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Inverse lookup tablejZ

Jung et al., J. Comput. Chem., 34:2412-2420, (2013)
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System : 11.7 M atoms (time step = 2fs)
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 ATDYN (ATomic decomposition DYNamics simulator):
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ATDYN/SPDYNZL B IZETE [ BEL Y

o 1t e I ETE (constraint)
> Steepest Decentjk > SHAKE (Leapfrog)
e |Integrator » RATTLE (Velocity Verlet)
» Leapfrog » SETTLE
» Velocity Verlet e FFT (PME)
« FUHYLIIL > FFTE
» NVE » FFTW
» NVT e Restraint functions
Langevin » Position
Berendsen » Bond
» NPT » Angle
Langevin Piston » Dihedral angle

(Isotropy of Simulation box:
Isotropic, Semi-iso, An-iso,
XY-fixed)
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