Processing 1D Data in Xwin-NMR
1. Open the file by clicking on File->Search...
Picture
a. Select the Disk Unit as C:\data
b. Select the User as CHEM921
c. Select the data set you need to analyze
d. Click Append
e. Click Apply
For all the homework, the experiment numbers are as follows:



1 – 1D Proton



2 – 13Carbon



3 – COSY



4 – NOESY



5 – HMQC



6 - HMBC

2. Displaying the data:
a. [image: image1.png]


  Increases/Decreases the vertical scale by a factor of 2 or 8.
b. [image: image2.png]


  Vertical scaling to tallest peak in spectrum.
c. [image: image3.png]RN



  Expands/Contracts spectrum.
d. [image: image4.png]LY



  Fully expands the spectral window.
e. [image: image5.png]


  Moves the spectral window upfield/downfield.
3. Zooming in/Zooming out using the mouse
a. Click with the left mouse button anywhere on the spectrum.  A white upside-down arrow will be anchored to the spectrum.

b. Move the arrow to one side of the desired zoom region, then click the middle mouse button (scroll wheel).  A solid arrow will denote this point.
c. Move the arrow to the other side of the region, the click the middle mouse button again.

d. You should now see an expanded region on the screen.

4. Integration

a. It is easiest to integrate after zooming in on a region.

b. Click on the [image: image6.png]


 button.  The panel on the left will change.

i. In integration mode the mouse buttons are used to set integration regions.  Use the [image: image7.png]


  buttons to move around.

c. Click with the left mouse button to activate the upside-down arrow.

d. Move the arrow to the left side of a region to be integrated.

e. Click the middle mouse button to set the beginning of the integral region.
f. Move the arrow to the right side of the region.

g. Click the middle mouse button to set the end of the integral region.

h. Repeat steps c through g for each peak/set of peaks to be integrated.

i. Again, use the [image: image8.png]


 buttons to move around!

i. To calibrate an integral that represents a specific number of protons, set the upside-down arrow on it and click once with the left mouse button.  That will make it the active integral.  Then click on the [image: image9.png]


 button.  A dialog box will open below; enter the desired integral value and hit Enter.

j. Click on [image: image10.png]retum



 when you are done setting integrals
i. Click on [image: image11.png]Save as “intrng” & return|



 to save your integrals.

ii. If you click on [image: image12.png]Return



 all the setpoints will be deleted.

k. To print the list of integrals and values, type “li”.

5. Peak Picking
a. Zoom in on the region you want to peak-pick.

b. Click on [image: image13.png]dp1



 to define your plot region, and answer all prompts by hitting Enter.

c. Type “pscal” and select “global” for your peak scaling region.
d. Click on [image: image14.png]


 to enter the utilities panel on the left side of the screen.

e. Click with the left mouse button the MI and drag the cursor up or down so that the blue line on the spectrum intersects peaks but not noise!

f. Click on with the left button again to exit MI.

g. Click on [image: image15.png]retum



 to save and return.

h. Type “pps” to view the peak picking.

i. Click Print to print the peak list.

ii. Click OK to exit.

6. When you are done processing your data sets, type “rsp” to reopen the temp file.

Determining Chemical Shifts in 2D Datasets
1. Open the file by clicking on File->Search...
Picture
a. Select the Disk Unit as C:\data
b. Select the User as CHEM921
c. Select the data set you need to analyze
d. Click Append
e. Click Apply
For all the homework, the experiment numbers are as follows:



1 – 1D Proton



2 – 13Carbon



3 – COSY



4 – NOESY



5 – HMQC



6 - HMBC

2. Displaying the data:
a. [image: image16.png]


  Increases/Decreases the vertical scale by a factor of 2 or 8.
3. Zooming in/Zooming out
a. [image: image17.png]


  Click on this icon, then click and drag a box with the left mouse button on the area you want to zoom in on.  Click with the right mouse button to zoom in on the selected region.
b. [image: image18.png]


  Click to zoom fully out in both dimensions.
4. To determine the chemical shift of each 2D peak, click with the left mouse button to get the crosshairs.  Place the crosshairs on the center of the peak in the spectrum.  The locator box will have list the chemical shift and frequency for both dimensions in it.
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5. Alternately, peak positions can be determined the following way:

a. Zoom in on the region of interest

b. Type “mi x”, where “x” is the setting used in 1H peak picking above

c. Type “psign” and select BOTH.

d. Type “pp2d” and click print to print out the automatically picked peaks.

