Getting Started on
Proteus



Connecting to Proteus

» Twologin nodes

» proteusiOl

» proteusal]
» On Linux/MacOS

» ssh proteusiOl.urcf.drexel.edu
» On Windows

» Puftty

» MobaXTerm

» Terminus

» Powershell
» If locked out of the system, use the Drexel VPN



https://drexel.edu/it/help/a-z/VPN/

Navigating a Linux/Unix
Environment

IS

cd <directory>
mkdir <directory>
rm <file>

less <file>

VamvaayY V VvV Vv

Some editors:
> Vi
» emdacs

» NANO



Modadules

» Modulesshow software already on Proteus

module list
module avail
module load <module>

VamvVeeVvV V

module unload <module>



Submitting Jolbs

» qgsub myjob.sh
» Arguments passed through command line or in the script with #$

Arguments What they do

-cwd Tells the Job Schedulerto start in the current directory
-y Merges output and error

-S /bin/bash Tells the job schedulerthe job is a bash script

-P myPrj The project your job willrun under

-| h_rt=02:00:00 Maximum time for the job to run
-l m_mem_free=2G Minimum memory per slot

-l h_vmem=3G Hard cap on memory per slot
-pe shm 16 Requests 16 total slots/cores

-q all.g What queue the job will be scheduledin
Writing Job Scripts



https://proteusmaster.urcf.drexel.edu/urcfwiki/index.php/Writing_Job_Scripts

Resource Requests

» Hardware
» Intelnodes — 16 slots— 63G*
» AMD nodes - 64 slots - 252G*
» new.gnodes - 40 slots— 187G*

» Memoryrequests are per slot
» Maximum timerequest on all.g is 48 hours
» More is not necessarily better

Hardware * Total installed, not total available



https://proteusmaster.urcf.drexel.edu/urcfwiki/index.php/Proteus_Hardware_and_Software

' [cwf25@proteusifl OpenMPI]$ gsub hello_mpi.sh
Your job 541499 ("hello_mpi.sh") has been submitted
[cwf25@proteusi®l OpenMPI]$ gstat
L] i slots ja—task-ID

541499 0.81000 hello_mpi. cwf25 B7/28/2020 13:44:56 all.g@ic@Tn@l.cm.cluster
[cwf25@proteusi®l OpenMPI]$ |:|



https://proteusmaster.urcf.drexel.edu/urcfwiki/index.php/Grid_Engine_Quick_Start_Guide

[cwf25@proteusi@l OpenMPI]$ qacct —j 541499

all.g
ic@7nBl.cm.cluster
urcfcoopGrp
cwf25
urcfcoopPrj
defaultdepartment
hello_mpi.sh
541499
undefined
sge
priority 2]
cwd Jmnt/HA/groups furcfcoopGrp/fopt/Examples/0penMPL
submit_host proteusi@l.cm.cluster
gsub hello_mpi.sh
| 87/28/2020 13:44:55.828
start_time B7/28/2028 13:45:80.453
end_time 87/28/2020 13:45:47.628
granted pe fixedl6
slots
failed
deleted_by
exit_status
ru_wallclock
ru_utime
ru_stime
ru_maxrss
ru_ixrss
ru_ismrss
ru_idrss
ru_isrss
ru_minflt
ru_majflt
ru_nswap
ru_inblock
ru_oublock
ru_msgsnd
ru_msgrcyv
ru_nsignals
ru_nvcsw
ru_nivcsw
wallclock 835.380
8.6099
0.808
0.000
e.e08
488
214.363M
2.738M
1.278M
undefined
NONE



https://proteusmaster.urcf.drexel.edu/urcfwiki/index.php/Grid_Engine_Quick_Start_Guide

[cwf25@proteusifl ~]5 gqlogin —pe shm 16 -1 h_rt=00:30:00 -1 h_vmem=4G -1 m_mem_free=2G
" Your job 541506 ("™QLOGIN") has been submitted

‘waiting for dinteractive job to be scheduled

~ Your finteractive job 541500 has been successfully scheduled

Establishing builtin session to host ic2ln®l.cm.cluster
(base) [cwf25@ic21ne1 ~15% |}

Interactive Sessions



https://proteusmaster.urcf.drexel.edu/urcfwiki/index.php/Introduction_to_Using_Proteus

Array Jobs

» Launch multiple similarjobs that don't depend on each other
» If youintend to launch over 50 jobs you must use an array job

» -tn[-ml[:s]] my_job.sh
» n-startid
» m-endid
» s—step

» Keep track of task ids with $SGE_TASK_ID
» Output file formart: myjob.sh.oXXXXXX.MMM

Array Jobs



https://proteusmaster.urcf.drexel.edu/urcfwiki/index.php/Writing_Job_Scripts

Job Dependencies

» Some jobs depend on the output of other jobs, SGE allowsfor jobs to
be held until another jolb completes

» qgsub -hold_jidxxxxxx myjob.sh

» -terse will return the jobid

Dependencies



https://proteusmaster.urcf.drexel.edu/urcfwiki/index.php/Writing_Job_Scripts

Storage

» Filesshould be stored in your research group directory, not your

home directory

» Home directory has 15GB soft limitand 17/GB hard limit

» Forlarge file sizes use Lustre

» /scratch/

» Lustre filesnot accessedwithin 45 days will be deleted automatically

Lusire


https://proteusmaster.urcf.drexel.edu/urcfwiki/index.php/Lustre_Scratch_Filesystem

Let's Test Some
Things



