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Create and submit job for Gaussian-09

Usage: subgB9 <INPUT> [OPTION]

-n =<nl> Number of processors.

-N <n2:n3> Number of nodes and number of tasks per node.

-m <mems> Memory required for job (GB).

-p <part> Partition name to submit the job. (use 'sinfo')

-d  <disk> Disk space reguired for scratch (GB).

-V =<ver> GO9 Version. Default: g@9D1

-] =name> Slurm Job Name. Default: name of INPUT.

-t <time> run time of the job. Valid format: M, H:M:S, D-H, D-H:M

-f convert .chk files to .fchk

-fo <fopt> formchk options

-50 <sopt> Additional slurm options if needed.

-no Only write job file.

-h | —help Print this message and exit.
Example: subg@9 test.com -n 16 -m 10 -t 2-0 -d 100
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PARTITION AVAIL TIMELIMIT NODES STATE NODELIST

amd128 up infinite 2 mix en-7-[1-2]

amd128 up infinite 2 idle en-7-6,master-tyan
amd48=* up infinite 1 mix cn-12-3

amd48=* up infinite 4 alloc cn-12-[1-2,4],cn-13-1
amd48* up infinite 12 idle cn-12-[5-8],cn-13-[2-9]
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scontrol show partition <partition_name>
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Submitted batch job 2660
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JOBID PARTITION NAME ST NODE CPUS MEMORY (SUBMIT_ )TIME NODELIST(REASON)
2661 amd48 task R 1 4 12G 8:03 cn-12-1
2660 amd48 test PD 1 20 12G 11:49:23 (Resources)
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update-job-time <jobid> <time>
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