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Mnova 7.1 NMR Basics

A Interface and operation resemble ME®werpoint NOTE:

A Nearly all onscreen items editable A Multiple ways (e g., menu buttons

A Both autoe and manual processing possible )
or RMB click) to access the same
Typical three mouse button control function are available

A Left mouse buttonl(MB): selection
A Middle mouse (scroll) butto{MB): change vertical scaling
A Right mouse buttonRMB): show menu

Typical 1D Processing in sequential order

A Load data (and autprocess)
A Adjust processing parameters if necessary (line broadening, number of points, referencing, etc.)
A Adjust phases (zero andtbrder)
A Baseline correction
A Peak integration
A Peak picking Hot Keys .
A Save, print, report, etc. A Pressto d_|splay full spectrum _
A Presshto fit tallest peak to window height
A Pressmto set manual zoom range
Hot Keys A Presscto show cross hair mark as cursor moves
A PressEsdo exit interactive mode A Press«(then hold left cursor and drag) to cut/delete
A Press to enter integration mode region of spectrum
A Presskto enter peak picking/manual A Presst/- to increase/decrease vertical scale
threshold mode A PressbH m@to move spectrum right/left/up/down
A Presspto enter panning mode
A Presszto zoom in
A Presd to enter text annotation



Overview

A 1D data processing (H1 and C13)
Referencing

Phasing

Baseline correction
Integration

Peak picking

Too oo Too T I

A 1D arrayed data processing: DEPT
A Straight processing of Varian DEPT data
A Separation of CH, CH2, CH3 groups with formula

A Superimpose multiple spectra

A Test data available
A H1fid
A C13.fid
A dept.fid



Lead iRaw\NMR DatevFolder
Drag and drop Varian .fid folder Brukerdata folder
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Zoom in/out/full range/manual range/pan
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To zoom in or out

1. LMB click zoom button i

2. Hold LMB and drag over highlighted region : 550
and release button '
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ReferencebbyPeak
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1D 1iHsSpectrunafter Data Iloading and Autprocessing
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PhaserPaneh ©pened
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Phasingsteps:
1. Adjust zeroorder phase
2. Selectpivot-and:adjusts-order phase
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Phasing

Spectra imphasesensitive modgsuch as HSQC and NOESY) need to be phased to
absorptive mode where peaks are symmetric around the baseline and are either up C
down.

Spectra imbsolutevalue or magnitude modésuch as common CO&Yyd HMBC)
have no phase information and do not need to be phased.

Phasing involves:
1. Adjustzero-order phase(constant across the spectrum)
2. Adjustlst-order phase(linear change away from pivot point)

Before F-order phase adjustment, pick a peak on the left or right side of the
spectrum as theivot.

The pivot is where theslorder phase is always zero and more linear phase is applied
away from this point. Adjustslorder phase so that the peaks away from the pivot

become inphase absorptive.

The phasing concept here applies to all NMR data along all dimensions.



A Zeroorder Phasing
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15t order Phasing
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15t order Phasing
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Full Aute iRolynomiabBaseline-CorrectionfomSimples Baseline-Defects
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BaselinecCorrectiondor Complex:BaselinelRoll
(Seen in some C13 spectra and on certain probes)
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Default Full/AutorBaseline Correctioniwith-Bemstein|Polynomialdit ©rder 3
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Defauilt Full /AutorBaseline Correctioniwith-Bernstein Polynemial it ©Order 20
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ResultifromBaseline €Correctioniwith-Bemstein Rolynomial &itl Order 20
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Best Result Gomes with/WhittakernSmoother
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Perfect Baseline Correction with/WhittakemSmoother
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Peak Integration
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Methods:
1. Try autedetect regions then manual adjustment (clitktodetect Region3

2. OR: Full manual integral region picking

For full manual integration:

1. Ifintegrals exist, sele¢ty' I f @ A A A MNP S INIST &k 2 §

2. If an integration symbol appears, hold and drag LMB over peak region to define
integral region as the highlighted area.

3. To delete an integral, LMB click over green integral line to select integral and RI
to selectDelete Integral(DO NOT sele@ieletewhich deletes current spectrum).

4. To exit integration mode, pre$ssckey.
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VI £ & aAPicking S I 1 Enter Reak Ricking'Mode
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PeakrRickingivManualFhreshold dMede

Positive and negative peaks carry same threshold magnitude by default
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PeakrRicking
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LMB click in highlighted peak label to

?m/ show peak table
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