| IR —37055 LiRE—E (S FRIS)

ERIEEEFT: 2025/10/30

|:>H+5-5+jau

I RT LEEDEDEE D—EERE. /apl UTICEBATNTVET,
EMEMZDBED/I VT —ICDNTIEIESOR—IESBRIESL,

-

HHl N—I3v
8.5.0%*

1

AR\

9.2.1

10.3.1
Gce 11.2.1

12.2.1

13.3.1

14.2.1

5.0.0
4.2.0
AOCC 4.1.0
4.0.0
3.2.0

5.0.0

4.2.0

AOCL 4.1.0

4.0

3.2.0

3.6.8*
2.7.18*
3.11.11
3.9.20

3.12.9

Python [1]
3.10.13 (base)

3.12.2 (gpuenv)

wE

(¥ X7 LIEEE)

module: gcc-toolset/9 (gcc-toolset-
9)

module: gcc-toolset/10 (gcc-
toolset-10)

module: gcc-toolset/11 (gcc-
toolset-11)
module: gcc-toolset/12 (gcc-
toolset-12)
module: gcc-toolset/13 (gcc-
toolset-13)

module: gcc-toolset/14 (gcc-
toolset-14)

module: aocc/5.0.0
module: aocc/4.2.0
module: aocc/4.1.0
module: aocc/4.0.0
module: aocc/3.2.0

module: aocl/5.0.0-aocc5.0 (AOCC
TEJVR), aocl/5.0.0-gcc13.2 (GCC
TEILR)

module: aocl/4.2.0-aocc4.2 (AOCC
TEIJIVR), aocl/4.2.0-gcc13.1 (GCC
TEILR)

module: aocl/4.1.0-aocc4.1 (AOCC
TEJUR), aocl/4.1.0-gcc13.1 (GCC
TEILR)

module: aocl/4.0-aocc4.0 (AOCC T
EJUR), aocl/4.0-gccll.2 (GCC TE
JUR)

module: aocl/3.2.0-aocc3.2 (AOCC
TEIJVR), aocl/3.2.0-gccll.2 (GCC
TEILR)

/usr/bin/python3)
/usr/bin/python2)
/usr/bin/python3.11)

(
(
(
(/usr/bin/python3.9)

miniforge3 &8
(/apl/conda/20250310;
conda_init.sh A\ conda_init.csh &

source LTLZEW)
miniforge3 &8
(/apl/conda/20240305;

conda_init.sh A\ conda_init.csh &
source LTLIZELY)


https://ccportal.ims.ac.jp/index.php/installed_applications
https://ccportal.ims.ac.jp/node/3730

&l N—IJ3av m%

miniforge3 &RiE
(/apl/conda/20230214;
conda_init.sh 7 conda_init.csh &
source LT EEW)

3.10.9

25.9, 25.7, 25. .
39,25 >3 module: nvhpc/(version),

NVIDIA HPC SDK 24.9,24.3 nvhpc/(version)-byo,
239,235 nvhpc/(version)-nompi
22.11
Intel oneAPI 2025.3.0, 2025.2.1, 2025.2.0, 2025.1.1, 2025.1.0, 2025.0.4,
Compiler Runtime 2025.0, 2024.2.1, 2024.2, 2024.1.0, 2024.0.2, 2024.0, module: compiler-rt/(version)
[2] 2023.2.0, 2023.1.0, 2023.0.0, 2022.2.1, 2022.0.2

module: mkl/(version)
2025.3, 2025.2.0, 2025.1.0, 2025.0.0.1, 2025.0, 2024.2,
Intel MKL 2024.1, 2024.0, 2023.2.0, 2023.1.0, 2023.0.0, 2022.2.1, 2025.0.0.1 =>
2022.0.2 (major 2025, minor 0, update 0,
patch 1; 2025.0.1 £RZEIRE?)

2021.17, 2021.16.1, 2021.16, 2021.15, 2021.14.1, 2021.14,

Intel MPI 2021.13, 2021.12, 2021.11, 2021.10.0, 2021.9, 2021.8, module: intelmpi/(version)
2021.7.1, 2021.5.1
13.0 Update 2 module: cuda/13.0u2
12.9 Update 1 module: cuda/12.9ul
12.8 Update 1* module: cuda/12.8ul
12.6 Update 2 module: cuda/12.6u2
CUDA 12.4 Update 1 module: cuda/12.4ul
12.2 Update 2 module: cuda/12.2u2
12.1 Update 1 module: cuda/12.1ul
12.0 module: cuda/12.0
11.6 module: cuda/11.6
11.2 module: cuda/11.2
Open a18 416415 module: openmpi(/1—/2 ) (6

316 VISTSHEFOI VT —I8)

module: openmpi/4.1.5-hpcx2.16
(BIVIRA AT/ YT —IA)

module: openmpi/4.1.5-hpcx (£33
VIA SAEIFOI v T —T8)
module: openmpi/4.1.4-hpcx (&3
YIRTSAIFONRVT—TH)

module: mvapich/(/A—2/3a )

2.16 (Open MPI 4.1.5)

HPC-X 2.13.1 (Open MPI 4.1.5)

2.11 (Open MPI 4.1.4)

MVAPICH 4.1, 4.0, 3.0, 2.3.7 (GCC, AOCC, Intel m(F/ v —IF
D)
Julia 1.11.3,1.10.0, 1.8.5, module: julia/(version)

1.10.8 (LTS), 1.6.7 (LTS)

. . . (singularity €U <[ apptainer T
Apptainer/Singularity 1.3.6 i L ETEE)
* FIFIWEON—T3a Y

[1]: pip3 install (/RwT—TR) --user DLDICTBCET. BEBOR—LTrLIORIIC/IAVT—IEBMIBD_EETEZTI, B
HHBEBREHAIML VEE(ZIE. miniforge ETORBERE SR IET L, HH. conda BEDHRFAHCIEIEEANDBIBERGDET
(BEFVLOERMHAHEEDH; lustre T 7 1LY X7 LOLENRET. BEEELVTI). FEDDHE/ VI —IMUNELIES(E pip3
THR—LT s LORUMTICEATECEEHELIET,

[2]: HABBICO VT SAEEr VI R—IbdnNTUOERA. IV SHIRBEIFISEE(E oneAPl Base Toolkit 2 oneAPI HPC
Toolkit ZCEBDT v LU RUICTYIR—=ILLTLEE L,

|77u7—aayﬁw7—9



https://ccportal.ims.ac.jp/manual/apptainer
https://github.com/conda-forge/miniforge

UFONRYT—IRA Y ZAR=ILENTOE T, (RAR—IANDY VO RBNFZTRESNTUBEDIFE. 1/25 R TEFREATI M
BAFEDENTY)FOTSLOFELVVMEREEATRDRFAX Y RFESRU TSV, REE/ —REOT1 YT —/1—0 Japl L

TIEAYRIE=ILENTOET, EWRICETBIBRICESODR—ICFTEHSNTVET,

BABNSLICHED IV DEDVYOTBEA Y I S—ILOFHERBTEE I,

NV —I7055 L%

ABCluster

ABINIT-MP

ADF(E9)

AlphaFold

(version3)
(version2)

Amber

AutoDock

Jav EAH
DS Y —BENRE{CPREBERETOV I ~
3.0 0 (2023/11/28)

BREISIAY SDFHEEFMO)Y I DT 7

v2r8 0 (2025/1/7)
0 (2023/2/21)
0 (2023/2/21)

(AFAA)

v2rd
v1r22

JaTYIUTIIR & @EE

/apl/abcluster/3.0/samples

/apl/ABINIT-MP/v2r8/samples

/apl/ABINIT-MP/v2r4/samples
/apl/ABINIT-MP/v1r22/samples

RIIEHRN S5 VIO BIMMEEFRETOVYILDI T

3.0.0

(2025/1/16) A (2025/1/16)
3.0.0

(2024/11/26) A (2024/11/26)
2.3.2 A (2024/2/8)*

2.3.1 A (2023/2/6)*
2.2.0 A (2022/3/14)*
2.1.1 A (2021/11/8)*
2.1.0 A ()

2.0.0 (2021/8/19) A (2021/8/23)*

2.0.0 (2021/7/20) A (2021/7/26)*
ERREEI TV REULEDFRNZAEY I~

24-update3 +

bAd
AmberTools25 0 (2025/5/19)

24-update3 O (2025/3/6)*
24-updatel 0 (2024/6/11)*

22-update4 O (2023/8/25)*

22-updatel 0 (2023/1/-)*

20-updatel3 0 (2023/1/-)*

BEkvEoHV—IL
4.2.6 0 (2023/11/24)
AutoDock 7Dt S L —5EMERR

/apl/alphafold/samples/3.0.0-20250116

*Egﬁglz GPU LZ\;ED
EFIWISA—FERETHEA.
SOvO—-RIZIHEEFD
/apl/alphafold/samples/3.0.0-20241126
(EL)

/apl/alphafold/samples/2.3.2
/apl/alphafold/samples/2.3.1
/apl/alphafold/samples/2.2.0

/apl/alphafold/samples/2.1.1

/apl/alphafold/samples/2.0.0-20210720

/apl/amber/24u3+at25/samples
/apl/amber/24u3/samples

module OV Y ROEEEE;
EAFHARED A EER
(AmberTools24-update8)

/apl/amber/24ul/samples

(AmberTools24-update?)
/apl/amber/22u4/samples

(AmberTools23-update4)
/apl/amber/22ul/samples

(AmberTools22-update4)
/apl/amber/20ul3/samples

(configure TEJLR)

/apl/autodock/4.2.6/samples


https://ccportal.ims.ac.jp/how_to_configure
https://zhjun-sci.com/abcluster.html
http://www.cenav.org/abinit-mp-open_ver-2-rev-8/
https://github.com/google-deepmind/alphafold3
https://github.com/google-deepmind/alphafold
https://ccportal.ims.ac.jp/node/3768
https://ccportal.ims.ac.jp/node/3608
https://ccportal.ims.ac.jp/node/3279
http://ambermd.org/
https://ccportal.ims.ac.jp/node/3841
https://ccportal.ims.ac.jp/node/3812
https://ccportal.ims.ac.jp/node/3812
https://ccportal.ims.ac.jp/node/3694
https://ccportal.ims.ac.jp/node/3468
https://ccportal.ims.ac.jp/node/3249
https://ccportal.ims.ac.jp/node/3247
https://autodock.scripps.edu/

1Ry PUSEAGS LY 5

AutoDock Vina

CENSO

ColabFold

CP2K

CREST

CRYSTAL

Dalton

DFTB+

DIRAC(E22)

GAMESS

AutoDock DHEELR

1.2.7
1.2.5
DFT LNV CRBIET
2.1.4
2.1.3
1.2.0

BAH
O (2023/11/24)*

0 (2025/7/7)

0 (2023/11/24)
YHUTIEFEIT S TOIS A

O (2025/9/10)

0 (2025/5/1)

O (2024/5/22)

BB\ S5 VIR OEMAEEFAETSVY I~

155

O (2024/2/16)

FE-REDFBNFAEAURLEFCFHEY I~

2024.3
2024.2
2023.1
9.1

O (2024/10/24)
O (2024/8/22)
O (2023/4/6)

0 (2023/1/-)

DFT LRI COREFRREE{T> OIS L

3.0.1

0 (2024/5/21)

BERATOEFHEZEEY T

23-1.0.1

17-1.0.2

O (2024/7/19)

O (2023/1/-)

BRREDFRIEESEAIRRLEAEY I RO T 7

2020.1

O (2024/11/8)

JaTH TR & @EE
/apl/autodock-gpu/1.5.3/samples

/apl/autodock-vina/1.2.7/samples

/apl/autodock-vina/1.2.5/samples

/apl/censo/2.1.4/samples

ENSO 2.0.2 ® anmr ZF&HEM

/apl/censo/2.1.3/samples

ENSO 2.0.2 @ anmr Z=FE&M

/apl/censo/1.2.0/samples
(/31 FURR)
ENSO 2.0.2 @ anmr &
nmrplot.py &FETEN

/apl/colabfold/1.5.5/samples

O—7#)Ju DB Z{#EH

/apl/cp2k/2024.3/samples
/apl/cp2k/2024.2/samples
/apl/cp2k/2023.1/samples
/apl/cp2k/9.1/samples

/apl/crest/3.0.1/samples
/apl/crystal/23-1.0.1/samples
(3£21)
/apl/crystal/17-1.0.2/samples

(F21)

/apl/dalton/2020.1/samples

DFTB A=AV cEESMFLNABEFHLFEHEY T

23.1

0 (2023/7/19)*
MPI / OpenMP

/apl/dftb+/23.1/mpi/samples
/apl/dftb+/23.1/nompi/samples

MPI Bz & OMP K& =S

TSR R DERENLE D R\ ETREL E FEFEHEY T ~

23.0
19.0

0O (2023/5/8)
0 (2023/1/27)

DFRATORNAEFLFHEY T~

2024-R2(Jull5)

2023-R2(Sep30)

O (2024/10/31)

0 (2023/12/7)

/apl/dirac/23.0/samples
/apl/dirac/19.0/samples

/apl/gamess/2024R2/samples

(NBO 7.0.10 &%h)
/apl/gamess/2023R2/samples

(NBO 7.0.10 &%)


https://github.com/ccsb-scripps/AutoDock-GPU
https://ccportal.ims.ac.jp/node/3537
https://github.com/ccsb-scripps/AutoDock-Vina
https://xtb-docs.readthedocs.io/en/latest/CENSO_docs/censo.html
https://github.com/sokrypton/ColabFold
https://ccportal.ims.ac.jp/node/3617
https://www.cp2k.org/
https://ccportal.ims.ac.jp/node/3736
https://ccportal.ims.ac.jp/node/3713
https://ccportal.ims.ac.jp/node/3339
https://ccportal.ims.ac.jp/node/3275
https://crest-lab.github.io/crest-docs/
https://ccportal.ims.ac.jp/node/3679
https://www.crystal.unito.it/index.html
https://daltonprogram.org/
https://ccportal.ims.ac.jp/node/3757
https://dftbplus.org/
https://ccportal.ims.ac.jp/node/3445
https://ccportal.ims.ac.jp/node/3454
https://www.diracprogram.org/doku.php
https://ccportal.ims.ac.jp/node/3388
https://ccportal.ims.ac.jp/node/3277
https://www.msg.chem.iastate.edu/GAMESS/
https://ccportal.ims.ac.jp/node/3750
https://ccportal.ims.ac.jp/node/3549

Rwor—7055 L%

Gaussian

GENESIS

GROMACS

iR

-

NnN—I3av

2022-R2(Sep30)

2021-R1(Jun30)

BAH

O (2023/1/-)

0 (2023/1/-)

RRSZR TR ATRRLEHLZEEHEY T~

16.C.02

16.C.01

16.B.01

09.E.01

O (2022/3/14)*

O (2019/8/2)

O (2018/3/12)

O (2015/12/24)

FERRATODFENFEEHEY T~

2.1.4

2.1.2

2.0.3

O (2025/1/10)*
CPU/GPU

O (2024/1/16)*
CPU /GPU

O (2023/1/-)*
CPU/GPU

EEAERATDFEAFLHAEY T~

2025.2

2024.6

2024.5

2024.4

2024.2

2023.5

2023.4

2023.2

2022.6

2022.4

2021.7

O (2025/5/27)*
CPU /GPU

O (2025/8/25)*
CPU / GPU

O (2025/1/27)*
CPU/GPU

O (2024/11/5)*
CPU / GPU

O (2024/5/16)*
CPU /GPU

O (2024/5/7)*
CPU /GPU

O (2024/1/26)*
CPU/GPU

O (2023/8/9)*
CPU / GPU

0 (2023/7/12)*
CPU /GPU

O (2023/1/-)*
CPU / GPU

O (2023/4/14)*
CPU/GPU

JaTH TR & @EE
/apl/gamess/2022R2/samples

(NBO 7.0.7 &%)
/apl/gamess/2021R1/samples

(NBO 7.0.7 &%)

(g1l6sUbTEITTETEY)
/apl/gaussian/16c02/samples
(NBO 7.0.10 &%)
(gl6subTETTEET)
/apl/gaussian/16c01/samples
(NBO 7.0.10 &%)

(g1l6sUbTEITTETEY)
/apl/gaussian/16b01/samples

(g09sUbTEITTEET)
/apl/gaussian/09e01/samples

/apl/genesis/2.1.4/samples
/apl/genesis/2.1.4-CUDA/samples

/apl/genesis/2.1.2/samples
/apl/genesis/2.1.2-CUDA/samples

/apl/genesis/2.0.3/samples
/apl/genesis/2.0.3-CUDA/samples

/apl/gromacs/2025.2/samples
/apl/gromacs/2025.2-CUDA/samples

NNP enabled (libtorch 2.7.0)

/apl/gromacs/2024.6/samples
/apl/gromacs/2024.6-CUDA/samples

/apl/gromacs/2024.5/samples
/apl/gromacs/2024.5-CUDA/samples

/apl/gromacs/2024.4/samples
/apl/gromacs/2024.4-CUDA/samples

/apl/gromacs/2024.2/samples
/apl/gromacs/2024.2-CUDA/samples

/apl/gromacs/2023.5/samples
/apl/gromacs/2023.5-CUDA/samples

/apl/gromacs/2023.4/samples
/apl/gromacs/2023.4-CUDA/samples

/apl/gromacs/2023.2/samples
/apl/gromacs/2023.2-CUDA/samples

/apl/gromacs/2022.6/samples
/apl/gromacs/2022.6-CUDA/samples

/apl/gromacs/2022.4/samples
/apl/gromacs/2022.4-CUDA/samples

/apl/gromacs/2021.7/samples
/apl/gromacs/2021.7-CUDA/samples


https://ccportal.ims.ac.jp/node/3281
https://ccportal.ims.ac.jp/node/3283
https://gaussian.com/
https://ccportal.ims.ac.jp/manual/gsub
https://ccportal.ims.ac.jp/manual/gsub
https://ccportal.ims.ac.jp/manual/gsub
https://ccportal.ims.ac.jp/manual/gsub
https://github.com/genesis-release-r-ccs/genesis
https://ccportal.ims.ac.jp/node/3781
https://ccportal.ims.ac.jp/node/3782
https://ccportal.ims.ac.jp/node/3581
https://ccportal.ims.ac.jp/node/3583
https://ccportal.ims.ac.jp/node/3285
https://ccportal.ims.ac.jp/node/3287
https://www.gromacs.org/
https://ccportal.ims.ac.jp/node/3846
https://ccportal.ims.ac.jp/node/3847
https://ccportal.ims.ac.jp/node/3873
https://ccportal.ims.ac.jp/node/3874
https://ccportal.ims.ac.jp/node/3788
https://ccportal.ims.ac.jp/node/3789
https://ccportal.ims.ac.jp/node/3752
https://ccportal.ims.ac.jp/node/3753
https://ccportal.ims.ac.jp/node/3673
https://ccportal.ims.ac.jp/node/3674
https://ccportal.ims.ac.jp/node/3670
https://ccportal.ims.ac.jp/node/3671
https://ccportal.ims.ac.jp/node/3595
https://ccportal.ims.ac.jp/node/3597
https://ccportal.ims.ac.jp/node/3459
https://ccportal.ims.ac.jp/node/3461
https://ccportal.ims.ac.jp/node/3428
https://ccportal.ims.ac.jp/node/3430
https://ccportal.ims.ac.jp/node/3259
https://ccportal.ims.ac.jp/node/3263
https://ccportal.ims.ac.jp/node/3362
https://ccportal.ims.ac.jp/node/3364

Rwor—70535 L%

GRRM

LAMMPS

iR

-

NnN—I3av

2021.6

2021.4

{EZ2RIGEERERY T ~

23

170%5)

14

BAH

O (2023/1/-)*
CPU / GPU

O (2023/1/-)*
CPU / GPU

O (2024/1/11)

0 (2021/1/27)

O (2015/7/29)

FRTIRENE VD FEINZESHEY I

22Jul2025 Update 1

22Jul2025

29Aug2024 Update 4

29Aug2024 Update 3

29Aug2024 Update 2

29Aug2024 Update 1

29Aug2024

2Aug23

23Jun22 Update 2

29Sep21 Update 3

29Sep21

O (2025/9/4)*
CPU(GCC,INTEL) / GPU

O (2025/8/6)*
CPU(GCC,INTEL) / GPU

O (2025/7/29)*
CPU(GCC,INTEL) / GPU

O (2025/7/15)*
CPU(GCC,INTEL) / GPU

O (2025/4/18)*
CPU(GCC,INTEL) / GPU

O (2025/2/21)*
CPU(GCC,INTEL) / GPU

O (2024/9/6)*
CPU(GCC,INTEL) / GPU

0 (2023/10/16)*
CPU(GCC,INTEL) / GPU

O (2023/1/-)*
CPU/GPU

O (2023/4/18)*
CPU/GPU

O (2023/4/18)*
CPU/GPU

O (2023/1/-)
CPU/GPU

JaTHITIINR & HE
/apl/gromacs/2021.6/samples
/apl/gromacs/2021.6-CUDA/samples

/apl/gromacs/2021.4/samples
/apl/gromacs/2021.4-CUDA/samples

/apl/GRRM/23/samples
FMAICIFRBENMRETT,
(VILFJ — RAFIRS)

/apl/GRRM/17/samples

(VILF J — RAFIRG)
/apl/GRRM/14/samples

/apl/lammps/2025-jJul22-ul/samples
/apl/lammps/2025-Jul22-ul-intel/samples
/apl/lammps/2025-Jul22-ul-CUDA/samples

/apl/lammps/2025-Jul22/samples
/apl/lammps/2025-Jul22-intel/samples
/apl/lammps/2025-Jul22-CUDA/samples

/apl/lammps/2024-Aug29-ud/samples
/apl/lammps/2024-Aug29-u4-intel/samples
/apl/lammps/2024-Aug29-u4-CUDA/samples

/apl/lammps/2024-Aug29-u3/samples
/apl/lammps/2024-Aug29-u3-intel/samples
/apl/lammps/2024-Aug29-u3-CUDA/samples

/apl/lammps/2024-Aug29-u2/samples
/apl/lammps/2024-Aug29-u2-intel/samples
/apl/lammps/2024-Aug29-u2-CUDA/samples

/apl/lammps/2024-Aug29-ul/samples
/apl/lammps/2024-Aug29-ul-intel/samples
/apl/lammps/2024-Aug29-ul-CUDA/samples

/apl/lammps/2024-Aug29/samples
/apl/lammps/2024-Aug29-intel/samples
/apl/lammps/2024-Aug29-CUDA/samples

/apl/lammps/2023-Aug2/samples
/apl/lammps/2023-Aug2-intel/samples
/apl/lammps/2023-Aug2-CUDA/samples

Intel MPI

/apl/lammps/2022-Jun23/samples
/apl/lammps/2022-jun23-CUDA/samples
(netcdf off)
/apl/lammps/2022-Jun23-impi/samples
/apl/lammps/2022-Jun23-impi-CUDA/samples
Intel MPI
/apl/lammps/2021-Sep29-impi/samples
/apl/lammps/2021-Sep29-impi-CUDA/samples
Intel MPI

/apl/lammps/2021-Sep29/samples
/apl/lammps/2021-Sep29-CUDA/samples

(netcdf off)


https://ccportal.ims.ac.jp/node/3257
https://ccportal.ims.ac.jp/node/3261
https://ccportal.ims.ac.jp/node/3253
https://ccportal.ims.ac.jp/node/3255
https://iqce.jp/GRRM/index.shtml
https://ccportal.ims.ac.jp/GRRM23
https://ccportal.ims.ac.jp/node/2823
https://www.lammps.org
https://ccportal.ims.ac.jp/node/3878
https://ccportal.ims.ac.jp/node/3879
https://ccportal.ims.ac.jp/node/3880
https://ccportal.ims.ac.jp/node/3868
https://ccportal.ims.ac.jp/node/3869
https://ccportal.ims.ac.jp/node/3870
https://ccportal.ims.ac.jp/node/3865
https://ccportal.ims.ac.jp/node/3866
https://ccportal.ims.ac.jp/node/3867
https://ccportal.ims.ac.jp/node/3859
https://ccportal.ims.ac.jp/node/3860
https://ccportal.ims.ac.jp/node/3861
https://ccportal.ims.ac.jp/node/3827
https://ccportal.ims.ac.jp/node/3828
https://ccportal.ims.ac.jp/node/3829
https://ccportal.ims.ac.jp/node/3802
https://ccportal.ims.ac.jp/node/3803
https://ccportal.ims.ac.jp/node/3804
https://ccportal.ims.ac.jp/node/3717
https://ccportal.ims.ac.jp/node/3718
https://ccportal.ims.ac.jp/node/3719
https://ccportal.ims.ac.jp/node/3503
https://ccportal.ims.ac.jp/node/3504
https://ccportal.ims.ac.jp/node/3507
https://ccportal.ims.ac.jp/node/3269
https://ccportal.ims.ac.jp/node/3271
https://ccportal.ims.ac.jp/node/3368
https://ccportal.ims.ac.jp/node/3370
https://ccportal.ims.ac.jp/node/3372
https://ccportal.ims.ac.jp/node/3374
https://ccportal.ims.ac.jp/node/3265
https://ccportal.ims.ac.jp/node/3267

Rwor—7055 L%

LigandMPNN

Molpro

NAMD

NBO

NTChemUE17)

NWChem

iR

N—I3av gAH

BRFULYRICREET SEIIFREDRHDY T ~

A (2024/3/27)*

BEFHEECZSRAERATOEFEFEHEY I
2025.3.0 A (2025/9/29)
2025.1.0 A (2025/3/14)
2024.3.0 A (2024/11/15)
2024.2.0 A (2024/9/9)
2024.1.0 A (2024/3/11)
2023.2.0 A (2023/10/11)
2023.1.0 A (2023/9/19)
A (2023/1/-)
2022.3.0
A (2023/5/18)
2022.2.2 A (2023/1/-)
2021.3.1 A (2023/5/10)
2015.1-44 A (2023/1/-)

BISSER(TDFEINZESHEY T~

O (2024/10/31)*

3.0.1
MPI / SMP / SMP+CUDA
3.0 O (2024/7/5)*
' MPI / SMP / SMP+CUDA
*
3.0b7 O (2024/5/23)
MPI / SMP / SMP+CUDA
3.0b6 O (2024/3/6)*

MPI / SMP / SMP+CUDA

3.0b2 O (2023/4/10)*

0 (2023/1/-)*
CPU/GPU

Natural Bond Orbital (NBO) 0535 A
7.0.10 A (2023/2/14)
7.0.7 A (2023/1/-)

KEBEHRADHDEFLZEEY T ~
2013.13.0.0 0 (2023/4/28)
BUINAERCORNAEFCZSHEY T~

0 (2025/2/27)
GCC / IntelClassic

2.14

7.2.3

O (2024/3/5)*
CPU/GPU

0 (2023/3/6)

7.2.2

7.0.2

JaTYIUTIIR & @EE

/apl/LigandMPNN/20240327/samples

2024/3/27 &% 1—R

/apl/molpro/2025.3.0/samples
/apl/molpro/2025.1.0/samples
/apl/molpro/2024.3.0/samples
/apl/molpro/2024.2.0/samples
/apl/molpro/2024.1.0/samples
/apl/molpro/2023.2.0/samples
/apl/molpro/2023.1.0/samples
/apl/molpro/2022.3.0/samples

(HPC-X)
/apl/molpro/2022.3.0-mva/samples

(MVAPICH)
/apl/molpro/2022.2.2/samples
/apl/molpro/2021.3.1/samples
/apl/molpro/2015.1.44/samples

/apl/namd/3.0.1-mpi/samples
/apl/namd/3.0.1-smp/samples
/apl/namd/3.0.1-smp-cuda/samples
/apl/namd/3.0-mpi/samples
/apl/namd/3.0-smp/samples
/apl/namd/3.0-smp-cuda/samples
/apl/namd/3.0b7-mpi/samples
/apl/namd/3.0b7-smp/samples
/apl/namd/3.0b7-smp-cuda/samples
/apl/namd/3.0b6-mpi/samples
/apl/namd/3.0b6-smp/samples
/apl/namd/3.0b6-smp-cuda/samples

/apl/namd/3.0b2-CUDA/samples

(GPU FR(D )

/apl/namd/2.14/samples
/apl/namd/2.14-CUDA/samples

/apl/ntchem/2013.13.0.0/samples

/apl/nwchem/7.2.3/samples
/apl/nwchem/7.2.3-intel/samples

/apl/nwchem/7.2.2/samples
/apl/nwchem/7.2.2-CUDA/samples

/apl/nwchem/7.0.2/samples


https://github.com/dauparas/LigandMPNN
https://www.molpro.net/
https://ccportal.ims.ac.jp/node/3889
https://ccportal.ims.ac.jp/node/3817
https://ccportal.ims.ac.jp/node/3761
https://ccportal.ims.ac.jp/node/3721
https://ccportal.ims.ac.jp/node/3632
https://ccportal.ims.ac.jp/node/3497
https://ccportal.ims.ac.jp/node/3476
https://ccportal.ims.ac.jp/node/3303
https://ccportal.ims.ac.jp/node/3399
https://ccportal.ims.ac.jp/node/3301
https://ccportal.ims.ac.jp/node/3393
https://ccportal.ims.ac.jp/node/3305
http://www.ks.uiuc.edu/Research/namd/
https://ccportal.ims.ac.jp/node/3746
https://ccportal.ims.ac.jp/node/3747
https://ccportal.ims.ac.jp/node/3748
https://ccportal.ims.ac.jp/node/3704
https://ccportal.ims.ac.jp/node/3705
https://ccportal.ims.ac.jp/node/3706
https://ccportal.ims.ac.jp/node/3682
https://ccportal.ims.ac.jp/node/3683
https://ccportal.ims.ac.jp/node/3684
https://ccportal.ims.ac.jp/node/3627
https://ccportal.ims.ac.jp/node/3628
https://ccportal.ims.ac.jp/node/3629
https://ccportal.ims.ac.jp/node/3343
https://ccportal.ims.ac.jp/node/3307
https://ccportal.ims.ac.jp/node/3309
https://nbo6.chem.wisc.edu/index.htm
https://molsc.riken.jp/software.html
https://nwchemgit.github.io/index.html
https://ccportal.ims.ac.jp/node/3807
https://ccportal.ims.ac.jp/node/3808
https://ccportal.ims.ac.jp/node/3621
https://ccportal.ims.ac.jp/node/3622
https://ccportal.ims.ac.jp/node/3311

Rwor—70535 L%

OmegaFold

OpenBabel

OpenMM

OpenMolcas

ORCA

(FIARICERNUETT)

Parallel CONFLEX(E9)

ProteinMPNN

PSI4

Quantum ESPRESSO

N—I3v EAH J3aTYIFIIR & GFE

6.8 0 (2023/1/-)
ReactionPlus [@(7

SYNROBYRBEFRAVI SO T

1.1.0 O (2024/6/12)* /apl/omegafold/1.1.0/samples
EZT—5 DRI IERIBOZHR(SGRTAER Y — LR W O X
3.1.1 0O (2025/3/10) -
PFIVZAL—Y3aVAHDOY—ILFY ~

8.2.0 0 (2025/3/6) /apl/openmm/8.2.0/samples
8.1.0 0 (2023/12/5) /apl/openmm/8.1.0/samples
EFIREETEY J k Molcas DA —TF VY — R
24.10 0 (2024/11/18) /apl/openmolcas/v24.10/samples
23.06 0 (2023/7/25) /apl/openmolcas/v23.06/samples
22.10 0 (2023/3/6) /apl/openmolcas/v22.10/samples
21.10 0 (2023/3/6) /apl/openmolcas/v21.10/samples

SRR EAEICHIG LIz EFL2EHEY T ~
(osub TEEITTEFY)

6.1.0 O (2025/6/18) /apl/orca/6.1.0/samples

6.0.1 O (2024/11/6) ,(;’S.L,’Eriﬁﬁgfmﬁl
5.0.4 0 (2023/3/20) /(:;;;ct:rgj/i%;z;iagmipzl
5.0.3 0 (2022/2/22) ;;;;:rfaﬁ;;)g—ifmgpil
o 5 (2020/1/8) (osub TEXTTEEY)

/apl/orca/4.2.1/samples

SX5NEIHBENS T Z JBENFAETSVYI~

/apl/ProteinMPNN/20231025/samples

A (2023/10/26)*
(2023/10/25 B 1—R)

RYWSRE L E HEFEEY T~

1.9.1 0O (2024/3/5) /apl/psi4/1.9.1/samples
1.7 0 (2023/1/30) /apl/psi4/1.7/samples
BRI T OEFEZETEY T ~
75 O (2025/9/8)* /apl/qe/7.5/samples
' CPU /GPU /apl/ge/7.5-gpu/samples
741 0 (2025/2/12)* /apl/qe/7.4.1/samples
o CPU / GPU /apl/ge/7.4.1-gpu/samples
74 0 (2025/1/24)* /apl/ge/7.4/samples
' CPU /GPU /apl/ge/7.4-gpu/samples
73 O (2024/2/6)* /apl/qe/7.3/samples
' CPU /GPU /apl/ge/7.3-gpu/samples
7.2 O (2023/4/11)* /apl/ge/7.2/samples
' CPU /GPU /apl/ge/7.2-gpu/samples
6.8 0 (2023/1/26)* /apl/qe/6.8/samples
' CPU/ GPU /apl/qe/6.8-gpu/samples
RIGHEEEERTRY T I~

1.0 0 (2018/1/22) /apl/reactionplus/1.0/samples


https://ccportal.ims.ac.jp/node/3313
https://github.com/HeliXonProtein/OmegaFold
https://openbabel.org/index.html
https://openmm.org/
https://gitlab.com/Molcas/OpenMolcas
https://ccportal.ims.ac.jp/node/3763
https://ccportal.ims.ac.jp/node/3440
https://ccportal.ims.ac.jp/node/3317
https://ccportal.ims.ac.jp/node/3315
https://orcaforum.kofo.mpg.de/app.php/portal
https://ccportal.ims.ac.jp/node/3060
https://ccportal.ims.ac.jp/osub
https://ccportal.ims.ac.jp/osub
https://ccportal.ims.ac.jp/osub
https://ccportal.ims.ac.jp/osub
https://ccportal.ims.ac.jp/osub
https://github.com/dauparas/ProteinMPNN
https://ccportal.ims.ac.jp/node/3521
https://psicode.org/
https://ccportal.ims.ac.jp/node/3623
https://ccportal.ims.ac.jp/node/3273
https://www.quantum-espresso.org/
https://ccportal.ims.ac.jp/node/3882
https://ccportal.ims.ac.jp/node/3883
https://ccportal.ims.ac.jp/node/3795
https://ccportal.ims.ac.jp/node/3796
https://ccportal.ims.ac.jp/node/3785
https://ccportal.ims.ac.jp/node/3786
https://ccportal.ims.ac.jp/node/3603
https://ccportal.ims.ac.jp/node/3604
https://ccportal.ims.ac.jp/node/3349
https://ccportal.ims.ac.jp/node/3358
https://ccportal.ims.ac.jp/node/3319
https://ccportal.ims.ac.jp/node/3321

ReactionPlus

Rwor—7055 L%

RFdiffusion

RFDiffusion AA

Rosetta

SIESTA

TURBOMOLE

VASPUE4)

XTB

iR

N—I3av gAH

Al ZAVEHEBEERY I DI T

A (2023/10/26)*

TEDFERDET Y VIR ETOIV I~

A (2024/3/27)%

JaTYIUTIIR & @EE

/apl/RFdiffusion/20231025/samples

(2023/10/25 & 31— )

/apl/RFDiffusionAA/20240327/samples

(2024/3/27 &¥31—F)

BAFESETYYIDEOOEFENLY I DI 7RI — K~

3.15 0 (2025/10/30)

AREEGRRERESREIIEFLFEHEY I

54.1 0O (2025/10/6)
5.2.2 0 (2025/2/19)
0 (2024/7/4)
>.0.1 OpenMPI / IntelMPI
500 0O (2024/5/29)

OpenMPI / IntelMPI

O (2023/1/-)

4.1.5 MPI / OpenMP

NASEEFEFEHEY I

7.9 O (2024/12/12)*
7.8.1 0 (2024/11/12)*
7.8 O (2023/12/18)*
7.7 0 (2023/7/18)*
7.6 0 (2021/12/23)
(AFRH)

Extended tight binding St&Dz6H DY T ~

6.7.1 O (2025/3/5)
6.7.0 O (2024/5/7)
6.5.1 0 (2024/5/22)

/apl/rosetta/3.15/samples

/apl/siesta/5.4.1/samples
/apl/siesta/5.2.2/samples

/apl/siesta/5.0.1/samples
/apl/siesta/5.0.1-impi/samples

(Open MPI kR & Intel MPI fR%E FBE)

/apl/siesta/5.0.0/samples
/apl/siesta/5.0.0-impi/samples

(Open MPI fR& Intel MPI ik%E FBE)

/apl/siesta/4.1.5-mpi/samples
/apl/siesta/4.1.5-omp/samples

(MPI BR& OMP k& AAE)

/apl/turbomole/7.9/samples
/apl/turbomole/7.8.1/samples
/apl/turbomole/7.8/samples
/apl/turbomole/7.7/samples

/apl/turbomole/7.6/samples

/apl/xtb/6.7.1/samples
/apl/xtb/6.7.0/samples
/apl/xtb/6.5.1/samples

X11 EEEMARETHNULUATO GUI PPV —2avE05 04 v —/N\—THATEETY, X11 83X Windows 5 (X MobaXterm
R—BFEBHNEBUVET, (WSLg, Xming, VcXsrv IHEEFEZXDIMNELNFTE A, ) mac IE5(E XQuartz ZEB A, BEILZET ssh (C -
XY AFavEBNULELETERINEFRBTEED,

»BU\E. Open OnDemand MF XU LY TEBIEEFHEX(E. OS (CKSTT SO LTINS T FUERETCETE I, (Open
OnDemand ORFERBHFAIFCE5)

E1:1]

N—I3y EEIAVIE

Gaussian A 1 —7

GaussView 6.1.1 gview6b
6.0.16 /apl/gaussian/16b01/gv/gview.sh
5.0.9 gview5

Molpro @ GUI B
(3£E: Open OnDemand Desktop IRIEBTld molpro & EETE I EHA)

iR

BAH

A (2019/10/29)
A (2017/2/2)
A (2013/3/13)


https://github.com/RosettaCommons/RFdiffusion
https://ccportal.ims.ac.jp/node/3519
https://github.com/baker-laboratory/rf_diffusion_all_atom
https://www.rosettacommons.org/
https://siesta-project.org/siesta/index.html
https://ccportal.ims.ac.jp/node/3892
https://ccportal.ims.ac.jp/node/3799
https://ccportal.ims.ac.jp/node/3701
https://ccportal.ims.ac.jp/node/3702
https://ccportal.ims.ac.jp/node/3687
https://ccportal.ims.ac.jp/node/3688
https://ccportal.ims.ac.jp/node/3323
https://ccportal.ims.ac.jp/node/3325
https://www.turbomole.org/
https://github.com/grimme-lab/xtb
https://ccportal.ims.ac.jp/node/3811
https://ccportal.ims.ac.jp/node/3668
https://ccportal.ims.ac.jp/node/3680
https://ccportal.ims.ac.jp/ood-manual/interactive#%E3%83%87%E3%82%B9%E3%82%AF%E3%83%88%E3%83%83%E3%83%97%E7%92%B0%E5%A2%83
https://ccportal.ims.ac.jp/ood-manual/getting-started
https://gaussian.com/gaussview6/

iR

%@ iMolpro
N—IJ3ay EEFHIVYER EAH
2025.2.0 /apl/imolpro/2025.2.0/bin/imolpro-* O (2025/10/30)
1.0.1 /apl/imolpro/1.0.1/bin/imolpro-* 0O (2024/3/8)
Molcas @ GUI i
Luscus
0.8.6 /apl/luscus/0.8.6/bin/luscus 0 (2023/10/4)
BROEFELZEHEY J LN 1—7
Molden
7.2.1 /apl/molden/7.2.1/bin/molden 0 (2023/2/6)
NESFE1—T
VMD 1.9.4 alpha .
(2022/4/27) /apl/vmd/1.9.4a57/bin/vmd 0 (2023/1/-)
SR FEEDRRILY T ~
XCrySDen T
1.6.2 module load xcrysden/1.6.2 E7&I(C O (2024/8/23)
xcrysden
O: module D
A SBT3 module L
¥: GPURRE
| zE=E

(GF4) KV —TIFEBATEFZFHA, I——HHBEICr VY +—ILT B EISITEETT,

GE5) ARV Z 2 P IV ERIBEE Y S —ER O TGRRMETY Y F)UEEESE ] (GRRMI4R)ICDWTECEL R E LY,

(3£9) ADF, Parallel CONFLEX (@S 1t Y XBRNSRECTHDH. AZYSI—TIFEATETZEA,

(GE17) NTChemZ RV TEBIEZBRREHERIT D EZ(CITBIABBAHDE T, FULLEARR—IPARVYI 2 TILECELIZEU),
(3£21) CRYSTALEFERHT 3 z0HICEIN—TVay, I—F—HICSTEZYIRAEE(CBRNMNETY, CRYSTALLITEHERHDIEETE
CRYSTAL23EESeHICFRIRBFRNNETY, BRETHEBENRCCSICELZ#. CRYSTAL23 or/and CRYSTAL17H\FIFERIAEIZ AL
NEY, (CRYSTAL23S 1V XAEE) (CRYSTALL7S TV XRAEE)

(3£22) DIRAC &f > EEtEERNICTIIBA. COR—IJ(CRINZY I 7L Y XD IAEBHRHDET,
D) HrX
CRYSTALI7TOS 1Y XEAEE 255.58 KB

£ 314 KB


https://github.com/molpro/iMolpro
https://ccportal.ims.ac.jp/node/3902
https://ccportal.ims.ac.jp/node/3631
https://luscus.sourceforge.net/
https://ccportal.ims.ac.jp/node/3495
https://www.theochem.ru.nl/molden/
http://www.ks.uiuc.edu/Research/vmd/
http://www.xcrysden.org/
https://afir.sci.hokudai.ac.jp/documents/manual/54
https://ccportal.ims.ac.jp/sites/default/files/GRRM14-script.pdf
http://www.scm.com/ADF/
http://www.conflex.co.jp/prod_conflex_parallel.html
https://molsc.riken.jp/software.html
https://molsc.riken.jp/pdf/ntchem2013_manual.pdf
https://ccportal.ims.ac.jp/sites/default/files/crystal23_license_agreement.pdf
https://ccportal.ims.ac.jp/sites/default/files/CRYSTAL17_agreement.pdf
http://www.diracprogram.org/doku.php?id=citation
https://ccportal.ims.ac.jp/index.php/sites/default/files/CRYSTAL17_agreement.pdf
https://ccportal.ims.ac.jp/index.php/sites/default/files/crystal23_license_agreement.pdf
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