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ARAZFE OCTOPUS D1 T)L®Xeon® 6 T
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Generated 330891 of the 330891 1-4 parameter combinations [v61011@Qoctopusl v61011]% tail -F runs/gromacs-0-105848. oct/proxy log
tail: 'runs/gromacs-0-105848.oct/proxy.log' ¥ EH» A I HCEL c M EkFT B A Z20L5

Excluding 3 bonded neighbours molecule type 'Protein_chain_A'

turning H bonds into constraints...

MD Optimization Summary

Excluding 2 bonded neighbours molecule type 'SOL
turning H bonds 1into constraints...
Excluding 1 bonded neighbours molecule type 'CL' Objective Achieve re
turning H bonds into constraints...

Setting gen_seed to -20981447

Velocities were taken from a Maxwell distribution at 300 K Result

Analysing residue names:

There are: 129 Protein residues . .

There are: 10636 Water residues = Final Densif

There are: 8 Ion residues .

Analysing Protein... * Final Temperature: 3
The largest distance between excluded atoms is 0.454 nm between atom 1156 and 1465 + Convergence: Iteration 5
Determining Verlet buffer for a tolerance of 0.005 ki/mol/ps at 300 K + Status: PASS

Calculated rlist for 1x1 atom pair-list as 1.035 nm, buffer size 0.035 nm Iteration History

Set rlist, assuming 4x4 atom pair-list, to 1.000 nm, buffer size 0.000 nm

Note) that mdrun will!Madeterming) rlist based. on) the) actual pair-list setup iter reft taut refp tau_p  nsteps density temp dens_err  temp_err  tune_s
Calculating fourier grid dimensions for X Y Z

Using a fourier grid of 60x60x60, spacing 0.117 0.117 0.117 ~ ~
800.0 250000

Estimate for the relative computational load of the PME mesh part: 0.33

This run will generate roughly 3 Mb of data 2 2 0. 800.0 2. 250000
:-) GROMACS - gmx mdrun, 2025.2 (-:

Executable: /system/apps/rhel9/cpu/GROMACS/InteloneAPI2025.2.0/2025.2/bin/gmx 310 0. 1244.0
Data prefix: /system/apps/rhel9/cpu/GROMACS/InteloneAPI2025.2.0/2025.2
Working dir: /octfs/work/G16412/v61011/runs/gromacs-0-105848.0ct
Command line:

gmx mdrun -deffnm nvt -nt 64

Reading file nvt.tpr, VERSION 2025.2 (single precision)
Changing nstlist from 10 to 50, rlist from 1 to 1.116

Using 64 MPI threads
Using 1 OpenMP thread per tMPI thread

NOTE: The number of threads is not equal to the number of (logical) cpus
and the -pin option is set to auto: will not pin threads to cpus.
This can lead to significant performance degradation.
Consider using -pin on (and -pinoffset in case you run multiple jobs).
starting mdrun 'LYSOZYME in water
iOOOO steps, 20.0 ps.

[X] 16. octopus.hpc.osaka-u.ac.jp (v61011) [X] 18. octopus.hpc.osaka-u.ac.jp (v61011)
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