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Objectives/Goals Abstract
Molecular dynamics (MD) simulations are among the most useful tgetsw c
applications in catalyst optimization, drug design, and proteomic

simulation package with a similar accuracy to existi
using heuristic methods.
Methods/Materials

algorithmic processing. First, aninitial state of only g
solvent are computed using Fast-Fourier Transform £
target molecule is modeled using small stochastic st§
effects, dipole moments, dielectric constants, e
considered in a series of multiplexed matrix opg
the form of Protein Data Bank (PDB) files,
molecular trgjectories.

Results
Solvemetrix is approximately 2.5 ortier sle T2
output of asimilar caliber. So ully cORguted the dimerization states of water-water,

4 er. In doing so, it only used afraction of the
e, if not more accurate, output as EFP, CCSD(T),

computational resources and sti

and MP2. Solvemetrix accuratel d aregu ab initio state when simulating the solvation of
acetone by 216 water moleculg MO energy state was identified after 2,000 iterations and
subsequently visualized. Solye ) asymptotic time, which represents a significant
advantage over other algorit A oft€npMerates in O(n2) time.

Conclusiong/Discussion
Solvemetrix allows ust ¢ ations by afaster computational method. It can be used to
understand the interaci M paCromol ecules in a shorter amount of time. While Solvemetrix is

appl |cat|ons'

Summary t
Solvem impl ement anovel heuristic MD simulation package with asimilar accuracy to
existing so ar fractl on of the computational cost by using heuristic methods.

Help Received

Collaborated with Raghu Dhara, astudent and researcher at Harvard University.
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