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Our mission

“The creation and dissemination of
methods and tools in the area of
software engineering of massively
parallel applications that enable the
efficient use of HPC resources.”
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* Coupled MD and MPC solver

* Performance screening on KNL

* Assistance in optimizing
application for KNL

SimLab Molecular Systems
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RWTH Job-Mix

* Coupled MD and MPC solver * /7 Representative codes and datasets
* Performance screening on KNL as benchmark-suite for future
* Assistance in optimizing procurements
application for KNL * Ported to and evaluated on a variety
of architectures (x86, OpenPower, ...}

SimLab Molecular Systems RWTH Aachen - =

Dieter Both, Bull GmbH 2013 |
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POP Engagements

* Performance Audits

* 15RWTH, 14 JSC
* DROPS, psOpen, SHEMAT, ParFlow, CIAQ

* Performance Plans
e 1 RWTH + 2 JSC

* Proof-of-concepts
* 3RWTH + 1 JSC
* EPW (10x improvement],
GraGLeS2D (10x improvement)

* Training
* 5 Webinars
* 3 EoCoE Workshops
* 1 Other (Ostrava)
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POP Engagements Ongoing Performance Audit
* Performance Audits e JuPedSim — Jilich Pedestrian
* 15 RWTH, 14 JSC Simulator

* DROPS, psOpen, SHEMAT, ParFlow, CIAQ * Investigate performance and load-

Performance Plans balancing characteristics
* 1RWTH + 2 JSC

Proof-of-concepts

* 3RWTH + 1 JSC

* EPW (10x improvement]),
GraGLeS2D (10x improvement)

Civil Security & Traffic

Training

* 5Webinars

* 3 EoCoE Workshops
* 1 Other (Ostrava)
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Thank you

Marc-André Hermanns (m.a.hermanns@fz-juelich.de)
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