NORTHWESTERN
UNIVERSITY

Center for Sustainable Engineering of Geological and Infrastructure Materials (SEGIM)
Department of Civil and Environmental Engineering
McCormick School of Engineering and Applied Science

Evanston, Illinois 60208, USA

ASYMPTOTIC EXPANSION HOMOGENIZATION OF DISCRETE
FINE-SCALE MODELS WITH ROTATIONAL DEGREES OF FREEDOM
FOR THE SIMULATION OF QUASI-BRITTLE MATERIALS

R0O0ZBEH REZAKHANI, GIANLUCA CUSATIS

SEGIM INTERNAL REPORT No. 15-09/047A

Submitted to Journal of Mechanics and Physics of Solids October 2014



Asymptotic Expansion Homogenization of Discrete Fine-Scale Models with

Rotational Degrees of Freedom for the Simulation of Quasi-Brittle Materials

Roozbeh Rezakhani ' and Gianluca Cusatis 2

Abstract: Discrete fine-scale models, in the form of either particle or lattice models, have been formulated suc-
cessfully to simulate the behavior of quasi-brittle materials whose mechanical behavior is inherently connected to
fracture processes occurring in the internal heterogeneous structure. These models tend to be intensive from the
computational point of view as they adopt an “a priori” discretization anchored to the major material hetero-
geneities (e.g. grains in particulate materials and aggregate pieces in cementitious composites) and this hampers
their use in the numerical simulations of large systems. In this work, this problem is addressed by formulating a
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1 Introduction

Discrete fine-scale models, in the form of either particle or lattice models, have been formulated successfully
in the literature to simulate the behavior of a variety of different materials. Their use has become more and
more popular in the last few decades due to a number of appealing properties that make them advantageous
compared to continuum based formulations.

The geometry of discrete models is built with reference to the actual internal structure of the material
of interest and it consists of “particles” connected through either “contact points” or “connecting struts”
(also called “lattice elements”). This “a priori” discretization allows simulating material heterogeneity
efficiently in the case of materials - such as concrete, rock, sea-ice, and toughened ceramics - characterized
by hard and stiff inclusions embedded in a more compliant, weak, and brittle, matrix. In addition, the
intrinsic particle/lattice spacing automatically provides the formulation with an internal characteristic
length which can be made randomly variable if the discrete model is constructed according to the actual
random distribution of material heterogeneity.

The degrees of freedom (displacements and rotations) are defined only at a finite number of points —
referred also as “nodes” thereinafter — which, depending on the formulation, may or may not correspond
to the partice center of mass or particle centroid. Strain and stress measures are defined at a finite
number of points coinciding with the contact points or with some specified points along the connecting
struts. The constitutive behavior is formulated through vectorial, as opposed to tensorial, stress versus
strain relationships and stress tractions are supposed to be distributed over either a “contact area” or
the cross sectional area of the connecting struts (in this paper, this area will be generically referred
to as “facet”). Finally, the classical concepts of equilibrium and compatibility are formulated through
algebraic equations, instead of partial differential equations typical of continuum mechanics. One of the
main advantages of discrete models is that the discreteness of the formulation permits handling naturally
displacement discontinuities arising during damage localization and fracture processes.

Rigid particle models, under the name of Discrete Element Method (DEM), were first formulated to
simulate both natural materials, such as geomaterials [1, 2, 3, 4], as well as man-made materials like
concrete [5, 6, 7]. A somewhat similar model is the rigid-body-spring model (RBSM), which subdivides

the material domain into rigid polyhedral elements interconnected by zero-size springs [4, 8, 9, 10].



Lattice models, pioneered by Hrennikoff [11] to solve elastic problems in the pre-computers era, were
later developed by many authors to model fracture in quasi-brittle materials in both 2D [12], and 3D
(13, 14, 15, 16].

More recently, various discrete models, in the form of either lattice or particle models, have been quite
successful in simulating concrete materials [15, 17, 18, 19, 20]. For an extensive review of the currently
available models for concrete the reader is directed to a recent special issue [21] collecting several papers
covering a wide variety of concrete mechanics phenomena spanning several length scales, from the scale of
cement particles to that of reinforced concrete structural members.

In most applications of interest in practice, fine-scale models lead to fairly large computational systems
characterized by a huge computational cost making their practical use rather limited. For example, the
full-scale computational analysis of an average concrete bridge would require millions of degrees of freedom
or the simulation of a rock formation would require billions of degrees of freedom. The solution of such large
problems, although possible in principle with large super computer clusters, is unimaginable in everyday
engineering practice. For this reason, many studies have been devoted to finding optimal and rigorous
approaches for multiscale computation.

Among different multiscale techniques available in the literature [22], the ones based on homogenization
theory have been widely used over the past decades. The homogenization theory relies on two main
assumptions. The first is the existence of a certain volume of material, the so called Representative Volume
Element (RVE) or Unit Cell (UC), carrying a complete description of the internal material structure
[23, 24]. The second is that the size of such a volume is much smaller than the size of the overall solid
volume under consideration. The latter is also known as the “scale separation” assumption.

Hill [25], Eshelby [26], Hashin and Strikman [27] pioneered analytical homogenization techniques which
were developed later by other authors [28, 29]. Analytical homogenization is able to reasonably approxi-
mate material properties when the exact solution of the boundary value problem associated with the RVE
problem can be obtained. However, in this approach, elastic behavior, small strains, and relatively sim-
ple internal structure are the limiting assumptions typically adopted. When complicated heterogeneous
structures are considered, or constitutive behavior of constituents are nonlinear, other homogenization

techniques [30, 31] needs to be considered.



To overcome these difficulties, computational homogenization is often used in the literature [32, 33,
24, 34]. In this approach, a single RVE is assigned to each calculation point (e.g. gauss point in a Finite
Element mesh) in the macro domain and at each step of the nonlinear analysis, macro-strain increments are
imposed as essential boundary conditions to the RVE. The solution of the RVE boundary value problem is
then averaged for the calculation of the associated macroscopic stress tensor. Since no assumption is made
for the macroscopic constitutive law, this method can be used for materials featuring extremely nonlinear
behavior.

A somewhat similar but more mathematically rigorous homogenization technique is the so-called
Asymptotic Expansion Homogenization (AEH) that uses the asymptotic expansion of the displacement
field based on a length parameter representing the ratio between the length scale of material heterogeneity
and the macroscopic length scale. Starting from this expansion hierarchical boundary value problems are
obtained at different scales. This approach can easily handle problems with multiple (more than 2) scales
in both space and time [35]; it does not make assumptions on the character of the macroscopic constitutive
equations; and its implementation in computer codes is relatively simple.

Within the extensive literature on AEH, remarkable is the work of the following authors. Hassani
(36, 37] investigated formulation of homogenization theory and topology optimization and its numerical
application to materials with periodic microstructure. Chung [38] presented detailed derivation of multiple
scale formulation for elastic solids. Fish employed this approach to study elastic as well as elasto-plastic
composites [39]. Ghosh [40] adopted MH along with Voronoi Cell Finite Element Method (VCFEM) to
study the behavior of composites with random meso-structure [41]. More recently, Fish [35] introduced
the Generalized Mathematical Homogenization (GMH) to derive continuum constitutive equations starting
from Molecular Dynamics (MD).

All the aforementioned work is relevant to Cauchy continuum formulations. However, homogenization
schemes were also used for the multiscale analysis of Cosserat continuum models, in which an independent
rotation field appears in addition to the displacement field. Feyel [33] built a homogenization scheme to
couple a Cauchy continuum formulation at the micro-scale giving rise to a Cosserat continuum formulation
at the macro-scale. Asymptotic homogenization technique was employed by Forest [42] for upscaling

elastic Cosserat solids. In this work, the author studied various types of asymptotic expansions for the



displacement and rotation fields and investigated their effect on the resulting macroscopic continuum
behavior. Results of this investigation, showed that the nature of the homogenized continuum depends on
the ratio of the Cosserat characteristic length of constituents, size of heterogeneity and typical size of the
structure.

Chan et al. [43] derived the governing constitutive equations for strain gradient elasticity for both
homogeneous and functionally graded materials using the strain energy density function and the related
definitions of the stress fields. They showed that additional terms appear in the equations that are related
to the strain gradient nonlocality and the interaction between material nonhomogeneity. Bardenhagen et
al. [44] obtained a nonlinear higher order gradient continuum representation of discrete periodic micro-
structures by means of an energy approach. The developed model was then employed to investigate the
existence and stability of localization bands and their relationship to the model loss of ellipticity. Finally,
homogenization of discrete atomic models into equivalent continuum can be found in publications where
the authors exploited asymptotic analysis techniques [45] and the mathematical I'-convergence method
[46].

The present study derives a general multiscale homogenization scheme suitable for upscaling materials
whose fine-scale behavior can be successfully approximated through the use of discrete models featuring

both translational and rotational degrees of freedom.

2 The Fine-Scale Problem

With reference to Figure la, let us consider the interaction of two adjacent particles, I and .J, sharing
a generic facet. If one limits the analysis to the case of small strains and displacements — which is a
reasonable assumption in absence of large plastic deformation prior to fracture as observed in brittle and
quasi-brittle materials — meaningful measures of deformation [17] can be defined as
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L) x17 = x7 — xI is the vector connecting the

where €!/ = facet strains; 7 = facet curvatures; r = |x
particle nodes Py and Py; el” (a = N, M, L) are unit vectors defining a facet Cartesian system of reference
such that e}/ = is orthogonal to the facet and e/ - x!/ > 0; U!, U’/ = displacement vectors of node P;

and Pj; ©!, ®7 = rotation vectors of node P; and P;; and ¢!, ¢’

= vectors connecting nodes P; and Py
to the facet centroid, see Fig. la. It must be observed here that displacements and rotations are assumed
to be independent variables.

For given strain and curvature vectors, a vectorial constitutive equation provide stress, t/7, and couple,

' = ma(xn, -..)el’ where,

m!’/ | tractions on each facet. Formally one can write t'/ = t,(ey, ...)el” and m
in general, summation rule applies over a. As an example, the elastic behavior can be formulated through

the following equations

tq = Eaea; My = WaXa =F E2Xo¢7 (O[ = Na M7 L) (3)

in which each traction component is proportional to the associated strain or curvature (summation rule
does not apply); and E,, W, are fine-scale elastic constants which are related by a characteristic length
l,. An example of nonlinear facet constitutive equations is reported in Appendix A, Section A.3, with
reference to the so-called Lattice Discrete Particle Model (LDPM) that will be considered in the numerical
examples.

Finally, the computational discrete fine-scale framework is completed by imposing the equilibrium of
each single particle subject to the effect of all surrounding particles. Translational and rotational dynamic

equilibrium equations read

MU+ MLE - VB = ZAt” (4)

and
Ml = ZA w!’ + m'’) (5)
where w// = ¢! x t!’ is the moment of the traction t’/ with respect to the particle node P;; Fj is

the set of facets surrounding node P; and obtained by collecting all the facets associated with each node



(b) (©)
Figure 1: Geometrical explanation of the two-scale problem: (a) Geometry of two neighboring particles. (b)

Macro material domain. (c¢) Meso-scale domain with material heterogeneity.

pair (I,.J); A = facet area; superimposed dots represent time derivatives; V! is the particle volume; b°

1

I, M} = moment of inertia tensors. It is worth

is the body force vector; M! = mass of node Pr; and M
observing that MZ, = 0 and M} = M/T if the particle node is the particle center of mass; the axes of
the system of reference are parallel to the particle principal axes of inertia; and the principal moments
of inertia are the same in all directions. These conditions, although applicable only to a limited number

of cases (e.g. spherical particles), do not reduce the conceptual generality of the derivation that will be

presented in this paper and will be assumed thereinafter for simplicity.

3 Asymptotic Expansion Homogenization

In this section, the two-scale homogenization of the general fine-scale problem introduced in the previous
section is pursued by means of the approach proposed in Ref. [35]. In the original formulation only central
forces were assumed to act on the particles and, consequently, the rotational equilibrium equation was not

considered.

3.1 Two Scale Approximation and Asymptotic Expansions

In order to perform a two-scale asymptotic expansion homogenization, a periodic discrete system, composed
by a number of adjacent RVEs, is considered in this section. In Figure 1b, the generic macroscopic material
domain and the corresponding global coordinate system X are shown. At any point in the macroscopic

domain, two separate length scales and the corresponding local coordinate systems, x and y, are introduced



to represent (1) the macroscopic domain, in which the problem is defined as homogeneous continuum with
no detail of material heterogeneity, and (2) the meso-scale domain, in which heterogeneity is modeled by the
discrete meso-scale model. Vector X, as shown in the figure, is the vector connecting the origin of the global
macroscopic coordinate system to the mass center of a generic RVE. In Figure 1c, a zoomed view of the
macroscopic material point is shown in the local meso-scale coordinate system y, in which a representative
volume of heterogeneous material is depicted. One should consider that in Figure la, particles I and J
are shown in the local macroscopic coordinate system x. Therefore, they should be plotted in smaller size
compared to Figure 1c, but this was not done for the sake of clarity. If the separation of scales exists, one

can write the following relationship linking macro and meso local coordinate systems

x=ny;, 0O0<n<<l1 (6)

where 7 is a very small positive scalar. In addition, the displacement of a generic node P;, Ul =

u(x’,y?), can be approximated by means of the following asymptotic expansion

u(x,y) ~ u’(x,y) +nu'(x,y) (7)

where only terms up to order O(n) are considered. Functions u’(x,y), and u'(x,y) are continuous
with respect to x and discrete (i.e. defined only at finite number of points) with respect to y.

In order to define the asymptotic expansion for rotations, it is convenient first to postulate the existence
of a continuous displacement-like field d”(x) such that 207 = ¥V x d7|y_,s. If d"(x) is replaced by a two-

scale approximation similar to the one in Equation 7, one can write, ® = 8(x!,y'), and

O(x,y) ~n 'W(x,y) + ' (x,y) + w!'(x,y) + n¢' (x,y) (8)

where 2w’ = V, x d% 2¢° = V, x d% 2w! = V, x d'; 2¢' = V, x d'; and subscripts = and y

0 w! should be interpreted

identify the nabla operator in the coarse- and fine-scale, respectively. Thus, w
as rotations in the fine-scale whereas ¢, ¢! as the corresponding coarse-scale rotations. It is worth
observing here that, contrarily to the expansion of displacements, the asymptotic expansion for rotations

features a term of order O(n~!) and two distinct terms of order O(1).



In the macroscopic coordinate x, the difference in position between nodes P; and P; can be considered
as infinitesimal. Hence, in order to obtain the asymptotic expansion of strains and curvatures, it is
convenient first to obtain the Taylor series expansion of displacement and rotation at nodes P; around
point P; of coordinate x’ in the local coordinate system x. By assuming that the displacement and rotation

fields in Equations 7 and 8, are continuous and differentiable with respect to x, one can write

1

UiJ — ui(x‘], yJ) = u;] + u;]j :I:jU + §u;]]k xj[‘]l’i‘] 4+ (9)
1

O] = 0:(x",y7) = 0] + 03] + S0 2 0} + - (10)

where v} = u;(x!,y7); u;’] = Ou;/0z;(x, y’); u;ljk = 0%u;/0x;0x(x",y7); 0] = 0;(x!,y7); ng =
90;/0x;(x",y7); 05 = 9°0;/0x;0x,(x",y”); 27 is a vector connecting node P; to node Pj in the x space.
By substituting Equations 7 and 8 into Equation 1, and using the Taylor expansion of displacement and

rotation of node P; around node P; (Equations 9 and 10) one obtains the multiple scale definition of facet

strains (see Appendix B for details)

~1_-1, .0 1
where
—1 _ 11,0 0l 0J =J or-1| 1J
€, =T {ul —u; +Eijpw;” Gy — Eijrw; ck} € (12)
0 _ ——1|,1J 0J, 1J 17 0J 1J 0J IJ \=J 01 U\, 1J
€, =T [ul + U5y Y + €ijk (goj + wj + WimYm )ck — Eijk <g0j + w; >ck} €ni (13)

1 1
1 _ =—1 1J, 1J oJ ,I1J,1J 1J oJ ,IJ 1J , 1J 0J 1J, 1J \=J =1\ 1J
€ =T |:ui,jyj + §ui,jkyj Y~ + Cijk |\ ¥; + PjmYm + WimYm + §wj,mnym Yn | Ck — CijkPj Ck | Cai (14)

In the previous equations, €;j; is the Levi-Civita permutation symbol and length type variables have

been changed into their O(1) counterparts by using Equation 6: r = 07, ¢k = nék, ¢ = nel.

Similarly, multiple scale definition of facet curvature can be calculated as (see Appendix B for details)



MXa =105 + o + n (15)

where

ot =t [ -t e (16)
00 =l B b -l e (17)
1
b= ol Wl G+ Sl - o e (18)

It is worth noting that in this section as well as in the rest of the paper superscript I.J has been dropped

when the permutation of I and J is not associated with a sign change.

3.2 Multiple-Scale Equilibrium Equations

In order to obtain the correct scale separation of the governing equations, a rescaling of the discrete
equilibrium equations needs to be performed. For the sake of simplicity, and since only quasi-static
problems are concerned in the current research, it is assumed M!, = 0 and M} = M/I on the left hand
side of Equation 4. Rescaling is pursued by assuming that the material density, mass per unit volume,
is of order zero: p ~ O(1), which along with the displacement asymptotic expansion implies that the
left-hand-side of Equation 4 is ~ O(n?®). By dividing both sides of Equation 4 by n*, and considering that

all length variables should be considered ~ O(n'), one obtains

M =V =yt At,el! (19)
Fr

where M = MI/n?, VI =VI/n? A= A/n?* are all quantities ~ O(1). For reason of dimensionality,
body forces b can be always assumed to be proportional to gravity pg and, consequently, they can be
considered O(1) quantities as well.

One can rescale the rotational equation in a similar fashion by recognizing that, according to the
previous discussion, the rotational moment of inertia is ~ O(n®). Dividing both sides of Equation 5 by n*

one obtains

10



nM6" =0 ST AW wael? + 7 mael?) (20)
Fi

where M} = M{/n° is ~ O(1).

In the elastic regime one can write: t, = 5 't=! + % + ntl; where t§) = Eae(();), and F, is assumed to
be ~ O(1). In addition, ¢, = 7 'ms = 7 ¢ + ¢ +ngl in which &) = Wl W, = =E, % and { = (/n.
Finally, p, = 7w, = n7'p;t + p8 + npl, where pa)eé‘] =cl x t&)eé". Since w, and m,, are moments, it is
reasonable that the asymptotic expansion of those variables divided by 7 is similar to the one for tractions
ta, considering that length type variables are considered to be ~ O(n).

Introducing these traction expressions along with the asymptotic definition of displacement and rotation

fields Equations 7 and 8 (which also imply néw = &" 4+ O(n)), into the rescaled equilibrium equations

leads to

*221415 lel/ 4t ZAtO ”+2At1 L7 M + VI + O(p) = 0 (21)

and

N2y Apytel +qtel) w0t Y Adel! + qlel)
_ (22)
~ M + 3" A(plel! + glel) + O(n) =
Fr
in which terms of different orders are gathered together. The multiple scale equations reported above
can also be used for nonlinear constitutive equations provided that facet tractions and facet moments can

be expressed through the multiple scale decomposition exploited above. It will be shown later in the paper

that this can be indeed achieved under some reasonable assumptions.

3.3 The RVE Problem

Let’s first consider the equilibrium equations at the O(n~2) scale. From Equations 21 and 22, it is evident

that the O(n=2) equilibrium equations represent the equilibrium of all particles in the RVE subjected to the

11



stress tractions ¢! and the moment tractions ¢! and without any applied external load. Consequently,
solution of the O(n~2) problem implies ¢;! = 0 and ¢! = 0, which in turn, leads to ;' = 0 and ¥, = 0.
By taking into consideration the definitions of ;! and ' (Equations 12 and 16) such result indicates

that the O(n~?) problem represents a rigid body rototranslation of the RVE. This can be expressed as

u (X, y) = 0] (X) + eagnynesy (X) (23)

in which the fields v* and w® are only dependent on macroscopic coordinate system X, i.e. these
quantities varies smoothly in the macro-scale material domain; they do not change within the RVE domain;
and they can be calculated when kinematic boundary conditions are specified for the O(n=2) problem.
These boundary conditions must describe the physical fact that the RVE is attached to a point in the

0

macroscopic continuum. Hence, v must correspond to the macroscopic displacement field, and w® must

9 is constant over the RVE, then ¢ is also

be equal to the macroscopic rotation field: ¢° = w’. Since w
constant in the RVE.
On the basis of Equation 23 and the discussion above, one can rewrite the O(1) strains and curvatures

as (See Appendix C for details)

62 = ffl (ullj — 'L[,,}I + 5ijkwjl-‘]éi — Fjijkwjl-léi) 65{ + Pz(;{ (fylj + 5jmnf€imy7cz) (24)
0 =—1 1J 1\ IJ
Vo =T (wi — W ) Coi T Pi?"v'z’j (25)

where 7;; = v;-),i — iRy, Kij = W?,i are the macroscopic Cosserat strain and curvature tensors, respec-
tively. The vector y© is the position vector of the centroid of the common facet between particle I and J
and P = nl’ eé‘]]- is a projection operator. Comparing the first term of Equation 24 with Equation 1, it
can be concluded that this term is the lower scale definition of the three components of the facet strains
(one normal and two tangential) written in terms of fine-scale displacements and rotations u!' and w?.
The second term of Equation 24, PZ?‘ (ij + €jmnkimys), is the projection of macroscopic Cosserat strain
and curvature tensors on each facet. Similarly, Equation 25 shows that the O(1) curvature includes a

fine-scale term (see Equation 2), which depends on fine-scale rotation term w', and a coarse-scale term

corresponding to the projection of macroscopic curvature tensor on each facet. Therefore, Equations 24

12



and 25 express the O(1) facet strains and curvatures as the sum of their fine-scale counterparts and the
projection of macroscopic strain and curvature tensors onto the facet level. It is worth nothing that the
projection operator P corresponds exactly to the one used in the microplane model [47, 48] if k). = n!/,
i.e. the discrete model is formulated in such a way the facets are orthogonal to the associated lattice struts.
In addition, it must be noted that the term €, ki ¥y transforms the macroscopic curvature tensor, which
is constant over the RVE, to different strain values at different positions y; inside the RVE, which is

then projected on the facets through the operator Pf. Expanding this term for different components of

i7"
curvature tensor, it can be shown that it perfectly corresponds to the strain field generated by curvatures
in classical beam theories.

Strains and curvatures of order O(n) can also be rewritten by taking into account Equation 23. One

gets
1 _ 1| 17, 1J 1J=J 1 IJ=J 11
€, =T {umyj + EijkP;" C + €ijkW;mYm Ck — €ijkP; Ch
1 1 (26)
0 IJ, 1J 0 1J, IJ, c 0 IJ-J| 1J
+ §Ui,jkyj Y© + §5ijkwj,mnym Y Yk t EijkWsmYn, Ck} €qi
1
1 _ =11 1J 1J, IJ 17 0, 1J 0J  IJ, IJ| I1J
VYo =T l%‘ T Wiyt — e WY +§wi,jkyj Yr | Cai (27)

Detailed mathematical derivation of Equations 24 through 27 is provided in Appendix C.
In the previous derivation, where linear elastic behavior was assumed, the equilibrium equations at the
O(n2) scale were shown to represent the rigid body motion conditions for the RVE and, consequently,

—1
a

-1
a

they led to zero strains, €, !, curvatures, 1!, tractions, ¢!, and moments, p_', and ¢.', at the O(n~1)
scale. These conditions can be reasonably assumed a priori in the case of nonlinear material behavior.
In this case case one may write t, = ta(e% + ne};); Pa = pa(e% + neé), and q, = qa(n*I@Dg + zbé) in which
«a, 8= N,M,L. Since 7 is a small quantity, one can also write the Taylor expansion of ¢, and p, around

the O(1) component of strain and the Taylor expansion of ¢, around the O(n™!) component of curvature:

13



Gta(e%) )
790

Opa(€9)
DPa = pa(ﬁg + 776113) = pa(eg) +n P} d

to = ta(e% + ne},) = ta(eg) +

(28)

&
9qa(n~"03)
0

0
€y

Go = Ga(n "5 +15) = qa(n”'¥8) +1 s

which can be rewritten as t, =t + ntl; po = p° +npl; ¢o = ¢€ + ngl, with the following conditions

0 =tal(eh); P2 =paled); a2 =aa(n "V});
29
1_67531, 1_ap31, 1_66121 ( )
th=>e =T =ty
@ 862 v @ 869/ v @ 8@&3 v

This demonstrates that Equations 21, and 22 are valid also in the case of nonlinear material behavior
under the assumption that traction and moments at the O(n~!) scale are zero as required, in the linear
case, by the rigid body motion of the RVE.

The RVE problem is governed by the O(n~!) terms in Equations 21 and 22. Considering those terms

and scaling back all the variables, one can write the O(n~!) equations as

Z Atlel” =0, Z A(c! x %7 + mlel’y =0 (30)
Fr Fr

Equations 30 are force and moment equilibrium equations of each single particle inside the RVE sub-
jected to O(1) facet traction 2 and moment m? vectors, which, in turn, are functions of €} and 2,
consisting of a coarse-scale and a fine-scale term (see Equations 24 and 25). In other words, Equations 30

: : _ .0 0 _ .0
state that the macroscopic strain, 7;; = Vi — EijkW, and curvature, k;; = Wi

tensors should be applied

1

on all RVE facets as negative eigenstrains, and the fine-scale solution, in terms of displacements u; and
rotations w; of each particle, must be calculated satisfying its force and moment equilibrium equations,
while periodic boundary conditions are enforced on the RVE. The solution of the equilibrium equations
also provides facet traction t2 and moment m? vectors that are later used to compute the macroscopic

stress and couple tensors.

14



3.4 The Macroscopic Problem
Finally, let us consider the O(1) equilibrium equations in Equations 21 and 22. The O(1) translational

equilibrium equation for each particle in the RVE reads

M =) A0y (31)
u e ]__] aeg « 1

where all the variables have been scaled back in the original system of reference, and t/7 = tje}/.
By using Equation 23 and by averaging the contribution of all particles in the RVE, one can write (see

Appendix D for details)

o 1 ZZ Aat{J o (32)
I

where Vj is the volume of the RVE; p, = Y, M /Vj is the mass density of the macroscopic continuum;
bi = (1 —¢); and ¢ =1 — >, V!/Vj is the porosity of the macroscopic continuum. Equation 32 was
derived under the assumption that >, M!y! = 0, which corresponds to the assumption that the local
system of reference is the mass centroid of the particle system within the RVE.

Before proceeding with the derivations, let’s take a closer look at the definition of ¢! and the term
(0tF J0€e®)el on the RHS of Equation 32. Each facet in the material domain is shared between two

particles, say I and .J. Therefore, by summing up the contributions of two adjacent particles, one obtains

8th€1 4 8t%H€1 _lati” R & T e ANUDNII & e P N £
863 « 863 « _7: aeg n,jyj n]kgpj k njk ],mym k anSOj k
1 1, L 17, 17 17\ 1T
+ Evroz,jk:yj Yk + §€njkw?,moym Yo yz + 6”jkw;),mym Ck | €an
Lot/ 1, JI 1T 1 JIAT 1] (33)
+ = 8;0 {(uw-yj + EnjkP; Ck T EnjkjmYm Ck — EnjkP;" Ck
(e
1 1 _
g S+ 2o el
Considering the definition of the vector y// = y/ — y!. one can write y!/ = —y/! and ¢l — ¢} = y//.
In addition, ef/ = —e/I and t!/ = —t/! hold for each facet. Finally, the sign of €2 does not change by
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interchanging I and J in its definition. This leads to 9t/ /0¢% = —0t/! /0. Taking all above facts into

account, Equation 33 can be written as

at{J 1 +(9t;” 18t1 |: < 1J 1J =J 11 =1

aeg €a 863 604 7 860 un,m - nm + Enjkw] mCk — €n]kw mCk
1J 1J
+ 0,]myj - gnjkwjm + 8n]ku')?moyo yli) ean:|
Comparing the expression inside the bracket on the RHS of Equation 34 to the definition of € in

Equation 24, it can be concluded that

otl7 o/t ot o, ot

7 7 i o 7 1J
= =_*_ 35
5e0 @ + e @ 0eY dx,y, Ym 0T, Ym (35)

« «

Therefore, one can average the term (9t!7/9e° )el on each facet and replace it with 1/2(9t! /0x,,)yt!

in the equilibrium Equations 32, which can be rewritten as

Put) = 2‘/02214 i + b; (36)

Finally, by considering that (1) o(t/'n}”)/0x; = ot]” /dxm}’ + t[?On}’ /0x; and (2) Onj’ /dx; = 0 for

tIJ _ tO 1J

o€ai s one obtains

the periodicity of the problem; and by recalling that

puty) = am + b (37)

and

% = 57 Z Z Artd Pg (38)

Equation 37 is the classical partial differential equation governing the equilibrium of continua whereas
Equation 38 provides the macroscopic stress tensor by averaging the solution of the RVE problem. It is
worth mentioning that Equation 38 coincides with the virial stress formula for atomistic systems derived

in Ref. [35], but it is also equivalent to the averaging formula used in the classical microplane model [47]
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formulation and derived through an energetic equivalence.

The O(1) moment equilibrium equation is considered next. Since the purpose in this section is to
average the equation of motion of all particles inside the RVE and derive the macroscopic equilibrium
equation governing the entire RVE, to have a consistent formulation for all particles and RVEs, one must
consider the moment of all forces with respect to a fixed point in space.

For the generic particle I, by taking the moment of all forces with respect to the origin of a global
macroscopic coordinate system as shown in Figure 1b and by considering the results of the O(n~2) problem,

one can write (see Appendix D for details)

Fr

ow/” | om{’ | I 130

( D0 €q T 900 @/)a) + Vi X by, (39)
where Xj[ is the position vector of particle I in global coordinate system; w}’/ = aiijthi‘] is the

moment of facet traction with respect to the point O; X JC is the position vector of the contact point C'

between the particles I and .J in the global coordinate system, and m/’ = mjek/. Also, x} and z§ are

the position vectors of the particle I and the contact point C' with respect to the mass center of the RVE,

respectively.

By summing up the moment equilibrium equations of all particles inside the RVE and dividing by the

volume of the RVE, and considering that X jl =X, + le-, one obtains (see Appendix D for details)

1 Me o X0 1+ 0 (=10 = A ow!” | om{’ 1 I x.10 4
70 Z uEijk< Uk + sz(n wm) - 7 Z Z e €q + 8¢)0 wa + 70 Z 4 EijkA Ok ( 0)
1 I 7 o o I

where pf = 3", [M} 0, + Migijkakmnxjf-xﬂ /Vp is the inertia tensor of the RVE. In deriving Equation
40, the particle density M?/V! was assumed to be constant for all particles; and the local system of
reference at the center of the RVE was chosen such that ), MJxz/xf = 0 for any i # j, i.e. as mentioned
earlier in this paper, the axes of the system of reference are principal axes of inertia for the system of

particles within the RVE.

Before moving forward with the derivation, let’s first consider the second term on the RHS of Equation
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40. For a facet in the material domain which is shared between particles I and J, by summing the
contribution of two particles I and J on the term (m!’/0¢°%)y) and by considering the definition of ¥}

(see Equation 27), one gets

oml’ omjt 10mt! 1
90 o+ 900 b :;a—wo {SDU +wyi — o ey + QW”knyyU] et
) ’ (41)
1amﬂ LMyl 0 T o 1w LI | JT
= 31/}0 901 ijYj 901 z]?/] 5 ”k?/] Y | €ai

Since the moment stress vector applied on a single facet belonging to two particles I and J are the

same in magnitude but opposite in direction, one can write m!? = —mJ!;

7 )

and consequently, Om!”/y0 =

—0mJT/y0. In addition, the sign of 1% does not change by interchanging I and J in its definition, and

that yl/ = —yJI eIl = —eJ!I Equation 41 can be written as
om - omt | 10m{"[ p; 11 1J
8w0 w awo wa :%a—wo y] (w ; wn jkyk - wn,j) €an (42)

If one compares the definition of ¥ (see Equation 25) to the expression in the bracket on the RHS of

Equation 42, it yields

a wl amJle _ amZIJa_l/}g IJ amllJ IJ (43)
Fu0 990 T oy dw; VT ox; Y

As a result, one can replace the term (Om!”/0y2)w}! in Equation 40, with the averaged expression
derived in the above Equation 43. Similarly to the derivation relevant to the translational equation

of motion, one can replace the term (Ow!’/0e%)el on the RHS of Equation 40, by the average value

o

1/2(0w!’ |0z, )yl for each facet. Equation 40 can be then rewritten as

9 (n—1:+0 n owi’ ,;  om{’ 1 I 0 I 0
Pim (N Cp,) = 2V, Z Z A . i + or Vi + v Z V0 X by — My i X5y, (44)
j j
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Using X = X; + 2§ in the definition of w/’ along with the identity equations d(m/’nl’)/dx; =

om{’ [0x;n}’ and O(w/'nl”)/0x; = Ow]’ /dxn}’, Equation 44 can be written as
1J U Cyld 4 1T 1T
)= TS A Xt 4 5 A s ),
I Fr (45)

+ (eiju X bk — pucijn X;0p)

The last term on the RHS of Equation 45 is written considering the fact that b)) and 9 are equal for
all particles inside the RVE. Furthermore, the first term on the RHS of Equation 45 can be expanded as
(yJI-JeikamtiJ)J = €ijkY, T + ek Xon(y Jt”) 4j» in which Jy; 17 /0x; = 0 is used. Therefore, Equation 45

becomes

L1417 C 1]
p0 (il 2%221452];@ ty QWZZAx Eimk Tyl —i—x Im! )j
I I

+ €ijrX; (2_‘/6 SN AL )+ 1) - Puvg>
I Fr

The last term on the RHS of Equation 46 is the moment of the translational equilibrium equation of
the RVE (see Equation 36) around the origin of the macroscopic global coordinate system; therefore, it is
equal to zero. Comparing the first term on RHS of Equation 46 with definition of macroscopic stress tensor
of the RVE in Equation 38, one can replace it with <‘3ijk0?k- The second term on the RHS of Equation 46
is the divergence of the averaged moment stress tensor of the RVE. The macro-scale rotational equation

of motion can be then written as follows

oL
Poij (100 = eijuoyy + 2= (47)
J J J J 81']-
where
0 « 0
= gy Z ZA?“ me PY +t0Q%) (48)

I Fr

and the matrix Q¢ is defined as Qf = n/’ejafel]. pf; is the macroscopic moment stress tensor
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calculated using the results of RVE analysis, and Equation 47 corresponds to the classical rotational
equilibrium equation of Cosserat continua [43, 49]. According to Equation 48 for macroscopic moment
stress tensor and considering that xf, = x| 4 cf, one can conclude that xf; consists of three terms: (1) the
effect of the facet couple traction m; (2) the effect of the moment of the facet stress traction t around
the particle node which the facet belongs to, and (3) the effect of the moment of the facet stress traction
t, transferred to the particle node, around the centroid of the RVE. As result, the moment stress tensor
is characterized by three length scales: (1) the facet size, associated to m; (2) the particle size or facet

spacing; and (3) the size of the RVE.

4 Numerical Results

The homogenization theory formulated and discussed in the previous sections was implemented in the
MARS computational software [50] with the objective of upscaling the Lattice Discrete Particle Model
(LDPM). LDPM, formulated, calibrated, and validated by Cusatis and coworkers [17, 18], is a meso-scale
discrete model which simulates the mechanical interaction of concrete coarse aggregate pieces. LDPM has
shown superior capabilities in modeling concrete behavior under dynamic loading [51, 52], Alkali Silica
Reaction (ASR) deterioration [53], as well as failure and fracture of fiber-reinforced concrete [54, 55].

The complete LDPM formulation is summarized in Appendix A. It is worth mentioning here that
the LDPM computational units are polyhedral cells whose construction is anchored to the Delaunay
triangulation of the simulated concrete aggregate pieces that are assumed to be spherical and size-graded
according to the Fuller size distribution. In the LDPM formulation, each polyhedral cell represents one
concrete spherical aggregate piece embedded in the surrounding mortar and the interfaces among the cells
represent potential mortar cracks. Figure 2a shows a typical LDPM system of polyhedral cells and Figure
2b its periodic approximation.

The generic RVE shown in Figure 2b is constructed as follows. Eight nodes are created at the vertexes
of a cube (Figure 3a). Then nodes are randomly placed on a RVE edge parallel to x axis, see node a in
Figure 3b. Then, these nodes are duplicated on the other three parallel edges along the = axis, see nodes
b, c, and d in Figure 3b. Similar procedure is carried out over the edges parallel to y and 2z axes. Next, the

node generation on the RVE surfaces is performed by randomly placing nodes on a cube face with z axis
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(a) (b)

Figure 2: Polyhedral particle distribution in a LDPM prism: (a) generic LDPM system, (b) Periodic LDPM
system.

(a)
Figure 3: RVE generation procedure (a) Corner nodes (b) Edge nodes (c) Face nodes

as normal vector, see node e in Figure 3c. The same nodes are then duplicated on the opposite RVE faces,
see node f in Figure 3c. Nodes on parallel cube faces with z and y axes as normal vectors are constructed
with the same algorithm. Finally, nodes are placed inside the RVE based on the general LDPM procedure
(see Appendix A and relevant publications [17] for details).

As mentioned earlier in this paper the RVE analysis is conducted by imposing periodic boundary
conditions. This is obtained by setting the displacements and rotations of the RVE vertexes to be zero
and by imposing, through a master-slave constraint, that the periodic edge nodes and face nodes have the
same rotations and displacements.

The overall multiscale numerical procedure adopted in this paper can be summarized as follows.

e The finite element method is employed to solve the macro-scale homogeneous problem in which
external loads and essential BCs are applied incrementally. During each numerical step, strain

increments Av;; = Av); — £4Ap) and curvature increments Ar; = Awf; tensors are calculated at
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each integration point based on the nodal displacement and rotation increments of the corresponding

finite element.

e The macroscopic strain and curvature increments are projected into the RVE facets through the
proper projection operators: Aeg, = P (Avij + €jmnAkinyy) and AYg, = PjAk;;. These projected
strains and curvatures are imposed, upon sign change, as eigen-strains and eigen-curvatures, Ae? =
Ael + Ael = Ae¢ — (—Ael) and AYS = Aye + Al = Ay — (—A)) (See section 3.3), to the RVE

allowing the calculation of the fine-scale solution governed by the fine-scale constitutive equations.

e Finally, the fine-scale facet tractions and moments are used to compute, through Equations 38 and

0

48, the macroscopic stresses, o;;, and couple stresses, ,u?j, for each Gauss point in the FE mesh.

4.1 Elastic RVE Analysis

This section presents the analysis of the elastic macroscopic behavior of one LDPM RVE. The macro-
scopic homogenized behavior is analyzed with reference to the classical constitutive equation for Cosserat

elasticity, which, in non-dimensional variables, can be written as:

0ij = PoVkkOij + P1Yaij) + P2Vij) 5 Fij = QoRkkOij + QiR gij) + GaRp) (49)

where 6;; = 0;/(2pu + x) and fi;; = Lpi;/[(2p + x) D?] are the normalized stress and couple tensors, L =
characteristic size of the structure of interest, D = size of the RVE; 4;; = vi;, Aij = Lk;; normalized strains
and curvatures; po = A/ (2u-+Xx), pr = 15 p2 = x/(2p+x); 90 = m1/[2pu+x)D?], 1 = (m2+73)/[(200+x) D?);
g2 = (m2—m3)/[(21+ x)D?); 6;; = kronecker delta; u, A, x, 71, m2, and 73 are the elastic constants; and the
subscript parentheses and brackets represent extraction of the symmetric and antisymmetric, respectively,
part of the tensors.

In this section, eight different LDPM RVE sizes D= 15, 20, 25, 35, 50, 75, 100, and 150 mm are
considered and 5 RVEs, characterized by different placement of the aggregate pieces, is studied for each
case. It is worth mentioning that, in LDPM, different spherical aggregate placement inside the RVE
yield to different RVE polyhedral particle configurations. The numerical calculations were performed by

assuming the concrete mix design and model parameters reported in Appendix A. Figure 4a shows the
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homogenized values of py, ps, and of the normalized Young’s modulus defined as e = E/(2u + x) =
(BA+214 x)/(2XA+ 21+ x), as function of the RVE size normalized by the maximum spherical aggregate
size, d = D/d,. The error bars represent the scatter in the results obtained by simulating 5 different
RVEs of the same size but with different realization of spherical aggregate positions inside the RVE. As
one can see, the calculated values of the parameters tend to converge to a constant value as the size
of the RVE increases and, at the same time, the results become independent of the spherical aggregate
distribution inside the RVE. The value of py is very close to zero for all RVE sizes and decreases rapidly
with respect to the RVE size; this suggests that, for the analyzed fine-scale model, the homogenized stress
tensor is symmetric. This result is due to the fact that in the LDPM formulation facet moments are
zero, and this leads to facet traction distributions around each particle that have zero moment resultant
around the particle node. In Figure 4b the homogenized Poisson’s ratio is reported based on the equation
v =M (2\+ 2u + x) and the calculated asymptotic value, 0.18, corresponds well with the value of 0.175
calculated by exploiting the equivalence between particle models and microplane models [17]. Finally,
Figure 4c shows the homogenized parameters, qo, qi, and g2, as a function of the RVE size. These
quantities also converge to an asymptotic value and become independent of the RVE spherical aggregate
distribution for large enough value of D/d,. By virtue of these results and by recalling the definitions of
Qo, q1, and g9, it is interesting to note that the macroscopic Cosserat elastic parameters of the homogenized

continuum depend quadratically on the RVE size.

4.2 Nonlinear RVE Analysis

In this section, the nonlinear response of the RVE is investigated under different strain and curvature
loading conditions. Three different RVE sizes, D =25, 50, and 100 mm, and 7 different spherical aggregate
placement inside the RVE are considered for each case. Typical polyhedral particle systems and geometry
of each RVE size are shown in Figure 5. The nonlinear homogenized behavior of the RVE is studied under
the effect of uniaxial strain tension and compression, hydrostatic compression, bending and torsional
curvatures. In the following numerical examples, concrete mix design and model parameters are the same

as the ones used in the elastic analysis.
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Figure 4: Variation of elastic normalized effective material properties: (a) pg, p2 and normalized Young modulus
E. (b) v Poisson’s ratio. (¢) qo, ¢1 and go, with respect to the ratio of RVE size to maximum spherical aggregate
size.

4.2.1 Nonlinear Analysis of RVE subject to components of the strain tensor

Figure 6 shows the homogenized stress-strain curves for different RVE sizes and polyhedral particle re-
alizations relevant to RVEs subjected to uniaxial tensile strain. The results illustrate that the different
polyhedral particle realizations do not affect the linear elastic and nonlinear pre-peak responses, but on the
other hand, it clearly influences on the post-peak softening response. One can notice that the post-peak
response of smaller RVE sizes is more scattered, while fine-scale randomness effect on the homogenized
response diminishes for the larger RVEs [23, 57]. Therefore, one can conclude that the mesh realization is
a more influential factor on the post-peak softening response of the RVEs of smaller sizes. Average of peak
stress and strain values of different mesh realizations are calculated for each RVE size, and its variation
with respect to the RVE size is plotted in Figures 7a and 7b. As one can see these quantities as well as
mesh realization effect decrease as the size of the RVE increases.

Furthermore, the average stress-strain curves of different polyhedral particle configurations for each
RVE size are calculated and plotted in Figure 8a. As one can see clearly, increasing size of the RVE
affects the post-peak behavior and increases the brittleness of the response. This is consistent with the
well-known size effect associated to damage localization in quasi-brittle materials [58].

This phenomenon is depicted in Figure 9, which shows damaged RVEs of different sizes at the end of the

tensile loading process. The contour plots present meso-scale crack opening distributions corresponding
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Figure 6: Macroscopic stress-strain curve for three different RVE size: 25mm, 50mm, 100mm under uni-axial
tension

to macroscopic imposed uniaxial strain equal to 1073. One can easily notice that the damaged area does
not scale with the RVE size leading to the post peak size dependency on the RVE size.

Evolution of damage for a 100 mm RVE is also shown in Figure 10 at five different macroscopic strain
levels. Strain levels (1) and (2) are in pre-peak regime, in which damage is distributed throughout the RVE,
which corresponds to the fact that homogenized response is not size dependent in the pre-peak regime.
At strain level (3) which corresponds to the peak of the stress-strain curve, damage is still distributed
over the RVE; However, as the material undergoes softening, damage localization initiates. Strain levels
(4) and (5) are relevant to the softening branch of the response, in which damage localization is clearly

visible. The size dependence of the homogenized softening RVE response leads to mesh-dependence of
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Figure 8: (a) Average tensile stress-strain curves for three different RVE sizes. (b) Coarse- and fine-scale strain
energy density for different RVE sizes.
the macroscopic response. This issue has been investigated by some authors [23, 57, 59] with reference
to continuum-based fine scale models. The complete analysis of this aspect with reference to the current
LDPM-based homogenization scheme will be pursed in future work by the writers.

Finally, in Figure 8b, the Hill-Mandel condition is verified by comparing the RVE strain energy density
calculated through fine-scale and macroscopic quantities.

Next, the nonlinear homogenized behavior of the RVE is studied under confined (uniaxial strain) and
hydrostatic compression. For the confined compression test, a strain tensor with a longitudinal component
up to -0.03 is considered, whereas for the hydrostatic compression case, all normal components of the

strain tensor are set equal and with value up to -0.03. Figure 11 shows the nonlinear response of RVEs of
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Figure 9: Crack opening contour of damaged RVEs at tensile strain equal to 0.001 (left) 25 mm (middle) 50 mm
(right) 100 mm
different sizes and 7 different polyhedral particle configurations.

In this case, due to the confinement, the stress-strain response is strain-hardening, and as one can
see the different polyhedral particle realizations do not affect significantly the homogenized response in
both the elastic and inelastic regime. In addition, the average of different mesh realization stress-strain
responses is calculated and plotted for each RVE size in Figure 12a. The nonlinear compressive response
does not depend on the RVE size, which is consistent with the fact that plastic deformations are distributed
through out the specimen, and strain localization does not take place. Finally, the Hill-Mandel condition
is verified with reference to the confined compression test, and the fine- and coarse-scale strain energy

density of different RVE sizes are plotted in Figure 12b.

4.2.2 Nonlinear Analysis of RVE subject to components of the curvature tensor

In this section, the nonlinear homogenized behavior of RVEs of 3 different sizes, 50, 75, and 100 mm and
5 five different mesh configurations for each size, is studied under the effect of components of macroscopic
curvature tensor. Bending and torsional behavior of the RVEs are investigated by applying macroscopic
curvature tensors with the only non-zero components of k1o = 1 and xky; = 1, respectively. Figure 13
shows crack opening contour of damaged RVEs at the macroscopic curvature for ko = 0.5. The resulting
crack pattern conforms with the fracture mode that one may expect from bending theories. Multiple crack
lines are generated in the tensile strain domain, which is the top half of the RVEs, while half bottom

part in under compression. As more strain is applied in compressive part, splitting cracks take place in
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Figure 10: Damage evolution of 100 mm RVE in tension test

the latter region due to transverse tensile stress. Typical crack pattern of RVEs under torsion are plotted
in Figure 14 for x1; = 0.5. Crack opening contours show that the amount of damage close to the RVE
center is negligible, while it increases as the facets are placed at further positions. This corresponds to the
deformation mechanism and strain distribution in solids subject to torsion.

Homogenized moment stress components j112 and g1 versus macroscopic curvature tensor components
k12 and k11 of RVEs of different sizes and polyhedral particle configurations are plotted in Figure 15a. One
can see that effect of different polyhedral particle realizations on the homogenized response is negligible,
which is due to the occurrence of distributed damage inside the RVE. Homogenized response of RVEs with
different polyhedral particle realizations are averaged for each size and plotted in Figure 15b. It can be seen
that the homogenized response consists of an initial elastic part and a hardening branch, which is related
to the confinement due to the fact that all components of the strain tensor are zero, and the RVE cannot

expand laterally. It is illustrated that, at any level of macroscopic curvature, magnitude of the moment
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Figure 11: Volumetric stress-strain curve for three different RVE sizes under confined compression and hydro-
static compression

stress for larger RVE sizes is bigger compared to the smaller ones. Size dependency of moment stress was
discussed in Section 4.1, and it was shown that the elastic Cosserat coefficients are proportional to the
RVE size squared. In order to study size dependency in the nonlinear regime, the normalized quantities
fui; = i/ D and l%ij = ki; x D are plotted in Figure 15c. One can see that the normalized curves of three
different RVE sizes are unique for both bending and torsion. This implies that the proportionality of the
homogenized micropolar properties to the RVE size squared is still valid in the nonlinear regime. In Figure
15d, the Hill-Mandel condition is verified, and coarse- and fine-scale strain energy density are plotted for
each RVE size for both the aforementioned cases.

Finally, the existence of coupling effect characterized by the dependency of the homogenized stress
tensor on the curvature tensor is investigated in both elastic and nonlinear regimes. The macroscopic
curvature k19 = 1 is applied on the RVEs, and the trace of the homogenized stress tensor is calculated and
plotted in Figure 15f for different RVE sizes. One can observe that the trace of the stress tensor for the
case of elastic RVE behavior is zero throughout the analysis. On the other hand, for the case of nonlinear
behavior, it increases monotonically with the curvature. This implies that in elastic regime, stresses and
strains are totally uncoupled from couple stresses and curvatures, whereas these quantities are strongly
coupled in the nonlinear case. This aspect has been investigated very little in the literature where fully

uncoupled behavior has been always postulated.
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Figure 12: (a) Average compressive volumetric stress-strain curves for three different RVE sizes. (b) Coarse-
and fine-scale strain energy density for different RVE sizes.
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Figure 13: Crack opening contour of damaged RVEs at bending curvature equal to 0.5 (a) 50 mm (b) 75 mm
(c) 100 mm
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4.3 Tension Test on a Concrete Prism with Parallel Elastic Bars

In this section, the behavior of a reinforced concrete prism under tension is studied in a full fine-scale
simulation, and the obtained results are compared to the solution of the same problem through a two-scale
homogenization algorithm, in which the concrete prism is modeled as a homogeneous continuum with a
meso-scale material RVE assigned to every macroscopic integration point. Figure 16a shows the concrete
prism and the two elastic bars attached to it, which are simulated by LDPM and solid finite elements,
respectively. The same specimen in a two-scale homogenization problem is depicted in Figure 16b, in
which concrete prism is modeled by tetrahedral finite elements. Cross section of the concrete prism is

100 mm x 100 mm, and its height is 500 mm. Two rigid loading plates are attached at the top and
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Figure 14: Crack opening contour of damaged RVEs at torsional curvature equal to 0.5 (a) 50 mm (b) 75 mm
(c) 100 mm

the bottom of the whole specimen cross section to apply the boundary condition. Young modulus and
Poisson’s ratio of the elastic bars are 28 GPa and 0.18, respectively. The same LDPM parameters used
in the previous sections are adopted here. The specimen is pulled in the longitudinal direction up to a
displacement equal to 0.7 mm. The RVE size is chosen to be 30 mm which approximately corresponds
to the volume of each tetrahedral FE in the coarse mesh. This is done to mitigate the mesh-dependence
due to the softening behavior of the RVE. The concrete prism and the elastic bars are connected through
a master-slave algorithm. The numerical simulations of the coarse scale are performed by neglecting the
couple stresses which are expected to be negligible for this particular application.

The global force-displacement response of the full fine-scale and homogenization problems are plotted
in Figure 16¢c. Since concrete prism and elastic bars are tied and deform together during the loading
process, distributed damage takes place through the whole specimen during the initial stages of the loading
process, see Figure 17a. This damage state represents the linear elastic and the first hardening segment of
the stress-strain response of the structure. The same damage state is captured through the homogenization
procedure. Figure 17e shows finite elements normal strain distribution along the loading direction through
the specimen. One can see that the strain values are all in the same range, and no localization has
occurred. The response of the full fine-scale and homogenization problems show excellent agreement in
the elastic and the first hardening segment. As further deformation is applied on the structure, damage
localizes in one section of the concrete bar and this causes a sudden drop in the global force-displacement

curve. Subsequently, since the elastic bars and the concrete prism are forced to deform in parallel, the
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Figure 15: (a) Homogenized couple stresses p11 and 12 versus curvature <11 and k12 for five different polyhedral
particle configurations for each RVE size. (b) Average of the homogenized couple stress of different polyhedral
particle configurations for each RVE size for k11 and k19 cases. (c) Scaled couple stress versus curvature curves.
(d) Macro and Fine-Scale strain energy density evolution. (e) Scaled strain energy density evolution for the case
k12. (f) Trace of stress tensor due to elastic and nonlinear analysis of RVE under macroscopic k2.

overall system can carry more load leading to a rehardening of the global response. Analysis of Figure
16¢ shows that five damage localization events occur during the deformation process which corresponds
to five sudden drops in the load-displacement curve. Crack pattern of the specimen is plotted after the
formation of two, four, and five damage localization in Figure 17b, ¢, and d. It is interesting to show that
the homogenization framework is able to generate the same damage distribution pattern. Figures 17f, g,
and h show that two, four and five strain localization band appear in the specimen, which corresponds to
the damage configuration obtained from full fine-scale problem. The global load-displacement curve of the

homogenization problem also shows five sudden drops which conforms to the full fine-scale response, see

Figure 16c. The homogenized response captures well the displacement at which the first three localization
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Figure 16: (a) Full LDPM concrete prism and attached elastic bars. (b) FE model of the concrete prism and
attached elastic bars. (c) Force-Displacement curves obtained by homogenization and full fine-scale simulation.
events occur, while it underestimates its value for later events. This is likely due to the relatively coarse

mesh adopted at the macroscopic scale.

5 Conclusions

This paper presents the asymptotic expansion homogenization of fine-scale periodic discrete systems fea-
turing independent translational and rotational degrees of freedom. Employing consistent asymptotic
expansion of displacement and rotation fields, a rigorous analytical derivation was performed for elastic
behavior, and it was extended to the nonlinear case upon making reasonable assumptions on the rigid

body motions of a RVE. Based on this work, the following general conclusions can be drawn.

e The equivalent homogenized continuum is of Cosserat-type characterized by nonsymmetric stress
and couple tensors energetically conjugate to nonsymmetric strain and curvature tensors, respec-
tively. The classical linear and rotational momentum balance equations can be derived from the

homogenization of the fine-scale equilibrium equations.

e The fine-scale kinematic quantities, namely facet strains and curvatures, are demonstrated to be
related to the projection of the coarse-scale strains and curvatures into the local facet system of

reference. This allows a straightforward implementation of the RVE problem into any computational
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(e)

Figure 17: (Top row) Crack opening contour at different loading from full fine-scale simulation (Bottom row)
Strain distribution contour at different loading steps from homogenization algorithm

framework.

e Similarly to previous research, the derived formula linking the fine-scale response to the coarse-scale

stress tensor corresponds to the virial stress formulation commonly used for atomistic systems.

e The derived formula linking the fine-scale response to the coarse-scale couple tensor is shown to
consist of three terms with clear physical meaning. The first term is associated with the fine-scale

couple tractions and it can be related to the facet size, which, in turn can be associated with the
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size of weak spots in the material internal structure. The second term arises from the moment of the
fine-scale stress tractions with respect to the particle node. As such, it depends on the size of the
fine-scale particles and it can be related to the spacing or characteristic distance of the weak spots
in the material internal structure. Finally, the third term is the effect of the moment of fine-scale

stress tractions with respect to the center of the RVE and, consequently, it depends on the RVE size.

The developed framework was then implemented in a computational software and applied to the upscal-
ing of LDPM. Specific to this fine-scale model, the numerical results demonstrate the following interesting

features of the equivalent homogenized continuum.

e The macro-scale elastic parameters relating the stress tensor to the strain tensor become independent
on RVE size and on the random position of the polyhedral particles inside the RVE for RVE sizes
larger than about 5 times the maximum spherical aggregate size. On the contrary, the macro-scale
parameters relevant to the relationship between curvature and couple tensors are shown to depend
on the RVE size squared and they become independent on the random position of the polyhedral
particles inside the RVE for RVE sizes larger than about 5 times the maximum spherical aggregate

size.

e The non-symmetric part of the macro-scale stress tensor is negligible since the relevant parameter is
at least one order of magnitude smaller than the one governing the symmetric part. As a consequence,

the linear and rotational momentum balance equations are decoupled.

e In the elastic regime the stress-strain and couple-curvature constitutive equations are completely

uncoupled.

e In the non linear regime, for tensile loading and because the fine-scale behavior is strain-softening, the
response is RVE-size-dependent. This is an expected result, although very often not acknowledged
by most authors in the literature, associated with strain localization induced by softening. On the
contrary, such dependence is not observed for compressive dominated loading conditions because the

LDPM fine-scale behavior in compression is strain-hardening.

e The coarse-scale couple-curvature constitutive equations scale with the square of the RVE size in the

nonlinear range also but, contrarily to the elastic case, they show a strong coupling with the stress-
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strain constitutive equations. Such coupling, never considered in the current literature of Cosserat

media, will be studied in future work by the authors.
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A Short Review of the Lattice Discrete Particle Model (LDPM) Geometrical Construction

and Constitutive Equations

LDPM model generation procedure and governing constitutive equations are explained in the following

two sections.

A.1 LDPM model construction

Concrete meso-scale structure is modeled by LDPM through the following steps:

e Spherical aggregate generation is the first step which is carried out assuming that each aggregate
piece can be approximated as a sphere. Under this assumption, the following spherical aggregate

size distribution function proposed by Stroeven [56] is considered

qdg
[1 — (do/dq)9)de+!

fd) = (A1)

in which d, and dy are the maximum and minimum spherical aggregate size, respectively, and ¢
is a material parameter. It can be shown [56] that Equation A.l is associated with a sieve curve

(percentage of spherical aggregate by weight retained by a sieve of characteristic size d) in the form

Fld) = (di) (A2)

where ny = 3 — ¢. For ny = 0.5 Equation A.2 corresponds to the classical Fuller curve which for its
optimal packing properties, is extensively used in concrete technology. Considering concrete cement
content ¢, water-to-cement ratio w/e, specimen volume, maximum d, and minimum d, spherical
aggregate size along with the considered distribution function Equation A.2, the spherical aggregate

system can be generated using a random number generator.

e By using a try-and-error random procedure, spherical aggregate pieces are introduced into the con-
crete volume from the largest to the smallest size. Figure 18a shows the spherical aggregate system

generated for a typical dogbone specimen.
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(b)

Figure 18: (a) Spherical aggregate system for a typical dogbone specimen. (b) LDPM polyhedral particles for
two adjacent spherical aggregate particle. (¢) LDPM cell distretization for a typical dogbone specimen.
e Delaunay tetrahedralization of the spherical aggregate piece centers is employed to define the inter-

actions of the spherical aggregate system (Figure 18b).

e Finally, a three-dimensional domain tessellation anchored to the Delaunay tetrahedralization is car-
ried out to create a system of polyhedral particles interacting through triangular facets, and a lattice
system composed of the line segments connecting the spherical aggregate centers. Figure 18c shows

the final polyhedral particle discretization of a typical dogbone specimen.

A.2 LDPM Kinematics

The triangular facets forming the rigid polyhedral particles are assumed to be the potential material failure
locations. Each facet is shared between two polyhedral particle and is characterized by a unit normal vector
n and two tangential vectors m and 1. Accordingly, three strain components are defined on each triangular
facet using Equations 1 and 2, which for LDPM gives

n’[uc] m’ [uc] _ uc]

EN=—7; €e€y=——; €= ——= (A.3)
r r r

where [uc] is the displacement jump vector calculated at the facet centroid. One should consider that

the LDPM constitutive equations explained in the next section are independent of facet curvatures.
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A.3 LDPM constitutive equations

This section reviews the specific constitutive equations governing the response of LDPM. First of all, it
must be mentioned that LDPM assumes zero couple stresses at the meso-scale in both elastic and inelastic
regime. This implies m, = 0 for o« = N, M, L

In the elastic regime, the normal and shear stresses are proportional to the corresponding strains:
tny = Enen; ty = Epen; tr, = Erer, where Exy = Ey, Er = aFy, Ey = effective normal modulus, and
«a = shear-normal coupling parameter. Beyond the elastic regime, the vectorial constitutive relations are

meant to reproduce three distinct sources of nonlinearity as described below.

A.3.1 Fracture and cohesion due to tension and tension-shear

For tensile loading (ey > 0), fracturing and cohesive behavior due to tension and tension-shear are

formulated through an effective strain, € = /€3 + a2, +€2), and stress, t = /1% + (tar + t1)?/ v,
which define the normal and shear stresses as ty = en(t/€); tar = aep(t/e); tp = aep(t/e). The effec-
tive stress ¢ is incrementally elastic (f = Fyé) and must satisfy the inequality 0 < t < oy(€,w) where
o = 0o(w) exp [—Hp(w)(e — €o(w))/oo(w)], () = max{x,0}, and tan(w) = ey/\/aer = tyy/a/tr. The
post peak softening modulus is defined as Hy(w) = Hy(2w/m)™, where n, is the softening exponent, H;
is the softening modulus in pure tension (w = 7/2) expressed as H; = 2Ey/ (I;/l. — 1); l; = 2EyGy/0?; 1.
is the length of the tetrahedron edge; and G} is the mesoscale fracture energy. LDPM provides a smooth

transition between pure tension and pure shear (w = 0) with parabolic variation for strength given by

oo(w) = atr§t< — sin(w) + v/sin?(w) + 4a COSQ(w)/r§t>/[2a cos*(w)], where ry = 0,/0y is the ratio of shear

strength to tensile strength.

A.3.2 Compaction and pore collapse from compression

For compressive loading (ey < 0), the normal stress evolves incrementally elastically and is subjected to
the inequality —oy.(€p, €v) < ty < 0 where oy, is a strain-dependent boundary function of the volumetric
strain, ey, and the deviatoric strain, €p. The function expressing ;. models pore collapse for —ey <
€1 = Keo€0 = keoOeo/Eo, and it is formulated as op. = 04 + (—€y — €w)He(rpy) where H.(rpy) =

Heyo/(1+ ke (rpv — Ke1)), Tpv = €p/€v, 0 is the mesoscale compressive yield stress; and kg, K1, ke and
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H,.y are material parameters. Compaction and rehardening occur beyond pore collapse for —ey > €.. In

this case one has oy = 0.1 (rpy) exp [(—ev — €a)H(rpv) /o1 (rpv)] and o4 (rpy) = oot (€1 —€c0) He(T DV ).

A.3.3 Friction due to compression-shear

The evolution of shear stresses simulate frictional behavior due to compression-shear. The incremen-
tal shear stresses are computed as fy; = Er(éy — éh,) and t;, = Ep(ép — é), where éh, = X&p/atM,
é = )\890/ Otr, and A\ is the plastic multiplier with loading-unloading conditions cp)\ < 0and A > 0. The
plastic potential is defined as ¢ = m — ops(ty), where the nonlinear frictional law for the shear
strength is assumed to be ops = 05+ (110 — oo )T N0[1 —exXP(tN/TN0)] — Hooln; TN is the transitional normal
stress; po and o, are the initial and final internal friction coefficients.

Detailed description of model behavior in the nonlinear range can be found in Ref. [17].

A.4 Concrete Mix-Design and Model Parameters Used in the Numerical Simulations

Minimum and maximum spherical aggregate size are dy = 4 mm and d, = 8 mm, respectively; cement
content ¢ = 612 kg/m3; water to cement ratio w/c = 0.4; aggregate to cement ratio a/c = 2.4; Fuller curve
coefficient ny = 0.42.

The following LDPM parameters are used: Ey = 60 GPa, o, = 3.45 MPa, o, = 150 MPa, oo = 0.25,
ny = 04, I, = 500 mm, ry = 2.6, Hy/Ey = 0.4, po = 0.4, pioo = 0, key = 1, kg = 5, oo = 600 MPa,
a=Er/Eyx =0.25.

B Asymptotic Expansion of Strains and Curvatures

In order to obtain multiple scale definition of facet strain vector, one should first plug macroscopic Taylor
series expansion of displacement and rotation of particle J around particle I, Eqgs. 9 and 10, into facet
strain definition, Equation 1. In addition, equation x = ny is used to change the length type variables to

fine-scale quantities; ny]l S = IJlJ , nck = ¢l and ne] = ¢/. Equation 1 writes
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Spatial derivatives of displacement and rotation in equation above are partial derivative with respect
to x. So, first and second order partial derivative of displacement and rotation asymptotic expansions,

Eqgs. 7 and 8, with respect to x are as follows

~ 0 1 a0 1
Wi R Uy s+ N Ui g AU g+ U (B.2)

0;; = 77_1“?,;' + 90?,]' + wil,j + 779011,]' O jx ~ n_lw?,jk + @?,jk + wil,jk + 77%1,]'1@ (B.3)

Using asymptotic expansion of displacement and rotation of a particle, Egs. 7 and 8, along with their

macro-scale derivatives, Eqs. B.2, B.3, and replacing them into Equation B.1, one obtains
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Regrouping terms of the same order in above equation, one would get multiple scale definition of facet
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strain
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In equation above, terms of order two and higher are neglected. Multiple scale definition of facet strain
is derived, which consists of three classes of terms of O(—1), O(0), and O(1). Multiple scale definition of
facet curvature vector will be obtained subsequently. Taylor series definition of rotation of particle J with
respect to particle I in macro coordinate system, Equation 10, should be inserted into definition of facet

curvature, Equation 2

L 1
Xoo =0T 07+ n05y7" + om0y vl = 07| eal (B.6)

Asymptotic expansion of rotation, Equation 8, along with its macroscopic first and second order deriva-

tives, Equation B.3, are inserted into Equation B.6
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Collecting the terms of the same order and neglecting the ones of order more than zero, one can restate

above equation as
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Equation B.8 is the multiple scale definition of facet curvature vector, which consists of terms of O(—2),

O(-1), and O(0).

C Asymptotic Expansion of Facet Strain and Curvature using definition of rigid body

motion of RVE

Multiple scale definition of facet strain, Equation B.5, and facet curvature, Equation B.8, can be rewritten
regarding the definition of u’, Equation 23. One can calculate first and second partial derivative of u°

with respect to x as follows

0J __ oJ ,J 0J 0J

0J _,0J J

Using Eqgs. 23, C.1 along with the fact that v, w® and ¢° are constant over the RVE: v¥/ = v0/ = v0,

0I 0J

W = W% = W% and ¢’ = W°

, one can revise Equation B.5
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Using y!/ =y’ — y! and y!/ = ¢! — &’ in above equation along with y’ + ¢’ = y° , one would get
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Multiple scale definition of facet curvature can also be revised by using w® = w% = w? and ¢° = W°

along with y’/ = y/ — y! | one can rewrite Equation B.8
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D Macroscopic Translational and Rotational Equilibruim Equations

In order to derive macroscopic RVE translational equation of motion, one should consider the terms of
O(1) in Equation 21

a~al

WL = 7 Atkeld + VI (D.1)
Fr

Scaling back Equation D.1 by multiplying both sides of the equation by n® and using the definition of

t! presented in Equation 29, one can get

otl’

101 _ i1 130

My =n) A 5eq o + Vi (D.2)
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where !/ = t%eé{ . Equation D.2 represents the O(1) translational equilibrium equation for each particle

inside the RVE. One can derive the RVE macroscopic translational equilibrium equation by summing up

Equation D.2 over all RVE particles and dividing by the RVE volume 1}

1 1 otH 1
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In above equation ud!

is replaced by its definition, Equation 23. Considering the fact that v)! and w®’
are equal for all RVE particles and the body force b{ is considered to be constant over the RVE, Equation

D.3 can be written as

ny
i}?(%i}jMi) +simnw21<viOZI:M{L > ZZnA% - G”bO(ViOZI:VI) (D.4)

Second term on the left hand side of the Equation D.4 is equal to zero considering the assumption
that the local system of reference is the mass center of the particle system within the RVE; >, Myl = 0.
Final form of the Equation D.4 is presented in Equation 32 in Section 3.4.

Macroscopic RVE rotational equation of motion can be derived by considering the terms of O(1) in
Equation 22. To have a consistent formulation for all particles and RVEs, one should consider the moment
of all forces with respect to a fixed point in space, say the origin of a global coordinate system as shown
in Figure 1b, which implies that the moment of Equation D.1 should be taken into account. Therefore,

one can write O(1) moment equilibrium equation of particle I as

Myei i + Mo = A(pyed] +aaeti) + Ve Y/'h) (D.5)

where Y»I is the position vector of particle I in the fine-scale global coordinate system Y = X/n;

1 IJ YC tl IJ

Do € is the moment of the facet traction with respect to the origin of the fine-scale global

coordinate system, in which Y© = X% /7 is the position vector of the contact point C between particles
I and J in the global coordinate system. Scaling back Equation D.5 by multiplying both sides of the

equation by n* and using the definition of p! and ¢! presented in Equation 29, one can get

I I: 01 awiIJ 1 amiIJ 1 I 170
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Equation D.6 represents the O(1) rotational equilibrium equation for each particle inside the RVE.
RVE macroscopic rotational equilibrium equation can be obtained by summing up Equation D.6 over all

RVE particles and dividing by the RVE volume V}
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is replaced by its definition, Equation 23. Considering equality of v{! and w?!

(D.7)

In above equation u!

for all RVE particles along with X jf = X; + xj[ , Equation D.7 can be written as
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Considering >, Mzl = 0 along with the equality of v, W%, X; for all RVE particles, one can conclude
that the third and the forth terms on the left hand side and the last term on the right hand side of the

Equation D.8 is equal to zero. Final form of the Equation D.8 is presented in Equation 40 in Section 3.4.
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