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History Lesson
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1996/1997

» 2nd — 6th September 1996: summer school in Julich about
“partial differential equations in numerics and applications”

» 3rd September 1996: round table with users, supercomputer
centres, competence centres, vendors

» discussion: “what prevents an efficient use of distributed
supercomputers?”

» results: seamless, secure and intuitive to use access
» December 1996: UNICORE project idea submitted to BMBF

» Spring 1997: UNICORE project proposal developed and
submitted to BMBF

» 1st of August 1997: start of the German UNICORE project
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» UNICORE - applet client

Metscape: UMICORE User Interface
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» UNICORE - compile, link & run task I
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» UNICORE Plus — First Application Client

~i Unicare

File lob Preparation _ Job Control Preferences Help
IP4: |Submit|Check|| Refresh |

Job Details
Fetch Output sshftp  gatecls  tar_problem_selved disk_quota  unichem3.0

Show Log

stdout (standard output file )

Show Resources

Delete Job

TR

This job was run under the contrel of Unicore
UNICORE — start of user output on stdout

Wurzel in Datei datei_mit_wurzel geschrieben

= IMC UNICORE —end of user output on stdout
@ [ FZ-Juelich

@ [& t2e-1200 Standard error:
test_job - stderr (standard error file & shell log file)
Save
test_job
& % root_script Tue Oct 21 152206 + fusr/bindprintf S\nThis job was run under the control of Unicorain
power_group Tue Oct 21 152206 + fusr/bindprintf UNICORE — start of user output on stdoutinin
, Tue Oct 31 153206 + Jusr/hindprintf snThis job was run under the contrel of Unicorein
power_script Tue Oct 31 153306 + 1282

frans_power_comp

This job was run under the contrel of Unicore

Tue Oct 31 153206 + fusr/bhindprintf UNICORE — start of user output on stderrintn
trans_root_power Tue Oct 31 133806 + 1282

& [ t2e-500 UNICORE — start of user output on stderr
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» UNICORE Plus — CMPD plugin

File Job Preparation Job Monitoring Job Control Settings Extensions Help
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i| FExecute CPMD

: Name: CPMD_mdrun
CPMD Input File: mplesiSicdisiGdmd
Input File Source: Local -
CPMD Version: CPMD V341 =

Pseudopotential Library:

Library Source:

Local -

(CPMD Editor | Options | File Imports | File Exports |

CPMD Input
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| Save H Save As

Edit Resources
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EUR

GRID

» Application Testbed for European GRID Computing

File Edit Job Preparation Job Monitoring Settings Extensions Help
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» Running UNICORE jobs on Globus 2.4 managed resources

RIP
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Project

UNICORE
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» Workflow automation & speed-up

[ UNICORE Client

2004

Cpen Com

File Job Preparation Job Monitoring  Settings  Extensions  Help

ENENN-YEY

B

[ ]

Job Preparation

|NeW_WDrkﬂDW1 [10:02:38 DQI2BI2DDS]|

Query_Datahase

Query_Database

Structure_file_preparation

Froperty_file_preparation
Auto_Transfer
Convert_20D_to_3D

Auto_Transfer
Distributed_Structure_optimization
Auto_SplitinputData
Auto_Transfer

Executel
Structure_optimizall
4| Auto_Transfer
Execute2
Structure_optimization_2
Auto_Transfer
Auto_Join_Data

Codessa_CD

Model_building

2| Globus_Job [09:53:27 08/28/2005]

8 [[m ]

EXE

Job Monitoring
o 8 DEISA_BSC
® 7 DEISA_Cineca

OpenMolGRID Warkflow Cantral

HML Workflow:

File Edit

xml wversion="1.0"7>
workflow xmlns="http://wmnr. openmolgrid. org/manespaces/2004/MorkflowDescription™

xmlns:rd="http: / /v, openmolgrid.

group type="subjob”™ identifier="Query Da
<task name="DataBaseRequest” identifier
export="false™ split="false">

automatic split-up of data-parallel task I

<option name="ruery" walue="
[SELECT chemical.moldw_id,chemical.structuretype,chemical
property.propertyid, property. propertynane , property. loogj
FROM (chemical LEFT JOIN property ON chemical.moldw i
(WHERE chemical.molecularstructure!='"' and property.
e

</task>

task name="DataBaseRequestToPLF" identifier="
task name="DataBaseRequestTo3LF" identifiers
resourceRequests

<rd:inode usite="Ulster OMG" wsite="MOLD
JresourceRequests

YO

ularstructure,

1ti-Drugs!

reparation”™ id="3" export="false™ split="false"/>
le preparation”™ id="2" export="false™ split="falze"/>

="zDto3Dconversion” identi

task name=" icalCalculati
export="f e gplit="true" splitterTask="5plititructurelist"”
JjoinerTask="Joinitructurelists">

<option name="keywords" walue="a4Ml PRECISE 13CF NOINTER" />

="Convert 2D to 3D" id="21" export="false™ split="false"/>
identifier="3tructure optimization”™ id="25"

Ftasks

task name="DescriptorCalculation” identifier="Codessa CD" id="29" export="false" split="false"/>
task name="ModelBuilding™ identifier="Model building”™ id="40" export="false" split="false">
resourceRequests

rd:resources runTime="3600"/>

JresourceRequests

Ftasks

dependency pred="11" succ="2"/><{!-- db request to Structure extract-->

dependency pred="11" succ="3"/><!-- db request to property extract--3
dependency pred="3" succ="40"/> <!-- property extract to model building ---
dependency pred="2" succ="Z1"/><!-- struct extract to 2d to 3d -->
dependency pred="Z2Z1" succ="25"/><{!-- Zd to 3d to semiempirical--I
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» Web Services enabled UNICORE
UniGrids

Unicore/GS Architecture
@ ) Unicore Component
@ » New Component

)  Web Services Interface
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» Accessing the DEISA infrastructure with UNICORE
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Some Technical Detalls of
UNICORE 6.0



Design Principles

» Service-oriented, web services foundation

» Integrated, complete stack

» Strong security

» Easy installation and configuration

» Excellent application support

» Workflows

» Support for many operating and batch systems
» Existing TSI installation can be reused

» Open, extensible, interoperable

» Easy to use clients

» Graphical and command line clients
» Portal, RCP-based

» Open Source under BSD license



~ Clients _
e.g. graphical, portal, command line

Architecture
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Technical Features

» Standards-compliant » Security

» OASIS WSRF 1.2 » X.509

» OGF JSDL 1.0 » Support for proxy certificates
» Pluggable file transfer » XACML 1.0 authorisation

mechanisms policies

» OGSA BytelO as default » Web-services based user

» Others are pluggable database
» State of the art software » Pluggable extensions for VO

» High-performance SOAP management

stack (XFire) » Configuration, management

and administration
» All components are pluggable

» Support for Java management
extensions (JMX)

» Jetty 6 web server
» Java 5



http://www.unicore.eu

Please send support-requests to:
unicore-support@lists.sourceforge.net
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