Installation Details of Applications/Libraries

[Caution] Please confirm the software license whether you can use it outside your laboratory.

Apollo 2000/6500 Gen10 Plus (ccap; 2023/27)

CPU: AMD EPYC 7763, GPU: NVIDIA A100 NVLink 80 GB; OS: Rocky Linux 8

e AlphaFold 3.0.0

¢ AlphaFold 2.3.2

¢ AlphaFold 2.3.1

e Amber24-up3+AmberTools25

e Amber24-up3 (AmberTools24-up8)
o AMBER24-up1 (AmberTools24-up?2)
e Amber22-up4 (AmberTools23-up4)
e AMBER22-up1 (AmberTools22-up4)
¢ AMBER20-up13

e AutoDock-GPU v1.5.3

e ColabFold 1.5.5 (local DB)

e CP2K 2025.2

e CP2K 2024.3

e CP2K 2024.2

e CP2K 2023.1

e CP2K 9.1

e CREST 3.0.1

e Dalton 2020.1

e DFTB+ 23.1 (MPI / OpenMP)

e DIRAC 23.0

¢ DIRAC 19.0

e FFmpeg 6.1

¢ GAMESS 2024R2

¢ GAMESS 2023R2

o GAMESS 2022R2

¢ GAMESS 2021R1

e GENESIS 2.1.4 (CPU / GPU)

e GENESIS 2.1.2 (CPU / GPU)

e GENESIS 2.0.3 (CPU / GPU)

e Gromacs 2025.4 (CPU / GPU)

¢ Gromacs 2025.2 (CPU / GPU)

e Gromacs 2024.6 (CPU / GPU)

e Gromacs 2024.5 (CPU / GPU)

e Gromacs 2024.4 (CPU / GPU)

e Gromacs 2024.2 (CPU / GPU)


https://ccportal.ims.ac.jp/index.php/en/how_to_configure
https://ccportal.ims.ac.jp/en/node/3768
https://ccportal.ims.ac.jp/en/node/3608
https://ccportal.ims.ac.jp/en/node/3279
https://ccportal.ims.ac.jp/en/node/3841
https://ccportal.ims.ac.jp/en/node/3812
https://ccportal.ims.ac.jp/en/node/3694
https://ccportal.ims.ac.jp/en/node/3468
https://ccportal.ims.ac.jp/en/node/3249
https://ccportal.ims.ac.jp/en/node/3247
https://ccportal.ims.ac.jp/en/node/3537
https://ccportal.ims.ac.jp/en/node/3617
https://ccportal.ims.ac.jp/en/node/3927
https://ccportal.ims.ac.jp/en/node/3736
https://ccportal.ims.ac.jp/en/node/3713
https://ccportal.ims.ac.jp/en/node/3339
https://ccportal.ims.ac.jp/en/node/3275
https://ccportal.ims.ac.jp/en/node/3679
https://ccportal.ims.ac.jp/en/node/3757
https://ccportal.ims.ac.jp/en/node/3445
https://ccportal.ims.ac.jp/en/node/3454
https://ccportal.ims.ac.jp/en/node/3388
https://ccportal.ims.ac.jp/en/node/3277
https://ccportal.ims.ac.jp/en/node/3569
https://ccportal.ims.ac.jp/en/node/3750
https://ccportal.ims.ac.jp/en/node/3549
https://ccportal.ims.ac.jp/en/node/3281
https://ccportal.ims.ac.jp/en/node/3283
https://ccportal.ims.ac.jp/en/node/3781
https://ccportal.ims.ac.jp/en/node/3782
https://ccportal.ims.ac.jp/en/node/3581
https://ccportal.ims.ac.jp/en/node/3583
https://ccportal.ims.ac.jp/en/node/3285
https://ccportal.ims.ac.jp/en/node/3287
https://ccportal.ims.ac.jp/en/node/3916
https://ccportal.ims.ac.jp/en/node/3917
https://ccportal.ims.ac.jp/en/node/3846
https://ccportal.ims.ac.jp/en/node/3847
https://ccportal.ims.ac.jp/en/node/3873
https://ccportal.ims.ac.jp/en/node/3874
https://ccportal.ims.ac.jp/en/node/3788
https://ccportal.ims.ac.jp/en/node/3789
https://ccportal.ims.ac.jp/en/node/3752
https://ccportal.ims.ac.jp/en/node/3753
https://ccportal.ims.ac.jp/en/node/3673
https://ccportal.ims.ac.jp/en/node/3674

Gromacs 2023.5 (CPU / GPU
Gromacs 2023.4 (CPU / GPU
Gromacs 2023.2 (CPU / GPU
Gromacs 2022.6 (CPU / GPU
Gromacs 2022.4 (CPU / GPU
Gromacs 2021.7 (CPU / GPU
Gromacs 2021.6 (CPU / GPU
Gromacs 2021.4 (CPU / GPU
Gromacs 2016.6 (CPU)
iMolpro 2025.2.0

iMolpro 1.0.1

)
)
)
)
)
)
)
)

LAMMPS 22Jul2025 Update 1 (GCC / Intel / GPU)

LAMMPS 22Jul2025 (GCC / Intel / GPU)

LAMMPS 29Aug2024 Update 4 (GCC / Intel / GPU)
LAMMPS 29Aug2024 Update 3 (GCC / Intel / GPU)
LAMMPS 29Aug2024 Update 2 (GCC / Intel / GPU)
LAMMPS 29Aug2024 Update 1 (GCC / Intel / GPU)

LAMMPS 29Aug2024 (GCC / Intel / GPU)
LAMMPS 2Aug23 (GCC / Intel / GPU)
LAMMPS-23Jun22 Update 2 (CPU / GPU)
o Intel MPI version (CPU / GPU)
LAMMPS-29Sep21 (CPU / GPU)

o Update 3: Intel MPI version (CPU / GPU)

Luscus 0.8.6

Molpro 2025.3.0

Molpro 2025.1.0

Molpro 2024.3.0

Molpro 2024.2.0

Molpro 2024.1.0

Molpro 2023.2.0

Molpro 2023.1.0

Molpro 2022.3.0 (Open MPI / MVAPICH)
Molpro 2022.2.2

Molpro 2021.3.1

Molpro 2015.1.44

NAMD 3.0.1 (MPI / SMP / SMP+CUDA)
NAMD 3.0 (MPI / SMP / SMP+CUDA)
NAMD 3.0b7 (MPI / SMP / SMP+CUDA)
NAMD 3.0b6 (MPI / SMP / SMP+CUDA)
NAMD 3.0b2 (GPU)

NAMD 2.14 (CPU / GPU)

NWChem 7.2.3 (GCC / IntelClassic)
NWChem 7.2.2 (CPU / GPU)


https://ccportal.ims.ac.jp/en/node/3670
https://ccportal.ims.ac.jp/en/node/3671
https://ccportal.ims.ac.jp/en/node/3595
https://ccportal.ims.ac.jp/en/node/3597
https://ccportal.ims.ac.jp/en/node/3459
https://ccportal.ims.ac.jp/en/node/3461
https://ccportal.ims.ac.jp/en/node/3428
https://ccportal.ims.ac.jp/en/node/3430
https://ccportal.ims.ac.jp/en/node/3259
https://ccportal.ims.ac.jp/en/node/3263
https://ccportal.ims.ac.jp/en/node/3362
https://ccportal.ims.ac.jp/en/node/3364
https://ccportal.ims.ac.jp/en/node/3257
https://ccportal.ims.ac.jp/en/node/3261
https://ccportal.ims.ac.jp/en/node/3253
https://ccportal.ims.ac.jp/en/node/3255
https://ccportal.ims.ac.jp/en/node/3411
https://ccportal.ims.ac.jp/en/node/3902
https://ccportal.ims.ac.jp/en/node/3631
https://ccportal.ims.ac.jp/en/node/3878
https://ccportal.ims.ac.jp/en/node/3879
https://ccportal.ims.ac.jp/en/node/3880
https://ccportal.ims.ac.jp/en/node/3868
https://ccportal.ims.ac.jp/en/node/3869
https://ccportal.ims.ac.jp/en/node/3870
https://ccportal.ims.ac.jp/en/node/3865
https://ccportal.ims.ac.jp/en/node/3866
https://ccportal.ims.ac.jp/en/node/3867
https://ccportal.ims.ac.jp/en/node/3859
https://ccportal.ims.ac.jp/en/node/3860
https://ccportal.ims.ac.jp/en/node/3861
https://ccportal.ims.ac.jp/en/node/3827
https://ccportal.ims.ac.jp/en/node/3828
https://ccportal.ims.ac.jp/en/node/3829
https://ccportal.ims.ac.jp/en/node/3802
https://ccportal.ims.ac.jp/en/node/3803
https://ccportal.ims.ac.jp/en/node/3804
https://ccportal.ims.ac.jp/en/node/3717
https://ccportal.ims.ac.jp/en/node/3718
https://ccportal.ims.ac.jp/en/node/3719
https://ccportal.ims.ac.jp/en/node/3503
https://ccportal.ims.ac.jp/en/node/3504
https://ccportal.ims.ac.jp/en/node/3507
https://ccportal.ims.ac.jp/en/node/3269
https://ccportal.ims.ac.jp/en/node/3271
https://ccportal.ims.ac.jp/en/node/3368
https://ccportal.ims.ac.jp/en/node/3370
https://ccportal.ims.ac.jp/en/node/3265
https://ccportal.ims.ac.jp/en/node/3267
https://ccportal.ims.ac.jp/en/node/3372
https://ccportal.ims.ac.jp/en/node/3374
https://ccportal.ims.ac.jp/en/node/3495
https://ccportal.ims.ac.jp/en/node/3889
https://ccportal.ims.ac.jp/en/node/3817
https://ccportal.ims.ac.jp/en/node/3761
https://ccportal.ims.ac.jp/en/node/3721
https://ccportal.ims.ac.jp/en/node/3632
https://ccportal.ims.ac.jp/en/node/3497
https://ccportal.ims.ac.jp/en/node/3476
https://ccportal.ims.ac.jp/en/node/3303
https://ccportal.ims.ac.jp/en/node/3399
https://ccportal.ims.ac.jp/en/node/3301
https://ccportal.ims.ac.jp/en/node/3393
https://ccportal.ims.ac.jp/en/node/3305
https://ccportal.ims.ac.jp/en/node/3746
https://ccportal.ims.ac.jp/en/node/3747
https://ccportal.ims.ac.jp/en/node/3748
https://ccportal.ims.ac.jp/en/node/3704
https://ccportal.ims.ac.jp/en/node/3705
https://ccportal.ims.ac.jp/en/node/3706
https://ccportal.ims.ac.jp/en/node/3682
https://ccportal.ims.ac.jp/en/node/3683
https://ccportal.ims.ac.jp/en/node/3684
https://ccportal.ims.ac.jp/en/node/3627
https://ccportal.ims.ac.jp/en/node/3628
https://ccportal.ims.ac.jp/en/node/3629
https://ccportal.ims.ac.jp/en/node/3343
https://ccportal.ims.ac.jp/en/node/3307
https://ccportal.ims.ac.jp/en/node/3309
https://ccportal.ims.ac.jp/en/node/3807
https://ccportal.ims.ac.jp/en/node/3808
https://ccportal.ims.ac.jp/en/node/3621
https://ccportal.ims.ac.jp/en/node/3622

¢ NWChem 7.0.2

e NWChem 6.8 (for reactionplus)

e OpenMolcas v24.10

e OpenMolcas v23.06

e OpenMolcas v22.10

e OpenMolcas v21.10

e Open MPI 4.1.8

e Open MPI1 4.1.6

e Open MPI 3.1.6 (GCC)

e ProteinMPNN (2023/10/25)

e PSI41.10

e PSI4-1.9.1

e PSI4-1.7

e Quantum ESPRESSO 7.5 (CPU / GPU)
e Quantum Espresso 7.4.1 (CPU / GPU)
e Quantum Espresso 7.4 (CPU / GPU)
e Quantum Espresso 7.3 (CPU / GPU)
e Quantum Espresso 7.2 (CPU / GPU)
e Quantum Espresso 6.8 (CPU / GPU)
e RFdiffusion (2023/10/25)

e Siesta 5.4.1

e Siesta 5.2.2

¢ Siesta 5.0.1 (OpenMPI / IntelMPI)

e Siesta 5.0.0 (OpenMPI / IntelMPI)

e Siesta 4.1.5 (MPI / OpenMP)

e xtb 6.7.1

o xtb 6.7.0

o xtb 6.5.1

LX 406Rh-2/110Rh-1/108Th-4G (cclx; “2022/9)

¢ ABINIT-8.8.3

¢ AlphaFold2 (2021/7/20)
e AlphaFold2 (2021/8/19)
¢ AlphaFold-2.1.1 (2021/11/6)
Amber22
Amber20-up12
Amber20-up9
Amber20-up0
Amber18-bf16

e Amber18-bf12

e Amber18-bf11-volta

e Amber18-bf1

e Amber16-bf15


https://ccportal.ims.ac.jp/en/node/3311
https://ccportal.ims.ac.jp/en/node/3313
https://ccportal.ims.ac.jp/en/node/3763
https://ccportal.ims.ac.jp/en/node/3440
https://ccportal.ims.ac.jp/en/node/3317
https://ccportal.ims.ac.jp/en/node/3315
https://ccportal.ims.ac.jp/en/node/3794
https://ccportal.ims.ac.jp/en/node/3511
https://ccportal.ims.ac.jp/en/node/3407
https://ccportal.ims.ac.jp/en/node/3521
https://ccportal.ims.ac.jp/en/node/3914
https://ccportal.ims.ac.jp/en/node/3623
https://ccportal.ims.ac.jp/en/node/3273
https://ccportal.ims.ac.jp/en/node/3882
https://ccportal.ims.ac.jp/en/node/3883
https://ccportal.ims.ac.jp/en/node/3795
https://ccportal.ims.ac.jp/en/node/3796
https://ccportal.ims.ac.jp/en/node/3785
https://ccportal.ims.ac.jp/en/node/3786
https://ccportal.ims.ac.jp/en/node/3603
https://ccportal.ims.ac.jp/en/node/3604
https://ccportal.ims.ac.jp/en/node/3349
https://ccportal.ims.ac.jp/en/node/3358
https://ccportal.ims.ac.jp/en/node/3319
https://ccportal.ims.ac.jp/en/node/3321
https://ccportal.ims.ac.jp/en/node/3519
https://ccportal.ims.ac.jp/en/node/3892
https://ccportal.ims.ac.jp/en/node/3799
https://ccportal.ims.ac.jp/en/node/3701
https://ccportal.ims.ac.jp/en/node/3702
https://ccportal.ims.ac.jp/en/node/3687
https://ccportal.ims.ac.jp/en/node/3688
https://ccportal.ims.ac.jp/en/node/3323
https://ccportal.ims.ac.jp/en/node/3325
https://ccportal.ims.ac.jp/en/node/3811
https://ccportal.ims.ac.jp/en/node/3668
https://ccportal.ims.ac.jp/en/node/3680
https://ccportal.ims.ac.jp/en/node/2149
https://ccportal.ims.ac.jp/en/node/2945
https://ccportal.ims.ac.jp/en/node/2971
https://ccportal.ims.ac.jp/en/node/3019
https://ccportal.ims.ac.jp/en/node/3174
https://ccportal.ims.ac.jp/en/node/3081
https://ccportal.ims.ac.jp/en/node/2849
https://ccportal.ims.ac.jp/en/node/2720
https://ccportal.ims.ac.jp/en/node/2488
https://ccportal.ims.ac.jp/en/node/2318
https://ccportal.ims.ac.jp/en/node/2312
https://ccportal.ims.ac.jp/en/node/2105
https://ccportal.ims.ac.jp/en/node/2158

e Anaconda3-2020.02 (May 13, 2020)

e Anaconda3-2019.03 (Jul. 3, 2019)

Anaconda2-2019.03 (Jul. 4, 2019)

e CP2K-9.1

e CP2K-8.2.0

e CP2K-7.1.0 (intel / gnu)

¢ CP2K-6.1.0 (intel / gnu)

¢ DIRAC-19.0

e DIRAC-18.0

e FFmpeg-4.4

e GAMESS-2021Jun30 (2021 R1)

e GAMESS-2020Jun30

o GAMESS-2019Sep30

e GAMESS-2018Sep30

¢ GAMESS-2018Feb14

e GAMESS-2017Nov11

e GENESIS-1.7.0 (CPU / GPU

¢ GENESIS-1.6.0 (CPU / GPU

e GENESIS-1.4.0 (CPU / GPU

e GENESIS-1.3.0 (CPU / GPU

e GENESIS-1.1.6 (CPU / GPU)

e Gromacs-2021.4 (CPU(gnu) / GPU(gnu) / CPU(intel) / GPU(intel))

e Gromacs-2021.2 (CPU(gnu) / GPU(gnu) / CPU(intel) / GPU(intel))

e Gromacs-2020.7 (CPU(intel) / GPU(intel) / CPU(gcc) / GPU(gcc)

e Gromacs-2020.6 (CPU(intel) / GPU(intel) / CPU(gcc) / GPU(gcc)

e Gromacs-2020.4 (CPU(intel) / GPU(intel) / CPU(gcc) / GPU(gcc)

e Gromacs-2020.2 (CPU(intel) / GPU(intel) / CPU(gcc) / GPU(gcc)

e Gromacs-2019.6 (CPU(intel) / GPU(intel) / CPU(gcc) / GPU(gcc)

e Gromacs-2019.4 (CPU(intel) / GPU(intel) / CPU(gcc) / GPU(gcc)

e Gromacs-2019.2 (CPU(intel) / GPU( ) / CPU(gcc) / GPU(gcc)

¢ Gromacs-2018.8 (CPU(intel) / GPU(intel) / CPU(gcc) / GPU(gcc)
(CPU( (intel) ( (gce)
(CPU( (intel) ( (gce)
(CPU( (intel) ( (gce)

(CPU( (

(CPU( (

( (

—_ ~— ~— ~—

gce

intel

e Gromacs-2018.7 (CPU(intel) / GPU(intel) / CPU(gcc) / GPU(gcc
/ GPU(intel) / CPU(gcc) / GPU(gcc
/ GPU(intel) / CPU(gcc) / GPU(gcc
/ CPU(gcc))

e Gromacs-2018.6 (CPU(intel
e Gromacs-2018.3 (CPU(intel
e Gromacs-2018.1 (CPU(intel
e Gromacs-2016.6 (CPU(intel) / GPU(intel) / CPU(gcc) / GPU(gcc))

e Gromacs-2016.5 (CPU(intel) / GPU(intel) / CPU(gcc) / GPU(gcc))

e Gromacs-5.1.5 (CPU(intel) / GPU(intel) / CPU(gcc) / GPU(gcc))

e LAMMPS-29Sep21 (CPU / CPU+GPU)

¢ LAMMPS-290ct20 (CPU / CPU+GPU)

¢ LAMMPS-7Aug19 (CPU / CPU+GPU)

e LAMMPS-22Aug18

¢ LAMMPS-16Mar18 (CPU(intel) / GPU(intel) / CPU(gcc) / GPU(gcc))
e Luscus-0.8.6

)
)
)
)
)
)
)
)
)
)
)
)
)
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https://ccportal.ims.ac.jp/en/node/2709
https://ccportal.ims.ac.jp/en/node/2446
https://ccportal.ims.ac.jp/en/node/2448
https://ccportal.ims.ac.jp/en/node/3089
https://ccportal.ims.ac.jp/en/node/2921
https://ccportal.ims.ac.jp/en/node/2639
https://ccportal.ims.ac.jp/en/node/2641
https://ccportal.ims.ac.jp/en/node/2246
https://ccportal.ims.ac.jp/en/node/2248
https://ccportal.ims.ac.jp/en/node/2905
https://ccportal.ims.ac.jp/en/node/2409
https://ccportal.ims.ac.jp/en/node/2903
https://ccportal.ims.ac.jp/en/node/2965
https://ccportal.ims.ac.jp/en/node/2747
https://ccportal.ims.ac.jp/en/node/2594
https://ccportal.ims.ac.jp/en/node/2234
https://ccportal.ims.ac.jp/en/node/2054
https://ccportal.ims.ac.jp/en/node/2030
https://ccportal.ims.ac.jp/en/node/3003
https://ccportal.ims.ac.jp/en/node/3005
https://ccportal.ims.ac.jp/en/node/2811
https://ccportal.ims.ac.jp/en/node/2813
https://ccportal.ims.ac.jp/en/node/2566
https://ccportal.ims.ac.jp/en/node/2568
https://ccportal.ims.ac.jp/en/node/2186
https://ccportal.ims.ac.jp/en/node/2188
https://ccportal.ims.ac.jp/en/node/2019
https://ccportal.ims.ac.jp/en/node/2021
https://ccportal.ims.ac.jp/en/node/3023
https://ccportal.ims.ac.jp/en/node/3028
https://ccportal.ims.ac.jp/en/node/3026
https://ccportal.ims.ac.jp/en/node/3030
https://ccportal.ims.ac.jp/en/node/2891
https://ccportal.ims.ac.jp/en/node/2895
https://ccportal.ims.ac.jp/en/node/2893
https://ccportal.ims.ac.jp/en/node/2897
https://ccportal.ims.ac.jp/en/node/3100
https://ccportal.ims.ac.jp/en/node/3102
https://ccportal.ims.ac.jp/en/node/3104
https://ccportal.ims.ac.jp/en/node/3106
https://ccportal.ims.ac.jp/en/node/2865
https://ccportal.ims.ac.jp/en/node/2867
https://ccportal.ims.ac.jp/en/node/2869
https://ccportal.ims.ac.jp/en/node/2871
https://ccportal.ims.ac.jp/en/node/2765
https://ccportal.ims.ac.jp/en/node/2769
https://ccportal.ims.ac.jp/en/node/2767
https://ccportal.ims.ac.jp/en/node/2771
https://ccportal.ims.ac.jp/en/node/2699
https://ccportal.ims.ac.jp/en/node/2703
https://ccportal.ims.ac.jp/en/node/2701
https://ccportal.ims.ac.jp/en/node/2705
https://ccportal.ims.ac.jp/en/node/2652
https://ccportal.ims.ac.jp/en/node/2654
https://ccportal.ims.ac.jp/en/node/2656
https://ccportal.ims.ac.jp/en/node/2658
https://ccportal.ims.ac.jp/en/node/2515
https://ccportal.ims.ac.jp/en/node/2519
https://ccportal.ims.ac.jp/en/node/2517
https://ccportal.ims.ac.jp/en/node/2521
https://ccportal.ims.ac.jp/en/node/2390
https://ccportal.ims.ac.jp/en/node/2394
https://ccportal.ims.ac.jp/en/node/2392
https://ccportal.ims.ac.jp/en/node/2396
https://ccportal.ims.ac.jp/en/node/2507
https://ccportal.ims.ac.jp/en/node/2511
https://ccportal.ims.ac.jp/en/node/2509
https://ccportal.ims.ac.jp/en/node/2513
https://ccportal.ims.ac.jp/en/node/2461
https://ccportal.ims.ac.jp/en/node/2463
https://ccportal.ims.ac.jp/en/node/2465
https://ccportal.ims.ac.jp/en/node/2467
https://ccportal.ims.ac.jp/en/node/2362
https://ccportal.ims.ac.jp/en/node/2366
https://ccportal.ims.ac.jp/en/node/2364
https://ccportal.ims.ac.jp/en/node/2368
https://ccportal.ims.ac.jp/en/node/2178
https://ccportal.ims.ac.jp/en/node/2180
https://ccportal.ims.ac.jp/en/node/2182
https://ccportal.ims.ac.jp/en/node/2184
https://ccportal.ims.ac.jp/en/node/2085
https://ccportal.ims.ac.jp/en/node/2087
https://ccportal.ims.ac.jp/en/node/2338
https://ccportal.ims.ac.jp/en/node/2324
https://ccportal.ims.ac.jp/en/node/2340
https://ccportal.ims.ac.jp/en/node/2336
https://ccportal.ims.ac.jp/en/node/2079
https://ccportal.ims.ac.jp/en/node/2109
https://ccportal.ims.ac.jp/en/node/2081
https://ccportal.ims.ac.jp/en/node/2083
https://ccportal.ims.ac.jp/en/node/2071
https://ccportal.ims.ac.jp/en/node/2073
https://ccportal.ims.ac.jp/en/node/2075
https://ccportal.ims.ac.jp/en/node/2077
https://ccportal.ims.ac.jp/en/node/2994
https://ccportal.ims.ac.jp/en/node/2996
https://ccportal.ims.ac.jp/en/node/2859
https://ccportal.ims.ac.jp/en/node/2861
https://ccportal.ims.ac.jp/en/node/2556
https://ccportal.ims.ac.jp/en/node/2558
https://ccportal.ims.ac.jp/en/node/2226
https://ccportal.ims.ac.jp/en/node/2095
https://ccportal.ims.ac.jp/en/node/2101
https://ccportal.ims.ac.jp/en/node/2099
https://ccportal.ims.ac.jp/en/node/2100
https://ccportal.ims.ac.jp/en/node/2431

e Molpro2022.2.2

e Molpro2021.3.1

e Molpro2021.1.0

e Molpro2020.1.2 (gcc / intel)
e Molpro2019.2.3

e Molpro2019.1.2

e Molpro2018.2

e Molpro2015.1-pl44

e Molpro2015.1-pl33

e Molpro2015.1-pl27

¢ NAMD-2.13 (CPU / CPU+GPU)
¢ NBO-7.0.7

¢ NBO-7.0.2

¢ NWChem-7.0.2

¢ NWChem-6.8

e OpenMolcas v21.10

e OpenMolcas v20.10

e OpenMolcas (June 4, 2019)
e OpenMPI-4.0.2 (gcc, intel)

¢ OpenMPI-4.0.0 (gcc, intel)

e OpenMPI-3.1.0 (gcc, intel)

e OpenMPI-2.1.3 (gcc, intel)

e PSI4-1.5

e Python 3.9.9 (miniforge3)

e Quantum Espresso 6.8 (CPU / GPU)
e Quantum Espresso 6.7 (CPU / GPU)
e Quantum ESPRESSO 6.5

e Quantum ESPRESSO 6.3

e Quantum ESPRESSO 5.4

¢ Siesta-4.1.5 (MPI / OpenMP)
e Siesta-4.0.2

VMD-1.9.3

Primergy RX300/CX2550 (ccpg)

e ABINIT-7.8.2

e Amber16-bf3

e Amber14-bf11

e Amber14-bf10

e Amber14-bf0

e Amber12-bf21

e Amber12-bf7

e AutoDock-4.2.6

e GAMESS-2017Apr20


https://ccportal.ims.ac.jp/en/node/3186
https://ccportal.ims.ac.jp/en/node/3045
https://ccportal.ims.ac.jp/en/node/2909
https://ccportal.ims.ac.jp/en/node/2775
https://ccportal.ims.ac.jp/en/node/2777
https://ccportal.ims.ac.jp/en/node/2588
https://ccportal.ims.ac.jp/en/node/2386
https://ccportal.ims.ac.jp/en/node/2281
https://ccportal.ims.ac.jp/en/node/2939
https://ccportal.ims.ac.jp/en/node/2130
https://ccportal.ims.ac.jp/en/node/2024
https://ccportal.ims.ac.jp/en/node/2266
https://ccportal.ims.ac.jp/en/node/2268
https://ccportal.ims.ac.jp/en/node/2611
https://ccportal.ims.ac.jp/en/node/2300
https://ccportal.ims.ac.jp/en/node/3125
https://ccportal.ims.ac.jp/en/node/2039
https://ccportal.ims.ac.jp/en/node/3051
https://ccportal.ims.ac.jp/en/node/2794
https://ccportal.ims.ac.jp/en/node/2427
https://ccportal.ims.ac.jp/en/node/2634
https://ccportal.ims.ac.jp/en/node/2298
https://ccportal.ims.ac.jp/en/node/2128
https://ccportal.ims.ac.jp/en/node/2126
https://ccportal.ims.ac.jp/en/node/3137
https://ccportal.ims.ac.jp/en/node/3085
https://ccportal.ims.ac.jp/en/node/3064
https://ccportal.ims.ac.jp/en/node/3066
https://ccportal.ims.ac.jp/en/node/2817
https://ccportal.ims.ac.jp/en/node/2819
https://ccportal.ims.ac.jp/en/node/2727
https://ccportal.ims.ac.jp/en/node/2273
https://ccportal.ims.ac.jp/en/node/2274
https://ccportal.ims.ac.jp/en/node/2985
https://ccportal.ims.ac.jp/en/node/2987
https://ccportal.ims.ac.jp/en/node/2354
https://ccportal.ims.ac.jp/en/node/2048
https://ccportal.ims.ac.jp/en/node/1501
https://ccportal.ims.ac.jp/en/node/1777
https://ccportal.ims.ac.jp/en/node/1649
https://ccportal.ims.ac.jp/en/node/1574
https://ccportal.ims.ac.jp/en/node/1443
https://ccportal.ims.ac.jp/en/node/1391
https://ccportal.ims.ac.jp/en/node/1097
https://ccportal.ims.ac.jp/en/node/1710
https://ccportal.ims.ac.jp/en/node/1928

¢ GAMESS-2014Dec05

¢ GAMESS-2013May01

¢ GAMESS-2012May01

e GENESIS-1.1.5 (CPU / GPU)
e GENESIS-1.1.1 (CPU / GPU)
e GENESIS-1.1.0 (CPU / GPU)
e Gromacs-2016.3 (CPU / GPU)
e Gromacs-2016.1 (CPU / GPU)
e Gromacs-5.1.4 (CPU / GPU)
e Gromacs-5.1.2 (CPU / GPU)
e Gromacs-5.0.6

e Gromacs-5.0.4

e Gromacs-5.0

e Gromacs-4.6.6

e Gromacs-4.6.5

e Gromacs-4.6.1

e Gromacs-4.5.5

e Molcas-8.2

e Molcas-8.0sp1

e Molcas-8.0

e Molpro2015.1-pl19

e Molpro2015.1-pl5

e Molpro2015.1-pl0

e Molpro2012.1-pl37

e Molpro2012.1-pl25

e Molpro2012.1-pl15

e NAMD-2.11

¢ NAMD-2.9

e PSI-4.0b5

e Quantum ESPRESSO-6.1

¢ Quantum ESPRESSO-5.1.1

e SIESTA-3.1

¢ SMASH-2.2.0

¢ SMASH-2.1.0

¢ SMASH-2.0.0

¢ SMASH-1.1.0

uv2000 (ccuv)

e Amber16-bf3

e Amber14-bf10

e Amber14-bf0

e Amber12-bf21

e Amber12-bf7

e GAMESS-2017Apr20


https://ccportal.ims.ac.jp/en/node/1582
https://ccportal.ims.ac.jp/en/node/1336
https://ccportal.ims.ac.jp/en/node/1175
https://ccportal.ims.ac.jp/en/node/1914
https://ccportal.ims.ac.jp/en/node/1916
https://ccportal.ims.ac.jp/en/node/1830
https://ccportal.ims.ac.jp/en/node/1834
https://ccportal.ims.ac.jp/en/node/1797
https://ccportal.ims.ac.jp/en/node/1801
https://ccportal.ims.ac.jp/en/node/1895
https://ccportal.ims.ac.jp/en/node/1897
https://ccportal.ims.ac.jp/en/node/1876
https://ccportal.ims.ac.jp/en/node/1878
https://ccportal.ims.ac.jp/en/node/1823
https://ccportal.ims.ac.jp/en/node/1825
https://ccportal.ims.ac.jp/en/node/1724
https://ccportal.ims.ac.jp/en/node/1728
https://ccportal.ims.ac.jp/en/node/1658
https://ccportal.ims.ac.jp/en/node/1590
https://ccportal.ims.ac.jp/en/node/1463
https://ccportal.ims.ac.jp/en/node/1467
https://ccportal.ims.ac.jp/en/node/1436
https://ccportal.ims.ac.jp/en/node/1296
https://ccportal.ims.ac.jp/en/node/1121
https://ccportal.ims.ac.jp/en/node/1923
https://ccportal.ims.ac.jp/en/node/1629
https://ccportal.ims.ac.jp/en/node/1477
https://ccportal.ims.ac.jp/en/node/1904
https://ccportal.ims.ac.jp/en/node/1751
https://ccportal.ims.ac.jp/en/node/1701
https://ccportal.ims.ac.jp/en/node/1749
https://ccportal.ims.ac.jp/en/node/1635
https://ccportal.ims.ac.jp/en/node/1455
https://ccportal.ims.ac.jp/en/node/1787
https://ccportal.ims.ac.jp/en/node/1089
https://ccportal.ims.ac.jp/en/node/1360
https://ccportal.ims.ac.jp/node/1960
https://ccportal.ims.ac.jp/en/node/1556
https://ccportal.ims.ac.jp/en/node/1139
https://ccportal.ims.ac.jp/en/node/1909
https://ccportal.ims.ac.jp/en/node/1818
https://ccportal.ims.ac.jp/en/node/1790
https://ccportal.ims.ac.jp/en/node/1558
https://ccportal.ims.ac.jp/en/node/1779
https://ccportal.ims.ac.jp/en/node/1576
https://ccportal.ims.ac.jp/en/node/1445
https://ccportal.ims.ac.jp/en/node/1393
https://ccportal.ims.ac.jp/en/node/1098
https://ccportal.ims.ac.jp/en/node/1930

GAMESS-2014Dec05
GAMESS-2013May01
GAMESS-2012May01
GENESIS-1.1.5
GENESIS-1.1.1
GENESIS-1.1.0
Gromacs-5.1.4
Gromacs-5.1.2
Gromacs-5.0.6
Gromacs-5.0.4
Gromacs-5.0
Gromacs-4.6.6
Gromacs-4.6.5
Gromacs-4.5.5
Molcas-8.2
Molcas-8.0sp1
Molcas-8.0
Molpro2015.1-pl19
Molpro2015.1-pl5
Molpro2015.1-pl0
Molpro2012.1-pl37
Molpro2012.1-pl25
Molpro2012.1-pl15
PSI-4.0b5
SMASH-2.2.0
SMASH-2.1.0
SMASH-2.0.0
SMASH-1.1.0


https://ccportal.ims.ac.jp/en/node/1584
https://ccportal.ims.ac.jp/en/node/1340
https://ccportal.ims.ac.jp/en/node/1176
https://ccportal.ims.ac.jp/en/node/1918
https://ccportal.ims.ac.jp/en/node/1832
https://ccportal.ims.ac.jp/en/node/1799
https://ccportal.ims.ac.jp/en/node/1827
https://ccportal.ims.ac.jp/en/node/1726
https://ccportal.ims.ac.jp/en/node/1660
https://ccportal.ims.ac.jp/en/node/1588
https://ccportal.ims.ac.jp/en/node/1465
https://ccportal.ims.ac.jp/en/node/1469
https://ccportal.ims.ac.jp/en/node/1434
https://ccportal.ims.ac.jp/en/node/1141
https://ccportal.ims.ac.jp/en/node/1925
https://ccportal.ims.ac.jp/en/node/1631
https://ccportal.ims.ac.jp/en/node/1475
https://ccportal.ims.ac.jp/en/node/1902
https://ccportal.ims.ac.jp/en/node/1755
https://ccportal.ims.ac.jp/en/node/1703
https://ccportal.ims.ac.jp/en/node/1753
https://ccportal.ims.ac.jp/en/node/1637
https://ccportal.ims.ac.jp/en/node/1457
https://ccportal.ims.ac.jp/en/node/1361
https://ccportal.ims.ac.jp/en/node/1911
https://ccportal.ims.ac.jp/en/node/1821
https://ccportal.ims.ac.jp/en/node/1792
https://ccportal.ims.ac.jp/en/node/1560

