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Design and run complete untargeted metabolomics discovery pipelines. You will connect LC MS
feature extraction, QC and normalization with multivariate statistics, hit selection and annotation
ready outputs that support biological discovery and follow up validation.

Untargeted Metabolomics Discovery
Pipelines
Help Desk · WhatsApp

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

Session 1 — Untargeted Workflow Overview & Data Flow Session 2 — Feature Matrices, QC &

Normalization Session 3 — Multivariate Statistics & Hit Finding Session 4 — Annotation, Reporting &

Review

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

Untargeted Workflow Overview & Data Flow

Goals of untargeted metabolomics discovery

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

m e c h a n i s t i c  c l u e s

End to end pipeline building blocks

r a w  t o  m z M L  t o  f e a t u r e  t a b l e  Q C  a n d  n o r m a l i z a t i o n

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

Data model and file organization for projects
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r a w  d a t a  a n d  p r o c e s s e d  d a t a  f o l d e r s  m e t a d a t a  s h e e t s

a n a l y s i s  n o t e b o o k s  a n d  r e p o r t s

S e s s i o n  2
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Feature Matrices, QC & Normalization

From feature tables to analysis ready matrices

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

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

Quality checks using QC and blanks

R S D  f i l t e r s  o n  p o o l e d  Q C  b l a n k  s u b t r a c t i o n  r u l e s

i n t e n s i t y  d r i f t  p a t t e r n s

Normalization and transformation options

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

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

S e s s i o n  3
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Multivariate Statistics & Hit Finding

Exploratory analysis and batch assessment

P C A  s c o r e  p l o t s  Q C  c l u s t e r i n g  o u t l i e r  d e t e c t i o n

Supervised models for group separation

P L S  D A  s t y l e  t h i n k i n g  c r o s s  v a l i d a t i o n  a w a r e n e s s

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

Feature ranking and candidate hit lists

u n i v a r i a t e  t e s t s  a n d  F D R  e f f e c t  s i z e s  a n d  f o l d

c h a n g e s  m u l t i  m e t r i c  r a n k i n g  t a b l e s
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Annotation, Reporting & Review

Preparing feature lists for annotation tools

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

Visual summaries for stakeholders

v o l c a n o  p l o t s  h e a t m a p s  p a t h w a y  l e v e l  s u m m a r i e s

Documenting pipeline and decisions

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

f o r  i n t e r n a l  r e v i e w
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