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1. VE—FF—/1\D#E(HE

D FEDA—IFIVYIL I 7 TYE—M—NIZATAOLET,

® Anaconda 3L E Miniconda BREMZLME S (X, Miniconda #/ > A—ILLET,
$ cd ~

$ wget https://repo.anaconda.com/miniconda/Miniconda3-

latest-Linux-x86 64.sh

$ bash Miniconda3-latest-Linux-x86 64.sh
(BAXRMIZTIAINRETED ., ZIEIT~/ .bashre [CHHLREZEMT S50 G
ANBECHIZTT I ILAERTE (no) TIFEK " yes” ERIE)

@ conda TMACE ZRMDRBIRELERL. TORBREEIL LFET,
$ conda create -n mace python=3.9
$ conda activate mace

@ pip ABWMEE(X pip FAVARM—ILLET,
$ conda install pip

® MACE ZAVAM—ILLET,
$ pip install --upgrade pip
$ pip install mace-torch

® libtorchZAFLBHELREZAVALM—ILLET,
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$ wget https://download.pytorch.org/libtorch/cpu/libtorch-

shared-with-deps-1.13.0%2Bcpu.zip

$ unzip libtorch-shared-with-deps-1.13.0+cpu.zip
$ rm libtorch-shared-with-deps-1.13.0+cpu.zip

LRFETEAVAP—ILTERNSEFUT DAY TEITTESGEEAHYE

Yo (MERAET D HDTREBHYFEEA)

$ wget https://download.pytorch.org/libtorch/cpu/libtorch-

cxxll-abi-shared-with-deps-2.7.0%2Bcpu.zip

unzip libtorch-cxxll-abi-shared-with-deps-2.7.0+cpu.zip

rm libtorch-cxxll-abi-shared-with-deps-2.7.0+cpu.zip

$
$
$ conda install -c conda-forge gcc=12.4.0
$ conda install -c conda-forge gxx=12

$

conda install openmpi

$ conda install -c conda-forge fftw

@ MKLZEAVAM—ILLET,

$ conda install mkl mkl-devel

MACE /ity LAMMPS 4> Ah—JLLET,

$ git clone --branch mace --depth=1
https://github.com/ACEsuit/lammps
$ cd lammps; mkdir build; cd build
$ cmake -DCMAKE INSTALL PREFIX=$ (pwd) ¥
-D CMAKE CXX STANDARD=17 ¥
-D CMAKE CXX STANDARD REQUIRED=ON ¥
-D BUILD MPI=ON ¥
-D BUILD OMP=ON ¥
-D PKG_OPENMP=ON ¥
-D PKG_MOLECULE=ON ¥
-D PKG_MISC=ON ¥
-D PKG_RIGID=ON ¥
-D PKG_REAXFF=ON ¥
-D PKG_EXTRA-DUMP=ON ¥
-D PKG_MC=ON ¥
-D PKG_KSPACE=ON ¥
-D PKG_PHONON=ON ¥
-D PKG_QEQ=ON ¥
-D PKG_REACTION=ON ¥
-D PKG_REPLICA=ON ¥
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-D PKG_DPD-BASIC=ON ¥
-D PKG_EXTRA-MOLECULE=ON ¥
-D PKG_MANYBODY=ON ¥
-D PKG_MEAM=ON ¥
-D PKG_EXTRA-FIX=ON ¥
-D PKG_FEP=ON ¥
-D PKG_TALLY=ON ¥
-D PKG_COLVARS=ON ¥
-D PKG_ML-MACE=ON ¥
-D CMAKE_PREFIX PATH=$ (pwd)/../../libtorch ¥
—DMKL_INCLUDE_DIR:$CONDA_PREFIX/include ¥
-DMKI, LIBRARIES="SCONDA PREFIX/1ib/libmkl rt.so" ¥
. ./cmake
$ make -j 4
$ make install
@ https://github.com/ACEsuit/mace?tab=readme-ov-file#pretrained-
foundation-models [Z#4 MACE D Latest Recommended Foundation Models D3R M
BASENZVETIILO URLEZIE—L, YE—rF—/NLEI[IFYoO—FLET KETIE
&L T MACE-MPA-0 Z{ELVET,
$ cd ~
$ wget https://github.com/ACEsuit/mace-

mp/releases/download/mace mpa 0/mace-mpa-0-medium.model
LAMMPS RETILI7A I EERBLET . create lammps model.py NRDMBAEL
HBEIES find ~ -name create lammps model.py TELZFEY,
$ python ${HOME}/miniconda3/envs/mace/lib/python3.9/site-

packages/mace/cli/create lammps model.py mace-mpa-0-
medium.model
@ LAMMPS HETIL 774 (REDHZE (X mace-mpa-0-medium.model-
lammps.pt) BNERSINBD T, ZN%E Winmostar 4> Ab—)LLT=(F %) Windows PC
[Zscp HETaE—LET, ZLT. 774N RAIZHLEF .nace ]ZBMLET (REDEHZS

¥ mace-mpa-0-medium.model-lammps.pt.mace),

2. Winmostar MIEEH %

@ Windows PC [Z Winmostar V11.12.1 LABEZE AV Ab—)LLES . 12 AM—ILFIEIX
https://winmostar.com/Jjp/installation/
[THEWVWET, FIE 7 LBROXRRIIFETY,

@ Winmostar Z#2ELET,
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potential directory Z71)vo L. BAL\=TA4/ILAIZ 1. DTAE—LE=77MIL (REDEEIE
mace-mpa-0-medium.model-lammps.pt.mace)xHEILET . ZD% LAMMPS M
pair_style, Potential file D A NZEFRI [CF TV IF AN OKED)vILET,

T7AL | FRIODCOMES)YIL,. TAS I EEA AL OKED ) ILET,
FELEWVIHRBEZERLEY . RFBEDIERAEZDHIE
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HMlEA—Y<=a7I
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THRTEET ., VEETHUTUT—ETHELEWEE R I7ML | 12R—F |

Samples Z7AJL | Sicif #01)vHoLZET,

MD | LAMMPS | 7—970—8&%E%V)vILET,

[BRIZHELEITMN ? IERTENHOLDWAEI)VILET,

NFGA—RTPAIWEERIZFTVIEAN OKED)VILET,

RBMREHEICTF VI AN (BRMEHETHHEELIE5%EEIRN) | Pair style [

Mmace_no domain decomposition](l_JIEAN—X) Potential file [Z[mace-

mpa-0-medium.model-lammps.pt.mace](1. WTAE—L=774)L)%HERL OK %

DV9ILET  [HENERESNELIZIERTREIN-6 OKEV)vILET,

LAMMPS Workflow Setup 7> F TEEFERHERELE T sSHERHOREMN X
LAMMPS £ Fa1—k)7 )L
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BREOHMTILI—F =TI
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©®Q O

.htmlf#md-lammps-workflow

THRTEEY,

LAMMPS Workflow Setup O 1st job M Details %'y LET,

Advanced %7 M Force create atom map |[ZFxv%% A 1L, Enable dynamic load balancing
DFTvIENLET,

LAMMPS Keyword Setup 74K D OK %49 vILET,

M~BDFIEZE LAMMPS Workflow Setup M 2nd job LD £ TH a7 (<xt L TREIRIC
EITLFEY,

LAMMPS Workflow Setup V1R TOREMNEH =5 0K &I )V ILET,
SAaTDBREVAVRITYE— I I TOREETVET . YE—FDaTDEEF X
JE—r237 70V VM E—FRAIFFa—FITIL
https://winmostar.com/jp/tutorials/RemoteJob tutorial 1%28Proje
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tml#calc-import-proj

THRTEEY,

FUoTL—FROYTRDT# Insert commands herel&l# Do not modify the
followings |DREIZIFLUTOKIIZEEHELET,

# Insert commands here

conda activate mace

MPI COMMAND="mpirun -n 1 "

BIN LAMMPS=${HOME}/lammps/build pkg/lmp

export OMP NUM THREADS=%WM NUM PROC%

export MKL NUM THREADS=%WM NUM PROC%

# Do not modify the followings

Dad DERTE 14 F I D# of MPI Procs [CHi5I#EANLET A, COTUTL—FRIY
THZHEWNTIE MPL i 5B TIEGSAL YRI5 EL THRIRENET,

DT DRE V4RI THRENRDOILRITEIIVILET,

BE D LAMMPS Z WV =Et B ERIBRICIER BN EEDHET T . BT FIEDHIL LAMMPS
BEEF1—MITILICTHRTEET,
https://winmostar.com/jp/tutorials/index.html #LAMMPS
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