
NTHRYS OPC PVT LTD NMR Metabolomics — Acquisition, Processing & Annotation —
Hands-on

NTHRYS OPC PVT LTD | smo@nthrys.com | +91 - 8977624748 | www.nthrys.com
A Ministry of Corporate Affairs Incorporated Company

Develop a complete, practice ready workflow for NMR based metabolomics. This module walks
you from basic 1H NMR concepts and experiment setup through acquisition, spectra processing,
bucketing or peak picking, and metabolite annotation using curated spectral libraries and
databases for robust quantitative and qualitative readouts.
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S e s s i o n  I n d e x

Session 1 — NMR Basics, Experiments & Metabolomics Context Session 2 — Acquisition

Parameters & QC for NMR Runs Session 3 — Spectral Processing & Data Reduction Session 4 —

Metabolite Annotation & Reporting

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

NMR Basics, Experiments & Metabolomics Context

Principles of NMR for metabolomics applications

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

s e n s i t i v i t y  &  d y n a m i c  r a n g e

1H NMR experiments commonly used in metabolomics

1 D  p r o t o n  C P M G  /  T 2  f i l t e r  ( o v e r v i e w )  N O E S Y  p r e s a t  /

w a t e r  s u p p r e s s i o n

NMR Metabolomics — Acquisition, Processing & Annotation
— Hands-on
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Matrices, sample tubes and basic preparation for NMR

b i o f l u i d s  ( p l a s m a ,  s e r u m ,  u r i n e )  b u f f e r s  &  p H  c o n t r o l

d e u t e r a t e d  s o l v e n t s  &  r e f e r e n c e s

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

Acquisition Parameters & QC for NMR Runs

Setting up NMR acquisition for metabolomics

s p e c t r a l  w i d t h  &  o f f s e t  n u m b e r  o f  s c a n s  &  r e l a x a t i o n

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

Shimming, locking, tuning and water suppression checks

l o c k  o p t i m i z a t i o n  m a n u a l  v s  a u t o m a t e d  s h i m m i n g

w a t e r  p e a k  m a n a g e m e n t

Run QC and system suitability for NMR metabolomics

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

i n s t r u m e n t  d r i f t  a w a r e n e s s

S e s s i o n  3
F e e :  R s  1 4 8 0 0   Apply Now

Spectral Processing & Data Reduction

Core processing steps from FID to spectrum

z e r o  f i l l i n g  &  a p o d i z a t i o n  F o u r i e r  t r a n s f o r m  p h a s e  &

b a s e l i n e  c o r r e c t i o n

Alignment, reference and solvent region handling

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

( o v e r v i e w )  w a t e r  a n d  u r e a  r e g i o n  t r e a t m e n t

Data reduction: binning vs peak picking strategies

f i x e d  w i d t h  a n d  a d a p t i v e  b i n n i n g  p e a k  l i s t s  e x p o r t  t o

http://www.nthrys.com
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m u l t i v a r i a t e  t o o l s

S e s s i o n  4
F e e :  R s  1 8 8 0 0   Apply Now

Metabolite Annotation & Reporting

Annotation workflows with spectral libraries and databases

H M D B  /  B M R B  ( c o n c e p t s )  i n  h o u s e  l i b r a r i e s

c o n f i d e n c e  l e v e l s

Relative and absolute quantitation considerations in NMR

i n t e g r a l s  v s  p e a k  h e i g h t s  i n t e r n a l  s t a n d a r d s  d i l u t i o n

a n d  l i n e a r i t y  c h e c k s

Deliverables: processed dataset, annotation table & methods

note

b u c k e t  /  f e a t u r e  m a t r i x  ( C S V )  m e t a b o l i t e  a n n o t a t i o n

s h e e t  N M R  m e t a b o l o m i c s  m e t h o d s  s u m m a r y

http://www.nthrys.com

