
SANTIAGO, SPAIN, JUNE 2008

                                                     

FINIS TERRAE: TOOLS & APPLICATIONS 

Andrés GómezAndrés Gómez

agomez@cesga.esagomez@cesga.es



SANTIAGO, SPAIN, JUNE 2008

APPLICATIONS SUPPORT 

 INSTALL AND COMPILING SCIENTIFIC 

APPLICATIONS

 TECHNICAL SUPPORT 

 Parallelization

 Libraries

 Tools and scientific programming languages

 Performance

 DEVELOPING VERY SMALL SCIENTIFIC 

APPLICATIONS
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APPLICATIONS SUPPORT (ii)

 3 + 1 TECHNICIANS

 PhD. on Physics (me)

 PhD. on Computational Chemistry

 PhD. on Computer Science

Graduate on Mathematics (Applied, i-MATH)
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APPLICATIONS FOR FINIS TERRAE
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INSTALLED APPLICATIONS ON APRIL 2008

LOOK AT CURRENT LIST ON 

WWW.CESGA.ES OR MODULES

Molecular Calculation

http://www.cesga.es/
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INSTALLED APPLICATIONS ON APRIL 2008
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DEVELOPMENT TOOLS

SOON

COMPILERS AND TOOLS LIBRARIES
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APPLICATION PERFORMANCE
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FINIS TERRAE – MKL Performance
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FINIS TERRAE – MKL Performance
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FINIS TERRAE – SUPERDOME

SUPERDOME HP-UX -MLIB
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FINIS TERRAE – MKL Performance
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FINIS TERRAE – MKL Performance
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FINIS TERRAE – Gaussian Performance

621g

6311G

631g(d,p)

631g(d)

631g

ccpVDZ

CEP4G

D95

sto3g

0 2000 4000 6000 8000 10000 12000 14000

MP2 / Semidirect

FINIS TERRAE
SUPERDOME

Elapsed time / s

CCSD(T)/aug-cc-pVTZ

HF/LANL2DZ

BLYP/cc-pVTZ

BLYP/cc-pVTZ 2proc

BLYP/cc-pVTZ 4proc

BLYP/cc-pVTZ 8proc

0 2000 4000 6000 8000 10000 12000 14000

Gaussian

FINIS TERRAE
SUPERDOME

Elapsed tim e / s



SANTIAGO, SPAIN, JUNE 2008

FINIS TERRAE – SFS: A Gaussian Test
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FINIS TERRAE – FIRST CHALLENGES

¡¡32.000.000 UNKNOWNS!!¡¡32.000.000 UNKNOWNS!!
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SUPPORT AND NEW APPLICTIONS
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INSTALL APPLICATIONS

REQUEST

DETECTION

ANALYSIS INSTALL VERIFICATION

PRODUCTION
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CALCUNETW

EXAMPLE SMALL APPLICATIONS
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SUPPORT

 CONTACT

 E-MAIL: APLICACIONES AT CESGA.ES

 PHONE: +34 981569810

 VISIT (WE LIKE IT!)

 TICKETS

 SERVICES

 ERRORS IN APPLICATIONS

 INSTALL NEW APPLICATIONS AND LIBRARIES

 COMPILE PRIVATE CODES

 QUESTIONS ABOUT PARALLLELIZATION, EXECUTION AND COMPILING

 DEVELOPMENT (VERY) SMALL SCIENTIFIC APPLICATIONS


