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We introduce a mathematical model, based on
networks, for the elasticity and plasticity of materials.
We define the tension tensor for a periodic graph in a
Euclidean space, and we show that the tension tensor
expresses elasticity under deformation. Plasticity is
induced by local moves on a graph. The graph is
described in terms of the weights of edges, and we
discuss how these weights affect the plasticity.

1. Introduction

The field of topological crystallography was initially
introduced by Kotani & Sunada [1-5] as a part of discrete
geometric analysis. One of the main objects of their study
is a net, that is, a periodic graph realized in RN. The
energy of a net is defined as an analogue of the Dirichlet
energy of a Riemannian manifold. In other words, one
can say that the energy of a net is the total potential
energy of springs, viewing edges as linear springs with
rest lengths equal to zero. Harmonic and standard nets
are defined as energy-minimizing nets under certain
conditions, and they are regarded as equilibrium states.
Nets have been used as models of crystals.

In this paper, we suggest that the energy of a
net induces a model of hyperelastic materials. Here,
hyperelasticity is the property from which stress under
deformation is derived using an energy density function.
To describe the deformation of a net, we introduce the
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Figure 1. A spherical structure formed from ABA triblock copolymers.

notion of a fension tensor, which is regarded as multivariate energy. Further, a standard net is
characterized by the tension tensor. We show that the Cauchy stress tensor is also expressed by the
tension tensor. Furthermore, if the graph structure is preserved, the elasticity at the macro-scale is
also determined by the tension tensor; otherwise, a departure from elasticity, known as plasticity,
occurs. To describe the manner in which the graph structure changes, we consider two types of
local moves: contraction and splitting. We define a condition for a local move and introduce two
models of deformation concerning plasticity. This enables us to draw the stress—strain curve.

Our model is motivated by the structure of thermoplastic elastomers (TPEs). A TPE is a
polymeric material with rubber elasticity and is remoldable at high temperatures. A typical TPE
consists of ABA triblock copolymers, in which monomers of types A and B are arranged in
a sequence such as A---AB---BA--.A. ABA triblock copolymers of a certain type form two
domains consisting of monomers A and B. This structure is called microphase separation. We
consider a structure such that each component consisting of monomer A is a ball, as shown in
figure 1. This is called a spherical structure. The domains consisting of monomers A and B are
called hard and soft domains, respectively. The theoretical and numerical treatments of block
copolymers are explained in the book by Fredrickson [6], to which we refer the reader for further
information.

In our model, the hard and soft domains correspond to the vertices and edges, respectively.
More precisely, a hard domain is a vertex, and a polymer chain in the soft domain is an edge.
The endpoints of an edge are the (possibly single) hard domains that contain monomer A of the
copolymer. The obtained graph may have loops and multiple edges.

The network structure of polymers induces rubber elasticity. The random motion of polymer
chains in the soft domain gives rise to entropic forces. A hard domain functions as a cross-link.
In our approximation, we ignore the maximal length of the chain and the interaction between
chains. If a chain moves randomly, the tension on the chain is proportional to the distance between
the endpoints. This setting is consistent with the definition of the energy of a net. Suppose that
the polymers can move freely while preserving the network structure. Additionally, we obtain
a harmonic net in equilibrium. Since harmonicity is preserved by affine deformation, the affine
assumption in the classical theory of rubber elasticity holds. Additional details of rubber elasticity
are provided in the book by Treloar [7].

The hard domains of a TPE are less robust than the cross-links of vulcanized rubber because
each hard domain is aggregated by intermolecular forces. The network structure of a TPE may
change under deformation, as observed in simulation [8,9] and by conducting experiments [10].
For example, a hard domain may split, as shown in figure 2. Further, a loop may become a non-
loop edge between the new domains. Conversely, two hard domains may contract. These moves
cause plasticity. Although other moves may occur, we consider only contractions and splittings.
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Figure 2. Splitting of a hard domain. In this example, one loop becomes a non-loop edge between the new domains.

In §2, we give preliminary definitions of nets. The graphs we use are weighted, and their
weights can be regarded as the number of edges. Different types of polymers may contribute
different weights.

In §3, we introduce the tension tensor. This is visualized by an ellipsoid.

In §4, we consider the elasticity of nets under deformation. Based on a physical argument, the
Cauchy stress tensor is derived from the tension tensor. We also consider the stress under uniaxial
extension. Young’s modulus of a standard net is determined by the energy per unit volume.

In §5, we define local moves. The contraction of two vertices is a natural operation. A splitting
of a vertex is an inverse operation of contraction. The sum of weights is preserved in our model.
The conditions for the occurrence of these moves are provided by the realization of a graph. The
local tension tensor is used to determine whether a vertex splits or not. We suspend the physical
validity of the conditions.

In §6, we introduce two models we call fast and slow deformations. Although these models
reflect the dependence on the speed of deformation, we consider only the two extreme cases.
Subsequently, we obtain the stress—strain curve, which is merely piecewise continuous. We
suppose that the local moves under deformation finish in finitely many times. For example, after
a vertex splits, the inverse contraction should not occur immediately. We show only a sufficient
condition to avoid such repetitions.

Section 7 is devoted to mathematical results. In there, we consider the extent to which the
weight of an edge affects the harmonic realization. For the sake of theoretical consideration, we
allow weights to be non-negative real numbers and continuously deformed. When the weight of
an edge in a harmonic net becomes large, the limit of nets is obtained by the contraction of this
edge. In theorem 7.2, we show a mathematical result on the relation between the edge length and
the difference of the tension tensor. Moreover, in theorem 7.6 we obtain a lower bound for the
edge length.

In §8, we define the number called the energy loss ratio to measure the plasticity of nets. This
provides an estimate of the permanent strain for uniaxial tension. We observe simple examples,
which suggest the following:

(i) a material has lower plasticity if the proportion of loops is large;
(ii) a material with lower plasticity is obtained by blending two materials.

Continuous deformation of weights highlights these tendencies.
In §9, we give examples of deformation. We use a periodic graph obtained from the hexagonal
lattice. The nets obtained by deformation depend on the stretching direction.

2. Definitions

Based on the formulation in [3,5], we prepare some notions in topological crystallography. Let
X = (V,E,w) be an (abstract) weighted graph, which is defined by the vertex set V and the edge
set E with maps o,t:E— V, and ¢: E — E such that 2 =id, 1(e) #e, and o(c(e)) = t(e) for any e€ E.
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The maps 0 and t associate the origin and the terminal of an edge, respectively. The map ¢ reverses
the orientation of an edge. We allow a loop (edge e such that o(e) = t(e)) and a multi-edge (edges
with common terminal points). The weight function w : E — R satisfies w(t(e)) = w(e) for e € E.
We regard the weight of an edge as the number of edges. Hence, we may replace an edge ¢y with
the union of edges e; and e; if o(eg) =0(e1) = 0(e2), t(eg) = t(e1) = t(ez), and w(eg) = w(e1) + w(ey).
The weight function is often omitted in the notation. The degree of a vertex v € V is defined
by deg(v) = 3_;)=, w(e). Note that the weight of a loop contributes twice to the degree of its
endpoint.

A graph X = (V,E) is a finite graph if V and E are finite sets. Otherwise, X is an infinite graph.
We can naturally identify X with a one-dimensional complex. Note that two elements e and «(e)
in E correspond to a single 1-cell in the complex. We may reduce the complex by removing the
zero-weight edges. If this reduced complex is connected, we say that the graph is connected.

We consider an infinite connected graph X. For N > 1, suppose that L=7N acts on X as
(weight-preserving) automorphisms of the graph, the quotient map w: X — X/L=(V/L,E/L) is
a covering, and X/L is a finite graph. Then, we say that X is a periodic graph, and L is a period
lattice for X. A map @ : V — RN is called a periodic realization of X in RN if there exists an injective
homomorphism p : L — RN as Z-modules satisfying that

(i) 2(yv)=®(v) + p(y)foranyve Vand y €L, and
(ii) p(L) is a lattice subgroup of RN,

Condition (i) means that @ is L-equivariant. We call p and p(L), respectively, the period
homomorphism and the period lattice for &.

Definition 2.1. The pair (X, @) is called as a net in RN if & is a periodic realization of a periodic
graph X in RN,

A periodic realization @ maps an edge ¢ € E to a vector
va(e) = @ (te)) — P(o(e)),

in RN, Since vo (ye) = v (e) for y € L, we obtain ve : E/L — RN by v (w(e)) = ve (e). We often write
@ instead of v by abuse of notation. If ¢ is a loop, then ®(e) =0.

We define the energy of a net and consider energy-minimizing realizations. Note that our
definition of the energy is slightly different from that in [5, §7.4], where the energy normalized by
the volume is defined.

Definition 2.2. The energy (per period) of a net (X, @) is defined as follows:

1
EX,@)=5 > wElleE)lP
ecE/L
In other words, when we regard edges as springs, the energy is two times the total potential
energy of linear springs with rest length equal to zero and elasticity constant given by the edge

weight. Note that we count the segment between points P and Q twice in the summation, as edges
from P to Q and from Q to P.

Definition 2.3. A periodic realization @ of X is called harmonic if the energy £(X, @) is minimal
among the periodic realizations of X with the fixed period homomorphism p. Then, we call (X, &)
a harmonic net.

Definition 2.4. A periodic realization @ of X is called standard if the energy £(X, ®) is minimal
among the periodic realizations of X with the fixed covolume vol(RN/p(L)). Then, we call (X, @)
a standard net.

Remark that when vol(RN/p(L)) = vol(RN/5(L)), there exists a volume-preserving linear
transformation A € SL(N, R) satisfying A o p = . Therefore, a periodic realization is standard if
its energy is minimal among its volume-preserving linear transformations.
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Figure 3. A symmetric net with tension ellipse. (Online version in colour.)

Clearly, a standard realization is harmonic. A harmonic realization is characterized by a local
condition. We characterize a standard realization in §3.

Theorem 2.5 ([5] theorem 7.3). A periodic realization ® is harmonic if and only if Zo(e):v w(e)®(e) =
OforanyveV.

From this theorem, it directly follows that a linear transformation of a harmonic representation
is also harmonic.

Corollary 2.6. Suppose that @ is a periodic realization and A € GL(N,R) is a linear transformation
Then the composition A o ® is a harmonic realization if and only if ® is harmonic.

Remark 2.7. One might think that in definition 2.2, the rest lengths of the springs should be
positive, not zero. However, we have assumed the rest lengths to be zero for two reasons. The
first reason is due to statistical mechanics. A chain in a TPE is not taut like a helical spring, but it
fills space randomly. Therefore, the tension on the chain is proportional to the distance between
the endpoints. The second reason is a mathematical one. We will transform harmonic nets by
continuous linear transformations in the following sections. However, in order for the result of
any linear transformation to be harmonic again, the natural length of the spring must be zero (see
corollary 2.6).

Remark 2.8. In this paper, we use the term ‘net’ as a periodically realized network in RN . In the
book of Wells [11], who initiated a systematic study of crystal structures as networks, a connected
simple periodic graph with straight edges in a Euclidean space was called a net, and we follow
this convention. Note that in the terminology of [5], a net is called a topological crystal.

3. Tension tensor

In our mathematical model, a net represents the structure of TPE chains. Consider the tension
caused by the structure. Indeed, a stretched TPE must have tension in the direction in which the
structure is stretched. For example, the net in figure 3 has a symmetric shape. Thus, it has no
tension in any direction. By contrast, the net in figure 4 seems to be stretched from the top right to
the bottom left. However, what can we say about a more complicated net such as that in figure 5?

To answer this question, we introduce a matrix named a tension tensor. Essentially, the tension
tensor denotes the energy of a net with information of the direction along which the net is
stretched, or its ‘directed energy’. We will observe that the tension tensor can be visualized as
an ellipse (or ellipsoid), such as the ellipses in figures 3-5.
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Figure 4. A stretched net with tension ellipse. (Online version in colour.)

Figure 5. A complicated net with tension ellipse. (Online version in colour.)

Through computer simulation for the deformation of two-dimensional nets, we make the
following observations:

(i) when we stretch a net and the graph structure does not experience any change, the ellipse
of the tension tensor also stretches in the same direction; and

(ii) when the graph structure changes, the ellipse of the tension tensor becomes round.

The former immediately follows from the definition. The latter can be verified by theorem 7.2.
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(@) Definition of the tension tensor

Definition 3.1. For a net (X, @), we define the local and global tension tensors as follows: For a
vertex v of X or X/L, the local tension tensor is defined by

T)= Y wed@,

o(e)=v
where
®2 5
X1 X1 X1 X1 xl oo X1XN
= ® = (xll"'/xN):
N N AN N XNYL e X
The global tension tensor (per period) is defined by
1
T(X, @)= > T().
veV/L
Proposition 3.2. It holds that tr(T (X, ®)) = E(X, D).
Proof.
1
— ®2
wH(TXe)=5 D Y wet(@©)®)
veV/Lo(e)=v
1
=5 2 wElleEI?
ecE/L
=E&(X, D).
Note that two elements e, ((e) € E/L are distinguished. |

The following characterization of a standard realization follows from ([5], Theorem 7.5).

Theorem 3.3. A periodic realization @ is standard if and only if it is harmonic and the global tension
tensor T (X, @) is a constant multiple of the identity matrix.

Consequently, a standard realization is unique up to similar transformations. The existence
and explicit constructions of a standard realization were also shown previously [3,5].

We remark that the global tension tensor 7 (X, @) per period depends on the choice of period.
Suppose that L, is a finite index sublattice of L1 =L, and 7; is the tension tensor with respect to
the lattice L;. Then

DX, @) =[L1: L2]Th(X, P).

To avoid this ambiguity, we can define the tension tensor per weight by
T(X,®)
% ZeeE/L w(e)

However, in most parts of this paper, we assume that the covolumes of period lattices are constant,
and we use the tension tensor per period without the ambiguity.

Tw(X, @)=

(b) Linear action and visualization
Let A € GL(N, R). The matrix A acts on a net (X, @) by
AX, @)= (X,Aoc D).

Since x @ x =xx' for x e RN, it follows that T(A(X, ®)) = AT (X, ®)AT, where x' and A" are the
transposes of x and A, respectively. In particular, if A is a symmetric matrix, then 7 (A(X, ®)) =
AT (X, ®)A.
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To visualize the tension tensor, we define an ellipsoid by
El(X, ®) = {x e RN | A1 To,(X, @) Tx = 1}.

We remark that we use the tension tensor per weight here to avoid ambiguity. It is easy to check
that EIl(A(X, ®)) = AEI(X, @).

4, Stress

In this section, we consider the stress experienced by a net by using the tension tensor. Fix a
periodic graph X. Let @ be a harmonic realization of X. We regard the energy £ =&(X, @) as
physical energy. This is interpreted as the Helmholtz free energy for entropic elasticity. With
a three-dimensional object in mind, we give an obvious generalization to the N-dimensional
version. (See [12] for the classical theory on continuum mechanics.)

As a result, the stress satisfies the neo-Hookean model, which is the simplest one among
the hyperelastic materials. This also coincides with the consequence of the classical theory on
rubber elasticity by Kuhn (see [7], ch. 4). Note that his setting is not identical to ours. Although
polymers are normally distributed in his theory, the net in our setting is not isotropic. Nonetheless,
a standard net has isotropy at the macro-scale.

(a) Stress tensor

By compositing rotational isometry, we may assume that the tension tensor per period is a
diagonal matrix 7 =7 (X, ®) =diag(ty, ..., =n). Then, the energy per period is £ =tr7 =) ; 7;.
Let V =vol(RN/p(L)) denote the volume per period.

We apply a physical argument to define stress for nets. Let us consider a macro-scale object
of which the shape is an orthotope (N-cuboid) of edge length L; in each ith direction for
1<i<N. Suppose that this object consists of a net at the micro-scale. We apply the affine
deformation assumption ([7], ch. 4) (or the Cauchy-Born rule [13]). In other words, if the macro-
scale object undergoes an affine deformation, the net at the micro-scale undergoes the same
affine deformation. Then, the total energy is equal to ([]; Li/V)E = ([1;Li/V) Y_; t;- Suppose that
external force F; extends outward in each ith direction, and the object remains in equilibrium.
Then, the stress in the ith direction is o; = L;F;/ ]_[]- L;. Consider infinitesimal deformation of the
object. For a short while, we allow the volume V to vary but let [];L;/V be constant. Let AL;
denote the displacement in the ith direction. The strain in the ith direction is €; = AL;/L;. Then,
the work is ) ; F;AL; = ]_[]» L;}"; oi€;, which is equal to the difference of energies (]_[]» Li/V)AE.
Hence, Y _; oj¢; = AE/V. The difference of the tension tensor is given by

AT =diag(ti(1+ €)%, ..., in(1 + en)?) — T = diag(2ryey, . . ., 2tnen),

modulo the order more than one. Hence, AE =tr(AT) =} ; 21j¢;. Therefore,

21;
; oi€i = Z > i
If we can vary ¢; freely, we obtain o; =2t;/V. Thus, we define the Cauchy stress tensor for a net as
Y =(2/V)T, which is valid in general coordinates.

Furthermore, we suppose that the deformation preserves the volume. In other words, [; L;
and V are constant. Since [[;(L; + AL;))=[];L;, we have ) ,¢;=0. If we vary ¢; under this
condition, the equation ) ;oi¢; =3 ;(27;/V)e; implies that o; =2t1;/V — ¢ for some constant c.
Indeed, uniform pressure does not change the shape under the constraint of volume. Thus, the
traceless part of the Cauchy stress tensor X' — (tr(X)/N)I = (2/V)T — (2£/NV)I is regarded as the
volume-preserving part. This is called the deviatoric stress tensor.

If the external forces F; are equal to zero, then 2¢;/V = c. Hence, the deviatoric stress tensor is
zero. Since 7 = (cV/2)I, theorem 3.3 implies that @ is a standard realization.
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A material is hyperelastic (or Green elastic) if the stress under deformation is determined by
a strain energy density function. In our setting, consider the affine deformation of a standard net
(X, @) by the diagonal matrix

A=diag(r1, ..., n) € SL(N, R).

The strain energy density function is given by

5(x q>)
V( (AKX, @) — E(X, @) (Zkz )

A material with such a strain energy density function is called incompressible neo-Hookean.

(b) Uniaxial extension

Consider a harmonic net (X, @). For the sake of the argument in §8, first let @ be not necessarily
standard. We write (7jj)1<;j<n =7 (X, @), which is not necessarily diagonal, in contrast to the
previous subsection. For A > 0, the diagonal matrix

A(M) =diag(r, A VW=D a7 VIN=Dy € SN, R),

induces a uniaxial extension with strain e =A —1. The volume V per period is constant
under deformation. Consider the tension tensor 7 (A) =7 (AM)(X, D)) =AA)T (X, P)A(L) after
deformation. A stress tensor in the volume-preserving setting is given by (oj)1<ij<n =
(2/V)T (1) —cl for some c. By considering the nature of uniaxial extension, we suppose that
022 + - - - + onn = 0. However, it does not hold that 02y = - - - = oy = 0 in general. Then,

—2/(N-1).

c= 2 (—|——|—r)A
N-1)V 2 NN

The true stress under this uniaxial extension is defined by

(t22 + -+ + oan)a 2D,

2 2 2,2
Otrue =011 = 1;T11A" — 0= S(mAT — o

The engineering stress (or nominal stress) is measured using the cross-sectional area before
deformation, and it is defined by oeng = Otrue/A-

Proposition 4.1. Let £(A) = E(AR)(X, @)). Then

A dEG) 1depy
v oar o mET Y Tan

Otrue =
Proof. Since E(\) = tr(T (M) = 1142 + (122 + - .. + n)A 2/ N=1D, we have

de() B
a2 (W

1
N_1 (t2+---+ fNN)Fl_z/(N_l)) .

The permanent strain is the number € satisfying geng(1 + €p) = 0. The following equality is clear
from the definition of oeng.

Proposition 4.2. It holds that

- (Tzz + ‘L’NN>(N1)/2N
=BT TN ~1

(N—=1m
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Figure 6. Contraction of two vertices.

Consider the case in which @ is standard. Then, 111 =--- = tyy = (X, @)/N. Moreover, we
have o2y = - - - = oy =0, which is natural for uniaxial extension. The true stress is given by
28(X, @ o /(N—
Otrue =011 = %()‘2 —A 2/ 1))~

The engineering stress is given by

28(X, @
Geng = Otrue _ E(X, )(A _ )\7172/(1\]71)).

A Ny

Then, Young’s modulus for a standard net (X, @) is defined by

dotrue 4E(X, @)
E= = .
dr o (N-1VY

5. Local moves

We introduce three local moves for nets: contraction and splitting. A local move for a graph is
an operation to obtain a new graph by replacing some vertices and edges. When we say that we
replace an edge e with €/, we simultaneously replace (e) with ¢(¢’) in our notation. For a periodic
graph, a local move is regarded as an equivariant operation preserving the period. Even though
local moves are defined as operations for abstract graphs, the conditions under which they occur
are given by realizations of nets.

(@) Contraction of two vertices

Let X =(V,E) be an (abstract) graph, and let vy, v; € V. We construct a new graph X' =(V',E’)
as follows: We define V' = (V' \ {vg, v1}) uv" and E' =E. Let 7 : V — V’ denote the projection such
that 7 (vp) = 7 (v1) = v’ and the restriction [\ (y,1;} is the identity map. We define the endpoint
maps 0’ =m o0, =m ot:E' — V. Suppose that the weight function on E’ is identical to that on
E. We call this operation the contraction of vg and vy to v’. This contraction causes the edges ey, e
and ep; to change into the loop €’ on v/, where ¢; is the loop on v;, and ep; is the edge between vy
and v (figure 6). Then, the sum of weights is preserved.

For a periodic graph X with period L, we define a contraction as an equivariant operation. In
other words, we apply the contraction of yvg and yv; for each y € L. In this case, it is necessary
that vy # yvp for any y € L. As a result, we obtain a new periodic graph X'.

To introduce deformation in §6, we define a condition for contraction using a realization @ of
the graph X. Fix a constant § > 0. If ||@(v1) — @(vo)|| < §, then we suppose that the vertices vy and
v1 contract.

Note that the weight w(ep;) may be zero. Even in this case, the vertices vg and v; contract if
their distance is sufficiently small.
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(b) Splitting of a vertex

A splitting of a vertex is an inverse operation of contraction. This is not determined only by the
vertex. When a vertex v splits, the loop on v changes the loops on vy and v; and the edge between
them. Although the sum of weights is preserved, the choice of the three weights is not unique. We
also need to assign an endpoint vy or vy for each new edge corresponding to an edge originating
from v. Note that there may not necessarily exist loops on the vertex v. If there exist no loops on
v, there exist no edges between the new vertices vg and v;.

For a periodic graph X, we define a splitting as an equivariant operation to obtain a new
periodic graph X’. We remark that vertices v and y v for y € L may be adjacent. Even in this case,
we can still define a splitting as such. By ignoring the period, we apply successive splittings of v
and yv. Note that the sequence of splittings in any order yields the same result.

We define a condition for splitting using a realization @ of the graph X:

(i) when a vertex v splits;
(ii) the way in which the edges originating from v are divided into two classes; and
(iii) the way in which the weights are assigned.

Fix constants K > 0 for d > 0. The value K} is regarded as the firmness of a vertex with degree
d. Recall that @ :E — RY is the map induced by @, and 7 (v) = Zo(e):v w(e)@ (e)®? is the local
tension tensor around v. Let Amax denote the maximal eigenvalue of 7 (v). Take an eigenvector
u associated with Amax. We divide the edges originating from v into two classes {ep}1<j<n and
{e1h1<j<n s0 that u- @(ep;) <0 and u - P(ej) > 0. If Amax > Kgeg(v), then we suppose that the
vertex v splits. This may be regarded as the maximal principal stress criterion. The new edge
corresponding to ¢;; originates from v;. Roughly speaking, the splitting occurs in the stretched
direction.

To obtain the unique division into two classes {eo,j} and {e,j}, we need the following condition
of genericity:

(i) the eigenspace associated with Amax is the one-dimensional space span(u), and
(ii) there are no edges ¢;; such that u - @(¢; ;) =0.

Because it is difficult to decide how the weights are assigned, we use an ad hoc setting: suppose
that ¢, and ¢] are, respectively, the loops on vy and v1. Moreover, suppose that ¢, is the edge
between vy and v;. Fix the probabilities py, p1 and po; that the loop e on v changes into the new
edges ¢, ¢ and ¢, . In other words, w(e))) = pow(e), w(e]) = prw(e), w(ep;) = porw(e) and po + p1 +
po1 = 1. Although the choice of pg, p1 and pg; may be arbitrary, it is reasonable to set pg =p1 =1/4
and po1 = 1/2. The reason is that the above choice holds if each endpoint of a new edge is vp with
a probability of 1/2.

For a realization @ of a graph X, suppose that a graph X’ is obtained by splitting a vertex v
into vy and vy. Then, we define the immediate realization @@ of X' (or @ by abuse of notation)
as follows: @D (vg) = @D (v1) = ®(v), and &9 (1) = () for any other vertex u. If @ is a periodic
realization, then @) is equivariantly defined as a periodic realization. Using this, we can show
that splitting decreases the energy.

Proposition 5.1. Suppose that X' is a graph obtained from X as a result of splitting under the above
condition. Let @' be a harmonic realization of X' with the same period as ®. Then, E(X', ®') < E(X, P).

Proof. Clearly, £(X, @)= (X, @). The condition of splitting and theorem 2.5 imply that 2 is
not harmonic. Hence, (X', @) < £(X’, @) by definition 2.3. [ |

Remark 5.2. In the above two subsections, the graph X’ obtained by the local move is well
defined. However, the realization @’ of X’ should be defined using harmonicity, so there remains
ambiguity of parallel translation.
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In this paper, it does not matter because we only consider the shape of the realized graph and
its energy. However, if one wants to discuss such as the displacements of nodes before and after
a local move, this ambiguity should be removed. One idea is to assume that the centre of mass of
the periodic cell is fixed.

6. Models of deformation

We introduce two models: fast and slow deformation. The difference of these two models reflects
the strain rate sensitivity, that is, the dependency of stress on the speed of deformation. A
harmonic realization of a periodic graph is regarded as an equilibrium state. Let (Xo, @¢) be a
standard net with period homomorphism pg as an initial condition. This is regarded as a state
without external force, as explained in §4. In this section, we express the period homomorphisms
explicitly. Suppose that the initial net (Xo, @g, pg) does not satisfy any condition of a contraction
or splitting. Deformation is obtained by linear transformations with constant volume. We apply
contractions and splittings that satisfy the conditions in §5 for harmonic nets in deformation.
Because the process is not deterministic in general, it is necessary to choose one that satisfies the
conditions. We leave the stochastic formulation for future work.

(a) Fast deformation

Let A € SL(N, R). Fix the period homomorphism A o pg. We apply local moves for the harmonic
net A(Xo, @o, po) = (Xo, A o @y, A o pg). First, we apply the splittings. Then, we obtain a new
harmonic net. If the conditions of other local moves hold, we continue to apply the splittings.
Second, we apply the contractions. However, more than two vertices may contract to a point. In
general, we need to choose the contracting vertices so that the contraction does not violate the
period.

We continue this procedure by supposing that these procedures finish with finitely many local
moves. In the end, we obtain a harmonic net (X1, @1, A o pp). We call this process fast deformation.

(b) Slow deformation

Slow deformation is a limit of sequences of fast deformation. For a continuous family of linear
transformations, take approximations by discrete families of small ones. They induce sequences
of fast deformation. We obtain slow deformation by the limit as the approximations get arbitrarily
fine.

Equivalently and more precisely, slow deformation is defined as follows. Suppose that A; €
SL(N,R) for 0 <t <1 is a continuous family of linear transformations such that Ag =id. Let p; =
At o pg. We apply local moves while increasing ¢ from zero to one. Let t; be the minimal ¢ such that
the condition of a local move holds for the harmonic net (Xo, At o @, pt). We obtain a graph X6
by the local move. Consider a harmonic net (X{,, @, p1,). Note that another local move may occur
for (X{,, @, pt,). Then, we continue to apply local moves. Subsequently, we obtain a harmonic net
Xt, Pty p1)-

After the exhaustion of local moves for t1, we increase t. Let t, be the minimal t more than #;
such that the condition of a local move holds for the harmonic net (th,AtA;ll o @y, pt;). Using
the same argument as above, we obtain a harmonic net (X;,, @+,, pt,).

We continue this procedure by supposing that these procedures finish with finitely many local
moves. Ultimately, we obtain a harmonic net (X1, @1, p1). We call this process slow deformation.

A condition of genericity is given as follows:

(i) two local moves do not occur simultaneously, and
(ii) two vertices equivalent by the period do not contract.
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If the net is highly symmetric, the genericity is difficult to hold. For genericity, we arbitrarily
choose a single local move at a time, and we ignore any contraction that violates the period.
We define the stress—strain curve for a uniaxial extension. Let

A(r) = diag(x, A"VN=D 3 VIN=Dy e SN, R).

The slow deformation by A;=A(Af) for 0<t<1 induces a net (X1, ®;1). The energy £(A) =
E(X1, @1) is a right-continuous function of . We can plot the stress—strain curve as a graph of
the engineering stress geng as a function of the strain € =1 — 1, where geng = (1/V)(d€(2)/d2) by
proposition 4.1.

(c) Compatibility of splitting and contraction

We suppose that the above procedures in deformation finish with finitely many local moves. In
general, splittings and contractions may cause an infinite sequence of local moves. We give only
a partial result for this problem.

Let (X, @) be a harmonic net. Let X’ be a periodic graph obtained from X by splitting a
vertex v into vg and v1 with respect to the condition given in §5. The maximal eigenvalue of
the local tension tensor 7 (v) is equal to Kgeg(v)- Let ¢’ denote the new non-loop edge in X'.
Let w’' be the weight of €/, which does not exceed the weight of the loop on v. We consider a
harmonic realization @" with the same period lattice as @. If ||®'(¢/)|| = ||®'(v1) — @/ (vo)l| <3,
then splittings and contractions continue alternately. We show that such repetition does not occur
if § is sufficiently small.

Theorem 6.1. Suppose that the weights are non-negative integers. Then,
V 2Kdeg(v)
deg(v)

Proof. Let @@ be an auxiliary periodic realization of X’ such that @@ (vg) = D (v), 2D (1) = D (1)
for any vertex u # yv; (y € L), and @@ is harmonic around v;. Then, ||®/(¢/)]| > || @@ (¢')|], which
we show in theorem 7.6. Hence, it is sufficient to show that

12" ()l =

1 Kieg(v)
@@ > ——— 8.
I (e)ll_deg(vl) >

Indeed, since deg(v) = deg(vg) + deg(v1), we may assume that deg(v) > 2 deg(v) by interchanging
vg and vy if necessary.

Let ¢j1,..., ey, for i=0,1 denote the non-loop edges of X’ originating from v; other than ¢/,
and let vjy, ..., vj, denote their terminals. Note that we may ignore the edges between v; and
yv; for y € L. Let w;j be the weight of e;;. The same symbol is used for the corresponding edges
and vertices of X. We write @(v;) = (xilj, .. .,xg]). We may assume that @(v) = @@ (yp) =0 and
the splitting occurs in the direction of the first coordinate; that is, the vector (1,0,...,0) is an
eigenvector associated with the maximal eigenvalue of the local tension tensor around v. Then,
x(l)]. <0, x% = 0, Zi,j w,-jx}]. =0,and Zi,j wij(x}j)2 = Kdeg(v)- Since @@ is harmonic around v{, we have

i
—w/ @O (v1) + ) wj(@(vyj) — 2O (v1)) =0.
j=1

Hence,

Yoty wy(vy))
n

w + Z/‘=11 wy;j

3wy
deg(v1)

1@ @(e)|| = ||@@ ()| = ||

Moreover, we obtain Z]”:ll wljx% j >, /Kdeg(v)/2 by lemma 6.2 and the assumption that wjj € Z>o.
[ |
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Lemma 6.2. Let xq1,...,X0n, <0and x11,...,X1, > 0. Suppose that z = — Z]nil Xoj = Z;i
K= Zi,j(xij)z. Then, z > J/K/2.
Proof. We find the maximum K for a fixed z>0. If x4+ y=a is fixed for x,y >0, then the

maximum a2 of x% + y2 is attained when x =0 or y =0. Hence, the maximum of K is attained
when xj, = —z and x1;, =z for some jy and j1, and x;; = 0 for the other j. Therefore, K < 222, |

1 x1j and

7. Variation of weights

In this section, we consider the extent to which the harmonic realizations and their energies
depend on the weights, which vary in non-negative real numbers. We describe a contraction as
the limit by increasing the weight of an edge. Note that we do not suppose that the sum of weights
is preserved, which differs from the assumption in §5.

Let X =(V,E) be a periodic graph with period L. We take representatives vg, v1,..., vy € V of
the set V/L. Let e;;,, denote the edge from v; to yv; for y € L. Then, {e;;, } are representatives of the
set E/L. Let w;;, denote the weight of ¢;;,,. Then, w;; ), = wj;),.

Fix a period homomorphism p:L— RN. Suppose that 7> 1. Let X be a periodic graph
obtained from X by the contraction of vg and vy to a vertex 0. Suppose that @™ and & are
harmonic realizations of X and X, respectively. We may assume that @) (vg) = &)(9) = 0. We
change the harmonic realizations @) by varying wg1o while fixing the other weights on X. Here,
we regard wj;, = wj;, as a single variable. Suppose that X is connected, that is, the union of
its edges with positive weights is connected. Since the harmonic realization @ is given by the
unique solution of a system of linear equations, it depends continuously on wg19. After we show
that @™ can be regarded as limgy,y— oo oM we give explicit presentations.

Lemma 7.1. The realizations @) converge to &M g5 w19 — co. In other words, P (v;) converge to
cﬁ(h)(v,-)for each 2 <i<mn, and @M (vy) converge to &M (5)=0.1In particular, limy,,)— 0o @™ (eg10) =0.
Consequently,

lim 7(X, @M =7(X, ") and 1lim &X, o")=£X, M.

Wo10—> 0 Wo10—> 00

Proof. Consider a (not necessarily harmonic) periodic realization @ of X. We write ®(v;) =
(,...,xN)eRN and p(y)=(p),..., o)) RN for y € L. Then, p* , =—pk. By theorem 2.5, the

realization @ is harmonic if and only if

n
DD wij (= +xf + ) =0, (7.1)
j=0 yeL

for any 0<i<mn and 1<k <N. Let x;‘ = Sik be a solution of this system of equations, which is
unique up to translations. We may assume that S(’)‘ =0. Then, ®"(v;) = (Sil,. ..,Sl.N ). We write
wij = Zy wijy, bjj = —wjj for i #j, bjj = Z#i wjj, and cif = Zj,y Wijy p}lj. Using the matrix B = (),
the system of linear equations is written as B(x’(‘), R xﬁ)T = (cg, ey c’,‘l)T. Since 5(’)‘ =0and (¢ f)l <i<n
are unique, we have BOO(E{‘, e ,S,If)T = (c’lc, .. .,c’,‘l)T, where Bgg = (bij)lfi,jfn is a minor of B. Then,
Bqo is invertible. Cramer’s rule implies that Sl.k =det Cf.‘ / det Bgg, where Ci.‘ is the matrix obtained
by replacing the ith column of By with (c’lf P c’,‘l)T. In this presentation of det Ci‘ / det Bgg, only
b= Zj#l,y w1j, contains wo1p = wipo- (Note that pg =0.) Hence, det Byp and det Cf are linear
functions of wp19. Moreover, det C’l< is constant for wo1g.

Since @™ is harmonic, we obtain £(X, @®) < £(X, ™) by regarding ) as a realization
of X. Moreover, we have w010||<1§(h)(e()10)| 12 <&(X, <1§(h)). Hence, limy,y— 0o ¢(h)(3010) =0. In other
words, limgg,y— 0o 5{‘ =0. If det By is constant for wyp1p, then 5{‘ =det C’{ / det By is also constant.
Hence, Ef =0. Then, ®™ = ™ and the assertion holds trivially.

Suppose that det By is not constant for wg1g. Then, Sik =det Ci.‘ / det Bog converges as wpig —
00. We define the realization @ of X such that &(0)=0 and d(v)) = limypyp— o0 oM (v;) for 2 <
i<n. Since & (X, <13) = limgpyp—o00 £(X, <D(h)) <& (X, <13(h)) and ®® is harmonic, the realization @

§7901207 8Lt ¥ 205§ 204g edsyjeuinof/BioBuiysiigndiaposiefos H



is also harmonic. The uniqueness of a harmonic realization implies that @ = &®. Therefore,

limgyyy 00 @7 = &0, ]

Theorem 7.2. There are z € RN and W € R such that

oMW(en) = — =
(eo10) wor0 - W
and
¢ S0 Tx ey E
T X/ P - 7 -
X80 - T 00 ==y
where z and W do not depend on wg19, and W does not depend on p. Consequently,
o 2 ||zI[?
£X, 0 — (X, M) = ——— = (woio + W)I|&®(eno)II*.
wo10 + W

Proof. We showed that é{‘ =det C’{ / det Bgp in the proof of lemma 7.1. The determinants det Bog
and det C’{ are, respectively, linear and constant as functions of w1 = w1gg. If det Byg is constant
for w10, then E{‘ =0, and we obtain z = 0. We can take W arbitrarily.

Suppose that det By is not constant for wp19. Then, we can write det Bog = (wg19 + W) det Boo 11,
where Bop11 = (bjj)2<ij<n, and W does not depend on wpyo or p. Let zk = det C}{ / detBgp,11 and

z= (zl, ... ,ZN). Then,
z

¢(h)(@010):(§111~-»,§{\7) = Do L W

Moreover, z does not depend on wp;g.

We regard the tension tensor 7 (X, @) as a function of w = (wjj,) and x = (xff). Its (k,I)-entry is
given by

1 n
TR, =5 D Y wijy (=3 +2 + )=} + X + o)),
ij=0yeL
Then,
3Tkl(w X)= =8k Y Wajy (—Xl, + X1+ p)) = 81 D Wajy, (—xk + 25 + pf)
8 B ﬂk ajy o ] lOy ﬂl oJy o ] py .
v o4

Consider T (w) = T"(w, £(w)) as a function of w, where &(w) = (§{‘(w)). By the equality (7.1), we

aTH
have —ﬂ(w, &(w)) =0. Hence,
ox,
o

aTkl agf
awom
= %(MS (w))
=616
ZkZl

 (wo0 + W)’
where we regard w9 = wioo as a single variable. Hence, 7° k= C — 2k j(woro + W) for some C
independent of wp1g. Since limgyy,— 00 7 (X, ¢(h)) =T7(X, <13(h)) by lemma 7.1, we have

kol Z®2

TX &M - 17X, 06M)y = (—= = S — ]
( ) ( ) (w010 +W)1§k,l§N w0 T W

Lemma 7.3. Let the vector z and the number W be as in theorem 7.2. Suppose that z # 0. Then,

0<W< (Z wa) — W100-

j#1 yeL
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Proof. Since
=&X, oMy — X, oMy < £(X, M)

for any wp19 > 0, we have W > 0.
As in the proof of theorem 7.2, we have wpjg + W =det Boo/ det Boo,11, where wjj = Zy Wiy,
bij = —wjj for i ], bjj =3 ;. wij, Boo = (bjj)1<ij<n and Boo,11 = (bjj)2<ij<n- Then,

det Bgog

———=by - ..., biy)BL b))
detBOO,n bi1 — (b2, +b1n) 00,11(b12' ,b1)’,

by lemma 7.4. Since Bgp11 is positive definite by lemma 7.5 and detBgg11 #0, so is B&olll'
Therefore, wy1g + W <b11 = Z#l Zy L Wijy - Note that if n =1, we conventionally set det By,11 =
1 and wp19 + W =bq1. | |

Lemma 7.4. Let A= (a;)1<ij<n be a symmetric matrix. Suppose that A1y = (ajj)2<ij<n is invertible.
Then
detA

detAqq -

a1 — (@12, ..., a)A @12, .. 1)
Proof. Using the adjugate matrix, we have
Al = (det A1) (=D det Apy j)a<ijns
where A1y jj = (ak)k-£1,i,11,;- The cofactor expansion implies that

detA =aq; detAq1 + Z (—1)"+j+1a1'1a1]« detAn,,'j

2<ij<n
-1
= a1 det A1y — (a1, ..., a1n)(det A1)AL (a1, . .. a1
|

Lemma 7.5. Let A= (@j)1<ij<n be a symmetric matrix. Suppose that a; <0 for any i#j and
> j=1aij = 0 for any i. Then, A is positive semi-definite.

Proof. The proof is by induction on 1. The assertion is trivial for the case n = 1. We have

n n
A =diag Zalj, ., Zanj +P'A'P,

j=1 j=1
where
a1 - ap1 O
. . . . n n
A= E : | —diag [ Y ayi., ) au1,0
ap-1,1 - Ap—ip-1 0 j=1 j=1
0 0 0
and
1 0 -1
pP=|: .o :
0 -~ 1 -1
0 - 0 1

The matrix A’ is positive semi-definite by the assumption of induction for n — 1. Therefore, A is
also positive semi-definite. |

Theorem 7.6. Let @@ be a realization of X such that @@ (v;) = e (v)) for any i#1 and @ s
harmonic around vy. Then, || (eg10)!] > [12@ (eg10)]-
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Proof. Since @@ is harmonic around v; and Zye L w11y p(y) =0, we have

D wijy (—2@ (1) + () + p(y) =0.

j#1 veL
Hence,

q)(ﬂ)(vl) _ Zﬁﬂ ZVEL wljy(¢(h)(vj) + P()’))'

i1 Xyel Wijy
Let
20 =3 w6V ) + ()
j#1 yeL

and

W(a) = (Z Z wljy) — W100-

j#1 yel
Then, @@ (eg10) = @@ (v1) = 29 /(wg19g + W®). The difference of energies is given by

EX,dM) — (X, @) =" " wy, 119D w) + p()I1?
j#1 yeL

=3 wipll - 2@ wr) + D)) + ()12
j#1 yeL

==Y w16 ()2

j#1 yeL
+23 3wy, (D) + p(y)) - 2@ (v1)
j#1 yeL
(@)

= —(wo10 + W@ R
(wo10 ) o0 £ W@

? 4226

|wo10 + W@
1292
~ woro + W@’

Since @™ is harmonic, we have & (X, M) < £(X, ®@). Lemma 7.3 implies that W < W@,
Therefore,

X, M) — (X, o™)
wo0 + W
_EX M) — X, )
h wo10 + W@

= 1|2 @(eg10)I>

18" (eg10)11% =

by theorem 7.2. |

8. Plasticity

The plasticity of a material is its ability to undergo permanent deformation. For a fixed periodic
graph, no external force is applied to a net if and only if its realization is standard, as shown
in §4. Hence, if no local moves occur in the deformation of a net, then it returns to its initial
state by unloading, and it is perfectly elastic. In general, however, local moves cause plasticity. To
measure plasticity, we introduce the energy loss ratio of a net under deformation. This is defined
by comparing the energy with that of a net in which local moves do not occur.
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Definition 8.1. Let (Xo, @) be a harmonic net in RN. Let us consider fast deformation by
A=A € SL(N,R) or slow deformation by A; € SL(N,R) for 0 <t <1. Suppose that we obtain a
harmonic net (X1, @1) as in §6. We define the energy loss ratio of Xo with respect to A or A; as

E(Xo, o) — EAT (X1, 1))
‘S(XO/ ¢0)

R(Xo, @0, Ap) =

If no local moves occur, then R = 0. We may regard the ratio R as a degree of destruction. Note
that R may be negative by some occurrence of contractions.
Consider the uniaxial extension by

A(\) =diag(r, A~VWN=D 3" VIN=Dy € SN, R)

and A; = A(A!). The permanent strain ¢y was defined in §4, by setting Al_1 (X1, @1) as the reference
position.

Proposition 8.2. Suppose that &g is standard, no contractions occur in the deformation, and
R=R(Xo, ®o, At) < 1/N. Then, the permanent strain € satisfies that

N (N-1)/2N
(1 - ﬁR) —1<e<(1—NR)“N=-D/2N _ 1

Approximations

N (N-1)/2N 1 N—1
_ N 1t NryN-pN g N
(1 N 1R> 1~—2R, (1-NR) 1~ ——R,

hold when R ~ 0. One might expect that €y > 0 for A > 1, but it does not generally hold, because
the directions of deformation and splittings do not necessarily coincide.

Proof. Write & = £(Xo, Po), & = E(A] (X1, @1)) and (1) = T(A; (X1, #1)). Then, T (Xo, ®o) =
(&o/N)I, &1 =111 + - -+ N, and R=1 — &1 /&. Since only splittings occur, we have 1; < &/N
for each 1 <i <N by theorem 7.2. Hence,

-1

m=&—(m+-+wN) =& — N &o-
Proposition 4.2 implies that
(1+60)2N/(N—1)=722—|—-..+‘L'NN: & — _ 1 (ﬁ—l).
(N -1 (N=Dmn N-1\m

Since 111 <&)/N, we have &1/111 > NE /& =N(1—R). Since R<1/N and 111 > & — ((N —
1)/N)&y, we have

& N-1 N1 -R
- N1 -R) 1—-NR
Therefore,
1= N Re@eo-no 1 -
N-1 - =1-NR’

In the remainder of this section, we consider the simplest case of splitting; let Xy be a periodic
graph such that only a single vertex exists in each period. We identify each i = (i1,...,iN) € ZN
with a vertex of Xj. Let e; denote the edge of X joining 0 and i € ZN. We write w; for the weight of
e;. It is necessary that w; =w_;. Let p : 7ZN > RN bea period homomorphism, and let (u1, ..., uy)
be a basis of p(ZN). The period homomorphism p induces a periodic realization @ of Xg such that
the image of vertices is p(ZN). For i e ZN, the edge e; corresponds to v; =iju; + - - -+ iNun € RN,
Then, @ is a harmonic realization. Let I ¢ ZN such that ZN =11 —I1{0}. Let X7 be a periodic
graph obtained from Xy by splitting the vertex 0 into vy and vq so that vg and vy are endpoints
of e for i e —I and i €I, respectively, where e} is an edge of X; obtained from e;. We write wj,
for the weight of the new non-loop edge. Let @1 be a harmonic realization of X; with the period
homomorphism p. We may assume that ®1(vg) =0. Let x = ®1(v1).
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For u#0eRN, let ]RMN ={xeRN|u-x>0}and I, :]RMN NZN.If I, C I, the vertices split in the
direction of u. Subsequently, it is possible to regard the net (X1, @1) as a result of slow deformation.
However, we do not require this assumption unless otherwise stated.

After we show general behaviour, we give some examples of the energy loss ratio
R =(E(Xo, o) — E(X1, P1))/E(Xo, Po) depending on the weights {w;};cyn.

Proposition 8.3. It holds that
D iel Wivi
x=—rE
Wo + Dier Wi
and 5
|| Xicr wivi | 2
EXo, @o) — EX1, P1) = —F == |wp + )_wi | lIx|I".
w6 + Ziel Wi 0 Z '
Proof. The condition of harmonic realization —w(x 4 ) ;.; w;(v; — x) = 0 implies the presentation
of x. We have wo1p =wj, z=)_;;w;v; and W=} _;_; w; in the notation of theorem 7.2. Thus, we
obtain the presentation of £(Xo, ®g) — £(X1, P1).
We remark that @, coincides with @@ in theorem 7.6. Moreover, W attains the maximum in
lemma 7.3. |

iel

By way of example, we suppose that the weights are given by a function of the lengths of
edges.

Theorem 8.4. Let F(x) be a non-negative function on RN such that F(—x) = F(x). Put w; = F(sv;)
for s > 0. Suppose that the sum y_;; F(sv;)||v;||? is convergent. Let p = wy, /wo, which is regarded as the
probability that a loop changes into a non-loop edge. Suppose that there is u# 0 e RN such that I, C L.
Then, the energy loss ratio R(s, p) satisfies

‘l f]Rf)’ F(x)xdx‘ |2
I]RQI F(x) dx fRQ’ F(x)||x||2 dx”

lim R(s,p) =
s—0
where we suppose that the three integrals are finite. Moreover, if F(0) > 0 and lims_ oo ;.1 F(svi) =0,
then lims_, oo R(s, p) = 0 for any fixed p > 0.

By the second assertion, we may understand that the material has lower plasticity if the
proportion of loops is large.

Proof. Since ||v;|| > 1 for all but finitely many i, the sums Y, .; F(sv;) and || >_;.; F(sv;)v;|| are
absolutely convergent. The volume per period is given by V = det(u --- uy). By proposition 8.3,
1Y ier F(svi)vg] 12
PFO0) + > F(sv)) Xoicr Fsvi)lvill?

R(s,p) = (

Hence,

. . 1SNV 3 g Flsvi)svi 12
lim R(s, p) = im
s—=0 s—0 (SNVPF(0) 4+ sNV 3 F(sv;)) SNV 3 F(sv;) [sv;] |2

—1lim 1SNV Y Flsva)svi
50 (sNV 3 F(sv:)) SNV 3 i F(svi)lIsvil |2
[ iy x|
" Jiy Fdx o FQ)lx]2dx”
where the Riemann sums converge to the Riemann integrals.

Suppose that p > 0, F(0) > 0 and lims_, oo ) ;o F(sv;) = 0. Since R(s,0) <1, we have

. . D 1 F(sv;)
lim R(s,p) = lim e
M RO = 00 R 0) + 3oy Fou)

=0. |

R(s,0)
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For example, we use the normal distribution, given by the function F(x) = (2ra2)™N/2exp
(—||x|12/202) for x e RN and o > 0. Then,

[y e ] 12

_ 2 _ 2
fRﬁ’l eIl dfoﬁ’l e~ 117 |x]|2 dx

I e xdx ([ e dx N1y
(7 Pxée (e 0 )

(e d0)V Y fp e a2 dx (f e dy)

Jm R(o,p) =

2
4 (fooo e ¥x dx)
- N [p e ¥ dx [ e x2dx
2
N’

and lim,_,oR(o,p) =0 for p> 0. Note that constant multiples of the weights do not change
the energy loss ratio R. Generally, if the function F(sx) for each fixed x # 0 € RN monotonically
decreases for s > 0 and ) ;.; F(sv;) < oo, then limg_, oo ) ;; F(sv;) = 0.

Next, we consider the weight functions given by the linear sums w;,; = (1 — s)wg ; + swy ; for
0 <s < 1. The weight function ws ; for each s induces the energy

Es = E((Xo, ws), Bo) = Y _ ws,illvill* = (1 — )€ + &1,
iel

and the energy loss ratio Rs = ||zs] 12/ WEs by proposition 8.3, where

Zs = Z Ws jV; = (1 — S)ZO + 5z
iel

and

WS =pwso + Zws,i =(1- S)Wo + SWl.

iel

We consider the way in which Rs depends on the compounding ratio s. Since l1zol1? = Wo&Ro
and ||z1]|> = W1&1R1, we have

_ (1 —s)zg + szl||2 _ (1- S)2W0(90R0 + $2W1ERy + 2(1 —s)szg - z1
W& Wi&s '

Rs

Proposition 8.5. Suppose that Ry = Ry. Then

1—9)s — —
Rs=Rp — (W 5) (Wo&1 + W1&)Ro — 220 - z1) =< Ro.

s&s

The equality holds if and only if £y/Wo = & /W1 and the vectors z and zy are parallel. For fixed wy ; and
w1, the minimum of Rs is attained when
,/W()&)

VWoéo + \/W151.

We may understand that a material with lower plasticity is obtained by blending two materials.
Note thatif =1, foru#0¢€ RN, the vectors zp and z; are likely to be nearly parallel to .

§=5=
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Proof. 1t is easy to check the presentation of R;. The inequality Rs < R; follows from

2z - 21 < 2[|z0|l|z11| = 2y WoEoW1E1Rg < (Wo&1 + W1&0)Ro,

where the first inequality is the Cauchy-Schwarz inequality, and the second follows from

(VWo&r — W1 50)2 > 0. An easy calculation shows that

(1—s)s (1—5s)s
Wl (1= s)Wo + sW1)((1 — )& + sE1)
s(1—s)"!

(Wo +s(1 —s)"1TW1)(E +s(1 — 5)~1&1)
increases for 0 < s < s and decreases for s <s < 1. [ ]

We remark that the linear sums of weights with different energy loss ratios do not yield smaller
ratios in general. For instance, the linear sums of wg ; and w; ; as in proposition 8.5 give the energy
loss ratios between Ry and R;.

Under the assumption that Rg = Ry, we have

R Ro+ z0 - z1/y/ WoEoW1&1 - 2Ry
5= — — — = — — —
14+ (Wo&1 + W1&0) /2y WoEgW1E1 14+ (Woé1 + W1&) /2 WoEgW1E1

Wogl +W150 _ x2 +1
2/ WoEoWi &1 2x

where x = /W &1 /W1&. If x or x1 is large, then R is nearly equal to zero.

For example, we consider the cube lattice. Suppose that (uy, ..., uy) is the standard basis of
RN. For m e Z>0, let Wo,0 =wW1,0 =4, WO, 44 = W1, +mu, = 1 for any k= 1,.. .,N, and Wwo,i =w1,; = 0
for the other i. Let u=(1,...,1) and I=1I,. Then, Wo=W;=pa+N, & =N, & =m?N, zy=
1,...,1), z1=(m,...,m) and Rgp=R; =1/(pa+ N). Since §=1/(1+ m), we have R;=4m(1 +
m)~2Ro. Consequently, & =mN and limy;—oo R3 =0.

We give another example by using the linear sums of normal distributions. Suppose that
Wy, = (271(7,(2)*1\]/2 exp(—||v{] |2/2crk2) for k=0,1and o} > 0. Fix u = 01/09. Theorem 8.4 implies that

and

- 2(1 — 2
Ro= lim R,= 2L=85HsW”
09— 00 N (1 — s+ su?)
It attains the minimum when s =8 =1/(1 4 u). Hence, Ro = Ry =2/N7, Ry = 4u(1 4 1) 2Ry, and
lim,— 00 Rz = 0. We remark that limy,— o0 W1/Wo =1 and limg,— 00 &1/ = u?.

9. Examples of deformation

In this section, we give examples of deformation for two-dimensional nets. Let

AQ) = cosf® —sinf) (A O cos®  sinf
“\sind  cos® J\0O A7) \—sind cosh)’
We consider a uniaxial extension with strain e =1 — 1 in the direction of an angle 6 from the
horizontal axis, namely, the slow deformation by Ay = A(Af).

For the splitting of a vertex v into vg and vy, let e, e, €] and ey, respectively, denote the loops
on v, vp, v1 and the non-loop edge between vg and v1. Suppose that the weight function w satisfies
w(ep) =w(e]) = wle)/4 and w(ep;) =w(e)/2.

Let X" denote the periodic graph after the mth local move, and let ®™ be a harmonic
realization of X", Suppose that @O is standard, and all the period homomorphisms for
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Figure 7. The hexagonal lattice.

@ are common. We write £M (1) = EAM)XM, @(M)). The engineering stress is oeng()»)
(1/V)(EM™ /dp). The permanent strain e(()m) is the number satisfying aeng(l + e(m)) =0. The energy
loss ratio is R0 =1 — £01(1)/£0)(1).

(a) Hexagonal lattice

Let X© be a periodic graph of which the edges consist of loops and the 1-skeleton of the hexagonal
tiling. We assume that the period is minimal. Let wy and w; be the weights of each loop and
non-loop edge, respectively. A standard realization ®© of X is given as follows (figure 7):

(i) for I > 0, the vectors 11 = (+/31,0) and u> = ((+/3/2)1, (3/2)]) form a basis of the lattice;
(ii) representatives vy and v of the vertices are mapped to @O () =(0,0) and @D (vq) =
((v/3/2)L,(1/2)]); and
(iif) The non-loop edges ej, ex and e3 originating from vy are mapped to d?(o)(el):

(V3/2)1,(1/2)]), 2O (e2) = (—(v/3/2)1, (1/2)]) and @O (e3) = (0, —1).

Then, the volume per period is V = (3+/3/2)12. The energy per period is £ 0) = £(XO, pO)) = 30 2.
Young’s modulus is E =4&y/V = (8+/3/3)wy. The tension tensors around the vertex vy and vy are

a _(@RwmP 0
T(vo)—T(vl)—( . (3/2)wllz>'

(i) The case® =0
Consider the slow deformation by A; = A(A!) for 6 = 0. Then,

£O() = w112<x2+r2) éﬂ)g(x)— 243 Wy (—27%).

Suppose that 1 < 871 < \/2Ka4 130, /3w112. When Af = §71, the edge e3 contracts to a loop, where

no splittings occurred earlier. We obtain a periodic graph X1 as shown in figure 8. The edges of
XM consist of loops with weight 2wy + w; and the 1-skeleton of the square tiling. Then,

f

Do) = wlzz(ﬂ+3x-2>, oo () = w1 (0~ 3179)

and
V_3-1~0316, RD=-1

Furthermore, when Af = / Kazoy+6w, /3w112, the vertices of XM split. We obtain a periodic graph
X® as shown in figure 9. The weights of each loop and new non-loop edge are, respectively,
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Figure 8. The graph X,

e

Figure 9. The graph X®.

(1/2)wo + (1/4)w; and wo + (1/2)w;. Then,
3wil?
wo + (5/2)w1

EDy =D — 2

3 2wy + w1y 5 o
S P =/ 3x ,
=™ <2w0 5w T
2 2

o= By (01, 5

3 2w + 5wy
and 6(2) _ 4 3(Rwq + 5wq) _1 RO@_ _2w0 + 3wy .
0 2wp + w1 ’ 2w + 5wy

(The first equality is also obtained by theorem 7.2.) It holds that /3 — 1 < e

If wy = w1, then e(() )

= /7 — 1~ 0.626. We remark that e(() ) decreases as wg /w1 increases.
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Figure 10. The graph X©.

24P A E e® e®
8(2)
6/
8(3)
€=1-1
0 1 2 3

Figure 11. Energies for deformation in the case & = 0.

Furthermore, when Af = \/ (Qwo + 5w1)/ (2w + w1))((2Kawy+3w, )/ (Bw11?)), vertices of X@ split.
For genericity, we suppose that a single vertex per period splits. (We may assume that a
representative thereof is at the origin.) We obtain a periodic graph X® as shown in figure 10.
Then,

2wp + wy 24w%l2 5
2w + Swq 2wg + 21wq

3 2
=i (sz +3rz>,

EON) =D —

2wo + 21wy
3) 23 2wo + w1 3
A)= —— —_— 1 —3A
Oeng(M) = =301 | 3 o

and 6(()3) _ 4 32w + 21w1) 1, RO = _Zwo + 11w, '
2w + wy 2wq + 21wy

It holds that ¥3 — 1 <€) < /63 — 1~ 1.817. If wy = wy, then € = /23 — 1~ 1.189.
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Figure 12. Stress—strain curve in the case 6 = 0.
2P E e®
g(lJ
61 e
& e
€=1-1

(]
—_
[\
(O8]

Figure 13. Energies for deformation in the case 6 = 7t /6.

Similarly, more splittings of vertices may occur. Subsequently, the length of a path of edges
increases. For wg =w; =1, the energies are shown in figure 11, and the stress—strain curve is
drawn as the thick discontinuous curve in figure 12. Note that if we take a larger period, the
occurrences of local moves change by genericity. We must also consider a contraction when
At =35"11. With this consideration, the stress—strain curve also changes. It would be desirable
for these stress—strain curves to converge to a continuous curve as the periods expand.

(ii) Thecase® =1 /6

Consider the slow deformation by A= A(Af) for § = /6. Then, only splittings occur. We state
only a result:

3
5(0)(A) = Ewllz(xz +217?), éﬂg(x) = fuq(k 273)  (same as above),
3 3wy _ 1 zf 3wy _
EVGy= 2w P [ ——2 24+ 272), of N="F"w 0 5 oa7B),
W =33y v aw” T Oeng(*) 3wy + 4w,
e(()l) _ 3wg + 4w, 1 RO= 2w1

3wy - Swg + 4wy !
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Figure 14. Stress—strain curve in the case & = 77 /6.

3 3w 2V3 3w
20y _ 2 0 2, ,-2 @ 4y 0 _3
£ =30l (g g +57) o =550 (3 )

kR (P
3wg 3w + 8wy

2
£On) = %wllz <$A2 + A_2> , o) = %wl <$A - A_3>
0

wo + 8wy
and O ot8o e 4
0 wo ! wo + 8wy’

and so on. For wg =w; =1, the energies are shown in figure 13, and the stress—strain curve is
shown in figure 14.

10. Discussion and perspectives

We discuss some open issues and propose questions for further research.

(1) The definition of the tension tensor fits with our purely mathematical interest, and we can
apply it to topological and discrete geometric properties of graphs and nets. To define an
energy, we have used E(l) = 2 as an energy of an edge of length I. What happens when
we take another energy function E(I)? A linear transformation of a harmonic realization
is no longer harmonic, but a harmonic realization is still unique if E'(/) > 0 and E”(I) > 0.

(2) In 85, we have arbitrarily given the threshold values § and Kj in the conditions of a
contraction and a splitting. What are the values § and Kj for an actual TPE? How does
the value K; depend on the degree d?

(3) The validity of our model for deformation requires the assumption that infinite repetition
of local moves does not occur. However, mutually inverse splittings and contractions may
continue alternatingly in some cases. Theorem 6.1 gives a sufficient condition that such
alternating repetition does not occur. Is another kind of infinite repetition possible? If it is
possible, what condition is sufficient to avoid such repetition?

(4) In 89, we have given simple examples for two-dimensional nets. What about three-
dimensional nets?

(5) Do local moves occur in unloading? If not, then it reproduces the Mullins effect [14]: the
stress—strain curve in reloading coincides with that in the unloading until the maximal
strain of the prior loading. Figures 12 and 14 illustrate this behaviour. Even if local moves
occur in unloading, the inverse local moves in reloading may induce the Mullins effect.

§7901207 821 Y 205§ 204g edsyjeuiol/BioBuysiigndiaaposiefos



(6) We have worked in continuous weights of edges, which is useful for mathematical
arguments. Of course, the weights corresponding to actual polymers are integers.
However, it would not be meaningful only to restrict ourselves to integer weights.
Our presented settings preserve periodicity. As a result, stress—strain curves are not
continuous. To obtain a continuum limit of such discrete matters, stochastic formulation
of local moves will be effective. The stochastic formulation in integer weights may
induce continuous stress—strain curves and a nonlinear constitutive equation that reflects
elastoplasticity. We expect that this is also appropriate to describe fracture of materials.
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