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Abstract We consider Glauber dynamics for the low-temperature, ferromagnetic Ising
Model on the n-dimensional hypercube. We derive precise asymptotic results for the crossover
time (the time it takes for the dynamics to go from the configuration with a “—1” at every
vertex, to the configuration with a “+1” at each vertex) in the limit as the inverse temperature
B — oo.

Keywords Metastability - Ising model - Interacting particle systems - Glauber dynamics -
Hypercube

1 Ising Model on the Hypercube

Put in simple terms, metastability is the phenomenon describing a stochastic process that is
temporarily trapped in the neighbourhood of a metastable state, away from the stable state
which corresponds to the thermodynamic equilibrium. Usually this trap comes in the form of
a local minimum of an associated energy function, and over a short time scale the observed
process appears to be in a quasi-equilibrium. Viewed over a longer time scale, the process
manages (after many unsuccessful attempts) to overcome the energy-barrier that separates it
from a global minimum, which is often unique and the only true equilibrium.

In the physical world, observations of this phenomenon can be witnessed for example in
magnetic hysteresis and in the condensation of an over-saturated vapour. In the context of
statistical physics, the three main points of interest for metastability are the transition time
from the metastable state to the stable state, the gate of critical configurations the process will
visit in order to achieve the transition, and the tube of typical trajectories the system follows
when making this transition. These have been studied intensively in the past decades, aided
by the development of a number of powerful tools.
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The first of these tools is a method known as the pathwise approach and based on large devi-
ation theory. Initially this was introduced by Cassandro et al. [11] for the Curie—Weiss model
and the contact process on Z, and later by Neves and Schonmann [21] for the Ising Glauber
model on Z2. This approach was then generalized by Olivieri and Scoppola [22,23] and
Catoni and Cerf [12] for reversible and non-reversible Markov chains. A particular strength
of the pathwise approach is that it can be applied to study all three of the aforementioned
points.

A second method, known as the potential-theoretic approach, was developed by Bovier
et al. [6-9]. This method makes use of results from electrical network theory and their
applications to reversible Markov chains, and was used by Bovier and Manzo [10], and
Bovier et al. [5] to obtain sharper results for the Glauber and Kawasaki Ising model.

The pathwise and potential-theoretic approach are the subjects of two monographs: the
first is treated by Olivieri and Vares in [24], the latter by Bovier and den Hollander in [4].

A third method, known as the martingale approach, was developed more recently by
Beltran and Landim in [1-3] and applied to the study of metastability for the Ising model in
Y/

Since their development, these approaches have been used to study metastability for a
variety of models. For instance, an analysis in Z¢ for a nucleation-and-growth model was
done by Dehghanpour and Schonmann [14], and for the d-dimensional Ising model by Cerf
and Manzo [13]. Kotecky and Olivieri [18-20] also applied this method for the Glauber
Ising model with isotropic, anisotropic and staggered interactions. More recently, a study of
metastability for the Glauber Ising model on random graphs was done by Dommers [15] and
Dommers et al. [16].

In this paper we use general theory from the potential theoretic approach to derive results
for the Ising model set on an n-dimensional hypercube. This study is motivated by the distinct
geometry of the hypercube. It is an expander graph, and should therefore give rise to very
different dynamical behaviour (discussed in Sect. 1.4). At the same time, its strong symmetry
makes it sufficiently tractable to fully exploit the potential theoretic approach in obtaining
sharp results.

The general theory behind the potential-theoretic approach shows that in the limit § — oo
and under certain regularity conditions, the average crossover time—i.e. the time it takes for
the process to go from the H configuration (corresponding to a —1 spin at every vertex
of the hypercube) to the B configuration (corresponding to a +1 spin at every vertex of the
hypercube)—behaves like K exp (—BI™*) for some K, I'* € RT. We show that for the hyper-
cube the required conditions are met (subject to necessary constraints on the parameters),
obtain exact solutions for K and I'*, and give a full description of the critical configurations
seen by the process when making the transition from H to H. In order to do this, we investi-
gate specific geometric properties of the hypercube and of the induced graph of the Markov
process (explained further in Sect. 1.1). We will show that in case of the hypercube, I'* is
proportional to the volume of the cube (i.e. it is of order 2"). This differs dramatically from
the Ising model on a finite box in Z¢, where I'* does not depend on the volume of the box
(see [13] for instance).

1.1 The Ising Model on the Hypercube

We will denote the graph of the n-dimensional hypercube by 9, = (V,, E,), where V,, =
{0, 1}"* are its vertices and E,, = {(v,w) € V,, x V,, : |lv — w]||; = 1} its edges. Here for
avertex v = (vq,...,Vy) € V,, the norm ||-||; is defined by |v||; = Z;’:l v;. If O, is an
r-dimensional sub-cube of Q, (a subgraph of size 2" that is isomorphic to an r-dimensional
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Metastability for the Ising Model on the Hypercube 137

hypercube, and hence all its vertices agree on n —r co-ordinates), we shall (by a minor abuse of
notation) write “A C Q,” to mean that A is a subset of the vertices in Q. By “Ising Model
on the hypercube” we are thinking of the configuration space Q@ = {+1, —1}"* together
with an associated Gibbs measure on this space, defined in (1.2). This configuration space
corresponds to the assignment to each vertex of exactly one of two spins (either +1 or —1).
Hence an equivalent representation of 2 is the power set P (V) of V,, where A € P (V)
is identified with the configuration that assigns (+1) to every vertex in A, and (—1) to every
vertex in A (the complement of A). Therefore we will (by further abuse of notation) identify
Q with P (V,,) and refer to the terms in P (V,) (and hence €2) as configurations, whenever
there is no threat of ambiguity.

Two special configurations (subsets) deserve their own symbols—we will denote by H
and H the configurations V,, and ¥ in Q2 (equivalently, these are the two configurations with
a (+1) / (—1) assigned to every vertex). The Hamiltonian function H: 2 — R associates
an energy with each configuration A €  according to

J h _
H(A):—§(|E,,|—2|E(A,X)])—E(|A|—]A|) (1.1)

where for two subsets U, W C V,,, E (U, W) C E, is the set of all unoriented edges with
one endpoint in U and another in W. The parameters J > 0, 2 > 0 are fixed constants,
known as the interaction and external field parameters, respectively. The Gibbs probability
measure on 2 is given by

1
mp (A) = ——exp (=pH (A)) (1.2)

with f > 0 being the inverse temperature and Z, the normalizing constant. Our interest
is in the behaviour of the system when 8 — oo, thus we may take J = 1, which simply
corresponds to a rescaling of g and h. Then with J = 1, we will also assume throughout
this paper that 0 < i < n, and some of our results will also require that % is not an integer.
The implications of, and reasons for having these assumptions will be discussed in Sects. 1.4
and 5.

The final ingredient will be to define the dynamics on 2. To do this, let us first define

E={(A,A)ePV)xP (V) : |[ArA|=1}, (1.3)

where fortwosets A, A’ C V,,AANA' = {A\A’} u {A’\A} denotes their symmetric differ-
ence. We consider continuous-time Glauber dynamics, which is a reversible, continuous-time
Markov process (&;),>0 with (1.2) as its equilibrium measure, and is defined by the transition
rates

0 otherwise

o 6.6 = {exp (-8nE) -n®)],). E&)es »

where [H (§') = H (§)], = max {0, H (&) — H (£)}. Thus, from (1.3) it is clear that cg
defines single spin-flip dynamics, with transitions corresponding to a sign change at a single
site.

1.2 Metastability

In order to discuss and describe metastable behaviour, we will need to investigate certain geo-
metric quantities. The first of these is the communication height between two configurations
£, &, defined by

P (g’ “;‘/) = y:?glg’ 1(171621;(7-[ (o) (1.5)
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where the minimum is taken over all paths y : & — &' on the graph (2, &,). The stability
level of a configuration § € Q\ {H} is defined by

Y= i 6P EH-HE). (1.6)

It is easy to see from the definition of H in (1.1) that the set of stable configurations,

Qy = {S €Q: H(S)ZIEH'SH(S)},

€
always reduces to Q2; = {H}. The set of metastable configurations is defined by
Qn = e Q\{H}: ¥+ = max ¥
m {S \ £ i) s}

and identifying this set is generally not a trivial task. We will show that for the Ising model
on Q,, 2, = {H} whenever metastable behaviour occurs (see paragraph following Theorem
3). This justifies our next definition, namely the energy-barrier between the metastable and
stable configurations,

=o@E,B)-H®@B). 1.7)

Note from (1.1) that for any o € 2 (recall that we are taking J = 1),

J h J
H(o)—H(BE) = —5 UExl =2]E(0.0)]) = 5 (o = [o]) + = (1Exl = 2|E (ER:2)]))

h
+3 (I8l —n)
= |E(0o,0)| —hlo]
and hence
I'= min max (|E (0,5)| —hlo|) (1.8)
y:H->HB oey

We call paths y : H — H that satisfy the minmax in (1.8) optimal paths.

One further point of interest will be the critical set €* C Q and the proto-critical set
P* C Q of configurations, defined as the unique, maximal subset €* x Z* C Q2 that
satisfies the conditions

1. VEe 7, 3 €6 st (§,.&) €&,
VE e, I e 2 st (6,8) €&,
2. VEe »*, d(£,8) < o (&, B
3. VE€ 6", Jy : £ - B st 1}1621;(7-{(;) —-H@E) <T*

andy N{L €eQ: (¢, B) <, B} =0 (1.9)

Uniqueness follows from maximality and the observation that if (%7, 22}) and (%3, 23)
both satisfy the above conditions, then so does (‘51* Uey, 27U 275 ) Forany A C Q, define

ta=inf{t >0: & e A 0 <s <t:& #&)}

to be the first hitting time of the set A C 2 once the starting configuration has been vacated.
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Metastability for the Ising Model on the Hypercube 139

The following hypotheses are required in order to state the key theorems of the potential
theoretic approach.

HD @, = {5}
(H2) & — |¢ e 2 : (£,€) € &) is constant on €™ (1.10)

Hypothesis (H1) is an essential hypothesis for all results given below. Indeed, the validity of
(H1) will be verified in Theorem 3 where it is also shown that if (H1) is not satisfied, then
the system does not display metastable behaviour. Hypothesis (H2) states that 3k € N such
that every configuration & € %™ has exactly k neighbours in &7*. This hypothesis is only
necessary for the second result in Theorem 2. We will verify the validity of (H2) in Sect. 4,
where we also derive a description of the sets &7* and ¢™* defined in (1.9).

The potential-theoretic approach to metastability relates the crossover-time—the first hit-
ting time of the configuration H by a process starting at a metastable state—to the quantities
defined above, via the following theorems.

Theorem 1 (Theorem 16.5 in [4]) Suppose that (H1) and (H2) hold. Then there exists a
constant K € (0, 00) such that

lim exp (—pT™*)Eg [tm] = K.
B—00

Theorem 2 (Theorem 16.4 in [4]) Suppose that (H1) and (H2) hold. Then

@) limg_ 0o Py (t9+ <T@ ™R < T1) = 1.
(b) limg_, 00 Py (t5+ = &) = 1/|€*| forall & € €*.

In order for these results to give substantial quantitative insight, one has to verify that (H1)
and (H2) hold, and establish what I'*, K and ¢* amount to. This is the basis of our results.

1.3 Results
Our first result assures the validity of hypotheses (H1) and (H2).

Theorem 3 Suppose that 0 < h < n. Then the hypotheses (H1) and (H2) hold, and hence
Theorem I and Theorem 2 apply.

It follows from the proof of Theorem 3 (given in Sect. 5) that the condition 2 < n is essential.
Indeed, for 4 > n, H has no local minima. That is, for every o € €2, there exists a finite path
o = 09,...,0y = H with (06,0i41) € & and H (0;) > H(0j4+1) ,i =0,..., M — 1,
and thus no metastable behaviour is observed in this system (from (1.4) it follows that
cp (0i,0i+1) = 1, and hence limg_, oo Eg [tm] < 00).

Our second result gives a description of the set 4™*. Recall that an isomorphism on Q,,
is a bijection ¢: V,, — V), such that (¢ (v), ¢ (w)) € E, if and only if (v, w) € E,. For
A C V,, define

M (A)={A" CV,: A= ¢ (A) for some isomorphism ¢} . (1.11)
B A [(=h)/21-1 ~ - .
When i < n — 2, define the sub-sets {W;}, 7 of V,, in the following way:
Wi={v=(i,...,v5) €V,: vy =0fori >[n—h—2]}

Wi={v=(1....,v) € Vu: vpuop—21 =1, v =0fori > [n—h —21} (1.12)
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Fig. 1 Schematic representation of the critical configuration U[(”l m/2] W; € %*. In this example,
[(n — h) /21 = 4. Note that |W3| = 4, which is the case if and only if [n — A7 is even

andfor2 < j <[(n—h)/2]
Wj:{veWLﬁ1%:0%H::M—h—2ﬂ,h—h—2j+ﬂ}
W]/ = {U (S W]/;l: Uln—h—2j+1] = 0, Uln—h—2j1 = 1] . (1.13)
Lastly, let Wy, —n)/27 be the set with the single vertex in w € W!{(n—h)/2'|—1 that satisfies w; =
Oforalll <i<[n—h—-2((m—nh)/2]—1)—1].Henceforl <i <[(n—h)/2]—1,
W; is the set of vertices of a [n — h — 27]-dim sub-cube of Q,,, and for i > 1 the set W; is

adjacent to all of Wy, ..., W;_. By this we mean that forevery 1 < j <i < [(n — h) /2],
W; N W; =@ and Yw € W;, v € W; such that (w, v) € E,. See Figure 1 above.

Theorem 4 Suppose that h < n and h is not integer valued. If n —2 < h < n, then €™ is the
set of all singleton configurations—i.e. €* is the set of all configurations that have exactly

one vertex with a +1 spin. If0 <h <n —2, €* = (UH" m/21 W)

Thus for i < n —2, critical configurations take the shape of a series of shrinking, adjacent
sub-cubes of Q,, (with the smallest being 1-dimensional if [#n — & is odd and 2-dimensional
otherwise) together with a protuberance (in the form of a single vertex) which is adjacent to
all the other sub-cubes.

Our third result determines the value of the energy-barrier I'* in terms of the parameters
of the system.

Theorem 5 Suppose that h < n. Then the energy-barrier T'* is given by
! [n—h1
=§Q—h+MD@ +k—Q—e (1.14)
where € = [n — h] mod2.
Our fourth result gives the prefactor K under the assumption that % is not an integer.

Theorem 6 Suppose that 0 < h < n and h is not integer-valued. Then

K=2T" (l—i—l) (1.15)
n
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Metastability for the Ising Model on the Hypercube 141

forh >n—2, and
3 Th1!
(1 +e)nl2n
forOQ <h <n—2, where ¢ = [n — h] mod2.

(1.16)

1.4 Discussion

From the perspective of the potential-theoretic approach to metastability, the theorems in
Sect. 1.3 give a complete description of the metastable behaviour of Ising spin-flip dynamics
on the n-dimensional hypercube. The metastable regime is characterized by the inequality
0 < h < n. Within this regime, and for a fixed value of &, we see from (1.14) that

1
'~ gz—L’fJ Q—h+h])2",

showing that I'* grows proportionally to the volume of V;,. A look at equation (1.8) hints that
this should indeed be the case. The hypercube Q,, is an expander graph (which can be easily
concluded from Theorem 7), meaning that there is some p > 0 such that

lim inf M

> p.
n—00 ACV,,1<|Al<|V,l/2  |A]

Thus from (1.8) it is clear that for any such graph, I'* > (p — h) “g”l, growing linearly (or
faster) with the volume of the graph whenever /4 is sufficiently small.

Critical configurations take the shape of a series of adjacent cubes that are decreasing
in size, with the final cube being a single vertex—a protuberance, similar to what is also
observed for the Glauber Ising model on Z2. A noteworthy distinction from the Z¢ case is
that on Q,,, adjacent cubes decrease in dimension arithmetically by 2, whereas in Z¢ the
critical configuration is a union of ‘quasi-squares’ that decrease in dimension arithmetically
by 1 ([13,14] give a description of critical droplets in Z%).

Due to the large size of 6™*, the prefactor K decays in a super-polynomial way with respect
to the volume of V,;:

K = |V,|~(HloglogalVal)

forsomea > 0.In contrast, for the Glauber Ising model on 72 (where the Ising model is set on
an n X n torus, denoted by A,), it is known that K = ¢ |A,, |~! for some ¢ > 0 (see Theorem
17.4 in [4]). Indeed, in Z? a critical configuration can be described as a quasi-square—an
€1 x £y rectangle with €1, €> € N, |£; — £3]| — 1. Hence in that case ¢ is obtained by taking
all lateral translations of two quasi-squares (one is £1 X {7, and the other £, x €1). Clearly
this is a proportion of the area | A, |. The hypercube permits a much larger set of isomorphic
translations, resulting in ¢ being a considerably bigger set.

From the proof of Theorem 5 and Lemma 5 it is evident that when 4 is an integer, optimal
paths can contain a ‘plateau’ at the top. This has no implication on I'*, but it does complicate
the description of the set ¢™*, and would require a separate (and somewhat more difficult)
analysis to determine the prefactor K.

1.5 Outline of the Paper

Our main focus will be on particular geometric properties of the hypercube that relate to the
triplet (I'*, ¢™*, K). In Sect. 2 we will first establish some known results related to isoperi-
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metric inequalities on the hypercube, followed by a new result on this subject (Lemma 1).
These results are applied in Sect. 3 to isolate local and global maxima of the energy function
‘H given in (1.1) along an optimal path, and to prove Theorem 4, Theorem 5 and the validity
of hypothesis (H2) in Theorem 3. In Sect. 4 we prove Theorem 6 by computing the prefactor
K. In Sect. 5 we give a proof of hypothesis (H1) in Theorem 3. Sect. 6 contains the proof
of Lemma 1, which together with Theorem 7 gives a description of all sets that solve the
isoperimetric problem in equation (2.2).

2 Isoperimetric Inequalities for the Hypercube

In this section we state an edge-isoperimetric problem and a result from [17] that gives a
solution to this problem. We show in Lemma 1 that this solution is in fact the only one, up
to M-equivalence (as defined in (1.11)). We use this to define an optimal path y: H — H
in Lemma 2.

The definitions (1.1) and (1.7) suggest that I'* will be closely related to the following
edge-isoperimetric problem: given a graph G = (V, E) and integer 1 < k < |V|, what is
min {|E (A, A)| : A CV, |A| =k}? We will say a set A has minimal edge-boundary if it
satisfies this minimum. Solutions to this problem are known for the graph Q, (see [17]).
Aside from determining the minimum above, we will also need to identify all subsets of V,,
that have a minimal edge-boundary.

Define the function ¢ : Ng — Ny as follows. For i € Ny, leti = 2?0:1 aij’l be the
binary decomposition of i, and let g (i) = Y o, a;. The following gives a solution to the
edge-isoperimetric problem for the hypercube.

Theorem 7 (Theorem 1.4 and 1.51in [17]) Fork € N, 1 < k < 2", define yx < V, by

n
Yk = v:(vl,...,vn)eVn|Zv,-2"71<k 2.1)

i=1

and note that |yi| = k. Then

k—1
E (e 70l = (_min _ [E (5. 5)| = nk - 2;q (i) (2.2)

For a set S of size k, we will say that |E (S, @} is minimal if S has a minimal edge-
boundary.

Definition 1 (See also good set in [17]) A set S C V,, with |S| = k is called a good set if

(1) k=1,o0r

) if2" <k < 27+ for some 0 < r < n — 1 and there is some r + 1 dimensional sub-cube
C,41 containing S, such that C, 4 is the union of two disjoint r-dimensional sub-cubes,
Cry = (Crl, Crz) with respective vertex sets Vr1 and Vr2, which satisfy ‘S N Vr1| =2
and S N V? is a good set.

In other words, § is a good set if it ‘decomposes’ into a disjoint union of adjacent sub-cubes
that decrease in size. It is shown in [17] that if S is a good set, then | E (S, S)| is minimal.
Equivalently, every good set S makes |E (S, S)| maximal (i.e. for any U C V,, of size |S],
[E (S, S)| = |E (U, U)|). It is easy to verify that (2.1) defines a good set for every k, and
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V7

Fig. 2 From the definition of y; in (2.1) it follows that the binary decomposition of k completely describes
the configuration yy. For example, k = 7 = 20 421 422 implies that 7 is a configuration consisting of a
2-dim, a 1-dim, and a 0-dim sub-cube, and there are edges between any two of these three sub-cubes

thus by symmetry, the set of all good sets is given by M (yx). Hence every & € M (yx) has
minimal edge-boundary. See Figure 2 above.

This information will be sufficient to compute I'*. However, in order to determine the
prefactor K in Theorem 1, we will see that it is necessary to examine all sets of a particular
volume that have minimal edge-boundary. The following lemma proves that the sets {yk}%n: 1
in Theorem 7 and their isomorphic translations are the only sets with minimal edge-boundary.
To the best of the author’s knowledge, this result has not been established in any previous
work.

Lemma 1 Let S C V, be a subset of the hypercube. Then |E (S, 3‘ is minimal if and only
ifSeM (VIS\)- Equivalently, |E (S, §)| is minimal if and only if S is a good set.

The proof of Lemma 1 is given in Sect. 6.
Let yo = B, and note that the path y : H — H given by

Y =0, V15, Y1, B) (2.3)
as defined in (2.1) is a Glauber path (i.e. a path in (€2, &,)), since by definition the set yx41 =
v U {w} where w = (wy, ..., wy,) € V, is the unique vertex that satisfies Z?:l w2t~ =

k + 1. By Theorem 7 we have the following immediate conclusion.

Lemma 2 The path y in (2.3) is a uniformly optimal path. That is, for all o € Q, H (o)
H (Vo).

A%

3 Critical Configurations and Computation of the Energy-Barrier I'*

From Lemma 2 we know that the path y in (2.3) is an optimal path. In this section we prove
Theorem 5 by computing the maximum value H attains along this path. The proof yields
the volume of the first configuration along y that attains the value I'*, which we use to
prove Theorem 4. We end the section with a brief argument justifying hypothesis (H2) in
Theorem 3.

We begin with the following elementary result.

Lemma3 ForanyO <r <n,

2" —1

> qiy=r2! 3.1)
i=1
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144 0. Jovanovski

Proof The proof is by induction. Note that (3.1) is clearly true for » € {0, 1}. Suppose that
this also holds for all » € {1, ..., k}. Then

2k+1 1 21(_1 2k+1 1 2k 1
> q(l)—Zq(l)Jr dog =k 425+ Y i) =k+D2" (32
i=1 i=0k i=0

The second equality follows from the observation that for any 0 < i < 2X, the binary
expansion of the number 2% + i has exactly one more “1” than the binary expansion of the
number i. Note that the right-most term in (3.2) is equivalent to (3.1) with r = k + 1. This
completes the proof. O

A different proof of Lemma 3 is also given in [17].

Lemmad Letl < j <n—1land1 < a < 2", and let the binary expansion of a be given by
a= Z?Zl a;2i=1, a; € {0, 1}. Suppose also thataj = landajy) =0, andletb = a+2/-1
Then

Zq(z)—Zq(l)—i- j—i—l—i—ZZa, - (3.3)

i=j+2

Proof Observe first that the binary expansion of b is obtained from the binary expansion of
a by switching a; with a ;. Suppose first that a < 2/, so that aj is the last “1” appearing
in the binary expansion of a. Then a = 2/~! + ¢ for some ¢ < 2/~! and from Lemma 3 it
follows that

a—1 2i-11 2/l e—1 4 c—1
Yai= > g+ Y, qi)=G-D2+c+) q()
i=1 i=1 i=2i-1 i=0
while
b—1 a—1
Y q)=j2" 1+c+2q(z)—2q(z)+(1+l)2f - (3.4)

i=1 i=1 i=1

which agrees with (3.3). Now suppose that @ > 2/, and hence a > 2/*! since a j+1 = 0.

Leta = 1a,2’ Vand b = @ + 277", and note that for every @ < § < b and s =
§+Z?:j+2 a12’ we have

g =q®+ Y a.

i=j+2
Hence it follows from (3.4) that
b—1 b—1 n n )
Yoagr=) qir+b-ay| > a|=|j+1+2 ) a2/
i=a i=a i=j+2 i=j+2
which proves (3.3). O

We can now proceed with proving Theorem 5.

Proof of Theorem 5 Recall from (2.3) the definition of the path y : B — H.For0 < k < 2",
define
g (k) = |E (v, V)| — hk. (3.5)
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Then from (1.8) and Lemma 2 it follows that

r* = k
omax, g (k)

k—1
= max {k(n—h)—22q(i) (3.6)

0<k<2n
- i=1

We are interested in finding any k € {0, ..., 2"} such that g (k) = I'*, and then computing
g (k). Uniqueness of k will follow whenever # is not integer valued. In general (i.e. when
h € N is permitted), g may attain its maximum at more than one place, and therefore in
the constructive proof below we will refer to a particular global maximum as our global
maximum.

We will first show that if & is any local (or global) maximum of g, it must have exactly
8 = [(n — h) /27 digits equal to “1” in its binary decomposition. Starting with any such
local maximum k& = Z;:ol k211, we will show that if max {i : k; =1} # [n—h — 1],
we can “shift” the “1” ’s in the decomposition of k (as was done in Lemma 4) to obtain a
different local maximum k' that satisfiesmax {i : k, =1} = [n —h — 1Tand g (k) < g (k')
(see Figure 3). This will determine where the final “1” in the decomposition of our global
maximum should be. The same argument will also show where the other § — 1 “1”’s in the
binary decomposition of our global maximum should be. We will thus obtain a & that attains
the maximum in (3.6).

The function g is decreasing on {k, k + 1} if and only if g (k + 1) < g (k), which is
equivalent to

k k—1
2<Zq<z‘)—2q(i>> =2q (k)= (n—h) (3.7)

i=1 i=1

Similarly, g is increasing on {k — 1, k} if and only if 2g (k — 1) < (n — h). Observe that
g (k) — q (k—1) < 1, hence local maxima of g occur at values k that have exactly 6 =
[(n — h) /2] digits equal to “1” in their binary expansion, while k — 1 has at most § digits
equal to “1” in its binary expansion. Observe also thatif k > 2 iseven, theng (k) < g (k — 1),
while if £ > 3 is odd, g (k) = g (k — 1) + 1. Hence, in order to find a global maximum it
suffices to only consider odd &, with k — 1 having exactly § — 1 digits equal to “1” in its
binary expansion.

Now suppose that k(1) is an integer that satisfies the above conditions, with its binary
expansion given by k() = > kfl)Zi ~!. Furthermore, suppose that k;l) = land k;lﬁ 1 =0
for some j > 1. Let k¥ = k() 42/~ 50 that the binary expansion of k) is obtained from
that of k(1) by switching k;l) with k;lll. By Lemma 4 we have that

k-1 kM1

g (k) =g (kV) = (k@ kD) -m -2 Y gi)- X q®

i=1 i=1
n
i— . 1
=2 n—h—j—1-2 3 k" (3.8)
i=j+2

We can now use (3.8) to compare the local maxima of g in order to find its global maximum.
Starting with any k = Y7, k;2'~! that satisfies the aforementioned conditions (k is odd, k
has § digits equal to “1” in its binary expansion, k — 1 has § — 1 digits equal to “1” in its
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100101 0 0 0 1 1.1
1010 1 01 0 1 1
§1(k/)*[n—h—1]j sl(k/)j

Fig. 3 In the top-left diagram, &1 (k) < [n — h — 17. The bottom-left diagram is the outcome of a ‘switch’
that corrects this, resulting in k& with g (k') > g (k). In the rop-right diagram, & (k) > [n—h — 17. To
correct this, the first step is for the “0” at sy (k) to be switched with the “1” at s1 (k) + 1, yielding kX’ with
s (k') =51 (k) +1and g (k') = g (k)

binary expansion), let§; (k) = max {i : k; = 1}. We will show that if k is a global maximum,
Eitk)y=n—h—1]or& (k)=1if[n—h—-1]=0.

If & (k) < n —h — 1, then by (3.8) we can switch the values of kg, () (= 1) and kg, (k)41
(= 0) to obtain a local maximum k’ such that g (k) < g (k’ ) We can repeat this ‘switch’
procedure until the final “1” is the [n — h — 17" " term. With every switch we observe a new
local maximum of g that is greater than all previously observed ones (see Remark 1 below
for the case [n — h — 17 = 0).

We want to show thatif &; (k) > [n — h — 1741, we can apply Lemma 4 again to shift the
final “1” one space ‘back’ and obtain some k:* with &1 (kx) = & (k) — 1 and g (k%) > g (k).
In order to do this, we need that kg, () = 0, which may not be immediately the case. Hence
we take the nearest “0” preceding &1 (k) and shift it ‘forward’ until we have a value kx with
kxg, (k) = 0. See right-hand illustration in Figure 3.

Formally, this is done as follows. Let 51 (k) = max {i < & (k) : k; = 0} and let k" be the
result of switching the terms ks, ,, (= 0) and &y, ()+1 (= 1) in the binary expansion of k.
Then again from (3.8) it follows that

n
g|) =g =-220"n—n-si)-1-2 Y k&

i=s1(k)+2
= 20O~ —h— 5y (k) — 1 —2(& (k) — 51 (k) — 1))
=210 g (k) —(n—h —1) =51 (k) —2) = 0 (3.9

Thus by switching the values of kg, () and kg, ()41, we obtain a local maximum k" which
satisfies g (k’ ) > g (k). We continue in a recursive manner. Let vy = k’, and let v;1| be
obtained from v; by switching the “0” at s; (v;) with the “1” at sy (v;) + 1 in the binary
decomposition of v;. Let M = min{i : & (v;) = [n —h — 1]}. It is easy to check that
g (vg) < ...g(vy). Hence we may assume that our global maximum k satisfies & (k) =
[n—h—1].

‘We can repeat this process to determine the location of all other “1”’s in the binary expansion
of our global maximum. For2 < m < § wecandefine&,, (k) = max{i < &,,—1 (k) : ki =1}
and from (3.8) we conclude that if &, (k) < [n—h+1—-2m] and kg, )+1 = O,
we obtain a greater maximum by switching kg, )+1 and kg, k). Similarly, if &, (k) >
[n—h+1—2m] + 1, then we can define s,, (k) = max {i < &, (k) : k; = 0} and define
k" analogous to (3.9) to conclude that
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(k) =g =207 n—h—su)—1-2 3

i=sm (k)+2
=2~V s () = 1 =2 (& (k) — s (k) — 1 +m — 1))
=201 e k) —(n—h—+1—=2m)—syu(k)—2)>0 (3.10)

Thus, we can repeat (3.10) until we obtain a local maximum k*of g that satisfies &, (k#) =
[n—h+1—2m]. Note that for m = 6, [n—h+1—2m] € {0, 1} and hence we set
&s = 1 which agrees with our previous observation that we may take k to be odd. Therefore,
for h < n — 1 (see Remark 1) the maximum of g is attained at

6—1
k=254
i=1

=) 24 (3.11)

In Remark 1 we consider the case & > n — 1. Note also thatif n —2 < h < n — 1, then
8 = 1 and (3.11) gives k* = 1. Hence in this case we get I'* = n — h. Therefore, for the
remainder of this proof we will assume that 4 < n — 2, and hence § > 2 and k* > 3. Let
E1 =2M"""21andfor2 <i < 8 — 1 (whenever § > 3) let &; = E;_ + 2" =21 Then

E1—1 1 En—

Zq(z)— Zq(z)+2 Z (i)

m=2 E,_1
and by Lemma 3 we have that

g -1

Z q (i) =[n—h—2]2""=21-1

i=1

while
Em—1 2fn—h=2m1_1
dYooai= )Y (@@O+m-—1
i=Bm—1 i=0

— |'n _ h _ Zm—| 2[n—h—2m]—1 + 2|'n—h—2m'| (m _ 1)
— (|—l’l _ h'l _ Zm) 2|'n—h—2m'\—l + 2|'n—h—2m'|—1 (2m _ 2)
— (|’n _ h‘] _ 2) 2”}’[71’[72}’”]71

since for any 0 < i < 2["="=2"1 4 (i + E,,_1) = q (i) + m — 1. Thus

k-1 o
Z‘Z(i)=q(k*—1)+ Zq(,')
i=1 i=1
g1—1 §—1 Ep—1
=@6-D+ Z aiH+> Y g
m=2 8 Sim—1
s—1
=@8—-D+(n—-hr-2) Z oln—h=2m]—1
m=1
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Hence we see that

5—1 P
8 (k*) - (1 + Z 2rn—h—2mW) m—h)—2@6—-1)—((n—-h]-2) Z oln—h—2m]
m=1 m=1

§—1
=m—-—h—-204+42)+(n—h—[n—nh] +2)szn—h—2m'\

m=1

=(m—h—28+2)+2"" B2 (n —h—n—n1+2) (47 —1)/3

Finally, note that g (k*) = % (2—h+ [h]) (2¥~'+1) — 1 when [n — h] is odd, and
g k" = % 2—=h+|h) (22‘S — 1) when [n — h] is even, and both cases agree with
'™ =n — hwhenn —2 < h < n. This completes the proof. O

Remark 1 The above derivation was done under the assumption [n — & — 1] > 1. Note that
if [n —h — 1] =0, then § = 1 and it is immediate from (3.8) that the only “1” in the binary
expansion of k belongs to k. Therefore, in this special case k* = 1 and I'* = n — h are the
solutions to the above problem.

Proof of Theorem 4 In the proof of Theorem 5 we observed thatif n —2 < h < n, the energy
value H (H) + I' = H (H) + n — h is first attained along the path {y;} by the configuration
y1. Furthermore, every optimal path attains this value in its initial step, and hence from the
definition in (1.9) it is clear that 27* = {H}, and €* = M (y) is the set of all singleton
configurations.

For h < n — 2, it follows from the binary decomposition of £* in (3.11) and the fact that
yi~ 18 a good set, that y;~ is the configuration | W; given in the statement of Theorem 4. By
Lemma 1, every optimal path y’': H — B must pass through M (yy+). Furthermore, from
Lemma 5 it will follow that for any such path ', if y/ is the first configuration along the path
y/ thatlies in M (yy+), then @ (y/_,, B) < @ (y/_,, H). Hence by the third condition in (1.9)
it follows that no configuration o with || < k* can be in ¢*. Furthermore, no configuration
o with |o| > k* satisfies “3& € Q suchthat (0, &) € &, and ® (§,H) < I'*+H (H)”. Hence,
no configuration o with |o| > k* can have a neighbour in 97*, which by the first condition
in (1.9) implies that o ¢ €*. Lastly, if |o| = k* and 0 ¢ M (y4+), then by Lemma 1 we have
that H (o) > H (yx+), and hence again o ¢ ¢*. This shows that 0 € €* iff 0 € M (),
and thus completes the proof. O

The validity of hypothesis (H2) in Theorem 3 is now trivial—all members of €™ are the
image of yx+ under different isomorphisms on Q,,, hence they all have the same number of
neighbours in &7*.

4 Computation of the Prefactor K

In this section we prove that the only way down from a critical configuration is through
M (Yir—1) U M (yg=41) (Lemma 5). In Lemma 6 we calculate the cardinality of ™*, which
we then use to prove Theorem 6.

The following variational equation (derived in Lemma 16.17 in [4]) gives an expression

for K. 1
1/K = min_ min - L e —rET 4.1
/ CE%?CI%BZSEZ;S* (eeneen [£ & — £ (€)] 4.1)
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with
OQ={f:8"—1[0,1]: fisg =1 fisyg =0and fi5, = Ci}.
Here {S;} 51=1 is a finite collection of all S; € €2 that are mutually disjoint and satisfy
oeU;Sifandonlyif H(o) < ®(H,H) and ® (0, H) =P (o, BH) =P (H, H) “.2)

Theterms Cy, ..., Cy arereal numbers corresponding to the values that f takeson Sy, ..., S;.
The set Sg is defined by

Sg={oceQ: (0,65 <o H, H)}

and a similar definition is given to Sg. Lastly, S* € Q is the set of all ¢ € Q2 such that
d (0,H) < ® (H, B) (and hence also ¢ (o, H) < @ (H, H)).

We remark that for Lemma 16.17 in [4] , S* is defined to be the set of all £ € Q with
H (§) < @ (B, B). Let us denote that definition of S* by S, and note that it yields a bigger
set since it may include £ €  that satisfy ® (¢, H) > ® (H, ). Butany £ € S\ S* must lie
in a component of the graph (S; 5,,) that is disconnected from Sg U ¢™* U Sg. Thus in (4.1)
we may take f = 0 on §\S*, which reduces the sum in (4.1) to a sum over the connected
component of (S;, 8,,) that contains the set Sg U €™ U Sm, which is precisely (S*, &,). This
justifies our definition of S*.

Recall from (1.11) that for any £ € @2, M (&) denotes the equivalence class of all 0 € Q
that are the image of & under some graph isomorphism on Q,. To simplify (4.1), we will
make use the following lemma which tells us that the only way down in energy from a critical
configuration is through M (yx«_1) or M (yx+41), where k* is given in (3.11) and equal to
the volume of a critical configuration.

Lemma 5 Suppose0 < h < nisnotintegervalued. Let§ € €* ando € S* be neighbouring
configurations, (§,0) € E,. Then 6 € M (ypr—1) UM (Vi +1)-

Proof Let o € Q be such that (0, &) € &,, so that |[o| € {|§] — 1, |&] + 1}. We will show
thatif o ¢ M (yxx—1) U M (Yk*+1), then H (o) > H (y4+) and hence o ¢ S*.

Let us first consider the case n —2 < h < n. By Theorem 4, £ is a singleton configuration
(i.e. || = 1)and hencetheonly o € Q satisfying || = |§|—1 = 0iso = H = yp € M ().
Suppose now that |o| = |£| + 1 = 2, and assume w.l.0.g. that & = {6}, where 0 is the vertex
(0,...,0) € V,. Then if o ¢ M (1), it must be that ¢ = {0, w} for some w € V,, that
satisfies ((), w) ¢ E,. This implies

HO)-HE)=2n-2h=2HE) -HE) >HE) —HE)

and hence o ¢ S™*.

From here on we only consider 7 < n — 2. Recall from the proof of Theorem 5 the
definition § = [(n — h) /2]. Again we may assume w.l.o.g. that § = y» = | J W; as defined
in(1.12) and (1.13). If |o| = |§| + 1,0 ¢ M (Vk*41), theno = & U{w} for some w ¢ W(g_l
(see definition in (1.12) and (1.13)) or w € WB’_1 and (w, ws) ¢ E,, where w; is the unique
vertex in W (Note that since |[Ws_1| € {2, 4}, this is only possible if | Ws_;| = 4. See Figure
4). It follows that w cannot have a neighbour in every W; for 1 < i < §, since this is only
possible for w € W(S’_1 with (w, ws) € E,. Therefore,
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[n— h]odd [n — h] even

Vic* Vic*
o [ B

o
VEe* 41 V41

v v

¢

([ o
Viex —1 Viex —1

Fig. 4 When [n — h] is odd, y+ has two neighbours of volume k* — 1 that have energy < & (B, H), and
one neighbour of volume k* — 1 that has energy < ® (5, H). When [n — h] is even, the opposite is true

H)—-HE) =—Hw,v)eEy: vell+mn—{(w,v) € Ey: veé})—h
>n—=2(n—h)/21-1)—h
>n—m—|h]l+D+2—-h
>0

and hence o ¢ S™*.

Suppose now that |o| = [§|—1and o ¢ M (yi~—1). We will differentiate the case [n — h]
even from the case [n — i odd. Suppose first that [n — A7 is even, which in particular implies
that 26 = [n — h]. Note that 0 = &\ {w} for some w € W; forsome 1 <i < § — 1, since if
w is the vertex in Wg, then by definition 0 = yp+—1 € M (1), which is a contradiction.
This implies

H)—HE) ={w,v) e Ey: ves}—n—{(w,v) € Ep: veE})+h
=2{(w,v) € E,: veé&}—n+h
>2(n—h-=2i14+@G—-1)—n+h
=2n—hl—-2i—-2—-n+nh
>2n—h]-2([(n—h)/21—1)—2—n+nh
>mn—h]l—n+h
>0

where the first inequality follows from the fact that if w € W;, then w has [n — h — 2i]
neighbours in W; and one neighbour in each of W;_1, ..., Wj. This shows again that o ¢ S*.
Suppose now that [n — k] is even, so that 2§ = [n — h] + 1. In this case W;_; is the set
of vertices of a 1-dim sub-cube. As in the previous case, we have that o = &\ {w} for some
w ¢ W;s. Furthermore, we claim that if w € Ws_1 then (w, ws) € E, where ws € Wj is the
unique vertex in that set. Indeed, if (w, ws) ¢ E, and Ws_| = {w, w’}, then o = &\ {w}
contains the set W¥ = {w/ , wg}, which is the set of vertices of a 1-dim sub-cube that is
adjacent to each W;, 1 <i < [(n — h) /2] — 2 (see left-hand diagram in Figure 4). In other
words, 0 € M (yxx—1) , which is a contradiction. This implies

H(o)—HE) =2(n—hl—i—1+1j=s_1) —n+h
>2[n—hl1=2((m—h)/2]1=2)—2—n+h
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>m—hl+1—n+h
>0

and thus we conclude again that o ¢ S*. This completes the proof of the lemma. O
An immediate conclusion from Lemma 5 is the following.
Corollary 1 Let k* be as in (3.11). Then 22* = M (Yr=—1).

In other words, 27* is the set of all images of the set Uf;ll W; givenin (1.12) and (1.13),
under isomorphisms on Q, (see also Figure 1). We will now compute the cardinality of the
critical set €*. This quantity will be necessary for computing the prefactor K .

Lemma 6 Suppose 0 < h < n and h is not integer valued. Then |¢*| = 2" forh > n — 2,
and

5| = n12"
T A2 =€)

forQ < h <n—2, where ¢ = [n — h] mod2.

Proof From Theorem 4 it follows immediately that if & > n — 2, |¢*| = |V,| = 2". For
veVy,ands € N, 1 <5 < n,letf (v) € V, be the vertex that agrees with v at every
co-ordinate except at s. In other words, 6 (v); = v; fori # s, and 65 (v); = 1 — vs. If O,
is an r-dimensional sub-cube of Q, (r < n), and 1 < s < n is such that vy = wy for every
v, w € Q, (in other words, the co-ordinate s lies outside Q,.), define 6, (Q,) by

05 (Qr) ={0s (v) : v € Q) (4.3)

Note that 65 (Q,) is also an r-dimensional sub-cube of Q,,. We will say in this case that s is an
external co-ordinate of the sub-cube Q,. By Definition 1 and Theorem 4, every configuration
in ©* can be constructed as follows. Start with any [n — h — 27]-dimensional sub-cube Q.
There are ([nfzfzw) x 21~ In=h=21 different choices for such a sub-cube. Let s; be any external

co-ordinate of Qj, and let O, be a [n — h — 4]-dimensional sub-cube of 6, (Q1). There are

m—Tn—h—-2]) x ( F: B Z B ﬂ ) x 22 ways to select Q,. Equation (3.11) implies that we

should continue with this construction until we have chosena [n — h — 2§ + 27]-dimensional
sub-cube Qs_1 followed by a single vertex from the sub-cube 6y, | (ng,l ), which will be
identified with the 0-dimensional sub-cube Qs. For i > 2, there are always two choices
for the external co-ordinate s; of Q;, since both Q; and 6y, (Q;) lie inside 65, , (Q;—1) (see
Figure 1). Moreover there are ( FZ - Z - ;z 1_ ”
and 22 ways to fix the two external co-ordinates of Q;(fori + 1 < §) that are in 6, (Q;) .
Therefore, letting by = (n — [n —h —2]) and b; = 2 for2 <i < § — 2, we see that |£™*|
is given by

) ways to choose the co-ordinates of Q; 41,
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x| _ n n—n—h—2]
|%|_<m—h—ﬂ>xz

§—2 .
X l_[bi X ( [n—=h _,2ﬂ ) x 22| x 2 x 2[n—h=26+42]
i [n—h—2i —2]

5—2 .
_ 23(872)+n7[n71172"|+[nfh725+2'\( n ) 1—[ ( [n—h—2i] ) by
[n—h—2] [n—h—2i —2]

i=1
n!22(872)+n7!'nfh72'\+|'n7h726+2"| (n— {n —h— 2‘|)
(n—Tn—h—2D'n—h—28+2]
n!2"

= 4.4)
M—Tn—h—21—D!'Tn—h—25+2]

From this, the statement of the lemma follows. O
We can now proceed with computing K.

Proof of Theorem 6 The proof works as follows. We first show that (4.1) can be simplified
considerably. Following this simplification, it is necessary to count the neighbours (in Sg
and Sm) of any critical configuration. We do this by making use of Lemma 5.

Recall the definition of k* in (3.11). It follows from equation (3.7) in the proof of Theorem
5 that if & is not an integer, g (k*) is a strict local maximum—i.e. g (k* — 1) < g (k*) and
g (k*) > g (k* 4+ 1). Furthermore, from equations (3.9) and (3.10) (in particular, the final
inequality in both equations) it follows that k* is the unique maximum of g. This in particular
implies that yx+—; € Sg and 41 € Sm.

From Lemma 5 we know that if o € S*, |o| = k* — 1 and (0, &) € &, for some & € €™,
then 0 € M (y+—1) C Sg. Similarly, if o € S*, |o| = k* + 1 and (0,&) € &, , then
0 € M (¥k*+1) € Sm. Indeed, every configuration ¢ that is the neighbour of some & € ¢*
belongs to S5 U Sg. Furthermore, from Lemma 1 we know that if 0 € Q, |o| = k* and
o & ¢*, theno ¢ S*.

We now claim thatif o € S*, |o| < k*, then any minimizer f in (4.1) satisfies f (o) = 1.
Similarly, if o € S*, |o| > k*, then any minimizer f in (4.1) satisfies f (o) = 0. Indeed,
observe from (4.1) the obvious lower bound

YK zmin ) ), Leeee [£€) - FET 4.5)

: §€6* £'eSuUSy

Here we have dropped the constraint fis;, = C; since if £ € ¢ then & ¢ U[I:1 Si, and
similarly if &' € S5 U Sg, then & ¢ Ul-[:] S;. Hence if we only consider f € Q such that
f=1lon{o €S |o|]<k*}and f = 0on {o € S*: |o| > k*}, then (4.5) becomes an
equality, proving the claim.

Observe also that by symmetry, for every & € ™*, the inner sum in the right-hand side of
(4.5) is the same. Thus, taking any & € €™, we have that (4.1) has been reduced to

UK = e | min 37 Ve ereen [ © = £ )]

K £les*

=&*|min | > Lgenee [f @ = 1P+ Y Lgeree [f @F | 4.6)

feg £'eSq £'eSm
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As pointed out in the proof of Lemma 5, if # > n — 2 then the first sum in (4.6) contains
only one term, namely § = H. It is also easy to see that in this case the second sum contains
n terms. Hence, forn —2 < h < n we get

/K = |*[min (Lf &) = 1" +nLf ©F). @.7)

For h < n — 2, it was shown in Lemma 5 that if [n — k] is even, there is a unique &’ €
M (ype—1) with (§/,§) € &, (in particular, if § = U?:l W; as in (1.12) and (1.13), then
& = Uf;ll W;), while if [n — h] is odd, there are two configurations &, £¥ € M (ype—1)
that satisty (§',&) € & and (7,¢) € &, Ge. & = (JZ] Wy and 6T = WS (T W,
where W3 was defined in the proof of Lemma 5). Similarly, if £’ € Sg and (&, £) € &, and
£ = U?:l Wi, then & = & U {w} where w € Wj_, is a vertex adjacent to the unique vertex
ws € Ws—i.e. (w, ws) € E,. If [n — h] is odd then WB’_1 is a 1-dim sub-cube and there is
a unique vertex w that satisfies this. If [n — A7 is even, W(§71 is a 2-dim sub-cube and there
are two choices for w. See Figure 4.
Thus forh <n — 2,

1/K = |¢”| mig (A+alfE—-1P+Q-elf ©F). (4.8)
It is easy to see that the variational problems in (4.7) and (4.8) are solved by f (§) = n—}rl
and f (§) = 1%, respectively. Hence
1/K = |¢*] —
- n+1
whenn —2 < h < n, and
1 2 —
1/K = |¢*| a+a9@-¢
3
when 0 < h < n — 2. Together with Lemma 6 , this completes the proof. O

5 Stability Levels and Reference Paths

Theorem 3 states that hypotheses (H1) and (H2) hold whenever 0 < h < n. The latter was
verified in Sect. 3, following the proof of Theorem 4. To verify (H1), we use a standard
nucleation-path type of argument, similar to what is given in Chapter 17 in [4] for the Ising
model in Z2. It exploits translation invariance in the underlying graph, and the possibility to
initiate a uniformly optimal path (as defined in the statement of Lemma 2) starting from any
vertex.

Proof of Theorem 3 Let 0 € Q, o ¢ {H, H}. We will show that ¥, < ® (H,H) = 7g,
which by definition implies that o ¢ €2, and hence that the metastable states are given by
Q, = {H}.

Pickany w € o s.t. (w, y) € E, forsomey € o,andlety = (30, ..., y2n) be an optimal
path with initial steps y; = {y} and y» = {w, y}. This is always possible by translation
invariance. We will show that the path {o U Vi},-S:o (S will be defined below), going from
o to o U ys, satisfies H(c Uys) < H (o), and H(c Uy;) — H (o) < & (H, H) for all
0 <i < S. By definition, this means that ¥, < & (H, 8), and hence o ¢ 2,,. Note first that

ocNy =H
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and
I<loNwl<k Vk=2
Let us also denote by
S=min{i |H (y;) = H(E)}

and note (by means of a simple computation) that S > 2 whenever & < n. Furthermore, for
any A,BCV,

|[E(AUB,AUB)|+|E(ANB,ANB)| < |E (A, A)| +|E (B, B)|
|AUB[+]ANB| = |Al+B].

It follows that for2 <i < S

H@Uy) —H(o) = (|E(c Uyi.o Uyi)| = |E (0.)]) —h(lo Uyi| = |o])
<IE@i. )| — |E (o Nyi.oNyi)| —h vl = lo Nyil)
=Hyi))—H(yiNo)
<Hy:)—HE) (5.1)

where the last inequality follows from the fact that |y; N o'| = m for some m < i. Hence, by
uniform minimality of the configurations y;

HyiNo)=Hym) >HB).

Thus we have shown that the path {o U J/i},-S=o satisfies H (o U ys) < H (0),and H (o U y;)—
H(o) < ®(H,H) forall0 <i < S, as required.

Finally, note that if # > n, then H (y;) — H (H) < 0 and from (5.1) it follows that (the
derivation in (5.1) is also true for i = 1, except that now the final inequality is not strict
anymore) H (o Uy)) — H (o) < H (y1) — H (B) <0, thus o is not a local minimum of H.

O

6 Proof of Lemma 1

In this section we will show that if W is not a good set (as per Definition 1), |E (W, W)|
is not minimal—that is, 3U C V,,, |[U| = |W| such that ‘E (U, U)‘ < ’E (W, W)| Note
that this is equivalent to showing |E (W, W)| is not maximal. And unlike |E (W, W)/, the
quantity |E (W, W)| is invariant of the size of the cube in which W is embedded, which will
make it easier to work with.

We start with a definition. We will say that W C V,, with 2" < |W]| < 27+ s well-
contained if there is a (r + 1)-dimensional sub-cube of Q,, that contains W. Note that every
set W of size |W| > 2"~ is well-contained, as is every good set (see Definition 1). The
following lemma shows that if |E (W, W)| is minimal, then W must be well-contained.

Lemma 7 If W is not well-contained, |E (W, W)| is not maximal.
Proof We begin with an observation. Let Cyp be any sub-cube (of any dimension in

{0,1,...,n—1}), and let C; = 0, (Cy) for some external co-ordinate s of Cy (recall from
(4.3) that this means Cp and C; are disjoint sub-cubes of the same size, and that there is some
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1 < s < n such that every u € Cp can be mapped to a v € C; by changing the value at uy).
If Wy C Cp, W1 C Cpand W = Wy U Wy, then

[E (W, W)| = |E Wy, Wo)| + |E (W1, W)l + |E (W1, Wy)l
=< |E (Wo, Wo)| + [E (W1, W)| + min (W], [Wol) (6.1)

where the inequality follows from the observation that every v € W has at most one neigh-
bour in Wy, and vice versa. Furthermore, O

claim If W is a good set, then the inequality in (6.1) is an equality.

Proof of claim We will assume that Wo # () and W; # 0, since otherwise the claim is
trivially true. By the definition of a good set, there is some / € N, such that W can be
decomposed into / disjoint good sets

W=w'uw?...Uuw!, [eN.

Here Wi, 1 < i < [,isthe set of all vertices in some a;-dimensional sub-cube, witha; < a;_.
Furthermore, again from the definition of a good set, for every i > 2 we have Ul/-:l- W/ C

O, (Wi_]) for some external co-ordinate b;_; of Wi~! (this is analogous to the statement
1 Wi C WJ/. in (1.13) ). Then

Um=j+

|E(W1,Wo)|:Z’E(WjﬁCO, Wkﬂ(h)‘. 6.2)
Jj.k

Recall that C; = 6, (Cp), hence s is an not an external co-ordinate of the » + 1-dimensional
sub-cube Cp U Cj. Note that for any 1 < i < [, if s is not an external co-ordinate of
Wi Wing| = |[wine| = % |Wi| and this is also equal to |E (W' NCo, Wi NCy)|.
Thus, if s is not an external co-ordinate of W' for all 1 < i < [, then it must be that
|Wol = [Wi| = %Y |W/|and

Ew, Wol =Y |E(W/ nep, whney)|
ik
- Z‘E(meco, mecl)‘ - %Z’Wf’
J

The second equality comes from the fact that if j < k, then any v; € W/ N (o and any
v € wkn C differ by at least two co-ordinates, namely s and b; (since wk c Op ; (Wj )),
and s # b;.

Note that if s is an external co-ordinate of W, then s is an external co-ordinate of W/
forall j > i. Let E = min {i : s is an external co-ordinate of W’ }, and suppose w.l.o.g.
that W& C Wj. Then |W| < |[Wo|, and forany i € R = {i > E: W' C W;}, we have
Wi C 6 (WE) (see Figure 5). Hence for every i € R and v € W', there is exactly one
w € Wy (more precisely, w € W E) such that (v, w) € E,. This shows that

[

-1
1 . : .
EWi Wl = Y 5 [E(W/nco. wine)|+ Y |w| = wil.
j=1 ieR
and thereby proves the claim. O
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Fig. 5 Schematic representation of the decomposition wl, ..., W!, with I = 5. Note that in this example

E = 3 since W3 is the largest sub-cube with w3 c Wo C Cp. Every pointin Wi = Cy N (U?:l Wi) has a

neighbour in Wy, which here corresponds to reflection about the dashed line in the middle

Let r be such that 2" < |W| < 27+l We may assume that r + 1 < n — 1, since if
2"=1 < |W/| then W is by definition well-contained in the cube Q,,. We will start by induction
on n. For n = 2, the only sets that are not well-contained are wl = {0,0), (1, 1)} and

2 ={(1,0), (0, 1)}. Clearly

|[E(W', wh)| =|E (W% W?)|=0 (6.3)

is not maximal. Now suppose that the statement of the lemma is true whenever the setting is
a hypercube of dimension less than or equal ton — 1, and let W C V), be a set that is not well-
contained. Let Wy = {w € W : w; = 0} with W defined similarly, so that Wo U W = W,
and suppose w.l.o.g. that |Wy| > |W;|. Note that the sets Wy and W are contained in two
disjoint sub-cubes, call them Q _; and Qn |» of dimension n — 1.

Let rp < n — 2 be such that 20 < |Wp| < 20t and define r; < rg in a similar
manner. If Wy is not well-contained, then by the inductive hypothesis |E (W, Wp)| is not
maximal. Hence we can find a good set WO in Q?l_] with |Wy| = |Wo| and |E (W, Wp)| <
|E (Wo Wg) , and we can also replace W; by a good set W of the same size such that
|E (Wi, W)| < |E (VT/l Wl)f By (6.1), |E (Wo, W1)| < [W1], and we may take W, such
that |E (Wo, W1)| = |W1| (by taking W) to be a good set contained in 01 (W())) hence it
also follows that |E (Wp, W))| < |E (W(), W1)|. By (6.1) the set W = W() U W1 satisfies
[E(W,W)| < ‘E (W, VT/) , and hence |E (W, W)| is not maximal. The same argument
follows if Wy is not well-contained. We may therefore assume that Wy and W, are well-
contained.

Suppose first that ro + 1 < n — 1. Assuming Wy and W are well-contained, we can
find two disjoint sub-cubes Q(r)o 4 and Ql] 41 containing Wy and W) respectively (they are
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Fig. 6 The sets Wy = Wyp U Wy and W) are both well-contained, but their union W = Wy U Wy is
not. Replacing Wy U W by W', yields a new set W' U Wy that is of the same size as W, but satisfies

‘E (WT U Woo, WT U WOO)) > |E(W, W)]

disjoint since every vertex in WO(WI) has a 0(1) in its first co-ordinate, hence the same must
be true for every vertex in Qro +1(Qro +1))- We may also assume that Wi C 6 (Wp), since
otherwise |E (Wp, W1)| < min (|Wp|, |W;]) and we can make the same argument as before
to conclude that | E (W, W)| is not maximal. Hence W is contained in a (9 + 2)-dimensional
sub-cube containing Q,,+1 and Q, 1. Since ro + 2 < n — 1, it follows from the inductive
hypothesis that |E (W, W)| is not maximal.

Finally, if ro + 1 = n — 1, we can decompose Wy into Wy = Woo U Wy, with Woy =
{w € Wy : wy = 0} and with a similar definition for Wy;. We can assume w.l.o. 0.8. that Wy and
W are good sets, since otherwise we can replace them by good sets Wo and W] as was done
in the previous case, to get | E (W, W)| < ]E (W W) . Then assuming
Wo is a good set, one of Wy, Wy is the set of all vertices of a (n — 2)—dimensi0nal sub-cube.
W.l.o.g. take this to be the set Wy, and note that Wy, is well-contained (since W is a good set).
Note that at least one of the inequalities |E (Wpg, W1)| < min (|[Wpo|, |[Wi]) = |W;] (since
(W <21 = 2 [Wool) and | E (Wp1, W1)| < min (|[Woy]|, |[W1]) is strict, since each w € Wy
has at most one neighbour in Wy, and that will be either in Wy or Wy;. Furthermore, we can
find a good set WT of same size as W = W1 U Wy contained in the (n — 2)-dimensional
sub-cube that contains Wo; such that |[E (W', W')| > |E (W W)| and |E (W7, W00)| =
|W'| > |E (W Woo)|- But then at least one of the inequalities |E(WT, W)| > |E (W W)|
and |E (W7, Woo)| > |E ( W, Woo)| is strict, and hence |E (W' U Woo, WU Woo)| >
|E (W, W)| (see Figure 6). This shows that |[E (W, W)| is not maximal, and completes the
proof.

Proof of Lemma 1 As in the proof of Lemma 7, we will prove the statement of this lemma
by induction on the size of the ambient hypercube. The case n = 2 is simple, since the only
sets that are not good are the two sets W' and W?2 from (6.3). Suppose now that whenever the
setting is a hypercube of dimension less than or equal to n — 1, W is not a good set implies
|[E (W, W)] is not maximal. Let W be a subset of Q, that is not good, |[W| = 2" + k for
1 <k <2"and0 <r <n — 1. Then at least one of the following three statements is true:

(1) There is no (r + 1)-dimensional sub-cube which contains the set W (i.e. W is not well-

contained).
(2) Qy+1 is a (r 4+ 1)-dimensional sub-cube of Q, that contains W, and for any decom-
position Q,41 = (Q?, Q}) into two disjoint, r-dimensional sub-cubes, we have that

WNQY#¢@and WNQ! 0.

(3) 9Qy+1 is a (r 4+ 1)-dimensional sub-cube of Q, that contains W, and for any decom-
position Q,41 = (QY, Q}) into two disjoint, r-dimensional sub-cubes, we have that
wn Q(r) = () implies W N Q,l. is not good.
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If the first statement is true, | E (W, W)|isnot maximal by Lemma 7. If the third statement is
true, then the argument follows almost immediately from the inductive hypothesis. Indeed, if
W =wn Qi fori € {0, 1}, thenreplacing W by a good set Wl of the same size and contained
in Q¥ implies that |E (Wi, Wy)| < |E (W1, W1)|and |E (W1, Wo)| < [W| = |E (Wi, Wo)].
Suppose that the second statement is true. By the inductive hypothesis, if r + 1 < n or if
either one of Wy, W is not good, |E (W, W)| is not maximal. Hence we may assume that
r+1 = n. But now we can consider the set U = W instead, since }E (U, ﬁ)| = |E (W, W)}
Clearly |U| < 2"l and U isnot a good set (W satisfies the second statement above, so U is
not well-contained), hence again by the inductive hypothesis we have that |E (U, U)| is not
maximal (and hence | E (U, U)| is not minimal). This proves that | E (W, W)| is not maximal.
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