pipelines suitable for audit and reuse.
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S e s s i o n  I n d e x

Session 1 — Endpoints, Data & Curation Session 2 — ADMET Modeling & Imbalance Session 3 —

Toxicity Panels, AD & Uncertainty Session 4 — Mini Capstone: Risk Triage Pipeline
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Endpoints, Data & Curation

ADMET endpoints & study design

a b s o r p t i o n / p e r m e a b i l i t y  ( C a c o - 2 / M D C K )  m e t a b o l i s m

( C Y P  i n h i b i t i o n / i n d u c t i o n )  t o x  ( D I L I / h E R G / A m e s )

Data sources & QC

s t a n d a r d i z a t i o n  ( t a u t o m e r s / s a l t s )  d e d u p  &

a g g r e g a t i o n s  u n i t / t h r e s h o l d  h a r m o n i z a t i o n

Feature spaces

d e s c r i p t o r s  ( 0 D – 3 D )  f i n g e r p r i n t s  ( E C F P )  t a s k - s p e c i f i c

ADMET & Toxicity Prediction — Hands-on

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

f e a t u r e s

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

ADMET Modeling & Imbalance

Algorithms & calibration

l o g i s t i c / R F / X G B o o s t  r e g r e s s i o n  f o r  c l e a r a n c e / l o g S

p r o b a b i l i t y  c a l i b r a t i o n

Imbalanced learning & metrics

c l a s s  w e i g h t s / S M O T E  P R - A U C / R O C - A U C / F 1  t h r e s h o l d

t u n i n g

Cross-validation & splits

s c a f f o l d / t i m e - a w a r e  s p l i t s  n e s t e d  C V  l e a k a g e

p r e v e n t i o n
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Toxicity Panels, Applicability Domain & Uncertainty

Toxicity endpoints & panels

h E R G / A m e s / S k i n S e n s / D I L I  m u l t i - t a s k  s e t u p s

c o n s e n s u s / r u l e  f i l t e r s

Applicability Domain (AD)

d i s t a n c e / l e v e r a g e  ( W i l l i a m s )  d e n s i t y / n e a r e s t

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

Uncertainty & interpretation

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

p e r m u t a t i o n / S H A P

http://www.nthrys.com
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Mini Capstone: Risk Triage Pipeline

Build: ingest → model → AD/uncertainty → triage

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

Decisioning & reporting

t r a f f i c - l i g h t  p a n e l  r i s k  m o d e l / A D  c a r d s  c o n f i g  +

s e e d s  +  e n v

Deliverables

r a n k e d  c o m p o u n d s  w /  r i s k  b a n d s  u n c e r t a i n t y  &  A D

s u m m a r y  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

http://www.nthrys.com

