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main()—> Autotools —» vaspstd

Cmake gmx vmd
Maven
s Gradle R
OPENMPI GCC Make openfoam-com/1812-
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MKL OpenBLAS
1
1

Autotoolsi*!  CMakel'? Maven® SConsi*4

” (2016YFB0201800)



Software Package Manager

UNIX

Yum Apt BSD Ports

OpenHPC Anaconda EasyBuild Spack
Docker Singularity

2. 1
1
OpenHPC 2361
Anaconda 9053
Docker, Singularity 19549
EsayBuild 1850
Spack 3247
OpenHPCH! Yum Spack Python GCC
x86 ARM
OpenHPC
$ git clone https://github.com/spack/spack.git
Anacondal Pip $ cd spack/bin
Python Anaconda $ ./spack -v
3.2 Spack
Docker®  Singularity! Spack install
2 Spack
aoflaggert®
2.10.0 (cflags) “ -
EasyBuild™  Spack® BSD  Ports 02" ‘%" Intel
18.0.3 .o casacore 2.4.1
casacore python
spack install \
aoflagger@z_lo.o \( ....................... Ly a2
1000 Spack cflags=-02\< AL RE
Acasacore@2.4.1+python \«- fifiE
%intel@18.0.3< fRiFeR
2 Spack
3. Spack
3.3 Spack
3.1 Spack Spack
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package.py

aoflagger 3
class
Spack
AutotoolsPackage CMakePackage MakePackage
Package home url
version
;variant

openmp mpi python spack
install R
depends_on conflicts

Spack
(directed acyclic graph DAG)
aoflagger
4 Spack
aoflagger

class Roflagger(CMakePackage):
"""RFI detector and quality analysis
for astronomical radio observations."""

homepage="https://sourceforge.net/aoflagger/"

url="https://downloads.sourceforge.net/
project/aoflagger/acflagger-2.10.0/
aoflagger-2.10.0.tar.bz2"

version('2.10.0',
'f1df6f9cc3ea87a529a3a53da9bb3033")

variant(‘python’,

default=True,

description=‘Add python support’)
depends_on( ‘boost ')

depends_on (‘casacore’)
conflicts('%gcc@9: ')

3 aoflagger package.py

aoflagger

casacore boost

cfitsio bison bzi p2

| ez
| MR

numpy

python

4 aoflagger

3.4 Spack
[2]
Environment Module

“ PATH" “ CPATH" “ LD_LIBRARY_PATH"

Spack RPATH
Spack RPATH

LD_LIBRARY_PATH

Spack

Spack

module

$ module avail gromacs

gromacs/4.5.5-intel-19.0.4 groamcs/4.5.5-gcc-8.3.0

$ module load gromacs/4.5.5-intel-19.0.4

$ which mdrun_mpi

[lustre/spack/opt/sandybridge/intel-19.0.4/gromacs-
4.5.5-f239hfe823gf/bin

3.5 Spack
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Spack Docker
Samtools[9]
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4 MPI
5 Samtools
Docker OpenFOAM
Docker
OpenMPI Spack
6 Samtools
Docker 15 4
OpenFOAM Spack
603 598
Docker 1028 41%
Docker OpenMPI
Infiniband
Spack
Docker
Infiniband
Spack Docker
Docker
4. Spack
Spack
Spack 7
FFspack
W B
REERE
R#fiSpack
Spackﬁ&‘aﬁﬁiﬁ% wE
7 Spack
Spack 1)Spack
Spack
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Spack
Spack

Spack

Spack
Spack

GCC OpenBLAS
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