Retrieve data from spectrometer:  cd (change directory) to /800, /nmr600, or /ge600

cd /800

cd to your data directory

cd u/data/lawrence/nmr/sl1  (on spectrometer this is /u/data/Lawrence/nmr/sl1, but on RAID it is /800/u/data/Lawrence/nmr/sl1).

Within this directory should be all of the numbered experiment directories. Within each numbered experiment directory should be your parameter files (acqus, acqu2s, etc) and data files (fid for a 1D and ser for a “serial” file or multi-d experiment), the pulseprogram, and any processed data (pdata).

Copy the whole numbered data directory recursively to wherever you want it on the RAID:

cp  -r  <directory name>  <new path and name>




for example: cp  -r   2   /raid1/p7/sl1/nmr_raw/exp2_800_noesy2d

Convert from bruker to nmrpipe:
Once the data is on the RAID, go to that data directory and type bruker. Click on “READ PARAMETERS”.  This will open an interactive window where you can input or change any data that is missing or incorrect (entries in yellow in particular should be checked). Spectrometer input: click on the arrow to view the contents of the directory and select ser file. Output default makes a “None” directory—change this if you don’t like it. Once changed you should push enter for each change and it will change the output conversion file, which is called fid.com. Click on “SAVE SCRIPT”.

Example fid.com conversion macro:

#!/bin/csh

bruk2pipe -in ser -bad 0.0 -noaswap -DMX -decim 24 -dspfvs 12  \

  -xN              4096       -yN               600  \

  -xT              2048        -yT               300  \

  -xMODE    DQD        -yMODE        Complex  \

  -xSW    7507.508       -ySW         4528.986  \

  -xOBS    800.134       -yOBS         800.130  \

  -xCAR        4.773       -yCAR           4.700  \

  -xLAB              H       -yLAB              H1  \

  -ndim                 2       -aq2D          States  \

  -out None/test.fid -verb -ov

sleep 5

The “DMX” in the input line should be manually changed to “AMX” using an editor such as vi or nedit. This applies a first order phase correction to the observe dimension eliminating the need for the circular shift (“cs –ls sw”) processing in the nmrpipe macro (next step). Run the macro by typing its name: fid.com

Get values for zero and first order phase correction:

Launch nmrDraw and open the test.fid file (output from the fid.com macro):

Type nmrDraw

Once opened, shift S opens a window to select your file, click on it, then read, then close

Shift D draws a dot plot quickly of the raw data.

H draws a horizontal 1D trace which you should move down to the first FID (Y at the top left of the screen changes as you scroll up and down on the 2D screen… it will read one at the first fid, which is at the very bottom of the screen).

Shift N opens the nmrpipe macro window. 

Cosine bell -> change to pow 2 instead of pow 1 -> execute

Zero fill ->  execute, Fourier transform -> execute, Close window

Phase spectrum by turning phasing (upper right button in window) on, and sliding the P0 bar (on left) to perform first order phase correction. Once the part of the spectrum you’re phasing (e.g. for RNA spectra, phase the left side, aromatics) is phased correctly, put the pivot point for P1 under that part of the spectrum (by clicking on the middle mouse button in the purple area under the spectrum). Now finish phasing (if necessary) with p1.

You will use these phase values for the next step.

Process Rows/Observe dimension:

Minimize window. Use the following macro (or one like it) to process the data (either copy a macro that works from someone else or make a new file and type this into it):

#!/bin/sh

nmrPipe -in test.fid \

| nmrPipe  -fn SP -off 0.3 -end 1.0 -pow 2           \

| nmrPipe  -fn ZF -size 2048                          \

| nmrPipe  -fn FT -auto                               \

| nmrPipe  -fn PS -p0 18.8 -p1 13.0 -di              \

| nmrPipe  -fn TP                                     \

#| nmrPipe  -fn SP -off 0.3 -end 1.0 -pow 2 \

#| nmrPipe  -fn ZF -size 2048                          \

#| nmrPipe  -fn FT -auto                               \

#| nmrPipe  -fn PS -p0 -80.8 -p1 170 -di -verb       \

#| nmrPipe  -fn TP   \

#| nmrPipe  -fn POLY -ord 1 -nl 60Pts 65Pts 70Pts 75Pts 80Pts 85Pts 90Pts 95Pts 1

00Pts 105Pts \

110Pts 115Pts 120Pts 1970Pts 1975Pts 1980Pts 1985Pts 1990Pts 1995Pts 2000Pts 200

5Pts 2010pts \

 -verb -ov -out test.ft  

This should process the first dimension. Run this macro, and open the output (test.ft) in nmrDraw, draw the spectrum as before, type v to get vertical 1D traces, move the vertical spectrum to an intense signal on the left side of the spectrum, perform the nmrpipe functions SP, ZF, and FT as before. Increase the intensity of the spectrum to an appropriate level using the middle mouse button in the purple area of the window. Then type a to append a second vertical trace, move this 1D to an intense sample (not water) signal on the right side of the screen, SP, ZF, and FT. Increase the level as before to match the other trace. Phase both spectra together using P0 and then P1 (after setting pivot for p1). Remember these values for next step.

Process columns/Indirect dimension:
Use the same macro without the commented out lines:

#!/bin/sh

nmrPipe -in test.fid \

| nmrPipe  -fn SP -off 0.3 -end 1.0 -pow 2           \

| nmrPipe  -fn ZF -size 2048                          \

| nmrPipe  -fn FT -auto                               \

| nmrPipe  -fn PS -p0 18.8 -p1 13.0 -di              \

| nmrPipe  -fn TP                                     \

| nmrPipe  -fn SP -off 0.3 -end 1.0 -pow 2 \

| nmrPipe  -fn ZF -size 2048                          \

| nmrPipe  -fn FT -auto                               \

| nmrPipe  -fn PS -p0 -80.8 -p1 170 -di -verb       \

| nmrPipe  -fn TP   \

| nmrPipe  -fn POLY -ord 1 -nl 60Pts 65Pts 70Pts 75Pts 80Pts 85Pts 90Pts 95Pts 1

00Pts 105Pts \

110Pts 115Pts 120Pts 1970Pts 1975Pts 1980Pts 1985Pts 1990Pts 1995Pts 2000Pts 200

5Pts 2010pts \

 -verb -ov -out test.ft2

Run this by typing the name of the macro, e.g. this one is called xy.com.  

Note the polynomial baseline correction function POLY on the last line. This should always be performed after the rows (x, observe dimension) and columns (y, indirect dimension) have been processed.

Open test.ft2 in nmrDraw. Check phasing in both dimensions using horizontal (h) and vertical (v) 1D traces. Fix phasing if necessary, adjust xy.com accordingly, and rerun xy.com.

Convert nmrpipe to nmrview:

The following command will convert the nmrpipe file test.ft2 into an nmrview file test.nv:

(for a 2d):

nmrPipe  –in  test.ft2 | pipe2xyz  –nv  –x  –out  test.nv  –verb  -ov

(for a 3 or 4d):
xyz2pipe  -x  -n  test%03d.ft3 | pipe2xyz  -nv  -x  -out  test.nv  -verb  -ov
