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)

' = 100 Nnm " "
GroEL  t-RNA nbosome proteins metabolites
System MG, MG,,; MG, MG,
Cubic box length (nm) 99.8 48.2 48.2 106.2
Program GENESIS GENESIS NAMD GENESIS
Simulation time 20 ns 140 ns 60 ns 10 x 20 us
number of molecules
Ribosomes 31 3 3 24
GroELs 20 3 3 24
Proteins 1238 182 133 1927
RNAs 284 28 44 298
Metabolites 41,006 5.005 5.072
lons 214,000 23,049 27,415
Waters 26,263,505 2,944,143 2,893,830
Total # of atoms 103,708,785 11,737,298 11,706,962

(1 BRFR)

(1,000B8RFR)
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1. Parallel Cascade Selection MD
(PaCS-MD)

(J.Chem.Phys. 139, 035103 (2013))

2. Outlier FLOODing
(OFLOOD) Method

(J. Comput. Chem. 36 97 (2015))
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1. Parallel Cascade Selection MD (PaCS-MD)
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(invited as a feature article in PCCP)
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