
FtsZ  
 

1.  

29 ( )

FtsZ , 

, FtsZ

 

 

2.  

 (Molecular Dynamics: MD) 

, , MD

, 

 , MD

, D. E. Shaw

 ”Anton” , MD

, , 

 [1-5] , 

MD

, , MD

, , 

 

, 

, 

, MD , 

MD

, , , 

MD , Maxwell-Boltzmann

, 

, 

スーパーコンピューティングニュース� Vol.�20,�No.�Special�Issue�2,��2018-  15  -



,  

, 

: (1) Parallel Cascade Selection MD (PaCS-MD) [6-12], (2) Fluctuation Flooding 

Method (FFM) [13], (3) Outlier FLOODing (OFLOOD) method [14-18], (4) TaBoo SeArch algorithm 

(TBSA) [19-21], (5) Structural Dissimilarity Sampling (SDS) [22,23] , 29 ( )

PaCS-MD , 29 ( ) PaCS-MD

, 

FtsZ [24] PaCS-MD , 

[25]  

 

3.  

3.1  

, 

MD

 

, 

, 

MD

, 

 [26,27]

, , , 

, 

, , 

, 

 , , 

, MD

, , 

, 

 

1 1 , 

, MD

 

1:  

スーパーコンピューティングニュース� Vol.�20,�No.�Special�Issue�2,��2018-  16  -



, 

, 

, , 

(Root Mean Square 

Deviation: RMSD)

RMSD , 

, MD

, 

2  

2 , (measures)

, N (seed-1, seed-2, …, 

seed-N) , MD

, ( RMSD ) , 

, 

, (Umbrella 

Sampling: US) [26,27] (Weighted Histogram Analysis Method: WHAM) [28-30]

,  

, (Markov State Model: MSM)

, MD

1 ,

, , 

MD , 

, , 

, MD

, MD , 

, (T)

, , π = Tπ (π: )

, 

( ) , , 

[7,8,31] US/WHAM , MSM

, . 

 

2:  

スーパーコンピューティングニュース� Vol.�20,�No.�Special�Issue�2,��2018-  17  -



3.2 Parallel Cascade Selection MD (PaCS-MD) 
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