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Gain practical skills in NMR based metabolomics, from pulse sequences and sample preparation
to spectral processing, peak picking and multivariate analysis. This module focuses on 1D and 2D
NMR workflows, quality checks and chemometrics so that you can turn spectra into robust
metabolite profiles and biologically meaningful patterns.

NMR Metabolomics — 1D 2D &
Chemometrics
Help Desk · WhatsApp

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

Session 1 — NMR Principles & Hardware for Metabolomics Session 2 — 1D NMR Acquisition,

Processing & QC Session 3 — 2D NMR, Assignment & Feature Extraction Session 4 — Mini

Capstone: Chemometrics and Interpretation

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

NMR Principles & Hardware for Metabolomics

NMR basics in the context of metabolomics

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

c o u p l i n g  s e n s i t i v i t y  v s  c o n c e n t r a t i o n  r a n g e

Magnets, probes and spectrometer configuration

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

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

NMR Metabolomics — 1D 2D & Chemometrics — Hands-on

https://wa.me/919014935156
http://www.nthrys.com


Page - 2

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

Sample preparation and reference standards for NMR

d e u t e r a t e d  s o l v e n t s  a n d  b u f f e r s  T S P ,  D S S  a n d

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

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

1D NMR Acquisition, Processing & QC

1D pulse sequences for metabolomics

s t a n d a r d  1 H  e x p e r i m e n t s  N O E S Y  p r e s a t  a n d  C P M G

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

Data acquisition parameters and optimization

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

a n d  r e s o l u t i o n  s h i m  a n d  l i n e  s h a p e  q u a l i t y

Processing, QC metrics and export formats

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

r e f e r e n c i n g  a n d  b i n n i n g  o p t i o n s  F I D  a n d  s p e c t r u m

Q C  c h e c k l i s t s

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

2D NMR, Assignment & Feature Extraction

Key 2D experiments for metabolite assignment

C O S Y  a n d  T O C S Y  H S Q C  a n d  H M B C  t r a d e  o f f s  i n  t i m e

a n d  s e n s i t i v i t y

Metabolite identification and libraries

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

m a n u a l  c u r a t i o n  l e v e l s  o f  i d e n t i f i c a t i o n  i n  N M R

Feature extraction approaches

http://www.nthrys.com
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b u c k e t i n g  a n d  s p e c t r a l  b i n s  t a r g e t e d  i n t e g r a t i o n  o f

p e a k s  e x p o r t  t o  m a t r i x  f o r  s t a t i s t i c s

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

Mini Capstone: Chemometrics and Interpretation

Preparing NMR data for multivariate analysis

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

f e a t u r e s  b a t c h  a n d  d r i f t  c h e c k s

Chemometrics on NMR metabolomics data

P C A  f o r  o v e r v i e w  a n d  o u t l i e r s  P L S  D A  a n d  v a l i d a t i o n

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

Deliverables: NMR workflow and analysis summary

a c q u i s i t i o n  a n d  p r o c e s s i n g  S O P  f e a t u r e  m a t r i x  a n d

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

http://www.nthrys.com

