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Build AI-assisted medicinal chemistry workflows that prioritize the right compounds faster.
This hands-on module teaches active learning for design–make–test–analyze (DMTA),
uncertainty quantification, acquisition strategies for single/multi-objective optimization, and
human-in-the-loop review. You will ship a closed-loop pipeline that proposes compounds under
synthesis-aware constraints and learns from each experimental round.

AI-Assisted Medicinal Chemistry & Active
Learning
Help Desk · WhatsApp

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

Session 1 — DMTA, Data & Baselines Session 2 — Uncertainty, AD & Lifecycle Session 3 —

Acquisition & MPO Strategies Session 4 — Mini Capstone: Closed Loop
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F e e :  R s  1 9 8 0 0   Apply Now

DMTA, Data & Baselines

Design–Make–Test–Analyze (DMTA) loop

c a m p a i g n  f r a m i n g  l a b e l s  &  a s s a y  Q C  b i a s  &  l e a k a g e

c h e c k s

QSAR baselines & featurization

E C F P / p h y s c h e m / 3 D  ( l i t e )  l i n e a r / R F / X G B

s c a f f o l d / t i m e - a w a r e  C V
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Toolchain & orchestration

R D K i t ,  s c i k i t - l e a r n ,  P y T o r c h  m o d A L / A L i P y  ( A L )

n o t e b o o k s  +  c o n f i g s

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

Uncertainty, Applicability Domain & Model Lifecycle

Uncertainty quantification (UQ)

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

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

Applicability domain (AD) & drift

d i s t a n c e / k n n  d e n s i t y  f e a t u r e  &  l a b e l  d r i f t  r e t r a i n

t r i g g e r s

Labeling strategies & HIL review

e x p e r t  l o o p  &  o v e r r i d e s  E L N / L I M S  h o o k s  ( l i t e )  a u d i t

&  p r o v e n a n c e
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Acquisition Functions & Multi-Objective (MPO)

Exploration vs exploitation policies

E I / U C B / T h o m p s o n  ε - g r e e d y / u n c e r t a i n t y  p i c k

b a t c h / b a l a n c e d  A L

MPO & constraints

P a r e t o / w e i g h t e d  s u m s  A D M E T  &  s e l e c t i v i t y  s y n t h e s i s

&  B B  c o v e r a g e

Campaign patterns

H T S  t r i a g e  &  f o l l o w - u p s  H T E  p l a t e  d e s i g n s  d i v e r s i t y

q u o t a s
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Mini Capstone: Closed-Loop AL Campaign

Simulate budgeted AL rounds with an oracle

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

Evaluation & reporting

e n r i c h m e n t  @ k  &  h i t  r a t e  P a r e t o  f r o n t  &  M P O  s c o r e

c h e m i s t - r e a d a b l e  r a t i o n a l e

Deliverables

r o u n d - w i s e  p i c k s  ( C S V )  p l o t s  &  d e c i s i o n  c a r d s

c o n f i g s / n o t e b o o k s  f o r  r e r u n s

http://www.nthrys.com

