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Create trustworthy, searchable, and compliant chemical datasets. This hands-on module
teaches structure standardization (salts/tautomers/protonation/valence), ID generation
(SMILES/InChI), duplicate detection & merge rules, and registration workflows (business
rules, lots/batches, audit trails) that power discovery, QSAR, and regulatory reporting. You will
ship reproducible QC/QA pipelines aligned to FAIR principles.

Data Quality, Standardization & Chemical
Registration
Help Desk · WhatsApp

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

Session 1 — Structure Standardization Foundations Session 2 — Identifiers, Matching & Dedupe

Session 3 — Registration Workflows & Audit Session 4 — Mini Capstone: QC/QA & Registry

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

Structure Standardization Foundations

Normalization strategies

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  &  c h a r g e

n o r m a l i z a t i o n  v a l e n c e  &  a r o m a t i c i t y  m o d e l s

Stereochemistry & isotopes

c h i r a l  f l a g s / u n s p e c i f i e d  c e n t e r s  E / Z  n o r m a l i z a t i o n

m i x t u r e s  &  p o l y m e r s  ( b a s i c s )

Data Quality, Standardization & Chemical Registration —
Hands-on

https://wa.me/919014935156
http://www.nthrys.com
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Pipelines & configs

s t a n d a r d i z e r  r u l e s e t s  u n i t  t e s t s  &  g o l d e n  s e t s

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

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

Identifiers, Matching & Dedupe

Canonical IDs & encodings

S M I L E S  ( c a n o n i c a l / i s o m e r i c )  I n C h I  &  I n C h I K e y  l a y e r s

r e g i s t r a t i o n - f r i e n d l y  h a s h e s

Equivalence & dedup rules

t a u t o m e r - i n s e n s i t i v e  m a t c h i n g  s t e r e o - s e n s i t i v e

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

Ingestion & validation

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

e r r o r  b u c k e t s  &  f i x e s

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

Registration Workflows, Governance & Audit

Registry design & business rules

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

s u p e r s e s s i o n  s t a t u s  &  l i f e c y c l e  s t a t e s

Governance & compliance

a u d i t  t r a i l s  &  v e r s i o n i n g  G H S / R E A C H  t a g s  ( l i g h t )

p r i v a c y / I P  c o n s i d e r a t i o n s

LIMS/ELN integration

A P I / E T L  p a t t e r n s  d e l t a  l o a d s  &  s n a p s h o t s  e r r o r

http://www.nthrys.com
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h a n d l i n g  &  a l e r t s

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

Mini Capstone: QC/QA Pipeline & Mini-Registry

Build an ingest → standardize → dedupe pipeline

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

Register parents/lots, generate IDs & audit entries

b u s i n e s s  r u l e s  &  m e r g e s  g o v e r n a n c e  c h e c k s  Q C

r e p o r t  e x p o r t

Deliverables

Q C / Q A  s u m m a r y  ( P D F / H T M L )  r e g i s t r y  s a m p l e

( C S V / J S O N )  c o n f i g s / n o t e b o o k s  f o r  r e r u n s

http://www.nthrys.com

