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Figure 3:_ Frames from three bowling examples. The initial conditions for he ball and the pin locations are random variables. Given an
the MCHC vales

desied shot.

this case.

asiv

Fig. 1. Schematic representation of the alanine dipeptide molecule (CHs-
CONH-CHCH3-CONH-CH). The backbone dihedral angles are labeled  and v.
The additional variable 0 is the torsional angle O~C~N~C, and is not to be
confused with the dihedral angle  C,—C-N-C.

DAVID CHANDLER

i

A

Fig. 4. - Schematic pathway between stable states A and B, with points on the path marked at

discrete points in time.

exp( —S g {x}])
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Dellago, Bolhuis, and Chandler

shooting

reptation

FIG. 1. Schematic representation of the shooting and the reptation sampling
algorithm. Tn the shooting algorithm new paths are generated by selecting a
time slice along a given path at random and shooting off a path in forward
(dashed line) or backward (dotted line) direction. Reptation moves consist of
deleting time slices from one side of the path and appending new time slices
on the other side. Suitable acceptance criteria guarantee that paths are
sampled according to their weight,

Fig.8 Two typical pathways plotted in the ¢~ plane. The transition states
are indicated by +. The jaggedness of the paths is caused by the fact that we
kept only information from a discrete number of time slices.

0
-180 -160 -140 -120 -100 -80  -60

Fig. 7 Location of transition states in the - plane. The lines represent the
equipotential of mean force lines in the transition state region and are drawn
at 0.25-kcal/mol intervals.

Eric Veach

Photorealistic Rendering

Veach and Guibas (1997)
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Jxg X}, X2)

Woxy, x3) '/.
Lo(xp xy)
Siep, x5 x3)

Figure 1: The measurement contribution function f; is a
product of many factors (shown for a path of length 3).

m; :/ Le(x0—x1) G(x0 < x1) Wa"(x0 — x1) d A(x0) dA(x1)
M2

’ G (x1 4+ %2) Wi (x1 — x2) dA(x0) dA(x1) dA(x2)

+/ Le(x0—x1) G(x0 < X1) fs(X0 X1 X2)
M

Stochastic Series Expansion

MLT

A

Figure 4: Using a two-chain porturbation to sample caustics
in a pool of water. First, the lens edge is perturbed to gencrate

Figiita 2 If orly siditions;and deletions 614 single vertes a point x' o the pool bottom. Then, the dircetion from
are allowed, then patiis cannol. mutate from one side of the original point x toward the light source is perturbed, and a
barrier 1o the other. ray s cast from X' in this direction

Veach and Guibas (1997)

VI.
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25axXF-3

25aXF-4

23axXD-11

deterministic 25aXF-3
Doll 1994
Sasa,Kawasaki 2005 )
Chandler Group (1998
Iba ,2003
- Kurchan (2005)
escape time
n
2o U(zg) =logn (ifn>c:U =0)
_ 2
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Stagger and Step Method

D. Sweet, H. E. Nusse, and J. A. Yorke
Phys Rev Lett 86 2261-2264 (2001)
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Gibbs Sampler
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