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Transfer entropy is an important index for investigating the causal relationship between random variables. It is
known that a phase transition can be detected by transfer entropy. In this work, I propose a method for obtaining
the transfer entropy by applying the variational approximation method to a dynamic Ising model. Our method
is also effective for dynamics that do not satisfy the detailed balance condition. Our method finds the transfer
entropy by solving a transcendental equation. When compared with the transfer entropy obtained by Monte
Carlo sampling, it was found that they qualitatively matched near the transition point; moreover, the match was
obtained with good accuracy in the region deviated from the transition point.
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I. INTRODUCTION

The problem of finding hidden patterns in datasets is fun-
damental in natural science and has a long history. Recently,
as the performance of computers has improved, large datasets
are easily obtained. Machine learning can automatically find
regularity in a dataset through a calculation algorithm and
classify the dataset into different categories using the regu-
larity [1,2]. In actual application, to make effective use of
the obtained dataset, the original dataset is converted into a
new variable by preprocessing to make the problem easy to
handle. This preprocessing stage is called feature extraction.
In machine learning, features are extracted from dataset, and
a machine is learned from the features. This machine learning
method has been applied to various fields of natural science,
and the physics field is no exception. In particular, the anal-
ysis of phase-transition phenomena using a machine learning
method has been actively performed [3—15].

The correlation coefficient is a standard method of exam-
ining the relationship between two variables of a measured
dataset such as {(x(V, y(D), @, y®), ..., &™), y*)}, In
addition, as an information-theoretical method, the relation-
ship can also be examined by mutual information analysis.
In these cases, x and y are treated as random variables be-
cause the dataset includes stochastic properties, such as noise,
during measurement. Although the dependency between vari-
ables can be known from the correlation coefficient or the
mutual information, the dependency is symmetric and does
not consider the direction from one variable to the other. To
examine the causal relationship between the dataset variables,
i.e., “event X has occurred because of event Y,” it is nec-
essary to know the temporal context. Therefore, instead of
looking at the interdependence between dataset variables in an
equilibrium state, like the correlation coefficient and mutual
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information do, it is necessary to examine the dependence of
variables on the temporal change of their observed values.

Transfer entropy is known as an information-theoretic
quantification of the causal effect from Y to X [16,17].
Assuming a time-series dataset {(x(¢), y(¢)), (x(t — 1), y(t —
1)), ..., (x(0), y(0))} (¢ is the current time), if the observation
x(t 4+ 1) at the subsequent time # 4+ 1 depends on the history
of X so far, the probability distribution of obtaining x(¢ + 1)
is P(x(t + 1)|x(#), ..., x(0)). Considering the dependence
of Y on X, the above conditional probability distribution
becomes  P(x(t + D)|x(z), ..., x(0), y(#),...,¥(0)). If
x(t+1) has no effect by Y and is determined solely
by X’s own past observations, then the condition
Px(t 4+ Dx(t), ..., x(0), y(#), ..., ¥(0)) = P(x( + 1)|x(),
...,x(0)) is satisfied. Conversely, if ¥ has some effect
on X (Y has a causal relationship to X), then x(r + 1) is
determined depending on the value of ¥ observed in the past.
The above condition regarding the probability distribution is
not satisfied. Transfer entropy is a quantity used to evaluate
whether these probability distributions are equal or unequal
in terms of the Kullback-Leibler divergence. It is known
that the distribution of the number of states (number of
probabilistic events) must be obtained from an actual dataset
by sampling, and a sufficiently long time-series dataset is
necessary to obtain a reliable conclusion. Thus, for transfer
entropy, whether or not there is a sufficient amount of
datasets to construct a probability distribution is a criterion
for determining whether or not the transfer entropy can be
appropriately applied.

The Ising model is a prototype that investigates the phase-
transition phenomenon of magnetic materials and has been
studied in various ways. Unique phenomena occur at the
phase-transition point, such as divergence of the magnetic
susceptibility or the correlation length. It has been known,
from the information-theoretical standpoint, that mutual infor-
mation shows the maximum value at the phase-transition point
[18]. Similarly, transfer entropy shows a maximum value at
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the transition point [19,20]. Thus, attempts to understand the
phase transition in terms of the information theory are pro-
gressing. However, these studies have been conducted on the
equilibrium state or in the process of reaching the equilibrium
state and do not purely reveal the causal relationship of time-
series data. The equilibrium state is reached by repeating a
transition in the case of a dynamic process that satisfies the
detailed balance condition. In this study, we do not necessarily
assume the detailed balance condition but aim to obtain the
transfer entropy for general dynamic processes. In general,
the dynamic equation cannot be solved analytically, so we
treat the dynamic equation approximately using the recently
developed variational approximation [21-23]. By using our
method, we can estimate the transfer entropy by solving the
transcendental equations without sampling the dataset.

II. MODEL AND METHOD

A. Dynamic model

We consider a graph composed of N vertices and edges
connecting some pairs of vertices. A set of edges is denoted by
£. A discrete random variable s; is assigned to the ith vertex.
The discrete random variable s; is defined by the set of values
it can take, X". For simplicity, we restrict X = {+1, —1}. A set
of discrete random variables is defined as s = {s1, 52, ..., sy}
By interacting with adjacent vertices, each s; changes with
time. To demonstrate s; depending on time, we explicitly
express s;(t) and similarly s(¢) = {s;(¢), s2(¢), ..., sn(t)}. We
represent the probability distribution of s(¢) as P[s(¢)] and the
joint probability distribution of s(t + A) and s(¢) as P(s(t +
A), s(t)), respectively. Although we use the same symbol, P,
for all probability distributions, the probability distributions
which have different arguments as random variables are dif-
ferent from each other. The quantity A is an increment of time
and the value of it depends on update rules. The relationship
between P(s(t + A), s(t)) and P[s(¢)] is given by

P(s(t + A),s(1)) = W(s@t + A)ls@)P[s()], (D

where W (s(t + A)|s(¢)) is a transition probability. Time is
measured in units of the update timescale. The formula of
W(s(t + A)ls(t)) depends on the model dynamics. Marginal-
izing s(¢) in Eq. (1), we obtain the following formula;

Pls(t+ M) = Y P(st+A),s(t))

s(t)yexN

= Z W (st + A)s()P[s()]. (2

s(t)e XN

We consider two types of dynamics of the system, syn-
chronous and asynchronous updates [24-29]. In the asyn-
chronous update, one vertex is chosen and the random variable
on the vertex is changed by a prescribed probability. In
the synchronous update, the discrete random variables are
changed simultaneously following a prescribed probability. In

the asynchronous update, the transition probability is given by
w@(si(r 4 y8)Isi(1), 55i(1))
=1 = yé)st1ysn.sw)
exp [si(t + y8t) 3 ;i Jijs ()]
2cosh [ Y2y Jijsi ()]

where 6t is the discretized time step size, y is a constant with
dimension of inverse time, d,, is the Kronecker delta, and
Jij is a coupling parameter between the ith and jth vertices
[30]. The sign di stands for a set of vertices neighboring the
ith vertex, i.e., 0i = {j|J;; # 0}. In the case of J;; =0, no
edge exists between the ith vertex and jth one. In the case
of a directed graph, the coupling parameter is not symmetric,
i.e., Jij # Jj;. The superscript (a) stands for the asynchronous
update. The quantity y ¢ corresponds to A. When §t — 0,
we obtain a differential equation for the expectation of s;(z).
The expected change with time is obtained by solving the
differential equation. However, we will proceed analysis in
a different way. We set y6¢t = 1/N. Substituting Eq. (3) for
Eq. (1), we obtain

o)

al 1
— (a) At —
[ (s(r+5)

and substituting Eq. (3) for Eq. (2), we similarly obtain

A 5)]

= > lﬁ[w(“)<si(l‘+]lv>

s()eXN i=1

+ yéot , 3)

Si(t),Sai(t)>P[S(t)], “)

8i(1), Sai(t)>P[S(t)]- &)

In Appendix A, we prove that Eq. (5) coincides with the asyn-
chronous update of the Glauber dynamics [31]. Marginalizing
s(t + +) and s(1) except 5;(f + ~), 5;(t), and s5;(1) in Eq. (4),
we obtain

P(si (t + %>, si(), Sat(ﬂ)

= w(“)<s,~ (t + ]l\f> 5i(t), Sé)i(t)>P(si(t)’ sai(),  (6)

where we use the following condition;

= (o)

si(t+x)eX

s5i(1), Sai(t)> = 1. @)

Compared with the asynchronous update, the synchronous
update is much easier to handle. In the case of the synchronous
update, the transition probability is given by

exp [S,'(f +1) Zjei)i ]iij(I)]
2cosh [ 3y Jijsi(0)]
The superscript (s) stands for the synchronous update. The dif-

ference between the asynchronous and synchronous updates is
that the transition probability depends on s;(¢) or not. The time

w (st + 1)]s9:(2)) =

®)
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to update all vertices simultaneously is taken as the unit time.
Substituting (8) for (1), we obtain the following formula:

N
P(s(t + 1), s(1) = [ JwW(si(t + Dlsai)PIs)].  (9)
i=1
Marginalizing s( + 1) and s(¢) except s;(t + 1) and sy;(¢), the
following formula:

P(si(t + 1), s5:(t)) = w (s;(¢ + )]s ())PLsai ()],  (10)

is derived by quoting the following condition:

3w s + Disal0) = 1. (11)

si(t+1)eXx

As shown later, whether or not the joint probability distribu-
tion depends on s;(¢) greatly affects the transfer entropy.

We mention probability distributions after performing the
updates infinitely. The detailed balance condition is met only
when the coupling parameter is symmetric, i.e., J;; = Jj;, and
the update is asynchronous. In the case of an update which
satisfies the condition of the detailed balance, the probability
distribution converges to the Boltzmann distribution. In other
cases, it is not known exactly what the probability distribution
converges to. However, our method is also effective for dy-
namics in which the probability distribution does not converge
to the Boltzmann distribution.

B. Transfer entropy

The mutual information in the information theory exam-
ines interdependencies between random variables that do not
change with time. The mutual information between Ising
spins, which are random variables of the Ising model in the
equilibrium state, shows that it behaves singularly at the crit-
ical point. This is similar in behavior to the magnetic suscep-
tibility. Transfer entropy examines the dependence between
random variables indicated by the time-varying observations.
Usually, transfer entropy is used to examine causality, such
as event X occurring as a result of event Y. In this study,
the transfer entropy is applied to the dynamic Ising model to
investigate the anomaly of the system. However, in this study,
it is not assumed that the system approaches an equilibrium
state by updating the system due to dynamics. Following
Ref. [19], we define the transfer entropy as

1
T=1g 2 T (12)

(i.j)eE |

where the sum is performed for all edges and 7§jﬁxi is defined
by

7;-—>s,-

=YD D Plsilt+ A), si(0), 5;(1)

si(t+A)EX, si(1)eX, s;(t)eX

{P(Si(t + A)lsi(?), sj(t))}
X In .

P(si(t + A)lsi(1)) (1
Here transfer entropy is defined so as to find the causal rela-
tionship that s;(¢), where j is adjacent to i, has to 5;(z + A).
To estimate Eq. (13), we have to evaluate the joint probability
distributions by sampling. Because Eq. (13) is a quantity of
order O(li\,) in the case of the asynchronous update, it is
difficult to estimate it by sampling. In Ref. [19], the sampling
is performed after Eq. (13) has been transformed. As a result,
the sampling is performed in the equilibrium state.

C. Approximate method

To estimate the transfer entropy (12) with Eq. (13), we
have to evaluate the joint probability distributions and the
conditional probability distribution. Because the conditions
are different between update rules, the case of asynchronous
update and the case of synchronous update will be explained
separately.

1. Asynchronous update

Transfer entropy (13) is transformed into
1
Z Z Z P(s,-(t—i-]v),si(l‘),sj(f))
S,-(tJrﬁ)EX, si(t)eX, sj(t)eX

P20,
P(si(t), s;(1))

T(a)

Sj—>Si -

Plsi(t)] }
Psi(t+5) si0) )
(14)

where we set A to % The joint probability distributions which
constitute the transfer entropy are evaluated by marginalizing
the probability distribution, Eq. (6). However, because it is
impossible to estimate the joint probability distribution, we
adopt the cluster variational method as an approximation. In
the cluster variational method, the simplest approximation is
called a star approximation in Ref. [21]. In the star approxi-
mation, the joint probability distribution of right-hand side on
Eq. (6) is factorized by a single-vertex probability distribution
as follows:

P(s; t+l si(), s3:(t) ) = w9 s; t+l |5i(2), s9:(2) P[s-(t)]HP[&(t)] (15)
i N s 9 5 901 - i N i s 900 i J .

jedi
Summing over s;(¢ + 1lv) in Eq. (15), we obtain
1
P(si(t), s5i(t)) = ( Z; XP<S1'<I + N)»Si(t), Sai(ﬂ) = P[s;(1)] /'l_a['P[Sj(t)L (16)
sit+x5)e JEIL

where Eq. (7) is utilized. The formula shows that the probability distribution of random variables at the same time is decomposed
into probability distributions of individual variables. As shown in Eq. (14), we have to estimate the probability distributions,
Pls;(t)], P(s;(t + }V), s;(1)), and P(s;(t + 1%,), si(t), sj(t)). In the star approximation, the probability distribution P(s;(¢), s;(t)) is
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factorized as P[s;(t)]P[s;(¢)], because s;(t) and s;(¢) are on the same time. Considering that s;(¢) is binary, the above probability
distributions can be expressed as follows:

Plsi(t)] =511 + si(t)mi(0)], a7

P(Si<l + ]l\f)’ Sl'([)> :%I:l +Si([ + ]iv)m,(t + %) + s;(t)m;(t) +Si<l + ]l\I)Si(l)Cl'(l + ]lv, t)i|, (18)
P(s,»(; 1) si(t), s,(;)) 1[ +s,< + %)mi(t—k %}) +s,-(t)mi(t)+sj(t)mj(t)+si(t+ ]iv)si(t)ci(t+ ]ivt)

+ Si<t + ]lv)sj(t)dj(t + ]lV’ l) + 5i()sj (£)m;(t)m;(¢) +Si<t + ]lv)si(t)sj(t)tij<t + ]l\/’ l)],
(19)

where m; (1), ¢;(t + Ii\,, 1), cgj(t + %v* t),and ;; (¢ + ﬁ, t) are defined as

Ci<t +
Z > s,(t—i— >s,(r)P<s,<t+ 1) si(t), sj(r)> (22)

; <t+ ! r)
Cij =
N
si(t+3)eX, siteX, s;(t)eX

tij(t—i-]lv,t): Z > Zsl(ur )s,(t)s(t)P(s,(t—l—;]) s,~(t),s_,-(t)>, (23)

S([Jr YeX, sit)eX, sj(t)eX

mi(t) =Y sit)Plsi(t)], (20)

si(t)eX

,t) = Z Z Si<t =+ ]l\I)Si(t)P(Si(t + ]lv)a Si(t)>v (21)

si(t+3)eX, silteX

Z| -

respectively. The derivation of Egs. (18) and (19) appears in Appendix B. The probability distributions must satisfy the following
marginalization constrains:

Plsi()l= Y ( <r+ 1) s,<r)) (24)

si(t+5)eXx
1 1
P(S,‘ (t + N), S,'(l)) :s.%‘xp(&' (t + N), si(1), Sj(t)). (25)

We can recognize that the probability distributions, Egs. (17), (18), and (19), satisfy the marginalization constrains, Egs. (24)
and (25).

To obtain the renewal rule of m;(¢), we multiply Eq. (15) by s;(t + }v) and sum over all the random variables, and then we
obtain

1 1 1 1+ s (t)my(t)
m,-<t + ﬁ> = (1 - N)mi(t) + 5 Z | tanh [ZJiksk(t):| Hf (26)
sai(t)eXx ol kedi k'€di
In a similar way, multiplying Eq. (15) by s;(r + ]iv) and s;(¢) and summing over all the random variables, we obtain
1 1 1 1+ sp(t)my ()
ci <r + N,t) = (1 - 17) + i) > “ tanh |:ZJ,-ksk(t):| Hf (27)
syi(t)eXx il kedi k'€di

Similarly, we obtain

¢, <t + zlv t) — (1 - %})mi(t)mj(t) + ]iv 3 tanh [ZJiksk(r)}j(z) I1 1 se(t)me(t) S"'(zt)m"'(t), (28)
$5i(t)e X191l kedi k'edi
1 1 1 1+ s (6 )mye
i (t + N t) = <1 — N)mj(t) + ﬁmi(t) Z tanh |:Zfiksk(t)j|sj(t) l_[ 2 Siel6 )i E) (zt)mk (t). 29)
$i(t)e X191l kedi k'e€di
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Substituting Egs. (26), (27), (28), and (29) for the probability distributions, Eqgs. (18) and (19), we recognize the probability
distributions divide into O(1) order terms and 0(}\]) order terms. To save space, the following symbols are introduced to represent
the formula:

A = Z tanh [Z]iksk(t):| ]_[ w (30)

S9i ()€ X 1011 kedi k'edi
1+ spr (£)mye (2)
0, = Z tanh |:2Jiksk(t)j|sj(t) 1_[ — 31)
$9i (1) X101l kedi k'€di

Using these symbols, Eq. (18) becomes

1 1 1 1
P<5i (t + JV)’ Si(t)) = Z{l + 5 (t + N)mi(t) + 5;()m;(2) + Si<t + N)Si(t)}

11

1 1
+ ﬁz{si<l + N)[—m,-(t) + Al + S,'(f + N)Si([)[—l + m,-(t)A]}, (32)

and Eq. (19) becomes
Pl s ! . . _1 1 . ! ) . . ) ) . ! )
(Sz(t + N>’ S,(I), S](t)) - g{ +Sz<t + ﬁ)ml(t)+Sl(t)ml(t)+Sj(t)m](t)+sl<t + N)Sl(t)
+ Si(l + %)Sj(t)mi(t)mj(t) + 5:()sj (£ )m(£)m;(1) +Si(f + ]l\])si(t)sj(t)mj(t)}
11 1 A 1 ! A
+ ﬁg{&‘(i + ﬁ)[_mi(t)‘f‘ ]+Si<t + ﬁ)si(t)[_ +m;(t)A]
+ S,‘(l + %)sj(t)[—m[(t)mj(t) + DJ] + S[<l + %)s[(t)sj(t)[—mj(t) + m,(t)DJ]} (33)

Equations (17), (32), and (33) are substituted for Eq. (14), and then O(1) order terms and 0(%) order terms are separated.
Before substitution, we transform Eq. (14) into the following formula

1 P(si(t + 5). sit), 5;(0))
(@) _ . _ . . N J
T = Z Z Z P(S’(t + N)’S’(I)’ Sf(t)) In {P[sj(t)] P(si(r + Iiv),s,'(t))}

sit+5)eX, silEX, s;(1)eX

1 P(si(t + %), si(t), 5;(0))
- 5 5 s lP(sit+ = ). i), 5,0 )1
222 Puspao +ospol (S (”N) ) S’(”) H{P[s,-m] P(si(t+%),si<t>)}

sit+5)eX, siteX, s;()eX

P(si(t), s:(1), 5(1)) }
= P i s 9] P l
s,»(zz)e:x,s,ge:x (50, 510, ;) In {P[sj(t)] P(si(t), si(t))

+ ) D P(—sit), si(), 5;,) In

si(t)eX, sj(t)eX

{ P(—si(0), si(t), 5(1)) } (34)

Pls;(t)] P(— si(t), si(2))

where the formula P(s;(¢), s;(¢)) = P[si(t)]P[s;(¢)] is utilized in the derivation of the right-hand side of the first line. In the case
of s;(t + 1lv) = s;(t), Egs. (32) and (33) become

P(si(t), si(t)) = %{1 + 5i(t)m; ()} + %%{Si(t)[_mi(t) + Al = 1+ m(t)A}, (35)
1
P(si(), si(t), s;(t)) = 1{1 + 85;(O)mi () + 5 (@)m;(t) + s5;(t)s; (@ )m;(t)m;(t)}
11
+ ﬁg{si(t)[_mi(t) + Al =14+ mi)A + s5i(t)sj(O)[—m;(@)m;(t) + 0] 4+ s; @) [—m;(t) + m;(t)T;]},

(36)

042102-5
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respectively. On the other hand, when s;(f + %) = —s;(t), Eqs. (32) and (33) become
11
P(— s5:(1), 5:(1)) ZNZ{Si(I)[mi(t) —Al+1—mi(t)A}, (37)

11
P(—si(0), si(1), s;(1)) = v g SiOmi() = Al 4 1= mit) A + si(0)sj(O)lmit)m; () = Uj1 +5;(0)lm; @) — mi(0)L;1}, (38)

respectively. Note that Eqs. (37) and (38) are composed of only 0(]%,) order terms. Substituting Egs. (35), (36), (37), and (38) to
the last two lines of Eq. (34), we expand it with respect to 1lv If the tedious intermediate derivation process is omitted and the
transfer entropy after the order of O(%) is written out, Eq. (34) becomes

1 1
T =5 > O Ol=m;OA + 0]+ s;mi(O)[=m; (A +0;1)
si()eX, sj(t)eX

1 1
+ N s.(,)XE:X s.(,X)E:X §{Si(t)[mi(t) — A+ 1 —=mi()A + 5:(t)s; (@) [m(t)mj(t) — O] 4+ s;()[m;(t) — m;(¢)T; 1}

< In {Si(f)[mi(f) — Al + 1 —=mi®)A + 5:()s ;@) [mi()m;(t) — ;1 + ;) m;(t) — m;(t)T;] } n 0(L> (39)
{si®[m;(t) — A1+ 1 —m@)AH1 + s;(t)m;(t)} N?

The first term originates from the term of s;(r + %) = s;(¢) in Eq. (34) and the second term from that of s;(r + %) = —s5;(1).
Summing over s;(¢) and s;(¢), the first term becomes zero due to symmetry, and only the second term contributes to the transfer
entropy. As a result, the transfer entropy is derived as

1 1
T =x 2 2 glm@) — AT+ 1 —m(A +s:0)s;O)lmiOm;(0) = Oj] + 5,0l 0) = mi)0;1}
si(t)eX, s;(t)eX
si@)mi(t) — AT+ 1 —m(@)A + 5;(t)s; () [mi()m;(t) — U]+ s;()[m(t) — m; ()]
x In .

(40)
{si(Olmi(t) — Al + 1 —m;i(t) AH1 + s5;(1)m; (1)}

By substituting m;(¢) to Eq. (40), we can evaluate it. When the system is in a steady state, the condition m; (¢ + ﬁ) =m;(t) is
satisfied. Substituting m;(t + }V) = m;(t) to Eq. (26), we obtain

m(@®)= Y tanh |:Z],-ksk(t):| I1 M (41)

spi(1)eX i kedi K edi

Equation (41) determines m;,(¢ ), and can be resolved by an iteration method. Using Eq. (41), i.e., m;(t) = A, we simplify Eq. (40)
as follows;

1 1
Tla=x5 2o 2o gl =mi@m) + si)s;lmi@ym;(0) = O] + 5,)lm; () =m0, 1}
si(t)eX, sj(t)eX

< In { L — m(®)m(t) + s;(t)s; (@) [mi(@)m;(t) — O] + 5;(0)[m; () — m;();] }
{1 —m@)mOH1 + 5;)m;(1)} -

(42)

2. Synchronous update

The derivation of the transfer entropy in the synchronous update is much easier than that in the asynchronous update. In the
star approximation, Eq. (10) becomes

P(si(t + 1), sa:(1)) = w"(si(¢ + Dlsar(0) [ | PLs; )] (43)
jedi

The difference from the case of the asynchronous update is that Eq. (43) does not depend on s;(), i.e., P(s;(t + 1), 5;(¢), 55,(¢)) =
P(s;(t + 1), sy;(t))P[s;(¢)]. The proof of it appears in Appendix C. This property greatly simplifies the problem. Taking account
of this property, the transfer entropy becomes

, P(si(t + 1), 5i(2), 5;(2)) Pls;i(1)]
T, = P(si(t + 1), 5:(1), 5;(1)) In { ’ }
j <,§ex, %:X, ?X ! P(si1),s;(1))  Plsi(t + 1), 5i(t))

P(si(t + 1), 5;(2))P[si(t)] Pls;(1)] }
= P(s; 1), s; P[s; 1
s,»(r;)eé\f, s,(t)ZEX, s,(tgx (it D, s, EPLse)] I { Plsi(t)]P[s;(1)] Pls;(t + D]P[si(t)]
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=— Y Plstt+DInPsi¢t+ 11— Y Pls;()]InPls;(1)]

si(t+1)eXx si(t)eX
+ Y D Pl 4 1D, s; () InP(sit + 1), (1)) (44)
sit+1)eX, sj(t)eX

Note that, compared to the mutual information, P(s;(¢), s;(¢)) is replaced with P(s;(t + 1), s;(t)). To evaluate the transfer
entropy, the probability distributions, P[s;(t + 1)], P[s;(¢)], and P(s;(t + 1), s;(¢)) are required. In the same way as the
asynchronous update, the probability distributions are expressed as

Plsi(t)] =31 + 5;(t)m;(1)], (45)
P(si(t + 1), 5;(1)) _4[1 + 5t + Dmi(t + 1) 4 5;(0)m; () + s:(t + 1)s,(t)c (t+1,1)], (46)

where m;(t) is defined as (20), and cij(t + 1, t) is defined as
i+ ="" Y s+ Dsj(OP(si(t + 1), ;). (47)

sit+1eX, sj(t)eX

The renewal rule of m; () is given as

m@+1D= Y tanh [Zliksk(t):| I1 w (48)

s9i ()€ X101 kedi k'€di

The formula ¢} (it + 1, t) is derived as

qi+ln= > tanh[zjiksk(t)}sj(t)nw. (49)

2
spi(t)e X1l kedi k'€di

Using Eqgs. (45) and (46), the transfer entropy is given as

7:?_)” _ Z 1+s;(t4+ DA ln|:1+s,«(t+1)A:| _ Z L+ s;(t)m;(t) 1n|:1—|—sj(t)mj(z‘):|
si(t+1)eXx 2 2 sj(nex 2 2
L+ s5;+DA+s;(@)m;(0)+si(r + 1)s; (@)L 1+s5i(t+ 1A +5;(0)m; (1) + 5;(¢ + Ds; ()L,
+ Z Z 2 1n|: ) j|

sit+1)eX, s;(t)eX
(50)

where we use the symbols defined in Egs. (30) and (31). In the case of a system in steady state, the relation m;(t + 1) = m;(¢) is
satisfied, and then the transfer entropy is described by a simpler formula.
[

III. NUMERICAL SIMULATION RESULTS where m is evaluated from

To verify the effectiveness of our method, we compare our

results with the transfer entropy obtained by the Monte Carlo Doy
simulation. We adopt Ising models on the square and cubic Z Z tanh | J Zak 1_[ Uk m. (52)
lattices as examples. We assume that the system is uniform so oieX.  opeX =1 1

that J;; = J. Because of the uniformity of space, m;(t) does

not depend on i, i.e., m;(¢) = m(t) for all i. In the case of the

asynchronous update, the probability distribution converges Equation (52) is equivalent to m in the hard-spin mean-field
to the Boltzmann distribution after iterating the asynchronous theory [32-39]. The symbol [ is defined as

update infinitely. In the steady state, m(z) does not depend on

time, and we set m(t) = m. The transfer entropy becomes

1+Uk/m
@ _ 1 | i S =) - Ztanh[JZok}o,HT, (53)
TO=230 3 gll=m’ 00 (n~0) + o'm(1-0)) ek, opex ol

oeX,o0'eX

{1—m2+ao/(m2—D)+a/m(1 —D)}
X In ;

where m obtained from Eq. (52) is substituted in. The quantity
1 =m2)(1 +0'm)

D is the number of neighboring vertices, and the value of D is
(51) 4 or 6 for the square lattice or cubic lattice, respectively. In the
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case of the synchronous update, the transfer entropy becomes

1+om
() —
Y= E(l—i—om)ln( > >

oceX

n Z Z 14+ (o +0o")m+oc’'O

4
oeX,o0'eX

|:1 + (o +o’)m+ao/Di|
X In 1 )

(54)

where m is evaluated from (52), and [ is defined as Eq. (53).
Note that m is common to both the asynchronous and the
synchronous updates in the star approximation.

Using dataset sampled by the Monte Carlo method, the
transfer entropy is evaluated. In the case of asynchronous
update and Ising model on a square lattice, the formula giving
the transfer entropy is obtained in Ref. [19]. The formula
uses both exact solution results, i.e., the exact energy and
magnetization, and the Monte Carlo sampling. In the case
of Ising model on a cubic lattice, the transfer entropy is
estimated by dataset sampled by the Monte Carlo method.
The equation for calculating transfer entropy on a cubic
lattice by Monte Carlo sampling is present in Appendix D.
In the case of synchronous update, there is no formula as in the
asynchronous case for obtaining the transfer entropy, hence
the transfer entropy is evaluated only by sampling. In that
case, the frequency distribution substitutes for the probability
distribution in the calculation of the transfer entropy. The
Monte Carlo simulation is performed on a square lattice
composed of 512 x 512 vertices and a cubic lattice composed
of 64 x 64 x 64 vertices. Periodic boundary conditions are
imposed on both lattices. Samples taken until the system
relaxes to a steady state are discarded. The number of datasets
is 10%, and even if the number of datasets increases further,
there is no difference in the results. Additionally, even if the
size of the system is further increased, the result does not
change.

Figures 1(a) and 1(b) show m as a function of J and com-
pare m (filled circles) obtained by the Monte Carlo simulation
with m (open circles) obtained by Eq. (52). The black curve in
Fig. 1(a) shows the result of the exact solution and is in com-
plete agreement with the filled circles. Figures 1(c) and 1(d)
show the transfer entropy as a function of J when updating
asynchronously. Here, the transfer entropy is multiplied by N.
Figures 1(e) and 1(f) show the transfer entropy as a function of
J when updating synchronously. As can be seen from Eq. (51),
the transfer entropy of the asynchronous update, 7, is a
quantity of 0(%). As shown in Ref. [19] and Eq. (D1) in
Appendix D, the formula of the transfer entropy required for
the calculation by the Monte Carlo method is also in the
order of O(Iiv ). However, as indicated by Eq. (54), the transfer
entropy of the synchronous update, 7, is a quantity of O(1).
The vertical axis of Figs. 1(c) and 1(d) represent N times the
amount of the transfer entropy for the asynchronous update. In
Figs. 1(c)-1(f), the filled circles show the result by the Monte
Carlo method, and the open circles show the result obtained
by our method. The left column shows the result of the Ising
model on the square lattice, and the right column shows the
result of the Ising model on the cubic lattice. The vertical lines

(a) (b)
T2 Ising ]

1 )
3D Ising

asynchronous asynchronous o
N=512x512 N=64x64x64 |,
m ) m
oL, ! ! ! ! . f oL . . f
0 0.2 0.4 0.6 0 0.2 0.4
J J
(c) (d)
2D Ising 3D Ising
| asynchronous . 1 0.02f asynchronous
o004 N=512x512 N=64x64x64
NXT | 1 axr
K 0.01
0.02t
I 03;;;:;0"
55 s
dee” [Pl e | e,
0 0.2 0.4 0.6 0 0.2 0.4
J J
(e) ()
2D Ising 3D Ising
0.2l synchronous . , synchronous
N=512x512 . 0.0af N=64x64x64:

0.1F
0.02

..-'. . .' 0ooo ) .
o o ‘. 250° o, *
o .. 0 o
., 88 00%e
NN s ols
O,M o) ] . Sisne,

0 0.2 04 06 0 0.2 04
J J

FIG. 1. Comparison of the results obtained using the proposed
method (open circles) and Monte Carlo simulation results (filled
circles). Figures in the first row represent the results obtained by
expressing m as a function of J. Figures in the second row represent
the N times transfer entropy expressed as a function of J in the case
of asynchronous update. Figures in the third row indicate the transfer
entropy by synchronous update, expressed as a function of J. Figures
in the left column represent results of Ising model on a square lattice.
Figures on the right column represent the results of Ising model on a
cubic lattice. Refer to text for explanation of vertical lines.

represent the critical points ranging from m =0 to m > 0.
The vertical solid lines show the critical points obtained by
other methods, and the vertical broken lines show the critical
points obtained by Eq. (52). In the case of the square lattice,
the critical value of J is given by the exact solution, and in
the case of the cubic lattice, the critical value of J is estimated
by high-temperature expansions [40]. The critical values of J
are summarized in Table I. As shown in Figs. 1(a) and 1(b),
the behavior of m is the same except for the transition point in

TABLE 1. Ceritical values of J.

Exact and expansion Eq. (52)
Square lattice 0.440686- - - 0.323643
Cubic lattice 0.221654 0.197109
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each case. The difference in the critical value J between other
methods and our approximation method is smaller in the cubic
lattice than in the square lattice. The behavior of m is identical
in both synchronous and asynchronous updates. The transfer
entropy computed by our method exhibits a peak at the critical
J evaluated by Eq. (52). In all calculated cases, the transfer
entropy derived by our method for small and large J is in good
agreement with the one derived by the Monte Carlo method.
However, in the vicinity of the transition point, the difference
in the transfer entropy calculated by these two methods is
large. In the case of the cubic lattice, the range in which the
two results match is greater than in the case of the square
lattice. The behavior of the transfer entropy is qualitatively
the same for synchronous and asynchronous updates.

IV. SUMMARY AND DISCUSSION

In this study, transfer entropy was investigated for the
asynchronous update and also for updates that do not reach
equilibrium, such as the synchronous update. The cluster vari-
ational method was adopted as a method to approximate the
dynamic Ising model. We have developed a method that ap-
proximates the transfer entropy for both the asynchronous and
synchronous updates. Only when the update is asynchronous
and the coupling parameters between vertices are symmetric
is the detailed balance condition satisfied, and the equilibrium
state is reached by repeating the update infinitely. Our method
is applicable not only to the equilibrium state but also to
the nonequilibrium state that does not satisfy the detailed
balance condition. Our method is in very good agreement
with the Monte Carlo simulation results in the J region
excluding the transition point. Even near the transition point,
the simulation results are well reproduced qualitatively. The
proposed approximate method can determine transfer entropy
by solving transcendental equations without the need for sam-
pling, as is case with Monte Carlo simulation. Moreover, even
after deviation from the transition point, the transfer entropy
can be determined by our method with considerable accuracy.
The proposed method is expected to find suitable applications
in models wherein the transition probabilities are known.

Equations (42) and (50) show that the transfer entropy for
asynchronous updates is in the order of 0(1lv) and the transfer
entropy for synchronous updates is in the order of O(1).
Intuitively, the differences in the transfer entropy between
the two types of updates are as follows: In the asynchronous
update, we select one spin with a probability of 1/N per
unit time, and then the spin is flipped over according to the
transition probability. On the contrary, in the synchronous
update, it is simultaneously determined whether or not each
spin is flipped over according to the transition probability.
This difference manifests in the form of a difference in the
order of the transfer entropy.

In the case of the asynchronous update, by combining
Egs. (2) and (3) we can obtain

1 d
gm0 = —mo+ Z“tanh Zlijsj(t) Plsai(t)],
syi(2)eXx il jeai

(55)

N
V

N
V

FIG. 2. Schematic diagram of a square lattice. The symbol e on
the center represents ith vertex. The symbols B represent vertices
adjacent to the ith vertex and correspond to di. The symbols O
represent vertices adjacent to B and correspond to 9(91).

which determines the time variation of m(¢). We have demon-
strated the relation between the above differential equation
and the Glauber dynamics. Taking into account terms up
to the order O(}\,), the differential equation and Glauber
dynamics coincide with each other. The transfer entropy for
the asynchronous update is evaluated up to the order O(zlv)’

with no contradiction in terms of considering the order 0(%\,),
while for the synchronous update, the transfer entropy is
evaluated up to the order of O(1). As the transfer entropy
in the asynchronous case is a quantity on the order of %, it
is found that it is very difficult to directly obtain the transfer
entropy from the empirical distribution.

We discuss the physical consideration of the star approx-
imation and the method of further improving the approx-
imation accuracy. As shown in Appendix E, m;(t + 1) is
determined by the sum of the past states of sy;(¢), and the
states of sy;(¢) are also related to the past states of s5¢5;)(t — 1)
on the vertices adjacent to a set of di. The more we incorporate
the effects of the past, the more distant the vertices will be.
The star approximation only considers the most recent past
states, i.e., only the states of vertices adjacent to the vertex of
interest. Because the star approximation does not incorporate
long-range correlation, the accuracy of the approximation
became poor near the transition point. It can be seen that to
improve the accuracy, it is better to incorporate information
from the past state, i.e., to incorporate the influence from
the farther vertex state. A similar argument holds for the
asynchronous case.

On comparing the two-dimensional results against the
three-dimensional results, it was found that using our method,
the accuracy of the three-dimensional results was relatively
higher. Moreover, the accuracy is expected to improve further
as the dimension increases. To illustrate this, let us consider
the case where the dimensions are sufficiently large. For
the sake of simplicity, let us assume an infinite-range model
where all possible pairs of vertices have been connected.
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Equation (52) becomes

=2 -+ ) tanh <J20k) I Lt oum

o1eX, oNEX k=1 k'=1
N
14+ ovm
= ce tanh(JN - -
> o ) anhOUNm) []—
oEX, oNvEX k'=1
N 1+ owum
=tanh(JNm)l!—[l ZE;( Tk = tanh(JNm).  (56)
=1 o}

By assuming that N is sufficiently large, the relation m =
ﬁ > oy can be used to transform the first line to the second

J

line. By replacing JN with Jy, Eq. (56) reproduces the mean-
field equation [41]. Given that mean-field theory can deter-
mine the exact solution for the infinite-range model; hence,
it can be seen that for the infinite dimension, Eq. (52) leads
to the exact solution. Considering that Eq. (52) gives an exact
solution of m in the infinite dimension, it is expected that using
our approximate method, exact values of transfer entropy can
be determined in the infinite dimension.

We have derived the formula for the transfer entropy by
using dataset under the condition that coupling parameters
Jij are given. Recently, a method that infers the coupling
parameter J;; via the transfer entropy has been developed
[42]. We expect that our method can be used effectively for
parameter estimation [43].

APPENDIX A: PROOF OF THE EQUIVALENCE BETWEEN EQ. (5) AND GLAUBER DYNAMICS

Because y is arbitrary, set y§t =

w@ (si (t +

1

] .
~- We transform Eg. (3) into

1 1
ﬁ)“i(f)’ Sai(’)) = (1 - ﬁ)‘gs,«w,‘v),s,(z) +8, s T a1 >—s,<r)]N

1exp[si(r+ & )ZjeaiJijsj(t)]

2 cosh ( Zjeai J,-jsj(t))

= Ssi(t+,3,),s,(f){ -

1

1
N1+ exp[2s,~(t) Zjesi J,~A,~s_,-(t)] }

+ 5si<r+;v>,—s,-(r>{
= 5-vf(t+ﬁ),s,(t){

where P;[s(¢)] is defined as

Fils(®)] =

1
- ﬁPi[s(t)]} by

1
N1+ exp|2s;(t) Zjegi-]ijsj(t)] }

N NP [, (A1)

1
(A2)

We consider the transition probability

w(s(o+

1+ exp|2s;(t) > jeai Jijsi(0)] '

1 N
N) |s(t)> = ]:[ w@ (s,- (t +

Il\f> i (1), Sai(l))

1
_1—[(30+ M){1 P[s(t)]}—i-Sé(H_ o P [s(t)]) (A3)
—,_z ——
o) o)

Here, the terms in the parentheses are divided into a term of order O(1) and a term of order 0(}\,). We expand Eq. (A3) up to

0(1lv)’ and then

1 u 1 1
W(s(t + N)|s(t)> :]’[5&(,%)&0){1 - ]vPl-[s(t)]} > it H(,)IVJD[s(z)]]_[(x a1 ﬁpj[s(t)]] +

i=1 i=1

=z

= H 5s,v(t+ﬁ),si(t) {

J#i

1
ZPk[s(t)]}+Z5s,(z+ ). s,(t)l_[ 5;(t+L).s50) P[S(f)]+0(N ) (A4)

i=1 J#i

Equation (A4) agrees with the transition probability of the Glauber dynamics [31]. The first term corresponds to the case where
the state does not change, and the second term corresponds to the transition where one spin is turned over.
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APPENDIX B: DERIVATION OF EQS. (18) AND (19)
Given that s;(t + ﬁ), si(t), and s;(¢) take the value of +1 or —1, we can expand Eq. (19) as

P(s,(t + }V) 510, sja)) - %[1 + si(t + ]lv)a 5O+ 5(0)c + s,»<r + }v)sia)d s (z + Ilv)s,,»(r)e

1

+ si()sj(Of + s,»(t + ﬁ>si(t)sj(t)g}, B

where a, b, ¢, d, e, f, and g are unknown constants. The coefficient 1/8 originates from the normalization condition,
Z > > ( ( ) s(t)s(t)) (B2)

sit+5)eX, silteX, s;()eX
By multiplying both sides of Eq. (B1) by s;(r + ]l\,) and adding s;(t + ]i\,), si(t), and s;(t), we obtain
1 1
]Z Z Z S; <t + N)P<Si (t + N)’ si(1), sj(t)) =a. (B3)
sit+3)ex, si()eX, sj(t)eX

Using Egs. (20), (24), and (25), we can demonstrate that a = m;(t + %). By multiplying both sides of Eq. (B1) by s;(r +
%,)si(t)sj(t) and adding s;(t + %), 5;(t), and 5;(t), we obtain

o > si(r + }V)sia)s_,-(r)P(si(z + }V),sia),s_,-(r)) =g (B4)
Si([+ﬁ)e){,S,(Z)EX.SJ'(Z)EX

Using Eq. (23), we can demonstrate that g = #;; (¢ + % t). The other unknown constants, except f, can be determined in a similar
manner. To determine f, we evaluate

1 1
P(si(t), 5;(t)) = Z P( (t + ) 5i(t), S,(t)) [1 +5i(0)b + (1) + si(1)s; (1) f1, (B5)
sit+3)eX
where b and c are m;(t) and m;(t), respectively. In the star approximation, the probability distribution, Eq. (B5), is factorized
as P(s;(t), sj(t)) = P[s;(t)]P[s;(t)]. Using Eq. (17), we can demonstrate that the assertion f = m;(t)m;(¢) holds. The equation
(18) is derived by substituting Eq. (19) in the right-hand side of Eq. (25).
APPENDIX C: PROOF OF P(s;(t + 1), 5;(¢), s5:(t)) = P(s;(t + 1), 55;())P[s:(¢)] IN THE CASE OF SYNCHRONOUS UPDATE

In Eq. (9), we marginalize s(¢ + 1) and s(¢) except s;(t + 1), s;(¢), and s5,(¢), the following formula

P(si(t 4 1), 5:(1), 55i(1)) = w(s;(t + Dlsgi(0))P(sit), 50i(t)), (C1)
is derived. In the star approximation, Eq. (C1) becomes
P(si(t 4 1), (1), 53:()) = wsi(¢ + Dlsai)IPLsi] | | Plsi(0)]. (€2)
jeai

Because P(s;(t + 1), sy:(¢)|si(t)) = P(s;(t + 1), s5:()), the proposition is proved.
APPENDIX D: TRANSFER ENTROPY ON A CUBIC LATTICE BY MONTE CARLO METHOD IN THE CASE OF
ASYNCHRONOUS UPDATE

We present determination of transfer entropy on a cubic lattice using Monte Carlo sampling in the case of the asynchronous
update. It is derived by referring to the derivation in Ref. [19]. The transfer entropy is given by

(@) — qo’
4 { Zq [(1+am)] ZZq"ln[i(uamw/m—goo'u)}}’ B

eX,o'eX

where m and U are the magnetization and internal energy, respectively. It should be noted that coefficient 1/3 is different from
the transfer entropy on a square lattice. In the case of Ising model on a square lattice, the exact solution can be used for m and
U. However, in the case of Ising model on a cubic lattice, m and U are evaluated by the Monte Carlo method. The quantities ¢
and g, are defined by the following equations.

9=3PO) s =3 ({PE) +o (5P}, 2
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where P,(s) is given by Eq. (A2), (---) denotes an ensemble average on equilibrium, and j € di. The quantities (P;(s)) and
(s;P;(s)) are evaluated using the Monte Carlo method for both square and cubic lattices.

APPENDIX E: PHYSICAL CONSIDERATION OF THE STAR APPROXIMATION

We will discuss the star approximation from the physical point of view and the way in which the accuracy of the approximation
can be increased. For simplicity, we assume that the dynamics are provided by the synchronous update. Let us start with Eq. (10).
The magnetization of the ith vertex is obtained from Eq. (10) as

Yoo DT s+ DPGsit + 1), 50i(0))

sit+1)eX, 55;(t)e X 19

= D D s+ DwOsi + Dlsa(@)1Plsai()]

si(t+1)eX, 5 (t)e X1l

mi(t + 1) =

= Z tanh Z]ijsl,-(t) Plsyi(1)].

s91 (1) € X191 jedi

(EL)

In the star approximation, the joint probability distribution P[sy;(¢)] is factorized by a single-vertex probability distribution.
Without the approximation, P[sy;(#)] is obtained from Eq. (9) as

Plss@l= > JTw®Cslsa;tt = DIPLsaain( — DI,

sagan (t—1)eX 10D jedi

(E2)

where 0(di) represents a set of vertices that are further adjacent to the vertices adjacent to the ith vertex. For a more concrete
explanation, let us represent them in the case of a square lattice in Fig. 2. The symbols B and () represent di and 9(di),
respectively. Substituting Eq. (E2) into Eq. (E1), we obtain the following formula,

mit+ 1) =" Y tanh | > Jys;) | [Tw®Cs;lsajt — DIPLsaan(t — 1]

53i (1), sa(ai) (t—1)

i ) : J: -1
= Z Z tanh ZJ,-jsj(t) 1_[ =P [Sj(t)Zkea" skt )]P[sa(ai)(t— 1].

jeai jeai

(E3)

$9:(1), saon(t—1) jedi 2cosh [ Zkeﬁj Jjesi(t — 1)]

jeai

Equation (E1) shows that the sum is performed for s on the vertices e and B in Fig. 2. Equation (E3) shows that the sum is
performed for s on the vertices o, B, and (). To find out how the accuracy of the approximation has changed, we approximate
P[sy@i(t — 1)] as a product of single-vertex probability distributions. Equation (E3) then becomes

mit+1)=>Y_ Y tanh | Y Jysio) | []

59i(1), Sa(ai)(lfl) jeai jeai

exp [Sj(t)Zkeaj Jirse(t — 1)] l_[ 14+ s, — Dmy(r — 1) (E4)

2cosh[Zk€aj Jiese(t — 1] kea (i) 2

For comparison, we assume the system is in the steady state and the coupling parameter J;; is uniform, i.e., J;; = J. We can
then set m;(t + 1) = m and my(t — 1) = m. The critical value of J, where the solution m of the transcendental equation changes
from a value of zero to a positive value, is determined as J = 0.334736. This value is an improvement from the case of the star
approximation and is closer to the exact value in Table I than the value calculated by the star approximation. It is expected that
the accuracy will improve if calculations are performed by incorporating older s in the past.
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