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Explore how cheminformatics can be applied to natural products and their semi-synthetic analogs.
You will work with natural product style datasets, annotate structures and scaffolds, and examine
simple derivatization and analog design concepts in silico to support discovery and property
optimization, without performing laboratory synthesis guidance.

Cheminformatics for Natural Products &
Derivatization
Help Desk · WhatsApp

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

Session 1 — Natural Products Space & Data Foundations Session 2 — Structures, Scaffolds &

Annotation for Naturals Session 3 — Analog Design, Derivatization & Profiling Session 4 — Mini

Capstone: Natural Product Series Pack

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

Natural Products Space & Data Foundations

Natural products in discovery (conceptual overview)

s t r u c t u r a l  d i v e r s i t y  a n d  c o m p l e x i t y  p r i v i l e g e d  m o t i f s

a n d  s c a f f o l d s  s e m i  s y n t h e t i c  a n a l o g s  i d e a

Data sources and formats for natural products (high level)

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

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

Cheminformatics for Natural Products & Derivatization —
Hands-on
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Simple views of natural products chemical space

p r o p e r t y  d i s t r i b u t i o n s  ( c o n c e p t u a l )  N P  l i k e  v s

s y n t h e t i c  l i k e  r e g i o n s  s e r i e s  a n d  f a m i l i e s  o f  i n t e r e s t

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

Structures, Scaffolds & Annotation for Naturals

Handling complex natural product structures (idea level)

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

r e p r e s e n t a t i o n  c o n c e r n s  c o n s i s t e n c y  c h e c k s

c o n c e p t u a l l y

Scaffold and fragment views for natural products

c o r e  v s  d e c o r a t i o n  t h i n k i n g  m o t i f  a n n o t a t i o n

( i n f o r m a l )  f a m i l i e s  a n d  c l u s t e r s

Simple annotation of origin and context (non lab)

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

t a g s  ( o v e r v i e w )  l i n k i n g  t o  r e f e r e n c e  m e t a d a t a

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

Analog Design, Derivatization & Profiling

Analog and derivatization thinking (non procedural)

s i t e  o f  m o d i f i c a t i o n  i d e a s  d e c o r a t i o n  v s  c o r e

c h a n g e s  s i m p l e  c h e m o t y p e  e x p l o r a t i o n

In silico property and similarity profiling of NP analogs

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

p a r e n t  a n d  s e r i e s  d i s t r i b u t i o n  v i e w s  ( c o n c e p t u a l )

Communicating NP analog and derivatization options (high level)

http://www.nthrys.com
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m a p s  o f  a n a l o g  s e t s  s i m p l e  p r i o r i t i z a t i o n  t a b l e s  n o n

p r e s c r i p t i v e  s u g g e s t i o n  n o t e s

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

Mini Capstone: Natural Product Series Pack

Assemble and annotate a small natural product style series

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

Create scaffold, analog and property overview views (in silico

only)

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

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

Deliverables: natural product series informatics summary pack

c u r a t e d  d a t a s e t  s n a p s h o t  p l o t s  a n d  s c a f f o l d

d i a g r a m s  P D F / H T M L  n a r r a t i v e  o v e r v i e w

http://www.nthrys.com

