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Wireless Network Configuration

1. USC Secure Wireless
2.eduroam
3. MAGICS@USC

password: magics(@usc
4. USC Guest Wireless



Software Setup

* To access the USC HPC cluster, we need virtual terminal, ssh & scp client

for remote login and transfer files.
* This slide will show you how to install Putty & FileZilla for Windows and
Mac users, but you can also use any software you are familiar with.
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Putty Setup (Windows users only)

.

Go to Putty website
http://www.putty.org , then
click the download link.

After a new page opens,
choose MSI(CWindows
Installer’) 64-bit link.

It will download the Putty
installer executable. Double
click the installer.

Download PuTTY

that is available with source code and is developed

You can downlo

| PuTTY is an SSH and telnet client, developed origin:

Package files

You probably want one of these. They include all the PuTTY utilities.
(Not sure whether you want the 32-bit or the 64-bit version? Read the FAQ entry

MSI (‘Windows Installer”)

32-bit:
64-bit:

Unix source archive

.tar.gz!

(or by FTP)
putty-64bit-0.70-installer.msi (or by FTP)
putty-0.70.tar.gz (or by FTP)



http://www.putty.org/

Putty Setup (Windows users only)

% PuTTY Configuration @

Category:

=) Session . Basic options for your PuTTY session

yant to connect to | HOSt Name:
> hpc-login3.usc.edu

aeSHMac

=) Terminal

- Keyboard

- Bell

- Features

=) Window

- Appearance
- Behaviour
. Translation Saved Sessions
- Selection

- Colours .
Default Settings
=) Connection Lood

aens Proxy
- Telnet Delete

- Rlogin
+- SSH
- Serial

ost Name (or IP address)

1 ISUUUN LYPE.

*'Rlogin @ SSH () Seral

Load, save or delete a stored session

Close window on exit:
() Aways () Never (@ Onlyon clean exit

Aot || Hep | [ Cancel

In “Hostname (or IP address)” box, type hpc-login3.usc.edu
, then click “Open” button.




Putty Setup (Windows users only)

* You will be asked to type your username, e.g. magics35, and
password.

@ hpc-login2.usc.edu - PuTTY = H:

— o ) P—
101N as: Knomura

* Each of us uses one account through this workshop, so please
do not lose your login information, or share with your friends.



How to Use Terminal (Mac users only)

 For Mac users, a virtual terminal called Terminal 1s available
by default. No need to install anything.

* Either search it with Spotlight or go to /Applications/Utilities
directory.




How to Use Terminal (Mac users only)

A

Macintosh:~ knomura$ ssh magics4@@hpc-login3.usc.edu |

Username: magicsXX
Hostname: hpc-login3.usc.edu

Open Terminal, then type ssh username@hostname from

command line. For example,
Sssh magics35@hpc-login3.usc.edu

You will be asked to type password. Type in your password, then
press Enter key. That’s 1t!


mailto:magics35@hpc-login3.usc.edu

FileZilla Setup (Windows and Mac users)

* There are four boxes you need to type in. 1-Hostname,
2-Username, 3-Password, and 4-Port.
* Port 1s always 22.

A Filezilla |-

File Edit View Transfer Server Bookmarks Help

A~ DT Rty B &N T 0N

bost @P-10gin3 Usc o .Q possorss (eereees ) (22 ) [udcoment ]

Local site: | C:\Usersiknomura\Desktop « | Remote site:

Filename ~ Filesize Filetype Last v | Filename Filesize Filetype Last modified
o

4  desktop.ini 282 Configuration ... 8/30/2

[Arilezilla.nk 1,044 Shortcut 8/30/2 Not connected to any server

E# PuTTY.Ink 857 Shortcut 8/30/2

Host: hpc-login3.usc.edu
Username: magicsXX



FileZilla Setup (Windows and Mac users)

Unknown host key | &3

 The server's host key is unknown. You have no guarantee that the server is the
) computer you think it is.

Details

Host: hpcdogin2.usc.edu: 22
Fingerprint: ssh-rsa 1024 f6:82:b8:44:50:58:fe:ae:89:fb:8a: 10:86:be: 5a:ca

Trust this host and carry on connecting?

| Always trust this hgsimada this key to the cache
-

* When you access a remote server first time, you will

be asked to accept its host key, or not.
* Click OK.




FileZilla Setup (Windows and Mac users)

* Once you successfully log on the remote computer, you will see local
files (red) and remote files (blue).

* You can drag&drop to transfer files between local and remote
computers.

AT el B &k T4 n

| Host: sftp:/fhpcdoginZ.usc  Username: knomura Password: eeessssess Port: | } Quickconnect IE]
Response: 1363198720 -
Status: Timezone offsets: Server: -25200 seconds. Local: -25200 seconds. Difference: 0 seconds.

Status: Directory listing successful i

Local site: | C:\Users\knomura'Desktopl « | Remote site: | fauto/rcf-12/knomura -

Remote

Computer Computer




Visualization & Analysis Software

VMD: Visual Molecular Dynamics
http://www.ks.uiuc.edu/Research/vimd/

tusua; Molecular Dynamics

VMD is a molecular visualization program for displaying, animating, and analyzing large biomolecular systems using 3-D graphics
and built-in scripting. VMD supports computers running MacOS X, Unix, or Windows, is distributed free of charge, and includes

source code.
(more details...)

Spotlight

Recent improvements to the data structures and algorithms used to display and analyze molecular structures in
VMD have improved it's utility in bionanotechnology, and materials science where large structures, various
types of non-biological matter, and non-polymeric structural elements are often present.

Other Spotlights



http://www.ks.uiuc.edu/Research/vmd/

VMD Setup

Click Download VMD link on the left, then choose platform
for your OS in VMD Version 1.9.3 (2016-11-30) Platforms.

GTApPTICS VIeWer

 Dynamics simutor  SPOtlight
' glﬁﬁ.ﬁﬁfmm Dr. Oliver Beckstein's VMD image was voted VerSion 1 -9-3 (201 6'1 1 '30) Platforms:
L el Ay
» Quucturs Biotony Other Spotiights We recommend that all users upgrade to VMD 1.9.3
Ovreech RS e Source Code
L e LINUX_64 OpenGL, CUDA, OptiX, OSPRay (Linux (RHEL
VMD VMD plugin library . _64 Text-mode w inux .7 and later
f LINUX_64 Text-mode w/ EGL (Linux (RHEL 6.7 and later) §
Mating GPU-acoelerated computing e LINUX_64 Text-mode (Linux (RHEL 6.7 and later) 64-bit Inf
~—— aneisaiiyla gt e LINUX MIC-AVX512 Text-mode (Linux (RHEL 6.7 and later]
VMD VMO research publications e LINUX MIC-AVX512, OpenGL, CUDA, OptiX, OSPRay (Lir
L VMD citation list (19,000 as of Oct16) e LINUX OpenPOWER Text-mode (Linux 64-bit IBM OpenP(
vMD Download e MacOS X OpenGL (32-bit Intel x86) (Apple MacOS-X (10.4
Manuals Download (all versions) e Windows OpenGL, CUDA (Windows XP/Vista/7/8/10 (32-b
wo VMD 102 (MacOS X, Unix, Windows) e Windows OpenGL (Microsoft Windows XP/Vista/7/8/10 (32
Pages MY VMO script irary o NCSA Blue Waters (Cray XK7 w/ OpenGL) (NCSA Blue W

Your platform 1s most likely LINUX 64 OpenGL, MacOS X
OpenGL (32-bit Intel x86), or Windows OpenGL.



VMD Setup

* Simple registration 1s required to download VMD.

* Type username and password, then click Continue with
registration or download.

You will need a username and password to download software.

If this is your first download, please choose a username and password to register.
Current NAMD or VMD users, please enter your existing username and password.

Username:
Password:

Continue with registration or download

Your download will continue after you have registered or logged in.

* You will be asked a few more questions. Click the VMD
license agreement button, then you will download a
VMD installer with the executable.




Visualization & Analysis Software

OVITO: Open Visualization Tool
https://ovito.org

OVITO

2 Open Visualization Tool
<

Scientific visualization and analysis software for atomistic simulation data

About Download Documentation Forum Contact

OVITO is a scientific visualization and analysis software for atomistic and particle simulation
& Lol
data. It helps scientists gain better insights into materials phenomena and physical processes. e B B

OVITO is being developed by Alexander Stukowski at Darmstadt University of Technology,
Germany. The program is Open Source and freely available for all major platforms. It has served
in a growing number of computational simulation studies as a useful tool to analyze,
understand, and illustrate simulation results.
o
o

Further information

e What is OVITO?
e Features

e Download

e User manual

e Contact



https://ovito.org/

OVITO Setup

* Click Download tab on top. Choose your OS, then click

download link.

Home Aboul Documentation Forum Contact

‘ Download ’

OVITO is available free of charge under the terms of the GNU General Public License. Please cite OVITO when you publish any results obtained with it.

Program packages

Operating system Current stable version (27-Jul-17)

Download OVITO 2.9.0

Development version (30-Oct-17) Info

OVITO 3.0.0-dev53

Download OVITO 2.9.0 (installer | zip archive)

OVITO 3.0.0-dev52 (installer | zip archive)

Download OVITO 2.9.0

OVITO 3.0.0-dev52




USC HPC Environment Setup

» USC HPC cluster has setup scripts (setup.sh) under /usr/usc directory
to enable installed software and libraries.

* We are going to use Intel Fortran Compiler and OpenMPI library,
Python Anaconda in the hands-on sessions.

* Copy dot.bashrec file to your home directory as .bashre.

S cp ~magics35/magics/dot.bashrc ~/.bashrc

* Make sure you have following lines in your .bashre file.

S cat ~/.bashrc
#

source /usr/usc/intel/default/setup.sh
source /usr/usc/openmpi/default/setup.sh.intel
source /usr/usc/python/anaconda3/setup.sh
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