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Ensure your metabolomics, lipidomics and fluxomics datasets meet global FAIR, reproducible
and submission-ready standards. This module teaches reporting checklists, data formatting
guidelines, metadata structuring, repository submission workflows (MetaboLights, GNPS), and
best practices for transparent, reusable multi-omics research.

Data Standards, Repositories & FAIR
Practices (MetaboLights / GNPS)
Help Desk · WhatsApp

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

Session 1 — Standards, Metadata & Reporting Session 2 — Repository Workflows (MetaboLights)

Session 3 — GNPS, Molecular Networking & Curation Session 4 — Mini Capstone: FAIR Dataset

Packaging
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Standards, Metadata & Reporting

FAIR principles: what they mean for metabolomics

F i n d a b l e  A c c e s s i b l e  I n t e r o p e r a b l e  R e u s a b l e

Metadata standards for MS/NMR datasets

I S A - T a b  s t r u c t u r e  s a m p l e  /  a s s a y  /  i n s t r u m e n t

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

MSI/MSI Level 1–4 identification reporting (concepts)
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s p e c t r a l  m a t c h  l e v e l s  Q C ,  b l a n k s ,  r e f e r e n c e s

r e p r o d u c i b i l i t y  e s s e n t i a l s
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Repository Workflows — MetaboLights

Understanding the MetaboLights submission system

s t u d y  m e t a d a t a  s h e e t s  s a m p l e  s h e e t s  &  a s s a y  t a b l e s

f i l e  s t r u c t u r e

Preparing raw & processed data packages

r a w  v e n d o r  f i l e s  m z M L  c o n v e r s i o n  ( c o n c e p t )  N M R

s p e c t r a  b u n d l e s

Submission review, public release & DOIs

p r e - p u b l i c a t i o n  p r i v a t e  l i n k s  c u r a t o r  r e q u e s t s  c i t e  &

r e f e r e n c e  d a t a s e t s  p r o p e r l y
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GNPS, Molecular Networking & Curation

GNPS ecosystem overview

M S / M S  l i b r a r y  m a t c h i n g  f e a t u r e  t a b l e s  w o r k f l o w

t e m p l a t e s

Molecular networking concepts

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

a n n o t a t i o n  p r o p a g a t i o n

GNPS dataset submission & curation

m e t a d a t a  J S O N  s p e c t r a  p a c k a g i n g  p u b l i c / p r i v a t e

s e t t i n g s
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Mini Capstone: FAIR Dataset Packaging

Create a repository-ready dataset bundle

C o n c e p t u a l  P r a c t i c a l

Prepare ISA-Tab, metadata, and file structure checklist

s a m p l e  a n d  a s s a y  t e m p l a t e s  r a w  +  p r o c e s s e d  f o l d e r s

Q C  &  d o c u m e n t a t i o n

Deliverables: FAIR package blueprint

P D F / H T M L  b l u e p r i n t  m e t a d a t a  s u m m a r y  s h e e t

r e p o s i t o r y  s u b m i s s i o n  c h e c k l i s t

http://www.nthrys.com

