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Learn how to make your metabolomics and lipidomics projects Findable, Accessible,
Interoperable and Reusable (FAIR). This module covers data standards, repository submissions,
metadata models and documentation practices so that your LC–MS/GC–MS/NMR studies are
reusable by collaborators, reviewers and the wider community.
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Workflows Session 3 — FAIR Principles & Reproducible Pipelines Session 4 — Mini Capstone:

Submission Package & FAIR Checklist

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

Data Standards, Formats & Metadata Models

Why standards matter in metabolomics and lipidomics

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

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

d r i v e r s

Core file formats and standards

r a w  v e n d o r  f o r m a t s  v s  o p e n  f o r m a t s  ( m z M L )  m z T a b  /
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m z T a b - M ,  m z I d e n t M L ,  n m r M L  ( o v e r v i e w )  f e a t u r e

t a b l e s  a n d  p e a k  l i s t s

Metadata models and ontologies

I S A - T a b  /  I S A - J S O N  c o n c e p t s  e x p e r i m e n t a l  f a c t o r s ,

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

c o n t r o l l e d  v o c a b u l a r y

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

Repositories & Submission Workflows

Major metabolomics and spectral repositories

M e t a b o L i g h t s  a n d  M e t a b o l o m i c s  W o r k b e n c h  G N P S  /

M a s s I V E  a n d  r e l a t e d  r e s o u r c e s  j o u r n a l  a n d  f u n d e r

d e p o s i t i o n  p o l i c i e s

Preparing a submission package

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

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

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

Repository portals and validation checks

s t e p  b y  s t e p  u p l o a d  a n d  m e t a d a t a  e n t r y  a u t o m a t e d

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

a c c e s s  m o d e s
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FAIR Principles & Reproducible Pipelines

Translating FAIR into practical metabolomics steps

p e r s i s t e n t  i d e n t i f i e r s  a n d  v e r s i o n i n g  r i c h  m e t a d a t a

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

http://www.nthrys.com
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Workflow capture and reproducibility

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

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

i d e a s  ( D o c k e r / S i n g u l a r i t y )

Data management plans and lab practices

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

a r c h i v a l  a n d  a c c e s s  c o n t r o l  l a b  S O P s  a n d  t r a i n i n g  f o r

F A I R  w o r k f l o w s
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Mini Capstone: Submission Package & FAIR Checklist

Building a mock submission from a teaching dataset

r a w ,  p r o c e s s e d  a n d  m e t a d a t a  b u n d l e

FAIR and repository readiness checklist

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

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

Deliverables: template submission package & SOP text

f o l d e r  s t r u c t u r e  a n d  m a n i f e s t  f i l e s  e x a m p l e  I S A

t a b l e s  o r  m e t a d a t a  s h e e t s  r e a d y  t o  e d i t  d a t a

m a n a g e m e n t  S O P

http://www.nthrys.com

