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$ cp -rf /home/issp/materiapps/intel/abics/abics-2.0.0-1 .
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#!/bin/sh
#SBATCH -p ccms8cpu
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source /home/issp/materiapps/intel/abics/abicsvars.sh
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abics_train: Perform training using aenet

and prepare NN model for abics_sampling

Structure

| MC sampling

control DFT (VASP) | Replica1

Energy

Structure(”

MC sampling

control DFT (VASP) | Replica 2

Energy

Structure

L] MC sampling

control DFT (VASP) | Replica 3

Energy

Temperature exchange

Structure

L MC sampling

control DFT (VASP) | Replica ,,

Energy

abics_sampling: Monte Carlo
sampling using NN model

to common format

abics_milref: Convert dataset

abics_mlref: Generate input files

for DFT calculations

High-throughput DFT calculations
(VASP, Quantum Espresso, OpenMX)

MC.sh
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CPU: Intel Xeon Platinum 8280, 2.7GHz (28core) x4
F:CE: DDR4-2933, 64GBx48 = 3TB/node
-CPU /—k(144 /— KX T{EFTEE
CPU: AMD EPYC 7702, 2.0GHz (64core) x2
F5CiE: DDR4-3200, 16GBx16 = 256GB/node
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OpenMX, VASP, Quantum ESPRESSO, RESPACK
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