Instruction for 1D NMR data processing with VNMRJ2.2C
Login

Login to the Linux system by entering your username and password.

Starting vnmrj

Click vnmrj icon to start vnmrj program.

The window below is what you will typically se@et famiiar with this window. Your
files will be displayed in File Browser area.
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Icon Description

Z.oom 1n.

Z.oom out.

|2 4

Select zoom region.

&

Redraw display.

n|

Return to previous tool menu.

©

Display Spectrum Toolbar Controls

Il ﬁ One cursor in use, click to toggle to two cursors.
|l Two cursors in use, click to toggle to one cursor.
" Click to expand to full spectral display.

Pan or move spectral region.

Display integral.
7L

Display scale.

Toggle threshold on or off.

Phase spectrum.

Display FID Toolbar Control
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One cursor in use, click to toggle to two cursor.
Two cursors in use, click to toggle to one cursor.
Click to expand to full fid display.

Pan and stretch.

Click to show real and imaginary.

Click to show real and zero imaginary.

Click to show real only.

Toggle scale on and off.

Phase fid.



These buttons function as follows:

Cursor or Box
Box

Cursor

Change to the bex mode with two cursors.

Change to the cursor mode with ene cursor

Expand or full dizplay

Expand
Full
Set integrals

Full integzral

Intagrzl resets

Intagral LTIt

Scale

Grab and Move

Threshald

Phase

Refresh
Return

Expand the area between the cursors.

Display the full area.

The first click displays the mtregal function buttons. The second click
displays the No Integral and Clear Fasets buttons.

Display all mtegral rezions.

Open an mteractive integral reset mods. The left mouse button defines
an integral reset at the current mouse position. The right mouse
button removes an integral reset closest to the current mouse
position. The middle mouse butten adjusts the scale.

The mtegral does not have to be displayed. However, if the integral
iz displayed in the “partial” mode, the normally blanked regions are
displaved as dotted lines. To clear the integral reset points before
beginning, click the Clear Eesets button.

Jpen mteractive zero- and first-order basaline correction mode, see See
‘Interactive Larva- and First-Order Baseline Correction Mods™

Display a time secale under the spectnum in units specified on the Display
page.

Opens the interactive spectizl windowing moda. Use the left mouse button
to adjust the starting time of the display and move the display left or right.
Use the right mouse button to adyust the width of the display.

Tozgles the display of a horizontal curser. The left mouss button positions
s cursor at the mouse arvew position. The middle mouse button adpsts the
scale

Opens the interactive phasing mode. Use the left mouse button for course
adjustments {1 807) and right button for fine adjustments (20), where full
seale corresponds to 180°. See “Spectrum Fhazing”. Use the middle button
to adjust the vertical scals of the dizplav and to apply the latest phase
correction to the entive spectrum.

Open an interactrve mtegral reset mods, see below.

Eetwrns to the last menu

Create workplace (known as exp#)

Click FilesA New Workplace, each time you click New Workplace, a new exp#
is created, # is a number from 0 to B¥ferent jobs can be performed in different exp#.
For example, You may use expl to acquire 1H NMR and use exg2ujo 13C nmr
experiment and use exp3 to setup a 2D NMR experiment or process the data.

Input nmr data to the graphics canvas
Click File A Open, your data folder is opened, double click the data file to open (you
may use mouse to drag the file to tdamvas)For practice, open a proton fieoton-

test.

The NMR spectrum may appear with automatic transfofoo. may cIickH to see the

FID.



FID display
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Transform

Click Fourier transfer ico——————— at the bottom of the graphics canwas

click-l-” , theNMR spectrum is displayed andaghics control bar changdsyou do not
see this button, clicRrocesstabto display FT button.The centrabuttonadjusts the
intensity of the spectrum

The phase of the spectrum may be good, may be not. If not (#ksptcttrum bellow),

then phase correction is needidt is good, but for practicdollow the following steps
to get familiarwith the procdures.




NMR spectrum

Phase correction

The spectrum above is out of phase, click phase correction -,i-]ﬁtonove

mouse to the rightortion of the spectruras below
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Press the letbuttonand hold, move the mouse up/down, the spectrum changes with the
mouseuntil the phase of this portion is right, shown below, but the phase of the right

portion is still not orrect.




Release the lefiutton, move the mouse to the rightpmm of the spectrum shown
above

Press the righbutton and hold, move the mouse up/down, the spectrum changes with the
mouse until the phase is corretibwn as beloyrelease the nuse.

Baseline correction
Click theDisplay in the left menu under the Process Tahe clickDC
correction andBC correction for base line correction.

Add text
In command line,type e xt (6your. text is hered)

Reference

Click the cursor buttom, makingsure there is only one curser on the

spectrum, move the csor to the peak to be referencéten you may do one of the
followings,

1. Atthe command line, typa ri(xxx.xxp),her e t he Anl 0 means go
nearest | ine, Arilnke, meaamds Atxhxex . rxexfpedr eé ,sc & h
value in unit of ppm (p means ppm).

or

2. Attheprocesspanel c | i c kindbletat e st fi Inithe@eémicalt yp e
shift wvalue in t he,afielickti@Benfareowtdnce cur so
specify ppm or Hz, andit enter.
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Integration (for Proton spectrum only)
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Click the integration buttm, three integration buttorf"ﬂ, “ﬂ and ""."ﬂ
appearandagreen integration line appears on the spectrou can also click
Integration on the lefnenu under therBcesgabto access more integration buttons.
Under this menu, ol bak ttome oficlt gpre ICZtedghal ¢ i
completely solid.
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Click theDefine Integral Regionbuttor“’gl, and the line should be completely solid.
Move the mouse to the leftle of the peak, click lethutton the left side of the

integration line at the clicking poimtill turn to dashine. Move the mouse to the right

side of the peak and click the léfitton the section of the integration line in between the
two clicks remains solid, but the other sections of the line become dash lines. Move the
mouse to the left side of anothgeak, and click the left buttpthen move the mouse to

the right side of the peak, click the lefitton repeat this for all remaining peakisyou
make a mistake in clicking reset point, you hawstart over bytyping czin the

command line or clidkg Clear Integrals.
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Click the button % to activate integration baseline correction (LvI/TIt), and move
mouse to the integrand pras thdeft buttonand moveo do LvI/TlIt.

Process penal

Assign integration value to an integral

You may assign apecificvalueto the integral ol peak.Move thesinglecursor
into a integral sectiorgndclick Integration at the left side oprocess tabUnder theSet
Integral Area, click Single Peak( or you may clickSum), type in the integral value you



want it to be, then clicet Integral Value All integrals will be adjusted according to
this new value and displayed at the right side of the p#ioelmay have to clicPisplay
Normalized Integrals to refresh the list.

F‘rocess‘ | Transform [ mr&pﬁm] Display Spectrurm | Clear Screen Cancel
Default Integration Set Integral Area Display List of Integrals
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(R St &  1.84885 156737 3.70292
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Clear Integrals Show Integral Walues
Add Reset at Cursor ShotwNormatized Walues
Remowe Reset at Cursar

Peak picking

mouse to the yedw line and press the left buttdmold and move the mouse, the yellow
line will move with the mouse, release the mouse when the line is at the position you
want. Any peaks below the line will not be picked and peaks above the line will be
picked.
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Click the threshold ico = a yellow line appears on the spectrum, move the

To show the peak picking on the top the of peaks, ditid Peaksunderthe Process
Tab andDisplay menu The chemical shift value will be displayed on the top of each
peak which is above the threshold.



