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XVII.Fitting Partially Overlapping Peaks — Deconvolution in VNMR

* preparebasdineregion by clearing all reset points.  type cz
» click on PARTIAL INTEGRALS

o clickon DISPLAY NEXT RESET and pick integrals over all sectionsthat are NOT good basdine
regions (i.e., thisisnot to get good integrals, but to define regions of good basdline)

* resavethedatato alow smplerestarting at this point; use svf(‘...") command

e use be(d5) or gmilar; | recommend you not use bc which appliesa splinefit (thisisavery
dangerous command that can serioudy modify the shapes and integrals of peaks)

e clickon DISPLAY INTERACTIVE NEXT TH tochangethethreshold leve; you want to go just
bel ow the smallest obvious peak, but not down to where alot of noise from alarge peak will be picked

up
 enter mark(‘reset’) toensurethat all previous marks are deleted

» movethe cursor to each “ norma” peak and press MARK (this enter the center frequency and uses a
default linewidth)

» moveright and left cursor to the approximate half-height points of broad peaksand click MARK  (this
enters the average of right and left cursors for the center position, and the difference between right and
left cursors as the width)

* by opening ashell tool and entering cd ~/vnmrsys/expl more markld.out you can seethefile
that the MARK command built and will use

e clickon MAIN ANALYZE DECONVOLUTE USEMARK FT to perform thefit

 ifyougeta “toomanypoints’ error message, enter FN=FN/2 WFT BC(5) and dlick through to
the AIT command again; keepreducing FN until it will fit

e usethe PLOT button to get aquick plot

e usethecommands CLRADD SPADD ADDI to compare two spectra
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