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Move beyond anonymous m/z features and start naming chemistry with confidence. This module
focuses on practical feature annotation strategies, spectral library matching in MZmine/MS-
DIAL, and GNPS molecular networking so that your untargeted metabolomics datasets yield
interpretable metabolite IDs with documented confidence levels.
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S e s s i o n  I n d e x

Session 1 — Annotation Concepts & Confidence Levels (MSI) Session 2 — Library Matching in

MZmine / MS-DIAL Session 3 — GNPS, Molecular Networking & Library Workflows Session 4 —

Mini Capstone: Annotation Workflow & ID Table

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

Annotation Concepts & Confidence Levels (MSI)

From feature tables to putative IDs — the annotation problem

m / z  &  R T  t o  c a n d i d a t e  l i s t s  M S / M S  e v i d e n c e  i n - s i l i c o

v s  e x p e r i m e n t a l  s p e c t r a

Metabolomics Standards Initiative (MSI) levels of identification

L e v e l  1 :  c o n f i r m e d  I D  L e v e l s  2 – 3 :  p u t a t i v e  I D  /  c l a s s

L e v e l  4 :  u n k n o w n  f e a t u r e s

Feature Annotation & Library Matching (MZmine/MS-
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Evidence types: accurate mass, RT, MS/MS, isotopes & adducts

m a s s  e r r o r  a n d  p p m  w i n d o w s  R T  m a t c h i n g  t o

s t a n d a r d s  f r a g m e n t a t i o n  p a t t e r n  s i m i l a r i t y

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

Library Matching in MZmine / MS-DIAL

Preparing feature lists and MS/MS spectra for matching

e x p o r t  f r o m  p e a k  p i c k i n g  p i p e l i n e s  l i n k i n g  M S 1

f e a t u r e s  t o  M S / M S  s c a n s  d a t a  f o r m a t s  f o r

M Z m i n e / M S - D I A L

Spectral library search settings and score interpretation

m a s s  t o l e r a n c e s  ( M S 1 / M S 2 )  s i m i l a r i t y  s c o r e s  ( d o t

p r o d u c t ,  c o s i n e )  m i n i m u m  m a t c h e d  p e a k s  /  i n t e n s i t y

Working with public and in-house libraries (concepts)

M a s s B a n k  /  H M D B  /  M o N A  ( o v e r v i e w )  i m p o r t i n g

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

s e t s

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

GNPS, Molecular Networking & Library Workflows

Preparing and submitting data to GNPS (concepts & workflow)

M S / M S  s p e c t r a  e x p o r t  m e t a d a t a  t a b l e s  c h o o s i n g

G N P S  w o r k f l o w s

Classical and feature-based molecular networking interpretation

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

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

n e i g h b o r s

http://www.nthrys.com
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GNPS library matches and chemical class-level insights

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

c l a s s / o n t o l o g y  l a y e r s  u n k n o w n  c l u s t e r s  a n d  f o l l o w -

u p s

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

Mini Capstone: Annotation Workflow & ID Table

Running an end-to-end annotation workflow on example data

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

Consolidating MZmine/MS-DIAL/GNPS hits into a single ID table

m e r g i n g  f e a t u r e  I D s  c h o o s i n g  b e s t  c a n d i d a t e  p e r

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

Deliverables: annotation table with MSI levels & evidence

columns

f e a t u r e - t o - m e t a b o l i t e  t a b l e  ( C S V / T S V )  M S I  l e v e l  &

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

l i m i t a t i o n s  n o t e

http://www.nthrys.com

