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Build practical skills in working with chemical databases and identifiers. Starting from public
sources such as PubChem and ChEMBL, you will learn how to retrieve, merge, de-duplicate and
normalize compounds, assign stable identifiers and create registration-ready libraries for QSAR,
ADMET and screening workflows.
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Chemical Databases Landscape & Schemas

Major chemistry resources and use cases

P u b C h e m  /  C h E M B L  /  C h E B I  v e n d o r  l i b r a r i e s  i n -

h o u s e  d a t a b a s e s

Data models, entities and relationships

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

m e t a d a t a  f i e l d s
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Toolchain and basic access

w e b  U I  a n d  R E S T  A P I s  P y t h o n  c l i e n t s  s i m p l e  S Q L

v i e w s
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Querying & Integrating Public Repositories

Search strategies and filters

s u b s t r u c t u r e  /  s i m i l a r i t y  p r o p e r t y  f i l t e r s  a c t i v i t y

b a s e d  q u e r i e s

Bulk download and parsing workflows

S D F  /  C S V  e x p o r t s  c o m p r e s s i o n  a n d  c h u n k s

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

Merging multi-source compound sets

I D  m a p p i n g s  s c h e m a  a l i g n m e n t  b a s i c  F A I R  c h e c k s
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Registration, IDs & Normalization Rules

Internal identifiers and primary keys

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

Normalization and de-duplication logic

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

d e t e c t i o n

Audit trails and change tracking

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

r e p o r t s

http://www.nthrys.com
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Mini Capstone: Clean, Linked Compound Set

Create a small registration-ready compound collection

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

Apply merge, normalization and ID assignment workflow

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

r e f e r e n c e s

Deliverables: normalized table, mapping file and short QC

summary

C S V  t a b l e s  I D  m a p p i n g  f i l e  n o t e b o o k  o r  s c r i p t
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