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from concurrent import futures
import time

import sys

import os

import subprocess

num_tasks=8
num_workers=8

def exec_func(index):
prlnt(mdex %s started.' % mdex)
shcmd="./run-"+str(index)+’.sh’
process = subprocess.run(shcmd, stdout=subprocess.PIPE,shell=True)
print('index: %s ended." % index)

future_list =[]
with futures.ThreadPoolExecutor(max_workers=num_workers) as executor:
for i in range(num_tasks):
future = executor.submit(fn=exec_func, index=i)
future_list.append(future)
= futures.as_completed(fs=future_list)
print('completed.’)
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#!/bin/sh from concurrent import futures .
#PJM import subprocess #!/bin/sh
module load XXXX _
num_tasks=4 source activate venv-hoomdAng
python3 run-sub-gpus.py || num_workers=4 export CUDA_VISIBLE_DEVICES=$1

python3 ./hoomd-singleGPU.py

g

def exec func(mdex)'

if index =

shcmd = “cd /00; ./run-hoomd.sh 0*
if index =

shcmd = “cd /01; ./run-hoomd.sh 1¢
if index =

shcmd = “cd 102; ./run-hoomd.sh 2¢
if index =

shcmd = “cd /03; ./run-hoomd.sh 3"
process = subprocess run(shcmd, stdout=subprocess.PIPE,shell=True)

future_list =[]

with futures.ThreadPoolExecutor(max_workers=num_workers) as executor:

for i in range(num_tasks):
future = executor.submit(fn=exec_func, index=i)
future_list.append(future)

_ =futures.as_completed(fs=future_list)

print(‘completed.")
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#!/bin/sh
#PJM
module load XXXX

python3 run-sub-gpus.py

g

from concurrent import futures
import subprocess

num_tasks=4
num_workers=4

def exec_func(index):
if index == 0:
shemd = “cd /00; ./run-amx.sh 0°

#!/bin/sh

INGRO=GMX.gro
INTOP=GMX.top
GFILE=GMX-1.gro
CFILE=GMX-1.cpt
if [ -e $CFILE ]
then

if[!-e $GFILE ]
then

fi

else

if[!-e $GFILE ]
then

fi
fi

export OMP_NUM_THREADS=6
export CUDA_VISIBLE_DEVICES=$1

gmx mdrun -v -deffnrm GMX-1 -bonded gpu -nb gpu -pme gpu -ntmpi 1 -cpi $CFILE

gmx grompp -f GMX.mdp -0 GMX-1.tpr -c GMX-0.gro -r $INGRO -p $INTOP -maxwarn 4
gmx mdrun -v -deffnrm GMX-1 -bonded gpu -nb gpu -pme gpu -ntmpi 1

ell=True)

S executor:

7
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TEFIZ. nvidia-smiTEfRLTHZE=L\EE

from concurrent import futures
import subprocess

num_tasks=5
num_workers=5

def exec func(mdex)'
if index =
shcmd = “cd /00; ./run-gmx.sh 0°
if index =
shcmd = “cd J01; ./run-gmx.sh 1°
if index =
shcmd = “cd 102; ./run-gmx.sh 2°
if index =
shcmd = “cd /03; ./run-gmx.sh 3“
if index =
shcmd = “for ((i=0;i<10;i++));do sleep 600; nvidia-smi; done > log“
process = subprocess run(shcmd stdout= subprocess PIPE ,shell=True)

future_list =[]
with futures.ThreadPoolExecutor(max_workers=num_workers) as executor:
for i in range(num_tasks):
future = executor.submit(fn=exec_func, index=i)
future_list.append(future)

_ = futures.as_completed(fs=future_list)

print(‘completed.")
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« T. Murashima, K. Hagita, T. Kawakatsu, Viscosity Overshoot in
Biaxial Elongational Flow: Coarse-Grained Molecular Dynamics
Simulation of Ring-Linear Polymer Mixtures. Macromolecules
2021 54, 7210.

« K. Hagita, T. Murashima, N. Sakata, Mathematical Classification
and Rheological Properties of Ring Catenane Structures.
Macromolecules 2022 55, 166.

« T. Murashima, K. Hagita, T. Kawakatsu, Topological transition in
multicyclic chains with structural symmetry inducing stress-
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elongational flow. Macromolecules, under review.

& Lobiblcations wwacsors




[12]

Kremer-Grestfi Rt MDD i &

» IRINEHZETT

@ LsPublications s

TiE Lt””*’g*‘/h? D DFER

A/B type 4-arm stars \

-

K. Hagita, T. Murashima, Effect of chain-penetration on ring shape
for mixtures of rings and linear polymers. Polymer 2021 218, 123493.
K. Hagita, T. Murashima, H. Jinnai, Demonstration of reinforcement
in polymer composite with rings penetrating the diamond-lattice
network. Polymer 2022 243, 124637.

K. Hagita, T. Murashima, M. Ebe, T. Isono, T. Satoh, Trapping
probabilities of multiple rings in end-linked gels. Polymer 2022 245,
124683.

K. Hagita, T. Murashima, Multi-Ring Configurations and Penetration
of Linear Chains into Rings on Bonded Ring Systems and
Polycatenanes in Linear Chain Matrices. SoftMatter 2022 18, 894.
K. Hagita, T. Murashima, T. Ohkuma, H. Jinnai, Ring-Filling Effect on
Stress-Strain Curves of Randomly End-Linked Tetra-Arm
Prepolymers. Macromolecules 2022 218, 123493.
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