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2.​ Bio:  
a.​ Logan Augustine is a Seaborg Postdoctoral Research Fellow in the Physics and 

Chemistry of Materials (T-1) group at Los Alamos National Laboratory. Within 
the SeparationML team, Logan has developed Bayesian Optimization 
techniques to accelerate the discovery of experimental parameters which 
maximize separations performance in relation to the f-elements. Along with 
this, he has conducted computational studies through high-throughput 
simulation for ligand discovery and the understanding of separation 
mechanisms. Logan first joined LANL in 2022 as a graduate researcher 
through a Department of Energy SCGSR fellowship before transitioning to a 
postdoctoral role in 2023. Before LANL, Logan earned his Ph.D. in chemistry 
from the University of Iowa, where he was advised by Dr. Sara E. Mason and 
Dr. Tori Z. Forbes. His doctoral research focused on density functional theory 
studies of contaminant adsorption at mineral–water interfaces, as well as the 
vibrational spectroscopy of the neptunyl ion engaged in intermolecular 
interactions. He received his B.S. in chemistry from Lincoln Memorial 
University in Tennessee in 2018. 
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2.​ The news/highlights (such as C&E News, etc) contributed to this project. 
a.​ LANL Distinguished Performance Award. 
b.​ Seaborg Postdoctoral Research Fellowship - 2024 

3.​ Description of our unique capabilities and software packages with links:   
a.​ High-throughput experiment, the LANL Super Separator (videos, etc) 
b.​ High-throughput simulation, pyrion/flux interfacing with ADF, Gaussian, VASP 
c.​ Architector  
d.​ ML- models, PADRE, MLTB, GPR models, 
e.​ Cinema visualizer 
f.​ Databases for Separation 

 
 


