| IR —37055 LiRE—E (S FRIS)

ERIEEEHT: 2025/8/27

|:>H+5-5+jau

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

2=1El]

GCC

AOCC

AOCL

Python [1]

N—I3av
8.5.0%*
9.2.1

10.3.1

11.2.1

12.2.1

13.3.1

14.2.1

5.0.0
4.2.0
4.1.0
4.0.0
3.2.0

5.0.0

4.2.0

4.1.0

4.0

3.2.0

3.6.8%
2.7.18%*
3.11.11
3.9.20

3.12.9

3.10.13 (base)
3.12.2 (gpuenv)

BE
(T RT LEHE)
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 T
EJUR), aocl/5.0.0-gccl3.2 (GCC TE
JLE)

module: aocl/4.2.0-aocc4.2 (AOCC T
EJUR), aocl/4.2.0-gccl3.1 (GCC TE
JLE)

module: aocl/4.1.0-aocc4.1 (AOCC T
EJUR), aocl/4.1.0-gccl3.1 (GCC TE
JUR)

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

module: aocl/3.2.0-aocc3.2 (AOCC T
EJUR), aocl/3.2.0-gccll.2 (GCC TE
JLE)

/usr/bin/python3)
/usr/bin/python2)
Jusr/bin/python3.11)
/usr/bin/python3.9)

miniforge3 RIE
(/apl/conda/20250310; conda_init.sh
7\ conda_init.csh & source LT 2
W)

miniforge3 B&iE
(/apl/conda/20240305; conda_init.sh
N\ conda_init.csh & source LTS
W)

(
(
(
(


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

221}

NVIDIA HPC SDK

Intel oneAPI
Compiler Runtime
[2]

Intel MKL

Intel MPI

CUDA

Open MPI

HPC-X

MVAPICH

Julia

3.10.9

25.3

24.9

24.3

23.9

23.5

22.11

2025.2.1, 2025.2.0, 2025.1.1, 2025.1.0, 2025.0.4, 2025.0,
2024.2.1, 2024.2, 2024.1.0, 2024.0.2, 2024.0, 2023.2.0,
2023.1.0, 2023.0.0, 2022.2.1, 2022.0.2

2025.2.0, 2025.1.0, 2025.0.0.1, 2025.0, 2024.2, 2024.1,
2024.0, 2023.2.0, 2023.1.0, 2023.0.0, 2022.2.1, 2022.0.2

2021.16.1, 2021.16, 2021.15, 2021.14.1, 2021.14, 2021.13,
2021.12, 2021.11, 2021.10.0, 2021.9, 2021.8, 2021.7.1,
2021.5.1

12.8 Update 1*
12.6 Update 2

12.4 Update 1

12.2 Update 2

12.1 Update 1

12.0

11.6

11.2

5.0.8, 5.0.6, 5.0.5, 5.0.1
4.1.8,4.1.6,4.1.5,
3.1.6

2.16 (Open MPI 4.1.5)

2.13.1 (Open MPI 4.1.5)

2.11 (Open MPI 4.1.4)

4.0, 3.0, 2.3.7

1.11.3,1.10.0, 1.8.5,
1.10.8 (LTS), 1.6.7 (LTS)

Apptainer/Singularity 1.3.6

* FIFIEDNR—=T3Y
[1]: pip3 install (/3w T —TH) --user DL SCTBCET. BEBDHR—LTF s LIORICNRYT—IEEBMIZCEETETT, BE
IFTHRBRESR L OBEIC(E. miniforge ETORBRE CREIKIZT UV, EH. conda RIEDHZHHAH CIIREADNBHZEEREDIT
(BE(FYEERSAHFRDH; lustre T 7 1LY X7 LOERNEREE T, BHESELWLTT), BEODE/ T —IBRRELIZE(E pip3
THR—LFrLORUMTICEATBCEEHELTT,

BE

miniforge3 B&iE
(/apl/conda/20230214; conda_init.sh
h\ conda_init.csh & source LTLEE
W)

module: nvhpc/25.3, nvhpc/25.3-
byo, nvhpc/25.3-nompi

module: nvhpc/24.9, nvhpc/24.9-
byo, nvhpc/24.9-nompi

module: nvhpc/24.3, nvhpc/24.3-
byo, nvhpc/24.3-nompi

module: nvhpc/23.9, nvhpc/23.9-
byo, nvhpc/23.9-nompi

module: nvhpc/23.5, nvhpc/23.5-
byo, nvhpc/23.5-nompi

module: nvhpc/22.11, nvhpc/22.11-
byo, nvhpc/22.11-nompi

module: compiler-rt/(version)

module: mkl/(version)

2025.0.0.1 =>
(major 2025, minor 0, update 0,
patch 1; 2025.0.1 ERTIRE?)

module: intelmpi/(version)

module: cuda/12.8ul
module: cuda/12.6u2
module: cuda/12.4ul
module: cuda/12.2u2
module: cuda/12.1ul
module: cuda/12.0
module: cuda/11.6
module: cuda/11.2

module: openmpi/(/Ai—3 ) ({3
R SAEFOQ/I VT —I8)

module: openmpi/4.1.5-hpcx2.16 (%
JVITrSEF0/I VT —I8)

module: openmpi/4.1.5-hpcx (F3 Y
RTSEIFD/I v T —IA)

module: openmpi/4.1.4-hpcx (F3 Y
RAZEFO/I VT —I8)

module: mvapich/(/A—33 ) (GCC,
AOCC E(F/R v —IFN)

module: julia/(version)

(singularity €U < (& apptainer TIFU
i U ATEE)


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

[2]: HEEBC OV SKREKET VI R=ILENTUVWE TR A, TV/1SHRELISS(E oneAPl Base Toolkit %2 oneAPI HPC
Toolkit ECBEBNDT v LORIICTAYIR=ILLTLIES L,

|77u7—aEJMu7—9

BFDIRvT—IRA YA E=ILENTVE T, (BRR—IAD) VIOBRBNFTRESNTULBED(F. 1/25 R TIIREATI N
BAFEDENTY) OIS LOFEVVMERRIATORFAX Y RFESRLUTKRETV, KB/ —REOT1 YT —/1—0 Japl L
TEAYIE=ILENTUVET, EWRICETIBRICESDODR—IICFTEHSINTLET,

Ryor—7055 L%

ABCluster

ABINIT-MP

ADF(E9)

AlphaFold

(version3)
(version2)

Amber

AutoDock

AutoDock-GPU

AutoDock Vina

e

R—ay BAR

5525 —BEORELCRERERETS YT ~

3.0 0 (2023/11/28)

BRSO XY NI FHEEFMO)Y T D T 7
v2r8 O (2025/1/7)

v2r4 0 (2023/2/21)

vlr22 0 (2023/2/21)

(AFR)

IBENS S VIO BNMBEFAETOVILDI T

(203.53.10/16) A (2025/1/16)
(20234;)1'(1)/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)*

ERRETI T Y LELRDFBNEHEY T

24-update3 +

pAd
AmberTools25 O (2025/5/19)

24-update3 O (2025/3/6)*
24-updatel O (2024/6/11)*
22-update4 O (2023/8/25)*
22-updatel O (2023/1/-)*
20-updatel3 O (2023/1/-)*
EEINVESZAVESY
4.2.6 O (2023/11/24)

AutoDock M7 DS L —5BM{LAR

1.5.3 O (2023/11/24)*
AutoDock DFEEhR

1.2.7 0 (2025/7/7)
1.2.5 0 (2023/11/24)

DFT LRWTEE? VY VT EFHET 57055 I

wE

;Egﬁglg GPU ’/Z\ZED
EFIVISA—BFBEETEHEA.
SovO0—-RIINEED

(RLE)

module IV Y ROEECEE;
BASFHERED A TEHR
(AmberTools24-update8)

(AmberTools24-update?2)
(AmberTools23-update4)
(AmberTools22-update4)

(configure TEJILR)


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/
https://github.com/ccsb-scripps/AutoDock-GPU
https://ccportal.ims.ac.jp/node/3537
https://github.com/ccsb-scripps/AutoDock-Vina

RvTr—37055 L%

N—I3av BAH &
CENSO
2.1.3 O (2025/5/1) ENSO 2.0.2 ® anmr Z=FFHEM
(/N7 FURR)
1.2.0 0 (2024/5/22) ENSO 2.0.2 @ anmr &
nmrplot.py & FE1TEN
BLSIIBIRM S 5 VN O BIIAEEFRZE TSV I ~
ColabFold
1.5.5 O (2024/2/16) O—71JU DB ={EHA
BREDFHNZAETELEHCEABY T~
2024.3 0O (2024/10/24)
CP2K 2024.2 0 (2024/8/22)
2023.1 O (2023/4/6)
9.1 O (2023/1/-)
DFT LRI TOEREBFEREE{TS> OIS A
CREST
3.0.1 0O (2024/5/21)
BAHRETOEHEZEEEY J ~
CRYSTAL 23-1.0.1 0 (2024/7/19) N
(3£21)
17-1.0.2 0 (2023/1/-)
Dalt BRRED M ZE ST EARELEFEZEY I RD T 7
alton
2020.1 0 (2024/11/8)
DFTB FZZ AL\ cERaWER/ENAEFLZEEY T ~
DFTB+ .
23.1 O (2023/7/19) MPI kR & OMP k% FBES
MPI / OpenMP
AR RO BEENTED RVAEFEHEZEEEY T ~
DIRAC(E22) 23.0 O (2023/5/8)
19.0 0 (2023/1/27)
NFRATORNEEFCZEAEY T ~
2024-R2(Jull5) 0 (2024/10/31) (NBO 7.0.10 B%h)
GAMESS 2023-R2(Sep30) 0 (2023/12/7) (NBO 7.0.10 B%h)
2022-R2(Sep30) 0 (2023/1/-) (NBO 7.0.7 &%)
2021-R1(Jun30) 0 (2023/1/-) (NBO 7.0.7 &%)
BRR SR THIARIRELEFLZEEY T ~
16.C.02 O (2022/3/14)™ (NBO 7.0.10 &%)
Gaussian 16.C.01 O (2019/8/2) (NBO 7.0.10 B%h)
16.B.01 0 (2018/3/12)
09.E.01 0 (2015/12/24)
EERRATORFEAZEEY T ~
214 0 (2025/1/10)*
CPU / GPU
GENESIS 212 0 (2024/1/16)ﬁ
CPU / GPU
2.0.3 O (2023/1/-)*
CPU / GPU

BEHEATDFHNFHEY D~

s
2025.2 O (ngj-r/’/glffuﬂ NNP enabled (libtorch 2.7.0)
2024.6 O (2025/8/25)"

CPU/GPU


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
https://ccportal.ims.ac.jp/node/3281
https://ccportal.ims.ac.jp/node/3283
https://gaussian.com/
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://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

RvTr—37055 L%

GROMACS

GRRM

LAMMPS

N—3av EAH =
2024.5 0 (2025/1/27)*
CPU/GPU
2024.4 O (2024/11/5)*
CPU/GPU
2024.2 O (2024/5/16)*
CPU/GPU
2023.5 O (2024/5/7)*
CPU/GPU
2023.4 O (2024/1/26)*
CPU/GPU
2023.2 O (2023/8/9)*
CPU/GPU
2022.6 O (2023/7/12)*
CPU/GPU
2022.4 O (2023/1/-)*
CPU/GPU
2021.7 O (2023/4/14)*
CPU/GPU
2021.6 O (2023/1/-)*
CPU/GPU
2021.4 O (2023/1/-)*
CPU/GPU
{tZ2RIGEEERY J ~
MACISRBENRETT,
” © (202471/11) (VILF J — RAFISIRS)
170%3) 0 (2021/1/27) (VILF J — RABISIIG)
14 O (2015/7/29)

FRTIREDNE VD FEINZEHEY T

22Jul2025

29Aug2024 Update 4

29Aug2024 Update 3

29Aug2024 Update 2

29Aug2024 Update 1

29Aug2024

2Aug23

23Jun22 Update 2

29Sep21 Update 3

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

0 (2025/7/29)*
CPU(GCC,INTEL) / GPU

0 (2025/7/15)*
CPU(GCC,INTEL) / GPU

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

0 (2025/2/21)*
CPU(GCC,INTEL) / GPU

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

O (2023/10/16)*

Intel MPI
CPU(GCC,INTEL) / GPU
0 (2023/1/-)~ (netcdf off)
CPU / GPU
O (2023/4/18)* Intel MPI
CPU / GPU
O (2023/4/18)* Intel MPI

CPU/GPU


https://www.gromacs.org/
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
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/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

NRvTr—37055 L%

LigandMPNN

Molpro

NAMD

NBO

NTChem(%17)

NWChem

OmegaFold

OpenBabel

OpenMM

i

N—Iav EAH

O (2023/1/-)*
CPU/GPU
BRFUHYRICHET BEIREDRHDY T

29Sep21

A (2024/3/27)%
EFHEYZSRAEn (OB LREHEY T ~

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)

2022.3.0 A (2023/1F)

A (2023/5/18)

2022.2.2 A (2023/1/)

2021.3.1 A (2023/5/10)

2015.1-44 A (2023/1/-)

BIHEHER (T FENFAEY 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)*

3.0b2

2.14

MPI / SMP / SMP+CUDA
O (2023/4/10)*

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

Natural Bond Orbital (NBO) 0455 A

7.0.10
7.0.7

A (2023/2/14)
A (2023/1/-)

RIREEHRDEHDEFLFEEY T~

2013.13.0.0

O (2023/4/28)

BUSHENCONABFCZEHEY T~

7.2.3

7.2.2

7.0.2
6.8

0 (2025/2/27)
GCC / IntelClassic

O (2024/3/5)*
CPU /GPU
O (2023/3/6)
O (2023/1/-)

SYNROBUBBEFAYI DI T

1.1.0

LT — 5 DIRR IERIDO RIS RTREL Y — LR w O X

3.1.1

O (2024/6/12)*

O (2025/3/10)

NFIZaAL—IYaVAOY—-ILFY K~

8.2.0
8.1.0

O (2025/3/6)
0 (2023/12/5)

wE

(netcdf off)

2024/3/27 &F1—R

(HPC-X)
(MVAPICH)

(GPU KR )

ReactionPlus [@E(F


https://ccportal.ims.ac.jp/node/3265
https://ccportal.ims.ac.jp/node/3267
https://github.com/dauparas/LigandMPNN
https://www.molpro.net/
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
https://ccportal.ims.ac.jp/node/3313
https://github.com/HeliXonProtein/OmegaFold
https://openbabel.org/index.html
https://openmm.org/

RvTr—37055 L%

OpenMolcas

ORCA

Parallel CONFLEX(E9)

ProteinMPNN

PSI4

Quantum ESPRESSO

ReactionPlus

RFdiffusion

RFDiffusion AA

SIESTA

TURBOMOLE

SiE
N—I3av

EAH

EFIREEETEY T  Molcas DA —F VY — R

24.10
23.06
22.10
21.10

O (2024/11/18)
O (2023/7/25)
O (2023/3/6)
O (2023/3/6)

SRRIEEBETECHIG U8 FLFEHEY T ~

6.1.0
6.0.1
5.0.4
5.0.3
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