M/ experience using Sparky to integrate peak volunes in 2-D NWR
spectra (by Dave H.):

Qpen the integrate settings panel by typing "it"

| have been getting reproduci ble and believabl e results using
the foll ow ng settings:

| nt egrati on net hod Gaussian fit

al | ow peak notion = yes

adj ust |inew dths = yes

fit baseline = yes
subtract off fit peaks = no

use data above | owest contour = no

use data within rectangle = yes

group peaks in contour boundary = yes

group cl ose peaks = yes
maxi mum notion (ppm = 0.01, 0.01
i newi dth m ni mrum ( Hz) = 2.0, 2.0
i new dt h maxi nrum ( Hz) = 80.0, 80.0
groupi ng range (Hz) = 30.0, 30.0
maxi mum m ni m zati on steps = 10000

m ni m zation tol erance = 0.1 %

Pr ocedur e:

Pi ck peaks to be integrated by selecting "Find/ add peak” in
t he poi nter node box.

Next, set the pointer node box to "integrate".

Next, use the nouse to define a box around the peaks to be
integrated. The regions within the box that are not defined as
peaks will be used to determ ne the baseline. A correction will
be made for a non-zero baseline.

To view progress of the integration, under the "peak nenu”
select "peak list" (the shortcut for this is "It").

The output fromthe peak volune integration can be sent to a
text file as follows:

In the "peak list" box (that appears when "It" is typed), select
"options”, then select "frequency”, "volunme", "linew dth", and
sort by frequency. Save the peak list, which will include the
volunes, as a text file.



