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Build a rock-solid foundation in cheminformatics by learning how molecules are represented,
validated, standardized, and exchanged across tools and pipelines. You will work hands-on with
RDKit and Open Babel to parse, sanitize, canonicalize, and export structures in industry-standard
formats with best practices for reproducibility.

Foundations of Cheminformatics & Molecular
Representations (SMILES/InChI)
Help Desk · WhatsApp

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

Session 1 — SMILES, InChI & Stereochemistry Session 2 — File Formats, Parsing & Sanitization

Session 3 — Canonicalization & Standardization Session 4 — Mini Capstone: Library Curation

S e s s i o n  1
F e e :  R s  9 8 0 0   Apply Now

SMILES, InChI & Stereochemistry

SMILES fundamentals & tokens

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

i s o t o p e s

InChI & InChIKey

l a y e r s  &  n o r m a l i z a t i o n  u s e  i n  d e - d u p l i c a t i o n

i d e n t i f i e r  h y g i e n e

Foundations of Cheminformatics & Molecular
Representations — Hands-on

https://wa.me/919014935156
http://www.nthrys.com
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Stereochemistry

R / S ,  E / Z  @  /  @ @  i n  S M I L E S  d o u b l e  b o n d  s t e r e o

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

File Formats, Parsing & Sanitization

Exchange formats & interop

S D F  /  M O L  /  M O L 2  S M I  /  C S V  P D B Q T  b a s i c s

RDKit & Open Babel toolchain

p a r s i n g  &  s a n i t i z a t i o n  v a l e n c e / k e k u l i z a t i o n  e r r o r

h a n d l i n g

Metadata & properties

S D F  d a t a  f i e l d s  r o u n d - t r i p p i n g  S M I L E S  c a n o n i c a l  v s .

i n p u t
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F e e :  R s  1 5 8 0 0   Apply Now

Canonicalization & Standardization

Canonical SMILES & uniqueness

h a s h i n g  &  I D s  t a u t o m e r s  &  p r o t o n a t i o n  s a l t / s o l v e n t

s t r i p p i n g

Normalization workflows

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

t a u t o m e r s

InChI/InChIKey in pipelines

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

Q A / Q C

http://www.nthrys.com
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Mini Capstone: Library Curation

Curate a vendor/HTS library

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

Deduplicate, standardize & export

I n C h I K e y  d e - d u p  d e s c r i p t o r  p r e c o m p u t e  S D F / S M I / C S V

d e l i v e r a b l e s

Deliverables: standardized set & report

Q A / Q C  c h e c k l i s t  p i p e l i n e  s c r i p t / n o t e b o o k  m e t h o d

n o t e s

http://www.nthrys.com

