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What is new in NAMD 3.0

• Released June 14, 2024

• NAMD 3.0 has many advantages over NAMD 2.14, including:

• GPU-resident mode providing very fast dynamics:
 Achieves 2x or more speedup on single GPU versus GPU-offload mode, and
 7x or more speedup for multi-GPU scaling on NVIDIA DGX-A100 versus GPU-offload mode

 Supports single GPU and single-node multi-GPU scaling for tightly coupled GPUs
 GPU-accelerated alchemical free energy methods (FEP & TI) for both GPU-offload and GPU-resident modes

• HIP kernel improvements for better performance on AMD GPUs
• CPU-vectorization mode compatible with Intel and AMD CPU models that support AVX-512 instructions
• Achieves speedup of up to 1.8x on Intel Xeon over AVX2 builds
• Update Colvars to version 2024-06-04
• Fix several long-standing issues
• Fix CPU memory leaks
• Fix using advanced features together with GPU atom migration

…

https://www.ks.uiuc.edu/Research/namd/3.0/announce.html



What is Molecular Dynamics
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What is a GPU-resident software
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What is a GPU-resident software
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What is a GPU-resident software
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What is a GPU-resident software

What is the solution?



What is a GPU-resident software
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What is a GPU-resident software

Tightly coupled GPUs



What is a GPU-resident software

What are limitations?



How fast is NAMD 3.0



How fast is NAMD 3.0
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How scalable is NAMD 3.0



How scalable is NAMD 3.0
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