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Open Data:
e Open your data set through the File -> Open menu.

e Browse to your data location and select the ser. . i Open.
e MNova will read the processing parameter files from Topspin and |« s i
process the data. A stacked plot of the spectra will be made.
e Once opened, the STACK and NMR menus will appear at the top. I STACK NMR I
Stacked Processing Analysis Assignments

e Inspect the spectrum and determine if further processing is required.

Processing:

e Processing is only required in the f1 dimension.

e Click on one of the spectra of the stacked plot and perform all 1D processing procedures as usual (See 1D
Processing manual). Any changes made to the selected spectrum will automatically be applied to all other
spectra.

e Always perform baseline correction to ensure that integrations are calculated correctly.

T1 Relaxation Analysis:
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e This will bring you into integration mode.
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e In the Data Analysis window, click on the Y00 @ v-calumn ModelFencten P
empty cell just below the Y’(X) column title f
1] wo | In Name Function Initialization Report
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e Select Three Parameter Exponential Fit and ’
press calculate. The Fitting Parameters box : '
. . Restore Defaults
will show the fitted values.
Fitted Parameters
e The signal intensity at time (t) is defined by S~
the equation M(t)=Mo(1‘2e_t/T1). The flttlng B= 4112.9, F= -6074.82, G= 0, 140267
. . rError = 0.00282255, probnotmono = 0.841345
function used here is S=B+Fe™%. Therefore,
to calculate the relaxation rate, T1 = 1/G. o p—
e Perform the above procedure to other
peaks of interest.
Data Analysis # X | [a] Document 1% %
D' E' J\' \' H E'_"'0"‘1“‘2"‘3“'4‘“5“'6'!‘7“'3‘“Q‘I'lﬂ'l‘ll“‘12'!‘13"'14‘“15“'15'!‘17"'15‘“19‘"ZD‘I‘ZI“'ZZ‘I‘ZZ"'Z‘l‘
¥ [Integral(5.65,5.56) FJE- 4+ % D <000 ———E
=- x‘” " B-Fiped o B-Papeea| |- S
4 | Model ARRDATA() Integral GT623273669171) (o anes,  Integraliseaserasiseass) - A0l ° 2000 ‘/
G= 0.140267 G=101735 o 1000 j
* 1 0.001 -1919.74 -1961.07 -3337.64 -3509.02 z > 0
2 0.05 -1939.81 -1919.47 -3167.12 -3140.2 "} -1000 ‘-‘; L »
3 0.1 -1942.07 -1877.31 -2808 -2782.34 - 2000 4‘ g
4 0.2 -1837.48 -1793.87 -2099.86 -211897 I[;v 4
-3000 i
5 03 732 716 T 151978 2 ! ]!
6 05 156033 -155047 444,83 -489.663 : 9 1 2 3 4 5 6 7 8 8 10 11 12 13 14 15w
7 0.8 -1248.82 -13171 750.792 711.094 '% " X ™
8 1 -1078.77 -1166.89 135832 1330.49 -
9 15 763013 -809.204 238373 242494 © e
10 2 -477.892 -473.901 2999.88 3083.02 ‘;, N
n 3 96.6213 124,654 3642.29 3716.65 :
12 45 857.737 281,387 3983.76 3997.46 E_
13 7 1805.08 1837.21 4074.64 4069.34 ;
14 9 240701 230380 20075 w087 = 4 A
15 12 2980.63 298434 4098.18 4075.43 g:‘ n A o~ A
16 13 3385.65 33197 4155.16 A075.47 r;
3| A A—
g A L 4}}\ A ———
N ko s, A
: P M L
g L e
B
a v W *
'E‘ L NV —\h’: 3
d L E-‘ 5:9 515 5‘.7 516 5.‘5 5:4 5.‘3 5:2 5.‘1 5:[| 4.‘9 4:5 4.‘7 4:6 4.‘5 4:4 4.‘3 4:2 4.‘1 4:[| 3.‘9 3:5 3.‘7 3:6 3.‘5 L
Aca. Start: | 2015-07-10T11:18:00 Acq. End: |2015-07-10T11:18:00 1] = 1 (ppm) I



T2 Data Analysis:

e Similar to T1 analysis, create a new
Integrals Graph and integrate the
regions of interest.
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e In the Data Analysis window, click on
the empty cell just below the Y’(X)
column title and press the three dots
to open the Model Function menu.

e Select Mono-exponential Fit and press
calculate. The Fitting Parameters box
will show the fitted values.

e In the mono-exponential equation B*e
xF B is the magnetization at time 0 and
Fis 1/T2. Therefore, to calculate the
T2 relaxation rate, T2 = 1/F.
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B= 2.36768e+06, F= 3.51018
rError = 0.0041669, probnotmono = 0.983745
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