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Work end-to-end on natural products (NP) and phytochemicals with the right informatics. This
hands-on module covers dereplication (formula/adduct logic, MS/MS library search), molecular
networking, NP-likeness/scaffold analysis, stereochemistry & conjugates
(glycosides/terpenoids), bioactivity annotation, and reproducible curation workflows for
discovery and nutraceutical R&D.

Cheminformatics for Natural Products &
Phytochemicals
Help Desk · WhatsApp

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

Session 1 — NP Data, Curation & Stereochemistry Session 2 — Dereplication & Molecular

Networking Session 3 — NP-Likeness, Scaffolds & Bioactivity Maps Session 4 — Mini Capstone:

From Extract to Candidates

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

NP Data, Curation & Stereochemistry

Sources & ontologies

C O C O N U T ,  N P  A t l a s ,  C h E B I  t a x o n o m i c  &  b o t a n i c a l

m e t a d a t a  b i o a c t i v i t y  &  a s s a y  t a g s

Curation specifics for NPs

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

Cheminformatics for Natural Products & Phytochemicals —
Hands-on
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s t e r e o c e n t e r s  &  m a c r o  s t e r e o c h e m i s t r y

ID & normalization

S M I L E S / I n C h I  f o r  N P s  t a u t o m e r s / a d d u c t  n o t e s

v e n d o r / c o l l e c t i o n  m a p p i n g

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

Dereplication & Molecular Networking

Formula/adduct-aware dereplication

e x a c t  m a s s  &  i s o t o p e s  [ M + H ] +  /  [ M − H ] −  h e u r i s t i c s

l i b r a r y / M S / M S  s e a r c h

Molecular networking (GNPS-style)

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

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

Feature → structure triage

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

t e m p l a t e s

S e s s i o n  3
F e e :  R s  2 4 8 0 0   Apply Now

NP-Likeness, Scaffolds & Bioactivity Maps

NP-like space & scaffolds

s c a f f o l d  t r e e s / r i n g s  N P - l i k e n e s s  s c o r e  c h e m o t y p e

t a g g i n g

Bioactivity & pathway context

t a r g e t / m e c h a n i s m  l i n k s  a s s a y  h a r m o n i z a t i o n

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

Synthesis/derivatization ideas

http://www.nthrys.com
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s e m i - s y n t h e t i c  d e r i v a t i v e s  d e - g l y c o s y l a t i o n

s t r a t e g i e s  I P / n o v e l t y  f l a g s  ( l i t e )

S e s s i o n  4
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Mini Capstone: From Extract to Candidates

Build an extract → derep → network → shortlist pipeline

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

Reporting & deliverables

c a n d i d a t e  l i s t  +  N P - l i k e n e s s  n e t w o r k  &  d e r e p  r e p o r t

m e t a d a t a  p a c k  ( t a x o n o m y / a s s a y s )

Optional next steps

s e m i - s y n t h e s i s  p r o p o s a l s  i n  s i l i c o  A D M E T  s c r e e n  I P

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

http://www.nthrys.com

