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Deep Computing in Computational Chemistry and Life Sciences
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This seminar will focus on the leading applications available for computational chemistry and bioinformatics.
This seminar will allow you to:

e Discover how the application of computational techniques is changing the world of chemistry and biology

¢ Gain an update on the status of Blue Gene - the world's largest supercomputer built for bioinformatics

e Learn more about key applications and the impact of the open source movement on computational
chemistry and bioinformatics

. J

The guest speaker for this seminar series is Dr Carlos Sosa from IBM and the Minnesota University
Supercomputing Institute.

Dr Sosa is a Senior Technical Staff Member at IBM, and has been a member of IBM's Chemistry and
Life Sciences high-performance computing effort since 2001. Dr Sosa’s duties involve porting,
optimisation and development of applications in Computational Chemistry and Life Sciences. Dr Sosa
also collaborates with the performance group in the area of future architectures and with members of
the Blue Gene/L project. Over the last 18 years, Dr Sosa has focused on scientific applications with
emphasis in Chemistry and Life Sciences, parallel programming, benchmarking, and performance
tuning. His current research interests involve Molecular Cell Biology and prediction of secreted proteins.
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Agenda:

8.30 - 9.00

9.00 - 9.15

9.15 - 10.00

10.00 - 10.30
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Registration & coffee 10.30 - 11.00

Welcome - Andrew Brockfield, 11.00 - 11.30
Business Development Executive -

Deep Computing, IBM Australia Limited

Presentation: Life Sciences Applications

Overview - Dr Carlos P. Sosa

This presentation provides a roadmap for
different Life Sciences applications. It discusses
different platforms available and efforts to port
and optimise Life Sciences applications for this
variety of systems. Some of the applications
discussed include Gaussian03, AMBER, and
BLAST as representative applications in the
area of Quantum Mechanics, Molecular
Mechanics/Molecular Dynamics and
Bioinformatics.

Presentation: IBM Technology Roadmap -
Andrew Brockfield
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Short break

Presentation: Blue Gene/L Update - Dr Carlos P. Sosa
An overview of Blue Gene/L will be presented in
this session. This massively parallel system is
based on a new scalable cellular architecture
that exploits system-on-a-chip technology to
deliver a peak processing power of up to 360
teraFLOPS. BlueGene/L systems can be
assembled in a variety of configurations,
starting with 512 compute nodes. The largest
planned Blue Gene/L machine will have 65536
compute nodes and will be installed at the
Lawrence Livermore National Laboratory,
California. We also provide an overview on
porting applications to Blue Gene/L and the
worldwide status of bioinformatics application
currently being ported the Blue Gene/L.
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11.30 - 12.00 Presentation: Bioinformatics for Genomic Discovery - [~ A

N
Dr Bruce Ross, IBM A/NZ Life Science Sydney Seminar - Customer Presentation 1
Solution Specialist IBM has invited a guest speaker at each of the locations i
This presentation provides an overview of to provide a local case of how technology is being ¥
Computational Biology with emphasis on open- applied in the field of computational chemistry and Life
source bioinformatics. In addition to a brief Sciences. By way of example in Sydney you will hear
overview from helix to genomics we look about how a group of Sydney University researchers, led

at some of the most popular applications by Prof. Albert Zomaya and Dr Lars Jermin, utilised grid

in bioinformatics. technology to solve the fundamental problem in biology

12.00 - 12.30 Presentation: Customer presentation of reconstructing evolution. The customer presentation

. . . will overview how 100 student laboratory PCs were used
Each seminar will have a different

. to create a 100 CPU grid environment to run parallel
customer presentation.

phylogenetics algorithms.

12.30-1.00 Light Lunch

N
If you have a colleague who you feel would benefit from attending

this seminar, please feel free to pass this invitation to them.
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To Register
If you would like to attend this event, please phone 1800 802 796 quoting "Deep Computing" and your date and venue.
Alternatively, fax back your completed form below to (02) 9899 7011. Please feel free to forward this invite to a colleague in your

organisation who you feel would benefit from this seminar.

L] Yes, I would like to attend IBM's Deep Computing in Computational Chemistry and Bioinformatics seminar.

Title: Name: Position:

Organisation: Address: l:“:”:’ l:l
Phone: () Fax: ( ) Email:

v | Date City Venue (Please TICK to indicate which seminar you wish to attend)

]| Monday 21 June Melbourne | Victorian Partnership of Advanced Computing, 110 Victoria St, Carlton South VIC 3053

1| Tuesday 22 June Adelaide South Australian Partnership of Advanced Computing, Level 1, Physics Building,
University of Adelaide, North Terrace Campus SA 5005

[ | Wednesday 23 June | Canberra | Innovations Building, Building 124, Eggleston Road, Australian National University,
Acton ACT 0200

1| Thursday 24 June Brisbane Seminar Room (Room 3146), Queensland Bioscience Precinct
(Building 80), University of Queensland, St Lucia QLD 4072

1| Friday 25 June Sydney Darlington Centre, Darlington Campus, Darlington Road, University of Sydney, NSW 2006

IMPORTANT PRIVACY INFORMATION: Thank you for completing this form. This data may be used by IBM or selected organisations to provide you with information about other offerings. To receive this
information via email tick the first box below, alternatively if you would prefer not to receive such information by any means, please tick the second box. CIPlease use email to send me information about
other offerings CIPlease do not use this data to send me information about other offerings. You can request access to or correction of your details by calling IBM on 13 24 26
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