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Learn end-to-end chemical data sourcing and curation for drug discovery and QSAR workflows.
You will fetch structures and bioactivity metadata from major public repositories, reconcile
identifiers, remove duplicates and salts/solvents, and ship clean QSAR-ready datasets with full
provenance and licensing compliance.

Chemical Databases & Data Curation
(PubChem/ChEMBL/ChEBI)
Help Desk · WhatsApp

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

Session 1 — Public Chemical Repositories & Identifiers Session 2 — Programmatic Access & Bulk

Download Session 3 — Standardization, Dedup & QA/QC Session 4 — Mini Capstone: QSAR-Ready

Dataset
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Public Chemical Repositories & Identifiers

Landscape & data models

P u b C h e m  C I D / S I D  C h E M B L  c o m p o u n d / a c t i v i t y  C h E B I

o n t o l o g y

Identifiers & cross-refs

S M I L E S  /  I n C h I  /  I n C h I K e y  s y n o n y m s  &  r e g i s t r y  I D s

p r o v e n a n c e  &  v e r s i o n i n g

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

c h e c k l i s t
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Programmatic Access & Bulk Download

APIs & clients

P u b C h e m  P U G - R E S T  C h E M B L  w e b  s e r v i c e s  F T P / S D F

d u m p s

Query design & filters

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

s p e c i e s  &  u n i t s

ETL basics

S D F / C S V  t o  p a n d a s  r a t e  l i m i t i n g  &  r e t r i e s  c a c h i n g  &

c h e c k p o i n t s
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Standardization, Dedup & QA/QC

Structure normalization

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

n e u t r a l i z a t i o n

Deduplication & merges

I n C h I K e y - b a s e d  s y n o n y m  c o l l a p s e  c o n f l i c t  r e s o l u t i o n

QA/QC & audit trails

d a t a  d i c t i o n a r i e s  u n i t  h a r m o n i z a t i o n  v a l i d a t i o n

r e p o r t s

http://www.nthrys.com
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Mini Capstone: QSAR-Ready Dataset

Assemble endpoint-specific data (e.g., pIC50)

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

Curation pipeline & export

R D K i t  +  p a n d a s  S M I / S D F / C S V  o u t p u t s  p r o v e n a n c e  l o g

Deliverables

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

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

http://www.nthrys.com

