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20185 NMR/MS A2 XIS 2| BF Mnova Seminar

Fundamental Seminar :
Integrated Software Tools for Processing, Analyzing and Managing
NMR and LC/GC-MS on Your Desktop
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e Agenda
Subject Time
Basic NMR processing and analysis 45 min
Advanced NMR processing and analysis 45 min
LC/MS, GC/MS data analysis 30 min
Brief Introduction of other Mnova software tools 15 min
Questions and discussion 30 min
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Mnova is an integrated software package for processing, analysis and database
management of 1D/2D NMR and LC/GC/MS data for chemical applications.

This training will focus on the following topics :

U Basic NMR processing and analysis (45 min)

1.
2.
3.

4.
5.

Overview of Mestrelab and Mnova software tools

Installation and activation of the Mnova program

Opening and processing 1D NMR: Apodization functions, Fourier Transform, phase
correction, baseline correction etc.

Peak picking, integration, multiplet analysis of 'H NMR.

Annotation, reporting results, and formatting for publication.

O Advanced NMR processing and analysis (45 min)

w

Processing 2D NMR.

Analysis of 1D and 2D spectra together to verify structures and assign the peaks, and
getting nice tables and images for presentation and publication.

gqNMR: using NMR to measure concentration or purity.
Processing and analysis of multiple or arrayed 1D spectra for applications such as
reaction monitoring, relaxation studies, diffusion studies, metabolomics studies etc.

O LC/MS, GC/MS data analysis (30 min)

1.
2.

3.

Opening and visualizing LC/GC/MS from different vendors

Analysis of LC/GC/MS: peak integration, displaying extract ion chromatogram,
enumeration of elemental compositions, prediction of molecular ion and isotope
clusters, verification of elemental compositions for molecular match, etc.
Analyzing and reporting NMR and MS together

Q1 Brief Introduction of other Mnova software tools (15 min)

PwNPRE

Mnova qNMR and SMA for quantitation of purified or mixtures
Mnova Structure Elucidation for de novo structure elucidation
Mnova Screen and Mbinding for ligand-protein binding and drug discovery

Mnova DB for creating databases of your NMR, MS and structures for data archiving and
sharing, and searching Wiley C-13 and H-1 databases.

Mbook (Electronic Lab Notebook) for archiving your organic synthesis projects, reactions,
experiments, and record the related stoichiometry tables, spectral data, etc.

L Questions and discussion (30 min)

BK Instruments Inc. ”


http://www.bkinstruments.co.kr/
http://www.mestrelab.com/

