TopSpin 1.3 under Red Hat Linux for Xwin-nmr users

Reminder: you need to type getprosol (or click the NMR tube icon in eda) or most experiments will not give any signal!

1.  Schedule time on the instrument using the “reserve” program as for the other Bruker instruments.

2. Log in to Red Hat Linux with your name and password.

3. Double click on the TopSpin1.3 icon on the desktop.  In general, TopSpin makes much more use of icon-based shortcuts than xwinnmr.  Most xwinnmr commands still work, but it is faster to click on the icons than to type the commands.  If you hold the cursor over an icon, what the icon does will be displayed.  Right clicking brings up context sensitive menus.  You can also have an arbitrary number of spectra open at once in TopSpin. Numerous manuals including the “Avance Beginners Guide” are available through the “Help” menu.

4. Set the sample depth (20 mm) with the depth gauge provided.  Turn on the lift air, insert the sample, then turn off the lift air.  Start the sample spinning.

5. In the TopSpin window, click the [image: image1.jpg]


 icon to create a new file (equivalent to the xwinnmr command “new”). The data path should be /opt/topspin, other items generally as in xwinnmr.  You can set the spectrum title, solvent, and choose parameters at this point if you wish.  If you don't choose parameters here, type rpar to set them after creating the new data set.  Recommended parameter sets for popular experiments:

· Proton:
PROTON

· Carbon:
C13CPD

· Dept:
C13DEPT135

· APT:
C13APT

· COSY:
COSYGPSW

· HSQC:
HSQCETGPSISP 
ns=2

· HMBC:
HMBCGPND

· 1D NOE:
SELNOGP
d8=0.5
  o1p=peak of interest

· NOESY:
NOESYGPPH

d8=0.7 ns=2

6. Click the [image: image2.jpg]


 icon to open a lock window.  In the window, click the “lock current sample” icon to establish lock.  As usual, if the lock is poor, do rsh to read in default shims, and if that doesn't work, double check the sample depth and height.

7. The recommended shimming method is to use deuterium gradient shimming.  Once this has been set up properly, it should continue to work the same way. Type “gradshim” to open the gradient shimming window.  The shimming method should be 1D2H, disk /opt/topspin, user (your login name), iteration control file deflt1d2h, one iteration step midz with window of 22.  Click on “Start Gradient Shimming.”  The procedure takes about 2 minutes.  You may be able to get at most a very slight improvement by hand shimming z1 and z2 afterwards.  This method does not adjust the nonspinning shims.  If you see spinning sidebands, turn off the spinning, and hand adjust x, xz, y, and yz while watching the lock level.

8. Type getprosol to load in all probe-specific parameters.

9. In the spectrum window, various tabs such as “Spectrum,” “ProcPars,” “AcquPars,” etc., take you to various useful displays.

10. Type rga to adjust the receiver gain.

11. Type zg or click on [image: image3.jpg]


 to start the acquisition.  Click on [image: image4.jpg]


 to see the raw signal (fid).

12.  Type ef and apk to process. Automatic baseline correction and integration are done by abs. Manual phasing and integration are available from icons on the menu bar.  The exact expansion icon [image: image5.jpg]


 works like dp1 in xwinnmr.

13. Right click on the spectrum to define what features you want displayed. To have integrals, you must first do abs to generate them automatically or use the integral routine to define them manually.  To have peak labels, you must first run the pp command to have automatic peak picking, or use the peak pick tool for semi-automatic or manual peak picking. 

14. Plotting options can be viewed by typing <Ctrl>P. The print active window (also prnt) option gives you what you see on the screen after you select the active printer and page orientation you want.  Plot starts an xwinplot-like editor interactively; autoplot launches the editor with predefined features from a layout file.  

15. Some very useful features of Red Hat: several options can be found on a menu brought up by right clicking on the desktop, many more utilities by clicking on the red hat in the lower left corner.  We don't have a Zip drive but the system works nicely with USB memory sticks. Put the memory stick in a USB port, then go the Red Hat start menu and choose System Tools -> Disk Management. This brings up the User Mount Tool window and you should see /media/usbdisk listed.  Click Mount. You can now open a directory view of /media/usbdisk and drag files from your data directory, /opt/topspin/data/(name)/nmr.  We recommend using Copy here, NOT Move here, because the latter will remove your data from the NMR system for good. When you are done with the USB stick, click Unmount in the User Mount Tool and close the window. It is very easy to burn CD's by opening a shell and typing ‘k3b.’ The k3b window looks like typical CD burning software.  Choose New Data CD Project and follow the prompts. 

16. Help: Click Help on the top bar.  All the system manuals are available as PDF files. If you choose NMR Guide, that starts a web based reference system that includes an NMR encyclopedia, descriptions of every experiment and pulse sequence, and experiment wizards.  In TopSpin, on the PulseProg tab, clicking the “information” symbol takes you directly to the NMR Guide entries on that pulse sequence.

17. Troubleshooting:

· You may get an error message about ParaVision when you start TopSpin.  This error is harmless, although you can get it to go away by opening a shell and typing shmrm before starting TopSpin.  If you get a message that no license is available and TopSpin won’t open, close the window and use shmrm.  Also try shmrm if you have problems getting TopSpin to open.
· If you still can’t get TopSpin to open, and there are error messages about not being able to get a license, the computer must be rebooted.  The new Dell workstations on the 400’s in Malott (“florence”) and SBC (“yosemite”) require a specific procedure; all the other Linux computers will just reboot automatically.

On florence and yosemite, proceed as follows:

Log out of your account.  On the login screen, choose Actions -> Reboot the computer.  It will shut down first, then start back up.  On the restart, when you see the message “Booting Red Hat Enterprise Linux” hit the carriage return. Scroll down the list of available Linux versions until you get to one up from the bottom, 2.6.9.5.ELsmp, and hit return with that one highlighted.  If you miss that step, the computer will begin to boot and then hang with a panic message.  In that case, hold down the power button to turn it completely off, then push the power button again to power and boot up, repeating as above.

· You may get an error message about transmission protocol error in tty03 when TopSpin is first started and the little lock window will be blank.  Opening a big lock window usually solves this.

