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Build a working understanding of biotransformation pathways and metabolite prediction in drug
discovery. You will review Phase I/II reactions, enzyme systems, soft spots and reactive
metabolite risks, then apply simple in silico tools and cheminformatics workflows to map likely
pathways, summarize metabolic liabilities and support medicinal chemistry decisions.

Biotransformation Pathways & Metabolite
Prediction
Help Desk · WhatsApp

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

Session 1 — Biotransformation Concepts & Enzyme Systems Session 2 — Metabolic Pathways &

Metabolite Prediction Session 3 — Reactive Metabolites, Soft Spots & Tuning Session 4 — Mini

Capstone: Series Biotransformation Map

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

Biotransformation Concepts & Enzyme Systems

Biotransformation in drug discovery & development

A D M E  a n d  c l e a r a n c e  l i n k a g e  s a f e t y  a n d  e f f i c a c y

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

Phase I & Phase II reactions (high level view)

o x i d a t i o n ,  r e d u c t i o n ,  h y d r o l y s i s  c o n j u g a t i o n  ( U G T ,

S U L T ,  G S T )  q u a l i t a t i v e  p a t t e r n s ,  n o t  e q u a t i o n s

Biotransformation Pathways & Metabolite 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

Enzyme systems and tissue context (concepts)

C Y P  f a m i l i e s  o v e r v i e w  e x t r a h e p a t i c  m e t a b o l i s m  i d e a s

s p e c i e s  a n d  t i s s u e  d i f f e r e n c e s  ( h i g h  l e v e l )

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

Metabolic Pathways & Metabolite Prediction

Common metabolic transformations & pathways

a r o m a t i c  &  a l i p h a t i c  o x i d a t i o n s  d e a l k y l a t i o n  a n d

d e a m i n a t i o n  h y d r o l y s i s  a n d  c o n j u g a t e s

In silico metabolite prediction (practical view)

l i k e l y  s i t e s  o f  m e t a b o l i s m  p r o p o s e d  m e t a b o l i t e

s t r u c t u r e s  r a n k i n g  a n d  p l a u s i b i l i t y  c h e c k s

Visualizing and annotating metabolic pathways

r e a c t i o n - s t y l e  s c h e m e s  p a r e n t – m e t a b o l i t e  t r e e s

s e r i e s - l e v e l  c o m p a r i s o n  v i e w s

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

Reactive Metabolites, Soft Spots & Tuning

Soft spots and metabolic stability concepts

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

b a l a n c i n g  c l e a r a n c e  a n d  e x p o s u r e

Reactive metabolites & safety considerations (high level)

b i o a c t i v a t i o n  m o t i f s  ( c o n c e p t u a l )  c o v a l e n t  b i n d i n g

i d e a s  s t r u c t u r a l  r i s k  f l a g s

Qualitative tuning strategies for metabolism

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

http://www.nthrys.com
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l e v e l  d e s i g n  s u g g e s t i o n s

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

Mini Capstone: Series Biotransformation Map

Predict likely metabolites for a small series

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

Assemble a qualitative biotransformation map

p a r e n t – m e t a b o l i t e  s c h e m e s  s o f t  s p o t  &  l i a b i l i t y  f l a g s

s e r i e s  c o m p a r i s o n  s n a p s h o t

Deliverables: pathway figure & short metabolism note

i m a g e  o r  s l i d e  o f  p a t h w a y s  t a b l e  o f  k e y  m e t a b o l i t e s

P D F / H T M L  n a r r a t i v e  s u m m a r y

http://www.nthrys.com

