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Learn how to convert proprietary LC&ndash;MS/MS RAW files into open, analysis ready formats
without losing critical metadata. This module focuses on the landscape of vendor formats, mzML
concepts, batch conversion planning, file naming, integrity checks and archiving practices that
support downstream search, quantification and public data submission.
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Vendor RAW & Open Formats Landscape

Overview of vendor RAW formats and ecosystems

i n s t r u m e n t  s p e c i f i c  R A W  f i l e s  p r o f i l e  v s  c e n t r o i d

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

Why open formats matter in proteomics workflows

i n t e r o p e r a b i l i t y  a c r o s s  t o o l s  l o n g  t e r m  a c c e s s i b i l i t y

c o m p l i a n c e  a n d  F A I R  d a t a

Raw Data Conversion — mzML and Vendor Formats —
Hands-on
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Common open formats and use cases (conceptual)

m z M L  f o r  s p e c t r a  m z X M L  a n d  M G F  c o n t e x t  r a w  p l u s

d e r i v e d  f i l e  p a i r s
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mzML Structure & Conversion Concepts

Logical anatomy of an mzML file

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

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

Key decisions during RAW to mzML conversion

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

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

p r e s e r v a t i o n

Capturing instrument and method metadata correctly

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

a n n o t a t i o n s  l i n k a g e  t o  s t u d y  d e s i g n  s h e e t s
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Batch Conversion, Naming & Integrity

Planning batch conversions for full studies

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

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

Robust file naming and mapping to metadata sheets

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

b a r c o d e s  l i n k a g e  t o  s a m p l e  a n d  c o n d i t i o n  I D s

Integrity checks on converted files (conceptual)
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b a s i c  s p e c t r u m  c o u n t  c o m p a r i s o n s  c h e c k s u m  a n d

s i z e  s a n i t y  c h e c k s  s p o t  i n s p e c t i o n  i n  v i e w e r s
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Archiving, Reproducibility & Repositories

Organizing RAW and mzML for long term storage

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

Capturing conversion parameters for reproducibility

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

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

Preparing data packages for public repositories (conceptual)

p a i r i n g  R A W ,  m z M L  a n d  s e a r c h  o u t p u t s  m e t a d a t a

t a b l e s  f o r  s u b m i s s i o n s  c h e c k l i s t s  f o r  s h a r e a b l e

d a t a s e t s
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