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Learn how to make your metabolomics and lipidomics studies truly FAIR using community data
standards and repositories. You will work with mzML and mzTab-M style formats, structure
metadata using ISA-Tab concepts, prepare submissions to MetaboLights, and build reusable data
packages suitable for long-term sharing and reanalysis.
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S e s s i o n  I n d e x

Session 1 — FAIR Principles & Metabolomics Data Models Session 2 — Formats: mzML, mzTab-M &

ISA-Tab Concepts Session 3 — MetaboLights & Public Repositories Session 4 — Submission

Workflows, Reuse & Compliance
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FAIR Principles & Metabolomics Data Models

FAIR data thinking for metabolomics and lipidomics

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

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

High level data models in MS based metabolomics

r a w  s p e c t r a ,  p e a k  l i s t s  a n d  f e a t u r e  t a b l e s  s a m p l e

m e t a d a t a  a n d  e x p e r i m e n t a l  f a c t o r s  a n n o t a t i o n  a n d

Data Standards & Repositories: MetaboLights & mzTab-M
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i d e n t i f i c a t i o n  l a y e r s

Why community standards and repositories matter

s u p p o r t i n g  p e e r  r e v i e w  a n d  r e a n a l y s i s  e n a b l i n g

b e n c h m a r k i n g  a n d  m e t h o d  c o m p a r i s o n  m e e t i n g

j o u r n a l  a n d  f u n d e r  r e q u i r e m e n t s

S e s s i o n  2
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Formats: mzML, mzTab-M & ISA-Tab Concepts

Vendor formats and open standard exchange formats

f r o m  p r o p r i e t a r y  r a w  t o  m z M L  c e n t r o i d e d  v e r s u s

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

mzTab-M style tables for metabolomics and lipidomics

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

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

a n d  s m a l l  m o l e c u l e s

ISA-Tab style thinking for studies, assays and samples

I n v e s t i g a t i o n ,  S t u d y  a n d  A s s a y  s t r u c t u r e  s a m p l e

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

v o c a b u l a r i e s  w h e r e  p o s s i b l e

S e s s i o n  3
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MetaboLights & Public Repositories

Landscape of metabolomics repositories

M e t a b o L i g h t s  p o s i t i o n i n g  a n d  s c o p e  M e t a b o l o m i c s

W o r k b e n c h  s t y l e  r e s o u r c e s  G N P S  a n d  s p e c t r a l  l i b r a r y

i n t e g r a t i o n

MetaboLights submission structure and key fields

http://www.nthrys.com
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s t u d y  d e s c r i p t i o n  a n d  d e s i g n  m e t a d a t a  s a m p l e ,  a s s a y

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

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

Browsing, filtering and reusing public datasets

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

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

f o r  b e n c h m a r k i n g  a n d  t e a c h i n g

S e s s i o n  4
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Submission Workflows, Reuse & Compliance

End to end MetaboLights style submission workflow

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

m e t a d a t a  t e m p l a t e s  c o m m o n  i s s u e s  a n d  v a l i d a t i o n

c h e c k s

Preparing datasets for long term reuse and citation

c l e a r  R E A D M E  a n d  d a t a  d i c t i o n a r i e s  s t a b l e

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

c i t a t i o n  i n s t r u c t i o n s

Checklists for FAIR, journal and funder compliance

m i n i m u m  i n f o r m a t i o n  s t y l e  r e q u i r e m e n t s  i n t e r n a l

r e v i e w  b e f o r e  s u b m i s s i o n  r e u s i n g  y o u r  o w n  s t a n d a r d

t e m p l a t e s

http://www.nthrys.com

