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Learn how to clean, standardize and document chemical data so that it is consistent, reusable and
FAIR. You will practice structure normalization, identifier alignment, metadata capture and
simple registry style workflows to support robust cheminformatics, ADMET and safety analytics
across projects.

Data Curation, Standardization & FAIR
Chemistry
Help Desk · WhatsApp

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

Session 1 — Chemical Data Quality & Curation Foundations Session 2 — Standardization,

Normalization & Identifiers Session 3 — Metadata, Registries & FAIR Chemistry Workflows Session

4 — Mini Capstone: FAIR Ready Cheminformatics Dataset
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F e e :  R s  8 8 0 0   Apply Now

Chemical Data Quality & Curation Foundations

Why chemical data quality matters for analytics

i m p a c t  o n  Q S A R ,  V S  a n d  A D M E T  r e p r o d u c i b i l i t y  a n d

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

Common issues in raw chemical datasets

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

i n c o n s i s t e n t  f i e l d s  s t r u c t u r e  a n d  I D  m i s m a t c h e s

Data Curation, Standardization & FAIR Chemistry —
Hands-on
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Conceptual workflow for chemical data curation

i n g e s t  a n d  p r o f i l i n g  c l e a n ,  s t a n d a r d i z e ,  d o c u m e n t

v e r s i o n  a n d  s h a r e  s a f e l y

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

Standardization, Normalization & Identifiers

Chemical structure standardization concepts

s a l t s ,  m i x t u r e s ,  t a u t o m e r s  i d e a s  c h a r g e  a n d  v a l e n c e

c h e c k s  s t r u c t u r e  n o r m a l i z a t i o n  f l o w

Identifiers and cross links (conceptual overview)

S M I L E S ,  I n C h I ,  I n C h I K e y  i n t e r n a l  v s  e x t e r n a l  I D s

m a p p i n g  t a b l e s  a n d  c h e c k s

Normalization of assay and property fields

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

s i m p l e  Q C  s u m m a r i e s

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

Metadata, Registries & FAIR Chemistry Workflows

Metadata for chemical and assay datasets

w h o ,  w h a t ,  w h e n ,  h o w  f i e l d s  s i m p l e  t e m p l a t e s  a n d

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

Registry style thinking (high level, conceptual)

u n i q u e  k e y s  f o r  s t r u c t u r e s  h i s t o r y  a n d  v e r s i o n

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

FAIR chemistry principles applied in practice (overview)

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

http://www.nthrys.com
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f o r m a t s  r e u s a b l e  w i t h  c l e a r  c o n t e x t
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Mini Capstone: FAIR Ready Cheminformatics Dataset

Clean and standardize a small chemical dataset

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

Apply identifiers, metadata and simple registry ideas

s t r u c t u r e  a n d  I D  a l i g n m e n t  t a b l e  m e t a d a t a  a n d  Q C

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

Deliverables: FAIR style dataset bundle and short note

c u r a t e d  d a t a  f i l e  R E A D M E  a n d  m e t a d a t a  t e m p l a t e

P D F / H T M L  d e s c r i p t i o n  s u m m a r y

http://www.nthrys.com

