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2018 99 3 0 0 6 1 1 1
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Time to solution (s/step/atom)
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Pushing the limit of molecular dynamics with ab
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; AR N A initio accuracy to 100 million atoms with machine
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i DPMD :f (e Time and size scales required by important Problems ,ea rn 'ng
A Problem Time span| System size L University of California Berkeley, Institute of
’ [ns] [#atom] ¢ : ) )
N Q Applied Physics and Computational Mathematics,
Droplet coale: ~10 ~1e+8 . 5 . s
< s st 2 ing University, Lawrence Berkeley National
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current point

\ thread local lock read

Al Iowef Partition

[ PaR1:[Q0s1.Q052.Q0s3] Qos3 |

5.write
buffes
‘ reader to release lock

\ CELLCEIEH Aread local lock read [ PAR3 : [QO51,Q052,Q0S3] : QOS3 ]

1.switch current point buffer 1 1
AllowedQoslList DefaultQos, 2 2

[ PAR2 : [QOS1,Q0S2,Q0S3] : QOS3 ]
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> calloc : fRRazE ARl

> cbatch : $2ASHEALIE(EAL

> cqueue : BEEFIFEHELER

> ccancel : BGEBAFIARIEEE T EHEBARI L

> ccontrol : BE/IEHERHFTHISTX. TR, RIS

>

cacctmgr : EEEKF/RF/QOSER. - KA /MF/QOS. MIFRIKF/AF/QOS. EHMKF/RF/QOS

#!/bin/bash
-p CPU
-N 2
-c 2
--mem 3400M
--ntasks-per-node 1
-J "relion_map3d"
--time 50:00:00
-0 crane_relion_map3d_%j.out

e s cranenosts HERb IR B ASHEG)

module load mpich/4.0 relion/3.0_beta_mpich_4.0
mkdir relion/relion_map3d

starfile="
reffile="

output="

mpirun crane.hosts relion_refine_mpi

2.82
C1
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