
Medical macromolecular modeling plays a vital role in advancing the understanding of 
biological macromolecules, facilitating drug discovery and design, and guiding personalized 
medicine and vaccine development. However, these models are often computationally 
intensive due to their complexity and the duration of the modeling process. Intel® oneAPI 
Toolkits helped ByteDance improve the performance of these models for their customers. 
By using Intel® MPI Library and Intel® oneAPI Math Kernel Library, the solution improves 
performance by using highly optimized routines, leveraging HPC workloads to facilitate 
efficient communication between different nodes in a parallel computing system, thereby 
accelerating the applications and reducing R&D costs.
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