Ndvember 3,2011

o e.e.—.

Getting-Started Wi “

Dan Stanzione

XSEDE

Extreme Science and Engineering
Discovery Environment



Welcome to XSEDE!

A XSEDE is an exciting cyberinfrastructure,
providing large scale computing, data, and
visualization resources. XSEDE is the
evolution of the NSF TeraGrid.

ATodayod6s session is a
XSEDE for new XSEDE/TeraGrid users; it
IS not going to teach you computational
science or programming!

A Use the webcast chat window to ask
guestions!
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What i1s XSEDE?

A The Extreme Science and Engineering Discovery Environment
(XSEDE): The most powerful integrated advanced digital resources
and services in the world. Funded by NSF.

A A single virtual system that scientists can use to interactively share
computing resources, data, and expertise.

A XSEDE lowers technological barriers to the access and use of
computing resources. Using XSEDE, researchers can establish
private, secure environments that have all the resources, services,
and collaboration support they need to be productive.

A 9 supercomputers, 3 visualization systems, and 9 storage systems
provided by 16 partner institutions (Service Providers or SPs)
I NCSA, NICS, PSC, TACC, SDSC, Univ. of Virginia, Shodor Education

Foundation, SURA, Univ. of Chicago, Indiana U., Purdue, Cornell, Ohio
State, UC-Berkeley, Rice, and NCAR




How do | get started using XSEDE

A To get started using XSEDE a researcher nee
to:
I Apply for an Allocation, or
I Get added to an existing allocation

A To do either of these things, you should start
with the XSEDE User Portal




XSEDE User Portal (XUP)

A Web-based single point of contact that provides:

I Continually updated information about your accounts.

I Accesso your XSEDE accounts and allocated
resources:

I A singldocation from which to acces§SEDE
resources. One can access all accountgasrous
machines from the Portal.

I Interfacesfor data management, data collections, and
other user tasks and resources
I Accesdo the Help Desk




The XSEDE.org Home Page

A From here, you can create a web account at

any time!

eno XSEDE | Home
| E3 XSEDE User Portal | Submitan A... x | XSEDE | Home » el

=
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# Manage Y | # Toggle Edit Controls

XSEDE

HOME

NEWS AND ANNOUNCEMENTS

ABOUT USER SERVICES

ACM launches new Special Interest
Group on High Performance
Computing. Join by Nov. 18 for
special rate.

Read more about the new SIGHPC »
‘What Are You Working on Today,’
Ranger, Jaguar and iForge?

Read more about TACC's Ranger
supercomputer b
Read more about ORNL's Jaguar
supercomputer b

Read more about NCSA's iForge
supercomputer b

Adventures with HPG Accelerators,
GPUs and Intel MIC Coprocessors
Read more about experiences with
new hardware b

Developing Scientific Computing
Communities

Read more about development

efforts

Indiana University to create the
National Genter for Genome Analysis
Support, which will be integrated with
XSEDE resources

Read more about the NCGAS at IU »
Scientists use XSEDE/TeraGrid
resources to determine how shock
waves move through solids

Read more about 'super-elastic
shock waves' b

RESOURCES

®

EDUCATION & OUTREACH

USER PORTAL

You are signed in as William L Barth.

SIGN OUT

GATEWAYS

TECHNOLOGY DATABASE STAFF

Blood-flow research
at the petascale

Researchers use Kraken

supercomputer at National Institute
for Computational Sciences to model

blood behavior and help improve
medical procedures.

UPCOMING EVENTS ®

November 18, 2011
At SC11: Workshop on High
Performance Computing Meets
Databases (HPCDB)," 9 a.m.-5 p.m. in
TCC 305

November 15, 2011

At SC11: Birds of a Feather

presentation by John Towns and R

Glenn Brook, "The eXtreme Scientific
and Engineering Discovery Environment
Evolving from TeraGrid to XSEDE,
5:30-7 p.m. in TCC LL4

November 15, 2011

At SC11: User Forum presentation by
Justin Whitt, "Help Shape NSF
Computing,” 4-5 p.m. in Room 400,
Convention Center

November 15 & 16, 2011

At SC11: Daily Forum for Campus
Champions -- Stop by Globus Online to
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User Responsibilities and Security

The first time you login to the Portal, at the beginning of each allocation
term, you will be asked to accept the User Responsiblilities form:

I Explainsacceptable use to protect shared resources and intelleqbuagperty.
Acknowledgment in publications, etc.

I Youare responsible for your account: Do not share accounts

I Useris responsible for protecting the passwords:

A Includesnot sharing passwords, not writing passwords down where tabe easily
found, and not using tools which expose passwords om#te/ork

A Thisincludes private keys: make sure they are passwoalected.
AppropriateBehavior

I Protectingcomputing, closing SSH terminals when done, logging out dilfee
Portal when done, etc.

ReportSuspicious Activity.

If you have any suspicion that your account or personal compatdreen
compromised send email teelp@xsede.orgr call 2477 1-866-907-2383
immediately.




etting an Allocation

If you do not yet
have an
allocation, you

can use the porte

to acquire one.

If you are a first
time investigator,
request a startup
allocation.

ann XSEDE User Portal | Submit an Allocation Request to POPS

|| 3 XS0 User Portal | Submit an A

(«)» | [$][E3 xsede.org

|  Toggle Edit Controls

Ltl

xsede.org

#- mac screenshot

# Manage ¥ | .wuu.m L Barth sign

MY XSEOE  RESOURCES  DOCUMENTATION  ALLOCATIONS  TRAINING  USER FORUMS  HELP  STAFF

Welcome to POPS: System for XSEDE Allocation Requests

Click to Enter or View a Request

location piease view the It you are unfamiliar with the process of requesting an aliocation

document, respectively. If this is your first time to

Submission Schedule

You may submit requests 10 be reviewed in the following upcoming meetings:

Resource Changes

ee Resources Removed
uster, New Gordon ION

org/group/ xup/resources
&3 Scripts Partially Aliowed | <SCRIPT>: 19 | <OBJECT>




Creating an Allocation

L= NeNw]

FUFD DUDIMIL

"IN POPS Submit % [+ ]
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| [ xsede.org | https://pops-submit.xsede.org/auth/TGUP_POPS/main/cgi/index.cgi?login=bbarth&login_type=TG_PORTAL
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Submission Home

1.
Contact POPS

1.

OPS

Submission Home
User: Barth, William

Research Requests:

New

CCR100034 submission Status:Approved Active Status:Active

Title: Developing Advanced MPi capabilities for Petascale Applications

Submitted On: Jul 16, 2010 Award Start Date: Oct 01, 2010 Award End Date: Mar 30, 2012
Actions: [View | Transfer | Supplemental]

Staff Requests:

New

STA110019 Submission Status:Approved Active Status:Active

Title: XSEDE SP TACC

Submitted On: Sep 19, 2011 Award Start Date: Sep 20, 2011& Award End Date: Sep 20, 2012
Actions: [View | Transfer | Supplemental]

Request: Select An Appropriate Category For A New Request

Research: Next submission period will be 12/15/2011 - 01/15/2012

These Research requests will be for allocation period 04/01/2012 - 03/31/2013

Startup: For investigators new to XSEDE. Accepted anytime.

For details on the request limits for Startup allocations, please see the allocations policies.
Educational: Specifically for classroom instruction and training courses. Accepted anytime.
Campus Champions




Once your allocation is approved:

A The PI (principle investigator), €, or
Allocation Manager can add users to an
existing allocation through the portal.

I XSEDBPserPortal:MyXSEDE&Add/Remove User

A Takes the portal name of the user you want to
add/remove.

A Accounts at certain Service Providers need to
be activated before they can be accessed.




Accessing XSEDE Resources

A Several methods are possible:
I Direct login access
I Single Sign On (SSO) through portal
I SSO between resources
I Through Science Gateways

A Your choice of method may vary with:
I How many resources you use

I How much you want to automate file transfers,
Jjob submission, etc.




Accessing Resources(2)

A{{h Aada GKS RSTldzZ G YSut
ticket to request a direct access password to the
machine.

A Direct access:

I Use a secure sheligh client.

I From Linux or Mac terminal window:
A sshcl <username> machinename
A E.g sshcl dstanziranger.tacc.utexas.edu
I From Windows:
A Download one of mangshclients
ACNBS 2ySa AyOf dzRS aLizidi e ¢
A Most campuses have a site license for a fancier one.




Single Sign On

A Single SigiOn (SSRllows you to use jusine username
and password (your User Portal one) to log into every
digital service on which you have an account.

A Theeasiest way to use SSO is via the XSEDE User Portal,
you can also use SSO via a desktop client or with an X.50¢€
certificate.

A Standalone clienthttp:// grid.ncsa.uiuc.edigsisshterm

A After you authenticate using SSO with your User Portal
username and password, you will be recognized by all
XSEDE services on which you have account, without havin
to enter your login information again for each resource.



http://grid.ncsa.uiuc.edu/gsi-sshterm/
http://grid.ncsa.uiuc.edu/gsi-sshterm/
http://grid.ncsa.uiuc.edu/gsi-sshterm/
http://grid.ncsa.uiuc.edu/gsi-sshterm/
http://grid.ncsa.uiuc.edu/gsi-sshterm/
http://grid.ncsa.uiuc.edu/gsi-sshterm/
http://grid.ncsa.uiuc.edu/gsi-sshterm/

SSO thru
user portal

XSEDE |useR PORTAL A ——

_ .
I O g g e dl n to th e XS E D E MY XSEDE RESOURCES DOCUMENTATION ALLOCATIONS TRAINING USER FORUMS STAFF
U S e r I O rtal Allocations/Usage  Accounts My Jobs Profile  Tickets Registered DNs  Change Portal Password Add User Community Accounts SSH Terminal

Goll 2 Waée - {

T> T

Ve Ve ~ RESOURCE NAME A LOGIN NAME INSTITUTION USERNAME CONNECT
G O U 2 U K S LIJ I Blacklight blacklight.psc.teragrid.org PSC stanzion Login
. ' Condor tg-condor.purdue.teragrid.org Purdue dstanzio Login
I I n k Dash dash.sdsc.teragrid.org SDSC dstanzio Login
Forge login-forge.ncsa.xsede.org NCSA dstanzio Login
A Resou rcegou have Kraken kraken-gsi.nics.utk.edu NICS
- Lonestar lonestar.tacc.teragrid.org TACC dan Login
aCC eSS to WI I I b e Longhorn tg-login.longhorn.tacc.teragrid.org TACC dan Login

o e Vd Pal e
A R A O I e S R Nautilus login.nautilus.nics.xsede.org NICS
.
u (I Ranger tg-login.ranger.tacc.teragrid.org TACC dan Login
.
I I n k Spur tg-login.spur.tacc.teragrid.org TACC dan Login

Steele tg-steele.purdue.teragrid.org Purdue dstanzio Login

A CIICk2 y. lj K é LIJ Trestles trestles.sdsc.edu SDSC dstanz
of the resource you
would like toaccess.

o Login




SSO Thru User Portal

A A Java Applet will
ulkt 1 X e2dz YI ¢
asked permission to
allow it to run.

A After the applet starts,
a blankterminal
window will appear in
your web browser.

A The window will fill
with text indicating
that you have been
successfully logged
into the resource of
your choice.

A You can now work on
this machine, and
connect to other
machines from this
terminal, using the
command

A gsisshmachinename

AIOCATIONS/USAZgE  ACCOUNIS My JODS  Frolie  |ICKEIS  Hegislersd UNS  Lnange Foral Fasswora  AGO USer  LOMMUNITY ACCOUNTS  SSHIerminal

The GSI-SSH beta service enables you to use a GSI-SSH Terminal applet to connect multiple XSEDE systems automatically from the convenience of the
user portal. The java-based applet can sign you in to any XSEDE system you have an account on without re-entering a password. See the browser
requirements for this service.

MNOTE: Connecting for the first time will take a few moments and you will need to accept multiple security messages for a successful connection. Having
trouble, see the Help page.

Logging in to lonestar.tacc.teragrid.org. To open the session in a new window, go to Tools->Terminal Session.
File Edit View Tools Proxy Help

=EY IEIEBE L= EIRIE AT IENEIC I eI RS

rs and




Starting SSO from an XSEDE Resource

A If you have logged in directly to a machine (vg#t), and you
desire SSO access to other XSEDE machines, you will need to stal

up SSO manually.

A First, generate a certificatasing the command:
I myproxy-logon-I <username>

A Where username is your Portal usernamé@uwill get a prompt to
enter yourMyProxypassphraseUseyour currentXSEDE Portal
username and password for this step
i Typethanmyproxy-logonQ (2 f SI N} Y 2oNM#E I 02 dz

command.

A Rungrid-proxy-info to verify a proxy has been established. This will
also tell you how long your proxy will last. Now you can access
other resources without a password usiggissh




Another Access Path: Science Gateways

A There are many sites that give you wiehsed,
domainspecific access to applications running
on XSEDE.

i/ 2fft SOUA@BStEes S OFff
I VieWAa list of theanon the User Portal, in the
GwSaz2dz2NODSaé¢ Gl oo

I Access methods vary; click on the specific gateway

to find out more (dozens available, across many
fields!).




File Transfers: Small Files (<2GB)

A To transfersmall filesbetween XSEDE
Resources and/or your own workstation you
can usescpor sftp.

A From Linux or Mac, you can run these
commands directly from the terminal

A From Windows, use yowshclient to do this
(putty has free downloads for these toqls too!
cedza il D2 2sfE 9 ©a Lddza G &

A These are easy to use and secure, but provide
poor performance for large files.




File Transfer: User Portal
A Log into the XSEDE User Portal

Selectt wS a8 2 dZNDOS & e =

Selectt CAf § adby | |

Please select a resource

| & dan

(@)2](®](e)(#) (=) (0)(@(m][a]=](a) @ N ()0 (F (W (0@ (e[ (a
. Name Size Type Modified Attributes Local
o 0B Folder file://127.0.0.1
(n OW Wa_lt fo r J ava Ap p | et to ] Accellion 102 B Folder Jul 14, 09:33 - PSC Blacklight
gridftp://gridftp.blacklight.psc.teragrid.org

] apollo-webstart 136 B FolderAug 01, 13:...

] Aquilagia_floral_.. 306 B FolderApr 07, 11:... Purdue Condor Pools

gridftp:/ /tg-condor.purdue teragrid.org

SDSC Dash Appro+ScaleMP Rocks Cluster
gridftp://dash-login.sdsc.edu

NCSA Forge
gridftp://gridftp-forge.ncsa.xsede.org

TACC Lonestar
gridftp://gridftpl.Is4.taccutexas edu

TACC Longhorn
gridftp://login2.longhorn.tacc.utexas.edu

g T/‘.([ Ranger

Purdue Steele [
gridftp:/ /tg-steele.purdue.teragrid.org

SDSC Trestles Appro Rocks Cluster
gridftp://trestles-dml.sdsc.xsede.org

XSEDE $SHARE
xshare://loving.corral.tacc.utexas.edu

=l Ranch
gridftp

dftpl.ra

TACCSpm’
@ gridftp:

load) I T A
applet to run by clicking OK. [me= s i
You will see a list of all T
machines.Thisincludes: T
I XSEDEShare 2GB of spac® =, & zisees
collaborate Allows you to shail T
files with your collaborators.

((-)@)

= [ class 884 B FolderDec 23, 20:...

| ay need 10 allow aCCesSS 10l fuosn 140 rowroszn e
] examples 238 B Folder Oct 28, 09:...
[ Music 136 B Folder Jul 29, 18:50 drw-

LI -

| your local machine irie 1108 roenmn 22, 1655 oo
[ Reviews 272 B FolderMar 07, 20:... drw-

/ Users/ danj




Transferring Large Files with User Portal

A
A

set a few parameters.

Before clicking on the resource,
wAIKG Of A O] 2)/
going to transfer data from and
select Edit. This will bring up the
file transfer parameters:

Clickthe checkbox nexto dStripe
¢ NI Y & TERNEKE

Repeatfor the other panel using
the destination resource

Repeatthis every timeyou change
Resources

o o T»  Ix

to destination to transfer.

For large file transfers, we need to

LX) Local LX) Please sel lect a resource
@ dan 2
Edit TACC Lonestar )
|°H’HJ_HOH’H|“H]IH° w9 e m e £ (4
M .
Category % hpc

- 0 o\der
2 Accellion 102 erjul] Name:
|- apollo-websta 136 B Fo‘demuw Hostname: gridftpl.Isd.tacc.utexas.edu 1aera
|2 Aquilagia_floral 06 FolderApr |

| I
] ASU_workstati 136 olderMar | [} Show Hidden Files leM 'i s Cl
|0 calibre Library 374 FolderNov| . _ ocks
= o Fold . | Stripe Transfers

cla olderDec |

|- Desktop 1.4 K Folder Oct| Retry Attempts: 2 @ -----------
|- Download 9.4 FolderNov | QI -2
| Dropbox 2 FolderNov | Delay Between Retries(s): o|()

1 —. Ecutexas.edu
5 examp les 23 Folder Oct } Keep Alive Time Interval: 30 @
| Library L.5 FolderAug | —~ Reragrid.or
b mis 54 older Oct | Default Parallelism: 1 Q
- Movi 2728 FolderNov Data Connection Type: | PASV 3| (eragrid
|0 Music 13 Folder Jul —_ ) Rocks Cl
s noback ; sideriar | Buffer Size(KB): 33,000[2] lsede.
. Ph older Ma: ( Optimize )

Folder May|
uak Scheduler
Aug

nnnnnnnn

Dragand drop the file from sourcek




Large Files T Command Line Transfers

A Within XSEDE, you can use the command line to transfer lar
files withuberftp or globusurl-copy.

A9ELI YLX SY B&xkRghe ti{2/ ¢d / /| Gwl y 3

I Optimized forarge files

i globusurirt O 2-dtde i O LBBB3BOSysiftp://
gridftp.blacklight.psc.teragrid.orgscratchdjoeuserfile gsiftp://
gridftp.ranger.tacc.teragrid.orgscratch/joeuser

I Look here for names @fridtftp servers at each site:
https:// www.teragrid.orgwebk dzas&ppdrt/transfer location

A speedpage.psc.edprovides information on transfer speeds
you can expect usinglobusurl-copy with the optimized
parameters above




What 1s Globus Online? "We have been using

Globus Online to move

Qs 2 8 files to a TeraGrid
A Initial implementation of XSEDE User e
Access SerViCGS (XUAS) and store tens of terabytes
of data... | plan to continue
using GO to access these
A Reliable data movement service resources within XSEDE to
i Highperformance: Move terabytes of data in e R OZIIES e
thousands of files they need to go. ©
-- University of Washington user
I Automatic fault recovery
I Across multiple security domains A T reavice is reliable and
. easy to use, and | look
A Designed for researchers forward to continuing to use
. VI A . SERE
i otae aFANB FyR F2NE KW L08R oo ¢
I No client software installation NC feature to move files from
. . . TeraGrid sites to other
I New features automatically available machines -- this is a very
i Consolidated support and troubleshooting useful feature which I'm
.. . . . sure XSEDE users will
i Works with existingsridFTRervers want to take advantage of. o
i Ability to move files to any machine (even - NCSAuser

your laptop) with ease




Case Study: Indiana University

— A Fast: Reduced transfer times
OLCF -

e B - A Easy: Fire-and-forget transfers
1T ‘ A Automated retry

A No file pre-staging

A No complex infrastructure

A Convenient CLI or GUI interfaces

LRED X

\
i

s I Indiana University
\

o researcher moved ~6 T A@@

. N_  TB from Oak Ridge to

Y ‘g‘(&z;{é‘(&) \\ TACC In 2 days Sun ST6540 I?iskArray SL8500 Tape brary

I TP IR g R oo

ST kx 2
D p e s AR RN 2
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o Nl : et
e TR RS €
IR @ @ © T T

IO A OO AT

sy o 4

————
0Globus Online frees up my time to

do more creative work than typing ol moved 100 7.3 GB files

scpcommander devising SCripts t0  tonjight in about 1.5 hourlsam
Initiate and monitor progress to Move yery impressetialso like th

manf I| es .0 new commands and |

Rhwa s
,l_!ul

Wy
111

TACC Production Systems



How It Works

Globus Online
Data moves files

other location)

~

Data
Destination

Source (XSEDE site or
(XSEDE site or ‘-\ ,}1 other location)
S ¢
o ~ P

& &

User initiates
transfer
request

Globus Online
notifies user




File Movement Options

We strive to make Globus Online broadly
accessi bl ee

A Researchers with no IT background can just
move files using the Web GUI

A Developers who want to automate workflows
can use the Command Line Interface (CLI)

ASystem buil der s wdngneat on (
file transfer solutions can use the REST API

26



Getting Started (2 easy steps)

1. Sign up Visitwww.globusonline.ordgo create an account

& globus online

Already a member? Sign-in.
Create an account

Full Name | First Last

Slgn Up Slgn ln Email float@institute.org

Username | floater

PasSWOrd [eeeccecccces

Confirm Password ssssssssssse

Terms of Service Last Updated: 10-Nov-2010 N

This is a legal agreement between you and Globus Consortium, | & globus online

it carefully. By using or accessing this website or any website hog

"Sites"), or by accessing or using any part of the Globus Online fi
the Sites, the "Service"), you agree to be bound by these Terms o
Online Privacy Policy, which are collectively referred to as the "Ag
these terms then you have no right to access or use the Service. Please standby while your file
modified by Globus Online from time to time in accordance with transfer account is created.

# 1 agree to the Terms of use.

%
Provisioning In Progress
(This may take a few minutes.)



http://www.globusonline.org

Getting Started (2 easy steps)

2. Start moving filesPick your data and where you want to move
It, then click to transfer

(<R (-3 Dashboard =

' File Transfer
" and reliably.
Start Transfer €=

View Transfers

File location:
xsede
endpoint

] Use your browser to move data securely

& globus online o To: ETNTTEN

Transfer Files

s In Progress: View Transfers

Endpoint ‘ xsede#bigred

Path

v
@

Go To: _Vlew Transfers |~

&~ globus online

Transfer Activity
coneel <« A [Py
status 1) 1] Task Progress L Time o
0 (V] 51d30.. vas 11/18/2010 07:31 PM
0 (/] fo91a [ | vas 11/18/2010 07:14 PM
O V] 0793e... [ Y| vas 11/17/2010 08:55 PM
0 9 049a3... [ vas 11/17/2010 08:55 PM
0 o9 00d9d... [ vas 11/17/2010 08:55 PM
0 [v] fdfea... i vas 11/17/2010 08:55 PM
Endpoint | smartin#ranger \\ ‘Y ‘Q

Path | [~

[c]

Tnece AMage g )

3 .ssh Folder (™ [ .globus W
E3 Documents Folder 3 Imod.d Foloer
[ foobargg Folder 1 .sge Folder
1 logs Folder [ .ssh Folder
B3 logs_001 Folder £ TMP2 Folder
B3 logs_002 Folder [E3 fooey Folder
[ logs_004 Folder [ go-test Folder
B3 logs_006 Folder [ godata Folder
[ logs_007 Folder = gram Folder
£ logs_008 Folder 3 logs2 Foloer
3 logs_1 Folder [ logs_001 Folder
B3 logs_ 3 Folder [ test_data Folder |
£ logs_foo Folefer b 3 tmp-xs3p Foloer
3 new_test 99 Folder 3 tmp2-xs3p Folder
3 xroads Folder [5] Xauthority 3750
[ Xauthority 106b [3] -estre 544p
[} -bash_history arsb [5) -history 3920
[7 -bashre 1.26k8 [ Iogin 54db
[ forward 19b [3] legout a59b &
21 _nmofile 934p |7 [ _mnd conf sn T

~~._ Destination
server

Globus Online Resources
Why Use GO?

How It Works

Quick Tips
FAQs

What's Happening
In the News
What Others Are Saying




For More Information

A Visithttps://www.globusonline.orgsignupto:
I Get a free account and start moving files

A Visitwww.globusonline.ordor:

I XSEDBser Guide
I Tutorials

I FAQs
|
|

" Pro Tips
I Troubleshooting
A Contactsupport@ylobusonline.ordor:

I Help getting started
I Help using the service



https://www.globusonline.org/signup
https://www.globusonline.org/signup
http://www.glbousonline.org
mailto:support@globusonline.org
mailto:support@globusonline.org

The Mobile User Portal

A https://mobile.xsede.org

A Allows browsing of all XSEDE
systems, file downloading, and
third-party transfers.

A 1t provides several features for
mobile users such as one touch file
publishing to the user's public folder,
simple creation of shared groups for
any file/folder, and one click
permission management of all
XSEDE systems, file downloading,
and third-party transfers.



https://mobile.xsede.org

XUP Resource Monitor
A+ASg aeaiusSYy AYF2NXIGAZ2YVY
load, jobs running in queu&tatus: up or downtakes

you to the news announcements that tells you when
the machine Is expected to come back up.




