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Real-Time Time-Dependent Density Functional Theory (RT-TDDFT) Simulations
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Challenges addressed through development of new modules in Qb@Il code

82000 atoms (22,000 electrons)

Highly scalable explicit integrators o 275 5400 atoms (59400 clectronsy . 3

HPC Software Infrastructure
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>40% peak performance

Recent Strong Stability- @ 1.6 million cores
Preserving Runge-Kutta
(SSPRK) methods to reduce

“time-to-solution”.
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- Massively parallel and tailored
to modern HPCs with hybrid
MPIl/open-MP/SIMD.
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