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The NGS is delighted to welcome several new
affiliate sites who have joined the NGS over the last
few months. We now have four core sites, seven
partner sites and twelve affiliate sites which means
that we are now reaching out to even more

researchers across UK academia than ever before.

The most recent sites to join us are the Universities
of Durham, Brunel and Royal Holloway, London.
These sites can now benefit from access to the
expertise available from NGS staff in grid computing, v o
system administration and user training as well as :
having access to additional resources when demand

on local resources is exceeded.

Phil Roffe from the University of Durham was heavily

involved in getting his institution joined up with the

NGS and explains why -

"Joining the NGS is another step towards providing excellent computing facilities to enhance
research in all academic areas. The Durham Particle Physics cluster has been extensively used
by the GridPP community and we welcome the NGS aim to provide 'coherent electronic access
for UK researchers to all computational and data based resources and facilities'. With the cluster
already deployed in GridPP, the common infrastructure is in place to enable NGS access and

widen the use of the facilities to other researchers in the UK."

However we are not resting on our laurels! We are currently in discussion with another potential
partner site, four potential affiliate sites, two data partners and five other “as yet to be determined”
contributors. The NGS will continue to grow over the next few years reaching more and more
institutions and potential users. This means that we will have to increase our user outreach to
make sure that people at the newly joined institutions know about the NGS and our support to

local IT staff will increase accordingly as well.

If your site is interested in joining the NGS then please contact the NGS helpdesk at
support@grid-support.ac.uk.
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The NGS had a large number of contributions at this years AHM
held in Edinburgh in September. We had our regular exhibition
booth in the Appleton Tower venue and had a good number of
visitors despite our initial reservations about the booth position.
Our four demonstrators also reported considerable interest in their

presentation which took place on the conference stand.

A big thank you must go out to our demonstrators — Andy Turner

from the MoSeS project at the University of Leeds

(http://www.comp.leeds.ac.uk/moses/), Gagarine Yaikhom from
Cardiff University who talked about NGS usage in performing NGS stand at AHM 2008 in Edinburgh

Monte Carlo simulations for radiotherapy treatment planning, Dan

Grose from Lancaster University who presented the latest work on multiR and Tamas Kiss from the University of

Westminster who spoke about interoperable computing and data resources in P-GRADE workflows.

The NGS workshop on “Infrastructure Provision for ‘Grids’, Infrastructure for Users” was very well attended and produced
some very interesting discussion particularly regarding the SARoONGS project. Presentations from the workshop are

available on the AHM 2008 website at http://www.allhands.org.uk/2008/programme/index.cfm. The event was rounded

off by a conference dinner in Dynamic Earth next to the Scottish Parliament where the location of the next AHM was

announced.
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The EGEE’'08 conference was held in Istanbul from the 22" — 26™ of
September and many members of NGS staff were in attendance due to
their role in European projects as well as the NGS. The NGS shared an
exhibition stand at the military museum conference venue with GridPP,
OMII-UK, NeSC and Grid-Ireland as well as hosting the GridTalk team
(http://www.gridtalk.org/) so it was a very busy stand!

The NGS were also involved in several workshops at the conference
including a workshop on outreach and dissemination which featured
speakers from TWGrid (Taiwan), Trust-IT (Italy) and CERN. As well as

many individual meetings on the future of EGIs and NGIs for

The joint UK stand at the EGEE conference
example, the NGS was also involved in workshops on EGEE llI

organisation and security.
The next EGEE conference is the EGEE User Forum which will take place in Catania Italy in conjunction with OGF 25
and OGF-Europe.
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The event was held over two days with the first day having a more user orientated focus and a slightly more technical

focus on the second day which was aimed more at existing and potential member sites. Over 120 delegates were in

attendance from a wide variety of backgrounds including PhD students, researchers, academics, service providers,

university IT services and many more.

The first day kicked off with an introduction to the event
from Neil Geddes, Director of the NGS, followed by
Michael Wilson from STFC RAL who discussed EGls
and NGls and how they may affect the UK in the future.

This was followed by a user focus section which featured

presentations from Dr Sarah Harris from the University

of Leeds and Dr Pamela Greenwell from the University

of Westminster who both discussed how using NGS

resources has helped their research. Geoff Williams

from the University of Oxford then spoke about the NGS

portal which makes it easier for users to submit jobs to

the NGS followed by Dr Alex Voss who gave a round up

of the JISC funded user engagement projects that are Daniel Katz speaking at the NGS Innovation Forum
currently under way to look at how researchers are

engaging with grid computing and e-science.

Steven Young from the
University of Oxford

After lunch the key note presentation was given by Daniel Katz from Louisiana State
University (LSU) who was recently appointed Grid Infrastructure Group (GIG), Director of
Science for the TeraGrid. Katz gave an introduction to TeraGrid and discussed current
research such as the GENIUS project (http://wiki.realitygrid.org/wiki/GENIUS) which

utilises both NGS and TeraGrid resources. More technical focused talks then followed as
Steven Young from the University of Oxford core NGS node described the use of
ClearSpeed technology in the NGS and John Kewley, NGS helpdesk manager, spoke of
the use of Condor within the NGS. The afternoon ended with presentations on training,
the future of the NGS and a panel session with TeraGrid, NGS and OMII-UK all
represented. The last activity of the day was a drinks reception in the Manchester
Science exhibition room at MoSI where delegates could mingle and continue the day’'s
debate and discussion.



The second day was held in conjunction with the Campus HPC
SIG and featured contributions from several NGS partners and
David Wallom, NGS

Technical Director, started the day by welcoming delegates and

affiliates as well as the four core sites.

giving a presentation on the benefits to institutions of NGS
membership. Damian Bamforth from the University of Sheffield
talked about their recent experience of joining the NGS while
Steve Thorn from NeSC talked about their experiences of being
a NGS member. External view points of the NGS were also
represented as Hugh Beedie from Cardiff University gave a

presentation on “external resource expectations of the future

NGS”.

John Kewley presenting on Condor and the NGS

Further presentations focused on the NGS database services and the development of easier access to NGS

resources through the SARONGS project. The event was wrapped up by Andrew Richards, Executive Director of the

NGS, who recapped the main findings from the two days and encouraged the participants to continue to contribute to the

future of the NGS.

The feedback from the event was overwhelmingly positive and the NGS is already investigating potential dates for the

next NGS Innovation Forum in 2009. Photos from the event can be found on the NGS Facebook group and the NGS

Flickr group (http://www.flickr.com/groups/uk_ngs/). The presentations are online on the NGS website and the videos of

the presentations will be available from http://e-science.lancs.ac.uk/NGS/ after the 15" of December.
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All those working in the area of visualization in all
application domains are invited to submit their work for the
VizNET Uses of Visualization Showcase, the goal of which
is to encourage best practices. Selected entries will feature
in the vizNET website. EGUK will pay for a full conference
ticket - entrance, tutorials, social and accommodation - for
the winning submission. Alternatively, vizNET will consider
a partial contribution towards the costs of attendance at a
conference of winner’s choice not exceeding £1000. There
will also be special student cash prize this year.

The closing date for submission is Friday 13th March
2009. For more detailed information, including how to
present your material, and judging criteria please go to

http://www.e-science.stfc.ac.uk/viznetshowcase.htm or

send an email to lakshmi.sastry@stfc.ac.uk.

+

Did you know that the NGS has several groups that you

can join and contribute to?

NGS Flickr photo group - photos are here posted from
NGS events such as the Innovation Forum, roadshows and
conferences. Feel free to add any relevant NGS photos as
anyone can submit photos to the group.

http://www.flickr.com/groups/uk ngs/

NGS Facebook group - simply search for “NGS” when

you log in (if you already have an account).

NGS blog — keep up to date with regular updates from the
NGS on all manner of things including conference reports,
software updates, events etc.

http://nationalgridservice.blogspot.com/
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Dr Philip Fowler uses classical molecular dynamics to study membrane proteins, in particular the proteins that allow ions
such as potassium to diffuse in and out of cells, otherwise known as ion channels. lon channel research is extremely
important, not only for its scientific interest, but also because ion channels are intimately involved in, for example, the

functioning of the brain and heart.

Well-established molecular dynamics packages such as NAMD and
GROMACS are used to produce simulations that can be used in either a

guantitative or qualitative way.

Qualitative simulations are run by taking the structure of a protein and
putting it in a more realistic environment, such as in a membrane
surrounded by water and with ions added to simulate a salt solution. The
results are then visualised so the structure can be looked at and
sampled, providing understanding of how particular parts of the function

Visualisation of the KcsA ion channel
work.

Quantitative simulations on the other hand usually produce a number that can then be compared to experimental results.
How the free energy of binding changes when a potassium ion is changed to a sodium ion is one example of such a
number. This can be determined experimentally and compared to the value yielded by the simulation. This free energy

tells us how selective a certain ion channel is for potassium over sodium—vital for their function.

The techniques used to achieve such results are well-known and have been around for a long time but the time it takes to
run them has put people off. With 34 parallel simulations taking 1-2 days each it's not surprising. Using the NGS, 34
parallel simulations can now be run in under two weeks. With such a drastic reduction in time, researchers can run more
complicated simulation scenarios such as running two mutations, checking the results by repeating simulations and

running simulations backwards.

Dr Philip Fowler was a user of the National Grid Service before it even went into production. He is now a veteran of the
service, having used it for over three years, but would he recommend it to others? “No way,” he laughs. “l want it all to

myself!”
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Inca is a Grid monitoring framework developed at the San Diego Supercomputer Centre (SDSC) that the NGS uses to
track problems that may occur at any of the core, partner or affiliate sites. Inca provides a flexible framework that allows
the creation of custom tests to ensure that sites are conforming to the standard interface expected of an NGS site. These
include basic tests such as a remote login to a cluster via gsissh and more complicated tests such as Globus job

submission and output retrieval.

The NGS-developed conformance pages show how a site has per  formed over the period
of a week across a series of tests.

Inca tests are run using a standard NGS user account without any special privileges in order to ensure that any problems
a typical user of the NGS might run in to are found reliably. The majority of tests are run against all sites from each of the
four core NGS nodes in order to ensure that failures are not flagged accidentally due to connectivity problems between

two sites.

With help and support from the developers of Inca at SDSC, the NGS has taken the existing Inca framework and added
extra functionality to meet their needs. These enhancements include automatically generated reports detailing pass /

failure rates for each site for the past two fortnights along with graphical representations of historical test results going



back several months. There are also web pages that show a site’s test results for an entire week on a single page, with

support for looking at historical results.

In September this year, on behalf of the NGS, | attended an Inca workshop organised by the developers at SDSC.
Attended by representatives from Grid projects from around the world, the workshop served as an introduction to the
features in the latest Inca release and as a hands-on help session for existing deployments of Inca. The latest
developments include feature requests from the NGS, such as better support for lengthy error messages in order for
errors to be tracked down and fixed more easily. There are also other developments that could be useful to the NGS such

as built-in support for historical results and results displayed via a Google Maps interface.
Currently the NGS is working with SDSC to ensure that upgrading to the latest version of Inca goes as smoothly as
possible, taking into account the customisations that have been made already. In addition to this, work is ongoing within

the NGS to create tests for new services as they are added to the NGS infrastructure.

More information about Inca and the September workshop can be found at: http://inca.sdsc.edu

All of the Inca results and information can be found at: http://inca2.ngs.ac.uk
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Connecting & Catalysing User Groups for Best Practi ces & Standards

EGEE, OGF & OGF-Europe are spearheading efforts to connect developers, users and newcomers to distributed
computing for the benefit of business and research, now and in the future. The EGEE User Forum / OGF25 & OGF-
Europe’s 2nd International Event will catalyse people from diverse sectors to drive forward the evolution of distributed

computing and open standards for the knowledge-based economy.

This premier event in Europe will help strengthen existing business and research communities and foster new
relationships and collaborative developments on a European and global level. Special emphasis will be placed on
showcasing high-level technological developments, identifying best practices, evaluating user requirements and

deliberating top priorities moving forward.

EGEE User Forum / OGF25 & OGF-Europe’s 2nd International Event is a multi-faceted event featuring keynote talks
delivered by high-profile experts from business, government and research, and a series of parallel and joint sessions

focusing on specific sectors and technologies.
The event program seeks to strengthen existing industrial and eScience communities within EGEE, OGF and OGF-
Europe by providing a forum to foster new relationships and collaborations based on common interests, and develop best

practices and technical specifications related to distributed systems and grids.

Further information is available on the event website at http://www.ogf.org/OGF25/
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| recently visited Australia to participate in the NOBUGS 2008 conference (http://www.nbi.ansto.gov.au/cgi-

bin/nobugs2008/overview.ws3) and with a view to exploring mutual NGS and Australian institution interests and

collaboration opportunities in the development and implementation of data staging and transfer services. The visit
followed an invitation from Peter Turner of the University of Sydney. Peter is project manager and ‘sponsor’ of the Data-

MINX project (http://www.dataminx.org), which is a project funded under the umbrella of the Australian National

Collaborative Research Infrastructure Strategy (NCRIS) and the Australian National e-Research Architecture Task Force

(NeAT). NeAT projects are to develop and implement services in a particular domain, with a view to relevance and

application in other domains.
The DataMINX project is to deliver data access, data
management and data transfer services for the Australian
materials characterisation research community. In particular,
these services are to support large scale facilities such as the
Australian Microscopy and Microanalysis Facility (AMMRF), the
OPAL neutron facility and the Australian Synchrotron facility. The
provision of these data related services are regarded as being
‘key infrastructure’ requirements by the Australian NCRIS
initiative. In this context MINX represents Microscopy, Imaging,

Neutron and X-ray data generating facilities.

The visit to Australia has highlighted similar UK and Australian requirements for data services. An outcome of the visit is
to accordingly pursue the collaborative development of a common set of service requirements that will be of benefit to the

wider research community and other research facilities in Australia, the UK and beyond.

The collaboration is to begin by evaluating and further extending existing data transfer and management software as
required. This currently includes pilot file transfer services deployed at the Australian Synchrotron developed by VeRSI
(Victorian eResearch initiative), and file transfer tools based on the Apache Commons Virtual File System

(http://commons.apache.org/vfs/), such as the UK NGS Applications Portal (https://portal.ngs.ac.uk), the Hermes desktop

file transfer GUI tool (http://projects.arcs.org.au/trac/commons-vfs-grid/) and the OMII-UK GridSAM Web Service

(http://gridsam.sourceforge.net). One particular functional use case is to provide a service that can perform recursive

directory copying of large volumes of data between a range of different file storage resources currently in use today
(including SRB, GridFTP, FTP, SCP, WebDAV and in future, iRODS). It is envisaged that the services will be
implemented as asynchronous style Web Services, where a client can request recursive data copy operation between
these different storage resources and then later check on progress (i.e. copy data between ‘X' and ‘Y’ where ‘X’ and ‘Y’

can be any of the previously mentioned file storage resources). From the NGS perspective, the proposed data staging



and file transfer services could serve National compute Grids, where data requires staging onto and off Grid compute

resources.

The DataMINX project partners include several Australian organisations and institutions (ARCS, ANDS, AMMRF,
ANSTO, ASF, Intersect, MMSN, and VeRSI). International collaborators include the UK Science and Technology Facility

Council, the Diamond Light source and the ISIS neutron source.

The DataMINX project is currently seeking the recruitment of a lead software engineer and two software developers to be
based in Sydney, and a third developer to be based in Melbourne. The positions are initially for a two year period with the
possibility of a third project year. Engagement with the projects will provide opportunity for further employment at the new

NSW e-Research centre Intersect (www.intersect.org.au) or the Victorian eResearch organisation VeRSI (versi.edu.au).

If you would like further information about these positions, please contact Dr. Peter Turner for more information

(p.turner@chem.usyd.edu.au) or see the project website at http://www.dataminx.org/.
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The 2nd International Winter School in Grid Computing (IWSGC'09) will be delivered fully online: participants will be able
to attend the School without losing time and money on travelling. Experts will provide exciting practical exercises, discuss
the challenges of building and sustaining e-Infrastructure, report its rapid influence on the way we research, design and

make decisions.

Rigorous both in admission requirements and expected work commitment, the school will tackle the principles,
technologies, experiences and methods of using Grids. It will also review the research perspectives and report recent
significant successes with opportunities available for online practical exercises. Extensive forum and chat discussions as
well as live events will support the curriculum. To support the hands-on laboratory sessions, the GILDA grid will host
widely used middleware. This testbed will provide a rich environment for hands-on learning and experimentation. The
target audience will include enthusiastic and ambitious young researchers who expect to use or develop grids in their

research and who have recently started (or are about to start) working on Grid projects.

Places for the school are limited and are competitive based on the information supplied on the application form and by an
applicant's referee. We expect to accept between 25 and 30 students. We will expect competence and experience in
some aspects of software development, distributed systems, computational systems, data systems and Grid applications.
Most students will establish their credentials from academic qualifications, but some will base this on experience. We also
welcome as participants educators who are planning to teach Grid computing. The Winter School will be conducted in
English, so participants are expected to be comfortable using spoken and written English. We expect participants from
computer science, computational science and any application discipline. The School will assume that students have

diverse backgrounds and will build on that diversity.

24th November 2008: Applications open; 12th January 2009: Applications closed
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The MyProxy service run by the NGS is used by
many grid systems, for example web portals
such as the NGS applications repository

(https://portal.ngs.ac.uk) and the P-Grade portal

(http://ngs-portal.cpc.wmin.ac.uk/index.php). It is

used to authenticate users using their
grid/eScience certificates and to run batch jobs
on the grid, when the user is absent. The primary
way of uploading a proxy of your certificate to the
MyProxy service is using the MyProxy uploader
tool which is a java webstart application
maintained by the NGS (see Link under
‘Services’ tab - http://www.grid-

Fig 1. MyProxy Upload tool support.ac.uk/content/view/396/173/). However

in some circumstances this tool is not available or cannot reach the MyProxy server in which case the command line
‘myproxy-init’ utility is available. In this short article we discuss briefly the MyProxy Uploader tool and the alternative

command line ‘myproxy-init’ utility.

The MyProxy tool is started by java web start from a link on the NGS web site (http://www.grid-

support.ac.uk/files/MyProxyUploadTool/myproxy.jnlp). Provided a user has Java 1.6 installed (we strongly recommend

users have Java 6 update 10 installed), this takes the user through a
wizard like interface to prepare a local copy of their certificate for
uploading to the MyProxy server. At the end of the wizard the tool
reaches the form shown in Fig 1. The rest of the wizard is bypassed
when starting a second time. From this form a user clicks on

‘Upload’ (see Fig 2) to start the upload process.

The form that pops up is in the process of being re-designed for Fig 2: ‘Upload’ form of the MyProxy U pload tool.

a future release of the tool, to clarify the items on the page. It can

occasionally be confusing for new users to work out which password(s) to use and what the ‘Username’ field is for.



The ‘Username’ and ‘MyProxy Passphrase’ are the username/password combination that you want to retrieve your
MyProxy certificate with and the ‘Grid Passphrase’ is your eScience certificate password. The Username and MyProxy
passphrase can be different each time you upload a new proxy to the MyProxy server. So for example in Fig2 we have
uploaded a proxy of your grid certificate using the random username “ngs0123”. To use this proxy to login to the NGS
applications repository/portal (see Fig 3 below), select the NGS myproxy server (myproxy.grid-support.ac.uk) from the
drop down list then type in “ngs0123” as the “Myproxy Username” and the “MyProxy PassPhrase” entered into the
uploader tool as the “Myproxy Password” on the NGS portal.
| recently visited a site to demonstrate the NGS
portal. The MyProxy uploader tool downloaded and
started correctly but after stepping through the
wizard and reaching the upload page (Fig 1.) hung
while attempting to upload to the MyProxy server.
This was caused by the local site blocking all
outgoing internet connections except on ports 80
(http) and 443 (https). So although local users
could view the NGS portal and interact with it in
their browser, they were not able to run jobs on the
NGS because they could not upload a proxy, using
the tool, and login. [For site admins - you need to
allow outgoing communications on port 7512 to
allow the tool to work.] To overcome this we used

the alternative command line ‘myproxy-init’ utility,

from one of the NGS grid hosts, which performs the

Fig 3: NGS Applications repository ‘Authentication’ page. same function.

For example on the RAL NGS site (ngs.rl.ac.uk) we can type:

[ngs0999@ngs ~]$ myproxy-init -t 2 —c 48 -1 ngs0123 -s myproxy.grid-support.ac.uk
Your identity: /C=UK/O=eScience/OU=CLRC/L=RAL/CN=albert einstein

Enter GRID pass phrase for this identity:

Creating proxy ......ccccceeeeeeeeeenn. Done

Proxy Verify OK

Your proxy is valid until: Weds Dec 3 16:54:04 2008

Enter MyProxy pass phrase:

Verifying - Enter MyProxy pass phrase:

A proxy valid for 48 hours (2.0 days) for user ngs0123 now exists on myproxy.grid-support.ac.uk.

Here ‘-c’ is the number of hours that the proxy will stay valid on the server (48 hours in this case), and ‘-t’ is the lifetime of
the proxy downloaded to a host running a job (2 hours in this case). Again ‘-1 ngs0123’ is the made up username that you

wish to download the proxy with later on (as in Fig 3.) The ‘GRID pass phrase’ is the password for a copy of your




eScience certificate which you need to have uploaded on to this grid host in your .globus directory’. The “MyProxy pass

phrase”, which you enter twice, is the password you want to download the proxy with, again as in Fig 3.

The various lifetimes specified with —t and —c can be compared to the default values the MyProxy Uploader tool uses, by

looking at the properties of the myproxy server on the “MyProxy Setup” tab of the wizard (see Fig 4).

Fig 4: Properties of the myproxy server on the uplo ad tool ‘Myproxy Setup’ tab.

Hopefully this short article has helped to demystify the process of creating and use proxies of your eScience certificate.

References / footnotes
1. Usually by exporting it from your desktop browser as a .p12 file, then uploading this to the grid host using gsi-
sshterm’s gsisftp embedded tool. Then use the openssl commands documented here http://www.grid-

support.ac.uk/content/view/377/276/ to create the ~/.globus/usercert.pem and userkey.pem files

NGS roadshows are short events (approx. 4 hours) designed to give an introduction to the NGS to a mixed audience

including researchers, PhD students and local IT service staff.

The format of the event is flexible and can be tailored for each institution but a suggested format starts with several brief
talks to give an overview of what the NGS is and how it can help with a wide variety of research. After this there is a drop-
in session over lunch which is supplied by the NGS, where participants can chat to NGS staff and even get an e-Science
certificate or account thanks to our Roaming RA system. All that is required is a photo-identification such as a driving

licence or university card.

To see when a roadshow is coming to a location near you and to register to attend the free lunch and exhibition, visit

http://www.ngs.ac.uk/events/roadshows.html. Alternatively, contact Gillian.sinclair@manchester.ac.uk if you'd like to see

an event hosted at your institution. All you have to do is book the venue and we’ll do the rest!
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University of Westminster gave several successful demonstrations on the EGEE booth at SuperComputing 2008

(http://sc08.supercomputing.org/) in Austin, Texas in November. The demonstrations presented were —

interoperability among major production Grids including EGEE, NGS, Open Science Grid (OSG) and TeraGrid
interoperation among data staging solutions incorporating different databases and file system

workflow engine integration to Grid workflow systems

Data interoperation

It incorporates interoperation among different
databases using OGSA-DAI and file systems
using SRM and SRB inside workflows.

File system support was implemented at port
level, while database support at node (or job)
level. OGSA-DAI clients have been described
and published as GEMLCA legacy codes. To
access a database, the OGSA-DAI node
should connect to the GEMLCA repository

and get the OGSA-DAI client. GEMLCA , o . .
Data middleware and workflow engine integration to Grid workflow
submits the OGSA-DAI client to the Grid systems

on behalf of the OGSA-DAI node. The

client connects to the specified OGSA-DAI service and invokes the request and later retrieves the result.

At the demonstrations the input files of workflows came from SRB and SRM file systems, or from database systems and
the result can also be fed into any of these solutions. The file systems and the databases were in different production

grids, and the jobs of the workflow were mapped to different grids.

Integrating workflow engines

Command-line workflow engines, such as Kepler, Taverna, Triana, have been described and published as legacy code
applications. The published workflow engines can be executed as non-native workflow nodes by a workflow engine that
adopted this solution. The non-native workflow node connects the GEMLCA service to access its native workflow engine.
The workflow engine can be either in a GEMLCA repository or already deployed on a computational node. If it resides in
a repository, GEMLCA knows where it can be submitted to. GEMLCA receives the workflow description and the workflow
input data, parameterizes and executes the engine on a computational node. We demonstrated how to execute a native

PGRADE workflow containing non-native Kepler, Taverna and Triana workflows.

More information about the demos can be found at http://wgrass.wmin.ac.uk/index.php/W-Grass:SC'08 _Demos
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Gillian: Where is the Leeds team based?

Leeds (L): The Leeds team is part of the White Rose Grid project, which is a long-standing partnership between the
Universities of Leeds, Sheffield and York engaged in support of e-Research. Our team is based at Leeds but we work
very closely with a larger community of White Rose users and offer support to national users, in particular those

computing on the NGS node hosted at the University of Leeds.

GS: Who is in the team?

L: Dr Jason Lander, an experienced system administrator, who makes
sure that the system is up-to-date, deploys applications and tools
required by users as well as providing technical support; Dr Shiv Kaushal
responsible for user support and outreach and who also manages the

NGS Inca monitoring service; Dr Joanna Schmidt who supports and

oversees Leeds NGS activities in her role as the White Rose Grid e- . .
Shiv Kaushal, Jason Lander, Jas Sing
Science Coordinator and ISS staff. Drs Steve Chidlow, Jas Singh Mark Dixon, Steve Chidlow, Joanna Schmidt

and Mr Mark Dixon, are involved when needed.

GS: How long have you been a member of the NGS?

L: Leeds is one of the founding partners of the NGS and has offered core node service from the beginning.

GS: Why did you decide to become involved?
L: We wanted to share our experience of operating a production grid (White Rose Grid) with the UK e-Science
community. Being involved in shaping the emerging UK Grid computing infrastructure was beneficial not only to the

University from a technical level but also advantageous for the researchers within the White Rose community.

GS: What advantages has being a partner brought Lee  ds?
L: Being a NGS member gives us access to a wide range of technical expertise from the rest of the NGS community.
Being able to draw from this knowledge base allows not only the Leeds NGS node to be involved in providing innovative

services, but also allows our users to carry out research in ways that would not be possible otherwise.

GS: What projects are the Leeds team participating in that involve the NGS?

L: Many! The Modelling and Simulation for e-Social Science (MoSeS) project has made extensive use of the Leeds NGS
node for large population simulations. Researchers at Leeds have also made use of the NGS to massively speed up large
scale "in silico" drug screening. Another interesting example of our involvement is the Virtual Pathology project, which we
support by helping our researchers to integrate their work with American colleagues using the cancer Bioinformatics Grid
(caBIG).
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When | have been looking for willing volunteers for this section for previous
newsletters, it was suggested that | should give it a go. | decided to bite the bullet

and volunteer this one, the first anniversary edition of NGS News.

My role at the NGS basically involves everything to do with outreach and user
engagement — you name it and | probably do it! | am responsible for making sure
that people know about the National Grid Service and what it can offer them and
other researchers. It's not just potential new members that | deal with as | also
liaise with existing NGS users to gather their opinions on how we are doing,

collecting feedback / comments etc.

As far as tasks go | edit this newsletter and produce press releases on important news from the NGS as well as

contributing articles on the NGS to other publications such as iISGTW (http://www.isgtw.org/) and other grid organisation

newsletters. | look after many of the dissemination mechanisms from the NGS including the mailing lists, blog

(http://nationalgridservice.blogspot.com/), and Flickr photo group and contribute to the NGS Facebook group.

I’'m often out on the road as | organise the NGS roadshows and can normally be found on a NGS exhibition stand at a
conference near you telling people about the NGS and what it can offer. | also work with research community groups to
get them involved with the NGS and to encourage their members to use NGS resources in their research. | recently

organised the popular NGS Innovation Forum and I'm already looking ahead to next years so watch this space!

The rest of my time is spent working for EGEE Il (http://www.eu-egee.org/) where | assist with events and dissemination

on a European level I'm also involved with community engagement projects such as ENGAGE

(http://www.engage.ac.uk/) which is examining how researchers interact with e-infrastructure in the UK.

In my spare time | do even more travelling but this time for pleasure as well as attending a substantial number of gigs and

music festivals around the UK and soon Europe.
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The Training, Outreach and Education (TOE) Team, National e-Science Centre (NeSC)

The NGS training team run courses at introductory or intermediate levels, each event attracting people from diverse
research domains. However the NGS is now expanding its support for projects and 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 please

email: training-support@nesc.ac.uk.




ABAQUS 6.8 - the NGS at RAL provides some access to batch runs of the commercial ABAQUS Finite Element Analysis
engineering design program. This has just been updated to v6.8

(http://lwww.ngs.ac.uk/sites/ral/applications/engineering/abaqus.html).

Amberl0 - this is the collective name for a suite of programmes that allow users to carry out molecular dynamic
simulations. RAL and Westminster have upgraded their copies of Amber to v10 with Ambertools v1.2 and with the latest

set of patches (http://www.ngs.ac.uk/sites/ral/applications/Chemistry/amber.html).

Bioinformatics databases provision expanded — in the last NGS newsletter (http://www.ngs.ac.uk/newsletter) there
was an article describing ways to use the NGS Glite 3 WMS-LB resource broker to submit bioinformatics. Since the article
was written, a third NGS site has installed mirrors of the bioinformatics databases discussed. Ngs.leeds.ac.uk joins the
original RAL (ngs.rl.ac.uk) and Oxford (ngs.oerc.ox.ac.uk) nodes in providing identical daily updated copies of the EBI
EMBL nucleotide, UNIPROT protein and other bioinformatics databases (see here
http://www.ngs.ac.uk/sites/ral/applications/bioinformatics/ for a complete list). Leeds has also installed NCBI BLAST
(March 2007) to use with the data.

Bsoft Package 1.5.4 (the PFT3DR package depends on the Bsoft package) — this is a collection of
programs and a platform for development of software for image and molecular processing in
structural biology. Both packages are currently available at RAL

(http://lwww.ngs.ac.uk/sites/ral/applications/ImageAnalysis/Bsoft.html).

EMBOSS 6.0.1 - the latest release of EMBOSS (The European Molecular Biology Open Software Suite) is now available

on the NGS node at RAL (ngs.rl.ac.uk). EMBOSS is an analysis package specially developed for the needs of the

molecular biology user community. The software automatically copes with data in a variety of formats and even allows
transparent retrieval of sequence data from the web. EMBOSS also integrates a range of
currently available packages and tools, for sequence analysis, into a seamless whole
(http://lwww.ngs.ac.uk/sites/ral/applications/bioinformatics/EMBOSS.html).

Gaussian03 EO1 speed up — Gaussian 03 is the latest in the Gaussian series of electronic structure programs. This
application is installed at RAL (ngs.rl.ac.uk) only. The installation has recently been re-optimised and now offers
substantial improvements in run times over the previous installation

(http://lwww.ngs.ac.uk/sites/ral/applications/Chemistry/gaussian.html).

PC-GAMESS / Firefly 7.1.C —this is a freely available ab initio and DFT computational chemistry program. As of autumn
2008, the PC GAMESS project team have split from the GAMESS-US roots and are transitioning the project to the



‘Firefly’ name over the next year. They have just released version 7.1.C which is installed on ngs.leeds.ac.uk now and on

ngs.rl.ac.uk next week (http://www.ngs.ac.uk/sites/ral/applications/Chemistry/pc-gamess.html).

PFT3R Package (pft2, em3dr2) 2.0 - PFT2 and EM3DR2 are programs for computing three-dimensional reconstructions
from two-dimensional projections of 3D objects. The two programs were developed for three-dimensional electron
microscopy -  particularly  biological ~macromolecules imaged by cryogenic  electron = microscopy

(http://lwww.ngs.ac.uk/sites/ral/applications/ImageAnalysis/pft3dr.html)

Scali-MP1 5.6.4 - the latest version of the commercial PlatformMPI (previously known as ‘ScaliMPIl Connect’) MPI libraries
are available on the NGS node at RAL (ngs.rl.ac.uk). All MPI software at RAL is linked to this latest version and is the
default when compiling using mpicc,mpif77,mpif90,mpic++. It provides a number of bug fixes and, for some user codes
which call ‘free()’ repeatedly, it provides a significant speedup. RAL have benchmarked these libraries up to 10% faster

than equivalent open source libraries such as MPICH (http://www.ngs.ac.uk/sites/ral/libraries/compilation.html).

Are you interested in molecular simulations on the NGS?

The NGS is investigating making available CHARMM (Chemistry at HARvard Macromolecular Mechanics;
http://www.charmm.org) to some researchers on the NGS. If you have an interest in running CHARMM on the NGS
please get in touch (support@grid-support.ac.uk).

CHARMM is a versatile and widely used molecular simulation program with broad application to many-particle systems. It
has been developed with a primary focus on the study of molecules of biological interest, including peptides, proteins,
prosthetic groups, small molecule ligands, nucleic acids, lipids, and carbohydrates, as they occur in solution, crystals, and

membrane environments.
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Traditional HPC clusters use batch systems such as SGE or LSF. When the utilization is not as high as desired, it is
useful to backfill with low-priority jobs. An excellent solution for this is Condor since it coexists nicely with the batch
scheduler and can be aggregated with other systems (e.g. teaching clusters, individuals' desktops) to provide a high-
availability service. Condor manages the coexistence by suspending and/or migrating Condor jobs elsewhere through

checkpointing when the batch scheduler places real load on nodes.

The only tricky issue with putting HPC nodes into a Condor pool is that the network "topology" has to permit it, an issue
because compute nodes usually live on a private network. This can be solved through the application of IP-over-IP
tunnelling and iptables-based routing, making it straight-forward to permit Linux desktops and compute nodes to chat

across networks (without the need for local network team support).




Date

Location

Website

NGS presence

4" International 1% — 3| Edinburgh, http://www.dcc.ac.uk/events/dcc-2008/ Poster
Digital Curation December, | UK
Conference 2008
4™ [EEE 7" — 12" | Indianapolis, | http://escience2008.iu.edu/ Presentation at the
international December | US Project
conference on e- 2008 management &
Science user engagement
workshop

Biomolecular 6" — 8" York, UK http://www.ccpb.ac.uk/events/conference/2009/ NGS exhibition
Simulation 2009 January stand

2009
EGEE User 2" — 6" | Catania, Italy | http://www.ogf.org/OGF25/ TBC
Forum/OGF25 & March
OGF Europe's 2nd | 2009
International
Event.
Advanced 24" August | TBC http://www.ngs.ac.uk Organiser
Distributed - 4"
Services September
Summer School 2009

2009 (ADSSS)
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We hope you have enjoyed this edition of NGS News.

If you have any NGS-related news that you would like to see

published in the next edition (March 2009) then please contact Gillian Sinclair (gillian.sinclair@manchester.ac.uk). The

deadline for content for the next issue is the 11" 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 Gillian at the address

above.




