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#!/bin/bash

#PBS -1 select=l:ncpus=12:mpiprocs=1:ompthreads=12
#PBS -1 walltime=4:00:00

source /apl/bio/etc/bio.sh

module load diamond
cd ${PBS O WORKDIR}

diamond blastp --db spo.dmnd --out sce.tab --outfmt 6 --query sce prot.fasta
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#!/bin/bash
#PBS -1 select=l:ncpus=12:mpiprocs=1:ompthreads=12
#PBS -1 walltime=4:00:00

o NIHEEIDIY—X

o /— &N : select= 1 J—RTEITITD

o /—RHIZDMDI)74Y : ncpus= 1207 %FE>S

o /—RHIEDDTI O AEL : mpiprocs= Ot XR(FE1D

o JOLXRXBIENDDAL v K%Y : ompthreads= 12X LW RTEITITD
o sTENHFM] (K5fE]) : (53) : () :walltime= S T ERE R (3 4BFRS

ncpus = ompthreads x mpiprocs CTahdZ &
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#!/bin/bash
#PBS -1 select=l:ncpus=64:mpiprocs=1:ompthreads=64:jobtype=largemem

o /— RpIZNDIDGPUZY : ngpus=
o GPUZEL\TZWNIFE 8 GPU, 128177

#!/bin/bash
#PBS -1 select=l:ncpus=128:mpiprocs=1:ompthreads=128:ngpus=8
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#!/bin/bash
#PBS -1 select=l:ncpus=48:mpiprocs=1:ompthreads=48
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#!/bin/bash
#PBS -1 select=l:ncpus=96:mpiprocs=1:ompthreads=96
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e jsubdNV> R -q ([CHlFTTHF21—% [HB] ZEEULTET

S jsub -g HB my script.sh
6439875.ccpbsl

e jobinfo T3 J MEITINILZHESS

S jobinfo

Queue Job ID Name Status CPUs User/Grp Elaps Node/ (Reason)

e — TN NS N D D D D D D D D GIEED IEED GEEED D IEED DD IS NS D GIEED D NS D GIEED NS IEED GIEED D D NS NS NS NS GIEED D IEED NS GIEED GIEED D GIEED DD D NS GIEED GIEED NS GEEED NS GEEED GEEED GIEED GIEED DD GIEED NS GIEED GIEED IEED GIEED DD GIEED NS GEEED GIEED D GIEED NS GEEED GIEED GEEED GIEED D GEEED s

HB(b) 6439875 test.sh Run 4 ebv/zo0 0:00:20 ccb001
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jobtype |CPU(ncpus=), XEY CPU #F 1 —R# GPU & 1 —{R%K
64 504 Gb 60 = (1vnode )/ 1 BFfE
largemem -
128 1008 Gb 120 &= (2vnode) /1 FFfE
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vhode +
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gpu 1879 Sb/ 1 g /(137 * 1 B8R9) | 60 &/ (1GPU * 1 B F)
queue |CPU (ncpus=) XEV CPU & 1 —{R#
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select=1l:ncpus=16:mpiprocs=1:ompthreads=16

e diamond blastx : nri®X2, ZTUDNAE% : 96,7064F. T T 7)1 X183MB
e 1_/— . 161J718%. jobtype: core

o FREMFR]: 73:54:05. typeC/ — RTEITEIN/

o HERZN: 1= x 16177 x 73905/ = 1,1825

select=1l:ncpus=64:mpiprocs=1l:ompthreads=64:jobtype=largemem
e InterProScan Z T UDNAECH : 115,079%%. T I 71 I)LHAX227MB

e 1 /— R, 64177187 (1 vnode). jobtype: largemem

o FRENFM : 16:30:22. typeF./ — RTHEITN/

o SHEM# : 605 x 1vnode x 16.55f] = 99052
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e 7> 3> #pPBS -J HIEES-HKTES

e 377 A )L TEEL ${PBS ARRAY INDEX} [CHESHtTZY LN,
A2 DA SURHBEIEDEITEIND

#!/bin/sh

#PBS -J 1-5

#PBS -1 select=l:ncpus=4:mpiprocs=1:ompthreads=4
#PBS -1 walltime=4:00:00

diamond blastx --threads ${NCPUS} --db nr --outfmt 6 \
——query ./my.${PBS ARRAY INDEX}.fa --out ./out.${PBS ARRAY INDEX}.tab
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S jobinfo

Queue Job ID Name Status CPUs User/Grp mlaps Node/ (Reason)
H(c) 6441620[] test array.sh Array 4 ebv/zo0 0:11:39

H(c) 6441620[1] test array.sh Run 4 ebv/zo0 0:10:17 ccc035

H(c) 6441620[2] test array.sh Run 4 ebv/zo0 0:10:16 ccc035

H(c) 6441620[3] test array.sh Run 4 ebv/zo0 0:10:17 ccc035

H(c) 6441620[4] test array.sh X 4 ebv/zo0 0:00:04 ccc039

H(c) 6441620[5] test array.sh X 4 ebv/zo0 0:00:04 ccc039
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o REIEUTT /tmp, /var/tmp, /dev/shm OFERIZELE
¢ jsub> a3 JETTIHIRIEZEL s {TMPDIR} N BE T LEELIMNIERTESINTULD
o :TH_/— R LE®D /1work HEIE
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o NEJDIZaIL. Od7H=IET
o ABF=D— I 7AMILZIRWNTZWNHE | /gwork TEIBVZIEE CE D
o X5 XU L. FIFAZELR/RU

o :YiEM : export TMPDIR=/gwork/users/${USER}/${PBS JOBID}
o /1lwork KDIEE
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Flowchart : Which jobtype/queue to use?

Neecle) Yes Required #PBS Option: | jobtype | CPU score/h | node type
GPU ngpus=# (1~8) | gpu(g) | 60/1gpu G

Required jsub Required #PBS Option: |jobtype CPU node

Memory Yes Memory Option: score/h | type
256G mores 1Tb more? (1.5Tb) ncpus=48 | _ 48
jsub -q HB P nibb (b) B
(3Tb) ncpus=96 60
lNo
Required #PBS Option: Required #PBS Option 2: jobtype CPU score/h |node type
500Gb) ncpus=64 60/1vnode
No jobtype=largemem ( largemem () F
] ¥P J (1Tb) ncpus=128 120/2vnode

#PBS Option: Memory jobtype | CPU score/h |node type

ncpus<64 core (c) 1/1core

ncpus=64 |1.875Gb x ncpus 45/1vnode C

vnode (v)

ncpus=128 90/2vnode
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