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Connexion to GAUDI using IMAC at Lavoisier

LAVOISIER

iMac Apple

Local resources
operating system : macOS

Connexion to
computing center

Gaudi
operating system : Unix

“ Pdle modélisation ” of ISM/A12
computer GAUDI

frontal02.ism.u-bordeaux.fr

For all sizes of calculations of a wide range of
applications
using home programs or various softwares

-

Use one of these two softwares on the IMac: terminal or X11

And the command :

o

$ ssh -Y ENT login@frontal0O2.ism.u-bordeaux.fr < opening a session

on Gaudi for user ENT _login

J
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Connexion to GAUDI

ANYWHERE

Personal laptop

Local resources

Windows

Connexion to
computing center

Gaudi

TURBO
VANC
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operating system :

operating system : Unix

using your personal windows laptop with TurboVNC

“ Pdle modélisation ” of ISM/A12
computer GAUDI

TurboVNC frontal02.ism.u-bordeaux.fr

Installed

on your For all sizes of calculations of a wide range of
applications

Personal using home programs or various softwares

laptop

Dowload and install TurboVNC on your windows laptop :

https://sourceforge.net/projects/turbovnc/files/3.0.3/

Configuration and use of TurboVNC on next slides...
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Connexion to GAUDI using your personal windows laptop with TurboVNC

Dowload and install TurboVNC on your windows laptop :

TURBD
VNC https://sourceforge.net/projects/turbovnc/files/3.0.3/

Configuration and use of TurboVNC on next slides...

PC windows

turbovnc-3.0.3.i386.rpm 2023-02-27 3.3MB %) @
@C—S.O.S-XBQ@ 2023-02-27 38.8 MB 7L @
TurboVNC-3.0.3-x86.exe 2023-02-27 39.0MB 7 L @
TurboVNC-3.0.3-x64.exe 2023-02-27 41.3MB 63 @
TurboVNC-3.0.3-armé4.dmg 2023-02-27 38.0MB 51 @
Totals: 16 Items 356.8 MB 345
Configuration Use
\ \
| [ |
Step 1 : you must Step 2 : install Step 3: Now you can lunch
# connect and start TurboVNC on our laptop to
| to frontal02 to TurboVNC on connect on frontal02 and
| start the VNC your laptop and work within a graphical
server configure it environnement

J-C. Soetens (U Bordeaux ) Statistical Mechanics & Simulations Academic year 2023-2024


https://sourceforge.net/projects/turbovnc/files/3.0.3/

Connexion to GAUDI using your personal laptop with TurboVNC

How to configure and use TurboVNC

Step 1 : you must connect to frontal02 to start the VNC server

TURBD

this step only needs to be done once

VNC

Open the command interface on your windows laptop ( H +1)

$ ssh -Y ENT_login@frontal02.ism.u-bordeaux.fr ~ « connexion to frontal02 with ENT password

« start vncserver on frontal02. Define a VNC password if
this is requested (simple and different of the ENT one)

$ vncserver

$ vncserver —list «— to get the display number

Example [ jsoetens@frontal@2 ~]$ vncserver -list

e

display number : 3 for the present case

TurboVNC sessions:

X DISPLAY # PROCESS ID
33 9168
[jsoetens@frontale2 ~]1%

Alternative method for a ssh connection to
frontal02 : software Putty

B PuTTY Configuration ? %

Basic options for your PuTTY session
Specify the destination you want to connect to

Host Name (or IP address)
jsoetens@gaudi ism u-bordeau 2

Connection type:
ORaw  OTeinet ORiogin @ssH O Serial

Load, save or delete a stored session
Saved Sessions
Gaudi

Default Settings o
Gaudi

audi
Gaudi tunnel SSH

x
Host keys
P u Y Cipher
; ; L iah Close window on exit

Y O Aways O Never @® Only on clean exit

Save

Delete
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Connexion to GAUDI using your personal laptop with TurboVNC

How to configure and use TurboVNC on your personal laptop

Step 2 : start TurboVNC on your PC or Mac and do the following steps
these steps also needs to be done only once

1) frontal02.ism.u-bordeaux.fr.your vnc display number

™~

New TurboVNC Congection

by I IOEERVEIR Qfrontal02.ism.u-bordeaux.fr:3 ) v
m host:displayNMMﬁewer

[user@]host_=_start TurboVNC Session Manager for host
About... Options... Connect Cancel
A &

\_)\ 2) Click on « Options »

3) Click on « Security »

/

| Encoding method:
Tight + Perceptually Lossless JPEG (LAN)

Allow JPEG compression

| IPEG chrominance subsampling: None

fast ' best
JPEG image quality: 95

poor ' best
Compression level (see docs): 1

fast ' best

[] Interframe comparison
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TurboVNC Viewer Options X
G.o

TurboVNC Viewer Options

~ Security types
No encryption

Plain (VeNCrypt)
Ident (VeNCrypt)
& Unix Login (TightVNC/TurboVNC)

B No authentication

Standard VNC

Anonymous TLS encryption (VeNCrypt)
B No authentication @ Plain

B standard VNC Ident

TLS encryption with X.509 certificates (VeNCrypt)
No authentication Plain

Standard VNC @ Ident

Username:

] Send localfsername

«

[ X.509 certificate validation

CA cert: C:\Users\Soetens JC\.vnc\x509_ca.pem Load

CRL: C:\Users\Soetens JC\.vnc\x509_crlpgem Loa

/

(‘repe/ater;
V

SH user: |jsoetens

Use VNC server as gatewa

OK Cancel

Statistical Mechanics & Simulations

TURBO
VANC

4) Your
ENT login

5) click
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Connexion to GAUDI using your personal laptop with TurboVNC

How to configure and use TurboVNC

TURBO

Step 3: Now, each time you want to use TurboVNC on your PC VNC

1) Start TurboVNC and click on « Connect »
= If everything is well configured, you access to
a friendly environment like this :

TURBD| VNC server: ‘ rontal02.ism.u-bordeaux.fr:3 v {@m-&rn«c’mu 025 0513 sosters) Tght - 1PEG 1035 + €L o«
B EHG 60 @R % ‘

New TurboVNC Connection X

m host:displayNum, host::port = connect to VNC server

[user@]host = start TurboVN ion Manager for host
About... Options... Connect Cancel

—

2) Your ENT password to be identified by
the gate\/vay pavie g

SSH Password for jsoefens@pavie.ism.u-bordeaux.fr X

Username: |jsoetgns

Password: |

3) Your VNC password to be identified by the
vncserve/r on frontal02

l < Bureaul » E |soetensfrontal0Z:~/Ens/PCCP_MSIM/TP 2022 2023 [ ] | 13:02 L

% | In case of problems :
- Check if only one vncserver is running on frontal02 ( vncserver —list )
- If necessary delete the multiple vncserver ( vncserver —kill process_ID )

i Standard VNC Authentication [TLSVnc]

E This connection has redundant encryption

Username: - Start a new vncserver (vncserver )
i - Check the display number ( vncserver —list ) and the consistency with the
Password: | display number of TurboVNC ( frontal02.ism.u-bordeaux.fr:display_number)
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Annex / Computer center - Gaudi

front behind

Bus Interconnect

“ Péle modélisation ” of ISM/A12
Computer GAUDI

For all sizes of calculations of a wide range of applications
using home programs or various softwares

The gaudi cluster comprises about 700 CPU-cores spread across 40 compute nodes with 32 to 256 GB of RAM and GPU.
All the nodes are interconnected by Infiniband (scratch space of 6 To). The storage capacity is about 20 To (RAID5) and an
incremental backup (30 To) is performed daily.
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Annex / Computer center - Gaudi

Software Packages

Quantum Mechanics & Dynamics
= Ampac : Semiempirical quantum mechanical program
= CP2K : Hybrid Gaussian and plane wave density functional scheme
= CPMD : Parallelized plane wave/pseudopotential implementation of DFT for ab initio molecular dynamics
= Dalton : Molecular electronic structure program
= DFTB+ : Density Functional based Tight Binding program
= Gaussian : Popular and widely-used electronic structure program
= Jaguar : Rapid ab initio electronic structure package
= Molpro : Complete system of ab initio programs for molecular electronic structure calculations
= Siesta : Electronic structure calculations and ab initio molecular dynamics simulations “ Pole modélisation ” of ISM / Al2
= VASP : Ab initio quantum-mechanical molecular dynamics using pseudopotentials and a plane wave basis set
= WIENZ2K : Electronic structure calculations of solids using DFT com pUte r GAU D I
= NWChem : Ab initio computational chemistry software package

= Mopac : Semiempirical quantum mechanical program

For all sizes of calculations of a wide range of applications

using home programs or various softwares
Molecular Mechanics & Dynamics

= Amber : Package of molecular simulation programs

= Gromacs : Versatile package to perform molecular dynamics

= NAMD : Parallel molecular dynamics code for large biomolecular systems

= Tinker : Complete and general package for molecular mechanics and dynamics
» GULP : General Utility Lattice Program

The gaudi cluster comprises about 700 CPU-cores spread across 40 compute nodes with 32 to 256 GB of RAM and GPU.
All the nodes are interconnected by Infiniband (scratch space of 6 To). The storage capacity is about 20 To (RAID5) and an
incremental backup (30 To) is performed daily.
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Annex / Computer center - Gaudi

Institut des Sclences Moléculaires
A 3 ORDEAUX

Theoretical Chemistry http://theo.ism.u-bordeaux.fr
& Modeling Group

Computer Center
"Pdle Modélisation”

e “ Pdle modélisation ” of ISM/A12

S ERSHCE computer GAUDI

Account

Access For all sizes of calculations of a wide range of applications
el using home programs or various softwares

Software Packages
Development Tools

Statistics

The gaudi cluster comprises about 700 CPU-cores spread across 40 compute nodes with 32 to 256 GB of RAM and GPU.
All the nodes are interconnected by Infiniband (scratch space of 6 To). The storage capacity is about 20 To (RAID5) and an
incremental backup (30 To) is performed daily.
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