
PReSTO @ Arrhenius-CPU
First testing
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native.script: update https://www.nsc.liu.se/support/presto/MX-PReSTO/BioMax/  

DIALS sometimes terminate with:
omptbx error: deadlock in using lock variable These four lines resolve the issue but 

are there better options?
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Cosmos 
time (s) 

Cosmos 
cores

Arrhenius 
time (s)

Arrhenius 
cores SpeedUp Ideal

XDSAPP 302 48 121 256 2,5 5,3
DIALS 505 48 221 1281 2,3 2,7
autoPROC 2660 48 607 256 4,4 5,3

1With 256 cores DIALS did NOT crash at Arrhenius, but runtime was 230 seconds
2 Å dataset from BioMAX with 3600 frames used as test data
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Does NOT work
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Phenix at login node - not OK
It looks ok a sbatch job is submitted but the directories are empty 

/software/presto/e/karho/software/Phenix/2.0-5936-foss-2023a/bin/phenix

…and something happens…
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Phenix at compute node - ok but a time waste…
COOT cannot be run at compute node  
-  perhaps intentional?
Error message? vglrun is not available

“Run locally” is working at compute node and job finishes ok!

6



PyMOL OK!
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APBS is ok!

High resolution images no problem



Ccp4i2 is ok
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Compare arpWarp vs ModelCraft
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arpWarp ModelCraft



ModelCraft lower (better) R-values than arpWarp after refmac5
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ModelCraft autoBuild vs deposit 3GET
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Very impressive results from ModelCraft 
since completely “unaware” of PLP ligand!

One minor error in Pro162-Pro166 stretch 
close to PLP…

ModelCraft in yellow and 3GET in green.



ChimeraX
Do two export commands prior to giving the start “chimerax” command
✓ export QTWEBENGINE_DISABLE_SANDBOX=1
✓ export QTWEBENGINE_CHROMIUM_FLAGS="--no-sandbox --disable-gpu
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ChimeraX start with warning but behave normally
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Chimera is ok
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XDSGUI is ok but…
User should add PATH to Durin plugin into
Settings - Generic frame library
so that individual frames can be displayed in XDSGUI
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Add Durin plugin to Settings - Generic frame library
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/software/presto/e/karho/software/Durin/2023.10-foss-2023a/lib/durin-plugin.so

1.

2.

After adding the Durin PATH individual frames are displayed



Add JOBS, PROCESSORS and Durin path to XDS.INP

MAXIMUM_NUMBER_OF_JOBS= 8
MAXIMUM_NUMBER_OF_PROCESSORS= 32
LIB=/software/presto/e/karho/software/Durin/2023.10-foss-2023a/lib/durin-plugin.so

17

Add three lines into XDS.INP 
before “Run XDS”



CrystFEL is ok
Perhaps run a bit slower than expected but not sure…many sleeping processes
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CrystFEL run perhaps a bit slower 
than expected…many sleeping 
processes…
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Settings suitable



LigPlot is OK
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adxv is OK
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BUSTER and SHARP is OK
Just had to fetch a new BUSTER and SHARP licences to 
/nobackup/proj/disk/xray/from-tetralith/software/buster
/nobackup/proj/disk/xray/from-tetralith/software/sharp
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SHELXD (part of autoSHARP) use 235 (of 256) cores
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ALBULA is OK
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Hkl2map at interactive node
hkl2map GUI is ok at interactive node!
COOT cannot be launched from hkl2map GUI, likely because COOT cannot be 
started at all on a compute node
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hkl2map at compute node OK

26SHELXD was done with 10000 tries before I did the screen dump using 247 cores (256 available) 



COOT not started from hkl2map GUI
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COOT did not start at 
Compute node 

Running COOT on a 256-core compute
Node is perhaps a waist of compute 
time…However a quick check is 
always useful

COOT does not start at Arrhenius compute 
node so has nothing with hkl2map to do.
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