OOKAMI PROJECT APPLICATION

Date: 8/2/2022
Project Title: Porting and tuning amber for A64FX
Usage:

Testbed

[ Production

Principal Investigator: Carlos Simmerling
University/Company/Institute: Stony Brook University
Mailing address including country: SBU, 537 Chemistry / 119 Laufer Center, USA
Phone number: (631) 632-7950
Email: carlos.simmerling@stonybrook.edu
Names & Email of initial project users:

Yuzhang Wang: yuzhang.wang@stonybrook.edu
Usage Description:
The goal of this project is to port and tune Amber (Amber is a suite of biomolecular

simulation programs) for A64FX.

Computational Resources:

Total node hours per year: <15k
Size (nodes) and duration (hours) for a typical batch job:

Disk space (home, project, scratch):

Personnel Resources (assistance in porting/tuning, or training for your users): -

Required software: -
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