Coupling Continuum to MD in Fluid Simulation:

Thermodynamic Field Estimator Optimal Particle Controller Buffer-Zone Feedback

Ju Li, Dongyi Liao, Sidney Yip

Massachusetts Institute of Technology

Sponsor: Sandia National Laboratory

FIG. 8.

2040608010012014005101520253035404550 y

2040608010012014005101520253035404550y

00.050.10.150.20.250.30.350.40.450.5-0.0200.020.040.060.080.1 t

DY(t)

y y

00.020.040.060.080.10.120.140.160.180.224681012141618

z

V´U´C´Z