| IR —37055 LiRE—E (S FRIS)

RI&EHT: 2025/5/2

|:>H+5-5+jau

I RT LEEDEDEE D—EERE. /apl UTICEBATNTVET,
EREMERBEO/INvT —IICDVNTIECESDR—IE BRI,

2=1El]

GCC

AOCC

AOCL

Python [1]

NVIDIA HPC SDK

N—3av
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)

3.10.9

25.3

24.9

24.3

23.9

w5

(V27 LEE#E)

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 TEIL
), aocl/5.0.0-gcc13.2 (GCC TEILR)

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

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

module: aocl/4.0-aocc4.0 (AOCC TEILR),
aocl/4.0-gccll.2 (GCC TEILR)

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

/usr/bin/python3)
/usr/bin/python?2)
fusr/bin/python3.11)
/usr/bin/python3.9)

miniforge3 &i&(/apl/conda/20250310;
conda_init.sh /" conda_init.csh & source
Lereewy)

miniforge3 B#5(/apl/conda/20240305;
conda_init.sh 7 conda_init.csh & source
LT<rEEw)

miniforge3 B&#5(/apl/conda/20230214;
conda_init.sh A\ conda_init.csh & source
LTLEEW)

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


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

&l N—IJ3av fm%
module: nvhpc/23.5, nvhpc/23.5-byo,

23.5 nvhpc/23.5-nompi
2211 module: nvhpc/22.11, nvhpc/22.11-byo,
' nvhpc/22.11-nompi
Intel oneAPI 2025.1.0, 2025.0.4, 2025.0, 2024.2.1, 2024.2, 2024.1.0,
Compiler Runtime 2024.0.2, 2024.0, 2023.2.0, 2023.1.0, 2023.0.0, module: compiler-rt/(version)
[2] 2022.2.1, 2022.0.2

module: mkl/(version)

2025.1.0, 2025.0.0.1, 2025.0, 2024.2, 2024.1, 2024.0,
Intel MKL 2025.0.0.1 =>
2023.2.0, 2023.1.0, 2023.0.0, 2022.2.1, 2022.0.2 (major 2025, minor 0, update 0, patch 1;

2025.0.1 &REBIRE?)
2021.15, 2021.14.1, 2021.14, 2021.13, 2021.12,

Intel MPI 2021.11, 2021.10.0, 2021.9, 2021.8, 2021.7.1, 2021.5.1 Module: intelmpi/(version)
12.8 Update 1 module: cuda/12.8ul
12.6 Update 2 module: cuda/12.6u2
12.4 Update 1 module: cuda/12.4ul
12.2 Update 2* module: cuda/12.2u2
CUDA
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 MPI 451(1): 2(1)2 4512; module: openmpi/(/A—3 V) (I
P D SAFONRvT—I8)
3.1.6
module: openmpi/4.1.5-hpcx2.16 (F3>
2.1 MPI 4.1. N
6 (Open >) 131 SEFDI T — )
module: openmpi/4.1.5-hpcx (EI /1S
HPC-X 2.13.1 (Open MPI 4.1.5) BEDR v —8)
module: openmpi/4.1.4-hpcx (V1S
2.11 MPI 4.1.4 N
(Open ) BIFD/5 w4 — )
module: mvapich/(/A—33 ) (GCC, AOCC
MVAPICH 4.0, 3.0, 2.3.7 o —
mF/vr—I80)
Julia 1.11.3,1.10.0, 1.8.5, module: julia/(version)

1.10.8 (LTS), 1.6.7 (LTS)

Apptainer/Singularity 1.3.6 (singularity £ U< (& apptainer TIHRUH L
AlEe)

* FIFIIEON—T3a Y

[1]: pip3 install (/RwT—TR) --user DLDICTBCET. BEBOR—LTrLIORIIC/IAVT—IEBMITB_EETEZTI, B
ITHEREIM L VESI(CIE. miniforge ETOBRE SR IET L, P, conda BEDZHHFAH CIIEEANNDIIBERGEDET
(EEFVLESRHAHEEDH; lustre T 7 1LY X7 LOARMNRE T, BHEEELVTY), FEDDHE/ VI —IMUEBLIES (S pip3
THR—LT LI RUMTICEATRC EERHEBLET,

[2]: HEMEFEICO VI ISAEKET VY I b=lbanTUWERA, IV 7 SHREBHIEEIE oneAPl Base Toolkit ¥ oneAPI HPC
Toolkit ECEHBDT v LI RUICAYIR—=ILLTLEE L,

|77u7—aaymw7—9

UFDIRvT—IMRA YA E=IENTVE T, (BRRR—IADY VORBNFTRESNTULBEDN(E, 1/25 BRTIFREATI MR
BAFEDENTY)FOTSLOFELVWVMEREEIATRDORFAX Y REFESBRLUTKRETV, REHE/ —REOT1 YT —/1—0 Japl L
TIRAVIE=ILENTVE T, EWRICETIBRICESODR—ICFEHSNTVET,

el
N—I3v BEAH "E
DS R5 —iBEDRECCERERERETOV I ~

RyT—I7055 L%


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

1w —IHEE 2

ABINIT-MP

ADF(E9)

AlphaFold

(version3)
(version2)

Amber

AutoDock
AutoDock-GPU

AutoDock Vina

CENSO

ColabFold

CP2K

N—I3v gAH
3.0 0 (2023/11/28)
BRELETSTAY SR FEHEEFMO)Y I ST T 7
v2r8 0 (2025/1/7)
v2rd 0 (2023/2/21)
vir22 0 (2023/2/21)
(AFAE)

IEENS S VIO EUMEEFAETOVILDI T

3.0.0
(2025/1/16) A (2025/1/16)
3.0.0
(2024/11/26) £ (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 (+1-1-)F

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

2.0.0 (2021/7/20) A (2021/7/26)*

FRRETI TV ELRDFHINEHEY I~

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

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

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

20-updatel3
B#rvFU5Y—IL
4.2.6 0 (2023/11/24)
AutoDock D7 015 L —5BMEER

O (2023/1/-)*

1.5.3 O (2023/11/24)*

AutoDock DFEHR

1.2.5 0 (2023/11/24)

DFT LRI TEE7 VT Y TV EFET 2 7055 A
2.1.3 0 (2025/5/1)
1.2.0 0 (2024/5/22)

BIEENS S VI OBEUMEEFAETOV I~

1.5.5 O (2024/2/16)
B-RENFHNFHABARLEFLFHEY I
2024.3 O (2024/10/24)
2024.2 O (2024/8/22)
2023.1 O (2023/4/6)

9.1 0 (2023/1/-)

DFT LRI TOREFRREE{TS> OIS L

wE

}Eéﬁgﬁ GPU LZ\ZED
EFIINSA—F(FBRETHEA.
SOvO0-RTI3REED

(RLE)

module OV~ RMOEENEE;
BAFHREOATER
(AmberTools24-update8)

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

(configure TEJLR)

ENSO 2.0.2 ® anmr ZF&HEM

(IN1FIRR)
ENSO 2.0.2 ® anmr &
nmrplot.py % FE1CEM

O—71JL DB Z{EH


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/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
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

Ryr—IORES5 14

CRYSTAL

Dalton

DFTB+

DIRACUE22)

GAMESS

Gaussian

GENESIS

GROMACS

iR

N—I3av
3.0.1

BAH
O (2024/5/21)

BHRAETOEFLFEEY T

23-1.0.1

17-1.0.2

0 (2024/7/19)
0 (2023/1/-)

BRREDFR/MEEAEIRLEF LRV IO I T

2020.1

DFTB FZZRV\emEEMELNHBFHLZEEHEY T~

23.1

EXERMRDEENLED RO ETRELE FEFEHEY T ~

23.0
19.0

0 (2024/11/8)

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

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

DFRATORNAEFLFHEY T~

2024-R2(Jull5)
2023-R2(Sep30)
2022-R2(Sep30)
2021-R1(Jun30)

O (2024/10/31)
0 (2023/12/7)
O (2023/1/-)

O (2023/1/-)

BRRERCTHRATRLEFEZEHEY T~

16.C.02
16.C.01
16.B.01
09.E.01

O (2022/3/14)*
2019/8/2)
2018/3/12)

(
(
(
(2015/12/24)

FHERATODFENFEAEY T~

2.1.4

2.1.2

2.0.3

0 (2025/1/10)*

CPU /GPU

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

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

BEAERATDFENZHEY T

2024.5

2024.4

2024.2

2023.5

2023.4

2023.2

2022.6

2022.4

0 (2025/1/27)*

CPU /GPU

O (2024/11/5)*

CPU /GPU

O (2024/5/16)*

CPU/GPU

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

0 (2024/1/26)*
CPU/GPU

0 (2023/8/9)*
CPU/GPU

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

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

wE

(F21)

MPI B & OMP K& IS

(NBO 7.0.10 &%)
(NBO 7.0.10 &%)
(NBO 7.0.7 B%)
(NBO 7.0.7 B%)
(NBO 7.0.10 &%)
(NBO 7.0.10 &%)


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://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

RvTr—37055 L%

J=2E BAH =
2021.7 O (2023/4/14)*
CPU / GPU
2021.6 O (2023/1/-)*
CPU / GPU
2021.4 O (2023/1/-)*
CPU / GPU
{tZRICBEEERRY 7 ~
FMABICEZRFENMRETTY,
R 23 O (2024/1/11) R
17025 0 (2021/1/27) (VILF J — RAFUSIRS)
14 O (2015/7/29)

FRTHREDNES VWD FEINESHEY T

Yo
29Aug2024 Update 2 O (2025/4/18)
CPU(GCC,INTEL) / GPU

g?
29Aug2024 Update 1 0 (2025/2/21)
CPU(GCC,INTEL) / GPU

29Aug2024 O (2024/9/6)*
CPU(GCC,INTEL) / GPU

Yo
2Aug23 0 (2023/10/16) Intel MPI
LAMMPS CPU(GCC,INTEL) / GPU

O (2023/1/-)* (netcdf off)

CPU/GPU
23Jun22 Update 2

O (2023/4/18)*

Intel MPI
CPU / GPU
29Sep21 Update 3 O (2023/4/18)" Intel MPI
CPU /GPU
29Sep21 O (2023/1/-)* (netcdf off)
CPU /GPU
BRFUHYRICES T SERIFRSTDHDY T ~
LigandMPNN
A (2024/3/27)* 2024/3/27 &1 —R
EFHECZERABATOEFLZEY 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)
Molpro(#2)
2023.1.0 A (2023/9/19)
A (2023/1/-) (HPC-X)
2022.3.0
A (2023/5/18) (MVAPICH)
2022.2.2 A (2023/1/-)
2021.3.1 A (2023/5/10)
2015.1-44 A (2023/1/-)
BUFEHER (TR FENFEHAEY T ~
0
30.1 0O (2024/10/31)

MPI / SMP / SMP+CUDA

3.0 O (2024/7/5)*
MPI / SMP / SMP+CUDA


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/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
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
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

Rwor—70535 L%
NAMD

NBO

NTChem(E17)

NWChem

OmegaFold

OpenBabel

OpenMM

OpenMolcas

ORCA

Parallel CONFLEX(E9)

ProteinMPNN

PSI4

N—I3av
3.0b7
3.0b6

3.0b2

2.14

EAH ]

O (2024/5/23)*
MPI / SMP / SMP+CUDA

0 (2024/3/6)™
MPI / SMP / SMP+CUDA

O (2023/4/10)* (GPU RO )

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

Natural Bond Orbital (NBO) 055 L

7.0.10
7.0.7

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

KEEEMRDEHDEFLFEHEY T

2013.13.0.0

O (2023/4/28)

B ENTCORNABHEZEEHEY 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/-) ReactionPlus @E(F

SYUNDENREEFRYV I LD T

1.1.0

O (2024/6/12)*

LT — 5 DIRR ERBDRIE(CHIGRIRETLY — LR w O X

3.1.1

O (2025/3/10)

DFI=ZaAL—IY3aVEHOY—ILF WV

8.2.0
8.1.0

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

BFEFIREESIEY T ~ Molcas DA —TF VY — kR

24.10
23.06
22.10
21.10

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

O (
O (
O (
0 (2023/3/6)

SRRILEEIERICHIG LB HEFEHEY T ~

6.0.1
5.0.4
5.0.3
4.2.1

O (2024/11/6)
O (2023/3/20)
0 (2022/2/22
O (2020/1/8)

(FIRRICBRABETT)

B2 5NETHBENS 7= JBEHNFAETOIY I~

A (2023/10/26)*

2023/10/25 &FI1— R

RYWSHRTEARELE AHEFESHEY T~

1.9.1
1.7

O (2024/3/5)
O (2023/1/30)

EUAIERRE (T DE FEFEHEY T ~

7.4.1

0 (2025/2/12)*
CPU /GPU


http://www.ks.uiuc.edu/Research/namd/
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/
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://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://ccportal.ims.ac.jp/node/3795
https://ccportal.ims.ac.jp/node/3796

Rwor—7055 L%

Quantum ESPRESSO
7.4

7.2

6.8

RIGIEEERRY T
1.0

ReactionPlus

EAH

O (2025/1/24)*
CPU/GPU

O (2024/2/6)™
CPU /GPU

O (2023/4/11)*
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