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MOTIVATION

~600 Structural Genomics structures
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NMR structures are generally
not very good. ~25 % of
recently deposited structures 1s
seriously lawed
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Structural quality can often be
improved by:

Proper computational
procedures

Validation of input data

Packing Ramachandran  Rotamer Backbone Validation of results
quality plot quality normality normality

e 10% e 50% e 90% Nabuwrs et al. PLoS Comp. Biol. 2, €9, 2006



WHY CLOUDING?

‘t¢ Project needs ~25 programs so
setup/updates Grid too tedious

#¢ Disadvantages vanished
t+ Independence from hardware

#¢ Fasy addition of more slaves




CLOUD COMPUTING

't Sara & Bitbrains

) Hardware and cloud management
= TOPOS (TOken POol Server)

’¢ Developed for grid computing

’¢ Backend server/database at Sara

it VG (Virtual CING) as the virtual machine
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RESULTS

\9/

=2 First tests

s Stress tested with 10k tokens on 17 VMs (34 nodes)
finishing within 2 hours with test script.

= Production

i Validation of 9k entries on ~25 VMs (30 nodes)
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it Average job was ~20 minutes and ~20 Mb

\9/

2 lotal 16 core weeks done 1n 1 week




DREAMS

) NMR_REDO: improved database of NMR structures
’¢¢ Prior efforts done for 100 & 500 but now trying dk+

Tested with 90 entries in cloud setup

*¢¢ Average job was 10 hours and ~30 Mb
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-+ Quality indicators improved significantly

< Resources: Sara, Bitbrains, Condor and/or WeNMR
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