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DENZO user guide

Currently we are running version 1.96.1 of denzo and xdisp. The executables are located in the directory /disk2/local/denzo_1.96.1 on the snblsg2 SGI workstation.
Login on snblsg2 (Indigo2)

Login: 
account_name
Passw: 
account_password

Open two windows, and go to the directory /embld1/users/....   

(NFS mounted disk where your data has been collected)

Edit input files


On the following pages you will find examples of the following input files


auto

(To autoindex on one image)


refine

(To refine parameters on one image)


process

(To process data and produce .x files)


scale

(To run scalepack and produce an HKL-file)


All these example files are located under /disk2/local/examples, and can be copied to your directory.


First you have to edit the file ‘auto’ so that it corresponds to the current settings. With the result from the autoindexing you can later modify the other files

Search for peaks

In one of the two windows, run xdisp by typing one of the following aliases together with the filename:

mar180_100      (/disk2/local/denzo_1.96.1/xdisp mar345 180mm 100 marpck)

mar180_150      (/disk2/ local/denzo_1.96.1/xdisp mar345 180mm 150 marpck)

mar240_100      (/disk2/ local/denzo_1.96.1/xdisp mar345 240mm 100 marpck)

mar240_150      (/disk2/ local/denzo_1.96.1/xdisp mar345 240mm 150 marpck)

mar300_100      (/disk2/ local/denzo_1.96.1/xdisp mar345 300mm 100 marpck)

mar300_150      (/disk2/ local/denzo_1.96.1/xdisp mar345 300mm 150 marpck)

mar345_100      (/disk2/ local/denzo_1.96.1/xdisp mar345 345mm 100 marpck)

mar345_150      (/disk2/ local/denzo_1.96.1/xdisp mar345 345mm 150 marpck)


For instance (if you used the 345mm plate with 150 (m resolution):



mar345_150   test_image_001.mar2300


Produce a file ‘peaks.file’ by pressing ‘Peak Search’ and ‘OK’

Autoindex one image


In the other window start denzo by typing:

denzo

Start autoindexing by reading the auto macro:

@auto

Look at the solution to see if the result is reasonable and check the result in the xdisp window. You can modify for instance the mosaicity (can be done on the command line) to increase the number of predicted peaks.

You can now enter the best solution (cell dimensions) into the auto file, restart denzo, and run auto once more.

Refine
Refine several parameters by reading the refine macro (from within denzo):

@refine

Optional: Determine optimum starting angle and rotation range

After you have indexed and processed one image, you can use the program strategy to get information about the optimim starting phi angle and corresponding minimum rotation in phi for obtaining a certain completeness (e.g. 98 %)

Edit the file strat_inp

Run the program strategy by typing:

strat < strat_inp > strat.out

In the file strat.out, all the necessary information is listed. Part of the information can also be shown graphically by looking at the file test.ps:

xpsview  test.ps

Process images
When you are satisfied with the result of autoindexing and refinement, and when the images you need have been collected, process all images by stopping denzo (Ctrl-C), restarting and reading the process macro:

denzo

@process

Scale images


Finally all the images can be scaled (using scalepack), in order to produce a reflection list file


On the command line, type:

scale

(scale is an executable command file)

