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1 Can get quiteomputerintensive with 2D oriented S NottinghamUniversity
' scattering including advanced sampling of error surface A W b A O_l ¢ SNNR T ¢
in parameter space etc. S Diamond Light Source
i ” S + other collaborators
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BUTX ® 6 KI G | 62di GKS AVONEF SAvIfa O2YLY SE sasddva KNIC-: i KI OGS fAGGES 58YVEONE VR 6KENE (KS& TThe Executive team is responsible dorordinatingactivities,tracking
: “apue - Al u )/ a y - e a 4u . - ac u y e - overall progressprganizingmeetings and generally trying to make sure
possible variations could not be captured by a single analytical model with parafmeters nothing falls through the cracks
| Realspace gcjle_neratlon of model candidates and FFT into scattspace, tThecore software teanteamis responsible for developing and
SOU el Tlterate}\ o DR MIE o aurdistribLted throtgh ATSAGL deploying the core plugin framework, web interface, and for porting
! YyDBl rgurtistributedtnroug uite existing code bases into the framework. Chair Joseph Curtis
CCPSAS in a NUTSHELL YEAR 1 GOALS 1The Chemical physics team is responsible for developing new algorithm
Create new and enable existing computational tools to model scattering data in real space to dramag‘ibgl?%eSOftware: . . and new plug!ns. Cha"Fa”harCher? .
. . TDeploy web prototype & begin alpha testing w/ grant members TTesting team is responsible for testing the software with real world
Improve accessiblility by naaxperts. .7 . S . . .- .
TPreliminary design HPC (core & gateway) [ access & usage | applications, feeding back new ideas, usability and bug reports in a
Our approach: Generaensembles of possible structures using as much a priori information as possible £Publish APIs for web framework and SASMOL [ grow developer community continuous cycle. Experience is also used to commence documentation
with high throughput computing methods to screen for reasonable structures that match the data. 2.Chemical Physics Chair: Stevé®erkins
T T ———— A TImplementation of an interface to CHARMid atorsional angle molecular dynamics (TAM@Ddule TDissemination is responsible for promotion of the project and its

T Connectivity imposes constraints
T MD/MC use the physical chemistry/chemical physics of the system in order to provide a representative sampling of phase space
9 T Data from other experimental methods such as AUC, NMR, etc. also poovidigaints y

Tldentify best non protein target problems amldress
3. Testing
N BRAdengngarsligate|test prppcts appropfiage for the state of Hwdtware and kickoff first testing project
Tldentify technologies/build infrastructure: track projectqueue and statussimplify feedback loop and
documentationeffort
4. Dissemination
tBegin engagement activities
Tldentify technologies and build infrastructures (capturing user feedback, providing video tutorials, user

TInclude infrastructure to
It NEPOARS a4 GONFYYAaLI NBYyd |y 00OSaa 02 alt/ €
TProvide as transparent an access to advanced techniques and algorithms as possible (building
experience into software)
I' £ f 296 dlaghinginlof 8ev modules that add new tools
TContinue to iImprove and extennodellingtools
TExtend existing modeling of protein solution scattering to larger classes of problems
tAdding new MD and MC sampling techniques mailing lists, FAQS, eJc
TFully open source which encourages community contribution

Tl ong term support anthaintenance APPLICATIONS: EXAMPLES FROM SASSIE
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20 NMR Structures
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Monoclonal Antibodies

FTest of various atomistic implicit solvent models and simulation protocols for proteins using model systeggsivities , education of the community, and engagement with other
FInitiate testing of sampling protocols and force field options for nucleic acids and glycosylated proteins. projects and other facilities. Chair: Steve King.

STATUS

Organizational

T Webpresence established wittcpsasiomain registered

T Joined CCP steering panel

T Several papers published or in press more to come.

T Talks: NIBB, ACA(2), ACNS, XSEDE

T Started engaging other facilities

T Working groups created team documents describing scope, vision
milestone for each area.

T Fortnightly Executive teail@oToMeetings

T First full projectGoToWebinarmeeting in December (plan monthly

Software development
TGENAPRamework prototype created and tested with SASSIE moc
T1SCISCTPL scattering curve simulation software made open sourc
TWeb prototype implemented: roll out March 2014 tbegin alpha
testing w/ grantmembers
TPreliminarydesign HPC (core & gateway) [ access & upage
TPublishAPIs for web framework and SASMOL [ grow developer
community]
1Glycoprotein Builder Prototype
TCHARMM interface implemented
tNew modules
T Contrast Calculator released and published
T SLBMOL released and submitted| reflectivity of ensembles on/
surfaces |
t SASCALC prototype
+ TAMDprototype

http:// www.ccpsas.org
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