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The National Grid Service launched its second phase in September at the AHM2007 in
Nottingham. The second phase involved a full replacement of the existing four compute and
database clusters by ClusterVision to significantly increase capacity at the four core sites (the
universities of Leeds, Manchester, Oxford and the Rutherford Appleton Laboratory (RAL)). For
example there has been an increase in data storage capacity from the current 46TB to 192TB at
the core sites.

“This upgrade to the NGS reflects the
increases in scale of data storage and
computation which are becoming ever
more common place in todays high
tech world. The UK's NGS continues

to provide access to these large scale

resources for all UK researchers” said
Neil Geddes, Director of the NGS.

So what does this mean for current and

future users of the NGS? Well users

will now have access to more data

The new NGS2 cluster at RAL

storage capacity and newer faster machines.

Technical specifications include —
e atotal of 580 dual-core AMD Opteron™ CPUs
e (CPUs distributed over quad and dual socket systems

e ClearSpeed Advance™ X620 Accelerator board.

Current projects on the NGS include medical imaging simulations, computational chemistry
applications and earth science amongst many others. Dr Blanca Rodriguez from the University of

Oxford is a research officer on the Integrative Biology Project

(http://www.integrativebiology.ac.uk/) which looks at understanding what causes heart failure and
how cancer tumours develop and grow. Dr Rodriguez emphasised the importance of the NGS to
her research by stating that “/ couldn't have done my research without the NGS, and with NGS2 |
The NGS will play an
instrumental role in helping to understand two diseases that account for about 60% of UK deaths.

hope to improve the performance of my simulations even further’.
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The NGS was well

http://sc07.supercomputing.org/) in Reno, Nevada this November. Members of NGS staff were

responsible for organising the United Kingdom e-Science Pavilion which showcased the

highlights of the UK e-Science programme as well as welcoming visitors to the stand.

The United Kingdom Pavilion team

(

represented at the SuperComputing 2007 conference
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The bright lights of Reno
Demonstrations were given by 8 projects —

e the new NGS JSDL Application Repository, Job
Submission and Data Transfer Portal/Portlet

e GridPP Real Time Monitor

e Taverna?2

e AstroGrid

e London e-Science Centre (LeSC)

e OMII Campus Toolkit

e National Centre for Text Mining (NaCTeM)

e Linking GIS data using OGSA-DAI

The NGS also participated in the UK-Korean Workshop (with the UK

contribution organized by Neil Chue Hong, Director of OMII-UK) and the

Korean Institute of Science and Technology and Innovation.

The workshop highlighted a number of collaboration

opportunities particularly around the area of portals and the NGS is looking forward to pursuing these. SC08 will be held

in Austin, Texas on the 15" — 21st of November 2008 (http:/sc08.supercomputing.org/).
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The NGS is a regular exhibitor at the UK All Hands Meeting
(http://www.allhands.org.uk/) held annually in September

and this year was busier than most.

As well as the exhibition stand, the NGS also participated
in many of the workshops and sessions including
Production Grids, where Katie Weeks gave a presentation
on the new User Accounting System, and Interoperability

where Dave Meredith presented the new NGS portal.

The NGS held a User Forum at AHM with participants
including Malcolm Atkinson, UK e-Science Envoy and Anne
Trefethen, Director of the Oxford e-Research Centre. This
event discussed the future of the NGS and also priority
areas for the next phase of the NGS.

At the beginning of October the NGS attended the EGEE
annual conference which was held in Budapest, Hungary

(http://www.eu-egee.org/egee07).

Over 600 delegates attended the 5 day conference based
on the outskirts of the city. The NGS was one of many
exhibitors from all over Europe and we were strategically
situated next to GridPP with whom we have close ties.

The NGS took part in many discussions and workshops
including the ROC managers meeting, European Grid
Initiative sessions and discussions on the third phase of
Enabling Grids for e-Science (EGEE). Of course there was
time for some relaxation as well and the conference
evening dinner cruise along the Danube was something to

remember.
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Welcome to the new National Grid Service (NGS) newsletter. The NGS is now well into its second phase of development
and, with new core services fully operational and an increasing number of partner and affiliate sites joining, the NGS is

becoming well established as the leading grid infrastructure in the UK.

Over the last year the NGS has continued to work at establishing the foundations for collaboration, by continuing to work
on what it means to be a partner and a user of NGS facilities. The increase in the number of sites who have now applied
to join the NGS as either partners or affiliates is testament to the work that has been done in this area. For users, we
constantly endeavour to provide the applications and services required, whether individual applications or services such
VOMS or the National Registry Service which we have provided in conjunction with OMII-UK.

Ahead, the NGS is already planning for the future after the end of the current phase in March 2009. The possibilities for
the future are exciting with not only the continuing developments in the UK, but also the international developments in the
Enabling Grids for E-Science (EGEE) and the proposals for a European Grid Infrastructure (EGI) to provide a model for
sustainable research infrastructures into the future. We are already well engaged with this activity to ensure that the UK
builds and is a part of national and international grid infrastructures that enable researchers across all disciplines to do
collaborative research in new and previously unthinkable ways. It is in these areas though, that we value your input as
users, and we are always looking to engage with and receive input from end users. To help with this we now have
dedicated outreach activities coordinated by Dr Gillian Sinclair and are undertaking one to one discussions with users to
fully understand your research requirements when using grid infrastructure. If you would like to participate then please

contact us at support@grid-support.ac.uk!

Best wishes, on behalf of all at the NGS,

Andrew Richards
NGS Executive Director

/ 0 0 1 2+

14" — 18" January 2008, University of Manchester
The Northwest Institute for Bio-Health Informatics and the training teams from NGS, OMII-Europe and OMII-UK are jointly
presenting an introductory course about e-Science technologies for bio and health informaticians in the UK.
The course will cover many topics and concepts including —
e using Taverna to show how workflows can be constructed, so many computational steps can be orchestrated to
build a complex analysis;
e exploring e-science in the UK scale;
* managing, sharing and accessing data on the NGS;
¢ infrastructure available for those who are collaborating in international research.
Full details of the course content and registration procedure are available at: hitp://www.nesc.ac.uk/training/events.
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Since 2000, the Sloan Digital Sky Survey (SDSS; http://www.sdss.org/) has been taking multi-colour digital images of the

northern sky. To date, nearly 300 million celestial objects have been detected over the last seven years. The data has
been used to support research on all areas of astronomy and cosmology, from asteroids to the large scale structure of the

Universe.

Relational databases in the UK and US hold over 100 parameters for each object, such as
brightness, colour and shape. Both the astronomy community and the public use these
databases such as the public project GalaxyZoo (http:/www.galaxyzoo.org) which uses

SDSS data. This project has over 100,000 volunteers from around the world visually
classifying the galaxies imaged by the SDSS. All this data however presents difficulties with

h for th . i
both storage and access for the users. As part of her PhD research Helen Xiang has been The Cocoon Nebula as

looking at using Oracle databases hosted on the NGS to store the data. imaged by the SDSS

Recently she has succeeded in transferring almost 2 Terabytes of SDSS data to the NGS Oracle database in
Manchester. A separate Microsoft SQL database at Portsmouth holds another 2 Terabytes of similar data. Joint queries
on the two databases have been successfully run.

Accessing distributed, diverse astronomy databases easily is a key requirement of future astronomy projects. The next

generation of astronomy surveys includes the Large Synoptic Survey Telescope which will produce petabytes of raw

image data. With such diverse resources, the team at the University of Portsmouth has been experimenting with grid

data management software such as OGSA-DAI and OGSA-DQP. They've been exploring its performance with jointly
accessing SDSS data both on the NGS and Portsmouth.

“Astronomers have embraced the use of relational databases in their research but keep filling

h 3 Prof. Bob Nichol h
The Galaxy Messier 81 them up” comments Prof. Bob Nichol at the ICG Portsmouth. “Today we have terabytes,

as imaged by the SDSS tomorrow it will be petabytes like the particle physicists. The difference however is that

astronomers usually have quite complex queries which push the DB capabilities.”

Helen Xiang adds “We are using OGSA-DQP now to implement astronomy queries on distributed SDSS data on NGS
and in Portsmouth. We've had to change the code quite a bit to get it to work.” Helen’s research will hopefully provide

important lessons on how massive distributed data systems should be designed.
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This August Imperial College London joined the NGS as an affiliate member therefore |mperia| C0||ege
allowing NGS users to access their resources. Imperial College London is a member of London
GridPP (http://www.gridpp.ac.uk/) which has created a distributed computing Grid across

the UK for particle physicists. However by becoming an affiliate member of the NGS UK researchers, regardless of

research area, will be able to access the GridPP resources at Imperial.

Gr.id ) Dr David Colling, e-Science Team Leader of the High Energy Physics Group at Imperial

XS uk computing for Particle Physics  College London said “Imperial has been active in the UK Grid community since the year
2000 and it seems clear to us that the future is through greater co-operation between the different UK and European Grid
projects as this is how we will offer our resources, efficiently, to the largest group of users. For this reason Imperial felt

that it was important that we became part of the NGS’.

The first resource to be accessed through the NGS is a 408 processor Opteron based Beowulf cluster which runs RedHat
Enterprise Edition Linux. However future resources to be accessed through the NGS are on the horizon. Dr David
Colling emphasised that “Imperial was committed to bringing a growing collection of resources to the NGS’.

More information on the Imperial College London resources can be found at http://www.ngs.ac.uk/sites/imperial/

I & 8

The University of Southampton also joined the NGS as an affiliate member in the autumn.

, + 7 3

Universit
ﬂf;,urt;:mptﬂn The Microsoft Institute for High Performance Computing (MIHPC; http://www.mihpc.net) at

the university will be providing access to the Microsoft Compute Cluster Service through a
Globus gateway, the first instance of a Windows cluster being incorporated into a production level Grid.

Prof. Simon Cox, Director of the Institute said “This is an exciting opportunity to offer, for the gl
first time, Microsoft Windows Compute Cluster Server on the National Grid Service, where it

will interoperate with other resources”.

The CCS Globus Gat id t lust der the Windows x64 platform o
e C obus Gateway provides access to a cluster under the Windows x64 p MIHPC at the University

using the normal Globus client tools and Grid security mechanism, therefore makes it
of Southampton

possible to share the Windows based computational resources with a wider user base in the

e-Science community.

As a large proportion of the UK research community primarily use Windows based systems or are more familiar with
Windows than other operating systems, the implementation of the Globus Gateway will allow the NGS to be accessed by
a much larger number of researchers who will be able to carry out research under a more familiar operating system.

More information on the MIHPC resources can be found at http:/www.ngs.ac.uk/sites/southampton/index.html
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The NGS provides a wide variety of pre-installed application software for its users, in addition to supporting users who
wish to develop their own codes or compile tweaked versions of existing codes. Some of the installed software packages
may not be familiar to everyone, so in this section we hope to highlight some of these programs and show how they are
used by researchers both on the NGS and elsewhere. In this newsletter | would like to talk about some of the most
popular programs used on the NGS — The Molecular Dynamics (MD) codes NAMD , LAMMPS , DL_POLY , GROMACS
and AMBER.

To quote Herman Berendsen, one of the authors of the GROMACS MD code, in a recent interview [1]

“Molecular dynamics simulations mimic the motion of atoms and molecules. It can handle up to millions of particles during
time spans up to microseconds. It produces "macroscopic” results based on the microscopic interactions between
particles. Thus, we can predict and understand the properties of materials on a nanoscale, especially for biological
processes involving proteins, nucleic acids, and membranes. We all hope that we can fold proteins into their native shape

by simulation.”

The ability to realistically simulate large (100,000’s atoms) molecules and systems in action can provide insight into the
workings of many chemical and biological systems. These processes would otherwise be impossible to observe. For
example the work [2] that Phillip Fowler is undertaking using NAMD and GROMACS on the
NGS is to study how membrane proteins (fig. 1) allow ions such as potassium in and out of

living cells.

NAMD is a parallel MD program and simultaneously runs over many processors of one of
the NGS clusters to calculate its results. 128 or more processors have been used on the
NGS for these simulations. With the four core NGS2 sites each able to support several of

these simulations simultaneously, there is significant capacity to run these kinds of studies.

. . NAMD has been developed over more than 10 years; however it is not suitable for all
Fig. 1. Image of an SH2 domain )

kinds of MD studies. A more recent code, LAMMPS (Large-scale Atomic/Molecular

Massively Parallel Simulator), first released in 2004 (although its origins are in the mid 1990’s), is also in active use on the

NGS for studying coarse grained systems and solid state materials, although it also can be used for biomolecules and

polymers. For example studies of effects of microscopically fine needles upon coated surfaces, at the atomic level, using

LAMMPS have been published [3].
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An example from this work is shown in fig 2. Here the atoms in the needle’s tip (curved region) are shown merging with
the atoms in the surface coating (blue region) after
simulating the downwards movement of the needle into
the surface.

We should not forget the UK developed DL_POLY MD
code which is used extensively by UK researchers for
the study of ionic melts, crystals (NaCl, KCI etc) and

polarisable ionics (ZSM-5 MgO etc) as well as many

Fig. 2. A silica tip makes contact with a silica substrate

other non-biological systems. Lo
for a study of friction and wear

(http://lammps.sandia.gov/pictures.html)
All of the MD codes have different input and output

utilities. Some are possibly easier than others to learn. For example the AMBER package provides one of the most user-

friendly programs, xleap, to aid input file generation. AMBER is popular for nucleic acids and sugar simulations.

More details of all of the above codes and links to their home web sites can be found by visiting the chemistry and
bioinformatics applications pages on the NGS web site at http://www.ngs.ac.uk/sites/ral/applications/.

| would like to thank Dr. Sarah Wilsey of the NSCCS and Dr. Peter Oliver at STFC RAL for their help in preparing this
article.

References

[1] http://www.esi-topics.com/nhp/2007/march-07-HermanBerendsen.html

[2] http://www.grid-support.ac.uk/content/view/274/193/
[3] Nanotribology of Anti-Friction Coatings in MEMS, M. Chandross, C. D. Lorenz, G. S. Grest, M. J. Stevens, and E. B.
Webb Ill, J Minerals, Metals, and Materials (JOM), 57, 55 (2005).
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Choreography, archaeology and medieval warfare are not typically associated with the use of e-infrastructure. However,
pioneering researchers within these fields have shown that cutting-edge computer technology is not just for computer
scientists. ENGAGE aims to help any research community who would like to make better use of Grid technology or even
just get started. To do this, OMII-UK needs to hear from YOU. What would make your life easier when using the Grid?
What would help you solve that big question in your research area using the Grid?

ENGAGE will be jointly undertaken by the NGS and OMII-UK and it will help us to identify the common problems that
prevent researchers from making use of e-infrastructure, to disseminate best practice, and to develop and deploy suites
of software to meet the needs of researchers.

If your group is interested in taking part in ENGAGE, and potentially benefiting from software to support the use of
computing infrastructure in your research, please contact info@omii.ac.uk or visit the temporary website at

http://www.engage.ac.uk/
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The National Grid Service (NGS) is pleased to announce the release of a new, easy way to access its computing
resources and installed applications. The NGS Applications Repository (https://portal.ngs.ac.uk) is a portal application

that can be used for:

GS 0L Appiication Repository / g
Science & Technolo
outsoe Job Submission Portal (15166 Compiant) © Faciis Concl 2

AN

e creating templates which describe applications

e sharing templates with others
e viewing and using public templates

e job submission and monitoring

Application Name Version e ied X liydod

Many people wish to use the applications they are familiar with on

their local resources. Often a certain level of grid computing

knowledge is needed to use those applications on the grid which

deters users from adopting grid technologies. The Applications i
Repository has been developed to help overcome this problem. Screenshot of the NGS Applications Repository

User communities already familiar with specific applications can use it to get started on the grid. With web access to the

B

Repository, a graphical interface and the use of templates running jobs on the NGS has never been so simple.

Templates are stored in the repository and contain details for each application on:
e Overview of template
e Arguments to application
e Input and output files
e Environment variables to set up
e Hosts to run application on

e The Job Submission Description Language (JSDL) of the job

With the search function you can find templates in your area of interest such as bioinformatics. Loading and modifying
templates is simple. You can save your modified templates for personal use or share them with others. By using the
Repository you have access to the expertise of domain-experts and resource providers. You can also share your
expertise with others in your community. No certificate or account is required to explore the repository and find out what
is on there. Certificates are only needed to run a job.

“We would like to open up the grid to a whole new community of users,” explains Dr Dave Meredith, the lead developer.
“Researchers who want to use the software they are familiar with can now use the portal to describe, publish and submit

their job, without the need for middleware commands or Grid knowledge.”

For further information about the NGS Applications Repository, or for requests for software application installations,
please contact the NGS support centre at support@grid-support.ac.uk
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If you use the globusrun commands to submit jobs to the NGS, do you @ JSDL Value
ever find that you've mistyped the RSL (Resource Specification Myl b Joh Submission Description La
@ PageLayout  The ¥ML document can be copit

Language) strings? The NGS applications repository o Jugiayout
Showing Active Job Tem|

(https://portal.ngs.ac.uk) can be used to create these ready for cut ‘n’ 2 petail

paste to your command line. If you just want a quick string, go to the O peseription Sl S
i . . L Executable <jsdl:Applicationiame =BLAS
portal, edit the relevant pages e.g. executable, Output file and error file  {TE— <isdApplicationtlersion>2.2
) . ) , .J B " <_1<s_ 1:FtOSI>-<P.pp |cit|0n xm:
on the ‘Details’ page and program arguments on the ‘Arguments’ page T e
: ‘ : A’ ‘ y i <jsdll:Argument=-p</jsdll
(remembering to ‘Update Active Job Profile’ and ‘Save’) on each page. . Latastaging <jadlL:Argument=hiastn</j
) Files/Links -e:jsdll:nrgument>—d{,-’jsdll
Then view the <JSDL/> page link (under ‘My Job’ on the Left hand * Esbi e
. . . i i i (81 xTun| ey ra
navigation) (fig. 1). At the bottom of that page is the RSL string (fig. 2). Vel nnia aeretag DLl [

| =jsdll:Argument=1</jsdl1:
<isdld Cdnnt fileswstambla

Fig. 1. The left hand pane of the portal with

All the available applications on the NGS have application templates in
the <JSDL> link highlighted

the portal. To find the RSL for a command line submission of each of
these, simply ‘load’ the relevant template from the ‘Applications’ page of the portal, then click on the ‘<JSDL/>’ link as

before.

All of the above can be done without logging into the repository. You only need to login to the repository (using your

certificate/myproxy) to submit a job or save your own templates.

G Globus RSL Value:

¥ Resource Specification Language (RSL) for Glohus 2 Grids.

alexecutable=/usr/ngs/BLAST-NCBI){argurnents= blastall -p blastn -d est_hum -i aadnafrafsa -a L)jobType=singlei{environment = (BLASTDE
EBI_M)){stdout=blast_nchi.out)i{stderr=blast_nchi.err)

Fig. 2. The section of the portal where the RSL is printed out - example from running an NCBI BLAST search job

%) - ¢ ),
. & 5 : %= 2 - ?-: / D)
In the past the NGS training team has often run courses at introductory or intermediate levels, each event attracting
people from diverse research domains. However now that the NGS is now expanding its support for projects (in addition
to supporting individual researchers), the training team is seeking to tailor more of its events to meet the requirements of
specific communities. To explore possibilities for such a course email: training-support@nesc.ac.uk.
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Gillian Sinclair (GS): Where is the Cardiff team based?
University of Cardiff (UoC): We're spread out across the campus. The project to Condor-enable the university's

Windows machines started as a collaboration between WeSC (http://www.wesc.ac.uk/) and Information Services.

Responsibility for the Condor pool has now moved to the new Advanced Research Computing (ARCCA) division

(http://www.cf.ac.uk/arcca/).

GS: Who is in the team?

UoC: The team consists of 3 members -

James Osborne, ARCCA, looks after the Condor pool;
Huw Lynes, ARCCA, keeps the front-end node up to
scratch; Jonathan Giddy, WeSC, ensures the system

is usable for NGS users.

GS: How long have you been a partner of the ‘

NGS? e -
UoC: Since 2005. We were one of the first partners, James Osborne, Jonathan Giddy, Huw Lynes
originally providing an SGI Irix system - it is still available

for NGS use.

GS: Why did you decide to become a partner?
UoC: We have been involved with the e-Science grid effort since 2002, and have always recognised that participating in a
growing network of cooperating institutions allows us to achieve bigger and better research results. Joining the NGS was

therefore a natural progression.

GS: What advantages has being a partner brought Cardiff?
UoC: Being a partner means we have had to develop procedures to provide production-quality services. This benefits us
through the comprehensive testing performed by the NGS, and ensures that our local users also benefit from high

standard resources.

GS: What projects are the Cardiff team participating in that involve the NGS?
Our main use of the NGS has been for radiotherapy treatment planning. In partnership with Velindre Cancer Centre, we
are involved in the EPSRC-funded RTGrid project (http://www.wesc.ac.uk/projectsite/rtgrid/). We use Monte Carlo codes

which are more accurate than those in existing commercial treatment planning systems but take much more time to run.
By spreading the work over a large number of machines, we hope to get the running time down to a few hours, a time

period acceptable in a clinical environment.
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Cardiff University provided even more resources to the NGS recently by adding the first Windows Condor Pool. Cardiff
University’s Information Services Directorate has been running a 1000-processor Condor Pool for over 3 years and use
by the University’s researchers has grown considerably in this time and has saved local researchers years of time in
processing their results. As an NGS partner, Cardiff will be making the Condor Pool freely available to all NGS users from

institutions around the UK.

Jonathan Giddy, Grid Technologies Co-ordinator for the Welsh e-Science Centre, said “The Windows Condor Pool can
be used to perform a range of computations, from determining the structure of proteins to calculating radiotherapy
dosages. By contributing these resources to the National Grid Service we are enabling researchers nationwide to run a
greater number of Windows based programmes thereby continuing to open up the NGS to new types of user."

For example, Professor Tim Wess from the School of Optometry and Vision Sciences at
Cardiff University used Condor to process the results for the Tropoelastin Project. The project
aimed to investigate the molecular basis for the elasticity of Tropoelastin molecules which are
precursors to the elastic fibres which are collectively responsible for the stretching properties
of tissues such as skin, arterial walls and the lungs. Using Gasbor to build a model of a typical
Tropoelastin molecule takes 30 hours. Using Condor the same simulation ran in just two

hours.
Model of a human heart
Dr James Osborne, Condor Project Manager and Application Support Engineer for the Advanced Research Computing
division, said “The Windows Condor Pool is the most widely used computing resource on campus and has delivered over
2 million CPU hours since early 2006. The largest users of Condor are based in the Department of Epidemiology,

Statistics and Public Health and are using Condor to help them analyse their data using combinatorial methods.”

ol 1 xEE 2 % 3
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Applications for the NGS User Advisory Board are currently being sought from leading researchers from any research
field to advise and guide the development of the NGS. The key role of the board will be to provide support and advice to
the NGS in our mission to meet the needs of current and future NGS user communities. The Board will report to the NGS

Director and to funding bodies and other stakeholders as appropriate. The board will meet no less than once per year and
the board will come into being January 2008.

If you would like to nominate yourself or a colleague or would like to find out more about the board please visit

http://www.ngs.ac.uk/userboard.html
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My name is Keir Hawker. My primary role in the NGS is as Database Administrator
[DBA]. | have about 8 years experience in the database field both as an administrator
and a developer, both primarily with Oracle databases. | have worked on both large and
small scale systems from Oracle 8.0 to currently stress testing the latest version, 11g. |
started at STFC, Rutherford earlier this year and the time seems to have flown by since
then.

It's my role to provide support and administration to the databases that we currently

have set up on the NGS. At the moment, there is just Oracle but there is potential to

add open source databases [e.g. MySQL and Postgres] to satisfy popular demand — just

¥ “b
h“_“:.tullf

i

Keir Hawker from RAL

ask us if you are interested!

My day to day activities involve making sure the system is running at a satisfactory level, i.e. there are no performance
problems adversely affecting users. Sometimes this will involve cleaning statistics taken on the database overnight or
checking how users are writing their queries. If | see the database is being hit very hard over a simple query, it's my duty

to investigate and get in contact with the user with possible ways of improving what they are trying to do if possible.

An important part in any DBA’s role is that of backs ups. | make sure that the backups of the NGS run smoothly and that |
keep the Mean-Time-To-Recover down to an absolute minimum. Development work is also part of my job though I tend
to do more administration. However, sometimes | help with work on the NGS website when needed.

| enjoy my work and the people | work with. | believe the NGS has lots more potential, particularly for the databases to

make use of and | look forward to any challenges that come my way.

- 1/l %
Mike Mineter, Training, Outreach and Education (TOE), National e-Science Centre
A reminder that the NGS training team offers web-based learning material, as well as on-site courses. The range of this
type of material is growing - but if you can't find what you need then tell us! ( training-support@nesc.ac.uk)
There are three main sources:
e from http://www.ngs.ac.uk follow links to documentation and then tutorials; these are tutorials derived from the

NGS training courses

e additional material, some from NGS partner sites, is found in the NGS Wiki http://wiki.ngs.ac.uk/

e presentations and resources from NGS tutorials and from other UK initiatives can be found in the "UK e-science
collection” of the ICEAGE digital library at http://library.iceage-eu.org/
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Grid computing and school children are probably not two words often heard in a sentence together. The complexities of

Grid computing may seem like a barrier to explaining it to 10 and 11 year olds. But the UK’s first ‘Grids for Kids’ day in

November proved that idea wrong. The event, held at the Rutherford Appleton Laboratory in Oxfordshire, hosted 36

children from the local Stephen Freeman Primary School.

The National Grid Service was one of the sponsors of the event, along with GridPP, EGEE, the Science and Technology
Facilities Council and 1SSeG (http://isseg-training.web.cern.ch/ISSeG-training/). Multiple activities and sessions were

organised for the children, who took part in it all with enthusiasm and interest. -

The event kicked off with a video link up to CERN to hear a presentation about
what the Grid is from Maria Alandes Pradillo. This was followed by a
demonstration of the difference between parallel and sequential jobs by Katie
Weeks from the National Grid Service and then a talk on the LHC@home project
by Neasan O’Neill from GridPP.

"It was really cool but | didn't get to
Lunch was followed by a number of sessions held around site. The children flick any switches"

had a tour of the Atlas data centre, looking at the IBM 360 from 1971 and
comparing it to the computers and data storage available today. A security session taught the children the how to choose

a secure password, and how to stay safe online. But the best bit of the day for a lot of people was the grid games
(www.tryscience.org/grid). "My favourite bit was playing the games because it was confusing yet fun and made me learn

a lot' was a comment from one child about the day.

Philippa Strange, the event’s organiser said “/ was inspired to hold our own event here after reading about the Grids for
Kids day at CERN. It's so important to get children interested in a career in computing from an early age”.

With the opportunity to reach a new audience and educate them about the Grid
and what computing can do for science now, the Grids for Kids day was a great
success, enjoyed by the kids and adults alike. It might even lead to other Grid
outreach events if one child has their way - "/ think we should do it again
because | think my Mum and Dad would like it too".

Grid computing may not be a topic on the school curriculum yet, but if the

—— . . reaction of the school children from Didcot is anything to go by, it might not
Hard at work mastering the Grid

computing games at www.tryscience.org be far off!
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There have been some recent changes regarding how the NGS communicates with its users, partly in response to user
feedback and partly due to the appointment of Gillian Sinclair as the NGS Liaison Officer. One of Gillian’s main roles is to
look after user outreach and communications.

The NGS mailing lists have been revamped and two new mailing lists have been created to replace the existing ones:

NGS-NEWS - fortnightly emails containing important NGS news, events and training opportunities and announcements
of new editions of the newsletter so ideal for anyone who wants to keep up to date with NGS activities

NGS-STATUS - contains service status announcements and is aimed at NGS users who are actually using NGS
resources.

Both lists can be subscribed to from the JISCmail website — www.jiscmail.ac.uk

The original NGS-USERS list has been replaced with a brand new user forum (https:/forum.ngs.ac.uk/). We have

sections on Applications, Communities (where you can request a section for your own community e.g. biomolecular
modelling) and of course the “anything goes” section called The Lab. There is also a feedback section where you can
comment on the forum itself or the NGS in general. We want to make the forum into an excellent resource for new users,
established users and anyone who may be interested in using the NGS for their research so all contributions are

welcome!

! A& - -
You have already heard about “final” solutions several times and there was always “but”, i.e. you should learn this and

that, you should do this and that, etc. As a user you look for a solution which helps .
NGS P-GRADE portal o

you to run your applications on the Grid without major changes in a user-friendly way. s === Fuw o 9

Introduction

The University of Westminster, as an NGS partner, is pleased to present GEMLCA

Main features of the NGS P-GRADE portal

(Grid Environment Management for Legacy Code Applications;

www.cpc.wmin.ac.uk/ngsportal/gemica.php), which migrates your applications and
runs them on NGS resources and the NGS P-GRADE portal

(http://www.cpc.wmin.ac.uk/ngsportal/index.php) which provides a workflow-oriented

graphical user interface (GUI) to execute and manage your application. To further

Portal roadmap

improve GEMLCA functionality and services, it became a Globus incubator project in

June 2007 and its code went open source in November 2007. Screenshot of the P-Grade portal

The University of Westminster also launched W-GRASS (Westminster Grid Application Support Service;
http://wgrass.wmin.ac.uk). It can help all users, regardless of institution and from academia and business, to Grid-enable

and run their applications on the Grid and to develop new Grid applications. WGRASS has so far helped several users to
migrate and run their applications on the Grid, such as CHARMM, DSP frequency sampling, rendering and traffic

simulation.
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(DE(] Location Website NGS presence

2nd Service- 17 — 18| Kings College | http://sosornet.dcs.kcl.ac.uk/ NGS staff attending
Oriented Dec 2007 London
Computing in the
Humanities
workshop
NCeSS Showcase | 16 Jan | Mandec, http://www.ncess.ac.uk/events/item/?item=1 | NGS staff attending
2008 University  of | 66
Manchester
ccpB annual 7 — 9 Jan | Bristol Zoo http://www.ccpb.ac.uk/events/conference/ Exhibition stand
conference 2008
EGEE User forum | 11 - 14 | Clermont- http://www.eu- Exhibition stand
Feb 2008 Ferrand, egee.org/egee events/userforum/3-user-
France forum

%

Title (DE(] Location Website
e-Science and "The Grid" for | 14 — 18 Jan | University of | http:/indico.cern.ch/conferenceDisplay.py?confld=
Bio/Health Informaticians 2008 Manchester 24377
International Winter School | 6 Feb — 12 | Online http://www.iceage-eu.org/iwsgc08/index.cfm
on Grid Computing 2008 March 2008
+ %

We hope you have enjoyed the first edition of NGS News. If you have any NGS-related news that you would like to see
published in the next edition (March 2008) then please contact Gillian Sinclair (gillian.sinclair@manchester.ac.uk).

Please also use this email if you have any feedback about the newsletter. The deadline for content for the next issue is
the 18" of February 2008.

If you are a researcher currently using the NGS or if you have recently used the NGS, we would like to feature your
research as a case study for our website and to possibly use it as promotional literature for the NGS. If you are interested
in distributing your research findings to a wide UK and international audience then please contact Katie Weeks
(k..weeks@ral.ac.uk).




