
NTHRYS OPC PVT LTD Annotation & Identification — Libraries & In-Silico — Hands-on

NTHRYS OPC PVT LTD | smo@nthrys.com | +91 - 8977624748 | www.nthrys.com
A Ministry of Corporate Affairs Incorporated Company

Learn how to turn LC–MS/GC–MS feature tables into biologically meaningful metabolite and
lipid identities. This module focuses on spectral library searching, in-silico fragmentation and
formula prediction, adduct/isotope handling and reporting of identification levels so that your
untargeted and targeted studies produce traceable, defensible annotations.
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S e s s i o n  I n d e x

Session 1 — Concepts, Evidence Levels & Data Readiness Session 2 — Spectral Libraries, Matching

& Curation Session 3 — In-Silico Tools, Networks & Structural Hints Session 4 — Mini Capstone:

Annotation Strategy & Report
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F e e :  R s  8 8 0 0   Apply Now

Concepts, Evidence Levels & Data Readiness

From features to identities: terminology & workflows

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

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

Reporting standards & identification levels

M S I  l e v e l s  1 – 4  l i b r a r y  v s  i n - s i l i c o  e v i d e n c e  w h e n  t o

c l a i m  p u t a t i v e  I D s

Annotation & Identification — Libraries & In-Silico —
Hands-on

https://wa.me/919014935156
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Preparing data for annotation workflows

c l e a n  f e a t u r e  t a b l e s  &  M S / M S  l i n k s  a d d u c t  &  i s o t o p e

i n f o r m a t i o n  e x p o r t  f o r m a t s  ( m z M L ,  M G F ,  C S V )

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

Spectral Libraries, Matching & Curation

Reference databases & spectral libraries

H M D B ,  M a s s B a n k ,  M E T L I N ,  G N P S  m z C l o u d ,  N I S T  a n d

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

MS/MS library matching fundamentals

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

p r o d u c t  &  e n t r o p y  s c o r e s  m a t c h  f i l t e r s  &  F D R

c o n c e p t s

Curation of library hits and conflicts

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

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

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

In-Silico Tools, Networks & Structural Hints

Formula prediction & in-silico fragmentation

a c c u r a t e  m a s s  &  i s o t o p e  p a t t e r n s  t o o l s  l i k e

S I R I U S / M S - F I N D E R  r a n k i n g  &  p r u n i n g  c a n d i d a t e s

Molecular networking & chemotype grouping

G N P S  m o l e c u l a r  n e t w o r k s  s p e c t r a l  s i m i l a r i t y  &

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

Combining library & in-silico evidence

http://www.nthrys.com
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a d d u c t ,  R T  a n d  M S / M S  c o n s i s t e n c y  p a t h w a y  c o n t e x t

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

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

Mini Capstone: Annotation Strategy & Report

Designing an annotation workflow for a study

u n t a r g e t e d  d a t a s e t  f r o m  L C – M S / G C – M S

Prioritizing features & documenting decisions

r a n k  b y  e f f e c t  s i z e  &  Q C  t r a c e a b l e  a n n o t a t i o n  t a b l e s

l i n k i n g  t o  p a t h w a y s  a n d  f i g u r e s

Deliverables: annotation table, confidence tags & methods text

f e a t u r e - t o - m e t a b o l i t e  m a p p i n g  f i l e  M S I  l e v e l  &

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

http://www.nthrys.com

