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Objectives: 

1. Convert raw data to HDF5 format using CASS 
2. Use CrystFEL to index and merge 
3. Solve the lysozyme-Gd structure using PHENIX.autosol 
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Scripts: 

CASS CrystFEL 

LysozymeGD.ini 

convert.cfg 

convert_files.sh 

runTemplateLCLS.sh 

crystfel.txt 

submit.cfg 

run_automated_crystfel.sh 

lcls_header.txt 

lysogdruns.csv 

001,dark 
002,001,LysozymeGD.ini,,crystfel.txt 
003,001,LysozymeGD.ini,,crystfel.txt 
… 
… 



SFX Lysozyme-Gd data is avalible on-line at cxidb.org 

http://www.cxidb.org/id-22.html


 



De novo phasing of Lysozyme-Gd structure in PHENIX 

Model from AUTOBUILD 
Superposed to 1VDS.pdb 



 ssh psana 
 cd /reg/d/psdm/cxi/cxi84914/scratch/ 
 cd knass 
 mkdir CASS-tutorial 
 cd CASS-tutorial 
 cp 
/reg/d/psdm/cxi/cxi84914/scratch/knass/scrip
ts/* . 
 vim lysogdruns.csv 
 vim convert.cfg 
 vim runTemplateLCLS.sh 
 vim convert.cfg 
 sh convert_files.sh lysogdruns.csv 
 cd cass/ 
 ls 
 cd hdf5/ 
 ls 
 cd run_002/ 
 ls 
 cd slice_00/ 
 ls 
 cd aa/ 
 cd ../../../../ 
 cd ../ 
 ls 

 vim submit.cfg 
 vim submit.cfg 
 vim lcls_header.txt 
 vim lcls_header.txt 
 source /reg/g/cfel/crystfel/crystfel-dev/setup-
sh 
 sh run_automated_crystfel.sh lysogdruns.csv 
 ll cass/ 
 ll cass/indexing-ref/ 
 ll cass/indexing-ref/run_002/ 
 less cass/indexing-ref/run_002/run-
002aa.stream 
 vim crystfel.txt 
 vim merge-all 
 ./create-xscale-kn lyso-gd.hkl > lyso-gd.xscale 
 cp ../../../scripts/XDSCONV.INP . 
 vim XDSCONV.INP 
 ~/XDS-INTEL64_Linux_x86_64/xdsconv 
  f2mtz HKLOUT temp.mtz<F2MTZ.INP 
  cad HKLIN1 temp.mtz HKLOUT 
output_file_name.mtz<<EOF 
 ls 
 mv output_file_name.mtz lyso-gd.mtz 
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