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« DK EHER N'E&E « BF AKX TSUBAME 4.0,

EERRET ABCI 3.0 A K XA TIX

—igA—FriTOBEY—E X L TIRHEA
« NII®Virtual Could Provider(VCP) TH B BI8E

TSUBAME4 Open OnDemand.  Files ~  Clusters ~  Interactive Apps ~

Interactive Queue

Pinned Apps A featured subset of all available apps

{ 3.

S}

code server(interactive)

TSUBAME interactive

r

s
Jupyter
S’

Jupyter (interactive)

Desktop (xfce) i
t P
V V
Normal Queue
N\ (
s
o}
-
.
code server TSUBAME Desktop (xfce) Jupyter
i A talled Ap 5
V F N

| RESEARCH INS X shboard - Open OnDemand X

2 genkai-ood.hpckyushu-u.acjp/pun/sys/dashboard

Files ~ Jobs ~  Clusters ~  Applications ~

OnDemand

OnDemand provides an integrated, single access point for all of your HPC resources.

powered by

OnDemand

OnDemand version: 3.1.4

RIKZH

Welcome to the
supercomputer Fugaku

P Olll RIKEN'or

R-CCS Computational Science

OnDemand provides an integrated, single access point for all of your HPC resources.

Pinned Apps A featured subset of all available apps

Batch Jobs
ABINIT-MP FDS FrontISTR GROMACS
\ > ’
( Y
E ‘ e
Job Submitter LAMMPS MODYLAS OpenFOAM
(Foundation)
4 4
‘& N B
{ @ HLMON
OpenFOAM OpenMX Quantum Espresso SALMON
(OpenCFD)
= v A
[} e Apps
s—
Jupyter
o “
Remote Desktop Jupyter RStudio
» »
<3 cirous
NVIDIA
NVIDIA Profiler AVS[Express C-Tools
. o’
'y =
I I B ““ = -
ParaView PyMOL SALMON View Smokeview
o’ >
VESTA visit XCrySDen WHEEL
’ ’
Passenger Apps
>—
Active Jobs Home Directory Fugaku Shell Access

i
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2022FE8AN ST X MERA. 2023F5AD 5 FEEH

— (BE5<CEAX/NO>TIXRY)
— Ay aR—REHAEZITT1RX
— 7= 3 %EM ($501E)

REHREME

FICFETA@ERSHRA

HPCIXA R kL — £ GakuNin RDME D

—V

I —

2HBREE

— OODIZxf L TFujitsu TCSX s O — R Z ER L ARICIRE
— HPCIO> YV —> 7 LMD2025FEHPCIV 7 DU 7 E

ENAME 2R E

« https://hpci-c.jp/hrdevelop/award.html

Fugaku OnDemand  Batch Jobs ~ Interac

Message of the day

I Information

Jul 24,2023 Operation
Jul 21,2023  Operation

Jul 19, 2023  Operation

[ Pending jobs

tive Apps ~  Passenger Apps ~

@ Cm

RIKZH R-CCS Computational Science

& My Sessions

Welcome to the
supercomputer Fugaku

RIKEN
Center for

«/> Develop ~

@Help ~ & Logged

OnDemand Manual | B5j7s
Fugaku Portal =
Fugaku Schedule

Fugaku Status

8 |8 |0

Fugaku Support

[ Fugaku Schedule
Today IKHEEN July 2023 ~

Sun Mo Tue  Wed  Thy Fi sat

July 2023 Large-scale job execution period

Resource groups during the large scale job execution
period

Occurrence of inaccessibility and poor response at login

fugaku-small
17867

fugaku-large
915

nodes and jobs due to a file system maintenance(vol0005) (3:00pm) Medium-scale jul]
| vedian-scale jo]
=] = [(3:000m) Large scale job enecution |
(3:00pm) Medium-scale jui]
| Mediur-scae so}

Evorts snown 1 bmo zone: Japan Standard Time B

__| d

[l Accounting (updated at 2023707125 02:32:10 (35 T))

Group | Volume |
Limit

rccs-aot | fvol0400 5,120

f-op /vol0403 | 614,400

Disk (GiB) Disk (inode) Resource (NH)

Usage | Avail. | Rate Limit Usage Avail. Rate | Limit | Usage | Avail. | Rate

608 4,512 1% 1,500,000 265,259| 1,234,741 W% 527,360 81,666 445693 #5%

160,260 454,140 [@% | 180,000,000 144,261,340 | 35,738,660 [N

ra030002 | /vol0403 5,120 1 5119 0% 1,500,000 2| 1,499,998 0%
fhome /vol0400 20 5 15 26% 200,000 1,619 188,381 %
Recently Used Apps
s
OpenFOAM Jupyter
scoce
Desktop OpenFOAM SCALE Jupyter
Passenger Apps
Active Jobs Home Directory Gakunin ROM HPCI Storage

++
+

Job Composer

>—

Fugaku Shell Access

1 LogOut
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28Z . IEE] OOpen OnDemand TIRIEIATWER 7 PV r—>3y

. GUI 7S HIRETHEEICGUIDEEI® P 3 7 DRITHETHE
Category Application
Development Remote Desktop, JupyterLab, MATLAB*, VSCode, Terminal
Profiler NVIDIA Visual Profiler*, NVIDIA Nsight Compute*, NVIDIA Nsight Systems*, Vampir*

AVS/Express*, C-Tools, GaussView*, Gnuplot, GrADS, ImagelJ, OVITO, Paraview, PyMOL, SALMON view, Smokeview,

Viewer VESTA, VMD, VisIt, XCrySDen
Workflow WHEEL
- NwFT3z7 FRFIESingularityEIB 7 7. *I3EAT7 TV
Climate SCALE
Computer Aided Engineering FDS, FFVHC-ACR, FrontFlow (blue/X), FrontISTR, OpenFOAM (Foundation/OpenCFD)
Condensed Matter Physics ALAMODE, AkaiKKR, H®, mVMC, OpenMX, PHASE/0, Quantum Espresso, SALMON
Molecular Dynamics GENESIS, GROMACS, LAMMPS, MODYLAS, PIMD
Quantum Chemistry ABINIT-MP, Gaussian®*, NTChem, SMASH
Quantum Simulation braket
Experimental Data Processing KIERTAA
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“1 |
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®» © N @ o © N
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Month-Year

"BE) KB 5T BEHR

REDEEDT HH Y FIF4900< 5Ly,
FDTZ5 7%, BERE#MLOT., HIRFOL—F L
EENTLS
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mNyFT7TY
W EET T
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" ETEE
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W Jupyter
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OODDER LIEHRIBDI-HDAI R b 2R

PCOZRAAUYI =T LDEEARNY b LTEE

— PCCCOpenOnDemand7V—2o> 3wy 7, EEEVCHEHEEB L L TEAFSO XV N—HZHE
— 1[0 : 2023F108. EBHHR-CCS
— %82[0] : 2025518, PCCCHPCOSST—7<> 3w 7in AMNKE. Kokkos& 2HF#E
- BHREBEDOIOHOERII 271 Z18FE https://openondemandjp.github.io/

13:00-13:10

13:10-13:30

13:30-14:00

14:00-14:30

14:45-15:00

15:00-15:15

15:15-15:30

15:30-16:00
16:00-

F—TF=>T

1 &N&135%

FOpen OnDemand DHIE ]

FE BIL (BILFHEFR-CCS)

FOpen OnDemand/\> X# >
R BIL BB FIEFIR-CCS)

EHEN1 - T FEE) ICE1330pen OnDemandDEA LiER)
FE B4 B FHZEATR-CCS)

EHHBEN 2 ¢ T=F7 S AIICET30pen OnDemandADELD 8 4
#ZILE (ZET7 I HILKREH)

195 RIBIBIEEZIES X T LVCPIC & 50pen OnDemandiBiE DS
S
AL M— (ECIBEHRFAIERT)

FJAXAIC 13 3 0pen OnDemandEA MDIEL & B
FH L5 (FHEMEHITRREE)

RIS
EERFR FEmEDH)

8:50-9:00
9:00-9:30

9:30-10:00

10:15-11:45
11:45-13:00

13:00-13:20

13:20-13:40

13:40-14:00

14:00-14:20
14:50-16:00

16:00-16:30

16:30-16:40
16:40-17:20

F—F=>5
BE¥O—F<v 7 : TOpen OnDemand: Connecting Computing Power with Powerful Minds,

Julie Ma (MGHPCC)
2 . BNNE&E69%4

EREGI(1): T FEE) IC&1F50pen OnDemandDEA LER)
FE B (FBLZHITRTR-CCS)

NZXF > RE BIL (BLZEZEFR-CCS)

BE&

SERESG (2) ¢ TERICSHIT50pen OnDemand DFI AR
KB BE (WNAR BREBMEAREEY &)

ERAEG (3): MHEXIS5YRY1—IRTEEELI-0CS+Open OnDemand/\> X# >t = F—RHER )
KL M— (B BEHRFIAZERR)

ERES (4) : TTSUBAMED ) —XICHITB3T 50 HR— I BigEEDEA )

M Eah (REBFEKET)

SERES (5) : TABCITODOpen OnDemand;EAER L S DBRE)

HE BB (BEERMHR SR

TARAvay

TrinityX ®#8A ntroducing TrinityX Cluster Management Software with Seamless Open OnDemand

Integration,
Antoine Schonewille (ClusterVision)

oa—-J vy
2—=/8—O Pa1—4%HR BES




Jupyter (JupyterLab, Jupyter Notebook)
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« Web7 S0 ETRERBZMFERREITIRIZ

Python D558 %1 A | &7

— (EREICED) Linuxdv Y REEHEITARE
EWFEEZRO IOV EIVRELTHEN
— BESKHPCUADTEFEDOAHERLTWLDS

« HPCIFHRIRIEDZICHT VXA M—ILBEH

« UQJRVVTMOEEREZKICET
ANAVDFTHE/ — R ZzFArlRE
- (BfFTEB7SY - J—o0O—
. Jupyter@@@]é%%l‘%ﬁ&?‘hti
Z2NAVOFAN—FRILAfAIBH AL AD

— E&E1 »TSUBAME 4.0Tl&
Open OnDemandh 5 CENFIBE

FIZR5 25 HY)

B % k) ®

25 jupyter.org/try-jupyter...
#  File Edit View Run Kernel Tabs Settings Help
[ + Cc Y (& Intro.ipynb X |+ %
X [C > =m » 2
B 7 notdbooks / B+ XD 0O (<] Markdown v @ Notebook [ @
a
o Name = Modified
B = noipynd 6d ago ~ Introduction to the JupyterLab and
‘= [A Lorenz.ipynb 6d ago Jupyter Notebooks
[® ripynb 6d ago
[® sqlite.ipynb 6d ago This is a short introduction to two of the flagship tools created by the Jupyter
Community.
1. Experimental! 1. : This is an experimental interface provided
by the JupyterLite project. It embeds an entire JupyterLab
interface, with many popular packages for scientific computing,
in your browser. There may be minor differences in behavior
between JupyterLite and the JupyterLab you install locally. You
may also encounter some bugs or unexpected behavior. To
report any issues, or to get involved with the JupyterLite
project, see the JupyterLite repository.
JupyterLab -
JupyterLab is a next-generation web-based user interface for Project Jupyter.
It enables you to work with documents and activities such as Jupyter
notebooks, text editors, terminals, and custom components in a flexible,
integrated, and extensible manner. It is the interface that you're looking at
right now.
For an overview of the JupyterLab interface, see the JupyterLab Welcome
Tour on this page, by going to Help —> Welcome Tour and following
the prompts.
See Also: For a more in-depth tour of JupyterLab with a full
environment that runs in the cloud, see the JupyterLab
introduction on Binder.
v
Simple 1 &  Python (Pyodide) | Idle Mode: Command @ Ln1,Col1 Introipynb 2 [\
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NIIDRH T B TIRIEZAVWTERIR T S5 EIIHILLTWVS

— NIIBBHEHR%Z 5

T — FEEATBEBEDBEE | GakuNin RDM 7 R— k7 R—4% L

https://support.rdm.nii.ac.jp/usermanual/DataAnalysis-01/

— RIET > > EDJupyterLabh 5121ERTEE

HPCIFTBRIELR Y TETTBICIE?
— Docker®EHEDT—o 70— UhnE

e DockerzfEZ23&LSICTADIFIEFEICHEL L

- J—o 70—y aNmLTVLWARIE
GRDM X & L 7= 3 T DRITIZAIHEE
(7272 L Fujitsu TCSIXFEXTIE)

GakuNin RDM F—# fi##frisHe

SR E'
@ AN ,
& GakuNin RDM -
REIN -2 BN —S i -
A&*"L @binder
ez (]

NIl RCOS
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'E&)] +Open OnDemand & GakuNin RDM @&

2023Fh 5 RHICH R — M EADIEEE

— https://www.r-ccs.riken.jp/outreach/topics/20230726-1/

— https://riken-rccs.github.io/ondemand_fugaku/index_ja.html
E&1 E£DOpen OnDemandh* 5 GRDMDIE{EH BT HE

— Web GUITREEIC T 71 JLERiX

— 00D A—=/N\—Av KRiEhHdH

- HE/—RIBEHEDT:
J—2o70-hHR—Fk
SNTUVBDITTIEZRL

| GakuNin RDM

You can perform file operations on GakuNin RDM, a research data management platform provided by the
National Institute of Informatics.

* Mount Path : Mount path on Fugaku (e.g. /home/rccs-aot/a00000/abc)
* RDM Node ID : A part of URL of your project in GakuNin RDM (xxx in https://rdm.nii.ac.jp/xxx/)

e ROM Token : Parsonal access token in GakuNin RDM

GakuNin RDM

Available Action RDM Node ID

When clicking mount botton, a project directory in GakuNin RDM is mounted to Fugaku.
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GakuNin RDM + Fujitsu TCSiE# ( NEF) [£>2—X/8aY)

IR EHEMERE IINII TRIF L T L) B sapporo-servicelc & D EIR

— https://github.com/RCOSDP/CS-sapporo-service

— Global Alliance for Genomics & Health(GA4GH) A BEF L 7=H D Dfork
sapporo-serviceldNED T —o JO—IT o & F->TI a T = R{THEE

- BHOU—-7 70Ty (FRIVFEFTIVRATL) ICHG

— Nextflow, Streamflow, Snakemake:-----
SlurmABEZFE>TVWBRR/NAVTIFEDFEFEZ D BEDbNBEH. [EE B THWS
NTUL B Fujitsu TCSICIEXTIG L TLVALY

— BARICHIADFIET 2%K « AKRHTCS

Nextflow C TCSHSIERE % BN L TGakuNin RDME TE&E] Fo@EiE=mIgeIc L1
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