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t, SR E. CHENETEEECROMACS 7 (AR, HHR. #E), AR
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¥ L HNE, 5% E H W www. gromacs. org

1.2. J8¥Migromacs
EHERE FTHEA LRI EF T 2020. 4 8 A 84 gromacs 2 4F. B4 AT 4E L &

/share/apps/gromacs
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A XAE JF B9 & Gromacs E W |+ BYADH bench systemslliX & |, ZE G| A —& @ K
KBEBRAEZ, RRAXELE1341TINM T, AP ENENS FHAFENRR,

2.2. B\ XA
O\ EE| U A topol. tpr, Z XA T: /share/apps/gromacs/ jobtest, H P
T EAT THRZXHE BT HF, #HATMRK,

2.3. MmBZRM

JE Amodule E 2 MIAFELE, HuiH LT AEE B A

A A S Intel Xeon Gold ¥ HFAF|: 38. ot38. 2t50c 7 %K 44 & bR A :
gromacs/11-2020. 4
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% XA R gpupR AR -
H#EEHAT: module load gromacs/2020.4 gpu, BN ¥ 4 FZ# 1.

[ccse-yangyc@04ul7l ~]$ medule load gromacs/2020.4_gpu

Loading compiler version 2022.1.0

Loading tbb version 2021.7.0

Loading compiler-rt version 2022.2.0

Loading oclfpga version 2022.2.0
Load "debugger" to debug DPC++ applications with the gdb-oneapi debugger.
Load "dpl" for additional DPC++ APIs: https: ithub.com/oneapi-src/oneDPL

Loading mpi version 2021.6.0

Loading gromacs/2020.4_gpu

Loading requirement: tbb/latest compiler-rt/latest oclfpga/latest compiler/2022.1.0 mp1/2021.6.0 cuda/11.8 python/anaconda3/2022.10
[cese-yangyc@04ul71l ~]$ module list
Currently Loaded Modulefiles:

1) tbb/latest 3) oclfpga/latest 5) mpi/2021.6.0 7) python/anaconda3/2022.10

2) compiler-rt/latest 4) compiler/2022.1.0 6) cuda/11.8 8) gromacs/2020.4_gpu

[ccse-yangyc@04ul7l ~1% i
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B A S A test. 1sf, Z XA T
/share/apps/gromacs/jobtest/test gpu/gromacs gpu. 1sf, JH P 7 B AT T 2% X4 2|
BT HE, #ATNR.

JET A Y 2

#!/bin/bash

#BSUB —-J gromacs gpu

#BSUB —q 2v100

#BSUB —n 2

#BSUB —e %J. err

#BSUB —o %J. out

#BSUB R "span[ptile=2]"

#BSUB —gpu "num=2"

hostfile= echo $LSB DJOB HOSTFILE

NP="cat $hostfile | we -1°

cd $LS SUBCWD

module load gromacs/2020.4 gpu
date > time. out

mpirun —np $NP —machinefile $LSB DJOB HOSTFILE gmx mpi mdrun -v -
ntomp 1 —s topol. tpr > run. log 2>&1

date >> time. out



MESIETERC
Center for Computational Science and Engineering

[ccse-yangyc@04ul7l ~]$ bjobs < gromacs_gpu.lsfl

3.2. RRXHFAEFMHEL

[ccse-yangyc@04ul71l test gpul$ bjobs
JOBID USER STAT QUEUE FROM_HOST  EXEC_HOST JOB_NAME  SUBMIT_TIME
74449 ccse-ya PEND 2v100 b04ul71 *macs-test Sep 28 18:23

3.3. fEVEE

25 R U Aimd. log

[ccse-yangyc@04ul7l test gpul$ tail md.log
JNOTE: 13 % of the run time was spent in domain decomposition,
21 % of the run time was spent in pair search,
you might want to increase nstlist (this has no effect on accuracy)

Core t (s) Wall t (s) %)
Time: 140.520 70.260 200.0
(ns/day) (hour/ns)
Performance: 24.597 0.976
Finished mdrun on rank @ Thu Sep 28 18:21:40 2023

[ccse-yangyc@04ul71 test gpul$ [
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0 AXHEAFEIBRITEFORE, BRAU4: hpc@sustech. edu. cn, Bk £
A WE, HiE: 0755-88015831
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