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Bring together the ideas from the cheminformatics, ADMET and safety modules into one
integrated project. You will scope a realistic case, organise a curated dataset, apply QSAR and
virtual screening concepts at a high level, summarise ADMET and safety flags, and produce a
concise, traceable project pack suitable for internal review and learning. No synthesis, purchasing
or regulatory advice is covered.
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S e s s i o n  I n d e x

Session 1 — Project Scoping & Dataset Assembly Session 2 — Descriptors, QSAR Ideas &

Screening Flow Session 3 — ADMET Flags, MPO Style Views & Safety Notes Session 4 —

Capstone Packaging, Review & Reflection
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Project Scoping & Dataset Assembly

Selecting a realistic cheminformatics case theme

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

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

i n  s i l i c o

Assembling and curating a starting dataset (conceptual)

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

s t a n d a r d i s a t i o n  a n d  Q C  i d e a s  m e t a d a t a  a n d  s i m p l e
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l i n e a g e  n o t e s

Planning the overall project flow and milestones

f r o m  d a t a  c u r a t i o n  t o  s u m m a r y  p a c k  i n p u t s ,

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

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

S e s s i o n  2
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Descriptors, QSAR Ideas & Screening Flow

Descriptor and feature choices at a high level

s i m p l e  0 D – 2 D  d e s c r i p t o r  c o n c e p t s  p r o p e r t y  a n d

f i n g e r p r i n t  s t y l e  v i e w s  f e a t u r e  a w a r e n e s s  a n d

l i m i t a t i o n s

QSAR and model use at concept level (non advisory)

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

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

o f  o u t p u t s

High level virtual screening and prioritisation flow

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

s h o r t l i s t s  ( c o n c e p t u a l )  n o  p r o c u r e m e n t  o r  s y n t h e s i s

d e c i s i o n s

S e s s i o n  3
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ADMET Flags, MPO Style Views & Safety Notes

Summarising ADME related properties and flags responsibly

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

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

o u t p u t s

http://www.nthrys.com


NTHRYS OPC PVT LTD Capstone End-to-End Cheminformatics Project — Hands-on

NTHRYS OPC PVT LTD | smo@nthrys.com | +91 - 8977624748 | www.nthrys.com
A Ministry of Corporate Affairs Incorporated Company

MPO style multi property summaries (idea level only)

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

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

Safety oriented narrative notes (educational, non regulatory)

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

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

S e s s i o n  4
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Capstone Packaging, Review & Reflection

Assembling the end to end project pack

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

Creating figures, tables and short report for internal use

d a t a  c u r a t i o n  a n d  Q C  s u m m a r y  Q S A R  a n d  s c r e e n i n g

o v e r v i e w  p l o t s  A D M E T  a n d  s a f e t y  f l a g  t a b l e s

Deliverables & reflection on good practices and limits

c u r a t e d  d a t a s e t  a n d  p r o j e c t  n o t e b o o k  P D F / H T M L

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

e t h i c s

http://www.nthrys.com

