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Preface

Meshfree methods for the numerical solution of partial differential equations
are becoming more and more mainstream in many areas of applications. Their
flexiblity and wide applicability are attracting engineers, scientists, and math-
ematicians to this very dynamic research area.

Hence, the organizers of the third international workshop on Meshfree
Methods for Partial Differential Equations held from September 12 to Sep-
tember 15, 2005 in Bonn, Germany aimed at bringing together European,
American and Asian researchers working in this exciting field of interdisci-
plinary research. To this end Ivo Babuska, Ted Belytschko, Michael Griebel,
Wing Kam Liu, Helmut Neunzert, and Harry Yserentant invited scientist from
twelve countries to Bonn to strengthen the mathematical understanding and
analysis of meshfree discretizations but also to promote the exchange of ideas
on their implementation and application.

The workshop was again hosted by the Institut fiir Numerische Simula-
tion at the Rheinische Friedrich—Wilhelms Universitat Bonn with the financial
support of the Sonderforschungsbereich 611 Singular Phenomena and Scaling
in Mathematical Models funded by the Deutsche Forschungsgemeinschaft.

This volume of LNCSE now comprises selected contributions of attendees
of the workshop. Their content ranges from applied mathematics to physics
and engineering.

Bonn, Michael Griebel
June, 2006 Marc Alexander Schweitzer
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Local Maximum-Entropy Approximation
Schemes

Marino Arroyo!' and Michael Ortiz?

! Universitat Politécnica de Catalunya, Barcelona, Spain
marino.arroyo@upc.edu

2 California Institute of Technology, Pasadena, USA
ortiz@aero.caltech.edu

Summary. We present a new approach to construct approximation schemes from
scattered data on a node set, i.e. in the spirit of meshfree methods. The rational
procedure behind these methods is to harmonize the locality of the shape functions
and the information-theoretical optimality (entropy maximization) of the scheme,
in a sense to be made precise in the paper. As a result, a one-parameter family of
methods is defined, which smoothly and seamlessly bridges meshfree-style approxi-
mants and Delaunay approximants. Besides an appealing theoretical foundation, the
method presents a number of practical advantages when it comes to solving partial
differential equations. The non-negativity introduces the well-known monotonicity
and variation-diminishing properties of the approximation scheme. Also, these meth-
ods satisfy ab initio a weak version of the Kronecker-delta property, which makes
essential boundary conditions straightforward. The calculation of the shape func-
tions is both efficient and robust in any spacial dimension. The implementation of
a Galerkin method based on local maximum entropy approximants is illustrated by
examples.

Key words: Maximum entropy, information theory, Delaunay triangulation,
meshfree methods.

1 Introduction

Over the last decade, node-based approximation schemes have experienced
a tremendous impetus in the field of numerical methods for PDEs, with the
proliferation of meshfree methods (e.g. [14], [4], [13]; see also [11] for a re-
view). The absence of a mesh outstands as a promise of greater flexibility
and robustness. The actual realization of these potential advantages is yet
to be fully accomplished. Possible reasons include difficulties in the numer-
ical quadrature of the weak form, a topic of intense research (e.g. [7, 6]),
and the availability of robust and efficient node-based approximants. The
first meshfree approximants were based on the Shepard approximants, while
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presently most approaches hinge upon Moving Least Squares (MLS) approx-
imants.

We present here a different family of approximation schemes that we call
mazimum-entropy approximation schemes. Here, we present the first-order
method [1]. See [2] for a presentation of higher-order methods. In maz-ent ap-
proximation methods, much in the tradition of computational geometric mod-
elling, the shape functions are required to be non-negative. Consequently, ow-
ing to the Oth order consistency condition, the approximants can be viewed
as discrete probability distributions. Furthermore, the 1st consistency condi-
tion renders this class of approximants generalized barycentric coordinates.
The local max-ent approximation schemes are optimal compromises between
two competing objectives: (1) maximum locality of the shape functions (maxi-
mum correlation between the approximation and the nodal value at the closest
points) and (2) maximum entropy of the scheme. The second objective is a
statement of information-theoretical optimality in the sense that it provides
the least biased approximation scheme consistent with the reproducing condi-
tions. We prove rigorously that these approximants smoothly and seamlessly
bridge Delaunay shape functions and meshfree-style approximants, and that
the approximants are smooth, exist and are uniquely defined within the con-
vex hull of the node set. Furthermore, they satisfy ab initio a weak version of
the Kronecker-delta property, which ensures that the approximation at each
face depends only on the nodes on this particular face. This makes the im-
position of essential boundary conditions in the numerical approximation of
partial differential equations straightforward.

The formulation of the approximants is presented in Section 2. This sec-
tion also includes the practical calculation of the shape functions. Section 3
provides a summary of the properties of these approximants. Section 4 gives
a number of insightful alternative interpretations of these approximants, and
include the notion of relative maz-ent approximants. The application of the
local maz-ent approximants in a 3D nonlinear elasticity example is provided
in Section 5, and the conclusions are collected in Section 6.

2 Formulation
Let u : 2 C R? — R be a function whose values {u,; a = 1,..., N} are known
on a node set X = {x,, a = 1,...,N} C R?. Without loss of generality,

we assume that the affine hull of the node set is RY. We wish to construct
approximations to u of the form

N
uh(w) = Zpa(w)ua (2.1)

where the functions p, : 2 — R will be referred to as shape functions. A
particular choice of shape functions defines an approximation scheme. We shall
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require the shape functions to satisfy the zeroth and first-order consistency
conditions:

N
> palx) =1, Vae, (2.2a)
a=1
N
> pa@) xa =, Vae (2.2b)
a=1

These conditions guarantee that affine functions are exactly reproduced by
the approximation scheme. In general, the shape functions are not uniquely
determined by the consistency conditions when N > d + 1.

2.1 Convex Approximants

In addition, we shall require the shape functions be non-negative, i.e.,
po(x) >0, Vee2 a=1,...,N. (2.3)

The positivity of the shape functions, together with the partition of unity
property and the 1st order consistency conditions, allows us to interpret the
shape functions as generalized barycentric coordinates. This viewpoint is com-
mon in geometric modelling, e.g., in Bézier, B-Spline techniques [16], natural
neighbor approximations [19], and subdivision approximations [8]. Positive
linearly consistent approximants have long been studied in the literature [10].
These methods often present a number of attractive features, such as the
related properties of monotonicity, the wvariation diminishing property (the
approximation is not more “wiggly” than the data), or smoothness preserva-
tion [9], of particular interest in the presence of shocks. Furthermore, they lead
to well behaved mass matrices. The positivity restriction is natural in prob-
lems where a maximum principle is in force, such as in the heat conduction
problem. In the present context, the non-negativity requirement is introduced
primarily to enable the interpretation of shape functions as probability distri-
butions (or coeflicients of convex combinations). It follows from (2.2a), (2.2b)
and (2.3) that the shape functions at € convX define a convex combina-
tion of vertices which evaluates to . In view of this property we shall refer
to non-negative and first-order consistent approximation schemes as convex
approximation schemes.

Our approach to building approximation schemes is to choose selected
elements amongst all convex approximation schemes at a point @, which we
denote by

N N
Pa(X) = {p(a}) ERY | D pa(@)za =, > palz) =1 } : (2.4)
a=1 a=1
where p(z) denotes the vector of RYY whose components are {p1 (), ...,pn(z)}

and Rf is the non-negative orthant.
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By direct comparison between the above defined set of convex approxi-
mants and the convex hull of the node set

N N
= Xaa, Ao >0, Z)\azl} (2.5)

a=1 a=1

convX = {:c € R4

it follows that

Theorem 1. The set of convex approzimants Pg(X) is non-empty if and only
if x € conv X.

Note carefully that this result does not preclude using convex approxi-
mants in non-convex domains, as long as the non-convex domain is a subset
of the convex hull of the node set. This restriction does not seem limiting in
any reasonable sense. In the following, for simplicity, we shall assume that
2 =convX.

We next provide the criteria to select an approximation scheme amongst
the convex schemes. One possible rational criterion to select a convex approx-
imation scheme is, based on information-theoretical considerations, to pick
the least biased convex approximation scheme, i.e. that which maximizes the
entropy. Another natural criterion is to select the most local convex scheme,
since it most accurately respects the principle that the approximation scheme
at a given point should be most influenced by the closest nodes in the node
set. As we shall see, these are competing objectives.

2.2 Entropy Maximization

The entropy of a convex approximation scheme is a natural concept since
the positivity and partition of unity properties of convex approximants allow
us to interpret these approximants at each point x as discrete probability
distributions. We remind that the entropy

N
H(p) == palog pa
a=1

is a canonical measure of the uncertainty associated with the probabilities
Pa, and measures the lack of information about the system, here, the set of
shape functions. Equivalently, the entropy measures the information gained
when the random variable is realized. Invoking Jaynes’ principle of maximum
entropy results in the least biased possible choice of convex scheme, devoid
of artifacts or hidden assumptions. In this view, the approximation of a func-
tion from scattered data becomes a problem of statistical inference, and is
mathematically formulated through the convex program:
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N
(ME) Maximize H(p) = — Zpa log pa
a=1

subject to p, >0, a=1,..., N,

N

Zpa =1,
a=1

N

Zpawa =x.
a=1

The solutions of (M E), denoted by p,(x), are referred to as maz-ent approx-
imants. Owing to the fact that the entropy is strictly concave in the set of
convex approximants, we have the following result:

Theorem 2. The program (M E) has a solution iff x € convX, in which case
the solution is unique.

The maz-ent approximants, though optimal from an information-theoretic
point of view, disregard completely the desirable spacial correlation between
the approximation scheme at a given point and the nearby nodal values. Con-
sequently, the shape functions are global. Indeed, the maz-ent principle tries
to find to most uniform distribution consistent with the constraints, here
the 1st order consistency condition. Entropy maximization has been indepen-
dently proposed in [18] as a means to construct C° approximants for arbitrary
polygonal tesselations. However, the use of strict entropy maximization to de-
fine smooth meshfree-style approximants results in global shape functions and
poor approximation properties, as illustrated in Figure 1.

o
0.02.,

001

()

Figure 1. Examples of max-ent approximation schemes in the plane. (a) Shape
function for the vertex of a pentagon; (b) shape function for an interior node,
illustrating the global character of maz-ent approximation shemes; and (c) maz-
ent approximation, or inference, of a function from scattered data, illustrating the
non-interpolating character of maz-ent approximation schemes.
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2.3 Locality Maximization: Delaunay Approximants

A different criterion to select a distinguished approximant in the set of convex
approximation schemes is to maximize the locality, or minimize the width of
the shape functions. Define the width of shape function p, as

wlpa] = /Qpa(w)|m faca|2 dzx, (2.6)

i.e. the second moment of p, about x,. Evidently, other measures of the
width of a function can be used instead in order to define alternative ap-
proximation schemes [1]. The locality measure presented here is the most
natural choice, and emanates from an optimal mass transference theory and
the 2—Wasserstein distance [2].

The most local approximation scheme is now that which minimizes the
total width

Wipl =3 wip] = /Q S pel@) [z — wal? dr, 27)

subject to the constraints (2.2a), (2.2b) and (2.3). Since the functional (2.7)
does not involve shape function derivatives its minimization can be performed
pointwise. This results in the linear program:

N
(RAJ) For fixed  minimize U(x,p) = Zpa|sc —x,)?
a=1

subject to p, >0, a=1,..., N,

N

Zpa = ]-7
a=1

N

Zpama = x.
a=1

A simple argument shows that the program (RA.J) has solutions if and only if
@ € convX. However, the function U(x,-) is not strictly convex (it is linear)
and the solution is not unique in general.

The relationship between the linear program (RAJ) and the Delaunay
triangulation has been established. Rajan [17] showed that if the nodes are
in general positions (no (d + 1) nodes in X are cospherical), then (RAJ)
has a unique solution, corresponding to the piecewise affine shape functions
supported by the unique Delaunay triangulation associated with the node
set X (a Delaunay triangulation verifies that the circumsphere of every sim-
plex contains no point from X in its interior). We shall refer to the convex
approximation schemes defined by the solutions p__(x) of (RAJ) as Rajan
convex approximation schemes, and to the approximants corresponding to
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the piecewise affine shape functions supported by a Delaunay triangulation as
Delaunay convex approrimants. Thus, Rajan’s result states that for nodes in
general positions, the Delaunay convex approximation scheme coincides with
the unique Rajan convex approximation scheme, that is optimal in the sense
of the width (2.6). When the nodes are not in general positions, the situation
is more subtle; the set of Delaunay approximants is obviously non-unique,
and the set of Rajan approximants is neither. In addition, the latter contains
elements that do not belong to the former. See [2] for a discussion.

2.4 Pareto Optimality between Entropy and Locality
Maximization

From the preceeding sections, it is clear that entropy and locality maximiza-
tion are competing objectives. A standard device to harmonize competing
objectives in multi-criterion optimization is to seek for Pareto optimal points
[5]. In the present context, the Pareto set is the set of convex approximants
such that no other convex approximant is better or dominates. An approx-
imant p is better than another approximant q if and p meets or beats q
on all objectives, and beats it in at least one objective, i.e. H(p) > H(q),
U(x,p) < U(x,q), and either H(p) > H(q) or U(x,p) < U(x,q).

In convex multicriterion optimization, the Pareto set can be obtained
through scalarization, i.e. considering the solutions of the one-parameter fam-
ily of convex programs

(LME)s For fixed  minimize fg(z,p) = pU(z,p) — H(p)
subject to p, >0, a=1,...,N,

N

Zpa =1,
a=1

N

Zpawa =x.
a=1

The maz-ent and the Rajan programs and approximants are recovered in the
limits 8 = 0 and 8 = +oc0. By the strict convexity of fz(x,p) for 5 € [0, +00),
the program (LM E)s has a solution, pg(x), which is unique, if and only
if © € convX. We shall refer to this family of approximants as local maz-
ent approximation schemes.

It is easily seen [5, 1] that the Pareto set is the set of approximants
ps(x) for B € [0,+00), plus an additional approximation scheme denoted
by pfo“"eto(w). For non-degenerate cases, this additional scheme corresponds
to the unique Delaunay triangulation of X. However, for degenerate cases, the
selected approximant is the Rajan approximant with maximum entropy,

Pareto

= H
P () =arg I (p),
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which is unique by strict concavity of the entropy. In the equation above,
SHEAJ(X) denotes the set of solutions of (RAJ).

2.5 Calculation of the Shape Functions

The practical calculation of the local maz-ent shape functions ps(x) is de-
scribed next. It relies on standard duality methods, and the proof can be
found in [1].

Proposition 1. Let 5 € [0,00) and let « € int(convX) be an interior point.
Define the partition function Z : RY x R? — R associated with the node set
X as

N
Z(@,A) =Y exp [-Blz — xa* + X+ (z — z4)] - (2.8)
a=1
Then, the unique solution of the local max-ent program (LME)g is given by

Pga(x) = m exp [0l — @[> + A* (@) - (x — x,)] (2.9)

where a =1,..., N and

A (z) = in log Z(z, \). 2.10
() = arg min log Z(z, ) (2.10)

Furthermore, the minimizer X*(x) is unique.

Proposition 2. Let 8 € [0,00) and let € bd(convX) be a boundary point.
Let C(x) be the contact set of the point x with respect to convX, i.e. the
smallest face of convX that contains x. Then, the local max-ent shape func-
tions at x follow from the previous Proposition with a reduced node set
X' = X NC(x) — x, and is formulated in the subspace of R given by the
affine hull of the reduced node set L = aff X',

The role of the thermalization parameter [ is clear from Eq. (2.9): it
controls the decay or locality of the shape functions. This is expected, since a
larger value will give more weight to the locality measure in fz(x, p). It is also
clear that the shape functions, strictly speaking, have global support. From
a numerical perspective, the Gaussian decay leads for all practical purposes
to compactly supported functions. This is supported by a detailed numerical
study in [1].

We note that in the absence of the 1st order consistency condition, the La-
grange multiplier A*(x) is absent, and the local maz-ent approximants reduce
to the Shepard approximants with Gaussian weight function. In this sense, the
Lagrange multipliers introduce a correction so that the approximants satisfy
the 1st order consistency condition. We will return later to this discussion.

The above Propositions provide a practical means of calculating the local
maz-ent shape functions at any given point . More schematically, and fixed
x, the shape functions are computed as follows:
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1. Find the proximity index set (relative to a tolerance parameter Tol)
Iro = {a| ||z = 4| < /= log(Tol)/3

2. Solve the minimization problem (2.10) in R? using the Newton-Raphson
method. In all evaluations of the partition function, the residual and the
Jacobian matrix, the sum is only performed over Ir.

3. Compute the shape functions pg,(x),a € I, according to Eq. (2.9) and
set all other shape functions to zero.

The above algorithm is efficient and robust. The smooth minimization
problem being solved is guaranteed to have a unique solution by the Kuhn-
Tucker theorem and the strict convexity of the function being minimized. The
number of unknowns is the space dimension. The expressions for the gradient
and the Hessian matrix of the function being minimized are

N
(@A) = Oalog Z(z, A) = Y pal@, N)(x — ), (2.11)
a=1

and

J(x,\) = 0r0xlog Z(x, N)

= Zpa(w,/\)(w — ) @ (T —x0) — (2, N) @ 7(2,N). (2.12)

The Newton-Raphson iterations typically converge to reasonable tolerances
within 2 or 3 iterations. Note that only the nodes x,,a € Ir, contribute
noticeably to the partition function. Restricting all index summations to Ity
greatly reduces the computational cost in the above calculation. For practical
applications, Tol = 107% is amply sufficient. Changing this tolerance to ma-
chine precision does not change the numerical solutions in Galerkin methods
based on local maz-ent approximants.

2.6 Examples

Figure 2 shows the local maz-ent shape function and its partial derivatives for
a node in a two-dimensional node set as a function of the dimensionless para-
meter v = Bh%, where h is a measure of the nodal spacing and (3 is constant
over the domain. It can be seen from this figure that the shape functions are
smooth and their degree of locality is controlled by the parameter . For the
maximum value of v = 6.8 shown in the figure the shape function ostensibly
coincides with the Delaunay shape function. The parameter 3 can be allowed
to depend on position and that dependence can be adjusted adaptively in
order to achieve varying degrees of locality [1].
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Figure 2. Local max-ent shape functions for a two dimensional arrangement of
nodes, and spacial derivatives (arbitrary scale) for several values of v = BhZ.

3 Properties

This section summarizes the basic properties of the above defined family of
approximants. Proofs can be found in [1].

3.1 Behavior of Convex Approximants at the Boundary

Property 1. Let p be a convex scheme with node set X = {x1,....,xn}. Let F
be a face of the convex polytope convX. Then, x, ¢ F = p, =0 on F.

This property is a weak version of the Kronecker-delta property of inter-
polating approximants, i.e. that p,(a,) = d4p. This property states that for all
convex approximants, and in particular for the local maz-ent approximants,
the approximation at a given face in the boundary depends only on shape
functions of nodes in that particular face. Thus, a face is autonomous with
regards to approximation, which makes the imposition of Dirichlet boundary
conditions in Galerkin methods trivial. If the Dirichlet boundary conditions
are affine on a face, then these are exactly imposed by constraining the nodal
degrees of freedom to the affine function. If the boundary data is more general,
then the imposition of the boundary condition is approximate, though conver-
gent. Also, the shape functions of interior nodes vanish at the boundary, and
the extreme points of X verify the strong Kronecker-delta property, in sharp
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Figure 3. Illustration of the behavior of the local maz-ent shape functions at the
boundary of the domain.

contrast with MLS-based approximation schemes (see Figure 3 for an illus-
tration). We note that, if the domain is a non-convex subset of convX, this
property does not hold in non-convex parts of the boundary and the method
behaves similarly to MLS approximants. There is an intrinsic difficulty in
dealing with non-convex domains in approximation methods that rely in their
definition on a notion of distance, such as MLS approximants or the method
presented here. The effective treatment of non-convex domains has been ex-
tensively studied in the context of MLS-based meshfree methods [15, 3, 12],
and this methods are directly applicable in the present context.

3.2 Spatial Smoothness of the Shape Functions

We note that the local maz-ent shape functions are defined point-wise, so their
spacial smoothness must be established. Also, the thermalization parameter
can take different values in space, and in general we consider it is given by a
function B(x).

Property 2. Let 3 : convX — [0,00) be C" in int(convX). Then the local
max-ent shape functions are of class C" in int(convX).

In particular, when ( is constant, the shape functions are C°*° and the
derivative is given by

Vpga(z) = fpga(a:),](a:,)\*(m))*1 (x —x,). (3.13)

3.3 Smoothness and Limits with Respect to the Thermalization

Property 3. Let * € convX. Then pg(x) is a C* function of 3 in (0,+00).
Furthermore, the limits at 0 and 400 exist and are the max-ent approrimants
and the Pareto optimal Rajan approximants respectively
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lim py() = po(@) and lim ps(@) = p""(@).

This result is not surprising, the less obvious part being the limit at 4+-oco
when the node set is degenerate. In this case, the maz-ent regularization
of the Rajan program (RAJ) selects a distinguished element amongst the
set of solutions, that does not coincide with any of the multiple Delaunay
approximants but rather constitutes a generalized Delaunay approximation
scheme for degenerate cases [1].

4 Other Interpretations: Relative Entropy

As noted in [1], the local maz-ent approximants admit a number of interpreta-
tions, which include viewing the new approximants as a regularization of the
Delaunay shape functions. A statistical mechanics interpretation is also quite
appealing. The regularizing effect of the entropy can also be highlighted by
studying the dual problem. In this case, the dual of the Rajan program reduces
to the minimization of a polyhedral (non-smooth) convex function, while the
dual of the local max-ent program is a smooth strictly convex minimization
problem. This regularization can be understood through the approximation of
the max function by a family of functions based on the log-sum-exp function
[1, 5]. Figure 4 illustrates this view, and illustrates how the regularization
provides an optimal path that selects a distinguished solution in cases of non-
uniqueness, in the same spirit of viscosity solutions of variational problems.

increasing B

optimal path

Figure 4. Illustration of the regularization provided by the entropy in the dual
problem.

We next develop yet another reformulation of the local max-ent approx-
imants, which allows for generalizations of maz-ent approximation schemes
and relies on the concept of relative entropy. The formulation of the relative
maz-ent approximants requires the definition of the so-called Kullback-Leiber
distance between two discrete probability distributions p and g

Pa
Dy = Zpa log q—a
a
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Its negative is also referred to as mutual entropy, cross entropy, or relative
entropy. Although Dy, = 0, it is clear that this function is not symmetric in
its arguments, and hence it is not strictly a distance. This quantity is used in
information theory to measure the amount of information needed to change
the description of the system from q to p.

Often, the probability distribution q is viewed as prior information about
the system. Then, some new information may become available, not accounted
for by q. A natural question in statistical inference is then to determine a new
distribution p consistent with the new information, but which is in some sense
as close as possible to the prior information. The maximization of the rela-
tive entropy between p and q subject to the new information made available
provides a means to find such a distribution.

In the present context, suppose that we have a non-negative approximation
scheme associated with the node set X, which satisfies the partition of unity
property (required for the statistical interpretation) but does not satisfy the
1st order consistency condition. A simple example that comes to mind is a
Shepard approximant with weight function w(-) > 0 given by

w(llza — )

— > w(llas — )

If we regard this approximant as a prior, and wish to construct the closest
approximation scheme in the sense of information theory that satisfies the 1st
order consistency condition, i.e. the closest convex scheme, we face the convex
program

a()

N
(RME), For fixed x maximize — Zpa log Pa

a

a=1
subject to p, >0, a=1,..., N,
N
Zpa =1,
a=1

N
g PaZq = T.
a=1

The above function could as well be combined with a locality measure, but this
is not needed here. It is straightforward to verify that defining the partition
function as

] =

Z(x,A) = ap(x) exp (A (x — )],
b=1

the relative maz-ent shape functions follow from

exp [A*(z) - (x — x4)]
Z(x, X ()

Pa(T) = qo(x) (4.14)
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where
A" = in log Z(x, \).
() = arg min log Z(x, A)

This procedure transforms any given nonnegative approximant that in general
does not satisfy the 1st order consistency conditions and possesses no desir-
able properties at the boundary into a convex approximant that is 1st order
consistent and satisfies the weak Kronecker-delta property at the boundary.

From Eq. (4.14) it is apparent that the relative maz-ent shape functions
inherit the smoothness and support of the prior approximants. Thus, defining
relative maz-ent approximants with compact support is straightforward: it is
sufficient to start, for instance, from Shepard approximants based on a weight
function with compact support. One should carefully note that the existence
and uniqueness properties of the dual problem for the Lagrange multiplier
are not granted for all priors, and in particular, there should be enough over-
lap between the supports of the prior shape functions. The relationship with
the local max-ent approximants is elucidated by considering Shepard approx-
imants with weight

w(d) = exp(—fBd?)

as prior. In this case, the relative and the local maz-ent approximants coincide.

5 Applications in Galerkin Methods

We present here briefly a 3D example of nonlinear elasticity which illustrates
the benefits of using smooth shape functions such as the local maz-ent shape
functions in problems with smooth solutions. A Galerkin (or Rayleigh-Ritz
in this setting) method is implemented. More details, as well as other bench-
mark tests of linear elasticity can be found in [1]. Despite the calculation of
the local maz-ent shape functions is computationally more expensive than
evaluating the Delaunay shape functions, this example shows how overall, for
a give accuracy, remarkable computational saving can be achieved by using
the meshfree method.

We consider a hyperelastic compressible Neo-Hookean block subject to a
100% tensile deformation. The calculation is performed with seven uniform
node sets of variable resolution. For each node set, two numerical solutions
are obtained, one with the local maz-ent approximants, and another one with
the Delaunay approximants (linear simplicial finite elements). Figure 5 shows
the dependence of a normalized signed relative error in strain energy (relative
to an overkill numerical solution) on the nodal spacing. It is observed from
that figure that the accuracy of the local maz-ent solution is vastly superior
to that of the finite element solution. The finest finite element solution has a
comparable—albeit slightly larger—error than the second-coarsest local maz-
ent solution. By contrast, the CPU time incurred by the local maz-ent solution
is over a hundred times shorter than that of the finite element solution. This
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e
B

- =16
-8~ FEM

0.015

0.01

5

Signed relative energy error

nodal spacing 10’

Figure 5. Final deformation for the finest FE mesh and second-coarsest local mazx-
ent discretization (left) and signed relative error in strain energy with respect to a
reference numerical solution for vy = 0.333 (right).

difference in performance is more pronounced in the nearly incompressible
case.

6 Conclusions

We have presented a new approach for building approximation schemes from
scattered data using the concept of maximum entropy. This concept not only
provides a natural link between approximation and information theory, but
also offers a practical computational means to construct a family of approx-
imants that seamlessly and smoothly bridges meshfree-style shape functions
and Delaunay shape functions. The theory, computation and properties of
these approximants has been provided. Numerical examples emphasize the
notable computational savings afforded by smooth approximantion schemes
in problems with smooth solutions.

The method presented here allows for extensions that have not been pur-
sued here. These include the approximation in high-dimensional problems,
the ability to perform in a very flexible way variational adaptivity, not only
of the node positions but also of the thermalization parameter, and the devel-
opment of higher-order maz-ent schemes. The latter provide one of the few
unstructured non-negative high-order approximants.
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Summary. In this paper we present the application of the meshfree method of
finite spheres to the solution of thin and thick plates composed of isotropic as well
as functionally graded materials. For the solution of such problems it is observed that
using Gaussian and adaptive quadrature schemes are computationally inefficient. In
this paper a new technique, presented in [26, 21], in which the integration points and
weights are generated using genetic algorithms and stored in a lookup table using
normalized coordinates as part of an offline preprocessing step, is shown to provide
significant reduction of computational time without sacrificing accuracy.

Key words: Meshfree methods, method of finite spheres (MFS), plates, func-
tionally graded material (FGM), genetic algorithms (GA), Gaussian quadra-
ture.

1 Introduction

Due to several advantages over traditional finite element methods, meshfree
computational schemes, reviewed in [1], have been proposed. A major ad-
vantage of these techniques is that approximation spaces with higher order
continuity may be easily generated. Hence it is useful to apply them to the
solution of higher order differential equations. In this paper we present an ap-
plication of the method of finite spheres [2] to the solution of plate problems.
Several examples involving thin and thick elastic and functionally graded ma-
terial plate problems are discussed.

In [4] the moving least squares interpolants were used for the solution of
thin elastic plate problems with simply supported and clamped edges. A mov-
ing least squares differential quadrature scheme was used in [5] for analyzing
thick plates with shear deformation. In [6] radial basis functions were used
for solving Kirchhoff plate bending problem with the Hermite collocation ap-
proach being used to obtain a system of symmetric and non-singular linear
equations.



18 S. BaniHani and S. De

The hp-clouds method was used in [3] for the analysis of Kirchhoff plates
with enrichment being provided by Trefftz functions. Lagrange multipliers
were used to apply the essential boundary conditions. The MLPG method
was used in [7] for solving the problem of a thin plate in bending with the
penalty formulation being used to apply the essential boundary conditions.
In [8] the element free Galerkin method was used to solve Kirchhoff plate
problems.

In [22] spline functions were used together with a displacement based
Galerkin method for the solution of Mindlin-Reissner plate problems. A uni-
form nodal arrangement was used with nodes lying outside the computational
domain.

In [23] the hp-clouds method was employed for the solution of thick plates
and it was noticed that using hp-clouds approximations of sufficiently high
polynomial degree could control shear locking. However, such approximations
are computationally expensive to generate.

In [24] a mesh-independent p-orthotropic enrichment in the generalized
finite element method (GFEM) was presented for the solution of the Reissner-
Mindlin plate model. In [25] an extended meshfree method was used for solving
plate problems involving shear deformations, where the problem was reduced
to a homogeneous one. The homogeneous equation was subsequently solved
using the reproducing kernel particle method (RKPM).

Functionally graded materials (FGMs) are composites containing volume
fractions of two or more materials varying continuously as functions of position
along the structure dimensions.

In [29] a theoretical formulation, Navier’s solutions of rectangular plates
and finite element models based on the third-order shear deformation plate
theory, was presented for the analysis of through-thickness functionally graded
plates. Numerical results of the linear third-order theory and non-linear first
order theory were presented.

In the MLPG method the interpolation of choice is the moving least
squares method, which is computationally expensive [9]. Furthermore, to em-
bed derivative information in the interpolation, a “generalized moving least
squares” scheme is used, analogous to Hermite interpolations, which results
in computationally expensive shape functions.

It is interesting to note that while many meshfree methods have been de-
veloped and some have been applied to higher order differential equations, the
issue of numerical efficiency has not been given due attention. Most Galerkin-
based meshfree methods are notoriously computationally inefficient since ra-
tional, nonpolynomial interpolation functions are used and the integration
domains are much more complex than in the finite element techniques.

For the solution of higher order differential equations one faces the chal-
lenge of efficient numerical integration of the terms in the Galerkin weak form
where the integrands are highly peaked in the regions of overlap of the sup-
ports of the interpolation functions and many integration points are required
unless proper care is taken.
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With the goal of achieving computational efficiency in meshfree methods,
the method of finite spheres was developed [9]. In this technique, the inter-
polation functions generated using the partition of unity paradigm [10, 11]
are compactly supported on intersecting and overlapping spheres. In [26] we
showed that using piece-wise midpoint quadrature, for higher order deferential
equations arising in the solution of thin beam and plate problems, is compu-
tationally inaccurate and will not converge if h-refinement is performed. Also
adaptive numerical integration methods [13, 14], on the other hand, provide
much better results but are computationally expensive.

In this paper we employ the genetic algorithm-based lookup table ap-
proach, originally proposed in [26, 21], for efficient numerical integration of
plate problems. In this technique, the integration points are computed, off line,
for a reference nodal configuration using genetic algorithms. The location of
these integration points as well as the weights are then nondimensionalized
and stored in a lookup table. During computations, the integration points
and weights are retrieved from this lookup table. This scheme is used for the
solution of several plate problems to demonstrate its accuracy.

In Section 2 we formulate the governing equations for the different plate
models followed by a brief review of the MF'S discretization scheme. In Section
3 we discuss the genetic algorithm-based lookup table approach. In Section
4 we provide some numerical results demonstrating the effectiveness of the
integration scheme.

2 Problem Formulation and Discretization

2.1 Governing Equations
Kirchhoff Plate

We consider a thin isotropic plate as shown in Figure 1 of thickness h and
midsurface (£2 € R?), elastic modulus E and Poisson’s ratio v. The boundary
of the plate is denoted by I'. The plate is acted upon by a transverse loading

a(z,y).
The corresponding potential energy functional for this problem is [16]
ﬂ-KP(w) = Uint(w) - Wemt(w) (21)
where Uiyt (w) is the internal energy given by
1
Unt(w) = 5 / / (Pw) I D(Pw)dzdy (2.2)
Q
s 1lv 0
where P = [0%/0220? /0y?20? /020y|*, and D = % vl 0
00(1—-v)/2

I'=>r,UlyUlyU FQeff are portions of the boundaries where the dis-
placement (), rotation (@)7 moment (M ), and effective shear force (Qeff)
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q(xy)

Section A-4

Figure 1. A flat plate in bending. (4,j) are unit vectors in the global x- and y-
directions, respectively. (s, m) are unit vectors along the tangential and normal
directions to the plate boundary, respectively.

are prescribed, respectively. The boundary condition sets (w and Q.sy) and
(¢ and M,,) are disjoint.

The external work W, (w) has three components due to the applied lateral
loads, applied moments and transverse shear, and corner loads

Weact(w) = Wload(w) + Wbending(w) + Wcorne?"s (w) (23)

The first two components are

VVload // z,y wdmdy (24)

Wbendmg f Qeffwdf }{M (2.5)
Tacss

Weorners(w) exists when there are N corners where the displacements w; at
the corners are not prescribed
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corners Z wj (26)
Jj=1

where Mm,Mm are the twisting moments approaching the edge from the

right and the left, respectively and wj is the displacement at the 4" corner.
The essential boundary conditions are imposed by defining the augmented
functional

wienw) =mr(w) + 2 [ w-w2ar+2 (?;j—é) a2

w 6

where v, and v, are penalty parameters.

Mindlin-Reissner Plate

We consider a thick isotropic plate as shown in Figure 1 of thickness h. The
corresponding potential energy functional for this problem is [16]

myp(w,0) = Ut (w, 0) — Wzt (w, ) (2.8)

where Uyt (w, 0) is the internal energy given by

Uint(w, ) = / / (LO)TD(LO)dzdy + ~ / / (Vw — 0)Ta(Vw — 0)dzdy
(2.9)

% O 5 1v 0 ¢ KA
whereL= |0 8 | D= o |v1 0 o= 0] =[G,
3@ 00(1—-v)/2 Y dy
kGh 0 . S
and o = 0 kGh . D is the bending rigidity, Iy, I'y,, Iy, I'nm,,, ', , and

I'g, are the boundaries where the displacement (w), rotations (¢A;1: and qu),
moments (Mn and Mns), and shear force (Qn) are prescribed, respectively.
The boundary condition sets ( w and @, ), (¢, and M,, ), and (¢ and M,,)
are disjoint.

The external work We.:(w,8) has four components due to the applied
lateral loads, applied moments and transverse shear

Wegt(w,0) = / q(z, y)wdzdy + 7{ M, ¢ndl" + ]f M s¢sdl” + f Quuwdr.
2 F]\/In Fluns FQn
(2.10)
The essential boundary conditions are imposed by defining the augmented
functional
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mhp(w,0) = myp(w,0) + 2 [ (w—w)*dl

w

+% [ (6-d) dar+ % J (0,-4,) ar

Iy, Ta,

(2.11)

where v and 5 are penalty parameters.

Functionally Graded Material Plate Model

We assume that the material property gradation is through the thickness and
that the volume fraction is given by the following power law

n
V() = (Vi — Vi) (,’j " ;) v (2.12)
where V' is the material property, V; and Vj, are the values at the top and
bottom faces of the plate, respectively, h is the thickness, and n is a constant
that dictates the volume fraction profile through the thickness. The material
properties are homogenized using the Mori-Tanaka scheme described in [30].
Here we assume that the modulus F, density p, and thermal coefficient of
expansion « vary through the thickness, while v is assumed constant.
The constitutive relations are [29]

foom 1v 0 [ 1

Oyy ¢ = vl 0 €yy ¢ — 3 1 paAT (2.13)
1—v2 1—v

Oxy 00 = Vay 0

and

P N 157” 0 Vyz

where AT is the temperature change, and

c b
Cyy (=% Dy ”
Tzy Jy + ox

-8
Yoz ¢r + F°

The potential energy functional corresponding to this problem can be writ-
ten as
II = Usng — Weat (215)

where U,,,; is the internal energy given by
Uint = Up + U, (2.16)

Uy and Uy are the bending and shear energy, respectively, given by
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1 T
Uy, = 5/ [€xa€yyVay] | oy | A2 (2.17)
2 o
zy
and L
Us = 5/ [7xz'7yz] |:ZIZ:| as? (2'18)
7} Yz

and k is the shear correction factor. W,; is the external work done by the
applied force given by

Wemt:/ qud{? (2.19)
12

where ¢ is the external load applied to the upper surface of the plate. The
corresponding potential energy functional in equation (2.15) can be expressed
in terms of the displacements as

2 2 -
H%Cl/ [8% +% +2u8¢$%+ ! ”(8% +%)2 dn
2

oz dy Jx Oy 2 dy oz
(2.20)
k ow ow
—C: — 2)? A+ (— 21 an
1 0¢ ¢
- = M+ Lt dQ—/ ds
where B/
4 :/ %zzdz
—np L=V
and h/2
E
Cy = —d
. /}m2a+u>z
M? is the the thermal moment resultant given by
1 h/2
M' = / aFETzdz. (2.21)
L=v ) np

The essential boundary conditions are imposed by defining the augmented
functional

mzﬂ+ﬂ/<wwfw+ﬁ (60— 6o)?dl + 2 [ (8, — )%l
2 Ty 2 F¢a; 2 Fd’y

(2.22)
where 71,72, and 73 are penalty parameters. Iy, I'y,, and I’y are the bound-

aries where w0, ¢, and ¢, are prescribed, respectively.
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Thermal Analysis

In this section we discuss the thermal analysis of functionally graded plates.
It is assumed that the top and bottom surfaces of the plate are subjected to
constant temperature. The temperature field within the plate depends only
on the z-coordinate. The temperature distribution can be obtained by solving
the one-dimensional steady state heat transfer equation

_d% ()\( )ZZ) 0 (2.23)

with the boundary conditions

T="Tat z=h/2,

T=T,atz=—h/2 (2.24)

where A is the thermal conductivity which varies according to the power law
distribution, given by

AZ) = O — ) (ﬁh)n . (2.95)

The solution of equation (2.23) with the prescribed boundary conditions is

T(2) =T -

T, — T /W dn (2.26)

h/2 - ’
f h/2 Adz) A(?’])

This equation is used for the evaluation of M* in equation (2.21).

2.2 The Method of Finite Spheres Approximation Scheme

In the method of finite spheres the approximation functions are generated
using the partition of unity paradigm [11] and are supported on spheres. In
this section we briefly describe this method.

Let 2 € R? (d =1, 2, or 3) be an open bounded domain with I" as its
boundary (Figure 2), and let a set of open spheres {B(x;,r7); I =1,2,...,N}
cover the entire domain {2, where x; and r; is the sphere I center and radius,
respectively. Each node is placed at the geometric center of a sphere, and the
surface of the sphere I is denoted by S(xy,77).

Since we are interested in solving fourth order differential equations, we
define a positive radial weight function W;(x) = W(sy) € C§(B(xz,71)),s > 1
with s; = ||x — x7||o/r1 at each node I which is compactly supported on the
sphere at node I. In our work we used a 7" order spline weight functions

— 4 5_ 6 7 <
WI:{I 35s* + 84s 70s° +20s" 0<s <1 (2.27)

0 s>1
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Figure 2. Schematic of the MFS. Discretization of a domain {2 in R? by the method
of finite spheres, using a set of nodes, for each node I there is a sphere {2; . A sphere
that lies completely in the domain is an interior sphere, while if the sphere has
an intersection with the boundary, I, then it is a boundary sphere. The natural
boundary conditions are defined on Iy, and the essential boundary conditions are
defined on I'y;I' = I U Iy and I, N1y = 0.

These functions are utilized to generate the Shepard partition of unity func-
tions

Ix)= ——,1=1,2,..,N (2.28)

which satisfy

N
L Y x)=1vxe R
=1
2. PI(x) € C5(RY), s > 1.
The Shepard functions {¢%(x)} satisfy zeroth order consistency. To ensure
higher order consistency, a local approximation space V' = span,,cq{ P (x)}

is defined at each node I, where P,,(x) is a polynomial and $ is an index set,
and h is a measure of the size of the spheres. For instance,

Vlh:{17(95—@)/7"1,(2/—91)/7”1}

may be used to generate a linearly accurate displacement field.
The global approximation space V}, is generated by multiplying the parti-
tion of unity functions with the local basis functions at each node

N
Vi =Y oV (2.29)

I=1
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Therefore, any function wy, € V}, can be written as

Z > b (X)0tm (2.30)

I=1mey

where
him = 909 (%) P (x)

is the shape function associated with the m!* degree of freedom a,,of node
I. It is important to note that

him(x) € Cj(RY), s > 1.

2.3 Discretized Equations
Kirchhoff Plate

For the Kirchhoff plate, using the discretization

N

wp(z,y) Z Z him (2, y)amm = bf H(x, y)a (2.31)

I=1mey

the augmented potential energy functional (2.1) is approximated by

mip(@) = JaTKa — ot + 2 [ (Ha — )" (Ha — @) dl’
Fw
+ (gffa—é) (%0 —0)ar
o

(2.32)

where

K= / / BTDBdzdy (2.33)

f—//HT xydxdy—/M My / QessH dF+ZRHT

I_'Qeff J=1
(2.34)
where B = PH.
Minimizing the augmented potential energy functional with respect to the

nodal unknowns results in the following set of linear algebraic equations
(K+G1 +G2)Ol:f+f31 +f52 (235)

where
Gi=m / (H'H)dr
Fw
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OHT 0H
Gz =72 / (an an> ar

I'y

f., = / (wHT) dr
Iy

T
f,, :72/ (éaH )dF.
on

I

and

Mindlin-Reissner Plate

For the Mindlin-Reissner plate, using the method of finite spheres discretiza-
tion

N
’U)h(]?,y) = Z hIm(-'L‘ay)’J)Im = Hw(x,y)d)

ormes i ) (2.36)
eh, (xVy) = Z Nlm(xvy)glm = Ha(xvy)e
I=1me¥
where Hy = {Hg* HO }, and 67 = {ggx,d;y] Using (2.34) we may discretize
by

the augmented potential energy functional (2.15) as

mip(a) = 2a"Ka — T + 2 [ (Hywo — )" (Hypw — ) dl

Iy
~ ~\T ~ ~
[
~ ~\T ~ ~
+% f (H¢y¢y - ¢y) (HC/’?/QS?J - ¢y) ar
Iy,
where
K=K, +K;
al = [u?,é]
and
— fw
=g |
The matrices are defined as
0 0
K, = 2.38
= ox, (259

KS:{ w wG} (2.39)
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with .
K:., =/ [(VH,) aVH,dxdy
2

Ki, =— [ [ Hy aVH,dzdy = (K5,)"
(9]

K, = [ [ Hy' aHpdxdy
02

Kb, = [ [ (LHy)" DLHpdzdy
9]

f, = ng%(x,y)dl“der [ Q.HIdr

. I'a,
fo = [ HINAI
I'ny

where MT = [MH,MHS]

Minimizing the augmented potential energy functional with respect to the
nodal unknowns results in the following set of linear algebraic equations

(K+G)a="f+f1

o[

where

0 Gy

and f, = {%“’} with

S0

Iy
Gy, O
o= [ i G@J
where
Gy, =72 [ (HE H,.)dr
Ty,
G¢y =73 f Hng¢y> ar

and fig, =% { (qéyH;“y) dr.

(2.40)

(2.41)

(2.42)
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Functionally Graded Material Plate Model

The method of finite spheres gives the following discretized equations

N
Pl (x,y) Z Z him(z,y)ar, = Ha (2.43a)
I=1meTl
N
M, y) =D > hym(z,y)brm = Hb (2.43D)
I=1meZ
N
(m Y) Z Z him(z,y)Crm = He. (2.43c¢)
I=1meT

Minimizing the potential functional (2.22) with respect to the nodal unknowns
results in the following set of linear algebraic equations

Kd=F (2.44)

where K, d, and F are the stiffness matrix, nodal unknowns, and force matrix,
respectively. d and F are defined as

fx
F=|fy (2.45)
fz

where
fx = [, B,M'd2, fy = [,B,M'd2 and fz = [, Hqds,

where B, and By, are the derivatives of H with respect to x and y, respectively.
The stiffness matrix K is defined as

DA, +5%A,, + QA VDA, + 5%A,, QA,
K = DA, + 5%A,, + QA QA,
symmetric Q(Azz + Ayy)
(2.46)
where
A= [,H"Hd,
A,=[,H'B,d2, A,=[,H'B,d2,
A, = [, B, B.d2, A, —fQB%B s,
Auy = [,BiB,d2, Ay, = [, B, B,d.
and

h/2 g Ly 0 9 n2 g [0
D= f h/2 1-v2 g(l) 1 9 z dZ Q f hj2 =2 1—v dz . (248)
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3 Numerical Integration

As in most other meshfree methods, the method of finite spheres requires spe-
cialized numerical integration techniques to evaluate the integrals in the weak
form where the integrands are nonpolynomial rational functions and the inte-
gration domains are much more complex than in traditional finite elements.
In [12, 1] several computationally efficient integration schemes have been pro-
posed for the method of finite spheres applied to two-dimensional elasto-static
problems and it has been reported that piece-wise midpoint quadrature rules
are more effective than higher order Gaussian quadrature.

However, for the solution of fourth order problems such as plates, the
integrands in the weak form contain higher order derivatives that are more ill
behaved than the integrands encountered in second order problems. Hence, in
[26, 21] we have developed a novel integration technique based on a lookup
table generated using genetic algorithms. This method has much promise since
it provides accurate solutions with a reasonable number of integration points.
In this section we will briefly describe how genetic algorithms may be used
in generating numerical integration schemes and then we will describe the
lookup table approach. Details can be found in [26, 21].

25

Boungdary-e=S>
disk Xt

Figure 3. Interior (filled), lens (cross-hatched) and boundary disks (striped) on a
two-dimensional domain.

In what follows we will consider the following integral

Q2D=/f(a:,y)dxdy (3.49)
2

where §2; is a general subdomain in R2. For the method of finite spheres we
will consider three types of subdomains (see Figure 3):
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1. Interior disk; defined as a disk that does not intersection the domain
boundary.

2. Lens; defined as the region of intersection of two spheres.

3. Boundary disk; defined as a disk with a nonzero intersection with the
domain boundary.

3.1 Numerical Integration using Genetic Algorithm

Genetic algorithms [17, 18, 19] are a class of biologically inspired optimization
algorithms in which a population of potential solutions is chosen at random.
Individuals (population members) compete according to their fitness for se-
lection as parents to the next generation. The genetic material of the parents
is modified to produce offsprings (new population) using genetic operators
such as mutation and crossover. The process is continued until the maximum
fitness in the population has not reached a certain preset value or the number
of generations has not reached the maximum limit. This general algorithm
is adapted to numerical quadrature, the two dimensional case is described
below.

The algorithm starts by choosing u partitions (8) randomly, the approxi-
mate integral @) of each partition is evaluated as well as the relative error F
using two different quadrature rules, one more accurate than the other (e.g.,
we have used one and three point Gauss quadrature rules). For each subin-
terval the difference between the two integrals is the relative error F;, while
the integration value @); corresponds to the more accurate rule.

In the two-dimensional case each subdomain type (interior, lens or bound-
ary disk) has a different partition. An interior disk (of radius R) is divided into
m subdomains using concentric circles of radii {0 =79 <71 < ... <71, = R},
and each subregion bounded by r; and r;41 is then divided by n radial lines
{005, 0i (n—1)|0i; € [0,27]} and 0; ; < 0; j 11, see Figure 4.

The partition § for this case is a matrix of the form

O0=ry, <r,<...,<rm=R
90,0, “ e 797710
8= . . , such that rg =0, and r; < ri4;.
0o,(n—1)> e O, (n—1)
(3.50)
The integral in equation (3.49) may be written as
m—1n—1
Q=22 Qu
i=0 j=0
with
rig1 05, G+1) N, No
Qo= [ [ seoraa=3> Wastes) @y

T=T; H:Gi,j k=1i=1
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(a)

(b)

Figure 4. Partition of (a) an interior disk and (b) a lens into integration subdo-
mains.

where NN,., and Ny are the number of the radii and angles used in the approx-
imation rule, Wy, are the weights, e.g., for a mid-point Gauss quadrature

1
Wi = 5(9l+1 —0)(ri — i 1),

and (71, 0;) is the centroid of the subdomain.
The relative error is the sum of the relative errors for each subdomain, i.e.,

m—1n—1

E=Y Y |El.

i=0 j=0

A lens (Figure 4(b)), on the other hand is partitioned by first randomly gen-
erating m concentric lenses, the area between any two of which is then par-
titioned by n randomly generated straight lines passing through the point O.
The partitions have the form

0=x0, -+, Xm ==(0)
000, - Omo

B = : : , (3.52)

00,(n—=1)s -+ > O0m,(n—1)

such that x € [0,Z(0)], xo =0, xi < xit+1and

3 ™
=(0) = {:ﬁ)(g) 2 <0<z (3.53)

where 6 € [0,27], x; is the radius of the concentric lenses and =(0) is the
radius of the outer lens x; which is the distance from O to the circumference
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of the nearest disk ¢ € {I,T+1}. For a boundary disk, the integration domain
is either a disk or a lens truncated at the boundary.
For a lens we need to evaluate

E( 2 m—1n—1
/ (x, 0)xdbdx = Z Z Qi (3.54)
x=0 6=0 =0 7=0
where
Xit+1 0i,Gi+1) N, Ne
Qij = / / FO60)xdodx ~ > > Wit f (X, 01) (3.55)
x=xi 0 k=11=1

N,., and Ny are the number of the radii and angles used in the approx-
imation rule, respectively. Wil are the weights, e.g., for a one-point Gauss
quadrature rule Wy, = %(9l+1 — 91)()(% — Xifl)ﬂ and (Y, 0;) is the centroid of
the subdomain.

In genetic algorithms the data (genetic material) for each member in the
population (individual) is stored in chromosomes. In our case the genetic
material in the chromosomes is the partition 3. The integration value @ and
the relative error E are stored along with the partitions in the chromosomes.
We define the fitness of a chromosome as

F(B) =+ (3.56)

to ensure that chromosomes with higher fitness values will indeed correspond
to lower overall relative error.

The chromosomes are ranked in ascending order of their fitness values. Par-
ents are selected from them in a process called “rank selection” [19], where
each chromosome’s probability of being selected is proportional to its rank.
After the selection, the parent’s genetic material is modified with genetic op-
erators. In genetic algorithms there are two types of operators: ”crossover”
and "mutation”. In mutation of a real-coded chromosome, where the chro-
mosomes are vectors of numbers instead of binary strings [20], the interior
points z; in the chromosomes are perturbed by a small amount J, where
€. <0 < €4, €. = x;—1 —x; and €, = x;41 — x;. The crossover oper-
ator takes two parents, randomly select one or more crossover points, and
exchange the genetic information between parents after each of these points.
Both crossover and mutation are applied on the rows of radii and the columns
of angles separately.

3.2 A Genetic Algorithm-Based Look-up Table Approach

A naive use of the genetic algorithm-based numerical integration technique
described in Section 3.1 is computationally inefficient. Instead, we generate a
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lookup table for normalized integration points and weights assuming a regular
following paragraphs

arrangement of nodal points using genetic algorithms. The key to generating
this lookup table is a set of simple normalization schemes described in the

n=—

In two-dimensions the strategy is to map both the interior disk and the
lens to a unit disk. For an interior disk at node I, using the transform
Tr
we may rewrite the integral in equation (3.49) as
21 I
Q= /f x,y)dzdy = //f r,0)rdrdf —rl//f( )ndndd (3.57)

at nodes I and I + 1 (Figure 4b), we define

For a lens in two-dimensions, formed by the intersection of two disks centered

_ X
n=

=(0)
Z(0) 27

where we use the same notations as in Section 3.1. Equation (3.49) becomes

(3.58)

x=0 6=0

/—v

Q= //fx7 ded9—7/1fn,

._/

6)*ndnde. (3.59)
For generating the lookup table, a regular arrangement of nodes with inter-

nodal spacing of unity in each coordinate direction is used as shown in

Figure 5. The genetic algorithm described in Section 3.1 is used on the nor-

malized domain, producing partitions § in the normalized coordinates (7, 6)
Once the partitions are generated for the regular arrangement of nodal points
they are stored in the lookup table using these normalized coordinates

4 Numerical Examples

In this section we provide several example problems of thin and thick isotropic
and functionally graded material plate models
4.1 Kirchhoff Plate

Clamped Edges

We will consider the problem shown in Figure 6 of a rectangular plate with
clamped edges. The boundary conditions for this problem are
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Figure 5. Domains used to generate the integration points and weights in two-
dimensional analysis.

Figure 6. A plate with clamped edges and uniformly distributed load on the top
surface.

w=22 =0 along == +a/2,

w:%—f’:o along y = +b/2."

(4.60)

A distributed constant force f(x,y) = qo acts on the top surface of the plate
as shown in the figure. The values a = b =1, D = 1, and ¢p = 1 and have
been assumed

A comparison between the convergence rate in the solution for the trans-
verse deflection w(z,y) in the H; norm, using the method of finite spheres
with genetic algorithm-based lookup table for integration and the finite ele-
ment method is shown in Figure 7, where the exact solution is evaluated as

the first 50 terms in the infinite series in [15].
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H; norm of the error

—0 — Method of Finite Spheres
—¥— Finite Element Method

10
1/(~No. of nodes )

Figure 7. Convergence in the solution for the transverse deflection w(x,y) in the
H, norm in a rectangular plate with clamped edges obtained using the method of
finite spheres and the finite element method.

Mindlin-Reissner Plate
Now we will consider a shear deformable plate [27]
Clamped Edges

We will consider the problem of a rectangular plate with clamped edges. The
boundary conditions for this problem are

w= ¢ = ¢, =0along v ==+a,y==b. (4.61)

For simplicity the length of the square plate as well as the rigidity D are as-
sumed to be unity, the Poisson’s ratio v = 0.3, the thickness h = 0.1 , the shear
correction factor k = 5/6 and the force g = 10. A comparison between the
convergence rate in the solution for the transverse deflection w(z,y) in the Lo
norm, using the method of finite spheres with genetic algorithm-based lookup
table for integration and the finite element method is shown in Figure 8.

Functionally Graded Material Plate Model

Now we will consider a shear deformable square plate with simply supported
edges composed of functionally graded material. The boundary conditions for
this problem are

w:¢x:¢y:0 along r = +a, y=+b. (4-62)
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L.norm of the error
=

—
Py
o

—b— Tinite Element Method
— ©=" Method of Finite Spheres

ld 2 o E ' ' i

10 10
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Figure 8. Convergence in the solution for the transverse deflection w(z,y) in a
rectangular plate with clamped edges obtained using the method of finite spheres
and the finite element method.

A distributed constant load f(z,y) = go acts on the top surface of the plate.
A temperature difference of AT = 100°C exists between the top and bottom
surfaces; the bottom surface is kept at 0°C and the top surface at 100°C.
The lower plate surface is assumed to be aluminum and the top surface is
zirconia. The material properties vary as a power law with n = 1. The values
of the material properties are given in Table 1. The dimensions of the plate are
assumed to be unity, while the thickness is h = 0.3, and the shear correction
factor is k = 5/6.

Table 1. Material properties

Material property Aluminum Zirconia
Young’s modulus 70GPa 151GPa
Poisson’s ratio 0.3 0.3

Thermal conductivity 204W/mK  2.09W/mK
Thermal expansion 23x107%/C  10x1075/C

Figure 9 shows the thermal solution for the problem presented in Sec-
tion 2.1.

A comparison between the convergence rate in the solution for the trans-
verse deflection w(z,y) using the method of finite spheres with genetic
algorithm-based lookup table for integration and the finite element method is
shown in Figure 10. Since the exact solution does not exist in closed form, a fi-
nite element solution using a very fine mesh of 100 x 100 nine-noded quadratic
elements was used.
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[
T(z)

4

20

0.2 a1 s} o1 02

z

Figure 9. Temperature distribution through the thickness of a functionally graded
plate with n = 1.0 and thermal conductivity values shown in Table 1. The temper-
ature 0°C and 100°C at the lower and upper surfaces, respectively.
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—— Finite Element Method
-8 Method of Finite Spheres

-
o,

L2 error norm

i
=3
(
T

10

10"
1/(+/No. of nodes )

Figure 10. The convergence in the solution for the transverse deflection w(z,y) in
the L norm for a circular plate with simply supported edges computed using the

method of finite spheres with the genetic algorithm-based lookup table integration
scheme.
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5 Concluding Remarks

Through the solution of different plate problems, it was confirmed in this
study that the genetic algorithm-based lookup table approach provides a com-
putationally efficient scheme to solve higher order differential equations using
meshfree methods. The technique is very similar to the use of a lookup table
for Gaussian integration points and weights used in traditional finite element
methods. The smoothness of the approximation spaces results in excellent
solution accuracies as evidenced in the convergence curves. Extension of the
integration method to handle nonlinear problems is under development.
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Summary. Recently, very intensive efforts have been devoted to develop mesh-
less or element free methods that eliminate the need of element connectivity in
the solution of PDEs. The motivation is to cut down modelling costs in industrial
applications by avoiding the labor intensive step of mesh generation. In addition,
these methods are particularly attractive in problems with moving interfaces since
no remeshing is necessary.

In this paper, we address the problem of injection molding described as a free
boundary problem defined by conservation equations for mass, momentum and en-
ergy. This model can be dramatically simplified assuming that the mould is thin so
that a Hele-Shaw approximation can be used. In this case the momentum equation
is just a 2D elliptic equation whose solution yields the pressure distribution in the
filled region of the mould. From this pressure field, the velocity distribution can be
computed and the location of the advancing front can be updated.

Therefore, this problem is very well suited to meshfree techniques and, in this
paper, we use a radial basis function (RBF) method which is based on the in-
terpolation and collocation of global shape functions, and for simplicity assume a
Newtonian fluid so that the model is linear. In particular, we use multiquadric (MQ)
RBFs which have been shown to have exponential convergence.

To advance the front we use a level set method which is very efficient for this
type of problems because it is very fast and can handle both front collisions and
front break-ups without difficulty.

Key words: Meshfree, RBF, Hele-Shaw, Level Set.

1 Model Equations

To model the flow of an injected fluid in a mould, let us start from the con-
servation equations for mass, momentum and energy,
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ap
S+ Ve (pv) = 0

ov
<8t+v Vv) =—-Vp+ V.71

T
pC, (%t + v~VT> = kV2T + nd

where 7 is the extra stress tensor and @ the dissipation function. Under the
assumptions of incompressibility, creeping flow ((poo Uso L/Nso) (h/L)* << 1)
and small thickness (h/L << 1), the above equations simplify to,

ou , ov
oxr Oy

w0 () w0 (Y e

or 9z \"az )’ oy~ 0z\"92)" 0z '
aT arT oT 0°T

PO <8t+ Yor TV ay) Moz T

=0 (1.1)

nd (1.3)

where the inertia terms in the momentum equations have been neglected in
comparison to the viscous terms (creeping flow), and where partial deriva-
tives in the horizontal directions (z,y) have been neglected in comparison to
derivatives in the vertical direction (small thickness).

Integrating the momentum equations along the vertical direction from the

0 0
mid-plane, and taking into account that by symmetry 8—u(z =0) = 8—v(z =
2 2z

0) =0, results in

Ou _ g2 v,
oz " 'n oz Vg
Ip _op
Ay = ——, A, =
Oz YTy
A new integration in the vertical direction yields,
0 b A,z
—ud,i:/ A = u=A, /fdz (1.4)
2 0% 20
b b 5
0 —A
2z = vZ gz = U—Ay/ —dz (1.5)
. 02 = 2 1

where b(z,y) is the half-height and use has been made of the no slip boundary
condition u(z = b) = v(z = b) = 0. Integrating these equations along the
vertical direction results in the following averaged horizontal velocities,

I A 1P A
= - dz = == 0= - dz = =¥ 1.
b/@uz bS, v b/ovz bS (1.6)

N

where
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b 2
S:/Z—dz
o 7N

Thus, the velocity vector is in the direction of —Vp. Analogously, the conti-
nuity equation (1.1) is integrated along the half-height,

2+ 2] 0 - 20, o0 0

Introducing the values of the average horizontal velocities (1.6) into the inte-
gral form of the continuity equation (1.7) produces,

0 dp 0 op\
2 (st 2 (s ns

This is an elliptic, nonlinear equation whose solution yields the pressure field
and from (1.4-1.5) the velocity field. Notice that, in general, the viscosity is a
function of temperature and shear stress (¥ = v/u2 4+ v2). Thus, n = n(T, %),
and the momentum equation (1.8) is coupled to the energy equation (1.3).
For simplicity, we will consider the case of Newtonian fluids for which 7 is
constant and, therefore, the pressure and energy equations are decoupled.
The flowability S is simply S = b®/(3n) and equation (1.8) simplifies to,

9 (00, D (i)
Oz <b 833) * Ay (b 8y> o (1.9)

This equation is solved with the following boundary conditions,

e inlet pressure (or flow rate) at the mould gate
e p =0 in advancing front
e normal velocity zero at the walls of the mould, dp/dn =0

The solution of equation (1.8) is used in (1.6) to compute the average velocity
field, which is in turn used to advance the front.

This model is the Hele Shaw approximation for injection molding which
was introduced by Hieber and Shen [4] and later used by many authors(see
for instance [5, 8, 14]).

2 Pressure Field

We use an RBF based method in order to compute, at a certain instant, the
pressure distribution within the mould.

Let us consider the rectangular mould shown in Figure 1, where the in-
jected fluid is shown in dark. We consider an injection pressure p = 1 and zero
pressure in the moving front. In the case of a Newtonian fluid and a mould
with constant height (b = const.), equation (1.9) simplifies to the Laplace
equation.
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Figure 1. Problem Geometry.

Kansa [6, 7] was the first to use RBF’s for the solution of partial differential
equations. His method was based on multiquadric (MQ) basis functions,

6 (x) = [l x = x; |2 +¢ (2.10)

first proposed by Hardy [3]. Using this basis, the solution of equation (1.9) is
approximated by

N
p(x) = >k dr(x) (2.11)
k=1
and the unknown coefficients ay(k = 1,..., N) are computed by collocation
on N collocation points, X = {x1,X2,...,Xy} on the domain, {2, and on

its boundary, 92, where either the PDE (1.9) or the appropriate boundary
conditions are imposed.

To specify the MQ basis (2.10), one must specify both the centers x;
and the shape parameters c;. Usually, the collocation points are used also as
centers for the MQ, although some authors [2] use different data centers and
collocation points near the boundaries.

The upper left of Figure 2 shows the location of the RBF centers within
the domain. There are N; interior centers, which are represented by crosses,
and Np boundary centers which are represented by open circles. These N
centers (N = N; + Np) are taken from a finite element mesh.

As a first numerical experiment we consider the solution of equation (1.9)
with b = 1, using Dirichlet boundary conditions throughout, that is, we replace
the null normal velocity at the walls by p = 0. Introducing (2.11) in equation
(1.9) results in the following linear system of N; equations in the N unknowns
g,

N
darAg(x;) =0, i=1,2,...,N (2.12)
k=1
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Figure 2. Upper left: RBF centers. Upper right: RBF solution for pressure at the
collocation centers (c? = 0.02). Lower left: error at collocation centers. Lower right:
RBF solution in a regular mesh.

The remaining equations come from implementing Dirichlet boundary condi-
tions in the Np boundary centers, namely,

N
Y ardr(xi) =pi,  i=Nr+1,Ni+2,...,Ni+Ng  (213)
k=1
where p; = 0 except for centers located at the mould entrance where p; = 1.
Notice that for multiquadric RBF's
1 c

Ay (x;) = + k
3/2
JIixi=xi |2 +e (I =% 2 +¢)

Equations (2.12, 2.13) can be written in matrix form as,
Aa= b (2.14)

The upper right of Figure 2 shows the numerical solution at the colloca-
tion centers obtained with the RBF method using a constant shape parameter
c; = 0.1414 (c? = 0.02). The solution appears smooth and the error relative
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to the finite element solution is shown in the lower left of Figure 2. Notice
that the maximum error at the collocation centers is 0.044 and the mean
square error 0.0027. Essentially the error is relevant only in the vicinity of the
discontinuity in the boundary condition since we try to approximate a discon-
tinuous solution by a linear combination of smooth and global multiquadric
functions. However, if we use the coefficients oy, obtained by RBF using the
collocation points shown in Figure 2, to compute the solution in a fine and
regular mesh, the solution ceases to be smooth (lower right of Figure 2) and
an overshoot near the discontinuity can be clearly seen. Also shown are the
isolines corresponding to p =0, p = 0.25, p = 0.5, p = 0.75 and p = 1. Notice
that the advancing front (p = 0) is clearly identified.

log, ,(cond)
>

Figure 3. Mean square error at the collocation centers (solid) and condition number
(dashed) as a function of the shape parameter c;.

The accuracy of the solution is strongly dependent on the shape parameter
c¢;j. As the shape parameter increases, accuracy increases, but the condition
number of the resulting linear system also increases. Too large or too small
shape parameters make the MQ basis too flat or too peaked, and both should
be avoided. Thus, an appropriate selection of the shape parameters is crucial
but there are no definite rules as to their optimal values. Hardy [3] suggested a
constant shape parameter ¢; = ¢ = 0.815d_j, where J] is the average distance
from each center to its nearest center. Other authors [9] use non constant
shape parameters such as ¢; = 6d;, where 6 is a constant factor. For the
mesh shown in the upper left of Figure 2, the average distance between nodes
is d; = \/7/(8 N) = 0.0374. Thus, [3] suggests a value of the shape parameter
Cj = 0.03.

Figure 3 shows the mean square error and the condition number of matrix
A as a function of the shape parameter. Notice that the condition number
grows exponentially with the shape parameter c;. On the other hand, the
error decreases with the shape parameter until the matrix becomes too ill-
conditioned and rounding errors become important. Thus, there is an optimal
value of the shape parameter (¢; ~ 0.1) which minimizes the average error.
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Going back to the initial problem with null normal velocity at the walls
(Op/On = 0), and using the same collocation centers and shape parameters
as before, we obtain the solution shown in Figure 4). In this case, large errors
occur, specially near the mould entrance and the wall. The maximum error at
the collocation centers is 0.778 and the mean square error 0.06. The solution
is even worse for other values of the shape parameter.

A well known feature [2] in all RBF approximations is how relatively in-
accurate they are at boundaries. As shown by the previous examples, this is
specially true in the case of discontinuous boundary conditions. To overcome
this problem Fornberg et al. proposed the Not-a-Knot method [2], which is
based on the idea of using the nodes in the boundary only as collocation
points to enforce the boundary conditions, but not as RBF centers for the
RBF expansion of the solution.

Figure 5 shows the distribution of collocation centers (circles) and RBF
centers (crosses). For interior nodes both sets of centers coincide. However,
for each collocation center in the boundary, a new RBF center is introduced
which is located in the direction normal to the boundary at a distance equal
to the average distance between centers.

The left of Figure 6 shows the pressure distribution obtained with the
Not-a-Knot method using a constant shape parameter (c; = 0.0245). Notice
that the errors in the vicinity of the boundary have disappeared and that the
maximum error at the collocation centers has decreased to 0.0435 and the
mean square error to 0.006. The right hand side of figure 6 shows the mean
square error and the condition number as a function of the shape parameter.
In this case the mean square error shows a different behavior that in the case
of Dirichlet boundary conditions. In fact, there is a wide range of values of
¢ for which the error remains approximately constant or even decreases with
decreasing c.

A different alternative to improve accuracy near the boundaries was pro-
posed by Fedoseyev et al. [1]. It is based on the observation that the residual
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Figure 6. Left: pressure distribution at the collocation centers with the Not-a-Knot
method. Right: Mean square error and condition number as a function of c.

error is typical largest near the boundaries. Thus, they proposed to enforce
collocation of the PDE in boundary nodes so that both the boundary condi-
tion and the PDE are imposed in those nodes and the residuals dramatically
decrease. However, since the number of equations increases, it is necessary to
introduce additional RBF centers to match the number of unknown coeffi-
cients ay. Using Fedoseyev’s method with the same additional centers shown
in figure 5, we obtain results which have similar accuracy to those obtained
with the Not-a-Knot method.

0 02 0.4 0.6 08 1 12 1477
0

Figure 7. Mean square error and condition number as a function of 6.

Slightly better results can be obtained with a non-constant shape parame-
ter ¢; = 0 d;. Figure 7 shows the mean square error and the condition number
as a function of the parameter 6. These results correspond to the Not-a-Knot
method using the centers shown in Figure 5. Notice that, similarly to what
happened in the case with Dirichlet boundary conditions, the mean square er-
ror exhibits a minimum for an optimal value of the parameter 6. It should be
pointed out that both the average error and the maximum error are slightly
smaller than those obtained with finite elements.
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3 Front Displacement

Once the pressure field is known, equation (1.6) provides the average velocity
which is shown in Figure 8. Of particular relevance are the velocities in the
advancing front which are needed to update its location.

08

08

0.4

02

Figure 8. Velocity field at RBF centers (arrows). The absolute value of the velocity
is represented in color.

Marker particle techniques [13] and volume-of-fluid techniques [10] are two
methods which have been often used to model moving fronts. However, they
have severe drawbacks which hamper their use. Since the seminal work of
Osher and Sethian [11], level set methods and fast marching methods have
been shown to be accurate and numerically efficient techniques, which do
not have any of the drawbacks of traditional methods, and which have been
successfully applied in a great variety of applications [12, 13].

The level set method considers the moving front as the zero level set of a
higher dimensional function ¢ (x, t). The evolution of the front is obtained by
evolving the level set function with the simple advection equation,

G+ V-V =0 (3.15)

which defines the motion of the front ¢ (x, t) = 0. It is an Eulerian formu-
lation since the front is captured by the implicit function . To solve (3.15)
requires the velocity field V, and an initial level set function ¢ (x, 0) with the
property that its zero level set corresponds to the initial front. Otherwise, the
initial level set function is quite arbitrary although a signed distance function
is often used.

In order to correctly evolve the front, the velocity field V has to be defined
throughout the domain or, at least, within a narrow band surrounding it. The
front, defined by the zero level set of the solution of (3.15), will move correctly
provided that the velocity of the front is correct. In the present case, the
velocity field is only defined in the filled region of the mould and, therefore,
it has to be reasonably extended to the whole mould domain.
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Figure 9. Upper left: narrow band and collocation centers within the narrow band.
Upper right: velocity of collocation centers in the narrow band. Lower left: « velocity
obtained by RBF interpolation from narrow band. Lower right y velocity obtained
by RBF interpolation from narrow band.

In order to correctly extend the velocities we have used the following
method:

1. Compute the pressure field by solving equation (2.14)

2. Use equation (1.6) to compute the velocity of collocation centers located
in the filled region and within a narrow band surrounding the front (see
upper part of figure 9).

3. Extrapolate this velocity field to the rest of the domain using an RBF
interpolation technique (see lower part of figure 9).

Notice that the resulting velocities are smooth but not physically correct.
However, for the purpose of evolving the front, it is only necessary that the
velocity is correct near the front and, therefore, this velocity field is perfectly
adequate.

Equation (3.15) is solved in a uniform grid covering the whole domain by
means of the upwind method,
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where v, = At/Az, v, = At/Ay, and where subscripts i (j) refer to the
horizontal (vertical) discretization and superscript n to the time discretization
(t = nAt). As boundary conditions we use extrapolation of the level set
function. Thus, for instance, at the left boundary (i = 1), ¢g,; = 297, — 93 ;
and, therefore,

nt+l _ n = no_ gn\ _ = (’l/),{L,j - w?,jfl) if 1717.7 >0
The time step is defined by a CFL condition

At = 09 (3.16)

[aig| | 19i
max{ Ar + Ay }
At each time step, the level set function is updated from (3.15) and a set
of points located in the new location of the front are computed by interpo-
lating the level set function in the finite difference mesh. At the next time
step, these points become RBF collocation centers, where the boundary con-
dition p = 0 is enforced, while the old boundary centers become interior RBF
centers. However, a filtering operation is needed to eliminate points in the
front that are too much close to each other or too close to some interior point
and which would, therefore, make the computation of the pressure very ill
conditioned. In any case, as the front advances, the number of RBF centers
increases and therefore the size and condition number of matrix A (in equation
2.14) increases.

The upper left of Figure 10 shows the finite difference mesh (30 x 30,
Ax = Ay = 0.6666) and the initial set of RBF centers used. The upper
right shows the level set function at t = 0 (signed distance function) together
with its evolution at time step ¢ = 0.17. The zero level set of each surface
determines the location of the advancing front. The lower left of the figure
shows a profile of the initial level set function (solid curve) at z = 0,4 and the
same profile at at a later time (¢ = 0.17). The intersection of these curves with
the line ¢ = 0 defines the location of the front at each time. The lower right
of the figure shows the zero level set (advancing front) at ¢t = 0 and ¢ = 0.17.

To test the suitability of the method, we have used the rectangular mould
described in Section 3, but with an elliptic inset placed in the center of the
mould. The upper left of figure 11 shows the domain, the initial location of
the front and the RBF centers. The other figures show the evolution of the
front and the RBF centers for t = 1,2 and 4.75 respectively. These centers are
used to solve equation (1.9) using the RBF method described in Section 3.
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Figure 10. Upper left: uniform finite difference mesh and initial distribution of
RBF centers (red circles) and collocation centers (crosses and black and blue circles).
Upper right: level set function at ¢ = 0 and ¢ = 0.17. Lower left: level set function
profile ¥(0.4, y, 0) (solid line) and (0.4, y,0.17) (dashed line). Lower right zero level
sets at t =0 and ¢ = 0.17; ¥(x, 0) = 0 and ¥ (x, 0.17) = 0.

As time progresses, the number of RBF centers increases (from 78 at ¢t = 0 to
1051 at ¢ = 4.75). Thus, the resulting linear system grows and the computing
time per step increases. Notice also how the method is able to handle properly
the collision of the two fronts behind the elliptic obstacle. These changes in
topology are difficult to handle with other methods.

Figure 12 shows the evolution of the level set function (x, t) which is
obtained by solving (3.15). For ¢t = 0 (upper left) this function is initialized
to the signed distance from the front. Then this function is advected with
the velocity field obtained by RBF interpolation of velocities in the centers
located in the narrow band. No re-initialization has been necessary. Notice in
the lower right figure that when two fronts collide and produce a change in
topology, no difficulty is encountered. The front is always the zero level set
of function 1, and the two fronts coalesce into a new smooth front. However,
the level set function has become very flat and, therefore, small errors in its
computation may lead to high errors in the location of the front. This can be
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Figure 11. Distribution of RBF centers and collocation centers for ¢t = 0 (upper
left), t = 1 (upper right), ¢t = 2 (lower left) and ¢ = 4.75 (lower right).

avoided by re-initializing the level set function to a signed distance function,
when min(V) becomes smaller than a predefined value.

Figure 13 shows the evolution of the advancing front as time progresses.
For clarity, consequent time steps are plotted in different colors (red, blue). Tt
shows the nodes located in the front for different time steps spaced approxi-
mately every 0.5 time units. Notice that initially the velocities are higher and
the front advances much faster that in later times. However, the CFL condition
(3.16) implies that At increases as the velocities decrease and, therefore, the
number of time steps to advance a given length is approximately constant. As
time progresses, the computational cost for advancing a given length increases
because the number of RBF centers increases.

collocation [RBF centers| cond(A) time RBF centers|total time

nodes (t=0) (t=0) solution (2.14)| final step |simulation
78 106 1.461-107 0.014 1057 126.45
281 337 |5.818-10"! 0.117 1794 386.97
446 531 9.650 - 10"* 0.332 2109 596.83
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Figure 12. Level set function evolution: ¢ = 0 (upper left), ¢ = 1 (upper right),
t = 2 (lower left) and ¢t = 4.75 (lower right).
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Figure 13. Front evolution. From left to right: ¢ = 0,0.4947, 0.9794, 1.4753, 1.9839,
2.4905, 3.0533, 3.5662, 3.98898, 4.4296, 5.0233, 5.5171 respectively.
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The preceding table shows how the number of RBF centers affects the
overall computational time. The first column lists the number of collocation
nodes used in the first time step, while the second column lists the initial
number of RBF centers (collocation nodes plus one additional center outside
the boundary for each boundary collocation center). The third column shows
how the condition number of matrix A for the linear system (2.14) at the first
time step increases with V. The 4th column shows the time in seconds needed
for the solution of the linear system (2.14). The results for N = 337 and N =
531 imply that ¢ oc N229. For larger N the exponent should approach 3. As
the simulation progresses and the front advances, the number of RBF centers
increases. Column 5th shows the number of RBF centers in the last time step
of the simulation. Finally, column 6th lists the total time for the complete
simulation. Notice that the total simulation time grows approximately linear
with the initial number of RBF centers (T oc N%96). This is due to the fact
that the time spent in solving equation (2.14) is only a fraction of the total
simulation step and there are many other processes (computation of matrix
A, computation of velocities in narrow band, interpolation of velocities, time
stepping of level set function, ...) which contribute significantly to the total
computational time.

4 Conclusions

We have used a meshfree method to solve a linear moving boundary prob-
lem corresponding to the Hele-Shaw approximation of injection molding. The
pressure equation is accurately solved using the RBF collocation method and
the front motion is modelled by evolving a signed distance level set function.

The discontinuities in the normal derivatives at the boundaries result in
large errors when the standard RBF technique is used. However, this diffi-
culty is eliminated by introducing additional RBF centers outside the domain
and using either the not-a-knot method or PDE collocation at the boundary.
With this modification, the method described is an efficient, fully meshfree,
alternative to the traditional numerical method (finite elements and volume
of fluid method) used in injection molding codes.

Acknowledgement. This work has been supported by the Spanish MEC grant
FLUMRES DPI12002-04550-c07-03.
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Summary. In this paper we introduce various forms of strain smoothing for stabi-
lization and regularization of two types of instability: (1) numerical instability re-
sulting from nodal domain integration of weak form, and (2) material instability due
to material strain softening and localization behavior. For numerical spatial insta-
bility, we show that the conforming strain smoothing in stabilized conforming nodal
integration only suppresses zero energy modes resulting from nodal domain integra-
tion. When the spurious nonzero energy modes are excited, additional stabilization
is proposed. For problems involving strain softening and localization, regularization
of the ill-posed problem is needed. We show that the gradient type regularization
method for strain softening and localization can be formulated implicitly by intro-
ducing a gradient reproducing kernel strain smoothing. It is also demonstrated that
the gradient reproducing kernel strain smoothing also provides a stabilization to the
nodally integrated stiffness matrix. For application to modeling of fragment penetra-
tion processes, a nonconforming strain smoothing as a simplification of conforming
strain smoothing is also introduced.

Key words: Strain smoothing, Stabilization, Regularization, Meshfree, Nodal
integration

1 Introduction

Nodal integration offers considerable efficiency in Galerkin type meshfree
methods, but it encounters spatial instability due to under integration and
vanishing derivatives of meshfree shape functions at nodes. Several methods
have been introduced as a correction and stabilization of nodal integration.
Beissel et al. [1] proposed a least-squares stabilization technique. Randles et al.
[12] introduced stress point method to enhance collocation formulation for
SPH. Bonet et al. [2] presented a correction term into the derivative of shape
function at nodal point, which is constructed by satisfying a linear patch test.
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Chen et al. [5, 6, 13, 14] proposed a conforming strain smoothing in a stabi-
lized conforming nodal integration (SCNI) as a stabilization of rank instability
in nodal integration, and as a mechanism to pass linear patch test. Our recent
study showed that SCNI produces spurious low energy modes under certain
conditions. A modified SCNI is introduced, and its stability in reproducing
kernel particle method is examined. For application to modeling of fragment
penetration processes, a nonconforming strain smoothing as a simplification
of conforming strain smoothing is also introduced.

Material instability refers to the event of strain softening and localization
that yields an ill-posed problem. The difficulty in strain localization arises
because solutions possess features of measure zero, and as such, characteristic
length of the mesh introduces a mesh-size perturbation. The dependence on
the discretization is not only with respect to mesh refinement but is also with
respect to the mesh alignment. The inability of the classical continuum theory
to describe the discontinuous strain fields can be corrected if the discontin-
uous strain field is regularized (smoothed). A commonly used regularization
method in strain localization is the gradient method [8, 9, 10]. The classi-
cal gradient type regularization results in a governing equation with higher
order differentiation, and thus requires additional nonphysical boundary con-
ditions for a solution. A gradient reproducing kernel strain smoothing has
been introduced as a regularization of strain localization problem [7, 4]. This
gradient type regularization can be implicitly imbedded in a reproducing ker-
nel approximation of strain, and thus does not require additional nonphysical
boundary conditions to solve the regularized governing equation. In this work,
we show that this gradient strain smoothing offers a stabilization of nodally
integrated stiffness matrix similar to the one-point integrated stiffness with
stabilization obtained from Taylor expansion of gradient matrix in the finite
element setting [11].

This paper is organized as follows. In Section 2, we review the conforming
strain smoothing in the stabilized conforming nodal integration (SCNI) for
rank instability. In Section 3, we show that SCNI only eliminates improper
zero energy modes, and additional stabilization is introduced to suppress spu-
rious nonzero energy modes. In Section 4, we first demonstrate how gradient
type regularization method for strain localization can be formulated under a
gradient reproducing kernel strain smoothing. The eigenmodes associated with
the regularized weak form integrated by nodal integration are also examined.
For application to fragment problems in Section 5, we introduce a noncon-
forming strain smoothing as a simplification of conforming strain smoothing
in SCNI. Concluding remarks are given in Section 6.

2 Conforming Strain Smoothing for Rank Instability

Domain integration of weak form poses considerable complexity in Galerkin
meshfree method. Employment of Gauss quadrature rules yields integration
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error when background grids do not coincide with the covers of shape func-
tions. Nodal integration, on the other hand, results in rank deficiency. Further,
both Gauss integration and nodal integration methods do not pass linear patch
test for nonuniform point distribution. For demonstration of rank instability,
consider the following Poisson problem with Dirichlet boundary condition:

V2u+Q =0in 2 (2.1)

By introducing test function v”, the corresponding Galerkin approximation is

a (Uh,uh) = (vh,Q) (2.2)
By introducing nodal integration we have the following discrete bilinear form
associated with the differential operator:

N
a" (v",u) = Z Vo' (xp) - Vu' (xp)wy, (2.3)
L=1
where wy, is the weight associated with point L. A rank instability resulting
from nodal integration in (2.3) is shown in Figure 1 (a), where the test and
trial functions are approximated by reproducing kernel approximation with

linear basis. Low convergence rate in nodal integration is also observed in
Figure 1 (b).
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Figure 1. Nodal integration of weak form yields (a) rank instability (b) low con-
vergence rate.

It is shown in Figure 1, even when the approximation of test and trial functions
is linearly complete, the first order accuracy is not guaranteed in the Galerkin
approximation due to nodal integration. Integration constraints are necessary
conditions for linear exactness in the Galerkin approximation [5]. There are
two requirements for linear exactness in the Galerkin approximation of second
order differential equations. The first condition requires the approximation
functions ¥; (x) of u” and v" to possess linear consistency:
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NP NP
wx) =1, > Ur(x)x;=x (2.4)
I=1 I=1

These conditions are automatically satisfied in the reproducing kernel shape
functions ¥y(x) if complete linear bases are used. The second condition re-
quires the numerical integration to satisfy the following integration constraint

[5]:

A
/V%dﬁ = /wmdr (2.5)
(] o802

A
where [ denotes numerical integration. A stabilized conforming nodal inte-

gration (SCNI) [5] has been introduced to satisfy linear patch test and to
remedy rank instability of nodal integration. In SCNI approach, a conforming
smoothed gradient operator at nodal point xy, is introduced as

Vul (xp) = V¥ (x1)d; (2.6)
I
?LT/I (XL) = i‘/ VW[CZQ = L WIndF, wy, :/ ds? (27)
wr Ja, wr Jogy, Qr

Here (2;, is the nodal representative domain, which can be obtained from
triangulation or Voronoi cell of a set of discrete points as shown in Figure 2.
Note that a divergence theorem has been used in (2.7) to pass linear patch
test when the weak form is integrated by nodal integration. It can be easily
shown that the conforming smoothed gradient satisfies integration constraint
of (2.5) using nodal integration, i.e.,

A B NP NP 1 A
V¥ dS? = VY (xp)wy, = — Umndl | w
(Z T LZ:I 1 (xp)wr LZ:1 wLM[L T L
NP /) A
=Y / Undl = / @rndl (2.8)
L=150, o9

Note that to yield the results of (2.8) we have used the conforming property
of nodal representation domain {2; as shown in Figure 2. Introducing the
smoothed gradient of (2.7) into (2.3) yields the following discrete differential
operator:

NP
ah (vh,uh‘) = Z Vol (x1) - Vu' (xp)wr, (2.9)

L=1
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Figure 2. Nodal representative domains.

The corresponding stiffness matrix is

NP _ ~
K;y= Y BY(x1)By(xp)wr
L=t (2.10)
'wilL f W]IldF, wy, = f ds?
E)QL -QL

B] (XL)

The problem in Figure 1 is solved again for comparison of solution of using
SCNI, nodal integration, and the fifth order Gauss quadrature rule as shown
in Figure 3.

1 . . . . 0
9F = ] y
U 100x, xe(0,1) 05 o5
8 u(0)=u(1)=0 ,-. 1 1
7t SN A 1
! < v — —=— Direct Nodal Int.
= ° 2 hile Y S, —a— 5-pt Gauss Int.
E RNy \ F —— SC Nodal Int.
g ° ; = ' )
; 2 25
S at ' 54
h \ k)
-3
L i |
¢ — Exact D 578
ob 4 -- Direct Nodal Int. W\ -35 o4
Al o 5—pt Gauss Int. A D
LAl --- SC Nodal Int. “\1 -4
i L L L L ) 45 L L L L L L L
0 02 04 0.6 08 1 H7 16 15 14 13 12 11 -1 -09
X Iogmh

Figure 3. Comparison of solution obtained from various domain integration meth-
ods.



62 J.S. Chen et al.

3 Additional Stabilization for Spurious Nonzero
Energy Modes

The spurious zero energy mode with alternating gradient generates zero
smoothed gradient at nodal point, except on the boundary. Thus for a fi-
nite domain, zero energy modes cannot propagate as the nonzero smoothed
gradient on the boundary precludes the zero energy mode. However, the en-
ergy of an oscillatory mode can be very small and stability is not ensured as
the mesh is refined. The V; coercivity requires the following condition for any
non rigid body modes:

a" (o uh) > ||| (3.11)

where 7 is a mesh independent constant. Consider a uniform discretization
of a one-dimensional domain by N + 1 uniformly distributed points, and let
the nodal value of u to take the oscillating pattern [+1, —1,+1,---+1,—1] we
have the following bilinear form of SCNI with smoothed gradient:

h (uy —up \? uz —uy \ 2
_h (,,h by _ 2 1 3 1
a(v,u)_2< - >+h< 2h>+ +

UNL] uN12hUN1 UN2
SN+l 7 BN D ENAL T BN
on () g ()

where h is the nodal distance. It can also be shown
) L L
Huhﬂlz/ u2dm+/ u? dx
o o ’
1 1
:g(u%+u1uQ+u§)h+§(u§+uQU3+u§)h+~~+
1 Uy — U 2
+§ (U?V+UNUN+1+U?V+1)]1+< 2h 1) h +
Uz — U2 ? UN+1 — UN E
IR I I SN+ N g,
f() e ()
1 4
=_-L+—L
3 +h2
h? 412
=3 L (3.13)
It follows v = a” (v, u") / Huth = L(%&Q) — 0 as h — 0 and thus violating

coercivity. One way to gain coercivity in SCNI is to consider the following
modification:
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EL’ (vh uh)

NP
Z Vol (xp) - Vu' (x) +
L=t SCNI

2;[ (o)) =" x0) - (V) = Wt (x)]

Additional stabilization

(3.14)

where (Vuh)f is Vu" evaluated at the centroid of the K-th Delaunay tri-

angles associated with node L as shown in Figure 4, ¢ is the stabilization

parameter, and Sy, is the set containing Delaunay triangles associated with
node L.

Figure 4. Voronoi cell and Delaunay trangulation.

In elasticity, the Galerkin approximation is

a(vhu") = (v",b) + (v',h), ., (3.15)

where (vh7 b) and (vh, h) oon, are the standard linear forms in domain {2 and

Neumann boundary 942" respectively, b is the body force vector, h is the

traction vector, and a (Vh, uh) in elasticity is

a (v u") = /sth :C:Viud = /5 (vM):C:e(u")d2  (3.16)
17} 2

where

L s..h 1 auzh auh
e (u})ij = (V u})ij = 5 (656] + afi) (317)
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and C is the 4-th rank elasticity tensor. By taking a similar modified SCNI
procedure with smoothed gradient on V?, we have the following discrete equa-
tion:

a" (V' u") = (v",b)" + (v, h) p . (3.18)

Here (v", b)h and (v", h) g on; are obtained by nodal integration, and

ah (vh,uh)
NP

= Z é(vh)L :C é(uh)L-&-
L=1

Additional stabilization

where

A
- (uh L Ouf’, Ouf

(6 (u )L)ij wry, 2 (8% + axl e

A

/ % (3u?nj + 8u?ni) dr

o0,
NP

1 - _
Z 5 (Vi%dj[ + Vj@[du) (320)
I=1

A

- 1
L
o,

and e (uh)f ise (uh) evaluated at the centroid of the K-th Delaunay trian-
gles associated with node L as shown in Figure 4, and ¢Xis the stabilization
parameter.

A first nonzero eigenmode associated with the stiffness in two dimensional
elasticity (E = 1, = 0.499) integrated using SCNT is shown in Figure 5. The
corresponding eigenvalue of this mode is 0.0211. The first nonzero energy
eigenmode obtained using modified SCNI (M-SCNI) with stabilization pa-
rameter ¢k = ¢ = 0.01, which will be used for all the following numerical
examples, has shown to provide stabilization.
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(a) Eigenvalue = 0.0211 (b) Eigenvalue = 0.0356

Figure 5. First nonzero energy eigenmode generated using (a) SCNI and
(b) M-SCNI with ¢ = 0.01.

A cantilever beam shown in Figure 6 is analyzed. Figure 7 compares the
results of SCNI and M-SCNI with different stabilization parameters c. It is
shown that the use of ¢ = 0.01 in M-SCNI that properly suppresses spurious
nonzero energy modes in Figure 5 also generates good convergence rate in
Figure 7.

1 -

Figure 6. Cantilever beam (L = 10m,H =2m,P = 200N, E =3 x 10" Pa,v =
0.25).

The numerical studies show that the use of a minimum value in X = ¢ = 0.01
is required for stability. Employment of c& larger than 0.01, on the other hand,
yields reduction of convergence rate. It is recommended that ¢& = ¢ = 0.01
be employed in M-SCNI for stability and accuracy.

4 Gradient Strain Smoothing Regularization
for Material Instability in Strain Localization

Strain localization is usually a precursor of catastrophic material failure. In
the event of strain softing and localization, the change of sign in the tangent
moduli yields an ill-posed problem and requires a regularization for unique
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Figure 7. Convergence rate of Ls error norm.

solution. A commonly used regularization method in strain localization is the
gradient method [8, 9, 10], where a “nonlocal strain” € is introduced as

£(x) = e(x) + Z BijDije(x) (4.22)

it+j=1

where ¢ is any component of strain, and Dy;(-) = 817 (-)/dz}dx). However,
introducing strain regularization of (4.22) into equilibrium equation leads to
a PDE with higher order differentiation and thus requires additional non-
physical boundary conditions to solve the problem. Until now, the physical
explanation of these additional boundary conditions is still lacking [9]. The
issue of additional boundary conditions has been addressed by introducing a
gradient reproducing kernel strain smoothing [4, 7] as follows:

£(x) = / Do(x;x — 5)e(s)ds (4.23)
Q
We write the discrete counter part of the strain smoothing equation as

NP

E(x) =) Palxix — x1)e(x7) (4.24)

I=1

where @,(x;x — x;) is a smoothing function that takes the following repro-
ducing kernel form:

n

éa(x;x —x7) = Z (r1 — 1‘11)i($2 - 332I)jbij(x) Do (x —x1)
i+j=0

= HT (x — x7)b(x)®,(x — x7) (4.25)

The vector b(x) is obtained by imposing the following gradient reproducing
conditions according to the gradient regularization equation (4.22):
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NP n
>kl Ba(xx — xp) = afal+ Y Bi;Dij(afed)
I=1

i+j=0
O<pt+qg<n, foo=0 (4.26)
It can be shown that the above equation is equivalent to
NP
D (@1 — @) (w2 — w21) 1B (%% — X;1) = 60040 + Bpg(—1)PTplg!
I=1

0<p+qg<n, Poo=0 (4.27)

This leads to a system of discrete equations for b(x)

M(x)b(x) =g (4.28)
where g is the vector form of g;; = ;080 + 3;;(—1)"*7ilj!, and
NP
M(x) = Y H(x — x;)H” (x — x/)®a(x — x/) (4.29)
=1

Substituting b(x) = M~1(x)g into (4.25), we obtain the following strain
smoothing function
Bo(x;x —x;) = H(x — x;)M ™ (x)gPq (x — x7) (4.30)

Due to the employment of gradient reproducing conditions in the construction
of smoothing function &,, we have the following property:

Z@ X3 X_XI ( Z B’L] 2]5 (431)

i+j=1

For example, in one-dimension, if 2"¢ order basis and g’ = [1,0,24] are used
in the construction of @, in (4.30), we have the following property:

NP

= O(xix — x1)e(x)) & £(x) + Be,00(%) (4.32)

=1
Recalling strain smoothing equation (4.24), and introducing approximation of
displacements, we obtain

£(x) = Z@a(x;x —x7)e(Xr)
NP ~ u 81/? X
=S x—XI){2 [‘9 L) éii”]}

(B“dﬂ n BdeiJ) (4.33)

<
Il
=
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where

2

N | =

K oV, (xr)

Biy = oy (xr)
7 8%1

(4.34)

éa(x;x—xl)

~
Il
—

A one-dimensional damage mechanics problem as shown in Figure 8 is an-
alyzed. A rod with imperfection in the middle of the bar is subjected to a
uniaxial tensile deformation as shown in Figure 8. The equilibrium equation
of this problem is

[E(1—D)el,
(0)
u(L)

O<ax<L

c

0,
0
g (4.35)

where D is the damage function. Here, we consider the following damage
function:

ec(e—e;) -
D(e) = { leemeny HE1 S E<C0 (4.36)
1 if e>e,

—=== o
—x / /

A=95mm’ A=10mm?

|: 45mm (10mm, 45mm |

Figure 8. One-dimensional bar model.

Equations (4.35) and (4.36) represent a linear softening behavior as shown in
Figure 9.

The following parameters are used: ¢; = 1.0 x 1074, ¢, = 6.25 x 1073,
and E = 2 x 105N/mm?. An imperfection of the cross sectional area between
r = 30 mm and x = 40 mm is introduced to initiate bifurcation from a ho-
mogeneous state of deformation. It is expected that the strain will localize in
the imperfection zone, while the rest of the structure will relax elastically. We
consider a second order gradient regularization & = e+ ¢ ,,, with 8 = 0.0408,
and third order basis functions are employed in the smoothing function. The
force-displacement curves obtained using four spatial discretizations regular-
ized with the second order gradient method shown in Figure 10 demonstrate
a mesh-independent results using the proposed method.

The regularized strain approximation in (4.33)-(4.34) also provides a sta-
bilization to the nodally integrated discrete differential operator. Consider the
weak form with the smoothed strain as follows:

a (vh,uh) = (vh,b) + (vh,h)

on (4.37)
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Figure 9. Linear softening stress-strain Figure 10. Force-displacement curves
relation of 1-D elastic damage model. obtained by second order strain gradient
method.

where

i (V' ul) = / E(v'):C: e (uh)de (4.38)

a"(viouh)y =Y "&(v"), :C:e(u"), wy (4.39)
L=1

Note that by using the gradient producing properties in (4.31), we have:

ah (vh,uh)
NP
SSe(v), G (u),me
=1
NP
~ € (Vh)L + ZﬁijDijE (Vh)L :C:le (uh)L + ZﬂijDiJE (uh)L wL
=1 g g

(4.40)

This is analogous to the use of Taylor expansion of gradient matrix in the
stiffness matrix as a stabilization of the one-point integrated stiffness matrix
[11] in finite element.

Figure 11 shows the comparison of the first nonzero eigenmodes of a
nodally integrated stiffness matrix of 2-dimensional elasticity obtained using
SCNI from (2.9), modified SCNI (M-SCNI) from (3.19), and gradient SCNI
(G-SCNI) from (4.40), and no spurious oscillation is observed in M-SCNI and
G-SCNIL
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(a) Eigenvalue = 0.0211 (b) Eigenvalue = 0.0356 (c) Eigenvalue = 0.0390

Figure 11. The first nonzero energy eigenmodes of nodally integrated stiffness using
(a) SCNI, (b) M-SCNI, and (c) G-SCNI.

5 Application to Fragment Penetration Problems

5.1 Stabilized Nonconforming Nodal Integration (SNNT)

In transient large deformation problems, consider the following governing
equation:
pu=V-T+bin {2 (5.41)

with boundary conditions u; = g; on I'{ and 7;;n; = h; on I where (2,
'Y, and I'"are the domain, Dirichlet boundary, and Neumann boundary
at the current configuration, respectively, p is density, 7 is Cauchy stress,
b is the body force vector, h; is the traction. The corresponding Gakerkin

approximation is

(vh,puh) +a (vh,uh) = (vh,b) + (vh,h)ém,” (5.42)

For fragment problems, updated Lagrangian formulation is employed, and the
above weak form is integrated over the domain and boundary at the current
configuration, in which a (v", u") is expressed as:

a (v u") = /Q, Vevi T (Viuh) de = / e(v") 7 (e(u"))d2 (5.43)

‘QJ‘/

where (2, is the domain at the current configuration, and

R 1 Bu? ouh
€ (uh)ij = (V uh)ij =3 (8@ + 8961) (5.44)

and z; is the spatial coordinate at the current configuration. In updated La-
grangian formulation, the approximation of u” is formulated at the current
configuration [3], and constructing Voronoi cell for conforming strain smooth-
ing in SCNI becomes tedious, and sometimes impossible during the fragmen-
tation processes. To simplify the conforming strain smoothing in SCNI, we



Strain Smoothing for Stabilization and Regularization 71

consider the following stabilized nonconforming nodal integration (SNNI), in
which a simple nonconforming circular smoothing domain w;, with boundary
Owy, is used, as shown in Figure 12. For elasticity, a nonconforming strain
smoothing is introduced

1
272

1
_h h h
51]( L) 27T'T2 /L (ulvj u]al)

/ (ul'nj +ulng)dl  (5.45)
8WL

where 7 is the radius of the circular smoothing domain.

Remark 1. Additional stabilization in the construction of stiffness follows

(3.19), where e (uh)f can be evaluated at the centroid of the quarter cir-

cle associated with node L.

Figure 12. Averaging domain for SNNI.

5.2 Test of Convergence Property of SNNI in Elastostatics

A cantilever beam as shown in Figure 6 is analyzed, where L = 10m, H = 2m,
P =1.0x10*N, E =2.11 x 10" Pa, v = 0.3. The meshfree discretization (of
half the beam) and the corresponding Voronoi nodal representative domain
for SCNI and smoothing domain for SNNI with o = 1.5 are shown in Fig-

ure 13(a) and Figure 13(b), where o = \/wa dQ/\/fQL df2. Since this beam

geometry has large surface to volume ratio, we do not add the additional sta-
bilization in SNNI. The tip displacement normalized by the analytical solution
is shown in table 1. The comparison of Lo error norms of the solution obtained
with various integration methods are compared in Figure 14. The numerical
experiment shows that the smoothing domain with « around 1.0 gives the
best convergence rate for SNNI and is used for the following fragment prob-
lem. Although SNNI method offers a slight reduction in the solution accuracy
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Figure 13. Nodal representative and smoothing domains for SCNI and SNNI.

Table 1. Accuracy of tip displacement of beam problem by different integration
techniques.

Integration Method|Accuracy (%)
Gauss 5 X 5 95.0
Direct Nodal 192.8

SCNI 99.2
SNNI 98.5

il
E.as
g
5
== Gauss1.9722 |
. 4=0822131
5.5 — =092 4267
e =1 22 2661
== SCNI 32684
%7 46 A5 4 43 A2 41 4 08
log(h)
Figure 14. L, error norms of solution obtained from SNNI (e = |[u" — ul|o) with

various « values, SCNI, and Gauss integration.

compared to that of SCNI, the simplicity in the strain smoothing makes it
particularly attractive for fragment problems. For problems that exhibit ex-
cessive particle motion and large degree of material separation, SNNI is the
obvious choice over SCNI.

5.3 High Velocity Penetration

A Carbon-Tungsten projectile ball is impacting on a 0.4m x 1lm concrete
wall. Plane strain assumption is assumed. The material constants of the
ball are: Young’s modulus E = 630G Pa, Poisson’s ratio v = 0.33, density
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p = 8700kg/m?, initial yield stress o, = 800M Pa and the initial velocity of
the ball is 500m/s. The ball is discretized into 100 particles. The material
constants of the concrete wall are: Young’s modulus E = 30G Pa, Poisson’s
ratio v = 0.2, density p = 2400kg/m3, initial yield stress oy = 40M Pa. The
wall is fixed at both vertical ends and uniformly discretized into 41 x 17 = 697
particles. The two vertical surfaces of the concrete wall are fixed. The SNNI
domain integration is employed. The progressive deformation of the penetra-
tion is shown in Figure 15.

T o e s

E':r"m
i ::Ezm

:1:5::::::5::

o -
SRR ERARERRARIY IR IRTITSETIY ¢

Figure 15. Progressive deformation in high velocity penetration.

6 Conclusions

In this paper, we have introduced several forms of strain smoothing for stabi-
lization and regularization of numerical instability resulting from nodal in-
tegration of meshfree Galerkin weak form and material instability due to
strain softening and localization. In many large deformation and fragment
penetration problems, nodal integration in meshfree methods is highly desir-
able for the ability to trace complex material motion and for computational
efficiency. Nodal integration, however, yields spatial instability. Conforming
strain smoothing in stabilized conforming nodal integration (SCNI) has been
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introduced to stabilize spurious zero energy modes. This study demonstrated
that SCNI does not guarantee coercivity. The energy of an oscillatory mode
can be very small and spurious nonzero energy modes can exist as the mesh
is refined. To recover coercivity, an additional stabilization has been added to
the SCNI with a rather simple construction. Test problems have been analyzed
to examine the stability and convergence of the modified SCNI method.

In the event of strain softing and localization, the change of sign in the
tangent moduli yields an ill-posed problem and requires a regularization for
unique solution. The classical gradient type regularization operating on strain
results in a governing equation with higher order differentiation, and thus re-
quires additional nonphysical boundary conditions for a solution. This strain
gradient regularization can be implicitly imbedded in a gradient reproducing
kernel strain smoothing, leading to a naturally regularized weak form without
the need of additional nonphysical boundary conditions. It is shown in the nu-
merical test that the imbedded gradient term in the gradient strain smoothing
offers a stabilization to the nodally integrated stiffness matrix similar to the
stabilization obtained from Taylor series expansion of the one-point evaluated
gradient matrix in finite element [11].

For application to fragment and penetration problems, the construction
of Voronoi cells in the conforming strain smoothing in SCNI is too tedious
and sometimes impossible. We have introduced a stabilized nonconforming
nodal integration (SNNI) in which a nonconforming circular strain smoothing
zone has been employed. It is shown that although the conforming property
is relaxed in SNNI strain smoothing which results in a slight reduction in the
solution accuracy compared to that of SCNI, the simplicity in the nonconform-
ing strain smoothing makes it particularly attractive for fragment penetration
problems.
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Fuzzy Grid Method for Lagrangian Gas
Dynamics Equations

0O.V. Diyankov and I.V. Krasnogorov

NeurokTechsoft LLC, Troitsk, Moscow region, Russia,
diyankov@aconts.com

Summary. This paper addresses the numerical solution of the system of the La-
grangian gas dynamics equation. Usually Finite Difference Methods are applied for
the simulation of fluid dynamics. However, for problems with large deformations
as the application under consideration they encounter problems with intercrossed
numerical grids. This disadvantage can be overcome by meshfree methods which
do not require a numerical grid like the Smoothed Particle Hydrodynamics method
in principle [1], [2]. We show, however, that this approach does not work properly
for the solution of the Lagrangian system for hydrodynamic flow, except for special
cases, because of conservation violations.

In order to overcome this problem, we construct a new fully conservative particle
method — a Fuzzy grid approach. More precisely a system of Lagrangian partial
differential equations for non-radiating inviscid fluid is considered. The presented
numerical solution scheme is based on the central difference scheme [3]. In order
to fulfill the consistency condition and the corresponding conservation law the use
of modified weights is proposed. Extra smoothing is reduced by including an anti-
diffusion term. For the determination of the modified weights, a symmetrical and an
unsymmetrical approaches are considered. In both cases the weights can be obtained
by the solution of a linear system. The performance of the different modifications
is demonstrated on numerical examples in one space dimension. According to the
numerical results the symmetrical modification leads to better approximations than
the unsymmetrical one.

Key words: Meshless, hydrodynamics, central schemes.

1 Smooth Particle Hydrodynamics

Simulation of fluid dynamic problems have been widely performed using tra-
ditional Finite Difference Methods (FDM). The main advantage of FDM is
simple construction of a difference scheme, but the destructive distinction is
necessity of a numerical grid. When modeling problems with large deformation
or moving material interfaces this method encounters many difficulties. For
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instance, if you use Lagrange-based methods for a penetration problem, you
perfect simulate material interfaces, but encounter problems with intercrossed
numerical grid.

Another alternative method is Smooth Particle Method (SPH). SPH
doesn’t need a numerical grid and uses smoothed particles as interpolation
points to represent materials at discrete locations, so it can easily trace ma-
terial interfaces and moving boundaries.

In SPH method function f(r) is approximated by the following represen-
tation [1]

(f(r)) = Qf(S)W (r—&h)dg

where W (r — &, h) is the SPH symmetric kernel function, h - smoothed dis-
tance, which controls size of the support domain 2 € R3.

The transition from continuum to discrete representation for arbitrary
hydrodynamic function is denoted by the following equation:

(fi) = Z 5l Wij (ri —rj,h)

jes
where §2; is the neighbouring particles within a support domain of the i th
particle, m; - mass, p; - density, f; - function value of the j-th particle located
at the point r;.
The approximation of spatial derivatives of the function can be obtained
from

e fs

(VE)y=> ffﬂviwij (1.1)
jew, Pi

VlWU _ r; — ’l“j 8WU

lr; —r;| or

The system of Lagrangian partial differential equations of hydrodynamics
flow are given by

d

d—f = —p-divU
dUu 1
— = —— - gradP
7 ; gra
dE P

— = ——divU
dt p

P=(7—1)p(E—U;>
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where v denotes the ratio of specific heats and other symbols have their con-
ventional meanings.
The most common SPH approximation for this system can be written

dp
<dt>i = m(U;~Uy) -V, Wy

JES2;
dU P, + P;
<dt> = Z m; T - VWi
i e PiPj

dE P, + P;
()= =l @0 vav,

This approach works good only for very special tests, when all distances
between the i-th and the j-th particles are the same. For all other tasks this
method doesn’t work properly, because of conservation violation that follows
from inequality V;W;; # =V ;W;.

This fact led us to construct fully conservative particle method.

2 Fuzzy Grid

For our purpose it’s more convenient to study the following system of La-
grangian partial differential equations for non-radiating inviscid fluid

Y yawu =0
dt
dmt) + VgradP =0 (2.2)
dt
d(mE)

S Vdiv(PU) = 0.

The difference scheme is based on central difference scheme, proposed in
3]

F'"' = F' 4 7-(Qi — Gy) (2.3)

1 i j w..l 1
Q=g 3 (Fr-E) () e (Wl W) 00

JES; J
—1

_ ~ G490, Wil [Wos
Tmaz = 0.5 min j;» (Vi + V]) max (|le|7 |WJ,|> (2.5)
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where F' = {V,mU,mE}, G = {-VdivU, VgradP, Vdiv(PU)}, Q - addi-
tional mathematical viscousity, ¢; - local sound speed, Wij - modified weights
(will be discussed later), 7 - time step.

Instead of spatial derivatives calculation procedure in the SPH (1.1) we
obtain derivatives from

<Vng> = Z (gf — g;f) -sign (x; — xj) - Wi (2.6)
JEL;
where k is the component number of vector G.

In order to reduce extra smoothing (especially in a depression wave) we
include anti-diffusion term. It is based on well-known MinMod limiter function

min; {f;}, f; >0,Vj€l,...,n
MM (f1, fa, oy fu) = { max; {f;}, f; <O,Vj€1,...,n (2.7)
0, otherwise.

Thus, the time evolution scheme (2.3) can be rewritten

Fi'' =F7 +7-[(Qi — M;) - G] (2.8)
M, = 12 G4 5 ) sign (x; — 3:)-MM (VE? vpn).max(|m| |W»i|) .
2jen~ ViV ’ " Z Y
(2.9)
3 The Unsymmetrical Approach to Modify Weights
We assume, that
W” B ozj'Wij,xi—xj <0 (3 10)
Y o Wiy, otherwise. ‘
Our goal is to achieve two equalities:
1. Approximation law: 3, . Wij =1
2. Conservation law:
Z Wij - sign (z; — x5) — Z Wji - sign (z; —x;) = 0. (3.11)
JES JES

The approximation equation follows from unity condition that assures the
zeroth order consistency of the integral form representation of the continuum
function [2].

The conservation equation follows from derivative representation (2.6) that
guarantees absence of inner artificial source. To prove this fact looks at the
following computations.
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Let’s consider 1D case and assume that each particle has 4 neighbour
particles (2 left and 2 right) except, of course, boundary ones and expand
expression for gradient (2.6)

(Vg1) ( ) ( )

(Vgs) (92— 1) (95— g2) + W, B

(Vgs) = Wz1 - (93 — g1) + Waa - (93 — g2) + Waa - (94 — g3) + W3s - (95 — g3)
(Vga) ( ) ( )

(Vgs) = Wiz - ( ) ( )

Extract coefficients for each ¢;,7 € 1,...,5

g : *le - Wl?)) - (Wm + /V[731)

g2 : Wm - W23 - WM) - (—W12 + W32 + qu)

g3 : Way + Wag — Wy — Wz&s) — (—Wm — Was + Wiz + Wm) (3.13)

g4 : W42 + /VV43 - /V[745) - (—WM - W34 + Wszx)

g5+ (Wss + W54) - (*W?)s - W45) :

Thus, in order to achieve conservation requirement each expression for g;
must be equal to zero, which was to be proved.

We have (2n — 2) unknowns o' and a~ on the one side and we can
write (2n — 2) equations from the system (3.11) on the other side, where n
is the number of particles. Though we can solve system of linear equations
respectively unknowns ot and a~.

The problem is the huge magnitude of resulted «, because large a signif-

icantly reduces time step 7 (2.5) and leads to extra mathematical viscousity
Q (2.4) and smoothing. This fact is obviously seen in figures (7 — 10).

4 The Symmetrical Approach to Modify Weights

We assume, that
Wij = aij - Wi (4.14)
Wij = Wﬂ
Our goal is to achieve two equalities:

1. Approximation law: Zjeni Wij = 1.
2. Conservation law:

Z Wij - sign (z; —x;) = 0. (4.15)
JEL2;
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The conservation law equation was simplified because of Wij symmetry.
At first we need to build matrix © that is consisted from equation coeffi-
cients of system (4.15) relatively to unknowns «;;. The number of unknowns
are equal to number of W;;, j > 7. So, the system (4.15) is transformed to the
equation
O-a=B (4.16)

where B is the right hand side of the system (4.15).
In order to obtain optimal a we pose the following minimization problem

min [a -a— AT (0 -a— B)] (4.17)

where ) is the Lagrange multiplier.
We can minimize (4.17) by setting the partial derivatives of the « to zero,
which is a necessary condition for a minimum

227 -2\ o=0

1
a= §@T A (4.18)
Substitute (4.18) into (4.16) we can find A
1
-00" . A=B
2
A=2(00")"" . B. (4.19)
And finally compute «
a=067.(00")"" . B. (4.20)

Corresponding results are presented in figures (3-6, 11-18). With using
antidifussion term the depression wave is closer to exact solution. To more ac-
curate simulation of the contact discontinuity it needs to use special algorithm
for solving Riemann problem.

5 Numerical Examples

In this section we will present numerical examples which demonstrate perfor-
mance of our Fuzzy Grid approach. We consider the approximate solution of
the Lagrange equations of hydrodynamics flow (2.2)

v V] 5 [U
L e 1% z | pu

U2 m
P—(v—l)p<E—2>7 p=v

We experiment with the following algorithms:
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Figure 1. Shock wave - density. t =1.3
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Figure 3. Shock wave - density. t =1.3
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Figure 5. Shock wave - density. t =1.3
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Figure 2. Shock wave - pressure.
t=1.3
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Figure 4. Shock wave - pressure.
t=1.3
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Figure 6. Shock wave - pressure.
t=1.3

1. The unsymmetrical modification, see (3.10). It is referred to as W1.

2. The symmetrical modification, see (4.14). It is referred to as W2.

3. The symmetrical modification with MinMod anti-diffusion terms, see
(4.14), (2.8). It is referred to as W3.

We solve the system (5.21) with two sets of initial conditions.
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Figure 7. Sod problem - density.
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Figure 9. Sod problem - velocity.
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Figure 11. Sod problem - density.
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Figure 8. Sod problem - pressure.
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Figure 10. Sod problem - energy.
t=1.3
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Figure 12. Sod problem - pressure.
t=1.3

5.1 Example 1. Strong Shock Wave

The first example is the strong shock wave propagation problem which consists

of the following initial data

p=4U=1FE=1,¢<05
p=1U=0,E=0,z>0.5.

The number of particles is equal to 110.
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Figure 13. Sod problem - velocity.
t=1.3
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Figure 15. Sod problem - density.
t=1.3
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Figure 17. Sod problem - velocity.
t=1.3
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Figure 14. Sod problem - energy.
t=1.3
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Figure 16. Sod problem - pressure.
t=1.3
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Figure 18. Sod problem - energy.
t=1.3

As we can see the best result is obtained by using W3 method. The only
disadvantage that we have small oscillation on the shock wave front.

5.2 Example 2. Sod Problem

The second example is the Riemann problem proposed by Sod [4] which con-

sists of the following initial data
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p=1U=0,FE=25 x<25
p=0125U =0,F =2, > 25
v=14.

The number of particles is equal to 300.

6 Conclusion

We’ve presented a new approach to modify weight coefficients for mesh free
method. The unsymmetrical modification method displays excessive dissipa-
tion properties for shock wave problem (8 points on shock wave front) and non-
physical behaviour for Sod problem. The symmetrical modification method
showes good spatial resolution for shock wave problem (5-6 points on shock
wave front) and sufficient correspondence with exact solution for Sod problem.
The only disadvantage is the slightly broad transition of the contact disconti-
nuity. With using anti-diffusion correction procedure the discontinuity profiles
are sharper and rarefaction wave is more accurate.
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Summary. A method is proposed for arbitrary discontinuities, without the need for
a mesh that aligns with the interfaces, and without introducing additional unknowns
as in the extended finite element method. The approximation space is built by special
shape functions that are able to represent the discontinuity, which is described by
the level-set method. The shape functions are constructed by means of the moving
least-squares technique. This technique employs special mesh-based weight functions
such that the resulting shape functions are discontinuous along the interface. The
new shape functions are used only near the interface, and are coupled with standard
finite elements, which are employed in the rest of the domain for efficiency. The
coupled set of shape functions builds a linear partition of unity that represents the
discontinuity. The method is illustrated for linear elastic examples involving strong
and weak discontinuities.

Key words: Discontinuity, partition of unity, moving least-squares

1 Introduction

A discontinuous change of field quantities or their gradients along certain
interfaces is frequently observed in the real world. For example, this may be
found in structures in the presence of cracks, pores, and inclusions. In fluids, it
occurs on interfaces between two different fluids. The mathematical model and
the numerical methods for their approximation have to appropriately consider
these interfaces. Discontinuities may be classified as strong and weak. The first
involve discontinuous changes in the dependent variable of a model, i.e. of the
function itself, whereas weak discontinuities describe discontinuous changes
of the derivative of the function. For structural models, typical examples of
strong and weak discontinuities are cracks and interfaces of different materials,
respectively.

In the approximation of discontinuous fields, a suitable treatment of the
interfaces is required. In standard finite element analysis [4, 22], this may be
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achieved by constructing a mesh whose element edges align with the inter-
face. For moving interfaces, this requires a frequent remeshing, which often
restricts this approach to problems where the interface topology does not
change significantly during the simulation [18]. The extended finite element
method (XFEM) [6, 16, 21] overcomes the need for aligning the elements with
the discontinuity. The approximation space resulting from the standard finite
element method is enriched by special functions via a partition of unity so
that the discontinuity may be considered appropriately. However, additional
unknowns for the enriched nodes are needed for this method. With the XFEM,
arbitrary discontinuities may be treated implicitly on a fixed mesh. Often, the
description of the discontinuities is realized by means of the level-set method
[18, 21]. An interesting method that does not require a partition of unity is
given by Hansbo and Hansbo [11], though it can be shown to have the same
basis functions as the XFEM [1]. Furthermore, meshfree methods have been
successfully used for arbitrary discontinuities, see e.g. the overview in [19].

In this paper a new method, which constructs the shape functions from the
beginning so that they are able to represent discontinuities, is proposed. No
additional unknowns are introduced. The moving least-squares (MLS) method
[14] is used for the construction of the shape functions. This method is fre-
quently used in the context of meshfree methods [3, 10], where it is often the
underlying principle for the construction of meshfree shape functions. How-
ever, the functions are only meshfree if the weight functions which are involved
in the MLS technique are mesh-independent. In this paper, the weight func-
tions are defined on a standard finite element mesh, and the resulting shape
functions are mesh-based. For each nodal weight function, the support consists
of the neighboring and next-neighboring elements of that node. The support
of the weight function is truncated along the discontinuity, consequently, a
node has no influence across the interface. The visibility criterion of [17] is
employed for this purpose. Thereby, the weight functions are designed so that
they lead to shape functions which build a linear partition of unity and are
able to represent the discontinuity.

The new shape functions have larger supports than standard finite element
shape functions. The final system of equation, which results from the use of
these shape functions in a weighted residual setting, is less sparse due to the
increased connectivity. Therefore, it is desirable to employ the new shape
functions only in the proximity of the discontinuity. In all other parts of the
domain, standard finite element shape functions are used. The coupling of the
two different types of shape functions is realized by a ramp function according
to the approach in [7]. The set of coupled shape functions still builds a linear
partition of unity with the ability to consider discontinuous changes of the
sought functions or its derivatives along the interface.

An outline of the paper is as follows: In section 2, the level-set method
for the description of the interface is briefly discussed. Throughout this work,
the interfaces are static. Section 3 gives an outline of the moving least-squares
method, which constructs shape functions based on locally defined weight
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functions. Shape functions, which are able to consider a discontinuity, result
for specially designed weight functions. This is worked out in section 4. The
coupling of the new shape functions with standard finite element shape func-
tions is described in section 5, and enables an efficient assembly of the final
system of equations. Section 6 shows numerical results with the coupled shape
functions for linear elastic problems including strong and weak discontinuities.
The numerical results exhibit the optimal rate of convergence. The paper ends
in section 7 with a summary and conclusions.

2 Level-Set Method

The level-set method is a numerical technique for the implicit tracking of
moving interfaces [18]. Throughout this work, only static interfaces I'gisc in a
d-dimensional domain £2 € R¢ are considered. The signed distance function
[18] is used for the representation of the interface position,

Y (x)=+min|z—xpn, |, Yer,. € s, VT € 2, (2.1)

where the sign is different on the two sides of a closed interface and | - ||
denotes the Euclidean norm. It follows directly from (2.1) that the zero-level
of this scalar function is a representation of the discontinuity, i.e.

¥ (x) =0 V€ L. (2.2)

If the discontinuity only partially cuts the body, it is necessary to construct
another level-set function & such that & () > 0 on the cut part, and £ () < 0
on the uncut part.

Consider a discretization of the domain by a mesh. The values of the
level-set function are only computed at nodes 1 = ¢ (x;), and the level-set
function ¢" (x) = MT (z) v is an approximation of ¢ (x) using the interpo-
lation functions M (x). Then, also the representation of the discontinuity as
the zero-level of 9" (z) is only an approximation of the real interface posi-
tion, which improves with mesh refinement. In this work, the interpolation
functions M (x) are standard bilinear finite element (FE) functions [4, 22].

3 Moving Least-Squares Method

The method is discussed here following [14, 15]. For a function u (x) defined
on an open set 2 € R? being sufficiently smooth, i.e. at least u (x) € C° (£2),
one can define a “local” approximation around a fixed point T € (2 as

uﬁ)oal (:L',f) = pT (33) a (E) ) (33)

where p (x) forms a basis of the approximation subspace, which generally
consists of monomials. Throughout this paper, a linear basis is used,
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p'(x) = [1,2,1]. (3.4)

The coefficient vector a (Z) is obtained by minimizing the weighted least-
squares discrete Lo-error norm

Z@ (z;)a (@) —u]”, (3.5)

where ¢; (T) are weight functions. Thereby, a relation between the unknowns
a () with the nodal values w is found. The vector x; refers to the position of
the r nodes within the domain. The weight function ¢; has small supports fll
around each node, thereby ensuring the locality of the approximation. It plays
an important role in the context of the MLS method. A mesh-independent
definition of the weight functions leads to the class of meshfree methods, where
the MLS is often the underlying principle for the construction of meshfree
shape functions, see e.g. [3, 10]. Throughout this work, however, the weight
functions are defined on a mesh and the new shape functions, to be derived
in section 4, are mesh-based.

Minimization of (3.5) with respect to a (%) results in a system of equations

Z ¢ (@) p(z;)p" (z:)a(T) = Z ¢i () p () ;. (3.6)

Solving this for a (%) and then replacing a (%) in the local approximation
(3.3) leads to

uﬁ)cal (:I: SC Z d)z z pT (1131) Z sz z Usj.- (37)

Since the point @ can be chosen arbitrarily, one can let it “move” over the
entire domain, € — @, which leads to the global approximation of u (x) [15]. It
should be noted that the concept of a “moving” approximation is not needed to
construct the MLS functions; one can simply start with (3.5) as the definition
and proceed as in [5]. Finally, the MLS approximation may be written as

o (@) = p" (x) M (2)] ' B (x) . (3.8)

where
Zéz 2:)p" (), (3.9)

and
B(z) = [61(@)p(@1) é2(@)p(x2) ... o (@)p(x)].  (3.10)

The matrix M (z) is of size k x k, with k being the number of components in
p (x). This matrix has to be inverted wherever the MLS functions are to be
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evaluated. Using these MLS functions as shape functions in an approximation
of the form u” (z) = N7 (x)u, one can immediately write a specific shape
function N; at a point x

N (z) =p" () M (z)] " ¢; (x) p (x;) . (3.11)

The set of r MLS functions {IN (x)} builds a partition of unity (PU) of
order n over the d-dimensional domain (2 [3].

4 Design of Special Shape Functions

The aim is to develop shape functions that are able to model arbitrary discon-
tinuities without losing their interpolation properties and without additional
degrees of freedom at nodes around the discontinuity. This aim is achieved by
especially designed weight functions, which—through the MLS procedure—
guarantee shape functions that build a linear PU in the entire domain, taking
the discontinuity into account. These functions are C%-continuous everywhere
in the domain except along the interfaces, where they are constructed to be
discontinuous.

4.1 Special Weight Functions

The weight functions ¢; () in the MLS procedure determine some important
properties of the resulting shape functions. The support and the continuity of
the shape functions are identical to the weight functions, that is, Vi = 1,...,r:
N; = 0 where ¢; =0, and N; € C' (2) if ¢; € C' (£2) (assuming that p (z) is
sufficiently smooth). For the new weight functions, the supports consist in the
elements contiguous to a node and their neighboring elements. This is shown
in Fig. 1 for quadrilateral elements.

Figure 1. The weight function corresponding to the center node has a support
which includes the neighboring elements of that node (dark-grey area) and the next-
neighboring elements (light-grey area).
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The following definition of the weight functions has been found useful: It
is assumed that a domain 2 € R? is subdivided into n° elements, and each
element is defined by a set I,‘él € (NH)™ k=1,...,n°, of m element nodes.
The set of neighboring nodes of a particular node ¢ is defined as

It = ( U I;l) \ 2. (4.12)

ilels!
The weight function of node ¢ is defined as

¢ (@) =2- Nf"™M (@) + > Nf™M (), (4.13)
i€l

where NFEM (z) is a standard finite element shape function. This weight
function is depicted in Fig. 2 for a node in a structured and unstructured
quadrilateral element setting. One may use the definition of the new weight
functions (4.13) for both triangular and quadrilateral elements. However, in
this work, without loss of generality, only quadrilateral elements with corre-
sponding bilinear shape functions are considered. The shape functions, used
for the construction of the approximation, follow from the MLS procedure, as
described in section 3, based on these weight functions. It is noted, that stan-
dard FE shape functions are employed for the definition of the special weight

functions, which are then used to obtain C°-continuous shape functions by
tha MT Q tachnicmna

Figure 2. The proposed weight function of node £ in a structured and unstructured
element situation when no discontinuity is present.

4.2 Modifying the Weight Function in the Presence
of a Discontinuity

To introduce the discontinuity we use the visibility method [17], in which all
nodes not visible from a point &, when the discontinuity is considered opaque,
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are omitted. That is, the support of the weight function is truncated on the
other side of the discontinuity, see Fig. 3. This modification of the support of
the weight functions is a standard treatment of a discontinuity in the field of
meshfree methods [5, 17].

discontinuity

Figure 3. The modified supports of the new weight functions, as a consequence of
the discontinuity, are shown for two selected nodes.

Mathematically, this is expressed as

be () = o5 (x) for x visible from x, (4.14)
0 instead

where ¢ (2) is defined in (4.13). The fact whether x is visible from x, can
be based on the sign of the level-set functions, see section 2. The point « is
visible from x; if

b(x) - (z) >0 and &(F) >0, (4.15)

where & is the intersection of the line going from x, to & with ¢ () = 0.

It may be seen in Fig. 3 that the truncation of the weight function supports
results in a reduced overlap of weight functions. However, due to the large sup-
ports of the new weight functions, there is still sufficient overlap of the weight
functions in the cut elements so that a linear PU may be constructed through
the MLS procedure. It is noted that for weight functions with supports of the
same size as the standard bilinear FE shape functions, the MLS matrix M ()
in Eq. (3.9) would become singular near the discontinuity, and a PU of the
same order as in uncut elements could not be constructed.

For open discontinuities, it should be noted that the visibility criterion
introduces discontinuous shape functions not only along the interface. Close
to the tip of the discontinuity (e.g. a crack tip), artificial discontinuities are
resulting in the domain, see Fig. 4. However, these artificial discontinuities do
not inhibit the convergence [13], and may be avoided by using approaches as
in [17].

It may thus be found that the new shape functions resulting from the
proposed definition of the weight functions share the following properties:
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(a) 2.0 (b) 0.6

— 0.4

T Y T

] ] 0.2
I 0.0 0.0

Figure 4. (a) Weight function, and (b) shape function of a node close to the tip of
an open discontinuity.

e They build a linear PU in the entire domain which is able to represent the
discontinuity, because no shape function has influence across the disconti-
nuity.

e Their supports are larger than those of standard FE shape functions. This
leads to an increase in the computational effort. Therefore, it is desirable
to use these shape functions only near the discontinuity, i.e., where it is
needed, and standard FE shape functions in all other parts of the domain.
This is discussed in section 5.

e They are C%continuous throughout the domain except along the inter-
face Igisc. For open discontinuities, some artificial discontinuities in the
shape functions are introduced by the visibility criterion near the tip of
the interface. This can be avoided by using approaches as described in [17].

e The resulting shape functions do not have Kronecker-delta property, that is
N; (z;) # d;;. If the new shape functions are employed near the boundary,
special treatment of the boundary conditions is necessary. This is well-
known in the context of meshfree methods, see [3, 10] for an overview of
different techniques to apply boundary conditions there.

The proposed truncation of the supports is directly appropriate only in case
of strong discontinuities, where the function u (x) has a strong discontinuity.
In case of weak discontinuities, where u (x) is continuous but its derivatives
are not (e.g., wherever the coefficients of the underlying partial differential
equation change), continuity of the function has to be enforced. One may for
example enforce continuity by a penalty method or Lagrangian multipliers [4].

5 Coupling

In order to ameliorate the increased amount of computational work which
results from the larger supports, it is desirable to use the new shape functions
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as little as possible. They are only needed near the discontinuity because
there the standard FE shape functions lose their favorable approximation
properties. In all other parts, standard bilinear FE shape functions may be
used.

The approach of [7] is used for the coupling of the two different shape
function classes. Alternatively, the method of [12] could be used. The domain
is decomposed into several subdomains as shown in Fig. 5. The set of cut
elements is defined as

Q = {k|i,je i ¢(x)- ¢ (x;) <0}, (5.16)

where I}il € (NH)™ k=1,...,n, are the sets of m element nodes belonging
the n°' elements, and 4, j are any two nodes of an element. The union of the
elements in @’ is called 2M5S. The set of neighboring elements is

Q ={'n"#0,Vk=1,....n" Ve Q}\Q (5.17)

and the union of its elements is called transition area (2*. Finally, the domain
2\ QMES\ 0* is called 2FFEM,
The shape functions are defined as follows:

Ni (@) = [1 = R (@)] N{ ™™ (@) + R (x) N (), (5.18)

where NFFM are standard FE functions, and NMS are the shape functions
of Eq. (3.11) constructed by the MLS technique. A ramp function R (x) is
involved in this definition of the coupled shape functions,

Q*

discon-
tinuity

0.0 0.5 1.0

Figure 5. The decomposition of the domain into 2¥F™, 2* and 2™ in depen-
dence of the discontinuity is shown, together with the ramp function R ().
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0 @ € QFEM
R(z) = 1 , & € OMES (5.19)
Sier NP (@), & € 2%, 1" = {i|@; € 02MS 902+ } .
The set I’ is the set of nodes that are on the boundary between 2™ and

£2*. The ramp function varies monotonically between 0 and 1 in the transition
area, a graphical representation may be seen in Fig. 5.

In an element-based code, only in 2* both shape function classes have
to be evaluated. All elements in 2MS require only the construction of the
new shape functions, and all elements in 2FFM have only standard FE shape
functions.

6 Numerical Results

6.1 Governing Equations of Linear Elasticity

The strong form for an elastic solid in two dimensions, undergoing small dis-
placements and strains under static conditions, is [4, 22]

V-o=f, onCR? (6.20)
where f describe volume forces, and o is the Cauchy stress tensor,
oc=C:e=\(tre)I+ 2pue, (6.21)

with A and p being the Lamé constants. The linearized strain tensor € is
1
=3 (Vu + (VU)T) . (6.22)

For the approximation of the displacements u, the following test and trial
function spaces S! and V! are introduced as

Sh = {uh{uh € (th)d, u" = 4" on Fu}, (6.23)
Vi = {wh|'wh e (H™M)!, wh = OOnFu}, (6.24)

where H™ C ‘H' is a finite dimensional Hilbert space consisting of the shape
functions. The space H! is the set of functions which are, together with their
first derivatives, square-integrable in 2. Along the Dirichlet boundary I7,,
the displacements are prescribed as @". The discretized weak form may be
formulated in the following Bubnov-Galerkin setting [4, 22]: Find u" € SI
such that

/ o(u"):e(wh)dn = / wh - frd+ [ wh ' dr vw" e VE (6.25)
9] 0 I

where ih characterizes the traction along the Neumann boundary. It is noted
that the numerical integration of this weak form, in elements cut by the discon-
tinuity, has been realized by dividing these elements into suitable quadrilateral
subelements, where Gauss integration is performed in the standard way.
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6.2 Error Norms

Two test cases with analytical solution are considered in this work. A conver-
gence test is realized based on the following two error norms:

1/2
energy-norm:  |lu —u”||, = (/ (e — sh)T C(e—¢") dQ) ,(6.26)
0
1/2

Ly-norm: ||u — uhHL2 = (/Q (u— uh)T (u—u") dQ) . (6.27)

where w and € are the analytical solutions. The norms are normalized as
|lu— uhHE /|lulp and ||u — uhHL /llull,, , respectively.

For standard bilinear shape functlons the optimal rate of convergence in
the Lo-norm is of order 2, and in the energy-norm of order 1, as long as the
discontinuities align with element edges and the exact solution is suitable for
a polynomial approximation. It is found that this order of convergence is also
obtained with the new shape functions if the discontinuities cut arbitrarily
through the elements. However, in case of an approximation of a solution that
contains a singularity, as is the case in a crack problem, a polynomial basis
only leads to a reduced convergence order [20] for both, finite element and
new shape functions.

6.3 Edge-Crack Problem

The first test case considers a square domain of size L x L with an edge-crack
of length a, see Fig. 6 for a sketch. Along the boundary of the square domain,
displacements are prescribed such that the well-known analytic solution of a
near-tip crack field is the exact solution in the entire domain. The material
is defined by F = 10000 and v = 0.3, no Neumann boundary is present. The
exact solution of this problem may be found e.g. in [9]. It is given in polar
coordinates as

k1 0 0 . 30
o11 (r,0) = Wore cos 5 (1 —sin 3 sin 2) , (6.28)
092 (r,0) = ];rr cos g (1 + sin g sin 320) , (6.29)
ok . (. 6 30
012 (r,0) = \/ﬁc 5 (bln 5 COS ) , (6.30)

for the stress components and

r 6 90
,/7 . Z 31
5 08 5 |:li 1+ 2sin? 2}, (6.31)
r 0 0
us (r,0) —'u o S 5 |:I<L-|-].—ZCOS 2}, (6.32)
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[ L [

Figure 6. (a) Problem statement of the edge-crack problem and the exact displace-
ment solution (grey) enlarged by a factor of 1000, (b) Structured mesh with 9 x 9
elements and the discontinuity.

for the displacements. The Kolosov constant « is defined for

3—v
140’

plain strain: kK = 3 — 4w, plain stress: kK = (6.33)
and p is the shear modulus. The parameter k; is called stress intensity factor,
where the index 1 refers to the present case of a mode-1 crack [9].

For the numerical computation, we choose L = 2, a = 1, and k1 = 1 is
prescribed for the displacements along the Dirichlet boundary. Plane stress
conditions are assumed. Only structured meshes have been used with n¢ ele-
ments per dimensions, see Fig. 6b, where also the discontinuity is shown. For
the convergence study, nzl is 9,19,29, 39,49, 69,99, consequently, the discon-
tinuity never aligns with the elements.

At the crack tip, the consideration of the visibility criterion requires special
attention. It is practically impossible to divide the elements near the crack
tip for integration purposes such that they align with the modified supports
of the weight functions resulting from the visibility criterion. This is only
relevant in the element containing the crack tip and its neighboring elements.
In these elements, instead of a decomposition into subelements for integration,
the trapezoidal rule is used with a large number of integration points (ng =
20 x 20). As the element size of the affected elements decreases for higher
element numbers, this does not degrade the convergence of the method [13].

Figure 7 shows the rate of convergence obtained with the new shape func-
tions for this test case with a strong discontinuity. It is found, that due to the
singularity at the crack tip, the order 2 in the Lo-norm and 1 in the energy-
norm can not be obtained. However, comparing the results with a standard
finite element computation with bilinear elements, where the crack aligns with
the elements and a node is placed at the crack tip, it may be seen that the
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Edge-crack problem stress intensity factor

1.05

0 | | =*—=L2-norm, new PU
f| —e—energy-norm, new PU E e
=-x-L2-norm, strd FEM

-©-energy-norm, strd FEM

0.95

-x-b=0.8, new PU
—%—Db=1.2, new PU
-©-b=0.8, strd FEM
—6—b=1.2, strd FEM

0.02 0.1 0.2
h

Figure 7. Convergence result in the Ls-norm and energy-norm, and convergence of
the approximated stress intensity factor k.

same convergence order is obtained. For the present test case, the obtained
convergence rate is the best possible for a linear basis. In the presence of a
singularity, identical rates of convergence were found in meshfree methods in
[2]. Higher-order convergence may only be found with methods that enrich
this basis by appropriate terms.

The stress intensity factor k1 has been evaluated numerically in different
integration domains of length b x b around the crack tip. The interaction
integral is evaluated for this purpose, see [16], and k; should be constant,
independent of the integration domain. The results may be seen in the right
part of Fig. 7. A convergence towards the exact value of k; = 1 may be seen,
and the dependence form the size of the integration domain becomes virtually
zero for increasing node numbers.

6.4 Bi-material Problem

This test case includes a weak discontinuity. Inside a circular plate of radius
b, whose material is defined by F; = 10 and v; = 0.3, a circular inclusion
with radius a of a different material with Fy = 1 and v = 0.25 is considered.
The loading of the structure results from a linear displacement of the outer
boundary: u, (b,0) = r and ug (b, #) = 0. The situation is depicted in Fig. 8.
The exact solution may be found in [21]. The stresses are given as

Oy (Ta 0) - 2,U57‘1” + A (57'r + 509) P (634)
ogo (1,0) = 2uepp + X (err + €00) (6.35)

where the Lamé constants A () and u(x) are piecewise constant functions
with a discontinuity at r» = a. The strains are
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Figure 8. (a) Problem statement of the bi-material problem (the grey area is the
numerical domain), (b) the exact displacement solution.

e (10) = (1—2—2)@—#2—2, 0<r<a, (6.36)
e (1+$—Z)a7£—z, a<r<hb, '
b’ b?
_v b <r<
egg(r,e):{g ;;S;O‘Igs’ OQT;Z’ (6.37)
-z « 2 a r~o,
and the displacements
2 2
uy (r,0) = [“_ZT)QJ“ZT’"’ O<sr=a, (6.38)
Y (r—ﬁ)a—&—ﬁ a<r .
ug (r,0) = 0. (6.39)

The parameter « involved in these definitions is

(A1 + 1 + po) b2
= . 6.40
= et )@+ () (0 — ) T b (6.40)

For the numerical model, the domain is a square of size L x L with L = 2,
the outer radius is chosen to be b = 2 and the inner radius a = 0.4 4 €. The
parameter € is set to 1073, and avoids for the used meshes that the level-set
function is exactly zero at a node (in this case, the discontinuity would directly
cut through that node). The exact stresses are prescribed along the boundaries
of the square domain, and displacements are prescribed as u; (0,£1) = 0
and ug (£1,0) = 0. Plane strain conditions are assumed. In this test case, a
weak discontinuity is present, and the displacement field is continuous with
discontinuous strains. The continuity information is considered by introducing
a penalty term in the weak form (6.25):
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(a) (b)

Bi-material problem

2] =%—=L2-norm, new PU
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Figure 9. (a) Structured mesh with 20 x 20 elements and the discontinuity, (b)
convergence result for the bi-material problem.

v [t () -t ()] (6.1
Taisc
where F(;ESC and I, . represent each side of the discontinuity. The penalty

parameter is set to 4 = 10°; this value enforces the continuity appropriately
without increasing the condition number of the stiffness matrix too much.
Structured meshes have been used with nfll elements per dimensions, see
Fig. 9a, where also the discontinuity is shown. For the convergence study, n‘;l is
10, 20, 30, 40, 50, 70, 100, 200. Fig. 9b shows the rate of convergence of different
methods employed for this test case with a weak discontinuity. The standard
finite element result is obtained by a mesh which aligns with the discontinuity.
The XFEM results are displayed for two different extended bases, the results
are taken from [21], see this reference for details. It may be seen that these
XFEM results have a convergence order of 0.75 and 0.91 in the energy norm,
respectively [21]. It is noted, that the XFEM matches optimal convergence
for the same test case in [8] by employing special blending elements. With the
new shape function, the order is 2 for the Lo-norm and 1 for the energy-norm,
which is the optimal convergence for shape functions that build a linear PU.

7 Conclusion

A method is proposed which constructs special shape functions with the abil-
ity to represent discontinuous changes of field quantities along arbitrary inter-
faces. The set of shape functions builds a linear partition of unity. The shape
functions are C°-continuous in the domain except along the interfaces, where
they are C'~!-continuous (discontinuous).

Close to the interfaces, the moving least-squares technique is employed for
the construction of the shape functions, and especially designed mesh-based
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weight functions are involved. In all other parts of the domain, standard FE
shape functions are used. The coupling of the two types of shape functions
is realized in transition areas by a ramp function. The transition areas de-
pend directly on the interface position, which itself is defined by the level-set
method.

The resulting method shows favorable numerical properties in a weighted
residual setting for the approximation of continua with strong and weak dis-
continuities. In case of weak discontinuities, the continuity information of the
primal variable has to be introduced into the weak form by a penalty or La-
grange multiplier method. It will be a matter of further investigation whether
shape functions can be found which are also able to represent weak disconti-
nuities from the beginning without the need of an indirect way to introduce
the continuity information of the primal variable. Furthermore, it would be
desirable to extend the linear partition of unity by appropriate terms such
that singularities as those occurring in crack problems can be considered ap-
propriately.
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Summary. A meshless boundary element method (BEM) for stress analysis in
two-dimensional (2-D), isotropic, continuously non-homogeneous, and linear elas-
tic functionally graded materials (FGMs) is presented in this paper. It is assumed
that Young’s modulus has an exponential variation, while Poisson’s ratio is taken
to be constant. Since no fundamental solutions are yet available for general FGMs,
fundamental solutions for isotropic, homogeneous, and linear elastic solids are ap-
plied, which results in a boundary-domain integral formulation. Normalized dis-
placements are introduced in the formulation, which avoids displacement gradients
in the domain-integrals. The radial integration method (RIM) is used to transform
the domain-integrals into boundary integrals along the global boundary. The nor-
malized displacements appearing in the domain-integrals are approximated by a
series of prescribed basis functions, which are taken as a combination of radial basis
functions and polynomials in terms of global coordinates. Numerical examples are
presented to verify the accuracy and the efficiency of the present meshless BEM.

Key words: Meshless boundary element method (BEM), Radial integration
method, Partial differential equations (PDFs) with variable coefficients, Func-
tionally graded materials (FGMs).

1 Introduction

Meshfree or meshless methods have certain advantages over many domain-
type discretization methods like the Finite Element Method (FEM), the
Finite-Difference Method (FDM) and the Finite Volume Method (FVM).
Among many meshless methods, the global and the local weak-form for-
mulations are often applied ([1]-[4]). The global approach uses a weak-form
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formulation for the global domain, which requires background meshes for the
integration of the weak-form. In the local approach, the weak-form formu-
lation is applied to local sub-domains, which doesn’t need any background
meshes ([2, 4, 5]). The meshless local Petrov-Galerkin (MLPG) method |2, 4]
is a representative example of the local approach, where trial and test func-
tions can be selected from different functional spaces. If the unit step function
is chosen as the test function, then a local boundary-domain integral equation
formulation for the sub-domains can be obtained.

An alternative way to avoid domain-type discretizations is the boundary
element method (BEM) or boundary integral equation method (BIEM). In the
classical BEM, the problem dimension is reduced by one, which reduces the
computational effort, especially for problems with complicated geometries and
moving boundary value problems, where a cumbersome mesh generation and
re-meshing are needed in FEM and FDM. Unfortunately, the classical BEM
with a boundary-only discretization is limited to problems where the funda-
mental solutions of the governing partial differential equations can be obtained
in closed or simple forms. For isotropic, continuously non-homogeneous and
linear elastic solids, the governing partial differential equations possess vari-
able coefficients. Thus, the corresponding fundamental solutions in this case
are either not available or they are too complicated. This fact brings signifi-
cant difficulties to the extension and the application of the classical BEM to
non-homogeneous linear elastic solids. This difficulty can be circumvented by
using both the global and the local boundary-domain integral equation formu-
lations. The global BEM uses fundamental solutions for homogeneous linear
elastic solids, which contains a domain-integral due to the material nonho-
mogeneity. To transform the domain-integral into boundary integrals over the
global boundary of the analyzed domain, the dual reciprocity method (DRM)
[6] can be used, where radial basis functions (RBF) are applied. Another novel
transform technique is the so-called radial integration method (RIM), which
has been developed by Gao ([7, 8, 9]). In the local BEM, the analyzed do-
main is divided into sub-domains, for which local boundary-domain integral
equations are formulated. Recent applications of the local BEM based on the
meshless local Petrov-Galerkin (MLPG) method can be found for instance in
references [10, 11, 12]. A mesh-free method based on the global weak-form
formulation for elastostatic crack analysis in isotropic linear elastic FGMs has
been presented by Rao and Rahman [13].

In this paper, a meshless BEM for 2-D stress analysis of isotropic, contin-
uously non-homogeneous, and linear elastic FGMs is presented. The method
uses a global boundary-domain integral equation formulation, where funda-
mental solutions for isotropic, homogeneous, and linear elastic solids are uti-
lized. Normalized displacements are introduced in the formulation to avoid the
appearance of displacement gradients in the domain-integrals. An exponential
variation is assumed for Young’s modulus, while Poisson’s ratio is taken to
be constant. To transform the domain-integral into boundary-integrals along
the global boundary of the analyzed domain, the radial integration method
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(RIM) developed by Gao [7, 8] is applied. The unknown normalized displace-
ments are approximated by a series of prescribed basis functions, which are
taken as a combination of radial basis functions and polynomials in terms of
global coordinates [14]. The present meshless BEM uses interior nodes instead
of domain-type meshes and it is therefore a meshfree or meshless method. To
verify the accuracy and the efficiency of the present meshless BEM, numerical
results are presented and discussed.

2 Formulation of Boundary-Domain Integral Equations

Let us consider an isotropic, continuously non-homogeneous and linear elastic
solid with variable Young’s modulus F(z) and constant Poisson’s ratio v. In
this case, the elasticity tensor can be written as

cijrt(x) = p(x) i (2.1)
where
E(x) 2v
p(x) = m ) C?jkl = Eéijfskl + 001 + 6idj (2.2)

In Eq. (2.2), v is Poisson’s ratio, p(x) is the shear modulus, and 6;; denotes
the Kronecker delta. The stress tensor o;; and the displacement gradients u; ;
are related by Hooke’s law

Tij = JCyj Ukl - (2.3)

Here and in the following analysis, a comma after a quantity represents spatial
derivatives and the conventional summation rule over repeated subscripts is
applied. The traction vector ¢; on the boundary of the considered domain is
related to the stress components by

ti = 045Ny, (24)

where n; is the unit outward normal vector to the boundary I" of the con-
sidered domain (2. In the absence of body forces, the equilibrium equations
0ij,; = 0 can be written in the weak-form as

/ UijCTijch = 0, (2.5)
2

where Uj;; is the weight-function. Substitution of Eq. (2.3) into Eq. (2.5) and
application of Gauss’s divergence theorem yield

/Uijﬁjds—/Tij/JUde—l-/ Uir,slcgsjl,uujdA'i'/ Uir,scgsjlﬂ,lujdAzov
r r 2 0
(2.6)
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where

2v
ﬁUik,k(Sjl +Uiji+Uij. (2.7)

0
Tij = Yijina Yiji = CrgjiUir,s = )

As weight-function the fundamental solution of the following governing equa-
tions is chosen

Cgsleir,sl = —51-]-(5()( - y) ; (28)

where §(x —y) is the Dirac-delta function. Substitution of Eq. (2.8) into Eq.
(2.6) leads to

Mwmemm®@LQQM@®@+Lw@mwwﬁé

00 = MO, Vio¥) = B ) ) = o).
2.10
The solution U;;(x,y) of Eq. (2.8) is the Kelvin’s displacement fundamental
solution for an isotropic, homogeneous and linear elastic solid with pu = 1,
which, as well as the corresponding traction fundamental solution Tj;(x,y)
and the stress fundamental solution X;;;(x,y), can be found for instance in
[15]. The fundamental solution V;; in the domain-integral of Eq. (2.9) can be
expressed as

1
Vi = — - (i [(1 = 20)855 + 2r 7 5]

4dr(l —v

+ (L =2v)(ar; — Ayra)} - (2.11)

It should be noted here that Eq. (2.9) is a representation integral for the
displacement components at an arbitrary internal point. By taking the limit-
process y — I, boundary integral equations for boundary points can be
obtained (e.g., [15]).

Unlike many previous BEM formulations for isotropic, non-homogeneous
and linear elastic solids (e.g., [10, 16]), Eq. (2.9) is formulated in terms of
the tractions ¢; and the normalized displacements ;. The domain-integral
contains only the normalized displacements instead of the displacement gra-
dients. This feature not only facilitates the numerical implementation, but
also results in highly accurate numerical results. For an exponential variation
of Young’s modulus or shear modulus such as that used in [10] and in this
analysis, it can be seen from Eq. (2.10) that f; is constant and Eq. (2.11)
thus becomes much simpler for integration.
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3 Transformation of Domain-Integrals
into Boundary Integrals

In this analysis, the radial integration method (RIM) developed by Gao
[7, 8, 9] is used to transform the domain-integral of Eq. (2.9) into bound-
ary integrals. For this purpose, the normalized displacements in the domain-
integral of Eq. (2.9) are approximated by a series of prescribed basis functions
as commonly used in dual reciprocity method (DRM) [6]. As shown by many
previous investigations (e.g., [14]), the combination of the radial basis func-
tions and the polynomials in terms of global coordinates can give satisfactory
results. Therefore, the normalized displacements 4;(x) are approximated by

u;(x) = ZozfngA(R) +afay, 4+ af, (3.12)
A
> ot =0, (3.13)
A
> aftzt =0, (3.14)
A

where R = |x — x*| is the distance from the application point A to the field
point x, o' and a¥ are unknown coefficients to be determined, and x* denotes
the coordinates at the application point A which consists of all boundary nodes
and some internal nodes. The commonly used radial basis functions ¢*(R)
can be found in many references (e.g., [7], [14]). In this analysis, we use the
following 4-th order spline-type RBF [2]

) 1—6(%)2+8(%>373(£)4 OSRSd, o0
0 da <R,

where d 4 is the support size for the application point A.

The unknown coefficients a* and a¥ in Eqgs. (3.12)-(3.14) can be deter-
mined by applying the application point 4 in Egs. (3.12)-(3.14) to every node.
This leads to a set of linear algebraic equations, which can be written in the
matrix form as

i=¢ o, (3.16)

where « is a vector consisting of the coefficients af‘ for all application points
and af. If two nodes do not coincide, i.e., share the same coordinates, the
matrix ¢ is invertible and thus

a=¢ ' 1. (3.17)

Substitution of Eq. (3.12) into the domain-integral of Eq. (2.9) yields

/v;jajdA:a;‘/ mj¢AdA+a’;/ mjxde+a§?/ VigdA.  (3.18)
2 ’ 2 T Jn 2
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By using RIM [7, 8, 9], the domain-integrals on the right-hand side of Eq.
(3.18) can be transformed into boundary integrals as

/%jajdAza;‘/ 16TFAd +a /rkarFld
2

rron r T on
k 0 arFOd 3.19
+ (ajykJraj) - (3.19)
where .
= /O rViotdr, (3.20)
F}jz/o r2V;,dr, (3.21)
Fp = /O rVidr. (3.22)

Note here that in the radial integrals (3.20)-(3.22) the term r; is constant [§]
and the following relation is used for the transformation from x to r

T =y +rar. (3.23)

The radial integrals (3.20)-(3.22) are regular and they can be computed nu-
merically by using standard Gaussian quadrature formula for every field point

[9]-

4 System of Linear Algebraic Equations

After numerical integration and substitution of Eq. (3.17) into Eq. (3.19), the
domain-integral can be expressed in terms of the normalized displacement
vector u at all nodes. If the BEM model consists of N, boundary nodes and
N; internal nodes and after invoking the boundary conditions, Eq. (2.9) leads
to the following system of linear algebraic equations

Ayxy =y + Vyu (424)
for boundary nodes, and
ﬁz = Aixb + yi —|— szl (425)

for internal nodes. In Eqs. (4.24) and (4.25), the sizes of the matrices Ay
and A; are 2N, x 2N, and 2N; x 2Ny, while V;, and V; are 2N, x 2N, and
2N; x 2Ny with N; = N, + N;, respectively. The vector x; with a size of
2N x 1 contains the unknown normalized boundary displacements or the un-
known boundary tractions. The vector u with a size of 2NV; X 1 consists of
the unknown normalized boundary displacements and all normalized internal
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displacements. It should be noted here that after invoking the boundary con-
ditions, the columns of the matrices V;, and V; corresponding to the known
boundary displacement nodes should be zero. By combining Eqgs. (4.24) and

(4.25) we obtain
(L) )=
- - , (4.26)
—Ai I Vi fli yi

where I is the identity matrix. By solving Eq. (4.26) numerically the boundary
unknowns x;, and the normalized internal displacements u; can be obtained.
Subsequently, the true displacements can be computed by using the first equa-
tion of Eq. (2.10).

5 Computation of Stresses

Once the unknown boundary data and the internal normalized displacements
are obtained from Eq. (4.26), stress components at boundary and internal
nodes can be computed by using these quantities. By taking Eq. (2.10) into
account, the generalized Hooke’s law (2.3) can be rewritten as

8uk 0 ﬂk 6’1~Lk ~ ~
Oij = Mcgjkzafm = Uc?jkl% (/i = C?jklaTcl - C?jkzuku,l . (5.27)

From Eq. (2.9) we obtain

o /F B tj(x)ds T owm uj(x)ds

+ / Wi (% ¥) 5 (%), (5.28)
o Oy

where all integrals exist in the sense of Cauchy principal values except the
last one which will be discussed later. Substituting Eqs. (2.7) and (2.11) into
Eq. (5.28) and using the relation 9(-)/0y; = —0(+)/0x;, the following integral
representation for the stress components can be obtained from Eq. (5.27)

%mzlumxwwmhlzmxwmmk

+Ammxwmmw—%mmw (5.29)

where the kernels U;;, and T, have the same expressions as in the conven-
tional BEM formulation with g =1 (e.g. in [15]), and

OVr (X,
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By using the second equation of Eq. (2.2) the last term in Eq. (5.27) or (5.29)
can be written as

o 2v . - N -
ki = (1_2V5ij#,k + dikflj + 5jku,i> (I (5.31)

Since the differentiation of V,,,x(x,y) causes a strong singularity in the domain
integral of Eq. (5.29), a jump term exists. Following the procedure as described
in [15], the jump term can be obtained by cutting-out an infinitesimal circle
around the source point y and finally, after putting the jump term and the
term given in Eq. (5.31) together, equation (5.29) can be rewritten as

i (y) :/FUijk(XJ)tk(X)dS*/FTijk(XJ)ﬂk(X)dS

+ / Vigh (%, ¥k (X)dA + Fiji(y)iin(y) (5.32)
(93

where

1 -
5 {20mTm (L= 20)0557 k + v(Birr 5 + 0k7.i)

‘/Z” = —
ik 2 (1 —v)r

- 47”1'7’7‘7‘7“,]6] -+ QV(ﬁ’iT,j + [L,jr,i)r,k — (1 — 41/)/’17]@57;]'

+ (1 - 21/)(2,&’]67"’1'7”7]' + [L,j(sik + /E,i(sjk)} s (533)

Fij, = —ﬁ (Oijfi g + Oirfi g + Ojrfli) - (5.34)

Now the domain-integral in Eq. (5.32) exists in the sense of Cauchy prin-
cipal values. This means that cutting-out an infinitesimal circle around the
source point y does not change the integration result. Based on this property,
the conventional singularity-separation technique [15] can be applied to regu-
larize this strongly singular domain-integral. The domain-integral in Eq. (5.32)
can be computed by using the radial integration method as described in sec-
tion 3. Note here that the procedure is exactly the same as in the treatment
of domain-integrals with initial stresses arising in plasticity problems [8].

It should be remarked here that the stress integral representation (5.32)
is only applicable to compute stresses at internal points. For boundary points
when the source point y approaches the field point x, hypersingularities arise.
Although the hypersingular integrals can be evaluated directly by using the
methods suggested in [9] and [17], the Fortran subroutines as presented in
[15] based on the ’traction-recovery’ technique is adopted in this analysis to
compute the stresses at the boundary points.
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6 Numerical Example

We consider an isotropic, continuously non-homogeneous and linear elastic
rectangular plate with the dimensions L x W as depicted in Fig. 6.1. The
FGM plate is subjected to a uniform tensile stress loading o=1. The plate
is discretized into 48 equally-spaced linear boundary elements: 20 along the
longitudinal and 4 along the transversal directions, with a total of 48 bound-
ary nodes. An exponential variation of Young’s modulus in the transversal
direction is considered, which is described by

1 E
E(x) = Ey e =1 - 6.35
(X) 0€ ) ﬁ W 0g (EO ) ) ( )
where Fy = 10000 and E,, = 20000. Plane stress condition is assumed and
Poisson’s ratio is taken as v = 0.25.

w=0.3 = 5=/

Figure 1. A rectangular FGM plate subjected to a tensile loading.

Table 6.1 and Fig. 6.3 show a comparison of the computed displacement
component u, at y=0.3 by the present meshless BEM with the results ob-
tained by Sladek et al. [10], who used a meshless local Petrov-Galerkin method.
To investigate the influences of the number and the distribution of internal
nodes on the numerical results, 48 boundary nodes are used, while the internal
nodes are varied from 57 to 0 as shown in Fig. 6.2. The comparison shows
that our numerical results agree very well with that of Sladek et al. [10]. In
addition, it is seen here that the present meshless BEM is pretty insensitive
to the selected node number and distribution, at least for the case considered
here. Even with very few or no internal nodes, the present meshless BEM can
still yield very accurate numerical results.

In Tabs. 6.2 and 6.3 as well as Figs. 6.4 and 6.5, numerical results for
the stress component o117 at * = 0.0 and x = 0.75 obtained by the present
meshless BEM are presented and compared with that of Sladek et al. [10].
Numerical calculations are carried out by using 48 boundary nodes and 57
internal nodes (see Fig. 6.2a). The present numerical results for the stress
component 011 show a very good agreement with that obtained by Sladek et
al. [10].
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a.) 57 internal nodes (V; = 57)

. . . . . . . .
. . . . . . . .
. . . . . . . .

c.) 9 internal nodes (NV; =9)

d.) 3 internal nodes (V; = 3)

e.) No internal nodes (&; = 0)

Figure 2. Boundary and internal nodes.
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Table 1. Comparison of computed displacement component u, at y = 0.3.

115

xz homog. Ref. [10]

N; =57 N; =30 N;=9

N;i=3 N;=0

0.00 O 0

0 0 0

0 0

0.05
0.10
0.15
0.20
0.25
0.30
0.35
0.40
0.45
0.50
0.55
0.60
0.65
0.70
0.75
0.80
0.85
0.90
0.95
1.00

5.0_¢
1.0_5

3.44353 6 3.46979 _¢ 3.46983 ¢ 3.46897 ¢ 3.47958 ¢ 3.47949 ¢

6.88585_6 6.94299 ¢ 6.94292_¢ 6.94249 ¢

1.5_5
2.0_5
2.5 5
3.0_5
3.5_5
4.0_5
4.5_5

1.03293_5 1.04200_5
1.37755_5 1.38985_5
1.72253_5 1.73781 5
2.06784_5 2.08579_5
2.41341 _5 2.43360_5
2.75896 _5 2.78096 5
3.10426_5 3.12738_5

1.04196_5 1.04200_5
1.38983 5 1.38987_5
1.73783 5 1.73779_5
2.08585_5 2.08579_5

6.96360—6 6.96383_¢
1.04513_5 1.04530_5
1.39398 5 1.39447 5
1.74287_5 1.74386_5
2.09175_5 2.09338_5

2.43367_5 2.43372_5 2.44036_5 2.44280_5
2.78103_5 2.78121 5 2.78825_5 2.79179_5
3.12747_5 3.12766 5 3.13487_5 3.13981_5

5.0_5

3.44827 5 3.47214 5 3.47222_5 3.47222_5 3.47947 5 3.48605_5
3.78967 _5 3.81418 5 3.81422_5 3.81386_5 3.82104_5 3.82942_5
4.12715_5 4.15206_5 4.15210_5 4.15125_5 4.15815_5 4.16840_5
4.45876_5 4.48380_5 4.48389 _5 4.48249 5 4.48888 5 4.50109_5
4.78189 _5 4.80700_5 4.80710_5 4.80511 _5 4.81082_5 4.82512_5
5.09342_5 5.11884_5 5.11897_5 5.11634_5 5.12123_5 5.13781_5
5.39030_5 5.41644 _5 5.41663 5 5.41338 5 5.41747_5 5.43644 _5
5.67056_5 5.69748 5 5.69774_5 5.69430_5 5.69776_5 5.71886_5
5.93457_5 5.96176_5 5.96197_5 5.95901 _5 5.96209_5 5.98480_5
6.18648 _5 6.21251 5 6.21267 _5 6.21042_5 6.21333_5 6.23695_5
6.43231_5 6.45682_5 6.45699_5 6.45503_5 6.45787_5 6.48155_5

1,1x10%
1,0x10*
9,0x10° -

: homogeneous
: Sladek et al [10]

8,0x10° -
7,0x10°
6,0x10°

o onm
ZzzZzZ

5,0x10°

4,0x10° A
3,0x10°
2,0x10° A
1,0x10° o

0,0

00 01 02 03 04 05

X

06 07 08 09 10

Figure 3. Comparison of computed displacement component u, at y = 0.3.
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Table 2. Comparison of numerical re- Table 3. Comparison of numerical re-

sults (z = 0.0, 57 internal nodes). sults (z = 0.75, 57 internal nodes).

y Sladek et al. [10] This work y Sladek et al. [10] This work
0.000 0.685000 0.693971 0.000 0.758000 0.772665
0.075 0.814000 0.821044 0.075 0.884000 0.897074
0.150 0.969000 0.977980 0.150 0.995000 1.004405
0.225 1.155000 1.167289 0.225 1.102000 1.105088
0.300 1.375000 1.383252 0.300 1.220000 1.218766
15 13

144 —A—: Sladek et al. [10] —A— Slqdek etal. [10]
13 —— This work —— This work

Figure 4. Comparison of numerical re- Figure 5. Comparison of numerical re-
sults (x = 0.0, 57 internal nodes). sults (z = 0.75, 57 internal nodes).

The effects of the number and the distribution of used internal nodes on
the computed stress component 011 are shown in Tabs. 6.4 and 6.5 as well as
Figs. 6.6 and 6.7. Numerical calculations are performed for 48 fixed boundary
nodes and different internal nodes as shown in Fig. 6.2. Here again, it can be
concluded that the present meshless BEM for the stress computation is quite
insensitive to the selected node number and distribution. This confirms the
accuracy, the efficiency, and the robustness of the present meshless BEM.

Table 4. Numerical results for different internal nodes (z = 0.0).

Y N,;=57 N;= 30 N;=9 N;=3 N;=0
0.000 0.693971 0.693672 0.692579 0.686051 0.686164
0.075 0.821044 0.821500 0.821216 0.816922 0.817061
0.150 0.977980 0.978044 0.978779 0.979832 0.979900
0.225 1.167289 1.166979 1.167411 1.171966 1.171949
0.300 1.383252 1.383287 1.382814 1.387026 1.386973
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Table 5. Numerical results for different internal nodes (x = 0.75).

y  N;=57 N;=30 N;=9 N;=3
0.000 0.772665 0.772592 0.773472 0.776418
0.075 0.897074 0.897191 0.898036 0.900220
0.150 1.004405 1.004311 1.004399 1.004362
0.225 1.105088 1.105005 1.104611 1.102561
0.300 1.218766 1.219057 1.216538 1.213336

14
131 ——N=57
—A—: N =30
124 i
:N=9
" ——:N=3
] * :N=0
S 104
o x=0.0
09
08
07
0,00 005 0,10 015 020 025 0,30

y

Figure 6. Numerical results for different internal nodes (z = 0.0).

7 Conclusions

In this paper, a meshless BEM for stress analysis in 2-D, isotropic, non-
homogeneous and linear elastic solids is presented. Normalized displacements
are introduced in the boundary-domain integral formulation, which avoids dis-
placement gradients in the domain-integrals. To transform domain-integrals
into boundary integrals along the global boundary of the analyzed domain,
the radial integration method of Gao [7, 8, 9] is applied, which results in a
meshless scheme. The normalized displacements in the domain-integrals are
approximated by a series of prescribed basis functions, which are taken as a
combination of radial basis functions and polynomials in terms of global coor-
dinates. A 4-th order spline-type radial basis function is chosen in the present
analysis. Numerical results are presented to show the accuracy and efficiency
of the present meshless BEM. The present meshless BEM is easy to imple-
ment, very accurate and quite insensitive to the selected node number and
distribution. For simple boundary value problems as shown in this analysis,
very few internal or even no internal nodes are required to achieve a sufficient
accuracy for the stress computation.
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1,25
1,20 4
——N,=57
5| —A—N=30
1,104 :N=9 o
—— N=3 /
1,05 - i
095 -
0,90 - ;
0,85 -
0,80 -

0’75 T T T T T
0,00 0,05 0,10 0,15 0,20 0,25 0,30

Figure 7. Numerical results for different internal nodes (z = 0.75).
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Summary. This paper is concerned with the adaptive multilevel solution of elliptic
partial differential equations using the partition of unity method. While much of
the work on meshfree methods is concerned with convergence-studies, the issues of
fast solution techniques for the discrete system of equations and the construction
of optimal order algorithms are rarely addressed. However, the treatment of large
scale real-world problems by meshfree techniques will become feasible only with the
availability of fast adaptive solvers.

The adaptive multilevel solver proposed in this paper is a main step toward
this goal. In particular, we present an h-adaptive multilevel solver for the partition
of unity method which employs a subdomain-type error indicator to control the
refinement and an efficient multilevel solver within a nested iteration approach. The
results of our numerical experiments in two and three space dimensions clearly show
the efficiency of the proposed scheme.

Key words: Meshfree method, partition of unity method, adaptive refine-
ment, multilevel method.

1 Introduction

One main purpose of this paper is to investigate adaptive h-type refinement
strategies for meshfree methods and their interplay with multilevel solution
techniques; in particular we address these issues for the partition of unity
method [1, 15]. To this end, we employ a classical a posteriori error estimation
technique due to Babuska and Rheinboldt [2]. The resulting error indicator
is used to steer the local refinement procedure in our tree-based cover con-
struction procedure. To obtain an adaptive solver with optimal complexity we
combine the multilevel techniques developed in [7, 9, 15] for the PUM with the
nested iteration approach [12]. The results of our numerical experiments in
two and three space dimensions demonstrate the effectiveness of the proposed
approach and its overall efficiency.
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In this paper we restrict ourselves to the study of a scalar elliptic partial
differential equation, namely we consider the diffusion problem

—Au=f in 2 CR?
u=gp onlp C I, (1.1)
%ZQN OHFN:aQ\FD.
on
The remainder of this paper is organized as follows. In section 2 we give a
short overview of the PUM and its convergence properties. Furthermore, we
outline the implementation of essential boundary conditions using Nitsche’s
method and the Galerkin discretization of the arising variational problem.
The main theme of this paper, the adaptive meshfree multilevel solution of
an elliptic PDE, is presented in section 3. There, we introduce our refinement
algorithm and show that it leads to point sets and covers that are consistent
with the multilevel construction of [9]. Moreover, we present the construction
of our error indicator and discuss how we obtain an adaptive multilevel solver
with optimal complexity using the nested iteration approach. Then, we present
the results of our numerical experiments in two and three space dimensions
in section 4. These results clearly demonstrate the efficiency of the proposed
scheme. Finally, we conclude with some remarks in section 5.

2 Partition of Unity Method

In the following, we shortly review the construction of a partition of unity
space VPV and the Galerkin discretization of an elliptic partial differential
equation using VPV as trial and test space, see [15] for details.

2.1 Construction of a Partition of Unity Space

In a PUM, we define a global approximation u"Y

of local approximations wu;,

simply as a weighted sum

N
uPY(z) = Zg@z(x)ul(x) (2.2)
i=1

These local approximations u; are completely independent of each other, i.e.,
the local supports w; := supp(u;), the local basis {¢'} and the order of
approximation p; for every single u; := Y ul¢? € VP can be chosen inde-
pendently of all other w;. Here, the functions ¢; form a partition of unity
(PU). They are used to splice the local approximations u; together in such
a way that the global approximation u"V benefits from the local approxima-
tion orders p; yet it still fulfills global regularity conditions. Hence, the global
approximation space on {2 is defined as
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VY= Z iV = Z @i span{{t;'}) = span({pi)j'}). (2.3)

The starting point in the implementation of a PUM approximation space V'Y
is the construction of an appropriate PU, see Definition 1 and Definition 2.

Definition 1 (Partition of Unity). Let 2 C R? be an open set. Let {p;}
be a collection of Lipschitz functions with

0 < gi(z) <1, Yipi=1on,
@il Lo (may < Coos V@il oo (may < m,

where w; := supp(p;), Co and Cy are two positive constants. The sets w; are
called patches and their collection is referred to as a cover Cq := {w;} of the
domain 2.

For PUM spaces (2.3) which employ such a PU {¢;} there hold the fol-
lowing error estimates due to [1].

Theorem 1. Let 2 C R? be given. Let {p;} be a partition of unity according
to Definition 1. Let us further introduce the covering index Ac,, : 2 — N such
that

Ao, () = card({i|z € w;}) (2.4)

and let us assume that Ac,,(r) < M € N for all x € §2. Let a collection
of local approzimation spaces VF' = span({y"}) € HY (2 Nw;) be given.
Let u € HY(2) be the function to be approzimated. Assume that the local
approzimation spaces VP have the following approzimation properties: On
each patch 2 Nw;, the function u can be approzimated by a function u; € V"
such that

lu = uillL2(0nw) < &, and [[V(u—us)|lL2(2ne,) < & (2.5)
hold for all i. Then the function

ufY = Z piu; € VEY C HY()

wi€Cq

satisfies the global estimates

lu = uPY| 2 () g\/ﬂcoo( 3 ef)? (2.6)

w;e€Cqp
C 2 3
—uFU 2 < v c2 2 2
19 (= ") |2 < VM ( ZC ( diam(wi))eﬁomez) L@
Wi 2

The estimates (2.6) and (2.7) show that the global error is of the same order
as the local errors provided that the covering index is bounded independent
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of the size of the cover, i.e. M = O(1). Note that we need to assume a slightly
stronger condition to obtain a sparse linear system by the Galerkin approach.
To this end, we introduce the notion of a local neighborhood or local cover
Cpi C Cq of a particular cover patch w; € C; by

Co,i ={wj € Colwj Nw; # 0} (2.8)

and require max,, ec,, card(Cp ;) = O(1).

Note furthermore that the conditions imposed on the PU in Definition 1 do
not ensure that the product functions ¢;1 of (2.3) are linearly independent.
However, to obtain the linear independence of the product functions ;97" it
is sufficient to require that the PU has the following property.

Definition 2 (Flat top property). Let {¢;} be a partition of unity accord-
ing to Definition 1. Let us define the sub-patches wpr; = {z|Ac,(z) = 1}
such that ©;|wpr; = 1. Then, the PU is said to have the flat top property, if
there exists a constant Cpr such that for all patches w;

pw(wi) < Cpr p(wrT,i) (2.9)

where y(A) denotes the Lebesgue measure of A C R%. We have Coo = 1 for a
PU with the flat top property.

Obviously the product functions ;1" are linearly independent if we as-
sume that the PU has the flat top property and that each of the local bases
{17} is locally linearly independent on the sub-patches wpr; C w;.!

The PU concept is employed in many meshfree methods. However, in most
cases very smooth PU functions p; € C¥(£2) with k& > 2 are used and the
functions ¢; have rather large supports w; which overlap substantially. Hence
in most meshfree methods card(Cy ;) is large and the employed PU does
not have the flat top property. This makes it easier to control |[Ve;||pe,
compare Definition 1 and (2.7), but it can lead to ill-conditioned and even
singular stiffness matrices. For a flat top PU we obviously have V;|up.; =0
so that it is sufficient to bound V¢, on the complement w; \ wpr,; which
requires some additional properties, compare (2.13) and (2.14). Hence, the
cover construction for a flat top PU is somewhat more challenging.

A PU can for instance be constructed by simple averaging, often referred
to as Shepard’s method. Let us assume that we have a cover Cy = {w;} of
the domain §2 such that 1 < Mg, () < M for all © € 2. With the help
of non-negative weight functions W} defined on these cover patches wy, i.e.
Wi(z) > 0 for all € wy \ Owy, we can easily generate a partition of unity by

Wi(x)

oi(z) = 5.00) where S;(z) ;:w.ezcmwj(x). (2.10)

! Note that the flat top property is a sufficient condition only. It is not a necessary
requirement. In practice we already obtain a linearly independent set of shape
functions if the flat top property is satisfied by most but not necessarily all patches
w; of the cover Cy,.
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Obviously, the smoothness of the resulting PU functions ¢; is determined
entirely by the smoothness of the employed weight functions. Hence, on a
cover with tensor product patches w; we can easily construct partitions of
unity of any regularity for instance by using tensor products of splines with
the desired regularity as weight functions.? Hence, let us assume that the
weight functions W; are all given as linear transformations of a generating
normalized spline weight function W : R? — R with supp(W) = [0,1]¢, i.e.,
Cr

Wi(z) =WoTi(z), T;:w;— [0,1]% IDT oo < 7=

Yo (2.11)

and Wl =1, [VW]| < Cw . To show that the PU arising from (2.10) is
valid according to Definition 1 it is sufficient to make the following additional
assumptions:

e Comparability of neighboring patches: There exist constants Cp and Cy
such that for all local neighborhoods C', ; there holds the implication

w;j € Co,; = Cpdiam(w;) < diam(w;) < Cy diam(w;) (2.12)

with absolute constants C, and Cy.
e Sufficient overlap: There exists a constant K > 0 such that for any = € 2
there is at least one cover patch w; with the property

r €w;, dist(z, 0w;) > K diam(w;). (2.13)

e Weight function and cover are compatible: There exists a constant Cyy 1,
such that for all cover patches w;

Cw,L

[VWi(z)| > diam(w;)

holds for all x € 2 with A\¢,,(z) > 1, (2.14)
compare Figure 1.

Lemma 1. The PU defined by (2.10) with weights (2.11) is valid according
to Definition 1 under the assumptions (2.12), (2.13), and (2.14).

Proof. For x € 2 with Ac,, () = 1 we have Vy,;(z) = 0. Note that we have
|Si(2)| = [Wi(z)| = [Wi(z) — Wily)]

where w; denotes the cover patch with property (2.13) for x € 2 and y € Ow,
is arbitrary. For any x € {2 with A¢, > 1 we therefore obtain with the mean
value theorem, (2.13) and (2.14)

2 Other shapes of the cover patches w; € Cq, are of course possible, e.g. balls or
ellipsoids, but the resulting partition of unity functions ¢; are more challenging to
integrate numerically. For instance a subdivision scheme based on the piecewise
constant covering index Ac,, leads to integration cells with very complicated
geometry.
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weight function

1 . : weight function
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Figure 1. A one-dimensional weight function W; on a patch w; = (C' — h,C + h)
with wer,; = (a,b) that does not satisfy (left) the compatibility condition (2.14),
and one that does (right).

1Si(z)| = Cw, LK.
Together with (2.11) and (2.12) this yields the point-wise estimate
Wi(z)VSi(x) — VWi(x)Si(x)

Veua)] = | O
< (IVW o Tu(2) DT:(2) i (w)| + [Wi(2) 52, YW o Ty(2) DTi(x)
- [52()]
< (CWA,LK)_2m

which gives the asserted bound ||V || o (ra) < dlam(w with Cy > %

In general any local space which provides some approximation property
such as (2.5) can be used in a PUM. Furthermore, the local approximation
spaces are independent of each other. Hence, if there is a priory knowledge
about the (local) behavior of the solution u available, it can be utilized to
choose operator-dependent approximation spaces. For instance, the a priori
information can be used to enrich a space of polynomials by certain singu-
larities or it maybe used to choose systems of eigenfunction of (parts) of the
considered differential operator as local approximation spaces. Such special-
ized local function spaces may be given analytically or numerically.

If no a priori knowledge about the solution is available classical multi-
purpose expansion systems like polynomials are used. In this paper we employ
products of univariate Legendre polynomials throughout, i.e., we use

VPi(w;) == PP o Ty, T w; — (-1 1)d
PP ((~1,1)7) = span({y" |" = Hﬁm 7l = Zm < pi}),
=1 =1

where £* denotes the Legendre polynomial of degree k.
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2.2 Essential Boundary Conditions and Galerkin Discretization

The treatment of essential boundary conditions in meshfree methods is not
straightforward and a number of different approaches have been suggested. In
[10] we have presented how Nitsche’s method [13] can be applied successfully
in the meshfree context.

In order to formulate the resulting weak formulation of (1.1) arising from
Nitsche’s approach, we introduce some additional notation. Let 0,u := g—z

denote the normal derivative, I'p ; := w; N I'p, and
Cr, = {wi S C_Q|FD7Z' # @}

denote the cover of the Dirichlet boundary. Furthermore, we define the cover-
dependent norm

10null? s o, = Y diam(Tp)|0uulliar, ,)-

w; €Crp,
With these conventions we obtain the weak formulation
ag(u,v) = lg(v) for all v e VPV (2.15)

with the cover-dependent bilinear form

ag(u,v) == / VuVo — / (Onuv + udpv) + 5 Z diam(I'p ;)~* / uv
§2 I'p wi€Crp Ipi
(2.16)
and the corresponding linear form

l3(v) ::/va—/nganv+/Fng+ﬁ Z diam(FD,i)’l/ gpv (2.17)

w; €Crp, I'p.i

from the minimization of the functional

Js(w) ::/Q|Vw\272/118nww+ﬂ Z diam(I'p;)~' [ |w|*. (2.18)

w; €Crp, I'p.i

Note that this minimization is completed for the error in V'Y, i.e., we are
looking for min,rucyru Jy g(u — uFV). There is a unique solution ufV if
the regularization parameter 3 is chosen large enough; i.e., the regularization
parameter is dependent on the discretization space VFY. The solution u"V of
(2.15) satisfies an optimal error estimate if the space V'Y admits the following
inverse estimate

[Onull—1 ¢ < Cinel|Vullp2(0) forall v e yPU (2.19)

with an absolute constant Ci,, depending on the cover Cy;, the generating
weight function W and the employed local bases {1 }. If Ciyy is known, the
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regularization parameter 3 can be chosen as 3 > 2C?2_. Hence, the main task

mv-°

is the automatic computation of the constant Ci,,. Fortunately, C’fnv can be
approximated very efficiently, see [10]. To this end, we consider the inverse
assumption (2.19) as a generalized eigenvalue problem locally on each patch
w; € Cr, which intersects the Dirichlet boundary and solve for the largest
eigenvalue to obtain an approximation to CZ .

Note that this (overlapping) variant of Nitsche’s approach is slightly dif-
ferent from the one employed in [10, 15], e.g., there the inverse assumption
(2.19) was formulated using a cover-independent norm. To attain a conver-
gent scheme from (2.18) it is essential that the covering index Acr,, () < M
is bounded. The implementation of (2.16) and (2.17) is somewhat more in-
volved since the numerical integration scheme must be capable of handling
the overlap region correctly. The main advantage of this overlapping variant
is that the regularization parameter (§ is dependent on the employed local
approximation spaces, i.e., on the employed polynomial degrees, and on the
maximal level difference L close to the boundary only. It is not dependent on
diam(w;). Hence, it is sufficient to pre-compute (3 for the maximal allowable
value of L and the maximal polynomial degree. This value can then be used
for all patches on all levels.

For the Galerkin discretization of (2.15), which yields the linear system

A= f, with Ag k), m) = asle 0}, ivf), and fi ) = la(eaf),

we need to employ numerical integration since the PU functions are in general
piecewise rational functions. Note that the flat top property is also beneficial
to the numerical integration since all PU functions are constant on each wpr ;
so that the integration on a large part of the domain |J, wrr; C §2 involves
only the local basis functions ]'. Therefore, a subdivision scheme based on
the covering index A\¢,, which employs sparse grid numerical integration rules
of higher order on the cover-dependent integration cells seems to be the best
approach, see [8] for details. Note that the use of an automatic construction
procedure for the numerical integration scheme is a must for adaptive compu-
tations since an a priori prescribed background integration scheme can hardly
account for the (possibly) huge variation in the support sizes diam(w;) and
may lead to stability problems.

With respect to the assembly of the system matrix A for a refined PUM
space it is important to note that we do not need to compute all its entries
A(i k), (jn)- We can re-use the entries A(; 1) (j,n) Which stem from a patch w;
with the property that none of its neighbors w; € Cq; have been refined.
Hence, there are a number of complete block-rows A(; .y (..) that do not need
to be computed for the refined space and we need to compute only a minimal
number of matrix entries A ry,(jn) from level to level.
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3 Adaptive Multilevel Solution

In [8, 9] we have developed a tree-based cover construction scheme that gives a
sequence of covers {CF} based on a given point set P = {x;}. The fundamental
construction principle employed in [8] is a d-binary tree. Based on the given
point data P, we sub-divide a bounding-box Cp, D 2 until each of the tree
cells

d
¢, = [1(ch— nt.ch+ h)

=1

—

contains at most a single point x; € P, see Figure 2 (left). We obtain a valid
cover from this tree by choosing

d
w; = H(cﬁ —ahl,cl +ahl), with a> 1. (3.20)
=1

Note that we define a cover patch w; and a corresponding PU function ¢;
for cells that contain a point x; € P as well as for empty cells that do not
contain any point from P.? This procedure increases the dimension of the
resulting PUM space, yet (under some assumptions) only by a constant factor
[5, 8]. The main benefit of using a larger number of cover patches is that
the resulting neighborhoods Cy, ; are smaller and that we therefore obtain a
smaller number of entries in the stiffness matrix. The coarser covers C¥, are
defined considering coarser versions of the constructed tree, i.e., by removing
the complete set of leaves of the tree. For details of this construction see [8].

The constructed covers CF, all satisfy the conditions of the previous sec-
tion.

Figure 2. Subdivision corresponding to an initial cover (left). Subdivision with cells
of neighborhood Cg,; (light gray) and cell corresponding to patch w; (dark gray)
(center). Subdivision with cells of subset Rp,; (gray) (right).

3 This approach can be interpreted as a saturation technique for our d-binary tree.
To this end, we can define an additional point set P :~{§i} such that each cell of
the tree now contains ezactly one point of the union P U P, compare [8, 9].
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Lemma 1. A cover Cq = {w;} arising from the stretching of a d-binary tree
cell decomposition {C;} according to (3.20) with o > 1 satisfies conditions
(2.11), (2.12) and (2.13).

Proof. For the ease of notation let us assume h; = h¥ for k = 1,... d. Then,
we have h; =< 27! diam(£2) where [; refers to the tree-level of the cell C;.
Obviously, we have Cp = 1,
Cy = max max 25761 and ©p =C;l.
v wi€Couw;jeCq. o v
Due to the stretching of the tree cells we can find for any x € {2 at least one
cover patch w; such that x € w; and that the inequality
a—1

min 27

dist(z, dw;) >
ist(xz, Ow;) > L min

holds. Hence, with the maximal difference in tree levels of two overlapping
cover patches L := max,,ec, MaX,,ecy,, |li — l;| we obtain Cy = 2L and
K= (a—-1)2"L71 O

Therefore, the resulting PU defined by (2.10) using a tensor product B-
spline as generating weight function satisfies the assumptions of Definition
1 and the error estimates (2.6) and (2.7) hold for our multilevel PUM on
each level k. Furthermore, we can easily enforce that each PU of the resulting
sequence {g; 1}, has the flat top property.

Corollary 1. The PU resulting from (2.10) based on a cover Cop = {w;}
arising from the stretching of a d-binary tree cell decomposition {C;} with
a > 1 according to (3.20) has the flat top property if o € (1,1 +271).

3.1 Particle Refinement

In the following we consider the refinement of the given point set P and the
respective sequence of covers C ’5 obtained from the tree construction reviewed
above. One of the properties this refinement procedure should have is that we
are able to bound the maximal level difference L of the resulting tree. Only
then will we obtain a sequence of covers {C%} and a sequence of PUs {¢; 1.}
which satisfy the conditions given above with uniform constants.

In general any local refinement procedure employs a Boolean refinement
indicator function r : Cy, — {true, false} which identifies or marks regions
which should be refined. Often the refinement indicator is based on thresh-
olding of local error estimates 7; = ||u — UPU||H1(QQwi), e.g.

_ Jtrue  if 21 > Nmax . o
rlws) = {false else - WIth hax 1= wielg (3.21)

Based on this refinement indicator we then employ certain refinement rules to
improve the resolution on a patch w;. Since we are interested in the refinement
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of a particle set, these refinement rules must essentially create new particles
in the regions {w; € C |r(w;) = true}. Furthermore, this refinement process
should be consistent with our tree construction.

Before we consider our refinement rules for particles, let us first consider if
a simple refinement indicator function like (3.21) is suitable for the PUM. To
this end let us assume that we have 1; &~ |lu — u"V|| g1 (onw,) an estimate of
the error u —uV locally on each patch w;, see section 3.3 for the construction
of such an error estimator. Note that the 7; are (overlapping) subdomain
estimators which are fundamentally different from the more common (disjoint)
element estimators in the FEM.

Recall that the local error is given by

lu=uP mr2rwy = 1| Y @5 —uj)lla @nw) (3:22)
w;€Cq;

since ijecn,i @;(x) =1 for all € w;. Thus, using a simple indicator like
(3.21) which would just mark the patch w; for refinement may not be sufficient
to reduce the error on w;. It seems necessary that at least some of the neighbors
are also marked for refinement to achieve a sufficient error reduction. Another
reason why the highly local indicator (3.21) is not suitable for our PUM is
the fact that we need to bound the maximal level difference L of neighboring
patches. This can hardly be achieved using (3.21). A simple solution to this
issue could be to refine all patches w; € Cyp; since they all contribute to the
error on w;. This will certainly ensure that the error on w; is reduced, however,
it may lead to a substantial yet unnecessary increase in computational work
and storage. Taking a closer look at (3.22) we find that the contribution of a
patch w; to the error on w; lives on the intersection w; Nw; only. Hence, it is a
promising approach to select an appropriate subset of neighbors w; € Cgp; via
the (relative) size of these intersections. This approach is further in perfect
agreement with our constraint of bounding the maximal level difference since
the intersection w; Nw; will be (relatively) large if [; < [;, i.e., w; is a coarser
patch than w;. Hence, we introduce the sets

RQJ‘ = {wl} U {wj € OQJ ‘ lj < ll}

of patches with a large contribution to the local error on w;. With the help of
these sets we define our refinement indicator function as

_ Jtrue if w; € Ro; and 21; > Nmax

r(w;) = {false else ’ (3.23)
see Figure 2. Note however that this does not guarantee that the maximal
level difference L stays constant. But it ensures that L increases somewhat
slower and only in regions where the error is already small. Hence, the adverse
effect of larger constants in the error bound (2.7) is almost negligible. Also
note that the presented procedure can be interpreted as a refinement with
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implicit smoothing of the cover due to the selection of a subset of neighbors.
This strategy gave very favorable results in all our numerical studies and it is
employed in the numerical experiments presented in this paper.

Now that we have identified the refinement region, we need to consider
the refinement rules for our particle set P based on the patch-wise refinement
indicator function (3.23). Our goal is to define a set of refinement rules which
create new points x, and a respective cover Cy,, so that our original cover
construction algorithm with the input P U {x,} will give the refined cover
C. Hence, the locations of the created points are constrained to certain cells
of our tree. In this paper we employ a very simple and numerically cheap
positioning scheme* for the new points based on a local center of gravity,
which is defined as

1

:m Z xr, Goi={xr € Play €w, € Cn,}.

rr€GQ;

gi

Note that g; is well-defined for all patches. Due to our tree-based cover con-
struction we can always find at least one given point z; in the local neighbor-
hoods C; . even for empty patches we, i.e. w.NP = (). Besides the local centers
of gravity g; we furthermore use the geometric centers ¢; of the tree-cell C;
associated with the considered patch w; and the centers c; , of the refined tree-
cellsC; g withg=1,..., 2¢ for our positioning scheme. The overall refinement
scheme for a patch w; reads as follows.

Algorithm 1 (Particle Refinement).

1. Set counter w = 0.
2. If there is z; € P with x; € C; C w;, then determine sub-cell C; 5 C w; 5
with z; € Ci@.
3.If g; € C; C w;, then determine sub-cell C; 4 C w; 4 with g; € Cj 4. Set
P=PU{g}and w=w+ 1. If w > 2971 then stop.
4. If § # q, then
For ¢ =1,...,2% compute projection Di,q of sub-cell center ¢; ;, on line
T;g; and the projection p; 4 of ¢; , on line T;¢;.
If pig € Ciyg, thenset P = PU{p;,} and w = w + 1. If w > 2471
then stop.
If pi g €Ciq and p; g € Ciq, then set P = PU{p; 4} and w = w+ 1.
If w > 291, then stop.
5.1f ¢ = q and g; = c¢;, then assume that data is gridded and set P =
PU{ci,} withg=1,...,2%

4 Note that many other approaches to the construction of new points are possible.
For instance we can minimize the local fill distance or the separation radius
under the constraint of positioning the new points within the sub-cells of the tree
construction. Such approaches, however, involve the solution of a linear system
and hence are computationally more expensive.
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Now that we have our refined point set P, let us consider the question of
how to define the respective cover patches w;. The refinement of a cover is
straightforward since a d-binary tree is an adaptive data-structure. Here, it is
sufficient to use a single subdivision step to split the tree-cell C; into 2¢ sub-
cells C; 4 if the refinement indicator function r(w;) = true for the associated
cover patch w;. Then, we insert the created particles in the respective cells
and set the patches w; , on all refined (sub-)cells C; , with ¢ = 1,...,24 using
(3.20) with the same overlap parameter a.

Due to our careful selection of the positions of the new points {x,} in
our refinement scheme we ensure that the refined cover C’Q is identical to the
cover obtained by our original cover construction algorithm using the refined
point set P U {x,} as input. Hence, a refined cover is guaranteed to have the
same properties as the covers obtained from the original algorithm.

Recall that our tree-based cover construction algorithm provides a com-
plete sequence of covers Cf?. Hence, we must deal with the question how to
introduce a refined cover into an existing sequence of covers C’f) such that
the resulting refined sequence is consistent with our multilevel construction
[9, 15].

3.2 Iterative Solution

In [9] we have constructed a sequence of covers {Cf, = {w;x}} with k& =
0,...,J where J denotes the maximal subdivision level of the tree, that is all
covers C’f) have the property

k = max [;. (3.24)

wiECg

The respective PUM spaces V;F'U are defined as

PU . __ Pik
Vi = Z PikVir

Wi k€2

with the PU functions (2.10) based on the cover Cy, ;, and local approximation
spaces Vi of degree p; .

Note that property (3.24) ensures that we have a minimal number of levels
J + 1 and thus minimal work and storage in the iterative multilevel solver.
Hence, the covers of a refined sequence must also satisfy (3.24).

Let us assume that we have a sequence of covers {Cf}} with £ =0,...,J
satisfying the level property (3.24) and that we refine the cover Cf,. To obtain
a sequence {C%} with this property by the refinement scheme presented above
we need to distinguish two cases.

First we consider the simple case where we refine the cover CJ in such a
way that at least one patch w; with [; = J is marked for refinement. Then,
the resulting cover R(CY)) has at least one element w; with I; = J + 1 and
we can extend our sequence of covers {Ck} with k = 0,...,J + 1 where
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C}I;‘l = R(C"(Iz). In the case where we refine only patches w; with I; < J,
we obtain a refined cover R(CJ) for which max, . r(cg) li = J holds and
we cannot extend the existing sequence of covers by R(CY). We rather need
to replace the cover CJ, by its refined version R(C{,) to obtain a consistent
sequence of covers. Thus, we end up with the modified sequence {C%} with
k=0,...,J where we assign C}, = R(C}).

With these conventions it is clear that our refinement scheme leads to
a sequence of covers {Ck} that satisfies all assumptions of our multilevel
construction and our iterative multilevel solver is applicable also in adaptive
computations.

To reduce the computational work even further, we couple our multilevel
solver with the nested iteration technique [12], see Algorithm 2.

Algorithm 2 (Nested Iteration).

1. If [ > 0, then set initial guess
i = Py
Else, set initial guess
u; = 0.
2. Set )" — ISP (@), fi, Ay) .

The ingredients of a nested iteration are the basic iterative solution procedure
ZS,; (in our case ZS; will be a multilevel iteration MG;(0, f;)) defined on each
level [ and prolongation operators Pll_l. One key observation which lead to the

development of Algorithm 2 is that the approximate solution 11;61’11 obtained on
level [ —1 is a good initial guess @) for the iterative solution on level I. To this
end, we need the prolongation operator PZL1 to transfer a coarse solution on
level [ —1 to the next finer level [, see step 1 of Algorithm 2. Another property
that is exploited in our nested iteration solver is that there is nothing to gain
from solving the linear system of equations (almost) exactly since its solution
describes an approximate solution of the considered PDE only. The iterative
solution process on level [ can be stopped once the error of the iteration is
of the same order as the discretization error on level [. Thus, if the employed
iterative solver ZS; has a constant error reduction rate, as it is the case for
an optimal multilevel iteration MG, then a (very small) constant number
of iterations k; that is independent of [ in step 2 is sufficient to obtain an
approximate solution u; on each level [ within discretization accuracy. The
overall iterative process is also referred to as full multigrid [6, 11].

In all our numerical studies no more than 2 applications of a V' (1, 1)-cycle
with block-Gauss-Seidel smoothing (compare [9]) were necessary to obtain an
approximate solution within discretization accuracy.

3.3 Error Estimation

The final ingredient of our adaptive multilevel PUM is the local error estimator
ni =~ |lu —ubY| H'(2nw,) Which steers our particle refinement process and can
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be used to assess the quality of the computed global approximation [2, 3, 16,
17]. In this section we now construct an error estimator 7; for the PUM based
on the subdomain approach due to [2].

We employ an a posteriori error estimation technique based on the solution
of local Dirichlet problems defined on (overlapping) subdomains introduced in
[2] which is very natural to the PUM. To this end let us consider the additional
local problems

—Aw; = f in 2N wj,
w; = ’LLPU on 6(9 N wi) \FN, (325)

ow;

71:_9]\/ onFNﬁa(Qﬂwi)

on
to approximate the error u — uFY on 2 Nw; by w; —utY € HY{(2 Nw;), see
[2]. This leads to the local error estimator 7; := [|w; — u"Y|| g1 (onw,)-

Note that the local problems (3.25) employ inhomogeneous Dirichlet
boundary values. As discussed in section 2.2, the implementation of essen-
tial boundary conditions is somewhat more involved in the PUM. There we
have presented a non-conforming approach due to Nitsche to realize the global
Dirichlet conditions of our model problem (1.1). Of course this technique can
also be pursued here, however, since we consider (3.25) on very special subdo-
mains, i.e., on the support of a PU function ¢;, there is a much simpler and
conforming approach.

Enforcing homogeneous boundary conditions on the boundary Ow; is trivial
since ¢;lg,;, = 0. For patches close to the boundary we can easily enforce
homogeneous boundary values on 9(2Nw; )\ I'v \ I'p. Hence, if we reformulate
(3.25) in such a way that we have to deal with vanishing boundary data on
O(£2Nw;)\I'v\I'p only, we can realize the (artificial) boundary conditions in a
conforming way. Only for the global boundary data on I'p we need to employ
the non-conforming Nitsche technique. Therefore, we employ a discrete version
of the following equivalent formulation of (3.25)

—Aw; = f— fPY in 2Nwj,

W =0 on A(2Nw)\I'n\Ip,
’[I}i = gp — ’LLPU on 3(9 ﬂwz) M FD, (326)
8u~zi 8uPU

an = gN — an onFNﬂﬁ(Qﬂwi),
where fPU denotes the best approximation of f in VPV, with mostly homo-
geneous boundary conditions within our implementation.

We approximate (3.26) using the trial and test spaces V; (2 Nw;) =
goiVipiJrqi with ¢; > 0. Obviously, the functions w; € V;.(2 N w;) satisfy
the homogeneous boundary conditions on 9(£2 Nw;) \ I'ny \ I'p due to the
multiplication with the partition of unity function ;. Note that these local
problems fit very well with the global Nitsche formulation (2.18) since the
solution of (3.26) coincides with the minimizer of

T (u— PV — ;) — min{w; € V. (2Nw;)}
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where the parameter ; now depends on the local discretization space V; .. (£2N
w;) C H'(2Nw;) and not on VFY c H'(£2).? Note that the utilization of the
global Nitsche functional is possible due to the use of a conforming approach
for the additional boundary 9(£2Nw;) \ I'n \ I'p only.

We obtain our local approximate error estimator

ni = @il i (2nw) (3.27)

from the approximate solution w; € V; .(£2 Nw;) of the local problem (3.26).
The global error is then estimated by

1= (X @F) = (T lolen) - 629)

w;€Cqp w;€Cqp

W=

Note that we solve (3.26) in the complete space V;.(2 Nw;) = @, VPite
and not just the space goi‘/;pl+qi\pi ‘/'ip”Jr%\p"'
complement of V7* in VT4,

This subdomain error estimation approach was already analyzed in the
PUM context in [1]. There it was shown that the subdomain estimator is

efficient and reliable, i.e., there holds the equivalence

c! Z lwillF (2nwy < llu—u"YllFn e < C Z [willFr (2w (3:29)

w;eCp w;eCqp

where denotes the hierarchical

Yet, it was assumed that the variational problem is globally positive definite
and that a globally conforming implementation of essential boundary condi-
tions is employed. However, both these assumptions are not satisfied in our
PUM due to the Nitsche approach. The analysis of the presented estimator is
an open issue.

Also note that there are other a posteriori error estimation techniques
based on the strong residual in Mortar finite elements based Nitsche’s ap-
proach e.g. [4] which can be used in the PUM context. Finally, let us point out
an interesting property of the PUM which might be beneficial in the construc-
tion of error estimators based on the strong residual. Recall from Theorem 1
that the global error is essentially given as an overlapping sum of the local
errors with respect to the local approximation spaces. The properties of the
PU required by Definition 1 enter in the constants of the estimates (2.6) and
(2.7) only. They do not affect the attained approximation order. Hence, the
global approximation error in a PUM is essentially invariant of the employed
PU — if the PU is based on the same cover Cl,.

Corollary 2. Let 2 C R be given. Let {p}} and {p?} be partitions of unity
according to Definition 1 employing the same cover Co = {w;}, i.e. for alli
assume that w} = w? = w;. Let us assume that Ao, () < M € N for all z € (2.

;=

5 We may also pre-compute the Nitsche regularization parameter Bmax for maximal
total degree max p; + ¢; and employ (Gmax on all levels and for all local problems.
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Let a collection of local approzimation spaces V' = span({¢"}) C H' (2Nw;)
be given as in Theorem 1. Let u € H'(§2) be the function to be approzrimated.
Then there hold the global equivalencies

CralluPVt =l p2i) < [uY? = ull 2 (o) < Conllu”' —ull 20y (3.30)
and

CravlIVu™ =) 20y < V"~ 12(0) < Con,w[IV(u"" —u)| 12(0)
(3.31)
for the functions

utYl = E otu; € VPV and  wPY? = E YPu; € VFPU2
w; €Cp wi€Co

with constants Cy 2, Co1, Ci v, Ca1,v depending on the partitions of unity
only.

Due to this equivalence it is easily possible to obtain an approximation
@PY with higher regularity k& > 0 from a C° approximation u"V in our PUM
simply be changing the employed generating weight function V. The smoother
approximation %Y can for instance be used to evaluate/approximate higher
order derivatives without the need to consider jumps or other discontinuities

explicitly.

3.4 Overall Algorithm

Let us shortly summarize our overall adaptive multilevel algorithm which
employs three user-defined parameters: ¢ > 0 a global error tolerance, ¢ > 0
the increment in the polynomial degree for the estimation of the error and
k > 0 the number of multilevel iterations employed in the nested iteration.

Algorithm 3 (Adaptive Multilevel PUM).

1. Let us assume that we are given an initial point set P and that we have
a sequence of PUM spaces VPV = D i rEC o %lepkk with k =0,...,J
based on a respective sequence of covers Cp = {w;x} arising from a
d-binary tree construction using the point set P, see [8, 15] for details.
Let Pll_1 : Vlli[f — leU and Ré_l : VZPU — V?i[f denote transfer operators
and &; : VlPU X VlPU — V}PU appropriate smoothing schemes so that we
can define a multilevel iteration MG : VPV x VPV — VFPU gee [7, 9, 15]
for details. Set u; = Mg’}‘““ (0, fJ) where the number of iterations kinjt
is assumed to be large enough.

2. Compute the local error estimates n; from (3.27) using the local spaces
©7:VP7* Estimate the global error by (3.28).

3. If the ;global estimate satisfies n < e: STOP.
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4. Define the refinement indicator function (3.23) on the cover Cy ; based
on the local estimates 7.
5. Using the refinement rules of section 3.1 define a refined point set P, a
refined cover R(Cy, ;) and its associated PUM space R(V}Y).
6. If R(Cy,,s) satisfies the level property (3.24) with J:
a) Delete the transfer operators P7_, and R} '
b) Compute an intermediate transfer operator Py : VFU — R(VFV),
¢) Set vy = Pyiy.
d) Delete the intermediate transfer operator P.
e) Remove the cover Cy, ; and its associated PUM space V;'U from the
respective sequences.
f) Set Cg.j := R(Cp, ;) and VY .= R(VFY).
7.If R(Cyg,,y) satisfies the level property (3.24) with J + 1:
a) Extend the sequence of covers by Cq 41 := R(Cp,s) and the sequence
of PUM spaces by V1) :== R(V]'Y).
b) Set ’l~}J =0.
c)Set J=J+1.
8. Set up the stiffness matrix A; and right-hand side f 7 using an appropriate
numerical integration scheme.
9. Compute transfer operators Py_, : VIV — VPVand R~ : VPV —
and define appropriate smoother Sy : VJPU X VJPU — VJPU on level J.
10. If @J =0 , set ’DJ = Pj]_laJ_l.
11. Apply k > 0 iterations and set @y = Mgfﬁ(aﬁ‘% 7).
12. GOTO 2.

PU
J—1

4 Numerical Results

In this section we present some results of our numerical experiments using the
adaptive PUM discussed above. To this end, we introduce some shorthand
notation for various error norms, i.e., we define

N G 17 N G V% =™
e = ,  er2 = , and eg1 = ——"——
l[ull Los [[uel| 2 ]| 11
32)
Analogously, we introduce the notion
1
e* _ n _ (ZwiECQ 7712) ’
1= =
B Nl ([l 2

for the estimated (relative) error using (3.27) and (3.28). These norms are
approximated using a numerical integration scheme with very fine resolution,
see [15]. For each of these error norms we can compute the respective conver-
gence rate p by considering the error norms of two consecutive levels [ — 1 and

l
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Figure 3. Surface plot of approximate Figure 4. Refined point set P on level
solution «FY on level J = 11. J = 11 for Example 1 using quadratic
polynomials for error estimation.

tog (L=
= dofy = 3 dim(VE). (4.33)
log(dofl;l ) wi k€CH,
To assess the quality of our error estimator we give its effectivity index with
respect to the H'-norm
* 6}}1 _ n

€1 = =
e (u—uPO)

in the tables. We also give the maximal subdivision level J of our tree for
the cover construction, and the total number of degrees of freedom dof of the
constructed PUM space VPV on level J.

FEzample 1. In our first example we consider the standard test case of an L-
shaped domain in two space dimensions with homogeneous boundary condi-
tions at the re-entrant corner. That is we discretize the problem

—Au=f inQ=(-1,1)2\10,1)%
u = gp on 80

with our adaptive PUM where we choose f and gp such that the solution u €
H2(£2) in polar coordinates is given by u(r, ) = r3 sin(24:7), see Figure 3.
We employ linear Legendre polynomials as local approximation spaces V;! and
estimate the local errors once with quartic (Table 1 and Figure 5) and once
with quadratic (Table 2 and Figure 6) Legendre polynomials, i.e. V; . = ¢; Vi
and V; . = ¢;V;? respectively.

It is well-known that in this two-dimensional example uniform refinement
will yield a convergence rate of py1 = % only instead of the optimal py1 =
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Table 1. Relative errors e (4.32) and convergence rates p (4.33) for Example 1 using
quartic Legendre polynomials for error estimation.

J dof ere~  proo er? L2 ent Pt e Pt €1
0 3 3.303-; 1.01 2.469_; 1.27 5.272_; 0.8 4.150_; 0.80 0.79
1 9 1.162_7 0.95 5.301_2 1.40 2.153_; 0.82 2.327_; 0.53 1.08
2 36 7.431_5 0.32 2.084_o 0.67 1.572_; 0.23 1.344_; 0.40 0.85
3 144 4.628_o 0.34 8947_3 0.61 1.034_: 0.30 8.702_> 0.31 0.84
4 252 2.908_2 0.83 4.207-3 1.35 7.291_5 0.62 6.030_2 0.66 0.83
5 360 1.830_2 1.30 2.774_3 1.17 5.632_> 0.72 4.566_o 0.78 0.81
6 468 1.152_5 1.76 2.389_3 0.57 4.821_o 0.59 3.836_2 0.66 0.80
7 576 7.252_3 2.23 2.277_3 0.23 4.457_2 0.38 3.505_2 0.43 0.79
8 1008  4.564_3 0.83 1.164_3 1.20 3.244_5 0.57 2.554_5 0.57 0.79
9 1566  2.874_3 1.05 6.580_4 1.29 2.524_5 0.57 1.981_5 0.58 0.78
10 2124 1.811_3 1.52 5.282_4 0.72 2.174_o 0.49 1.701_2 0.50 0.78
11 3636  1.140_3 0.86 2.669_, 1.27 1.635_2 0.53 1.280_> 0.53 0.78
12 5418 7.183-4 1.16 1.834_4 0.94 1.306_2 0.56 1.023_> 0.56 0.78
13 8226 4.525_4 1.11 1.230_4 0.96 1.063_2 0.49 8.324_3 0.49 0.78
14 13491 2.850_4 0.93 6.996_5 1.14 8.298_3 0.50 6.493_3 0.50 0.78
15 20412 1.796_4 1.12 4.731_5 0.94 6.618_3 0.55 5.191_3 0.54 0.78
16 30438 1.131_4 1.16 3.305_5 0.90 5.455_3 0.48 4.277_3 0.48 0.78
17 49842 7.125_5 0.94 1.926_5 1.09 4.288_3 0.49 3.359_3 0.49 0.78
18 77256 4.489_5 1.05 1.225_5 1.03 3.385_3 0.4 2.657_3 0.53 0.79
19 115326 2.828_5 1.15 8.611_ 0.88 2.786_3 0.49 2.187_3 0.49 0.78
20 189585 1.781_5 0.93 5.119_¢ 1.05 2.193_3 0.48 1.720_3 0.48 0.78
21 298440 1.122_5 1.02 3.129_¢ 1.09 1.719_3 0.54 1.350_3 0.53 0.79
22 446850 7.069_¢ 1.14 2.201_¢ 0.87 1.411_3 0.49 1.109-3 0.49 0.79
23 737478 4.453_¢ 0.92 1.321_¢ 1.02 1.110_3 0.48 8.715_4 0.48 0.78
24 1171548 2.805_¢ 1.00 7.915_7 1.11 8.672_4 0.53 6.814_4 0.53 0.79
25 1756818 1.767_¢ 1.14 5.570_7 0.87 7.109_4 0.49 5.585_4 0.49 0.79
convergence history convergence history
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Figure 5. Convergence history for Ex-  Figure 6. Convergence history for Ex-
ample 1 using quartic polynomials for er-  ample 1 using quadratic polynomials for
ror estimation. error estimation.
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Table 2. Relative errors e (4.32) and convergence rates p (4.33) for Example 1 using
quadratic Legendre polynomials for error estimation.

J dof ero prLoe ers L2 el Pt e Pt €1
0 3 3.303-1 1.01 2.469_; 1.27 5.272_; 0.58 4.287_; 0.77 0.81
1 9 1.162_7 0.95 5.301_o 1.40 2.153_-7; 0.82 1.496-; 0.96 0.69
2 36 7.431_2 0.32 2.084_o 0.67 1.572_7 0.23 9.882_5 0.30 0.63
3 144 4.628_5 0.34 8.947_3 0.61 1.034-; 0.30 6.502_5 0.30 0.63
4 252 2.908_5 0.83 4.207_3 1.35 7.291_o 0.62 4.696_o 0.58 0.64
5 360 1.830_2 1.30 2.774_3 1.17 5.632_5 0.72 3.753_2 0.63 0.67
6 468 1.152_5 1.76 2.389_3 0.57 4.821_5 0.59 3.306_2 0.48 0.69
7 873 7.250_3 0.74 1.181_3 1.13 3.484_o 0.52 2.418_5 0.50 0.69
8 1278 4.566_3 1.21 7.443_4 1.21 2.778_5 0.59 1.950_5 0.56 0.70
9 1854 2.875_3 1.24 5.693_4 0.72 2.298_5 0.51 1.615_5 0.51 0.70
10 3123 1.811_3 0.89 3.101_4 1.16 1.765_2 0.51 1.243_o 0.50 0.70
11 4842 1.140_3 1.05 1.963_4 1.04 1.380_2 0.56 9.784_3 0.55 0.71
12 7146 71844 1.19 1.408_4 0.85 1.136_2 0.50 8.054_3 0.50 0.71
13 11385 4.525_4 0.99 8.684_5 1.04 9.076_3 0.48 6.422_3 0.49 0.71
14 17937 2.851_4 1.02 5.109_5 1.17 7.102_3 0.54 5.047_3 0.53 0.71
15 26235 1.796_4 1.22 3.806_5 0.77 5.863_3 0.50 4.173_3 0.50 0.71
16 41598 1.131-4 1.00 2.404_5 1.00 4.710_3 0.47 3.347_3 0.48 0.71
17 67266 7.126_5 0.96 1.344_5 1.21 3.654_3 0.53 2.602_3 0.52 0.71
18 99162 4.489_5 1.19 9.895_ 0.79 2.999_5 0.51 2.138_3 0.51 0.71
19 157779 2.828_5 0.99 6.324_4 0.96 2.410_3 0.47 1.714_5 0.48 0.71
20 259047 1.781_5 0.93 3.465_¢ 1.21 1.861_3 0.52 1.325_3 0.52 0.71
21 383805 1.122_5 1.18 2.532_¢ 0.80 1.521_3 0.51 1.085_-3 0.51 0.71
22 612792 7.070_¢ 0.99 1.621_¢ 0.95 1.220_3 0.47 8.686_4 0.47 0.71
23 1014804 4.454_¢ 0.92 8.828_7 1.20 9.396_4 0.52 6.695_4 0.52 0.71
24 1509102 2.806_¢ 1.16 6.403_7 0.81 7.659_4 0.51 5.465_4 0.51 0.71
25 2412603 1.767_¢ 0.98 4.109_7 0.95 6.143_4 0.47 4.375_4 0.47 0.71
26 4014459 1.113_¢ 0.91 2.230_7 1.20 4.723_4 0.52 3.366_4 0.51 0.71
27 5983155 7.014_7 1.16 1.610_7 0.82 3.844_4 0.52 2.743_4 0.51 0.71
28 9575469 4.419_, 0.98 1.034_7 0.94 3.082_4 0.47 2.195_4 0.47 0.71
29 15969915 2.784_7 0.90 5.600_g 1.20 2.368_4 0.52

%. An efficient self-adaptive method however must achieve the optimal rate
pPHL = % and show a very sharp local refinement near the re-entrant corner,
compare Figure 4. From the numbers displayed in Table 1 and the graphs
depicted in Figure 5 we can clearly observe that our adaptive PUM achieves
this optimal value of pg1 = % The corresponding L2-convergence rate py2
and L*°-convergence rate pr- are also optimal with a value close to 1. We can
also observe the convergence of the effectivity index €};; to 0.79 from Table 1.
Hence, we see that our approximation to the local error using quartic Legendre
polynomials is rather accurate. The convergence of €j;, is clear numerical
evidence that the subdomain estimator described in section 3.3 satisfies an
equivalence such as (3.29) also for the non-conforming Nitsche approach and
solutions with less than full elliptic regularity.
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Of course, an approximation of the error estimator using quartic polyno-
mials is rather expensive. We have to solve a local problem of dimension 15
on each patch. If we are interested in steering the refinement only, then this
amount of computational work might be too expensive. Hence, we carried out
the same experiment using quadratic Legendre polynomials for the approxi-
mation of (3.26) only. Here, we need to solve local problems of dimension 6.
The measured errors and convergence rates are displayed in Table 2 and in Fig-
ure 6. From these numbers we can clearly observe that we retain the optimal
rates of py1 =~ % and pr2 ~ 1 also with this coarser approximation. However,
we also see that the quality of our approximate estimate is slightly reduced,
i.e., the effectivity index converges to the smaller value 0.71. Furthermore,
we find that our refinement scheme based on the quadratic approximation
selects more patches for refinement than in the quartic case; e.g., on level 9
we have dof = 1854 for the quadratic polynomials and only dof = 1566 for
the quartic polynomials. However, we obtain covers with a maximal level dif-
ference of L = 1 for both approximation to the local errors. Obviously, the
use of the quadratic approximation for the error estimation leads to an un-
necessary increase in the total number of degrees of freedom, however, since
we attain optimal convergence rates with both approximations this cheaper
approximation for the error may well pay off with respect to the total compute
time.

The solution of the arising linear systems using our nested iteration mul-
tilevel solver required an almost negligible amount of compute time. In this
experiment it was sufficient to employ a single V' (1, 1)-cycle with block-Gauss-
Seidel smoothing (compare [9]) within the nested iteration solver to obtain an
approximate solution within discretization accuracy.

Finally, let us point out that the obtained numerical approximations u
to the considered singular solution are highly accurate with ey~ ~ 107".
Such quality requires an accurate and stable numerical integration scheme
which can account for the sharp localization in the adaptive refinement and
the singular character of the solution u automatically. Our subdivision sparse
grid integration scheme meets these requirements.

In summary we can say that the results of this numerical experiment indi-
cate that our adaptive PUM can handle problems with singular solutions with
optimal complexity. We obtain a stable approximation with optimal conver-
gence rates already with a relatively cheap approximation to the local errors.
The application of a nested iteration with our multilevel method as inner iter-
ation yields approximate solution of very high quality with a minimal amount
of computational work.

PU

Ezample 2. In our second example we consider our model-problem (1.1) with
Dirichlet boundary conditions on the cube (0,1)% in three space dimensions.
We choose f and gp such that the solution is given by u(z) = |x\% Again,
we use linear Legendre polynomials for the approximation and estimate the
local errors using quadratic Legendre polynomials. The optimal convergence
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Table 4.3. Relative errors e (4.32) and convergence rates p (4.33) for Example 2.

J  dof ers  pree erz? pr2 emt Pt e Pr1 €t
0 4 5.204_; 047 3.635-> 2.39 2.001_; 1.16 1.157_; 1.56 0.58
1 32 3.605-; 0.18 1.323_> 0.49 1.619_; 0.10 1.043_; 0.05 0.64
2 256 2.804_; 0.12 4.285_3 0.54 9.998_> 0.23 6.530—_> 0.23 0.65
3 480 2173, 041 2.061_3 1.16 6.908_> 0.59 4.728_, 0.51 0.68
4 704 1.673-1 0.68 1.733_3 0.45 5.615_2 0.54 4.003_> 0.44 0.71
5 928 1.276-; 0.98 1.703_3 0.06 5.159_» 0.31 3.745_> 0.24 0.73
6 2440 9.678_> 0.29 9.047_4 0.65 3.600_> 0.37 2.673_> 0.35 0.74
7 4540 7.116_2 0.50 5.046_4 0.94 2.774_, 0.42 2.108_> 0.38 0.76
8 7424 5.140_ 0.66 4.099_4 0.42 2.386_o 0.31 1.822_5 0.30 0.76
9 15964 3.580_> 0.47 2.673_4 0.56 1.941_, 0.27 1.412_, 0.33 0.73
10 30076 2.355_2 0.66 1.472_4 0.94 1.613_» 0.29 1.112_, 0.38 0.69

rate with respect to the H'-norm in three dimensions is py1 = % From the
numbers given in Table 4.3 we can clearly observe this optimal convergence
behavior of our adaptive PUM. The rates pr> and pr- obtained for the L?-
norm and L°°-norm respectively are comparable to the optimal value of %
The effectivity index of our error estimator converges to a value of €};, ~ 0.64.
Hence, the quality of the quadratic approximation to the error estimator in
three dimensions is of comparable quality to that in two dimensions.

The maximal level difference in this example was L = 1 as in the previous
example, see also Figure 7. Again, it was sufficient to use a single V(1,1)-
cycle within the nested iteration to obtain an approximate solution within
discretization accuracy.
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Figure 9. Refined point set P on level
J = 8 for for Example 1 with p = 1.

Table 4.4. Relative errors e (4.32) and convergence rates p (4.33) for Example 3
using linear Legendre polynomials.

J dof erc  pree er? pr2 emt PH! e Pl €t
3 84 5.853-1 0.92 4.360_, 1.24 6941, 0.52 5.591_; 0.45 0.81
4 156 2940, 1.11 1.371_; 1.87 4.764_; 0.61 3.117_; 0.94 0.65
5 291 1.041-1 1.67 5.489_o 1.47 3.281_; 0.60 2.332_; 0.47 0.71
6 822 3.772_o 098 1.944_, 1.00 2.042_; 0.46 1.566_; 0.38 0.77
7 1524 2.102_2 0.95 1.428_5 0.50 1.508_; 0.49 1.178_; 0.46 0.78
8 5619 4.824_3 1.13 4.716_3 0.85 7.710_2 0.51 5.963_> 0.52 0.77
9 13332 2.648_3 0.69 1.805-3 1.11 4.947_, 0.51 3.841_, 0.51 0.78
10 74838  3.061_4 1.25 2.875_4 1.06 2.106_» 0.50 1.649_» 0.49 0.78
11 275997  1.168_4 0.74 8.154_5 0.97 1.090_> 0.50 8.520_3 0.51 0.78
12 899823 2.819_5 1.20 2.872_5 0.88 6.002_3 0.51 4.667_3 0.51 0.78
13 2885646 9.056_¢ 0.97 1.025_5 0.88 3.358_3 0.50 2.612_3 0.50 0.78
14 13579752 1.841_¢ 1.03 2.062_¢ 1.04 1.546_3 0.50 1.201_3 0.50 0.78

Ezample 3. In our last example we consider the Poisson problem (1.1) with
Dirichlet boundary conditions where we choose f and gp such that the solu-
tion [14] is given by

)2) - 1),

2(1 — 2)?(exp(10(z!

12
3000 11
=1
see also Figure 10.

Here, we now consider not only a linear approximation but also a higher or-
der approach with quadratic polynomials since the solution is smooth enough.
First, we approximate the solution using linear Legendre polynomials and es-
timate the error with quadratic Legendre polynomials as before. Then, we
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Table 4.5. Relative errors e (4.32) and convergence rates p (4.33) for Example 3
using quadratic Legendre polynomials.

J dof ere~  preo er? pr2 et Pt e Pt €1
3 168 2.073-1 149 9.459_, 248 4.184_,; 0.58 2.375_; 1.36 0.57
4 240 4.879_o 4.06 3.147_, 3.09 2.504_, 1.44 1.527_; 1.24 0.61
5 600 1.608_2 1.21 1.100_p 1.15 9.248_, 1.09 6.380_2 0.95 0.69
6 1824 2.492_3 1.68 1.742_3 1.66 2.523_, 1.17 1.628_> 1.23 0.65
7 4974 49174 1.62 2885_4 1.79 T7.416_3 1.22 4.774_3 1.22 0.64
8 18492  7.648_5 1.42 6.033_5 1.19 1.854_3 1.06 1.158_3 1.08 0.62

9 61134  9.078_¢ 1.78 6.262_¢ 1.89 5.518_4 1.01 3.351_4 1.04 0.61
10 222414 1.392_¢ 145 1.216-¢ 1.27 1.512_4 1.00 9.025_5 1.02 0.60
11 959100 1.359_7 1.59 1.163_r 1.61 3.444_5 1.01 2.028_5 1.02 0.59
12 3580440 1.952_g 1.47 1.608_g 1.50 9.302_¢ 0.99 5.451_¢ 1.00 0.59
13 13422120 27669 1.48 2321 o9 1.46 2.507_¢ 0.99 1.467_¢ 0.99 0.59

consider the case when we approximate the solution with quadratic poly-
nomials and use cubic Legendre polynomials to estimate the errors locally.
With respect to the measured convergence rates we expect to find the opti-
mal rates py1 =~ % for the linear approximation, see Table 4.4 and Figure 11,
and pg ~ 1 for the quadratic approximation, see Table 4.5 and Figure 12.°
Our adaptive PUM achieves this anticipated optimal convergence behavior
with respect to the H'-norm as well as in the L?-norm for which we find
the optimal rates pr2 ~ 1 and pr2 =~ % respectively. The cover refinement
carried out for a linear approximation (compare Figure 9) is in fact different
from the one attained for the quadratic approximation. For instance we find
a maximal level difference of L = 3 for the linear approximation and L = 1
for the quadratic approximation, i.e., the point sets and covers obtain for the
higher order approximation is somewhat smoother.

The quality of the quadratic approximation of the error estimator is again
similar to those obtain in the previous examples, i.e., we observe €7, ~ 0.78.
Since the relative increase in the number of degrees of freedom going from
quadratic to cubic polynomials is smaller than when we use quadratic poly-
nomials to estimate the error of a linear approximation we can expect to find
a smaller value of €}, in Table 4.5. In fact the effectivity index converges to
0.59 only. Note that the results of further numerical experiments confirm that
the quality of the estimator is essentially influenced by the relative increase
of the polynomial degree. For instance we found a value of €}, ~ 0.8 again,
when we use polynomials of order 6 to approximate the error of a quadratic
approximation. Hence, this example demonstrates that using only a polyno-
mial of degree p+ 1 to estimate the error of an approximation of order p may

5 Note that not all refinement steps are given in the tables and graphs for Exam-
ple 3. Due to the smoothness of the solution our refinement scheme constructs
several refined covers R(C%) with J = max,, e p(cy)) l;. For better readability we
only give the final results on the respective level J.
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Figure 11. Convergence history for Ex-  Figure 12. Convergence history for Ex-

ample 3 using linear Legendre polynomi-  ample 3 using quadratic Legendre poly-

als. nomials.

not yield very accurate estimates for large p. Nonetheless, our experiments
also indicate that the actual refinement is only very slightly affected by this
issue.

5 Concluding Remarks

In this paper we have considered the adaptive multilevel solution of a scalar
elliptic PDE by the PUM. We have presented a particle refinement scheme
for h-type adaptivity in the PUM which is steered by a local subdomain-type
error estimator which is in turn approximated by local p-type enrichment.
The results of our numerical experiments in two and three space dimensions
are strong numerical evidence that the estimator is efficient and reliable.

Note that the adaptively constructed point sets may provide a novel way to
approximate density distributions which can be related to solutions of PDEs.
Also note that a local hp-type refinement is (in principle) straightforward in
the PUM due to the independence of the local approximation spaces. The
extension of the presented scheme to hp-type adaptivity however is subject of
current research.

The nested multilevel iteration developed in this paper provides a highly
efficient solver with optimal computational complexity. In summary, the pre-
sented meshfree scheme is a main step toward the availability of efficient adap-
tive meshfree methods which will enable us to tackle large scale complicated
problems.
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Summary. In this paper we propose a new approximation technique within the con-
text of meshless methods able to reproduce functions with discontinuous derivatives.
This approach involves some concepts of the reproducing kernel particle method
(RKPM), which have been extended in order to reproduce functions with discon-
tinuous derivatives. This strategy will be referred as Enriched Reproducing Kernel
Particle Approximation (E-RKPA). The accuracy of the proposed technique will be
compared with standard RKP approximations (which only reproduces polynomials).

Key words: Meshless methods, discontinuous derivatives, enriched approx-
imation, reproducing kernel particle method

1 Introduction

Meshless methods are an appealing choice for constructing functional approxi-
mations (with different degrees of consistency and continuity) without a mesh
support. Thus, this kind of techniques seem to be specially appropriated for
treating 3D problems involving large displacements, due to the fact that the
approximation is constructed only from the cloud of nodes whose positions
evolve during the material deformation. In this manner neither remeshing nor
fields projections are a priori required.

Other important point lies in the easy introduction of some known infor-
mation related to the problem solution within the approximation functional
basis. For this purpose, different reproduction conditions are enforced in the
construction of the approximation functions. This approach has been widely
used in the context of the moving least squares approximations involved in the
diffuse meshless techniques [1] as well as in the element free Galerkin method
[3]. Very accurate results were obtained for example in fracture mechanics by
introducing the crack tip behavior into the approximation basis [4].
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In this work we propose a numerical strategy, based on the reproducing
kernel particle techniques, able to construct approximation functions with dis-
continuous derivatives on fixed or moving interfaces. This problem was treated
in the context of the partition of unity by Kronggauz et al. [7]. In our approach
the size of the discrete system of equations remains unchanged because no ad-
ditional degrees of freedom are introduced related to the enrichment. However,
the fact of enriching the approximation implies a bigger moment matrix that
can result ill conditioned when the enrichment is applied in the whole domain.
To circumvent this difficulty local enrichments seem more appropriate. This
paper focuses on local enrichments with particular reproduction conditions.

The starting point of our development is the reproducing kernel particle
approximation (RKPA). The RKP approximation was introduced by Liu et
al. [10] for enforcing some degree of consistency to standard smooth particle
approximations, i.e. they proved that starting from a SPH (smooth particle
hydrodynamics) approximation [5] it is possible to enhance the kernel func-
tion for reproducing a certain degree of polynomials. We have extended or
generalized this procedure in order to reproduce any function, and more con-
cretely, functions involving discontinuous derivatives. The question of the local
enrichment will be then addressed.

2 Enriched Functional Approximations

2.1 Reproducing Conditions for Enriched Shape Function

The approximation of a function u(x) is defined by

u(x) = wa(a:)u(:cf) (2.1)

where u(xy) are the nodal values of the approximated function and NP the
number of nodes used to discretize the domain (2. ¢; () is the shape function
which can be written in the general form:

Yi(x) = Cod(x — xy) (2.2)

where ¢ is the kernel function which has a compact support. Consequently
wr(2) will be non zero only for a small set of nodes.

We represent by A(x) the set of nodes whose supports include the point
@. Thus, we can write Eq. (2.1) as

u(x) = Z Cod(x — xy)u(x)y) (2.3)

AEA(x)

In the following, we use the simplified notation:
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u(z) = ZC(b,\u(a:,\) (2.4)
)

In the RKPM context Liu and al. [10] define C' as the correction function
used to ensure the reproduction conditions. Thus, any linear combination of
the functions used to define the reproduction conditions can be approximated
exactly. Usually the reproduction conditions are imposed to ensure that the
approximation can reproduce polynomials up to a specified degree that rep-
resents the approximation order of consistency. In the present work, we want
to reproduce a function consisting of a polynomial part and others additional
functions used to include known information about the approximated field,
as for example discontinuous normal derivatives across fixed or moving inter-
faces.

Let u(x) the function to be reproduced:

u(x) = Z aax” + Z eix’ (). (2.5)

where « is a multi-index used to represent the polynomial part of u, x is the
enrichment function and j a simple index that refers to the power of x (we
want to reproduce the enrichment function and its power up to the degree
ne). Multi index notation is deeply described in [9].

First we consider the reproducing conditions for the polynomial part of u.
When |a] = 0, we obtain the partition of unity

D Corl=1 (2.6)
A
and for |a| < m, |a| # 0 (where m is the degree of the polynomial part)
Z Corz§ = z* (2.7)
A

Now, we consider the non-polynomial reproducing conditions:

ZC’@\xi(ar;)\) =x'(x) 1<i<ne (2.8)
A

All these reproducing conditions can be written in the matrix form:
Y C¢rR(z)) = R(x) (2.9)
A

where R denotes the reproducing vector that consists of the polynomial part
R, and the non-polynomial one R, (R"(z) = [R," (z) R, (z)])
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2.2 Direct Formulation of the Shape Functions

To construct the approximation the correction function must be defined. The
choice of C lead to different formulations.
In the direct formulation, the correction function is defined by

Cy=H, (x,x\, ) — x)by(x) (2.10)
where H4 consists of a polynomial part of degree m: P,,(x) — x), and the
non-polynomial one H,, = [X(:m) —x(x) - (x(zy) — X(ac))"e]:

ne

(2.11)
From the definition of the correction function (2.10) the reproducing condi-
tions (2.9) becomes

H(z, @52\ — ) = [Po(@s — @) x(@2) = X(@) -+ (x(2) = x(@))

(Z R(z\)H) (z,z,x) — x)@) ba(xz) = R(x) (2.12)

A

that can by written in the matrix form:
My(x)bg(x) = R(x) (2.13)
where the moment matrix M4(x) is defined by

M,(x) = ZR(w,\)HI(w,w,\7w>\ — )Py (2.14)
)

Finally, from Eq. (2.2) the shape function in the direct formulation will be
defined by
Yar(@) = H{ (z, 5,2\ — )M ' (z)R(2))x (2.15)

2.3 Direct and RKPM Shape Function Equivalence

In [9] Liu et al. show that the RKPM formulation satisfies the polynomial
reproducing conditions. Here, we prove that this result can be extended to
non polynomial reproducing conditions.

For this purpose, firstly, we derive the enriched RKPM shape functions
from the reproducing conditions.

The polynomial part can be written as:

Y Corl=1 la|=0 (2.16)
A

Y Corma—2)* =0 |of <m,|a|#0 (2.17)
A

the proof can be found for example in [9].
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Using the same procedure, we can also write

ZC¢)\(X(1§,\) —x(®)"=0 1<i<ne (2.18)
A

According to Egs. (2.17) and (2.18) the reproducing conditions can be
written as

> CorR(m,xy,x\ — ) = R(0) (2.19)
A

where RT(%SCA,%,\—QT) = [Pm(fb',\ —x) x(zx) — x(x) -+ (x(zA) — X(m))ne]
and R"(0) = [1 0--- 0].

Now we choose for the correction function the same expression than in the
direct formulation (2.11). i.e. H, = Hy4

C, = H] (x,x\,x\ — )b, (2.20)

introducing this expression into Eq. (2.19), it results in:

(Z R(z,zy\, ) —x)H] (z, 25, )\ — :c)@\) b = R(0) (2.21)
A

or being R=H, = H.

(Z H(x,xy,x\ —x)H ' (x, 2\, 2)\ — az)gb,\> b, = R(0) (2.22)

A

whose matrix form results in
M, (x)b.(x) = R(0) (2.23)
where M, () is the enriched RKPM moment matrix defined by

Mr(iv)ZZH(IB,SE,\,J:)\—(L‘)HT(CL',QJ)\,:I:)\—CL')Qﬁ)\ (2.24)
)

Since Egs. (2.9) and (2.19) are equivalent it directly follows that the vectors
by and b, are the same, and given H, = H4 we can conclude that Direct and
the RKPM shape fonctions are the same.

2.4 MLS Shape Function

In this section we are going to prove that the MLS formulation [3] can be
obtained by choosing the following form of the correction function

C = Hy (@))ba(x) (2.25)
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where H, = R. The reproducing conditions (2.9) can be rewritten
S R(w) H (22)ba(2)6x = R(x) (2.26)
A

M (z)by(z) = R() (2.27)

where My () is the MLS form of the moment matrix defined by

= Hy(zy)H, (x))é) (2.28)
A

To derive the standard MLS shape function we consider Eq. (2.4) from which
we obtain
x) = ZH,I(:B)\)Mm_l(w)R(:c)Q\u(w)\) (2.29)
A
Since H, = R, the moment matrix is symmetric, and Eq. (2.29) results in
u(z) = H] (€)M, (x) Z H,(x))pru(xy) (2.30)
A

u(x) = H] (x)ay (2.31)

where a, is computed from

My(z)an =Y Hy(x))dru(z,) (2.32)

Now, we can prove that MLS shape functions coincide with the ones related
to the direct procedure.

2.5 Direct and MLS Shape Function Equivalence

To prove the equivalence between both formulations, firstly, we consider the
expression of the line i-th component of vector M b,.

[Mmbm]i = bmpo ZRi(afl)\)Qb)\
+ Z meQZR (B)\ CB,\ (233)

0<|al<m
+mee ZR 113)\ :13,\ jd))\

R; being the i-th component of vector R.
In the same manner, the corresponding component related to vector M 4bg
results in:
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[Maba]; = bap, ¥ Ri(2)éa
A

+ Y bdpaZR z)(Tr — )" Pr (2.34)

0<\a|<m

"’ZbdeJZR x)) XJ (x2) — X]( )) ¢>\

Using the binomial theorem, we can write

ne

S bae, Y Rilza) (x(@x) — x()) 6
j=1 A

- Bdej (bdela e 7bdene7X(x))ZRi(x)\)X(mA)j(bA (235)

=0 A

and

> bdpaZR @)(T\ — ) A

la]<m

= > bap, (bap g+ bapay_> @) D Ri(@a)@Sdn  (2.36)

lal<m )

Using Egs. (2.35) and (2.36), Eq. (2.34) results in

[Mabg|; = l;dpg ZR‘ (z2)r
+ Z bdp ZR .’13)\ :13)\
0<|a|<m

+haco D Ri() 6
X

+3 bae, Y Ri(a)x(mr) 6
=1 by

Subtracting Eqgs. (2.37) and (2.33) leads to:

(2.37)

[Mmbm]i - [Mdbd]Z - (bmpo - Z;dpo - Edeg) Z Rl(ili)\)QS)\
A

+ Z (bmpa — dea) ;Ri(mx)(w,\)a@ (2.38)

0<|a|<m

37 (e, = bae, ) D Rima)x(2) 6
i=1 X
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As Egs. (2.27) and (2.13) imply M b, — M 4bg = 0, then Eq. (2.38) reduces
to

bmpo - deo~7 Bdeo 0
M, b, — b*ap =10 (2.39)
br, — b 0

As M is non singular, we can conclude

bmpo bdp0~ bdeo 0
b, — by =10 (2.40)
b:r;e -b de 0

Using a similar reasoning, it is easy to prove that
H;lrbm - H:irbd - (bmpo - gdpo - Edeo)

+ Z (bmpw - dea) ()"

0<|a|<m (241)
+ Z (bmej - Edq) X(xk)j
j=1

that implies, taking into account Eq. (2.40), that H b, — HJ] by = 0, which
proves that both shape functions are the same.

Concluding Remarks

It is well known that Direct, MLS and RKPM shape functions are the same
when the reproducing conditions are polynomial (see [8]). Here we have ex-
tended this result to general reproducing conditions.

3 Definition of the Continuous Shape Functions
with Discontinuous Derivatives

Let §2 be the domain where the problem is defined and I'; a point, curve or
surface (in 1D, 2D and 3D respectively) where the normal derivative of the
problem solution becomes discontinuous. We assume that this discontinuity
curve splits the domain in two subdomains 2y and {21 (see Fig. 1)

QoUUly=12,

Q0021 =0, (342)

The enrichment function x () which will be introduced in the reproduction
vector R(x) must satisfy the discontinuity conditions. In that follows & rep-
resents a point located on the interface, u® (resp. u') is the function u defined



Enriched RKPA for Simulating Problems Involving Moving Interfaces 157

Figure 1. Problem domain containing an interface with a discontinuous normal
derivative.

in any point in 2y (resp. £21). Thus, the transmission conditions related to a

continuous approximation across the interface I'; with discontinuous normal
derivative, result in:

u’(&) = u'(x) (3.43)

u® (& )ni —u' (@1 )n; #0 (3.44)

It is also possible to add a discontinuity condition on the second derivative
uoﬂ-i(if) 7é Ul’“‘(.’;}+) (345)

To locate the interface I'y we make use of a “level-set” function ©(x) defined
as the signed distance from @ to the interface I'y.

Thus, for satisfying the transmission conditions (3.43)-(3.44) the enrich-
ment function y(x) is assumed to be

x(x) = Ho(O(2))O(x), (3.46)
where Hy(x) represents the usual Heaviside function

{Ho(@(:c)) = 1ifO(z) > 0

Ho(O(x)) =0if O(x) <0~ (3.47)

We are going to verify that this definition of x(x) represents accurately
those transmission conditions. According to the definition of (), given by
Eq. (3.46), our approximation reproduce in the domain §2y the function u°
defined by

u(x) = Z anx® (3.48)
and in the domain (24

ul(x) = Z aqx” +e10(x)
- (3.49)
=u’(x) + €,0(x)
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Since O(z) = 0, Eq. (3.49) implies that u!'(2) = u’(z). Thus, the first trans-
mission condition is satisfied.

Now, we evaluate the gradient of ! in the neighborhood of I'; from Eq.
(3.49)
ut (@) = (@ )n; +e10 (& )n; (3.50)

7Z 77’

Since O ;(Z7)n; # 0 we verify that the second transmission condition (3.44)
is also verified.

When ne = 1, that is, when the enrichment consists of a single function,
the third condition (3.45) is verified if © ;;(2 ™) # 0. To avoid this difficulty one
could consider ne = 2. In this case it is easy to prove that the last condition
is verified for all ©.

Thus, the vector H must be defined in the MLS framework as:

H, (z) = [Pu(z) x(z) X*(z) ] (3.51)

and in the RKPA context as:

H] (z,xx,2)3—2) = [ Po(@s — 2) X(@2) - x(2) (x(z) - x(@))*] (3.52)

with x(x) = Ho(O(x))O(x).
Figure (2(a)) (resp (2(b))) shows () (resp. ¥a(x) ) evaluated for a
node close to a circular interface.

() 2 (). (b) ¥ (@).r.

Figure 2. Enriched shape function and its derivative evaluated for a node close to
a circular interface

4 Enrichment Function Expressed by a Polynomial

Consider the evaluation of the enriched shape function in the direct formula-
tion Yy = (H;,r b, + H!b.)¢y. The matrix form of the reproducing conditions
is
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My, My | | by R,

= 4.53

[Mep M..||b.|” R (4.53)

where the index p refers to the polynomial part and e to the non polynomial
one. For the sake of simplicity, from now on, we omit the index referring the
direct formulation.
Now consider a shape function computed only with the polynomial part
1%\ = H;Bp@\. We have
M,,b, = R, (4.54)

From Egs. (4.53) and (4.54) we can write
M,, (i)p - b,,) = M.,b. (4.55)
Now we consider a polynomial form of the enrichment functions:
X (@)= bejlxs—x)*(ay), (4.56)
la]<m

where (a;),, are the coefficients of the polynomials. Eq. (4.55) can be rewritten
as

> (=) D Ril@a)@y— )"0
A

a|<m
= > ) bejlag), Y Ri(ma)(@x — )% (4.57)
la|<m j=1 A
which implies

ne

(b~ b)) =D beslay), lal<m (4.58)

Jj=1

Now, we evaluate ¥ () — ¢ (2), we obtain

Ua(x) — ¥a(z) = H, byox — (H) b, + H] b))y

= o Z (i’p*bp)a*ibej(aj)a (zx —x)”
j=1

laf<m

(4.59)

Using (4.58) in the previous equation whe conclude that ¢, = ’(/AJ,\.

From the equation (4.57) we notice that this result is valid only if the
polynomial degree of x is lower or equal than the degree of the polynomial
part of the approximation, and if (a;), do not depend on .

In the enrichment just described, the presence of the Heaviside function
implies that close to the interface ) # 1%\ despite that the enrichment has
a polynomial representation. 1) will be equal to 1%\ when all the nodes x
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whose supports include the point x are located in the same subdomain ({24
or .Qo)

Thus, one could expect local enrichment of the approximation function
in the neighborhood of the interface. However, the distance function previ-
ously proposed for enriching the approximation involving discontinuous nor-
mal derivatives across a fixed or moving interface, is rarely a polynomial.
Thus, the resulting enrichment will result global which implies in the case of
moving interfaces recompute at each time step all the shape functions. One
possibility to circumvent this difficulty lies in the use of a Taylor expansion
of the distance function, which results polynomial, according to:

&i(zy)= 3 %80‘9]'@)(33,\—:1:)0‘ (4.60)

la]<m

5 Numerical Results

Let’s consider the two-dimensional heat conduction problem in a bi-material
cylinder depicted on figure (3(a)). We note 2y and (2; the domain of each
material, and I" the interface between both domains. Note that 2, N I" = ()
andQ:Q()U.Q()UF.

The governing equations are given by:

Nax) (T() g0 + T(x),yy) =g for a2 (5.61)

with the conditions on the interface

Rm:t

uuuuu

uuuuu

Ry
o N ale

Rint
Qo Line ?
24 T ' ®
LCent o ® ® .
(a) Two-dimensional heal conduction (b) Discretized domain.

problem in a bi-material cylinder.

Figure 3. Domains definition
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MNTi(x )n(x) = \Ti(x )ni(x) for xzel (5.62)

)

T(x™)=T(x") for =zl (5.63)

where n is the unit outwards vector defined on the interface. The boundary
conditions are

T(x) =Ty for @€ [y (5.64)
T(x) =Texr for @€ Loyt (5.65)

The analytical solution of this problem can be found in [2].

5.1 Analysis of the Enriched Approximation

In this numerical test we analyze the representation of the analytical so-
lution of the problem just described. The evaluation is done on the do-
main {2, depicted in figure (3(b)). Table (1) defines the different enriched
functional approximations according to me and ©(x). In this table O.(x)
is the distance function associated with the circular interface which results
O.(x) = /22 + y2 — R%, and O.(z) is its Taylor expansion evaluated using
Eq. (4.60). In all cases m = 2 and ¢, is the classical cubic spline function (see
[9]). The domain is discretized by a regular grid as shown in figure (3(b)). The
support radius of ¢y is 2.6 x dz, where dx is the internodal distance along
the coordinate axes. The other problem parameters are R;,; = 0.1, Reye = 1,
R;=0.9, A =100, g =1, T;p,r =0, Tppe = 100.

For each simulation scenario (related to a different enriched approximation
in table (1)) a convergence test is carried out with a number of nodes varying
from 21 x 21 to 101 x 101. Convergence rates using the L? and the H' norms
are given in table (2).

We can notice that the different enriched approximations exhibit the same
behavior in term of rate of convergence and accuracy. They manifest a signifi-
cant increase in the order of convergence (of approximatively one order) with
respect to the standard (non enriched) RKPA approximation.

Table 1. Definition of the different enriched approximations: P2 refers to the second
polynomial degree, D1 to the enrichment based on the distance function, D2 to the
enrichment based on the distance function as well as on its square; and finally T
refers to the Taylor’s expansion of that distance function.

Approximation| ne  O(z)
P2 0

P2D1 1 O.(x)

P2D1T 1 Ocx)

P2D2 2 O (x)

P2D2T 2 O.x)
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Table 2. Convergence analysis of the different enriched approximations: slope (co-
ordinate at the origin) of the log(Error) versus log(1/Ax) curves

Analysis of the approximation Analysis of the discretization
Func‘tiona.l A 12 7! 12 !
approximation
0.01{-1.47(-0.64) -0.49(-0.44) -0.52(-0.86)  -0.41(-0.35)
P2 1 |-1.47(-0.54) -0.49(-0.29) -0.41(-0.91)  -0.40(-0.22)
10 |-1.47(-0.79) -0.49(-0.34) -0.16(-1.41)  -0.30(-0.44)
0.01|-2.51(-1.25) -1.50(-1.15) -1.96(-0.66)  -1.45(-0.74)
P2D1 1 ]-2.44(-0.66) -1.43(-0.49) -1.83(-0.30)  -1.45(-0.14)
10 |-2.44(-0.79) -1.44(-0.38) -1.37(-0.97)  -1.43(-0.17)
0.01{-2.51(-1.25) -1.50(-1.15) -1.96(-0.66)  -1.45(-0.74)
P2D1 1 ]-2.44(-0.66) -1.43(-0.49) -1.83(-0.30)  -1.45(-0.14)
10 |-2.44(-0.79) -1.44(-0.38) -1.37(-0.97)  -1.43(-0.17)
0.01{-2.26(-0.58) -1.52(-0.40) -1.20(-0.85)  -1.17(-0.38)
P2D1T 1 ]-2.43(-0.39) -1.48(-0.09) -1.25(-0.65)  -1.29(-0.05)
10 |-2.43(-0.57) -1.47(-0.08) -1.12(-1.06)  -1.22(-0.28)
0.01{-2.47(-0.71) -1.48(-0.58) -2.03(-0.45)  -1.33(-0.64)
P2D2 1 1-2.47(-0.19) -1.48(-0.02) -1.98(-0.03)  -1.38(-0.04)
10 |-2.47(-0.39) -1.48(-0.02) -1.44(-0.96)  -1.43(-0.05)
0.01{-2.44(-0.88) -1.46(-0.72) -2.06(-0.47)  -1.23(-0.77)
P2D2T 1 ]-2.44(-0.36) -1.46(-0.14) -2.10(40.09)  -1.28(-0.16)
10 |-2.44(-0.53) -1.46(-0.11) -1.37(-1.04)  -1.42(-0.10)

5.2 Analysis of the Discretization of a Poisson Problem

The problem previously described is now solved using the mixed point-
subdomain collocation technique deeply described in [6]. The exact solution is
prescribed on the boundary of £2,. We consider three sets of nodes. The first
one, named [ contains the nodes located on the domain boundary where the
temperature is prescribed. The second set, named {2;, consists of the nodes
whose associated Voronoi cells intersect the interface (see figure (3(b))). The
last one, named {2;, contains all the remaining nodes. The discretization is
performed as follows:

e For each node x; in {2; we consider the usual point collocation:

NP
Az;) (Zw@[“””@j) +w£<°*2”<wj>m> =g(z;)  (5.66)

i=1

e For each node x; in {24 proceed from a subdomain collocation

| M@ @+ Tymy) dy = g4, (5.67)
T
where I is the boundary of the Voronoi cell associated with the node x;,
A; being its area. The integration on I'; is done using 5 gauss points on
each edge.
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e For each node x; in 25 we enforce the known temperature on the domain
boundary

NP
> bi(@)T, = T(x) (5.68)

i=1

A convergence analysis is achieved for each simulation scenario. The results
are grouped in table (2).

We can notice again that the different enriched approximations exhibit the
same behavior in term of rate of convergence and accuracy. They manifest a
significant increase in the order of convergence (of approximatively one order)
with respect to the standard (non enriched) RKPA approximation.

6 Conclusion

In this paper we have proposed a new approximation technique within the
context of meshless methods able to reproduce functions with discontinuous
derivatives. This approach involves some concepts of the reproducing kernel
particle method (RKPM), which have been extended in order to reproduce
functions with discontinuous derivatives. The accuracy of the proposed tech-
nique has been compared with usual RKP approximations (which only repro-
duces polynomials) evidencing a significant increase in the order of conver-
gence. Moreover, a Taylor’s expansion of the distance function used to define
the enrichment, allowed restricting the enrichment to the regions where the
enrichment is required.
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Summary. We consider a mathematical model for polymeric liquids which requires
the solution of high-dimensional Fokker-Planck equations related to stochastic differ-
ential equations. While Monte-Carlo (MC) methods are classically used to construct
approximate solutions in this context, we consider an approach based on Quasi-
Monte-Carlo (QMC) approximations. Although QMC has proved to be superior to
MC in certain integration problems, the advantages are not as pronounced when
dealing with stochastic differential equations. In this article, we illustrate the basic
difficulty which is related to the construction of QMC product measures.

Key words: QMC, Fokker-Planck equation, stochastic differential equation,
product measures

1 A Polymer Model

In order to understand the non-Newtonian behavior of polymeric liquids (see
[1] for a list of phenomena), various polymer models have been investigated
in the literature. Here, we consider the so called Rouse chain model [2], in
which sub-strings of the polymer molecules are represented by beads (see
figure 1) and interactions are indicated by connecting springs (even though a
more complicated interaction potential is employed, as specified below). The
geometrical configuration of such a chain is described by specifying all the
connector vectors Q,:=r;41 — 7, ¢ = 1,...,n— 1, where r,, v = 1,...,n
are the position vectors of the beads. Since each of the vectors @, has three
components, the configuration space is R* with s = 3(n — 1). For example, a
chain with n = 30 beads requires s = 87 numbers to describe its geometrical
configuration. We assume that many such bead-spring chains are immersed
into a solvent liquid which undergoes a linear flow, for example a shear flow
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Figure 1. Rouse model of a bead-spring chain.

with velocity field

010
v(X) = KX, k=0 (1000 |,
000

where 3 is the constant shear rate. The solvent is considered to exert a drag
force, and a random Brownian force on the chain, and the chain is considered
to interact with itself through a potential which consists of two contributions,
a quadratic attractive part that prevents the beads of the chain from going
very far apart, and a Gaussian repulsive part called the excluded volume
potential [10], that resists any pair of beads from coming very close to each
other. In the following, we list the momentum increment due to the various
forces.

Potential Force

The momentum increase of bead v due to potential forces is given by

o¢

dp{?):= — o

dt, (1.1)

where

o= S HQ Qb S Y H 1
== P i - X E— .
22 BE g S\ TLLT 242

w,r=1
nF#EV

Here, H is the spring constant of the attractive part, T is the solvent tem-
perature, kp is Boltzmann’s constant, r,, is the magnitude of the vector
T,:=7, — T, connecting the pair of beads ;1 and v, the parameter d controls
the extent of the repulsive potential, and z describes its strength.

Hydrodynamic Drag Force

This is the force of resistance the bead experiences as it moves through the
solvent. Under the assumption that the beads are spherical in shape, an ex-
pression for this force can be written using Stokes’ law as
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Fl) = ¢ (i~ v(r)).

According to this law, the force on bead v is directly proportional to the dif-
ference between the bead velocity 7, and the velocity of the solution v(r,) at
bead v. The parameter £ is the Stokes’ friction coefficient. The corresponding
momentum increment is

dp{":=F ) dt = —¢ - (dr, —v(r,) dt).
Brownian Force

Due to the thermal fluctuations of the solvent molecules, the bead experiences
a random force and this force is modeled by a Wiener process. The momentum
changes are thus given by

dp®):=+/2kpTE AW,

where W, are independent three dimensional Wiener processes. The factor
V2EkpTE signifies the fact that the energy of the solvent molecules is due to
the temperature of the solvent, 7', and this energy influences the collision with
the beads.

Force Balance

In our force balance, we neglect interaction between different chains which
amounts to the implicit assumption of a dilute polymeric solution. Also, the
hydrodynamic interaction between the beads will be neglected, i.e. we assume
that the flow field is given by v, even though the presence of the beads leads
to local perturbations. Finally, we assume that inertia forces play a negligible
role in the process. Altogether, the force balance

dpl?) + dp{") + dp?) =0

gives rise to a system of first order stochastic differential equations

109
§or,

2kpT
§

Using the linear relation between the bead position vectors r, and the con-
nector vectors

dr, = [’u(’ru)— }dtﬁ— dW,, v=1....,n.

Qk = ZBkyrua Bku = 5k+1,u - 6k,u
the system can be reformulated with A = BB” (see [12] for details)

k _
dQ; = [v(Qj)—é ZAjkaagk]dt—l-\/? [ZBjydwu}, j=1,....,n—1.
k v

Combining all connector vectors to a single R*-vector @ and introducing ob-
vious abbreviations, the system can be written in the compact form

dQ = a(Q)dt + D dW . (1.2)
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Associated Fokker-Planck Equation

Assuming that the It process @Q is a solution of (1.2) such that Q(¢) possesses,
for each t > 0, a smooth Lebesgue-density ¥ (t, q), we show formally, that ¢
is a solution of a Fokker-Planck equation on R?®. To this end, take any test
function f : [0,00) x R® — R. Itd’s formula [5] implies (with summation
convention for the indices 7, j, k running from 1 to s)

F(1.Q(1)) = £(0.Q(0)) + / Dy 5 (5, a9

of of 1 9 f
‘|‘/0v <8t +a zaqi + 2Dszjk8qiaqj (S,Q(S))ds

Computing the expected value of f(t,Q(t)) using the density of Q(t) and
noting that the expected value of the stochastic integral vanishes, we obtain

o f(tv Q)’l/}(t’ (I) dg = f(07 Q)T/J(Oa q) dq

// —+ +1D»Dvﬁ( Yo (s, q) dsd
. 1 Q‘ 9 ik Jkaqz‘aqj‘ s, q $,q)asaq.

Integration by parts allows us to move the derivatives over to the density

/ / ( (a:%) = mDJkaai;” )(s,q>f<s,q>dsdq=o

and since f was an arbitrary test function, we see that 1) is a solution of the
Fokker-Planck equation

o . 1, Oy
D
at ( W) zk ik o a aqj

depending on the high-dimensional variable ¢ = (q1,...,qs) € R*. In our
particular case, the equation has the form

8w n—1 ) < 1 n—1 8(b ) n—1 ) 31/)
9v _ _ Y. i A - A
¢ ; o, \F9i ; *9Q, vty %::1 *9Q, 90,

where, 0/0Q);- denotes divergence with respect to Q; and 9¢/0Q, the Q)
gradient.

The Target Quantity

The quantity we are ultimately interested in is the stress tensor 7° + 7P
which characterizes the flow behavior of polymeric liquids. It consists of two
contributions namely, one from the solvent 7%, and the other from the polymer
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7P. The rheological properties of the polymer solution can be obtained by
calculating the polymer contribution to the stress tensor, which is given by
Kramers expression [2],

Tp::/ I'(q)Y~(q) dg, I'(q):=— i q; ® %(q) (1.3)
s = j

where 9, is the stationary solution of the Fokker-Planck equation.
Mathematical Problem

In view of the above, the mathematical task can be summarized as follows.
We have to solve a system of s stochastic differential equations

dQ = a(Q)dt + DAW,  Q(0)=Q, (1.4)

and compute the expected value E(I'(Q(t))) for ¢ — co. Equivalently, we can
solve the Fokker-Planck initial value problem on R?*

0 0?
871? ( zw) Zijka ;f w't:O = wO (15)

for the density corresponding to @ and compute, for large t,

r(t)= [ Iayit.a)da (16)
Model Problem

To develop ideas, we study an important but simplified version of problem
(1.4) resp. (1.5) where the deterministic part a is set to zero. Specifically, we
consider a system of s stochastic differential equations

dzt = th, zZo = 0 (17)
with associated Fokker-Planck equation

ou 1
i §AU, ult=0 = do (1.8)

which is the diffusion equation with Dirac-delta initial value. The target value
is assumed to be of the form

e = Blg(z0) = [ atw)utt.y)dy (1.9

where g is some given function which generalizes I" in (1.6).
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2 Meshfree Solution Methods

Due to the high dimension of the configuration space R?, traditional methods
like quadrature rules, finite differences or finite elements, are not useful for
the discretization of integral functionals of type (1.9) or parabolic equations
like (1.5) or (1.8). Indeed, the number of node points needed to achieve a
prescribed accuracy with these methods grows exponentially with the dimen-
sion which is referred to as the curse of dimension [9]. The famous approach
which breaks this curse is the Monte Carlo (MC) method. In our context, it
is used to approximately evaluate the integral (1.9) and to solve (1.7). Using
MC integration, we obtain

N
1 < .
pr = E(g(zr)) = N ZQ(ZT(Z)) (2.10)
i=1
provided z7(1),27(2),... are independent pseudo random vectors which are

distributed approximately like the solution z7 of (1.7). Such vectors can be ob-
tained, for example, with the Euler-Maruyama MC method [5]. This straight
forward solution algorithm is based on replacing the differentials d in (1.7)
with corresponding time differences. Introducing a regular time discretization

tm = mh with m € Ng, the Wiener increments Wy . — W,  are nor-
mal distributed with variance equal to the time increment t,,+1 — ¢, = h.
If g, (1),9;, (2),... are independent pseudo random vectors with the same

distribution as the Wiener increments, the Euler-Maruyama method for (1.7)
reads

2t () = 2, (1) + Yy, (1), Zo(i) =0, i1=1,...,N. (2.11)

An alternative to the classical MC methods described above is given by Quasi-
Monte-Carlo (QMC) methods which are in the focus of this article. Particu-
larly for the integration problem, QMC methods have shown to be superior
to the MC approach under certain assumptions on the integrand. While the
QMC integral approximation also has the form (2.10), the pseudo random
vectors zp (i) are replaced by points Zp(1),...,Zp(N) € R® with different
properties. To obtain a good approximation by

1 N
¥ Y02 = Blg(er)) = [ gtwu(.y)ay.
i=1 °

the points Zr(i) should be constructed in such a way that the associated
point measure

1 N
HZT::N Z(SZT('L)
=1

is a good approximation of the measure u(t,y) dy. The approximation error
is quantified deterministically in terms of the discrepancy between the two
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measures (for details, see [8] and the following section) which is an advantage
compared to MC methods where the quality of the pseudo random vectors is
checked with less reliable statistical tests. On the other hand, the basic MC
concept of independence is typically not available in the QMC context which
turns out to be a drawback in the construction of the measure approximation
ITz... Following [6, 14], for example, the required points Zr (i) are constructed
from a measure approximation of the solution to (1.8) which uses the integral
representation in terms of the fundamental solution. The final algorithm has
a form similar to the Euler-Maruyama method (2.11)

Zy, . (i) = Zy, (i) + Yy, (P(i), Zo(i)=0, i=1,...,N. (2.12)

In this recursion formula, the vectors Y, (1),...,Y: (V) should constitute
a point measure approximation /Ty, —of the measure G (y) dy related to the
fundamental solution

Gh(y)::#2 exp <y|2) , yeR?® (2.13)
(47h)*/ 4h

of the diffusion equation at time h > 0. Note that this requirement paral-
lels the assumption on the pseudo random vectors g, (i) in (2.11) which
must be normal distributed with the same density (2.13). Also the indepen-
dence of the increments g, (i) from the states 2z, (i) has its parallel in the
QMC algorithm. To explain this point, we recall that independence of g, (i)
and Z;, (i) is equivalent to the condition that the distribution of the pairs
(2¢,,(i),9,, (i) € R?® is the product of the separate distributions. In view of
this, it is not surprising that the permutation P : {1,...,N} — {1,...,N} in
(2.12) has to ensure that the pairs (Z;, (i), Y, (P(i))) € R give rise to a
point measure approximation of the product measure llz, ® Ily, .

The two requirements on the increments Y, (P(1)),...,Y (P(N)) to
be correctly distributed according to (2.13) and to be suitably independent
from the vectors Z;, (1),...,Z;, (IN) are essential in the derivation presented
in [6, 14]. Obviously, the main difference to the MC approach is the required
construction of the permutation P to ensure independence, or equivalently, to
ensure the product measure approximation. Unfortunately, this crucial con-
struction is both time consuming (P involves high-dimensional sorting and
quasi-random mixing) and unfavorable for the accuracy of the QMC approach.
In fact, the discrepancy estimate given in [6] indicates a convergence order well
below v/N in high dimensions, although in practice, the QMC approach is still
somewhat more accurate than the MC version.

A similar observation has been made in [13], and in [14], where the im-
portance of sorting the QMC points before adding the increments Y, (i) has
been demonstrated experimentally. Similarly, in [7], the role of sorting the
QMC points is highlighted.

These observations have motivated us to take a closer look at the important
question, how to construct product measures from given QMC point sets.
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3 QMC Product Measures

In this section, we study the fundamental problem how to construct a point
measure approximation of the Lebesgue measure on the s dimensional unit
cube from two lower dimensional point measure approximations. Our con-
struction is guided by a discrepancy estimate for the resulting product mea-
sure in terms of the two participating measures. The discussion in the previous
section suggests that changing the numbering of the QMC points (using per-
mutations) plays an important role in the construction. This will also become
obvious from the results below.

To introduce the relevant concepts, we first define generalized intervals
[a,b) with a,b € R® according to

S

[a, b);: H[ai7 bl)

i=1

If 0 denotes the zero vector and 1 the vector having a one in each component,
the s-dimensional unit cube I® can be written in the form I° = [0,1). The
set of all sub intervals [0,u), w € I® of the unit interval with 0 as a corner is
denoted R.

Since we restrict our attention to point measures with equal weights, it
suffices to specify the point locations to uniquely define the measure. Hence,
a point measure on I° is characterized by a mapping X : AV — I® on a finite
index set N' = {1,..., N}. We will employ the usual notation X € J resp.
{X € J} to denote the set of indices {i € N' : X (i) € J}. If Cnt is the
counting measure, x ;) the Dirac measure located at X (i), and B the family
of Borel sets in I®, the point measure associated to X is defined by

N
1 3 _ Cnt(X € J)

Notice that ITy is invariant under permutations, i.e. [Ix = IIx,p for every
permutation P : N — N.

The point measure of a set J approximates its s-dimensional Lebesgue
measure Ag(J) if the difference

AX, J):=Ix(J) = As(J)]

is small. If A(X,.J) is small for all intervals .J € R%, then the point measure
is a good approximation of the Lebesgue measure. The approximation quality
can be measured with the star-discrepancy of X

D*(X):= sup A(X,J).
JER:

Since ITx is invariant under renumbering, we conclude that also the discrep-
ancy satisfies D*(X) = D*(X o P) for every permutation P : N — N.
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The problem we address is the following: Assume X1, X5 are two functions
from N into the unit cubes I*! respectively I and assume we have some
information about the discrepancies D*(X;) and D*(X2). What can we say
about the discrepancy D*(X) of the measure defined by X = (X7, X2) on the
product cube I°, s = s1 + s27

The special case Xo = X; immediately shows that the quality of the
product measure may be arbitrarily bad unless we specify further conditions
on X; and X5 (in the case Xo = X all points will be on the s;-dimensional
diagonal in the 2s;-dimensional product cube, which is far from the Lebesgue
measure, even if Xy has a very small star-discrepancy).

Our assumptions are motivated by the observation that low discrepancy
point sets {X3(1), ..., X2(N)} can be constructed with a discrepancy estimate

of the form (N
D*(X,) < 25\/, ), N = Cnt(X, € I*2) (3.14)

where [3(N) is of the form clog®(N) with some constant ¢ > 0. However, our
estimates will only use that [5 is a non-negative and non-decreasing function.

Our assumptions on X are a generalization of the situation which arises if
we take X7(1),..., X1(N) as the first N points of a Faure sequence [3]. This
low discrepancy sequence yi,9Ys,... has the property that any consecutive
subset Yp\ 1, Yri2: -+ Y rm gives Tise to a point measure with a discrepancy
estimate depending only on the length m of the subset and not on the starting
index k + 1. The estimate is again of the form [;(m)/m with a logarithmic
factor [y. To state our assumptions more precisely, we need

Definition 1. A finite set A C N is called consecutive if it contains alln € N
between min A and max A.

Then we assume that

D*(Xi|n) < ll(m), m = Cnt(C), C C N consecutive (3.15)
m

where [; is a non-negative and non-decreasing function.

In order to formulate our main discrepancy estimate, we now introduce a
concept which eventually demonstrates why and how the numbering of the
points X5 (1), ..., Xa(N) affects the quality of the product measure. To explain
the idea, let us take some interval Jo € R:, and assume that the associated
index set {X2 € Jo} has the form

{Xs2 € Jo} ={12,13,25,28,29,30}.
This set has several consecutive representations, for example
{12,13,25,28,29,30} = {12} U {13} U {25} U {28} U {29, 30},

but only one smallest representation
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{12, 13,25, 28, 29, 30} = {12, 13} @] {25} U {287 29, 30},

with cc(X2 € Ja) = 3 connected components. In this way, we can associate
to each interval Jy the number cc(Xy € Ja) of connected components and
the largest number that appears in this process is denoted cc*(X3z). It should
be clear that this value depends on the numbering, i.e. we typically have
cc*(Xa) # cc*(Xq0 P)if P: N — N is a permutation.

In general, it is clear that if A and A’ are consecutive and if AN A" # ()
then AU A’ is also consecutive. Using this observation, we can conclude that,
for every finite set A C N, there exists a unique smallest consecutive repre-
sentation of pairwise disjoint consecutive sets (if the sets were not pairwise
disjoint, one could merge at least two of them violating the minimality; if there
was a different representation with the same number of sets, at least one of
them would intersect two other sets of the original representation which again
violates minimality). This observation allows us to state

Definition 2. The sets of the smallest consecutive representation of a finite
set A C N are called consecutive components. The number of consecutive
components is denoted cc(A). For Xo : {1,..., N} — I°2 with N, sy € N we
denote
cc*(Xa):= sup cc(Xy € Ja).
J2€R?,
The proof of the following main result can be found in [4].

Theorem 1. Let X; : NV — I% i = 1,2 be mappings from N = {1,...,N}
into the unit cubes I°* and I°2 with N, s1,s2 € N which satisfy (3.14) and
(3.15). Then the star-discrepancy of X = (X1, Xs) can be estimated by

BV

D*(X) < @ + oo (Xo)

Obviously, the discrepancy estimate of Theorem 1 is optimal, if the worst num-
ber of consecutive components cc*(X3) is as small as possible. Since cc*(X32)
depends on the numbering of the points, it is also clear that a suitable permu-
tation of the point numbers may improve the quality of the product measure.

3.1 The One-Dimensional Case

To illustrate the role of sorting in the construction of product measures the
case so = 1 is most enlightening.

For example, if X5(1),..., X3(N) are the first N members of the Sobol
sequence [11]

o, L 133 715 5 13
2747478788787 167167
we find for Jo = [0,1/2) and N =10

{X2 S JQ} = {1,3,5, 7,9}
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so that the number of consecutive components is cc(Xo € Jo) = 5 = N/2.
A similar behavior is observed for larger N in the case Jy = [0,1/2), i.e. the
number cc(Xy € J3) of consecutive subsets is essentially N/2 which ruins the
estimate of Theorem 1.

However, if we sort the leading N values of the Sobol sequence before
assigning them as values of X5, the situation is much better. In our example
above, the sorted values are

0.1 1 53 153 137
"874716°87278747167 8
so that
{Xz € JQ} = {1,2,3,475}
which is consecutive, i.e. ce(Xo € Jo) = 1. More generally, if the points
Xo(1),..., X5(NN) are sorted, or in other words if X is a monotone function,

we can find for each J; = [0,uz2) a unique index m such that
{X2 S JQ} = {1,...,m}.
and hence cc*(Xq € J2) = 1. Using Theorem 1, we conclude

Corollary 1. Let X5 be an increasing mapping from N ={1,...,N}, N € N
to the unit interval I with a discrepancy estimate of the form (3.14). Assume
further that X1 : N — I°' satisfies (3.15). Then the discrepancy of X =
(X1, X2) can be estimated by

ll(N)+l2(N)_

D*(X) < N

We remark that this result parallels the case mentioned in [14] where the case
s1 = s3 = 1 has been considered with a slightly weaker assumption on the
points X;.

3.2 The General Case

We describe the two-dimensional case so = 2 to explain the effect of sorting
in higher dimensional situations.

To give a first example, we consider N = 16 points of the two-dimensional
Halton sequence with bases two and three. If we connect consecutive points
with lines, the curve on the left of figure 2 appears. Given an interval of the
form Jo = [0,u2), the consecutive components of {Xs € Jo} can then be
visualized in the following way: as before, we connect consecutive points but
now only as long as they are in Jo. Whenever a node X5 (i) € J; has a successor
outside Jy, the curve terminates at Xo(i) and a new curve is started at the
smallest index j > i for which again X5(j) € J,. Each snippet obtained in this
way is a connected subset of the original curve and corresponds directly to
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Figure 2. Left: the first 16 points of the Halton sequence with bases two and three
connected in the order of appearance. Right: the interval Js is indicated by the
dashed line and the four consecutive subsets of {Xs € J2} are represented by solid
lines. The snippets of the original curve correspond to the consecutive index sets

{(1,...,5}, {7}, {10, 11}, {13,14}.

a consecutive component of {Xs € Jy}. For our example above, the snippets
corresponding to us = () are visualized on the right of figure 2.

From these considerations it should intuitively be clear that a very irreg-
ular curve is generally cut into more snippets by intersection with intervals
than a more regular curve. The idea is therefore to keep the node locations
which assure the required low discrepancy of X but to connect them in a
different order, resulting in a more regular curve which leads to less snippets
when cut with an interval. In other words, if X : N” — I2 refers to the orig-
inal node distribution, we try to construct a permutation P : N' — A such
that Xy = Xy 0 P gives rise to a better behavior.

Again, this can be achieved by a suitable sorting. To this end, we choose
some m € N, split the unit square into m equal sized columns (m-bins)

and sort the points in each bin separately with respect to the last component.
Similarly, in the general case, m-bins are sub-intervals which have side length
1/m in the first s —1 directions and length 1 in direction s5. Sorting is carried
out in each bin with respect to the last component. Connecting the sorted
subsets according to the bin numbers, we obtain a new global numbering of
the points. In our previous example, the corresponding curve is visualized in
figure 3 for the case m = 4. Of course, there are many other ways to connect
the given nodes with reasonable curves. Some more examples are presented
and analyzed in [4].

Using Theorem 1, we can prove that sorting in m-bins allows to produce
reasonable QMC product measures, by estimating cc*(Xs). In other words,
we have to find an upper bound for the number of consecutive components of



Deterministic Particle Methods 177

0.5

Figure 3. The first 16 points of the Halton sequence with bases two and three con-
nected according to the numbering which follows from sorting the second coordinate
in each bin separately (the bins are indicated by vertical dashed lines).

sets {Xo € J} with J = [0,u) and u € I°2. We develop the idea in the case
s = 2 and refer to [4] for a rigorous investigation. The idea of the estimate
is the following: if k is the number of the bin which contains w, all the bins
to the left of bin By are cut by J. In each of these bins B;, the intersection
J N B; contains not more than one consecutive component. Hence, the number
of consecutive components related to J N B with B = Uf;llBi is bounded by
k < m (respectively by m*>~! in the general case so that m should not be
too large). In the remaining set J\B we could face the worst case that the
curve connecting the points is zig-zagging around the vertical line through
uy. This would give rise to many single-point components (essentially half the
number of points contained in J\B). Hence, m should be as large as possible
because small bins contain fewer points. A balanced estimate is obtained if
m is chosen of the order of N3z. For the two-dimensional case, this is easy
to see because each of the m = /N bins contains essentially N/m = /N
points if the points are uniformly distributed, i.e. if the discrepancy of the
point set is reasonably small. Hence the number of consecutive components
can be estimated by cc*(X3) < m+ N/m = O(V/N). A careful version of this
argument is given in [4] which proves

Theorem 2. Let X; : N — I%, i = 1,2 be mappings from N = {1,...,N}
into the unit cubes I°' and 1°2 with N, s1, s € N. Assume further that X1, Xo
satisfy (3.14) and (3.15) and that that the points Xs(i) are sorted in m-bins
with m = LN%J + 1. Then the star-discrepancy of X = (X1, X2) satisfies

L(N)(A+s2)  L(N)(1+20L(N))

la
D*(X) <
(&)= N3 * N

In summary, we can say that sorting plays an essential role in the construction
of QMC product measures. The obtained discrepancy estimate, however, is
quite poor in high dimensions. Among other things, this is due to the fact
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that we estimate the worst case error which may not play a big role in specific
applications. Therefore, numerical investigations are necessary to judge about
the practical usefulness of the QMC approach. In the following section, such
questions are addressed.

4 QMC Simulations

4.1 The Diffusion Equation

In order to construct approximate solutions of the model problem (1.8), we
use a QMC algorithm of the form

Zt7”+1(i) :Zt"L(i)+YtnL(P(i))7 Z: 1,...,N.

The increment vectors Y, are constructed from a suitable low discrepancy
sequence i, g, Us, ... according to the rule

Y, (i) = VRH (wpny )
where H(z) = (H(z1),..., H(zs)) with H given by

H(x)::% (1+erf<j§>) where erf(z) = % /O et

This construction ensures that the increments are properly distributed ac-
cording to (2.13) and that the condition (3.15) can be met with Y, in place
of X; (for example, when (uy) is a Faure sequence). As a consequence, the
points Z; _ play the role of Xa, so that a renumbering of these points is
required to ensure a reasonable approximation of the product measure. This
renumbering in the form of a permutation P! : {1,...,N} — {1,..., N} can
be constructed by various sorting and mixing procedures based on the com-
ponents of Z;, . The resulting pairs (Z,, (P~*(i)),Y4,, (i), or equivalently
(Z,,(1),Y,, (P(i))) are then used to define Z;, , recursively. In [14], a fam-
ily of algorithms (denoted QMC(m,)) has been introduced which differ only
in the construction of the permutation P. For example, QMC(0, ) is based on
a permutation which is constructed by sorting the components of Z,, (i) with
respect to a bin-structure in the subspace of the first r coordinates. In the
algorithm QMC(m, 0), the sequence w1, us, ... of uniformly distributed quasi
random numbers is taken (s+m)-dimensional instead of s-dimensional, where
the first s components are used to define Y, , and the last m components are
taken to mix Z; (i),Y, (¢) in a quasi-random way (for details see [14]). Fi-
nally, QMC(m,r) represents the algorithm where both mixing and sorting is
performed. The specific case with maximal values for m, r, i.e. QMC(s, s), is
the algorithm proposed in [6]. The higher the values for m,r, the more ex-
pensive the construction of the permutation. Moreover, high values of m,r
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restrict the applicability in high dimensions because of hardware limitations.
Therefore, it is important to check whether the algorithms with small m,r
work satisfactorily.

For a numerical investigation, we consider the diffusion equation (1.8) with
initial value ug(z) = 7~%/2 exp(—|2|?). The exact solution for this problem is

ER

.
(m(1 4 2t))*/? ( 1+2t

Since the discrepancy between the point measure Iz, —associated to the
approximate solution and the exact measure u(t,,, z)dz is difficult to compute
exactly, we use the following approximation. Instead of comparing the two
measures on all s-dimensional intervals of the form (—oo,w), we only choose
a large number (10000) of such intervals where w is normally distributed with
mean 3 and variance 1. Based on this error measure, we compute numerical
convergence rates. For various methods mentioned above, we calculate the
numerical convergence rate for different dimensions taking 100 time steps with
h = 0.0001. The results are given in table 1. The Method MC refers to the
Euler Maruyama method introduced in section 2 From table 1, we conclude

u(z,t) =

) . z€R. (4.16)

Table 1. Numerical order of convergence for the various methods. NA refers to non
applicability due to memory restrictions.

Method s=3 s=26 s=9 s=12 s =50

MC -0.2698 -0.2538 -0.2862 -0.2765 -0.2946
QMC(1,1) -0.4517 -0.4162 -0.5299 -0.4757 -0.6106
QMC(0,1) -0.5662 -0.5407 -0.5783 -0.5542 -0.6070
QMC(1,0) -0.00002 -0.0002 -0.0001 -0.0001 -0.00008
QMC(s,s) -0.4555  NA NA NA NA
QMC(0,s) -0.2149  NA NA NA NA
QMC(s,0) -0.1715  NA NA NA NA
QMC(3,2) -0.1699 -0.4100 -0.2268 -0.4627  NA

that algorithm QMC(0, 1) outperforms the others. One can also observe that
algorithm QMC(1, 1) performs well with the only disadvantage of extra mixing
time. Algorithm QMC(1,0) does not converge at all implying that sorting is
essential for convergence and is in accordance with [7]. We stress that the
numerical order of convergence is only one indication for the performance
of the algorithm but one should also consider the absolute errors. Typical
error plots corresponding to the results presented in table 1 are shown in
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Figure 4. Even though the methods QMC(s,0) (stars), QMC(3,2) (circles) show
a poor convergence order compared to the MC method (plus), the absolute error is
still lower for particle numbers N below 10°. The results are shown for dimensions
s =3 (left) and s = 9 (right). The convergence order is obtained as the slope of the
least squares fit: solid line for QMC(s,0), dashed line for QMC(3,2), and dashed
dot line for MC.

log, ;N log, N

Figure 5. The methods QMC(1, 1) (circles) and QMC(0, 1) (stars) clearly outper-
form the Monte Carlo method both in convergence order and in absolute error. The
left plot refers to dimension s = 9 and the right one to s = 12.

figures 4 and 5. In conclusion, we can say that the methods QMC(0, 1) and
QMC(1,1) seem to be interesting alternatives for the Monte Carlo approach.
Of course, the construction of the required permutation requires additional
computational time but the increased accuracy allows to use lower particle
numbers which balances this disadvantage.

4.2 The Polymer Model

Based on the previous considerations, we are able to construct approximate
solutions of the polymer problem (1.5). The QMC algorithm has the form

Q... (1) =Q,, (1) +a(Q, )h+ DY, (P(i)), i=1,...,N.



Deterministic Particle Methods 181

where the increments Y, are defined as specified in the previous section.
The permutation P is constructed according to the algorithm QMC(1,1). As
initial configuration distribution 1y, we compare three different choices

o (SN) o(q) = (2m)*"* exp(—|ql* /2)
e (DD) ¢o(q) = do(q)
e (EQ) ¥o(g) = Neq exp (—(q)), with ¢ as in (1.1) (refer [2]).

The abbreviations SN, DD and EQ stand for standard normal, Dirac delta
and equilibrium distribution respectively. As a result of the simulation, we
consider a component of the integral functional 7(¢) defined in (1.6), where
we replace the exact measure ¥(t,,,q)dq by the approximate point mea-
sure Ig, . A typical time evolution is shown in figure 6. If we focus on the

1.4 35

1.2 30

0 2 4 6 8 10 0 50 100 150
Time Time
Figure 6. One component 7 of the functional 7(t) for different choices of the initial
condition. Left: the case of two beads s = 3 with z = 0.1, § = 1.0 and d = 0.5.
Right: the case of eight beads s = 21 with the same force parameters. Obviously,
the physically relevant stationary value is not influenced by the choice of the initial
value.

stationary part of the curve which yields the required stationary value 77
defined in (1.3), we see that the result is noisy with a variation of the or-
der of a few percent of the stationary value. The noise clearly reduces if we
choose more particles (see figure 7). Compared to the MC result, the QMC
algorithm shows considerably less oscillations. This can be seen in figure 8
where we compare the results of the algorithms for large t. It is clear that the
QMC trajectory has less oscillations compared to the MC trajectory, meaning
that one has to average MC over several runs to obtain a similar result. The
average values obtained from the three separate runs of MC is shown in figure
8 (right). At this stage, we have the following situation: MC and QMC both
work for high dimensions, the former can be implemented in a straightforward
manner whereas the latter requires sorting the particle positions at each time
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Figure 7. Variation of the component 7 of 7(t) for large ¢ decreases with increasing
particle number. We indicate the case s = 3 with z = 0.1, # = 1.0 and d = 0.5.
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Figure 8. Component of 7(¢) with a single run of MC (left), QMC(1,1) (middle)
and the average of three separate MC simulations (right) for the case of five beads
s = 12 using 28561 particles with z = 0.1, § = 1.0 and d = 1.0.

step. The advantage with QMC is that the results have less noise compared
to MC, but the extra processes required to properly represent the diffusion
take up additional time. For the polymer problem, however, this does not con-
tribute significantly as the evaluation of the function a(q) dominates the total
computational time and this is required in both MC and QMC simulations.
For further comparisons, we refer to [13].
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Summary. This paper is a review of the bridging scale method, which was recently
proposed to couple atomistic and continuum simulation methods. The theory will
be shown in a fully generalized three-dimensional setting, including the numerical
calculation of the time history kernel in multiple dimensions, such that a two-way
coarse/fine coupled non-reflecting molecular dynamics boundary condition can be
found. We present numerical examples in three dimensions validating the bridging
scale methodology. The bridging scale method is tested on highly nonlinear dynamic
fracture examples, and the ability of the numerically calculated time history kernel
in eliminating high frequency wave reflection at the MD/FE interface is shown.
All results are compared to benchmark full MD simulations for verification and
validation.

Key words: Bridging scale method, multiscale simulation, fracture.

1 Bridging Scale Fundamentals

The results in this paper are a summary of the one-dimensional work of [1],
and the two and three-dimensional work [2, 3]. The bridging scale was recently
proposed in [4] to couple atomistic and continuum simulations. The funda-
mental idea is to decompose the total displacement field u(x) into coarse and
fine scales

u(x) = a(x) + u'(x) (1.1)

The coarse scale @ is that part of the solution which can be represented by
a set of basis functions, i.e. finite element (FE) shape functions. The fine
scale u’ is defined as the part of the solution whose projection onto the coarse
scale basis functions is zero; this implies orthogonality of the coarse and fine
scale solutions.

In order to describe the bridging scale, first imagine a body in any di-
mension which is described by N, atoms. The notation used here will mirror
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that used in [4]. The total displacement of an atom « is written as u,. The
coarse scale displacement is a function of the initial positions X, of the atoms.
It should be noted that the coarse scale would at first glance be thought of
as a continuous field, since it can be interpolated between atoms. However,
because the fine scale is defined only at atomic positions, the total displace-
ment and thus the coarse scale are discrete functions that are defined only at
atomic positions. For consistency, Greek indices (a, 3, ...) will define atoms for
the remainder of this work, and uppercase Roman indices (I, J, ...) will define
coarse scale nodes.

Introduce Nf = N;(X,) to be the shape function of node I evaluated at
the initial atomic position X, and d; the FE nodal displacements associated
with node I. Then the coarse scale is defined to be

u(X,) =Y Npd; (1.2)
I

The fine scale in the bridging scale decomposition is simply that part of the
total displacement that the coarse scale cannot represent. Thus, the fine scale
is defined to be the projection of the total displacement u onto the FE basis
functions subtracted from the total solution u. We will select this projection
operator to minimize the mass-weighted square of the fine scale, which we call
J and can be written as

2
J = Zma (ua — ZN}"WI> (1.3)
et I

mg is the atomic mass of an atom « and wj are temporary nodal (coarse
scale) degrees of freedom, which are sought as close to the total solution, as
possible at given choice of the shape function set. It should be emphasized
that (1.3) is only one of many possible ways to define an error metric. In order
to solve for w, the error is minimized with respect to w, yielding the following
result:

w =M IN"M_4u (1.4)

where the coarse scale mass matrix M is defined as
M =NTM N (1.5)

In (1.4) and (1.5), M4 is a diagonal matrix with the atomic masses on the
diagonal, and N is a matrix containing the values of the FE shape functions
evaluated at all the atomic positions. In general, the size of N is Ny1 X Np1,
where N,,; is the number of finite element nodes whose support contains an
atomic position, and N, is the total number of atoms. The fine scale u’ can
thus be written as

u =u-Nw (1.6)

or
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u=u-Pu (1.7)

where the projection matrix P is defined to be
P=NM 'NTM, (1.8)

The total displacement u, can thus be written as the sum of the coarse and
fine scales as
u=Nd+u-Pu (1.9)

The final term in the above equation is called the bridging scale. It is the part
of the solution that must be removed from the total displacement so that a
complete separation of scales is achieved, i.e. the coarse and fine scales are
orthogonal to each other. This bridging scale approach was first used by Liu et
al. [5] to enrich the finite element method with meshfree shape functions. Wag-
ner and Liu [6] used this approach to consistently apply essential boundary
conditions in meshfree simulations. Zhang et al. [7] applied the bridging scale
in fluid dynamics simulations. Qian et al. [8] recently used the bridging scale
in quasi-static simulations of carbon nanotube buckling. The bridging scale
was also used in conjunction with a multiscale constitutive law to simulate
strain localization by Kadowaki and Liu [9].

Now that the details of the bridging scale have been laid out, some com-
ments are in order. In equation (1.3), the fact that an error measure was
defined implies that u, is the “exact” solution to the problem. In our case,
the atomistic simulation method we choose to be our “exact” solution is mole-
cular dynamics (MD). After determining that the MD displacements shall be
referred to by the variable q, equation (1.3) can be re-written as

J = Zma <qa - ZNFW;) (1.10)
« I

where the MD displacements q now take the place of the total displacements
u. The equation for the fine scale u’ can now be re-written as

u =q-Pq (1.11)

The fine scale is now clearly defined to be the difference between the MD
solution and its projection onto a pre-determined coarse scale basis space. This
implies that the fine scale can thus be interpreted as a built in error estimator
to the quality of the coarse scale approximation. Finally, the equation for the
total displacement u can be re-written as

u=Nd+q-Pq (1.12)

Because of the equality of q and u, it would appear that solving the FE equa-
tion of motion is unnecessary, since the coarse scale can be calculated directly
as the projection of q, i.e. Nd = Pq. However, because the goal is to eliminate
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the fine scale from large portions of the domain, the MD displacements q are
not defined over the entire domain, and thus it is not possible to calculate
the coarse scale solution everywhere via direct projection of the MD displace-
ments. Thus, the solution of the FE equation of motion everywhere ensures a
continuous coarse scale displacement field.

1.1 Multiscale Equations of Motion

The next step in the multiscale process is to derive the coupled MD and FE
equations of motion. This is done by first constructing a Lagrangian £, which
is defined to be the kinetic energy minus the potential energy

L(u,u) =KL(1) — V(u) (1.13)

Ignoring external forces, (1.13) can be written as
1
L(u, 1) = §i1TMAi1 —U(u) (1.14)

where U(u) is the interatomic potential energy. Differentiating the total dis-
placement u in (1.12) with respect to time gives

u=Nd+Qq (1.15)

where the complimentary projection operator Q = I — P. Substituting (1.15)
into the Lagrangian (1.14) gives

. 1. 1

where the fine scale mass matrix M is defined to be M = QTM 4. One elegant
feature of (1.16) is that the total kinetic energy has been decomposed into the
sum of the coarse scale kinetic energy plus the fine scale kinetic energy.

The multiscale equations of motion are obtained from the Lagrangian by
following the Lagrange equations

d (0L oL
dt(@d)ado (1.17)
d (0L oL
dt (aq) Cdq 0 (1.18)

Substituting the Lagrangian (1.16) into (1.17) and (1.18) gives

& aU(d’CD
Md = — === (1.19)
Mg = 209 (1.20)

Jdq
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The two equations (1.19) and (1.20) are coupled through the derivative of the
potential energy U, which can be expressed as functions of the interatomic

force f as
_ oU (u)
ou

Expanding the right hand sides of (1.19) and (1.20) with a chain rule and
using (1.21) together with (1.12) gives

f= (1.21)

- OUOu  _ r
Md = o0 = N'f (1.22)

. OUOu 1
Mg =--- 90~ Q'f (1.23)

Using the fact that M = QTM 4, (1.23) can be rewritten as
Q"M =Q'f (1.24)

Because Q can be proven to be a singular matrix [4], there are many unique
solutions to (1.24). However, one solution which does satisfy (1.24) and is
beneficial to us is (including the coarse scale equation of motion):

M,q = f(q) (1.25)
Md = N7f(u) (1.26)

Now that the coupled multiple scale equations of motion have been derived,
we make some relevant comments

(i)  The fine scale equation of motion (1.25) is simply the MD equation of
motion. Therefore, a standard MD solver can be used to obtain the
MD displacements q, while the MD forces f can be found by using any
relevant potential energy function.

(ii) The coarse scale equation of motion (1.26) is simply the finite ele-
ment momentum equation. Therefore, we can use standard finite ele-
ment methods to find the solution to (1.26), while noting that the finite
element mass matrix M is defined to be a consistent (generally, non-
diagonal) mass matrix.

(iii) The coupling between the two equations is through the coarse scale
internal force N7 f(u), which is a direct function of the MD internal force
f. In the region in which MD exists, the coarse scale force is calculated
by interpolating the MD force using the finite element shape functions
N. In the region in which MD has been eliminated, the coarse scale
force can be calculated in multiple ways. The elimination of unwanted
MD degrees of freedom is discussed in the next section.

(iv) We note that the total solution u satisfies the same equation of motion
as q, i.e.

Myu="f (1.27)
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This result is due to the fact that q and u satisfy the same initial con-
ditions, and will be utilized in deriving the boundary conditions on the
MD simulation in a later section.

(v) Due to the kronecker-delta property of the finite element shape functions,
for the case in which the FE nodal positions correspond exactly to the
MD atomic positions, the FE equation of motion (1.26) converges to the
MD equation of motion (1.25).

(vi) The FE equation of motion is redundant for the case in which the MD
and FE regions both exist everywhere in the domain, because the FE
equation of motion is simply an approximation to the MD equation of
motion, with the quality of the approximation controlled by the finite
element shape functions IN. This redundancy will be removed by elimi-
nating the fine scale from large portions of the domain.

(vii) We note that the right hand side of (1.25) constitutes an approximation;
the internal force f should be a function of the total displacement u. We
utilize the MD displacements q for two reasons. The first reason, as
stated above, is the equality of q and u. The second reason relates to
computational efficiency, as determining u at each MD time step requires
the calculation of the coarse scale solution Nd, which would defeat the
purpose of keeping a coarse FE mesh over the entire domain.

The last comment above motivates the developments in the next section.
Because of the redundance of the FE equation of motion, we now proceed to
eliminate the MD region from a large portion of the domain, such that the
redundance of the FE equation of motion is removed.

2 Reduction of the MD Domain

In this section, we apply the arguments of lattice mechanics to the bridging
scale. In this approach, we assume that the atomistic region can be subdivided
into two regions. In the first region, i.e. around a crack tip, defects or other
locally interesting physical phenomena, an anharmonic, or nonlinear potential
is necessary to accurately represent the atomic interactions. However, at some
distance away from the process of interest, an anharmonic representation of
the atomistic physics no longer becomes necessary. At this point, the atomic
interactions are sufficiently captured using a harmonic approximation. There-
fore, the remainder of this section will summarize the methodology used to
eliminate those atoms which we assume to interact harmonically; the elimi-
nated fine scale degrees of freedom will be accounted for via the time history
kernel 0(t).

The first step in this process is to linearize the MD equation of motion
(1.25), while using the equality of q and u to obtain

M A = Maii + M4it’ = f(u) + Ku' (2.28)
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where

x
ou™=°

(2.29)

The goal in performing the linearization is to decompose the MD equation of
motion into coarse and fine scale components. In doing so, we will work exclu-
sively with the fine scale equation such that we can achieve our stated goal of
limiting the fine scale to a small region of the domain, while keeping the coarse
scale everywhere in the domain. The major assumption in our derivation is
that we can write the fine scale equation of motion neglecting contributions
from the coarse scale This assumption is justified by the orthogonality of the
coarse and fine scales, and because the time scale for the coarse scale is much
larger than that of the atomic vibrations present in the fine scale. Thus, we
re-write the fine scale portion of the linearized MD equation of motion (2.28)
while including the effects of external forces as

M 4it’ — Ku' = £ (2.30)
We note that the complete nonlinear force f(u) has been decomposed as
f(u) = f(u) + Ku’ (2.31)

Before we can proceed to eliminate the fine scale, we first need to recall
some essentials of Laplace and discrete Fourier transform techniques. Assum-
ing that the function x can be defined at all atomic positions n, we denote the
value of z and position n as x,. For the convenience or the discussion below,
the DFT of x is written in the following form,

N/2—1

I(p) = Fnopl{on} = Z ape 2N (2.32)
n=—N/2

Here, N denotes the number of lattice sites, and p can take any integer value
between —N/2 and N/2—1. The inverse Fourier transform (IFT) is then written

as
N/2-1

1 _
—1 A — - i2wpn /N
Ty = F,42(p)} = i Z & (p)e’? P/ (2.33)
p=—N/2
The Laplace transform and the second time derivative rule will by utilized in
their standard forms. The inversion of Laplace transform will be done numer-
ically by utilizing the numeral algorithm of [10].

2.1 Elimination of Fine Scale Degrees of Freedom:
3D Generalization

We now generalize the ideas presented in the previous section to three di-
mensions. The periodic lattice now consists of spatially repeated unit cells
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Figure 1. Periodic two-dimensional hexagonal lattice structure numbered using
unit cell nomenclature. The solid line represents the boundary between the MD
region to be simulated (bottom), and the MD region to be eliminated (top).

which are repeated in three directions. Each repeated cell has n, atoms, each
of which can move in ngg spatial directions. The total number of degrees of
freedom in each unit cell is then ngof = 1y X nsq. Each unit cell can be labeled
with three indices, [, m and n, indicating the position along axes in the direc-
tion of the three primitive vectors of the crystal structure. A two-dimensional
example for a hexagonal lattice labelled using unit cell nomenclature is illus-
trated in Figure (1). Let p and v represent the range of the forces in the m
and n coordinate directions; then we arrive at

I+1 mpu n+v

u;,m,n(t): Z Z Z MZ1Kl—l'vm—m'ﬂ—n'u;’,m’,n’(t)

U'=l—-1m'=m—pun’'=n—v

+ M (1) (2.34)

l,m,n

where f7!  (t) is the external force acting upon unit cell (1, m,n), the matrices

K relate the displacements in cell (—I, —m/, —n’) to the forces in cell (1, m, n),
and M 4 is a diagonal matrix of atomic masses. We note that while atoms in
a given slab of constant [ are coupled to only neighboring cells [ — 1 and
I + 1, the coupling in the m and n coordinate directions is not limited to
nearest neighbors. This approximation can be relaxed simply by increasing
the interaction range of the K matrices.

The derivation begins by taking a Laplace transform (LT) and discrete
Fourier transform (DFT) of (2.34)

SQﬂ/(p7 q,T, S) - Su/(pa q,T, O) - ﬁ/(pa q,T, O)
= A(p,q,")U'(p,q,7,5) + M;'Fe® (p,q, 7, 5)  (2.35)

where p, ¢ and 7 correspond to spatial indices [, m and n and the hatted
notation indicates the discrete Fourier transform. A(p,q,r) is the Fourier
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transform of leKl,mm, and Laplace transformed variables are indicated
by the transformed variable s. The goal of this process will be to eliminate
the atoms in the [ > 0 cells by solving for them in terms of the [ < 0 degrees
of freedom and resubstituting that expression into (2.34). In this manner, we
will avoid the explicit solution for the [ > 0 degrees of freedom while implicitly
including their effects into the remaining system dynamics.

The key step in removing the unwanted [ > 0 fine scale degrees of freedom
is in realizing that the motion of the boundary (I = 0) atoms can be caused
either by the displacements of the atoms to be kept, or by an external force
acting upon the boundary atoms. Therefore, it will be assumed that the mo-
tion of the boundary atoms is in fact caused by the external force which acts
only at [ = 0,

£ert (t) = 010fS%E L (1) (2.36)

l,m,n 0,m,n

(2.35) can be solved to give the Laplace transformed/discrete Fourier trans-
formed displacements in terms of the external force

U'(p,q.r,5) = Glp,q, 7, )
< (MA'FE (. 0,7, 5) + su(p,0,7,0) + W (p,q,7,0))  (2:37)
where o
G(p.q,r,s) = (321 —A(p,q, T)) (2.38)

Taking the inverse Fourier transform of (2.37) in the x direction gives the
displacement in the z direction at atomic position [

Uj(q,7,s) = M;'Gi(q,, )F5" (¢, 7, 5) + R (.7 ) (2.39)
where
L/2-1
Ri(q,r,s) = Z Gi_r(q,r,s) (SU;/(q,T,O) +Uy(g,r, O)) (2.40)
I'=—L/2

where L is the total number of unit cells in the 2-direction. By writing (2.39)
for both [ = 0 and [ = 1, we can obtain the displacements U in terms of Uy,
thereby eliminating F§** and obtaining

ﬁll (Q7 T, S) = Q(q7 T, 8) (ﬁ/O(Q7 T, S) - f{'(cjl(Q7 T, S)) + R?(Qv T, S) (241)
where R ~ ~
Q(gq,r,s) = Gi(g,r, s)Ggl(q,r, s) (2.42)

By inverting the Fourier transform of (2.41) and using the convolution prop-
erty of the DFT, we obtain
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M/2—1 N/2-1

ll,m,n(s) = Z Z Qm—m’,n—n’(s)( 6,m/,n( s) — ROm n( ))

=—M/2n'=—N/2
+ Rl ,m, n(s) (243)

where the random component of the displacement acting upon plane [ can be
written as

L/2—-1 M/2—-1 N/2-1

Rl’mn Z Z Z Gll’mmnn()

V=—L/2m/'=—M/2n'=—N/2
X (sUg,,m,yn, 0) +I'J§,’m,}n,(0)) (2.44)

Inversion of the Laplace transform for the above equation gives a time-
dependent vector of random displacements,

L/2-1  M/2—1 N/2-1

l ,m, n Z Z Z gl—l/,m—m/,n—n/ (t)u2/7m/7n/(0)

I'=—L/2m'=—M/2n'=—N/2
+ 81", m—m/ ,n—n’ (t)u;’,m/,n’ (0)) (245)

where w; ., . (0), 1, ,(0) are the fine scale initial conditions determined by
thermodynamic properties of the system, and

Emn(t) =L (Gramn(s)) (2.46)
gl,m,n(t) - Eil{SGl,m,n(s)} (247)

Since the fine scale portion of the coarse grain atom displacements qj . 1
are known by (2.43), a complete coupled set of equations could be written as

Mg = f(q) (2.48)
Md = NTf(u) (2.49)

t
ql,m,n(t) :/ Qm—m’,n—n’(t_T)
0
X (qOJYL',YL/(T)_ﬁO,m/JL ( ) RO m’,n’ ( )) dr + ﬁl,m,n( )+R1 m, n(t) (250)

In this formulation, the coarse grain atom displacements qi p,,(t) are semi-
analytically controlled as a function of the fine scale portion of the coarse
grain atom displacements (the first term on the right hand side of (2.50))
combined with a contribution of the coarse scale displacements interpolated
to the coarse grain atom position. In the impedance force formulation derived
later in this section, the coarse grain atom motion is completely prescribed
by the finite element shape functions; in this displacement formulation, the
dependence on the shape functions is reduced, but not completely eliminated.
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We note the similarity between the coarse grain atoms and so-called ”ghost”
atoms, which are necessary in MD simulations such that spurious relaxation
of the system due to surface effects does not occur. In the bridging scale
formulation, because all atoms are initially present, the coarse grain atoms
have not been artificially created; however, like ghost atoms, their motion is
not explicitly solved for in the MD equation of motion.

Previous approaches to deriving non-reflecting boundary conditions,
e.g. [11, 12] have utilized a force boundary condition, so we bow to conven-
tion and continue with the derivation. Equation (2.43) becomes useful, if the
linearized forces acting on [ = 0 slab of atoms due to the [ = 1 slab of atoms
is rewritten as, recalling (2.34)

m—+pu n+v

F1_>0 Z Z K_ 1,m—m/ ,n— n’Ulm n() (2'51)

m/'=m—pun’'=n—v

Substituting (2.43) into (2.51) and taking the inverse Laplace transform, the
impedance force boundary condition of the layer [ = 1 slab of atoms acting
upon the [ = 0 slab of atoms becomes

M/2—-1 N/2—1

fzmp( ) 1{F1H0 Z Z / e (t o 7_)

m/=—M/2n'=—N/2
X (W) e (1) = RE (7)) AT+ RY () (2.52)
where the time history kernel 0(¢) is defined to be
O (t) = L7 (O n(5)) (2.53)

m-+u n+v

Z Z K*l,mfm’,nfn’Qm/,n’ (5) (254)

m/'=m—pn'=n—v
and the random force ngmm(t) is given by

L/2-1  M/2—-1 N/2-1

O m, n Z Z Z K- 1m—m/,n— ﬂlRl ,m, n( ) (255)

UV=—L/2m'=—M/2n'=—N/2

Here, the random displacement vector R? is given by (2.45).

As can be seen, the exact evaluation of the second term on the right
hand side of (2.52) requires a summation over all other unit cells along the
boundary. Clearly, it would be computationally inefficient to actually perform
the exact summation in practice, particularly if the lattice is large. Therefore,
we rewrite (2.52) as
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Ne Ne t
f;zlg(t) = Z Z /O' amfm’,nfn’ (t - T)

m/'=—n.n'=—n,

X (W) s () = RE (1)) dT + R, (1) (2.56)

0,m’,n’ 0,m,n

where n. refers to a maximum number of atomic neighbors which will be used
to compute the impedance force. Now, the fine scale equation of motion (2.34)
for the boundary [ = 0 atoms can be rewritten as

ﬁ{),mﬂ’b - onm»”ulo,m,n
Ne Ne +
+ le Z Z / emfm/,nfn’ (t - T) (uz),m’,n’ (T) — ngmlﬁn/(T)) dr
0

m/'=—n.n’'=—n,

+ MRS, (1) (257)

0,m,n

Note that the second term on the right hand side of (2.57) represents the im-
plicit effects of the [ > 0 cells which were mathematically eliminated. Adding
(2.57) and (2.48) and noting that

M 1 oF0,m.n (0) + Aomn ) mn = M0 0 (2.58)

where M;ltl) is the matrix of atomic masses for the boundary plane atoms, we
obtain the modified equation of motion for the boundary atoms which does
not involve any unknown degrees of freedom of the cells (I,m,n) with [ > 0

MAO(.flO,m,n (t) = fO,mfﬂ (t)

Ne Ne t
>y /0 Ot (t = T) (Ul s e () = RY s (7)) dT

’—

+
m/'=—n.n'=—n,

+RY (1) (2.59)

The final step to writing the MD equations of motion for the boundary atoms
is to note that the fine scale component of the MD displacements can be
written as
ué),m’,n’ (T) = qo0,m’,n’ (7_) - ﬁo,m’,n’(’r) (260)
The final form for the coupled MD and FE equations of motion thus can
be written as

Mad = f(a) + 5757, (1) + R 0 (1) (2.61)
Md = NTf(u) (2.62)

where R/ is a stochastic thermal force (2.55), and P is the impedance force,

) e Ne t
G0 = > Y [ Ot =)

X Qo' (7) = Qo vt (7) = RG (7)) d - (2.63)

Equations (2.61)-(2.63) represent the major results of this section.



Bridging Scale Method and Its Applications 197
3 Cauchy-Born Rule

In the coarse scale-only region, where the MD force is unavailable due to the
elimination of those atomistic degrees of freedom, an approximation to the
right hand side of (2.62), the N7f(u) term, must be made. The goal is to
utilize the MD potential in the expression for the coarse scale force despite
the absence of the MD degrees of freedom. We shall discuss two methods for
applying this force, the Cauchy-Born rule, and the virtual atom cluster (VAC)
model.

The Cauchy-Born rule is a homogenization method by which continuum
stress and stiffness measures can be obtained directly from an interatomic
potential; the link between the atomistic and continuum is achieved by way
of the deformation gradient F. As the Cauchy-Born rule is a homogenization
method, the major assumption invoked when using the approach is that the
lattice underlying any continuum point is required to deform homogeneously
according to the continuum deformation gradient F. Further expositions on
the Cauchy-Born rule, and its application to solid mechanics can be found
n [13], [14], and [15].

To utilize the Cauchy-Born rule in the bridging scale context, we first
assume that the potential energy U(u) for the system can be decomposed as

u) =Y Wa(w)Av, (3.64)
where W, is the potential energy density centered at atom «. Comparing the

right hand sides of (1.19) and (1.22), we find the relation

aU (u)
ad;

(NTf); = — (3.65)

Substituting (3.64) into (3.65), we obtain

(NTf); Z a dI (3.66)

In order to use the Cauchy-Born rule, we use a chain rule on (3.66) to obtain

oW, OFT
(NTF); OFT ad, AV, (3.67)
Simplying further,
ON, oW,
(NTH)r = =Y S Ix=x. 5pr AV (3.68)

Noting that the derivative of the energy density W with respect to F” gives
the first Piola-Kirchoff stress P, the summation in (3.68) can be approximated
by a discrete summation as
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ONt

(NTf)I == . 87X(Xq),P(Xq)wq (3.69)

where w, is the integration weight associated with point X,.

4 Atomistic Model

The three-dimensional MD /bridging scale calculations presented in this sec-
tion utilize the Lennard-Jones potential (4.70).

#(ri) = 1e (202 - (2 ) (4.70)
Tij Tij

where r is the distance between two atoms ¢ & j. The examples were run

with parameter values ¢ = ¢ = 1 considering nearest-neighbor interactions

only, while all atomic masses were chosen as m=1. The examples utilize the

equilibrium interatomic distance, 7., = 21/64 corresponding to the minimum

of the potential (4.70).

An FCC lattice was considered for the three-dimensional simulations, the
atoms were initially in an equilibrium configuration. Because of the symmetry
between the top and bottom layers of the lattice, the time history kernels for
the top and bottom layers can be related by

0L (1) = %41 (¢) (4.71)

—n

and the storage requirements for the time history kernels can be reduced by
one half. All simulations were performed with the random force R(t) in (2.61)
set equal to zero, indicating an MD region at zero temperature.

For the regions which satisfy a coarse scale-only description, the Cauchy-
Born rule was utilized to calculate the coarse scale internal force. The LJ 6-12
potential was used to describe the continuum strain energy density, such that
the coarse scale internal force could be derived from the same potential that
was used for the MD force calculations. 8-node trilinear hexagonal (brick)
finite elements were utilized for all numerical examples.

All units related to atomistic simulations in this section, such as velocity,
position and time, are given in reduced units. It should be noted that because
of the choices of mass, o and € as unity, all normalization factors end up as
unity. Finally, all numerical examples shown in this work were performed using
the general purpose simulation code Tahoe, which was developed at Sandia
National Laboratories ([16]).

5 Dynamic Crack Propagation in Three Dimensions

In this section, we validate the method on dynamic crack propagation
examples within an FCC crystal. For the MD simulation, we utilize the
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Figure 2. Left: Schematic of 3D bridging scale crack propagation example. Right:
Application of MD impedances forces (2.63) to top and bottom (001) planes of
reduced MD domain.

fimp

Lennard-Jones (LJ) 6-12 potential, though with a slightly altered form. The
LJ potential we utilize contains a smooth cut-off, such that the revised po-
tential takes the form

D(rij) = Pry(rij) — Pry(re) — (rij — re) @, (re) (5.72)

where @, 7(r;;) is the standard, unshifted LJ 6-12 potential (4.70), which is
a function of the distance r;; between two atoms i and j, and the shifted

distance r. is defined to be
re=ao (5.73)

The shifted LJ potential described in (5.72) has a smooth cut-off in both the
force and energy at the value r;; = a. For the new shifted potential, we utilize
parameter values 0 = € = 1, a = 1.50; all atomic masses are taken to be unity.
The dynamic fracture problem schematic is shown in Figure (2). As is
shown, the specimen under consideration is covered by finite elements every-
where, while the atomistic region is confined to the central region of the do-
main. A pre-crack is specified in the atomistic region by prescribing that two
adjacent planes of atoms do not interact, and the crack opens naturally in a
mode-I type failure under the ramp velocity loading. The normalized velocity
applied to the top and bottom (001) surfaces was taken to be V4, = .035.
We note that the pre-crack is initially fully contained within the interior
of the MD domain; the interactions between the crack and the surfaces shown
later are a result of the propagation of the crack. A visual image of the pre-
crack is given in Figure 3. For visualization purposes, the images in this section
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Figure 3. Initial pre-crack for dynamic crack propagation example. Contours of
potential energy shown. Only those atoms with potential energy greater than ninety
percent of the equilibrium value are shown. See Color Plate 1 on page 301.

only display those atoms whose potential energy is greater than ninety percent
of the equilibrium value; this technique is useful for highlighting the defective
parts of the lattice which may be of interest in fracture and failure simulations.

The simulations were run using nearest neighbor interactions only. The
bridging scale simulation employed 1024 8-node hexahedral finite elements
and 117121 atoms, while the full atomistic simulation was comprised of 225121
atoms. Different time steps are used for both simulations; the MD time step
was taken to be At,,; = .014, and 20 MD time steps were run for each FEM
time step. The MD impedance force (2.63) is applied to the top and bottom
planes of the reduced MD region as shown in Figure (2). All other boundary
faces of the reduced MD region are taken to be free surfaces.

The time history kernel 0(¢) was numerically calculated for an FCC lattice
structure and the shifted LJ potential for the (001) plane of atoms. The 3 x 3
0(t) matrices in (2.63) for the top and bottom surfaces of the reduced MD
region in Figure (2) can be found to be related as

Btop( ) 0top<t) BtOp(t) bot(t) Obot (t) bot (t)
01‘0])( ) HtOp(t) Bfop(t) _ bot (t) ebot (t) bot (t) (574)
047 (1) 0527 () 057 (1) 0 (1) eb%) ebot(t)

Similar relationships relating the 6(¢) matrices for opposite faces of the FCC
cube can also be determined.

A comparison between the bridging scale simulation and the full atomistic
simulation is given in four distinct snapshots, which chronicle the time history
of the crack propagation. In the first snapshot seen in Figure (4), the initially
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Figure 4. Onset of crack growth for (left) full MD simulation and (right) bridging
scale simulation. See Color Plate 2 on page 301.
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Figure 5. Out of plane crack branching for (left) full MD simulation and (right)
bridging scale simulation. See Color Plate 3 on page 302.

square pre-crack has evolved under loading to resemble a penny-shaped crack.
Figure (4) shows the crack just before propagation initiates; the figure and all
subsequent figures show contours of potential energy, while the crack opening
displacement has been magnified by a factor of five for easy viewing.

After the crack propagation has initiated and the crack nears the
surfaces of the cube, the onset and subsequent branching of the crack is seen
in Figure (5). In this simulation, it important to note that the branching is
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Figure 6. Final configuration in (left) full MD simulation and (right) bridging scale
simulation. See Color Plate 4 on page 302.

a surface effect, i.e. the branching is caused when the crack front approaches
the free surface. The branching is caused by a lack of constraint as the crack
approaches the surface; in essence, a truly mode-I type loading does not ex-
ist near the surface, hence the crack is not constrained to propagate directly
through the surface, and instead branches to cause material failure.

The final configurations of the bridging scale simulation and the full MD
simulation are shown in Figure (6). Again, the bridging scale simulation
matches the full MD simulation well, including the final configuration of the
crack branches, and potential energy. Another interesting fact is that the crack
branches have reached the MD boundary in the bridging scale simulations;
this fact violates the postulates made in deriving the MD boundary condition,
and is an example of a case in which some sort of adaptive insertion of new
atoms or "remeshing” in the MD region would be necessary to continue such
a large deformation failure simulation.

We note that the crack initiation time and progress during propagation
appear to match correctly between both the full MD and bridging scale simula-
tions, as measured visually. Unlike the two-dimensional multiple scale fracture
simulations considered in [2], the crack tip position has not been detailed as
a function of time, due to the inherent difficulty in tracking a planar crack
front in three dimensions.

Finally, Figures (4-6) powerfully demonstrate the utility of multiple scale
methods. In these images, it is clearly seen that only a small percentage of
the atoms are largely perturbed from their equilibrium positions, even during
catastrophic material failure processes such as fracture. Due to the fact that
only a small percentage of the atoms play a critical role in describing the onset
and subsequent propagation of cracks and defects, it seems clear that multiple
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scale methods are well-suited to eliminate the unnecessary atomistic degrees
of freedom in favor of a continuum representation, as is done here.

6 Discussion on the Bridging Scale Method

Now that the bridging scale theory and applications have been demosntrated,
a comparison between the bridging scale and the other multiscale methods is
in order. The first point of comparison stems from the fact that the bridging
scale is an approach inherently geared for finite temperature, dynamic prob-
lems. An approach in this direction has been undertaken in [17], in which the
projection property of the bridging scale was utilized to derive a continuum
temperature equation directly from the underlying atomistic motion. While
it can be easily applied to static problems as in [8], the current formulation
and applications have been for dynamic simulations. This lies in comparison
to the quasicontinuum or CADD methods, which to date have been used only
for quasi-static problems.

In comparing the bridging scale to the other dynamic multiscale methods
(CGMD, MAAD), one clear advantage for the bridging scale is that the coarse
scale is represented everywhere, and is not meshed down to the atomic scale.
Furthermore, the coupled MD and FE equations of motion arise naturally from
a Lagrangian formulation, which combines the kinetic and potential energies
of the coupled system. The effect of this is that the coarse scale time step
is not restricted by the smallest, atomic-sized elements in the mesh. More
importantly, this allows the use of a staggered time integration scheme, as was
detailed in [4]. Thus, the coarse scale variables can evolve on an appropriate
time scale, while the fine scale variables can evolve (appropriately) on a much
smaller time scale.

A major advantage of the bridging scale is that the high frequency MD
waves which typically cannot be represented by the continuum are eliminated
in a physically and mathematically sound manner by way of lattice mechanics
arguments. The reduced MD lattice behaves as if part of a larger lattice due
to the impedance force (2.63), which allows the high frequency information
typically found in the MD region to naturally dissipate into the continuum.
Furthermore, the time history kernel 0(t) can be found by an automated
numerical procedure which requires only standard Laplace and Fourier trans-
form techniques. Moreover, the resulting size of (t) is that of the minimum
number of spatial degrees of freedom; this stands in contrast to previously
derived damping kernels, e.g. [12, 18] whose size depended on the remaining
number of degrees of freedom in the reduced MD region, or required that the
geometry of the lattice be explicitly included in the formulation. The resulting
formulation can be applied to both static and dynamics problems; examples
include non-reflecting MD boundary conditons, as in [19] and [20], quasi-static
nanoindentation, as in [21], multiple scale analysis of dynamic fracture in
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multiple dimensions, as in [2, 3], and analysis of dynamic strain localization
in granular materials, as in [9].

The numerical examples shown in this review have been compared to full
MD benchmark simulations. In all cases, the bridging scale simulations agree
extremely well with the full MD benchmarks, even for highly nonlinear prob-
lems such as lattice fracture. These comparisons are extremely important in
multiple scale simulations, as confidence in the ability of a method to faith-
fully reproduce the correct physics normally seen within a full MD simulation
must be established.
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Summary. A new stabilized nodal integration scheme is proposed and imple-
mented. In this work, focus is on the natural neighbor meshless interpolation
schemes. The approach is a modification of the stabilized conforming nodal integra-
tion (SCNI) scheme and is shown to perform well in several benchmark problems.
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1 Introduction

Nodal integration of the Galerkin weak form of the equations of motion is
often desirable due to its efficiency and applicability in large deformation
problems. For example, in the large deformation case, the stress and material
history will move with the nodes and so no re-mapping of the quantities is
required. Numerous formulations and types of meshless shape functions are
available, here, we will focus on Galerkin formulations where natural neighbor
(NN) interpolation is used; often referred to as the natural element method
(NEM) [7]. Different nodal integration approaches have been developed such
as stabilized conforming nodal integration (SCNI) [3, 10, 5] and a least squares
stabilization approach [1]. The latter approach was applied using an EFG
formulation and suggested the use of quadratic basis functions due to the
second derivatives in the least squares term. Furthermore, the least squares
formulation in [1] is not directly applicable to natural neighbor schemes since
they are not smooth at the nodes. Recently we have found that the SCNI
method applied to NN shape functions produces spurious low energy (not
zero energy) modes in some problems and these modes did not appear to
vanish with refinement. In this work, a modification to the SCNI method is
made that appears to provide stable results as demonstrated in eigenvalue
and large deformation examples provided here.

Natural neighbor (NN) shape functions have some distinct advantages over
many meshless schemes in that they interpolate the data making it simpler
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to implement essential boundary conditions and the nodal adjacency only
includes near neighbors. The NN/NEM approach has been implemented in the
context of a meshless method by exploiting the concept of alpha shapes [4, 6] to
determine/treat the free surface of cloud of points. In this work, the integration
method in [10, 5] is modified by applying an additional stabilization term. In
what follows: Section 2 introduces the global weak form, the NN interpolation
scheme and the SCNI approach with added stabilization, Section 3 presents
results demonstrating the necessity of the added stabilization and effectiveness
of the proposed approach.

2 Formulation

The formulation will be introduced in the context of linear elasticity and the
straightforward extensions to the nonlinear regime will be given at the end of
the section.

2.1 Galerkin Method

Considering a body occupying the domain {2 C R?, the governing equations
of motion are given
pu=Vo+b (2.1)

where w is the displacement field, b is the body force and o = o(e) is the
Cauchy stress tensor in terms of strain

e(u) = 1/2(Vu + Vaul). (2.2)

Employing test function v, the weak form of (2.1) can then be written
/pv~’ildﬁ+/€(’v):a(€(’v))d9:/v~bd9+/ v-tdl'  (2.3)
0 10 Q I
where applied tractions t are specified on the boundary I';.

2.2 Discrete Form

Following standard procedure, the discrete displacement field is defined

N
up = Zd),(m)u[ T e (2.4)
=1

in terms of shape functions ¢; and nodal displacements w; over all nodes I =
1,..., N on the discretized domain (2;,. Unlike finite elements, the definition of
the domain (2, in meshless methods is not straightforward and is defined in
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what follows. Substituting (2.4) into the weak form (2.3) and applying nodal
integration, the following discrete form results

N

> myvy iy + Vier(vn) s o(er(un) — vy - £ =0 (2.5)
I=1

where my is the nodal mass, f; is a collocated form of the applied loads, e;
is the nodal strain and V7 is the nodal volume. Since the NN shape functions
interpolate the data, the nodal mass is simply m; = pV;. The body force
contribution to f; is computed similarly. Here, the traction force contribution
to f; is computed using the surface mesh but other techniques are outlined
in [1]. The &; could be the symmetric gradient of the displacement at x; or
computed using SCNI as shown in what follows. In this work, V; represents the
volume of the Voronoi cell £2; about node I (Fig. 1(a)). The Voronoi diagram
of a set of sites P := {@wy,xs,... ¢y} is a partition such that all points x
within a Voronoi cell 2; are closer to the generating site I than to any other
site in P. Considering three dimensional space, this can be mathematically
stated

2 ={xcR®:d(z,x;) < d(x,z;)V J AT} (2.6)

To handle arbitrary non-convex geometries, the alpha — shapes approach is
used to compute a surface mesh from the cloud of points. The Voronoi diagram
is then “clipped” by the surface in an approach similar to that in [4] and [6]
thus producing the discretized domain §2;,. Figure 1(b) illustrates this process
for two dimensions and our implementation performs the equivalent in three
dimensions. Of course, this approach may be to computationally intensive for
some applications and one may resort to simpler approaches to compute nodal
volumes (c.f. [1]).

Figure 1. (a) Voronoi diagram about cloud of points. (b) Surface mesh and clipped
Voronoi cells.
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2.3 Natural Neighbor Interpolation

The Voronoi cell for point I is formed by polygonal (usually triangular) cell
walls and the points with common cell walls are the set of natural (or nearest)
neighbors A (xy) for point I. The Laplace (or non-Sibson) form of NN inter-
polation [8] computes interpolation functions at a point x in the following
way. Consider the Voronoi diagram shown in black in Fig. 2, the interpolation
function ¢ at a point x is computed by doing a point insertion where x is
treated as an additional vertex in the set P and a new Voronoi cell is formed
(shown in blue in Fig. 2(a)). For the two dimensional case, the heights h and

(b)

Figure 2. (a) Point insertion at x. (b) Geometry of Voronoi cell about x

cell wall lengths s are used to compute the shape functions evaluated at point

X
SJ/hJ

= P VJ € N(x). (2.7)

os(x)

In three dimensions, the quantity s is a cell wall area. The NN interpolation
functions are both linear exact and interpolative.

2.4 Stabilized Conforming Nodal Integration (SCNI)

If smooth shape functions are used, one could merely take derivatives at the
nodes to compute the nodal strain e; (although patch test satisfaction may
be violated). Since NN shape functions are not smooth, a different approach is
required. Here, the nodal strain is computed using the SCNI approach which
is well described in [3, 10, 5]. In short, &; is computed from the volume average
of the strain € over the Voronoi cell domain (2; and using divergence theorem
results in the surface integral

1

er(up) = Vl/a(z (up@n+n@uyp)/2dl (2.8)
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where n is the unit normal along the contour surface of cell I. Numerical
integration is employed in computing (2.8) such that one integration point at
the centroid of each Voronoi facet is used. This approach exactly satisfies patch
test and can be used without any additional stabilization in many situations as
demonstrated in [3, 10, 5]. On the other hand, it is shown here that problems
arise such that spurious low energy modes arise in some applications of SCNI
motivating the following approach.

2.5 Modified SCNI

As mentioned, the SCNI formulation produces spurious modes as seen in
Fig. 4(b). Although the SCNI approach does not have zero energy modes, a
straightforward analysis can demonstrate that the method is not V; coercive.
Referring to (2.3) and (2.5), the discrete bilinear form for linear elasticity is

written
N

a(vn,up) = er(vy) : Cer(un)Vr (2.9)
I=1

where C' is the elasticity tensor and the discrete strain energy results when
vy, = uyp. Considering a one dimensional BVP with evenly spaced nodes, the
appropriate saw tooth displacement field would cause the nodal strain defined
by (2.8) to be zero everywhere except at the boundaries. This would produce
a zero energy mode for an infinite domain and a spurious low energy mode for
a finite domain. In order to eliminate these modes the Voronoi cells at node
I are further decomposed into sub-cells {2 as shown for the two dimensional
case in Fig. 3. Here each sub-cell is a triangle/polyhedron formed from the
generating node and a Voronoi edge/facet in two/three dimensions respec-
tively. In practice, we can merge adjacent triangle/polyhedron into reduced
set of sub-cells. Examples in this work use eight sub-cells by performing this
merge process although some nodes may actually have less than eight sub-
cells since they have less than eight Voronoi facets. The same SCNI approach
is used to compute the strain over each sub-cell 2%

1

ef(up) = W/@g (up@n+nup)/2dl c¢=1,..,Nf (2.10)
I 7

where N7 is the number of sub-cells used at node I and Vf is the volume of
the sub-cell. The modified SCNI weak form is now proposed

N
a(vh,uh) = Z[E[(’Uh) : CsI(uh)VI
I:ivlC ~
+Y_aj(er(vn) — ef(vn)) : Cler(un) — ef(un))V°] (2.11)

c=1
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where f is a penalty parameter and C is the elasticity tensor or some modified
version. In the proceeding examples, the sub-cell penalty will be uniform i.e.
af = 1 amounting to what is sometimes referred to as “physical stabilization”
[2, 9]. Here, the stiffness C is chosen in the following way: Isotropic elastic
material: Lamé parameters p and A:

fi=p  X:=max(\, 250) (2.12)
Isotropic plastic material: Lamé parameter A and plastic modulus Er:
fi:=FEr/2  X:=max()\ 250) (2.13)

For non-isotropic materials, the choice for i and A would be less obvious but
still tractable. Using a maximum in (2.12) and (2.13) mitigates volumetric
locking. The nodal deformation gradients F';, F'{ are defined

1

F[(’uh) = 7[

1
/ up @ndl’ F?(uh):—/ up@ndl’ e=1: Ny
892 008

‘/IC
(2.14)
and for large deformation kinematics, the internal virtual work (2.11) is rede-
fined

N
a(vy,up) = Y [Fr(vy) : P(Fy(up)Vr
I=1V;
+)af(Fr(vn) = Fi(vy)) : C(Fr(un) — Fi(un))Ve] (2.15)
e=1

where P is the first Piola Kirchoff stress and V; and V} are determined in
the initial reference configuration. The numerical implementation replaces the
internal virtual work (2.9) with (2.11) or (2.15) in the weak form of the equa-
tions of motion (2.3).

Figure 3. Subcells in the Voronoi cell formed from ;.
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2.6 Implementation Details

In our implementation, the strain displacement matrices were computed at
initialization and then stored to avoid re-computation of the Voronoi diagram
at every time step. This also applies to the nonlinear kinematics case where
the total Lagrangian approach (2.15) was employed.

The SCNI and the stabilization approach require the computation of shape
functions at the Voronoi cell walls and polygons separating adjacent sub-cells
for each node I. To expedite this calculation and to reduce connectivity, the
smallest set of nodes were employed in evaluating shape functions:

(i) Only the set N (&) UN (x;) was used for Voronoi cell wall shape function
evaluations where the cell wall was common to the Voronoi cells of node
xr and x ;.

(ii) Only the set N (x;) was used for the interior sub-cell shape function
evaluations.

If the above approach didn’t work (i.e. the cell wasn’t closed), more nodes
were added to the set based on adjacency. Unlike changing the smoothing
length of the weight functions with RKPM or EFG to get the appropriate
amount of cover, adding nodes to the set to compute shape functions does
not affect any previous computations.

The results here used two dimensional triangular finite element interpola-
tion everywhere on the exterior boundary surface mesh to do shape function
evaluations along the boundary. We have recently implemented two dimen-
sional Laplace shape functions but have yet to compare the difference.

3 Results

The following results demonstrate the necessity and effectiveness of the addi-
tional stabilization. Furthermore, the proposed approach satisfies patch tests
to machine precision and does not appear to lock in nearly incompressible
situations. The constant pressure Q1P0 finite element is used for comparison
since it performs reasonably well for the nearly incompressible case.

FEigenanalysis

This example illustrates the spurious modes using the standard SCNI ap-
proach and the improved behavior using additional stabilization. An eigen-
analysis of a nearly incompressible 1 x 1 x 1 block (E =1, v = 0.499, p = 1)
was performed and the first eigenmodes using the Q1P0 brick element, the
SCNI NN approach and the proposed approach are plotted in Fig. 4. The fre-
quency versus eigenmode is plotted in Fig. 5 and it is seen that results from
the new approach are nearly identical to that of the Q1PO for the first 100
modes. With SCNI, the frequencies for the first one hundred modes are low
due to the presence of spurious modes.
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Figure 4. First eigenmode using: (a) brick elements, (b) SCNI (¢) modified SCNI.
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Figure 5. Frequency versus eigenmode for three approaches.

Rubber Billet

In this example, the performance on a large deformation problem is evaluated.
A rubber billet 50.8 in length and diameter (Fig. 6(a)) with Neo Hookean ma-
terial parameters (E = 1, v = 0.49) was compressed to 70% strain and only
the bottom section was modeled due to symmetry. In the model, a unilateral
contact surface was used to vertically constrain the outer surface as it ex-
pands (bulges) horizontally. The sequence of deformations from the proposed
approach are shown in Fig. 6(a-c). The SCNI analysis terminated at 41%
strain due to large oscillations (Fig. 6(d)) whereas the stress and deformation
match nicely for the proposed approach and the Q1P0 hex element results at
this strain threshold (Fig. 6(b,e)). Oscillations do become apparent in the last
state shown in Fig. 6(c) compared to the Q1PO0 results Fig. 6(¢). The total
force applied to the billet versus strain is shown plotted in Fig. 7 and it seen
that the proposed approach matches the Q1P0 quite well.
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{0

Figure 6. Rubber billet: (a-c) sequence of deformation of stabilized NEM (d) un-
stabilized NEM (e-f) deformed configurations of Q1P0. The vertical o. stress is
indicated in (b-f).
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Figure 7. Force versus percent strain for rubber billet.
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Taylor Bar

A standard benchmark for plasticity is the Taylor bar impact problem. Here,
a copper bar impacts a rigid wall at high velocity. The following elastoplastic
material properties were used: I/ = 117 GPa, v = 0.35, 0, = 0.4 GPa, linear
hardening modulus Ep = 0.1 GPa and density p = 8930kg/ m®. The initial
bar length was 32.4 mm, the initial radius was 3.2 mm and the initial velocity
was 227m/s. The final deformed states are shown in Fig. 8 where the color
indicates displacement magnitude. Again, the new stabilization compares well
with the Q1PO finite element result but the SCNI shows oscillations.

{a) b}

Figure 8. Final configuration and plot of displacement magnitude from (a) new
stabilized (b) SCNI and (c) Q1P0 approaches.

4 Discussion

A new stabilized nodal integration approach was developed and applied to the
natural neighbor meshless method. The approach performed well in eigenvalue
and nonlinear benchmark problems. Here, a total Lagrangian approach was
used for large deformation. Extension of the method using an “Eulerian” type
kernel for extremely large deformations occurring in penetration will be inves-
tigated. The method appeared to perform well for the nearly incompressible
case but would require modifications to treat the fully incompressible case.
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Summary. The Finite Pointset Method (FPM) is a meshfree Lagrangian parti-
cle method for flow problems. We focus on incompressible, viscous flow equations,
which are solved using the Chorin projection method. In the classical FPM second
order derivatives are approximated by a least squares approximation. In general
this approach yields stencils with both positive and negative entries. We present
how optimization routines can force the stencils to have only positive weights aside
from the central point, and investigate conditions on the particle geometry. This ap-
proach yields an M-matrix structure, which is of interest for various linear solvers,
for instance multigrid. We solve the arising linear systems using algebraic multigrid.

Key words: Finite Pointset Method, meshfree finite difference method, op-
timization, M-matrix, algebraic multigrid.

1 Introduction

The Finite Pointset Method (FPM) was introduced by Kuhnert [8] in 1999 as
General Smoothed Particle Hydrodynamics. While in the classical SPH [14, 15]
space derivatives are approximated using symmetric kernels, the FPM ap-
proximates them using the moving least squares method, as done by Dilts [3].
Furthermore, in FPM, particles have no mass, they are merely interpolation
points for the field information, such as density, velocity, pressure, energy, etc.
The FPM was applied successfully to problems with complex, time-dependent
geometries [10] and free surface flows [11].

Tiwari and Manservisi [13] applied the FPM to incompressible flows using
the Chorin projection method [1]. Such computations require one or several
(if solved implicitly) Poisson problems to be solved in each time step. Hence,
efficient methods are required to solve these. We seek Poisson solvers that do
not use or generate a mesh. Two aspects are of importance:

(i) The discretization of the Poisson equation, to obtain a linear sys-
tem. We use finite differences to approximate the Laplace operator. The
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classical FPM approach makes use of all particles inside a given smooth-
ing length. We present a new approach which takes the FPM points as
candidates and selects out of them a minimum number of points, which
are positioned such that the Laplace stencils are positive.

(ii) Solving the obtained system efficiently. We investigate a BICG solver
as well as an algebraic multigrid (AMG) [18] solver. The finite difference
discretization yields in general non-symmetric matrices, thus various nice
properties known from symmetric matrices are not present here.

In Sect. 2 we briefly outline the FPM for incompressible flows. In Sect. 3 the
finite difference approximations are given and linear minimization with sign
constraints is motivated. In Sect. 4 we derive conditions on the point geometry,
such that positive stencils exist. Sect. 5 deals with optimization routines for
the stencil computation, and Sect. 6 concludes how to construct the M-matrix.
In Sect. 7 we explain the application of multigrid to our problem, and Sect. 8
provides numerical investigations and examples.

2 FPM for the Incompressible Navier-Stokes Equation

We consider the instationary incompressible Navier-Stokes equations in La-
grangian form
D
?1: =-Vp+vAu+g (2.1)
V-u=0

with appropriate initial and boundary conditions. Here w is the velocity, v
is the kinematic viscosity, p is pressure per density, and g represents the
acceleration due to external forces. Applications may involve temperature
evolution equations and time-dependent boundary conditions.

We solve the above system using the Chorin projection method [1], as
described in [9]. In each time step we move the particles and solve (2.1) as if
the flow was compressible

"t =" 4 At v"
@t = u" + At v Av™ 4 At g" (2.2)

then project @™ ! onto the subspace of divergence free velocity fields
un-i—l _ ,an-‘rl 4 Vpn-i-l
where p"*! solves the Poisson equation
—Ap"tt =v.an Tt (2.3)

with possibly mixed boundary conditions Dirichlet and Neumann. If the vis-
cosity v is large, step (2.2) should be computed implicitly, which leads to
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additional Poisson problems to be solved in each time step. In such cases, the
main effort can lie in solving equations of the type (3.4) on the point cloud of
the particles.

3 Finite Difference Approximation

Consider the Poisson equation to be solved inside a suitable domain 2 C R¢

Au=f in 2
u=g on I'p (3.4)
%:h OIIFN

where I' = I'pUI'y = 0f2. Let an arbitrary point cloud X = {£;,...,&,} C 2
be given, which consists of interior points X; = {£1,...,&,,} C 2 and bound-
ary points X, = {&€n,41,...,&n} C 082. A great variety of finite difference
methods (as described in Chap. III in [7]) exists to convert this problem into
a finite dimensional linear system

Ad = f, (3.5)

where @ contains approximations to u(&;). The moving weighted least squares
(MWLS) method [4, 12] computes coefficients, such that the solution of (3.4)
is best approximated in some polynomial basis. Other approaches in the con-
text of generalized finite difference methods (GFDM) approximate the Laplace
operator by a stencil, which is computed by guaranteeing exactness for poly-
nomials up to a given order. Nearly all methods in this context have two
aspects in common: Firstly, a quadratic functional is minimized or a prob-
lem is solved in a least-squares sense, secondly, for each interior point &; the
Laplace stencil is obtained by solving a small linear system. In the follow-
ing we slightly deviate from this path by formulating a linear minimization
problem and imposing sign constraints on the stencil values.

3.1 Constraints by Taylor Expansion

Consider an arbitrary interior point of the point cloud, denoted by &y. A
neighborhood U(&y) = B(&o,7) = {&€ € 2 : ||€ — & < 7} is considered (due
to its SPH-background, in the FPM the length r is called smoothing length).
Let the points inside the neighborhood U(&() be numbered (&g, &1,...,&m)-

Assume r is chosen large enough, such that m > k, where k = @ (the
number of constraints (3.10) and (3.11)). Define the distance vectors x; =
& —& Vi=0,...,m. Assume u € C?(£2,R). Inside the neighborhood B (&, )
the function value at each neighboring point u(£;) can be expressed by a Taylor

expansion
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u(€s) = u(€o) + Vullo) @i + S V7ullo) : (mial) +er  (36)

Here the colon denotes the matrix scalar product A : B = Zi injBl-j,
and e; is the error in the expansion. A linear combination with coefficients
(o, ..., ) equals

> aiu(€i) = u(€o) (Z oq) + Vu(&o) - (Z ozﬂ:l) (3.7)
=0

=0

v (zal . ) (Z)

Expression (3.7) shall approximate the Laplacian at the central point

m

Z aiu(€;) = Au(&o) +O(r%) (3.8)

iwiai =0 (310)
> (@i-a

i=1

=21 (3.11)
Here (3.11) follows, since V2u(&g) : I = Au(&p). Constraints (3.10) and (3.11)
can be formulated as a linear system of equations

V-a=b (3.12)

where V € RF*™ is the Vandermonde matrix given by @1,...,2,,, and a €
R™ is the sought vector of weights. In 2d the system reads as

T T 0
Y1 Ym 0
V=1 zin TmYm | , b=10
z? 22, 2
yi Yom 2

The central weight g is then given by (3.9). In general one chooses r large
enough such that m > k, i.e. system (3.12) is underdetermined. A minimiza-
tion problem is formulated to single out a unique stencil .
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3.2 Quadratic Minimization

The weighted least squares approach leads to minimizing the functional

JO:ZE or Jl:ZwT’ (3.13)
=0 i=1

depending on the formulation. Here w; = w(]|x;||). The distance-weight func-
tion w(d) is chosen to decay with d increasing, such that points closer to
the central point have a larger influence. In [7] various distance-weight func-
tions are discussed. The quadratic minimization (QM) problem (3.13) with
the constraints V - o = b can be solved using Lagrange multipliers

a=WvhHivwvh=1.p (3.14)

Here W is a diagonal matrix containing the weights w;. The Vandermonde
matrix V' is given by (3.10) and (3.11) when minimizing J; and additionally
contains (3.9) when minimizing Jy. In the FPM the same formula (3.14) is
derived [17] by minimizing ) ;" w;e?, where e; are the errors given by (3.6).

For each central point, computing the stencil via (3.14) requires to solve a
small k x k system, an effort that often must not be neglected. For the matrix
VWVT to be regular, some conditions on the geometry of the points have to
be imposed, e.g. the points must not lie on one line. In [7] examples of such
failures are provided. However, these conditions are rather relaxed compared
to the conditions the existence of a positive stencil imposes (see Sect. 4).

3.3 Linear Minimization with Sign Constraints

As an alterative to QM we suggest obtaining the stencil a via the linear
minimization (LM) problem

min E —ai, st.V.-aa=b, a>0, (3.15)
w;
i=1

Three points speak for this approach:

e QM can yield negative weights. As an example consider the central point
€0 = (0,0) and 6 points on the unit circle & = (cos(5;),sin(F;)), where
(1,...,06) = (0,1,2,3,0.1,0.2). As the neighboring points lie on the unit
circle, the distance-weight function does not influence the result. QM of .J;
in (3.13) yields the stencil cquaq = (0.846, 1.005,0.998, 1.003,0.312, —0.164).

However, there is a solution e > 0 satisfying V - @ = b, namely
agn = (1,1,1,1,0,0). Indeed, this solution is obtained by formulation
(3.15).

If a positive stencil a > 0 can be obtained for every point, the system
matrix in (3.5) is an M-matrix (see Sect 6 on boundary conditions). The
desirability of this structure has been pointed out in [2, 4].
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e Approximation (3.8) is the better, the smaller the total error term e =
Z:-il a;e;. It becomes particularly large, if the error terms accumulate,
i.e. for @ > 0 w.l.o.g. ¢; > 0 Vi. Assumed that due to the Taylor expansion
e; = c||z;||?, minimizing e yields formulation (3.15) with w(d) = |d|~3.

e Problem (3.15) is a linear program in standard form. Assumed the con-
straints admit a solution (see Sect. 4), then due to the fundamental theorem
of linear programming [6] there is a basic solution, in which only % of the
m stencil entries a; are different from zero. This yields significantly fewer
matrix entries as in QM. Hence, applying the sparse system matrix in (3.5)
will be significantly faster.

On the other hand, QM as presented in Sect. 3.2 has advantages. The stencil is
given by a solution formula (3.14), various interpretations (MWLS, GFDM,
FPM) allow to adapt desired properties, the approximating function has a
good smoothness (if the distance-weight function is smooth enough [12]), etc.

4 Conditions for the Existence of Positive Stencils

Let (x1,...,2,,) C R? be the point positions distributed around a central
point in the origin, at which the Laplace operator should be approximated.
Let V and b be defined as in Sect. 3.1. We investigate under which conditions
on the points’ geometry in R? the underdetermined system V - o = b has a
solution a > 0 (which is a problem in R¥).

Due to Farka’s Lemma [6], V - o = b has no solution e > 0, if and only if
system VT -aw > 0 has a solution satisfying b” - w < 0. The i-th component
of VT . w can be written as

(VT-w)i:aT-aci—l—sciT-A-aci,

where @ = (w1, ..., wg)" and A is the symmetric matrix
Wi W W7 W4 Ws
A= ( : 3) (2d) resp. A= | wswsws | (3d)
w3 Ws
W5 We Wy

Given w (resp. a and A), we consider the function
f®)=a’ z+z" - A2

Since A is symmetric, an orthogonal matrix S € O(d) exists, such that
STAS = D, where D = diag (\1,...,\q). In the new coordinates we define

g(x)=f(Sx)=d" - x+2’ D =z

where d = ST a. Assumed that all eigenvalues \; # 0, we can write
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gx)y=(x—-c)T-D-(x—c)—c' - D-c

where ¢ = —%D‘ld. One can show that choosing w € RF arbitrarily is
equivalent to choosing S € O(d), A = (A1,...,\q) € R% and ¢ € R? arbitrarily.
For any A, ¢ € R? define the domain

Hye={x cR%: g(x) >0}

For a set of points X = {x1,...,x,,} define SX = {Sx;,...,Sx,,}. Due
to Farka’s Lemma, system V - a = b has no solution a > 0, if and only if
S € 0(d), e, A € R? with Zle Ai < 0 exist, such that

SX C Hyp. (4.16)

Criterion (4.16) means that the set of points X can be transformed (via
S € O(d)), such that it is contained in the set Hy. for some ¢, A € R?
with Z?Zl A < 0. It is exactly equivalent to the non-existence of a positive
Laplace stencil. However, due to the nonlinearity in g, it is difficult to trans-
late condition (4.16) into geometric means. Instead, we derive a necessary (but
not sufficient) as well as a sufficient (but not necessary) criterion on the point
geometry for the existence of a positive Laplace stencil. To our knowledge the
latter has not been given yet.

4.1 A Necessary Criterion for Positive Stencils

If V- = b has a solution a > 0, then for any S € O(d), ¢, A € R? with
Zle Ai < 0, there is a point x; with Sx; ¢ Hx .. For the particular choice
A =—1, A\ =0Vi>1and ¢; > max; ||x;|| it follows that for any S € O(d)
at least one point must satisfy x; < 0. This yields the following

Theorem 1. If a set of points X C R? around the origin admits a positive
Laplace stencil, then they must not lie in one and the same halfspace (with
respect to an arbritrary hyperplane through the origin).

This result is well known and has been presented e.g. in [4]. Obviously, due
to the particular choice of A above, this criterion is very crude, but very easy
to formulate in geometric means. A more careful estimate of (4.16) may yield
stricter necessary criteria.

4.2 A Sufficient Criterion for Positive Stencils

For any ¢, A € R? with Z?:l Ai < 0 we construct a domain Gx o D Hx . The
domain Gy . will be the whole R? aside from a cone centered at the origin.
If we can ensure that for any ¢, A € R?, S € O(d) there is at least one point
Sxz; ¢ Gac, then Sx; ¢ Hx .. Hence, a positive Laplace stencil exists.
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Theorem 2 (Domain in 2d). Let ¢, A € R? with \; + Ay < 0. There exists
always a cone C,, defined by

1
vox > ———||z||,

JIi P

where 3 =+v/2 — 1 (a cone with total opening angle 45°, the vector v depends
on A and c), such that Gy, = Re\ C,, satisfies HycCGxre.

Proof. We show that Hy . and C, do not intersect. Since the problem is in-
variant under interchanging coordinates, only two cases need to be considered:

e Case (—): A1 <0,X <0
The set Hj . is the interior of an ellipse centered at ¢ with 0 € 0Hx c.
The vector v = f(i—fcl, %02) is the outer normal vector to the ellipse.
Obviously the cone C,, touches the ellipse only at the origin.

e Case (+—): A1 >0, <0

Define puq = % < 1. The domain Hj . is defined by

G(x1,22) = py (23 — 2¢11) — (23 — 2c0w0) > 0

Due to symmetry we can assume cy,co > 0. For all x € B, where B =
{(z1,22)|z1 > 0,22 <0, |21| < |22|}, the function ¢ satisfies

§(x) = pa(|z1f* = 2e1]a1]) = (|z2f* + 2c2|a2])
< (1 = Dzl = 20|z | + eafa]) <0,
hence Hy N C, = 0. The domain B is a 2d cone with opening angle 45°,
where v = (%\/2 -2, %\/2 ++/2), which proves the claim.

The case A\; = 0 reduces to the trivial 1d case.

Theorem 3 (Domain in 3d). Let ¢, A € R® with \; + Ao + A3 < 0. There
exists always a cone C,, defined by

1

P

where B = /(3 —/6) (a cone with total opening angle 33.7°), such that
Gx.c =R\ O, satisfies Hx e C Gac.

v-x > ],

Proof. The following cases need to be considered:

e Case (———):)\1<0,/\2<0,)\3<0
This case is analogous to the 2d case.
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Case (++ —): Ay >0, 2 >0, A3 <0

Define pq = })\ i <1, and po = i)\z} < 1. The domain Hj . is defined by

G(z1, 29, 23) = 1 (23 — 2c121) + p2(23 — 2c0w2) — (23 — 2c373) >0

Due to symmetry we can assume ci,co,c3 > 0. For all @ € B, where
B = {(z1,m2,x3)|T1,22 > 0,23 < 0, |21, |22] < \/g\x3|}, the function g
satisfies

9(@) = (|1 = 2e1]a1]) + pa(jz2f® — 2e2|2a]) — (J23]* + 2¢3]23])
< (5 + p2) = Vlas|? = 2(prer|an | + pacolaa| + e3lz3]) < 0.

Note that B is not a cone. However, a 3d cone can always be contained
inside B. Some geometric considerations yield that the cone with maximum
opening angle contained inside B is given by 3 = %(3 —/6) and v =
—_—— —V2),1).
e (V3 —V2),2(/3-v2),1)
Case (+— —): A\ >0, )\2<0 A3 <0

Define s = I)\Q} and p3z = :/\ Since po + pg > 1, we assume w.l.o.g. 3 >

%. The domain Hy . is deﬁned by

§(w1, w2, m3) = (a3 — 20121) — pa (a3 — 2c22) — p(x3 — 2c323) > 0

Due to symmetry we can assume ci,c,c3 > 0. For all x € B, where
B = {(z1,22,23)|x1 > 0,229,235 < 0,]21], 22| < \/g|x3|} the function g
satisfies

3(@) = (lz1]* = 2c1|m1]) — pal|@al® + 2¢2]a2) — ps(|zs]® + 2cs|as])

= (|&1]* — palza|® — pslws]?) —2(paci|zr| + pacalas| + cslas]) <

<(5—p3)|z3]2<0

Here the domain B is the same as in case (+ + —), merely reflected at the
x1,r3 plane. Hence, a 3d cone can be placed in the same way.

The cases A\ = 0 or Ay = 0 reduce to the 2d case.

Theorem 4. Let the point cloud have a mesh size hpyax such that Yx €
3z, € X : ||@i — x| < hmax (the point cloud has no holes larger than
hmax, see [12] for an equivalent definition). Let vy be the opening angle of the
cone derived in Thm. 2 and Thm. 3. If the smoothing length satisfies

1
> hmax
sin(+/2)

then for every interior point there exists a positive stencil.
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Figure 1. Relation between smoothing length and mesh size

Proof. Fig. 1 shows a ball with radius r around the central point and a cone
with opening angle . Assumed, the cone contains no point, then there must
be a ball of radius hy.x which contains no points. The claim follows by con-
sidering the triangle (0, x, x;).

The condition on the mesh size given in Thm. 4 is guaranteed in the FPM
by constant inserting of points. Hence, one can enforce the Laplace stencils
for every interior point to be positive by choosing the smoothing length r large
enough. The ratios given by Thm. 4 are

— 442v/2 =261 in2d
r S 14 % _ —+ \f mn
hmax 7+2V6 =345 in3d
Note that the estimates in Thms. 2 and 3 are not sharpest possible. Indeed,
one can derive smaller ratios. However, the algebra becomes significantly more
complex. Additionally, as a sufficient criterion only, positive stencils can very

well be obtained for significantly smaller ratios, e.g. if the point geometry is
particularly nice. We shall provide sharper estimates in future work.

5 Optimization for Interior Points

For every interior point we consider points in the neighborhood, set up the
linear program (3.15) and solve using the two stage simplex algorithm [6]. Tt is
efficient to first choose few candidate points. If the simplex yields no feasible
solution, then the smoothing length is increased to the value given by Thm. 4.

Our optimization problem is rather atypical, since we are confronted with
lots of small, non-sparse systems. The effort of the optimization routines has
to compare with the effort for the matrix multiplications and Gauf} elimi-
nation for computing the stencils via (3.14). Assumed that the number of
simplex steps roughly equals the number of constraints , one can estimate
that the numerical effort should be of the same order. In Sect. 8.1 we show
computational results.

The simplex algorithm is implemented into the FPM Fortran-code. We
compare the FPM-simplex the with different routines in the optimization
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Table 1. Optimization Run Times

prm simplex[primal simplex[dual simplex[barrier methodl

presolve on 17s 14s 38s
presolve off 12s 23s 20s 39s

software CPLEX. The run times for 42000 interior points are shown in Table 1.
The FPM simplex performs well in comparison with the CPLEX routines.
We assume that initialization and checks in CPLEX are not negligible for the
small problems. Optimization heuristics (CPLEX presolve) do not improve the
results. Finally, communication requires extra time, which is not considered
here. Interior point methods (here barrier methods) perform worse than the
simplex method for problems of the type (3.15).

6 Setting Up the System Matrix

In the previous sections we have shown that for interior points positive sten-
cils can be guaranteed. Points with Dirichlet boundary conditions are also
no problem. For each such point, an identity row in included into the sys-
tem matrix. This way the matrix size equals the number of points. One can
alternatively eliminate the Dirichlet points from the system matrix.

Neumann boundary conditions are included in a similar manner as interior
points. At the boundary point, % is approximated using neighboring points.
In many applications, a second order accurate approximation is required. The
stencil must satisfy

T1 ... Ty Ng
Yyr - Ym Ny

TIYL - TYm | = | 0 (2d)
xi e chn 0
o o 0

which is incompatible with a positive stencil, since then the quadratic condi-
tions cannot be satisfied. A first order approximation does not consider the
quadratic rows, thus an a > 0 can always be chosen.

In principle, problem (3.4) can always be approximated with an M-matrix.
In applications, however, one often approximates Neumann boundary condi-
tions with second order accuracy, sacrificing the M-matrix property. We do
so in the applications presented in Sect. 8.2, and observe that this does not
significantly worsen the performance when solving system (3.5). On the con-
trary, choosing too few points in the Neumann stencils sometimes leads to
instabilities.

Figure 2 shows the sparse matrix structure for QM, Fig. 3 shows the
structure for LM. Obviously the LM-matrix is significantly sparser. Note that
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X Rt vl . . Tt PO
50 100 150 200 250 0 50 100 150 200 250
nz = 5493 nz = 1207

Figure 2. Quadratic minimization Figure 3. Linear minimization

the QM-matrix is symmetrically structured (a;; = 0 < aj; = 0). The LM-
matrix loses this property. Apart from the numerical results in Sect. 8.1 we
do not know whether this property influences the performance of solvers.

7 Algebraic Multigrid

As in many methods for incompressible flows, multigrid is of interest for the
FPM. Especially for large problems, the optimal effort O(n) is desirable. We
consider multigrid as a solver for the problems (2.3) and linear problems due
to implicit time steps. Various approaches exist on how to apply multigrid to
such linear problems [18]. Since in the FPM the point geometry is given by the
fluid flow, working directly geometrically is complicated. Instead, we consider
Algebraic Multigrid (AMG), as presented in App. A in [18]. Advantages are

e Discretizing (2.3) and solving (3.5) can be treated (almost) independently
of each other. AMG can even be used as a black box solver.

e Points cloud coarsening and appropriate restriction and prolongation are
done automatically. One does not have to consider the geometry.

Of course, these advantages can be disadvantages. With geometric multigrid
one has more control on the geometry, more flexibility, and coarsening is easier
to interpret. Additionally, setting up the graph and selecting the C/F-variables
in AMG is an initial overhead.

We use the SAMG code of the Fraunhofer Institut fiir Algorithmen und
Wissenschaftliches Rechnen (SCAI). The code is powerful and flexible. Various
AMG versions described in [16], such as aggregation-type AMG are available.

Some good results and estimates have been given for AMG applied to the
class of symmetric M-matrices [16, 18]. Unfortunately, the matrices obtained
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in the FPM are non-symmetric, which no AMG theory is available for. As
shown in Sect. 6, we can enforce an M-matrix structure, but the matrices
remain non-symmetric. On the other hand, we approximate the Laplace oper-
ator, so we hope that some of the good properties for symmetric M-matrices
carry over. The numerical investigations in Sect. 8 give some insight.

8 Numerical Results

We apply the derived methods to a Poisson model problem in order to compare
run times and performance, as well as to industrial applications in order to
investigate whether the LM approximation performs stable and robust.

8.1 Poisson Test Problem

We consider a 3d cylinder with its top deformed into a tip. Typical FPM
point clouds are generated. We impose Dirichlet boundary conditions and a
right hand side, which arises from solving a projection step (2.3). We generate
the linear system (3.5) first by QM as described in Sect. 3.2, second by LM
as described in Sect. 6. The latter yields an M-matrix, the former does not.
Fig. 4 shows the time required for setting up the linear system, depending on
the number of points. The linear optimization as described in Sect. 5 is by a
factor of 1.2 slower than computing (3.14). Both types of linear systems are
solved by the stabilized BICG method with ILU preconditioning, as well as by
the AMG code described in Sect. 7. The corresponding run times are shown
in Fig. 6 and Fig. 7. Two observations can be made:

e The AMG solver is significantly faster than the BICG solver. Addition-
ally, the dependence of run time on problem size is approximately linear
for AMG, and slightly superlinear for BICG. While the latter meets our
expectations, the former surprises, as a right hand in a projection step
should not have too large smooth error components [5]. AMG seems to fit
the problem well. Algebraic smoothness need not coincide with geometric
smoothness [18]. Aggregation [16] also speeds up solving.

e The M-matrix property does not improve the performance of the solver.
The matrices obtained by LM are solved significantly faster due to the
matrices’ higher sparsity. In Fig. 6 and 7 we show a solve with the same
LM matrices, but structured as the QM matrices (i.e. zeros are saved).
The run times equal the QM run times. Obviously, the QM matrices are
rather “well behaved”, although they are no M-matrices. Still, LM yields
a significant speedup and a much better memory performance (see Fig. 5).

8.2 Industrial Applications

We consider two industrial simulations of incompressible viscous flows, which
the FPM was successfully applied to, and replace the QM by our LM.
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Figure 8. Glass melting

Figure 9. Tank filling
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e Melting of a glass cylinder. Figure 8 shows the point cloud of a melting
glass cylinder. The geometry is rather well behaved, there are many interior
points. Indeed, the FPM works well with LM. The code runs stable and
there is no visible difference between the LM and QM results.

e Filling of a gasoline tank. Figure 9 shows the same setup, on the left
computed with QM, on the right computed with LM. The geometry is com-
plex, many particles are boundary points, many free surfaces are present.
The FPM with LM runs stable. However, the results deviate significantly.
Since no analytical solution is available, we cannot prefer one to the other
solution. However, one can observe problems with LM when two free sur-
faces are close to each other compared to the smoothing length. Since LM
selects a minimal stencil, not enough boundary points might be selected.
We will investigate this problem further.

9 Conclusions and Outlook

We have presented an alternative approach for a finite difference approxima-
tion of the Poisson equation, based on linear optimization. It guarantees an
M-matrix which is significantly sparser than matrices obtained by the classical
least-squares approximation. We proved that under reasonable assumptions
on the point cloud, the M-matrix structure can always be achieved. Numerical
tests showed that the linear optimization approach speeds up solving Poisson
problems significantly. We investigated algebraic multigrid as a solver for lin-
ear systems which arise in the FPM for incompressible flows, discretized both
by least-squares and by linear optimization. The SAMG solver could solve the
given linear systems significantly faster than a BICGstab solver, and showed
to be work well with the FPM.

We will further investigate the linear optimization approach. Especially the
“moving” approach known from least-squares is not clear here. An important
issue is the performance of AMG on the arising non-symmetric M-matrices.
Neumann boundary conditions still cause problems. An interesting question
(also for interior points) is how to construct good positive stencils, which
have slightly more points than the minimum number obtained with linear
optimization. Another question to investigate is which geometric operations
AMG actually performs on the particles, and whether geometric multigrid
approaches can compare with or beat AMG here. We will investigate linear
optimization and AMG in a time dependent problem with complex geometries.
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Summary. This paper presents two different formulations for in-plane generalized
finite elements for geometrical non-linear analysis. The results from analyses which
employ the proposed elements are also presented. One of the proposed elements has
one additional degree of freedom at each node and shows good performance for analy-
sis in which bending deformation is dominant. The other can reproduce quadratic
deformation mode with only corner nodes and it has no linear dependency, which
is a well known problem of generalized finite elements. The formulation is based
on the rate form of the virtual work principle and obtained by a simple exten-
sion of standard FEM. The convergence of analytical solutions and the robustness
against element distortion are investigated and the results are compared with those
of standard displacement based first and second order elements. In most cases, the
proposed elements provide good solution convergence which is similar to, if not bet-
ter than, those of conventional second order elements. Additionally, it is also shown
that high-precision solutions can be obtained even if the mesh is strongly distorted.

Key words: Geometrical Nonlinear Analysis, Compatible Element, Element
Distortion, Locking Free, Generalized Finite Element Method.

1 Introduction

To improve the accuracy of the finite element method (FEM), many kinds of
approaches have been proposed from past to present and one practical and
well-known way is the generalized finite element method (GFEM). GFEM was
introduced by several researches in the 80’s [1, 2]. The main concept of GFEM
is that the precision of solution can be drastically enhanced by introducing
additional nodal degrees of freedom.

In the recent decade, the enhancement of GFEM based on the partition
of unity method (PUM) which was first introduced by Babuska [3] has been
actively worked on [4, 5, 6, 7, 8]. The idea of the partition of unity approach
has good compatibility with the GFEM framework although it was originally
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used in a kind of meshfree method [9]. It has been found that GFEM with
PUM can drastically improve the accuracy of FEM by simple extension of the
conventional finite element formulation. It is also known that the conventional
FEM is a special case in the GFEM framework [10]. On the other hand, it
also has several numerical shortcomings, for example, the computational cost
is expensive due to increased degrees of freedom and the stiffness matrix
becomes singular because of the linear dependency.

In the mean time, as another approach to enhance the performance of
FEM, finite element with drilling freedom was first proposed by Allman [11],
which is an extension of a triangular element and many modification is pre-
sented after that [12, 13]. In Allman’s element, each node of elements has
an independently additional degree of freedom which describes in-plane rota-
tion and the accuracy of solution is enhanced in several problems, especially
bending deformation. Recently, Sekiguchi and Kikuchi reviewed and reexam-
ined elements with drilling freedom and proposed a new element formula-
tion including drilling freedom in the framework of the standard displacement
method [14]. This element can be interpreted as an element based on the
GFEM framework.

Despite the outstanding performance of GFEM, most studies focus only on
linear problems and only a few nonlinear analyses are reported. For example,
Barros et al. incorporated GFEM into material nonlinear analysis [15] and
Terada et al. analyzed discontinuous surface and debonding problems with
the finite cover method, which is a kind of GFEM [16]. However, to date,
there have been no studies taking into consideration geometrical nonlinearity
in GFEM.

In this paper, we propose two kinds of in-plane finite elements in the frame-
work of GFEM and discuss geometrically nonlinear analyses conducted with
these. We also discuss investigations on the convergence of analysis solution
and the robustness against element distortion through comparison with first
and second order elements based on the standard displacement method.

2 Formulation

2.1 Governing Equations

In this study, the formulation is based on the rate form of equilibrium equa-
tion. Therefore, the governing equation is the rate form of Cauchy’s first law
of motion;

V-wr+pg=0 (2.1)

In the above equation, the inertia force is neglected because only static con-
dition is considered in the present analysis. 7, p, and g are the first Piola-
Kirchhoff stress tensor, density, and body force vector respectively. They are
functions of the coordinates. V is the gradient operator and superposed dots
denote material time derivative.
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The rate form of the virtual work principle based on (2.1), in which volu-
metric force is neglected, is given as;

/fr:6L:/£~5ﬁds (2.2)

where L, t, and u are the velocity gradient tensor, traction vector, and dis-
placement vector respectively. § means virtual quantities and v and s are
current volume and surface. As for constitutive equation, material objectivity
should be considered because finite rotation occurs in geometrical nonlinear
analysis. Therefore, in the present formulation, the following constitutive re-
lation between the deformation rate tensor (i.e. the symmetric part of velocity
gradient) D and Jaumann rate of the Cauchy stress o is assumed.

cg=C:D (2.3)

c=6—-Wo+ocW (2.4)

C is the fourth order constitutive tensor and W is the asymmetric part of
velocity gradient tensor. There is the following relation between the first Piola-
Kirchhoff stress rate and the Cauchy stress rate.

=6 —Lo+ (trtL) o (2.5)

By substituting (2.3) and (2.4) into the above, the following equation can be
obtained.
#=C:D-Do —oD +oL” + (t1Ll) o (2.6)

where the relation Wo — oW — Lo = —Do — oD + oL is used. By substi-
tuting (2.6) into (2.2) and separating terms with respect to the deformation
rate and velocity gradient, the following equation can be obtained.

/[(C:D—Do-—o'D):(5D—|—{0'LT—|—(trL)0'}:5L}dv=/f-5ﬁds

S

(2.7)
2.2 Interpolation Functions
The general expression of interpolation function in GFEM is given as
m
u=> Lja}| N" (2.8)
n=1 7

Here, L; and N™ are polynomial terms and shape function respectively. a7
is an unknown coefficient. m is the number of nodes in the element and su-
perscript n denotes the values at node. Equation (2.8) is reduced to the con-
ventional FEM formulation when L; = {1} is used. In the nonlinear analysis
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based on rate form, (2.8) should be applied to interpolate the velocity field
instead of the displacement field. Therefore, the displacement terms in the
equation are replaced by the displacement rates;

m

=Y ‘ Lja}| N" (2.9)
J

n=1

In this paper, two kinds of generalized in-plane element are proposed in
this framework. Each element has only corner nodes with additional degree
of freedom. The first element presented is the element with an additional
freedom like drilling motion. The other one can describe quadratic mode with
four additional degrees of freedom at corner node. These elements are called
QD4G1 and QD4G2 in the following section. The concepts of QD4G1 and
QD4G2 are illustrated in Fig. 1.

Jiél,c'_u’du

J"i;(’ (‘Iﬁ' ,[)lr

-

v

>/ it
(a) QD4GI (b) QD4G2

Figure 1. Generalized elements in present study

QD4G1: Element with Drilling Freedom
In QD4G1, the following set of polynomial terms is adopted.

Lj = {1, LEQ} for 1-1,1
(2.10)
Lj = {1, .Z‘l} for ’llg

A subscript denotes the degree of freedom and it takes 1 or 2 in two-
dimensional analysis. With (2.10), the interpolation functions of displacement
rate are given as;

4
i =3 [ul — (g — 2) 67| N (2.11)
n=1
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Uiy = 24: [ug (w1 — 27 9'"} N™ (2.12)

where 6" is an additional nodal degree of freedom. x; and x5 are defined
not in the local coordinates of element but in the global coordinates. The
bi-linear shape function for the conventional 4 node element is used as N™.
Equations (2.11) and (2.12) give a compatibility of the displacement velocity
field.

The original form of (2.11) and (2.12) is proposed by Sekiguchi and
Kikuchi [14] for linear analysis. In the case of linear analysis, the additional
degree of freedom corresponds to rotational motion. However, in the present
case, 0" has no obvious physical meaning. It is noted that additional boundary
condition corresponding to 8™ has to be imposed to avoid unphysical defor-
mation because QD4G1 has linear dependency. Additionally, in the case of
distributed loads, unphysical external force must be applied to 6", even for
uniform tensile loading.

QD4G2: Element with Enriched Quadratic Terms

In QD4G2, the reduced quadratic polynomial terms, which is motivated by
Wilson’s non-conforming element [17, 18], are used.

Li = {1, (z1)% (22)%} (2.13)

Using (2.13), the interpolation functions are written as;

=
[
B

[+ {(@0)? = @) fam + {(@2) = @)’ hir| N (214)

3
Il
-

Ug =

M=

i+ {@0)° = @} e+ {(@2)’ = @p)}d"| N (21)

3
Il
-

Here, a”, b", ¢ and d™ are additional degrees of freedom. z; and x5 are de-
fined in the global coordinate and N™ is the same bi-linear shape function as
QD4G1. QD4G2 is also a compatible element. Due to the additional degrees of
freedom, a complete perfect cubic polynomial function can be reproduced for
no-distorted rectangular element. One of the important features of QD4G2 is
that no linear dependency problem occurs because it can represent a displace-
ment rate field without any duplicated term. As for treatment of boundary
condition, in case of distributed loads, unphysical load must be applied to
additional degrees of freedom.

2.3 Finite Element Discretization

The finite element discretization form of (2.7) is given as;



240 Y. Tadano and H. Noguchi

{ou} k) {U} = {su} {£} (2.16)

{5Q}, {Q} and {5E} are discretized virtual displacement rate, displace-

ment rate and external force rate respectively, and [K] is the tangent stiffness
matrix. Matrix or vector with underbar is a quantity corresponding to the
total system equation. Due to the arbitrary property of virtual displacement

rate, the relation between displacement rate {U} and external force rate {F}

can be expressed as;
K] {U} - {F} (2.17)
{u}={vr > vr U} (2.18)
{F} = (@ #2000 (2.19)

The tangent stiffness matrix [K] consists of terms corresponding to the de-
formation rate D and the velocity gradient L. Therefore, it can be rewritten
as;

K] = [Kp] + K] (2.20)
Kol = [ [Bo) (Dol Bolde* (2.21)
K] = / e B1]"[Dy][Br]dv® (2.22)

where v° is the volume of element. [Bp| and [By] are matrices which trans-
late the displacement rate vector into the deformation rate and the velocity
gradient. [Dp] and [Dy,] are parts of the constitutive relation matrix in terms
of deformation rate and velocity gradient. Each component can be easily ob-
tained in the same manner as that of the general nonlinear finite element
formulation based on the updated Lagrangian method.
U" is a vector including unknown coeflicients at each node and is written
as;
U = {ap ay 6} for QD4G1
(2.23)
U™ = {af af o b* ¢ d'} for QDAG2

F™ is an external force rate vector whose components correspond to those in
U, By discretizing the virtual work by surface loading, the concrete form
of F" can be obtained. The virtual work caused by surface loading W is
equivalent to the right-hand side of (2.2).

5W:/£-5ads

- / (E18iy + £281i2) ds (2.24)

S
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By substituting (2.11) and (2.12) for QD4G1 or (2.13) and (2.14) for QD4G2
into the above equation, the components of F™ can be given.

2.4 Equilibrium Equation in Nonlinear Analysis

The governing equations in the section 2.1 just provide equilibrium of the rates
of internal and external forces at one moment and do not provide an equality
of internal and external forces. The discretized expression of the relation is;

()~ ) 22

In the case of the quasi-static state, in which the inertia force can be neglected,
by integrating both sides of (2.25) from initial time 0 to current time ¢, the
following equations can be obtained.

{Q} ={E} (2:26)
Q) = /Ot {Q}at (2.27)

{F} = /t {E} dt (2.28)

The nodal displacement vector is also given by the same way:

{u} = /t {Q} dt (2.29)

Equation (2.26) is nonlinear equation in terms of displacement because
the relation between displacement and internal force is generally nonlinear.
For this reason, to solve the equation, convergent calculation by a nonlinear
implicit method should be introduced. In the present formulation, the tangent
stiffness matrix [K] is not always consistent with internal force, therefore,
the modified Newton method is utilized and the converged solution can be
obtained in nonlinear analysis.

3 Numerical Examples

In this section, two numerical examples are demonstrated. As the first exam-
ple, a rolling-up analysis of thin plate is conducted. The second analysis is on
the bending of thick and quasi-incompressible beam. Both involve geometrical
nonlinearity and are computed in the two-dimensional space. In the analyses,
the phenomenon in which a stiffer solution is obtained (so-called the locking),
may occur when the conventional finite elements are used.

In each analysis, the convergence of the solution with respect to a number
of elements and the robustness against element distortion are investigated.
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The results obtained by the conventional 4-, 8- and 9-node isoparametric finite
elements (QD4, QD8 and QD9) are also shown. Full integration is adopted
for all kinds of elements; i.e. the numbers of integration points are 2 x 2 for
QD4 and QD4G1, and 3 x 3 for QD8, QD9 and QD4G2. It is assumed that
the material has isotropic elasticity with Young’s modulus £ and Poisson’s
ratio v.

3.1 Rolling-up of Plate

The first problem, rolling-up analysis of thin plate, is shown in Fig. 2. In the
present case, the Poisson’s ratio v is set to zero. The cross section shape of
the beam is rectangle whose area is A and the specimen is subjected to a
moment, M. Under the above condition, the rotation angle at the tip ¢ can

theoretically be given as;
¢ =12ML/EAt? (3.30)

In this analysis, the tip of plate is subject to moment M = wEAt?/6L and
the exact solution is ¢ = 2.

The number of elements along the thickness direction is always set to
one and that along the length direction is changed. The definition of element
distortion in this analysis is shown in Fig. 3. h is the characteristic length
of element. Parameter 3 characterizes an element distortion and it takes the
range of 0 < 5 < 1. = 0 corresponds to regular rectangle mesh and element
degenerates into triangle shape with g = 1.

Deformed configuration

(¢=2m

clamped f: thickness
L/t =100

Figure 2. Rolling-up of plate

The convergence in tip rotation with respect to the number of elements
is shown in Fig. 4. The element has no distortion or § = 0. All results in
the following section are normalized by the theoretical one. The errors in tip
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Figure 3. Definition of element distortion in rolling-up analysis

rotation with QD4G1 and QD4G2 are 4.7% and 8.1% when the number of
elements is only 10. On the other hand, the conventional elements provide
a stiffer solution especially with a smaller number of elements. For second
order elements QD8 and QD9, this is caused by membrane locking, which
results from unphysical membrane strain in curved element. In case of QD4,
shear locking with unphysical strain in pure bending gives a descent of the
convergence.

Figure 5 shows the results obtained by distorted meshes. The number of
element is fixed at 100, which gives regular tetragon element. QD4G2 provides
an almost exact solution even if § ~ 1 and the robustness against element
distortion is similar to that of QD9. The accuracy of QD4G1 slightly decreases
when [ increases, however, there is no drastic degradation of the solution with

[~ 1.

o
o

(=3
=
Normahized tip rotation

Normalized Lip rotation
<
<@

el
ke

O
o

10 100 1000 0.0 0.2 0.4 0.6 0.8 1.0
Number of elements Element distortion £

Figure 4. Rolling-up of plate: Normal- Figure 5. Rolling-up of plate: Normal-
ized tip rotation vs. number of elements ized tip rotation vs. element distortion

Figures 6 and 7 indicate errors in tip rotation with respect to the number of
elements with regular mesh and distorted mesh when § = 0.99. With regular
mesh, QD4G1 and QD4G2 privide good results as well or better than those of
QD8 or QD9. In the case with distorted mesh, QD4G2 has a good performance
especially with a small number of elements although the rate of convergence
is slightly slower than QD9.
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Figure 6. Rolling-up of plate with reg- Figure 7. Rolling-up of plate with dis-
ular mesh: Error of tip rotation with re- torted mesh: Error of tip rotation with
spect to number of elements respect to number of elements

This analysis shows that both of QD4G1 and QD4G2 provide good results
for the convergence of solution and robustness against element distortion and
there is no shear or membrane locking in pure bending deformation.

3.2 Bending of Quasi-Incompressible and Thick Beam

As the second example, bending of quasi-incompressible and thick beam shown
in Fig. 8 is analyzed. To reproduce the incompressible condition, Poisson’s ra-
tio v is set to 0.499 and plane strain state is assumed. Under this condition,
volumetric locking may occur in numerical analysis. It is subject to a point
loading P = 5 x 107*E A at the tip of the beam and the tip deflection cor-
responding to it is about 0.1L. Therefore, geometrical nonlinearity cannot
be neglected. In this problem, the converged solution with extraordinary fine
mesh is used as a reference because no theoretical solution is available. The
results in the following section are normalized using this.

In this analysis, the element distortion is defined by the method shown
in Fig. 9. Here, # and r are given as random numbers of 0 < 6 < 27 and
0 < r < vh/2 with the parameter v which characterizes the element distortion.
The figure also shows examples of regular and distorted meshes.

P

A 4

b

' I
g L )
O =3

L/H =10

Figure 8. Bending of quasi-incompressible and thick beam
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(a) Definition of element distortion (c) Distorted mesh with y=0.80

Figure 9. Definition of element distortion in bending of thick beam

The convergence in tip deflection with respect to the number of elements
along the length direction is shown in Fig. 10. The element has no distortion
or v = 0 and the ratio of the length to the height of the element is always 2:1.
The results with QD4G2, QD8 and QD9 are almost exact even if the number
of elements along the thickness direction is 1 (total element number is 5). On
the other hand, QD4G1 and QD4 give very stiff response because of volu-
metric locking which is caused by the constraint of (almost) incompressible
deformation. These results indicate that volumetric locking does not occur
with QD4G2 although it cannot be avoided with QD4G1.

Figure 11 shows the results with distorted meshes. The number of elements
is fixed at 50 x 5. The solution obtained by QD4G2 is almost exact with
~v = 0.80 although the element distortion affects the precision of the solution
with all conventional elements, even for QD9.

Figures 12 and 13 show errors in tip deflection with respect to the number
of elements obtained by regular mesh and distorted mesh with v = 0.80. With
regular mesh, the convergence rate of QD4G2 is more or less the same as QDS

1.2 12
= e -4 - = "3 = g -
£ 10y @ 7 = = E10 4 e
2 y 3 el
S 08 f =08 —e—QD4G1 g
=] = —%—QD4G2
H0E b S 08 -t QD4
3 —6—QD4GH 3 8- QD8
S 04+ —%—QD4G2 Zo04 | - QD9
E --a---QD4 E
S 0z --B--QD8 5 02
- 4-QDY e
0.0 : : 0.0 :
0 10 20 30 0.0 0.2 0.4 06 0.8
Number of elements along the thickness direction Element distortion

Figure 10. Bending of thick beam: Nor- Figure 11. Bending of thick beam: Nor-
malized tip deflection vs. number of ele- malized tip deflection vs. element distor-
ments tion
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Figure 12. Bending of thick beam with Figure 13. Bending of thick beam with
regular mesh: Error of tip rotation with distorted mesh: Error of tip rotation with
respect to number of elements respect to number of elements

and QD9. In the results with distorted mesh, QD4G2 presents very high per-
formance relative to QD8 and QD9Y, suggesting that QD4G2 is highly robust
against element distortion in the present problem compared with conventional
second order elements.

These results prove that QD4G2 provides good convergence with the num-
ber of elements and is quite robust against element distortion for the problem
where incompressible constraint is dominant.

4 Conclusion

In this paper, the formulation of two kinds of in-plane finite elements is pre-
sented in the framework of GFEM based on PUM and they are introduced
into geometrical nonlinear analysis. For the element with drilling freedom,
QD4G1, the solution convergence and robustness against element distortion
are similar to, if not better than, conventional quadratic elements in the analy-
sis with pure bending. On the other hand, it cannot avoid volumetric locking.
With the second proposed element QD4G2, which can express quadratic de-
formation mode with only corner nodes, no shear locking, membrane locking
and volumetric locking occurs. It is shown that QD4G2 is a highly reliable
element in analyses where some locking may occur even if conventional second
order elements are used.
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Summary. We present the application of a meshfree method for simulations of
interaction between fluids and flexible structures. As a flexible structure we consider
a sheet of paper. In a two-dimensional framework this sheet can be modeled as curve
by the dynamical Kirchhoff-Love theory. The external forces taken into account are
gravitation and the pressure difference between upper and lower surface of the sheet.
This pressure difference is computed using the Finite Pointset Method (FPM) for
the incompressible Navier-Stokes equations. FPM is a meshfree, Lagrangian particle
method. The dynamics of the sheet are computed by a finite difference method.
We show the suitability of the meshfree method for simulations of fluid-structure
interaction in several applications.

Key words: Meshfree Method, FPM, Fluid Structure Interaction, Sheet of
Paper, Dynamical Coupling

1 Introduction

There exists a wide range of problems where the motion of flexible structures
is driven by a fluid flow. Such kind of problems are in printing processes the
prediction of the fluttering of a thin sheet [11] or in bio-mechanics the opening
and closing behavior of aortic heart valves [2]. In general, the structure is
considered as a moving wall and its dynamics are described in a Lagrangian
framework. Therefore, it is suitable to use a Lagrangian formulation also for
the fluid. Whenever the structure moves rapidly, mesh based methods like
finite volume or finite element methods are limited due to grid adaption by re-
meshing during the simulation. It requires the use of interpolation techniques
to recover the fluid dynamical variables on the new mesh. This procedure not
only introduces artificial diffusivity, but is also problematic with respect to
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accuracy, robustness and efficiency. To resolve this problem, we consider a
meshfree method called Finite Pointset Method (FPM) [4, 10].

FPM is a Lagrangian particle method, where the fluid domain is repre-
sented by a finite number of arbitrarily distributed particles (pointset). These
particles move with the fluid velocity and carry all fluid dynamical informa-
tions like pressure and velocity. In FPM we approximate the spatial deriv-
atives at an arbitrary point from its surrounding neighbor particles by the
weighted least squares method. Furthermore, the elliptic equations occurring
in the treatment of incompressible flows are also solved in this framework
[4, 5, 9, 10].

In this paper we consider a sheet of paper in an incompressible flow. For
simplicity we restrict ourself to a two-dimensional setting. Therefore, the thin
sheet can be represented and modeled as a curve in a two-dimensional flow
domain using the dynamical Kirchhoff-Love theory. The external forces taken
into account are gravitation and the pressure difference between upper and
lower surface of the sheet. This pressure difference is computed using the
Finite Pointset Method (FPM).

The paper is organized as follows. In section 2 we present the mathematical
model for the fluid flow and the flexible structure. The numerical schemes for
the corresponding equations are described in section 3. Here, specific aspects
are the computation of the pressure difference acting on the sheet of paper
and the coupling between fluid flow and the dynamics of the flexible structure.
Finally, in section 4 three numerical examples are presented.

2 Governing Equations

2.1 Fluid

We consider a fluid flow in a two-dimensional bounded domain 2 C R? with
boundary I'. Let v and p be the velocity and pressure fields representing the
state variables. The incompressible Navier-Stokes equations in the Lagrangian
form are given by

Dx

—— = 2.1
T, (21)
Dv

ﬁf—Vp—i—l/Av—i-g, (2.2)
V-v=0. (2.3)

Here, g denotes the gravitation, v the kinematic viscosity, D /Dt the material
derivative and @ the trajectories of material points.

These equations are to be solved with appropriate initial and boundary
conditions. We use no slip conditions on solid walls and also on both surfaces
of the sheet of paper with regard to its movement. At inflow and outflow we
use Dirichlet and Neumann conditions for the velocity.
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2.2 Flexible Structure

As mentioned the flexible structure under consideration is a sheet of paper. In
general, the mathematical model of a sheet of paper is based on the bending
stiffness of a thin plate. We restrict ourself on a two-dimensional setting. Since
the thickness of the sheet is much smaller than its length the paper can be
described by a curve of constant length. For the Kirchhoff-Love theory of
elastic rods capable of large bending deformation see[l, 6]. Here, we resume
the final equations of this theory.

Let » = r(s,t) € R? with t € RT be a curve parameterized by the arc
length s € [0, L], where L is the length of the curve. The dynamics of the
sheet of paper is given by balancing the acting forces with the acceleration

wOur(s,t) = 0s[T(s,1)0s7(s,t)] — B Ossss7 (5, 1) + [p]n +wg. (2.4)

Here, the unknown tension T acts as a Lagrangian multiplier referencing to
the additional constraint of in-extensibility

lo,r(s,0)]1* = 1. (2.5)

The base weight w and the bending stiffness B are given material constants
of the sheet of paper. n denotes the unit normal vector orthogonal to the curve.
The first two terms on the right hand side of (2.4) are the internal forces due
to tension and bending, whereas the last two terms are the external forces
due to the pressure difference [p] between both sides of the sheet and due to
gravity g.

We note that the system (2.4, 2.5) has some similarity to the incompress-
ible Navier-Stokes equations, where the pressure is a Lagrangian parameter
referencing to the incompressibility constraint.

The complete model for the sheet of paper needs appropriate initial and
boundary conditions. For the boundaries we consider two different types of
possible situations. Either an end is fixed with given position and direction
by

r(0,t) = r(t), 9,7r(0,t) = e°(t) (2.6)

or it is free with Neumann boundary conditions given by

Bys(L,t) =0, Oyssr(L,t) =0, T(L,t)=0. (2.7)

‘Wall Contact

In some applications the sheet of paper can hit a wall. Such events are detected
geometrically and are taken into account by adding the geometrical constraint
of the wall. To handle this situation an additional force perpendicular to the
wall is introduced in the dynamical equation (2.4). Its magnitude is another
Lagrangian multiplier referencing to the geometrical constraint.
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3 Numerical Schemes

3.1 Flexible Structure

Space Discretization

For the space discretization in arc length s € [0, L] we use an equidistant

division with s; = 1As, i =0,...,N. The equations are approximated in a
conservative finite difference scheme at a curve point r; at s; by using

0s(TOsm); = Ais [(Tasr)i+ — (T, r)z,%} : (3.8)
0,(Bdsr)i = - [(BOwar) iy — (Bdwar)i_y ] (3.9)

Here, the fluxes at the cell faces are approximated by

1
(8sr)i+; = m [Tz’—l — 27 r; + 27 Tit+1 — ’I"H_g] y (310)
1
(88837’)i+% = E [7’7;_1 —37r; +37ri41 — TZ‘J’_Q] . (311)

Due to the higher order nature of the underlying equation it is important to
use a higher order approximation of the tangential dsr as given by (3.10).

Time Integration

We consider an implicit time integration with constant time step At. The

resulting system for inner grid points ¢ = 1,--- ;N — 1 is given by
’I";L+1 —2 T? B ,’,.;L*l 1 n-+1 n-+1 n+1 n+1
“ AP = [T @y - T e
B

o @) = O]+ Bl +wg. (312)
Here, the normal vector n; is orthogonal to the tangential vector defined by
the average of (9s7);11.

The boundary conditions at both ends are treated straight forward. The
in-extensibility constraint is approximated by

Q)L (@)t = 1. (3.13)

Hence, we get a system of nonlinear equations (3.12, 3.13). This is solved by
means of an iterative method based on partial linearization.
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3.2 Navier-Stokes Equations

The system (2.1-2.3) describes the incompressible Navier-Stokes equations in
a Lagrangian form. We solve the equations with our particle method FPM
(Finite Pointset Method) in combination with Chorin’s projection method
[4, 8, 10]. FPM is characterized by a weighted least squares method for ap-
proximation of spatial derivatives.

Therefore, this section is divided into three parts: the projection method,
the general treatment of derivatives in FPM and the application of this tech-
nique for solving the resulting elliptic equation for the pressure.

Chorin’s Projection Method

To handle the incompressibility we use Chorin’s projection method [3]. This

method consists of two fractional steps and is of first order accuracy in time.

In the first step the new particle positions and intermediate velocities v* are
computed by

"t ="+ At v", (3.14)

v* =" + At vAv* 4+ At g. (3.15)

Then, in the second step we correct v* considering
"t = vt — At Vpn Tt (3.16)
together with the incompressibility constraint
V.ot =0. (3.17)

By taking the divergence of equation (3.16) and by making use of (3.17) we
finally obtain a Poisson equation for the pressure
V - v*
At
The boundary condition for p is obtained by projecting equation (3.16) onto

the normal vector n of the boundary I". Thus, we obtain a Neumann boundary
condition

Aptt = (3.18)

ap n+1 1 N .
(a'n,> = —Kt(vr+1 —UF) ‘n. (319)
Assuming vanishing normal velocity components on I', we obtain
8p n+1
— =0. 3.20
(5%) (320)

We note that the particle positions change only in the first step. The inter-
mediate velocity v* is then obtained on these new particle positions. Finally,
the pressure Poisson equation and the divergence free velocity vector are also
computed on these particle positions.
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Least Squares Approximation of Derivatives in FPM

Let ¥ : 2 — R be a scalar function and 1); its given values at the particle
positions x; for ¢ = 1,..., N. Consider the problem to approximate spatial
derivatives of ¥ at a particle position & based on the function values of its
neighbor particles. In order to restrict the number of neighbors we introduce
a weight function w = w(x; — x; h) with compact support of size h.

The weight function can be chosen quite arbitrary. However, here we choose
a cutted Gaussian weight function of the form

oz i iz
w(wi_w§h)_{8Xp( " hélse)7 S

The positive constant « describes the exponential decay with a typical value
a = 6. In our implementation the weighting radius h can be chosen as a
function in space and time. However, no adaptive method to modify h during
the computation is realized yet. Working with a user defined h implies that
new particles will have to be brought into play if the particle distribution
becomes too sparse or, logically, particles will have to be removed from the
computation as the distribution becomes too dense.

Let P(x,h) = {x; : 1 = 1,2,...,m} be the set of m neighbor points of
x = (z,y) inside the radius h. We note that the central particle  is one
element of the neighbor set P(a, h). To ensure consistency in two dimensions
the number m of these particles should be at least 6 and they should neither
be on the same line nor on the same circle.

Now, we approximate derivatives of a function by using its Taylor series
expansion and the least squares approximation. Hence, consider the Taylor
expansions around & = (x,y) at its m neighbors x;

(z; — x)?

2
(yi —y)* 3

+ (i = ) (i — 9)om(@) + L0, (@) + O (321)

Using these expansions up to quadratic terms this leads to m equations

for the unknown derivatives of ¢ at position x. Here, we note that x is one

of the particle positions in P(x, h). Therefore, ¢p = 1 (x) is supposed to be

known. The resulting system for the unknowns a = (¥, ¥y, Vuas Vay, Vyy) T

is not under-determined for m > 5 but can in general only be solved as a least
squares solution by minimizing the error e in the resulting system

V(i) = ¢(@) + (2 — )09 (@) + (4 — Y) Oy (@) + Ozath ()

e=Ma—-b (3.22)

where
dry dyr %dw% dxydy; %dy%
M=o ],
Az, dym %dazfn Az dym %dyfn
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T T

b= (wl _¢77¢m_1r/)) , €= (61,...,€m) ;dxi:xi_'ra dyl =Y — Y.
Thus, the unknown vector a is computed by minimizing the weighted error

over all neighboring points. That means we have to minimize the quadratic

form
m

J=> wie} =(Ma—b)"W(Ma - b) (3.23)
i=1
with W = diag (wy, ..., wy) and w; = w(x; — x; h). The minimization of J

with respect to the unknowns a formally yields (if M7 W M is nonsingular)

a=(M"WM)"Y(MTW)b. (3.24)

Solving Elliptic Equations with FPM

Now, we consider the following type of linear second order partial differential
equations

AV +C (Yo +yy) = f, (3.25)

which represents all equations resulting from the discussed Chorin’s projection
scheme. Here, the coefficients A and C' are real constants and f = f(z) is a
given real valued function. To determine the intermediate velocity, we have
A =1and C = —At v and in case of the Poisson equation for the pressure we
have A =0 and C = 1. At the boundary we use either Dirichlet conditions or
Neumann conditions

N

Go =0 on I (3.26)

with prescribed normal derivative ¢.

To our knowledge, there are two types of methods to solve elliptic equations
in a given meshfree configuration. The first one is presented in [7], which can
be directly derived from equation(3.24). The second one is presented in [9],
where equation (3.25) and possibly Neumann conditions (3.26) are added as
constraints in the least squares approximation. Both methods are compared
in [5]. It is found that the method presented in [9] is more stable and that
Neumann conditions can be easily included in the approximation. Therefore,
this method is described shortly in the following.

Based on the set of neighbors x;, i = 1,...,m we use the Taylor expan-
sions (3.21). Unlike the above approximation of derivatives we now have to
consider also the value v at the central particle & to be unknown. For inner
particles of the domain we just add the elliptic equation (3.25) in the least
squares procedure. For a boundary particle we have to take into account the
additional boundary conditions. To illustrate the method we describe the case
of a boundary particle with Neumann condition (3.26). Here, the modified sys-
tem & = Ma — b is defined by
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1 dzy dyy 3da} doydyr idy?
M= Az, dym, %da:?n AT dym, %dyz ’
A 0 0 C 0 C
0 ny no 0 0 0

a= (w7ww7wyawmwiwy7l/)yy)T7 E: (,(/)17 . 7¢1’n7f7 ¢)T’ €= (61, .. '7em+2)T'

The solution now minimizes the functional
J=> wie; = (Ma—b)"W(Ma - b) (3.27)

with W = diag (w1, ..., wm, 1,1) and w; = w(x; —x;h) fori = 1,...,m while
Wipt1 = W42 = 1. Formally, the solution of this minimization problem can
be written as _
a=(MT"WM)" (MTW)b. (3.28)
The value of ¥ is the only relevant component of the solution a. By in-
troducing f1,..., 3 as the first row of (MTWM)~! and using the explicit
structure of (M TW)I;, we finally obtain for this component the equation

i dz? dy?
W=D wi B+ Badai + Bady + a5+ Bsdaidys + Fo = )
=1

= (814 + B4C + 35C) f + (Biny + Bang) ¢.

Hence, if we consider this procedure for all inner and boundary particles
we get a sparse linear system for the unknowns ¢, j = 1,..., N at all par-
ticle positions. The discretization is of second order [5, 9, 10] the system can
be solved by standard iteration methods. In our projection method for the
incompressible Navier-Stokes equations, we have one linear system for the ve-
locities and one for the pressure values. As an initial guess for the iterative
solvers at time level n + 1, we use the corresponding values at time level n.

3.3 Computation of Pressure Difference at the Sheet of Paper

We consider the sheet of paper as a moving solid boundary. In our two-
dimensional framework it is simply a curve. A particle located directly above
the curve can have a neighbor located under the curve. But with respect to
the fluid behavior they should not be coupled. Therefore, we introduce for
particle position on the curve two boundary particles with opposite normal
directions and indicate their orientation with +1 and —1.

Then all inner particles are marked with the orientation +1 if they are
in the neighborhood of a boundary particle of orientation +1 and if they lie
on the half plane defined by the normal of this boundary particle. The same
procedure is done for the orientation —1. Finally, all particles have either an
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00357 0.0714 0.1071

Figure 1. Orientations of the particles around a sheet of paper, blue indicates
orientation 0, red +1 and yellow —1. See Color Plate 5 on page 303.

orientation 1, —1 or are marked by 0. Figure 1 shows an illustrative example
for the orientations.

These orientations are used to organize the neighborhood relations. For
particles of orientation 0 all other particles are allowed as neighbors. For par-
ticles of orientation +1 or —1 all other particles in the neighborhood with
different sign of orientation are removed from the list of neighbors. Similar to
the situation at boundaries the restriction to the one sided subgroup of parti-
cles reduces the typical number of neighbors. However, in order to obtain the
accuracy of the weighted least squares approximation the scheme guarantees
everywhere a minimum number of neighbors.

In general, it is not necessary that the positions on the sheet of paper used
for its dynamics are also boundary particles in the fluid dynamical computa-
tion. In this case the pressure difference acting on the sheet of paper has to
be computed by interpolation. For each side we use the already introduced
weighted least squares approximation. Here, the neighboring particles taken
into account are selected with the help of the orientations defined above.

3.4 Coupling Algorithm

We consider a simple numerical approach to simulate the interaction between
fluid and flexible structure by decoupling the motion of the fluid and the
structure at each time step. This is an fully explicit coupling scheme and is
described as follows:
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1. Initialization: tg = 0 and n = 0, where n is index of the time step
(i) Initialize the curve r°(s) by N segments with equal arc length As
(ii) Define boundary particles on each arc segment with both orientations
(iii) Initialize the particles in the whole computational domain (position,
velocity, pressure)
2. Don=0,1,2,..., M
(i) Use the pressure p™ and the curve ™ describing the sheet of paper to
calculate the new curve r" 1!
(ii) Use the curve »"*1 to compute the new positions z"*! and velocities
v"*1! of the boundary particles lying on the sheet of paper
(iii) Use the new positions and velocities of boundary particles of the prior
step to solve the Navier-Stokes equations and obtain new positions
"1 and flow fields v"*! and pnt!
(iv) End do

4 Numerical Examples

In this section we present some numerical applications. Since the sheet of
paper has very small bending stiffness and low weight, the grid size as well as
the time step for the simulation of its dynamics should be very small. However,
the time step for the Navier-Stokes solver need not to be so small. Therefore,
for both solvers we choose the time step of the sheet of paper. In the following
applications, we consider the weight of paper w = 0.1kg/m?, the bending
stiffness B = 5 - 10"*kgm?/s? and the gravity force g = 9.81m/s? in the
direction of —y. The discretization size of the arc length is As = 51073 m.

4.1 Fixing One End

We consider a square cavity of size 0.25m x 0.25m and a curve of length
0.141m. The curve is fixed at position (0,0.125) and has a free end at
(0.141,0.125). Initially, the velocities and pressure are set to be zero. Due
to gravity, the curve starts bending towards negative y-direction. In first row
of figure 2 we have plotted the positions of the curve at initial time ¢t = Os
(left) and at ¢ = 0.8377s (right). In the second row we have plotted the pres-
sure (left), with values varying from 0.29512Pa (blue) to 0.84271Pa (red)
and the velocity field (right) with maximum value 0.059941 m/s (red) at time
t = 0.8377s. The time step is chosen as At =5 107%s.

We consider the above mentioned example to give an impression of the
convergence behavior since fixing one end of the sheet leads to a steady state
solution. In table 1 the height of the free-end in the steady state is given for
different resolutions As. The time step is chosen such that As/At = 20m/s
holds.
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Figure 2. Position of particles and sheet of paper at time t = 0s and ¢ = 0.8377s
(top), pressure and velocity field at t = 0.8377s (bottom). See Color Plate 6 on page
303.

Table 1.

As height of free end

0.018m  0.023756698 m
0.012m  0.025303442m
0.009m  0.026223404 m
0.006 m  0.026814278 m
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Figure 3. Position of particles and sheet of paper at ¢ = 0.0,0.3s (top)
(center) and ¢t = 1.2,1.5s (bottom). See Color Plate 7 on page 304.
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Figure 4. Velocity field at t = 0.0,0.3s (top), t = 0.6,0.9s (center) and t = 1.2,1.5s
(bottom). See Color Plate 8 on page 305.
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Figure 5. Computational domain

4.2 Free Falling

We again consider the square cavity as above. The curve is positioned at
(0.036,0.175) and (0.141,0.175) and both ends are considered to be free.
The initial velocities and pressure are set to be zero. Due to gravity, the
paper starts falling and shows the well-known swinging phenomenon. In
figures 3 and 4 we have plotted the positions and the corresponding ve-
locity fields at times ¢ = 0,0.3,0.6,0.9,1.2,1.5s. The maximum magni-
tudes of velocity are 0.21310,0.27685,0.72154,0.37865,0.12890 m/s at times
t=0.3,0.6,0.9,1.2,1.5s, respectively. The time step was considered the same
as in the previous example.

4.3 Flying and Deposition

In this example we consider the computational domain as shown in Figure 5.
The boundaries AB and I.J are outflow boundaries. KL is considered as the
inflow boundary and the remaining boundaries are solid walls. The sheet of
paper M N is pulled at the point M with 4m/s in the negative z-direction
until M reaches the x-Position of H. Afterwards also this end is left to be
free. From the inflow boundary we blow air with 1m/s in the negative y-
direction. The boundary DF is considered to be the deposition of the sheet
of papers. We release the first paper at time ¢ = 0.01 s and the others at time
t = 0.05,0.1 and 0.15s. In Figure 6 we have plotted the position, pressure and
velocity field at time ¢t = 0.15s. At this time the values of the pressure varies
from 6.18 Pa ( blue ) to 162.16 Pa ( red ) and the maximum magnitude of
the velocity is 7.1398 m/s. The time step is taken as At = 10~*s. The length
of the sheets is exactly the length of the deposition DE. The lengths of the
boundaries are AB =1J =CD =0.0bm, BC = DE = FG = AL = 0.135m,
EF =0.03m, GH =0.1m, IH =0.206m, KL =0.202m, KJ = 0.272m and
the length of the paper is M N = 0.135m.

5 Conclusion

The Finite Pointset Method (FPM) is suitable to handle a wide range of dy-
namical fluid structure interactions. In this paper this is demonstrated in a
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05191

0.09EE

Figure 6. Position of particles and sheets of paper (top), pressure distribution
(center) and velocity field (bottom) at ¢t = 0.15s. See Color Plate 9 on page 306.
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two-dimensional framework that couples FPM with the dynamics of a one-
dimensional sheet. Future work will be the extension of the method to three
dimensional problems.
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Summary. A novel approach for implicit residual-type error estimation in mesh-
free methods is presented. This allows to compute upper and lower bounds of the
error in energy norm with the ultimate goal of obtaining bounds for outputs of in-
terest. The proposed approach precludes the main drawbacks of standard residual
type estimators circumventing the need of flux-equilibration and resulting in a sim-
ple implementation that avoids integrals on edges/sides of a domain decomposition
(mesh). This is especially interesting for mesh-free methods.

Key words: Element Free Galerkin, mesh-free methods, error estimation,
engineering outputs, residual based estimators.

1 Introduction

Assessment of functional outputs of the solution (goal-oriented error estima-
tion) in computational mechanics problems is a real need in standard engi-
neering practice. In particular, end-users of finite elements, finite differences or
mesh-free codes are interested in obtaining bounds for quantities of engineer-
ing interest. Techniques providing these bounds require using error estimators
in the energy norm of the solution. Bounds for quantities of interest (func-
tional outputs) are recovered combining upper and lower bounds of the energy
error for both the original problem (primal) and a dual problem (associated
with the selected functional output) [21, 1, 20].

It is also important to note that bounds for the energy and for quantities
of interest are usually obtained with respect to a reference solution (associated
with a much larger space of approximation). Bounds for the exact solution of
the boundary value problem as presented in [3, 26, 22] are not addressed here.

The need of obtaining reliable upper and lower bounds of the error for
quantities of interest has motivated the use of residual error estimators, which
are currently the only type of estimators ensuring bounds for the error. Classi-
cal residual type estimators, which provide upper bounds of the error, require
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flux-equilibration procedures (hybrid-flux techniques) to properly set bound-
ary conditions for local problems [14, 1]. Flux-equilibration requires a domain
decomposition, which is natural in finite elements but not in mesh-free meth-
ods. And, moreover, it is performed by a complex algorithm, strongly depen-
dent on the finite element type and requiring a data structure that is not
natural in a standard finite element code. Thus highly embedded in the finite
element domain decomposition.

The idea of using flux-free estimators, based on the partition-of-the-unity
concept and using local subdomains different than elements, has been already
proposed in [4, 16, 18, 23] for finite elements. The main advantage of the
flux-free approach is the simplicity in the implementation. Obviously, this is
especially important in the 3D case.

From the mesh-less point of view, another advantage is the fact that the lo-
cal subdomains where the error equation is solved are the support of the func-
tions characterizing the partition of unity. This is a concept that also exists
in mesh-free methods and thus the extension is possible. Moreover, boundary
conditions of the local problems are trivial and the usual data structure of a
code is directly employed.

In the last few years, some research has been devoted to develop error
estimation procedures for mesh-free methods. Duarte and Oden [7] derived
an explicit residual error estimator for the h-p cloud method. Liu et al. [15]
used a wavelet solution as an error indicator in an algorithm where multiple-
scale adaptive refinement had been introduced. Chung and Belytschko [5]
adapted the FEM stress projection technique for error analysis in Element
Free Galerkin (EFG). Gavete et al. [10] proposed a sort of recovery-based error
estimate, which presents the standard drawbacks of these methods. None of
these approaches was able to compute bounds of the energy error. Thus, the
assessment of bounds and functional outputs is still an open topic in mesh-free
methods.

To the authors knowledge implicit residual based estimators have not been
proposed for mesh-free methods. However, these residual based approaches are
now standard in finite elements because they are more mathematically sound,
more precise and allow to compute upper and lower bounds for energy norms
as well as functional outputs.

In this paper the implicit residual-type flux-free error estimator proposed
in [23], which has similar efficiency as standard hybrid-flux estimators, is ex-
tended to the Element Free Galerkin Method. The remainder of the paper is
structured as follows. Section 2, following [23], recalls the basics on output
oriented error estimation in finite elements and introduces a flux-free error es-
timator. Section 3 is devoted to extend step by step the previous concepts to
the Element Free Galerkin method: Dirichlet boundary conditions, definition
of the reference error, estimation of outputs of interest, numerical integration,
local domain for the error equation, and finally the solvability of the local
problems. Finally, in Section 4, some numerical examples are shown.
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2 Basics on Output Oriented Error Estimation in FEM

2.1 Model Problem

Let 2 C R™4 be an open, bounded domain with piecewise linear boundary
02 and ngq the number of spatial dimensions. The scalar strong form of the
problem is: find u such that

{ —Viu+ou=s in §2, 2.1)

w=up on Of2.

Only Dirichlet boundary conditions are considered for simplicity. It is trivial to
extend these concepts to account also for Neumann-type boundary conditions.
The standard weak solution of this problem is u € U verifying

a(u,v) =1(v) Yv eV, (2.2)

where
a(u,v):/ Vov-Vu+ ocvudf?, l(v):/ vsdf2.
o Q

The usual solution and test spaces are defined U = {u € H(2),ulsn =
up} and Vo = {v € HY(2),v]so = 0}, where H' is the standard Sobolev space
of square integrable functions and first derivatives. The bilinear form a(-,-)
induces the energy norm, which is denoted by |[|-||, that is, ||v]|?> = a(v,v).

The finite element interpolation spaces U C U and VII C V, are asso-
ciated with a finite element mesh of characteristic size H and degree p for
the complete interpolation polynomial base. The geometric support of the el-
ements for a given mesh are open subdomains denoted by (25, k = 1...n,
where 2 = J & £2;,. Tt is also assumed that different elements do not overlap,
that is, £2, N £, = () for k # [. Then, the finite element solution wy which is
an approximation to u, lies in the finite dimensional space U and verifies

a(um,v) =1(v) Yoe V.

2.2 Error Equations and Reference Error

The goal of a posteriori error estimation is to assess the accuracy of the finite
element solution ug, that is, to evaluate and measure the error, e := u — upy,
which belongs to V, either in the energy norm |le|| or in a quantity of interest
as it will be shown next. The equation for the error is recovered from (2.2)
replacing the exact solution u by ug + e and using the linearity of the first
argument of a(-,-)

a(e,v) = 1(v) — a(ug,v) = RF(v) Yo €V, (2.3)

where RY(-) stands for the weak residue associated to the finite element ap-
proximation ug.
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The exact error e is replaced by a reference error, e, lying in a finite
dimensional space V¥ much richer than the original finite element space VI,
i.e. VI Cc VI C V. That is, the exact solution u is replaced by the reference
(or truth) solution uy; consequently, u &~ uj, = ugy + ep,. Given this definition
of ey, it is easy to verify that the reference error is the projection of the exact
error into the reference space, that is, e, € VY is the solution of the problem

a(en,v) = RP(v) Yo e VP (2.4)

Direct evaluation of ej, is computationally unaffordable because the size of
the system of equations is the dimension of V. The idea behind any implicit
residual error estimator is to solve local problems instead of the global problem
(2.4). Each of these local problems require proper boundary conditions in order
to obtain a good approximation of the error and to ensure solvability.

2.3 Estimation of Outputs of Interest

The actual interest is to bound output quantities 19(u), where 19(-) is a linear
functional, see for instance [21, 17, 25, 20, 24, 29]. These strategies introduce
a dual (or adjoint) problem with respect to the selected output. The weak
form of the dual problem reads: find ¢» € V; such that

a(v,y) =1%v) Yve .
The finite element approximation of the dual problem is ¥y € V& such that
a(v, ) =1%v) Vv e VE.
Finally, the dual reference error is €, := ¥, — g € Véﬂ such that
a(v,en) =19v) — a(v,vg) =t RP(v) Yo eV}, (2.5)

where RP is the weak residue associated with 1.
If v is replaced by e, in (2.5), then using Galerkin orthogonality and the
parallelogram identity, the following representation of /(ey,) can be obtained

1 1 1
19en) = alen,en) = |lwen + —enl® = < lwen — ~en|® (2.6)
4 K 4 K

for any arbitrary scalar parameter . To simplify the notation the arguments
in the squared norms of the r.h.s. in (2.6) are denoted by z}ﬂf = Kep £ %eh.

In fact, in order to bound the output of the error, [9(e;,), the r.h.s of (2.6)
indicates that it is sufficient to bound the energy norm of z;f and z, , (i.e. the
energy norm of linear combinations of ej, and ¢,).

Define E,[v] and Ej[v] as the upper and lower bound of ||v||?, respectively.
Note that E,[v] and Ejjv] are not functions; instead, it is a convenient nota-
tion of the bounds. Thus, once the bounds for ||zf||? are computed, namely
Ell2f] < ||2F]|? < Eyzi], the output of the error is readily bounded as
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1 1 _ 1 1 _

ZEI[Z;{] - iEu[Zh] <1%en) < 7Bz ] - ZEl[Zh I, (2.7)
and, obviously, the bounds for the output of interest of the reference approx-
imation, [9(uy,), are

TEz] < 1) < ) + (B~ (Bl ]

1

Next section introduces a methodology to obtain both upper and lower
bound error estimates in energy norm. This approach is then used to compute
Eulz ], Eulz, . Bz ] and B[z, ).

2.4 Upper Bound Estimate of the Reference Error

Let ', i = 1,...,ny, denote the vertices of the elements in the computational
mesh (thus linked to U) and ¢! the corresponding linear (or bilinear or
trilinear) shape functions, which are such that ¢*(z7) = §;;. The support of
¢ is denoted by w’ and it is called the star centered in, or associated with,
vertex x’.

It is important to recall that the linear shape functions based on the ver-
tices are a partition of unity. Using this essential property and the linearity of
the weak residue R (+), defined in (2.3), the residue is decomposed into local
contributions over each star

Ilnp nnp

RP(v) = RP(Z q%) - ZRP@%) Vo € H(£2).

Note that RF (¢'v) vanishes if suppv Nw? = ), since w’ is the support of ¢’.

The strategy to compute upper bound estimates of the reference error,
Elen], consist in, first, the evaluation of the finite element solution w g, which
is necessary to compute the residue R”. And, second, the appraisal of the
local estimates & € V", where V", := VI N’H!(w'), solving problems in each
star w*

a,i (8", v) = RF(¢'v) Yo e V!, (2.8)

w
where a: (-, -) is the restriction of the bilinear form a(-,-) to the star w'.
Remark 1. Formally any function v € VZJL is not defined in the whole domain
{2 but only in the star w’. However, here every v € V:}i is naturally extended

to £2 by setting its value outside w’ equal to zero. Thus, functions in iji are
continuous in w® but generally discontinuous across the boundary of the star.

Remark 2. The local restriction V¥ to the element (2, V}‘zk = VN HY (),
is also extended to {2 in the same way. This induces the broken space, namely

Ne1

h ,7 h
Virok 1= D Vi
k=1
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Note that functions in V! _, may present discontinuities across the inter-
element edges (or faces) and that V", C VI .

Remark 3. The bilinear form a(-,-) and the energy norm are generalized to
accept broken functions in its arguments; that is, for v and w € V{;rok,

Nel Ne1

a(v,w) =) a, (v,w) and o= Jlul,
k=1 k=1

where a,, (-,-) is the restriction of the bilinear form a(-,-) to the element 2
and ”UH% =0agq, (v, v).

Finally, adding the local estimates, which have been extended into V.,
a global estimate é € V[ is obtained,

Ny

- U

€ := E v,
i=1

and the upper bound of the energy norm of the reference error is recovered
computing the norm of the estimate €. See [23] for a detailed description,
development and formal analysis (viz. the proof of the next theorem) of this
estimator.

Theorem 1. The estimate é = > ., &', where &' is the solution of the local
problem given in (2.8), is such that

Eufen] = [[€]* = [len]*.

3 Extension to Element Free Galerkin

3.1 Reference Error

Similarly to finite elements, in mesh-free methods a finite dimensional space
VH < H1() is associated with a particle distribution of characteristic size
H and degree p for the reproducibility imposed. Thus, the mesh-free solution
wgr, which is an approximation to u, belongs to V¥ and verifies

a(ug,v) =1(v) Yve V.

However, in mesh-free methods the refined spaces are, in general, not
nested, i.e. VT ¢ V. The reference error in EFG is directly defined as the pro-
jection of the exact error into the reference space, i.e. e, € V" is the solution
of

a(en,v) = RP(v) WYov e Vh, (3.9)
and, in general, ej, # up —ug. This weak problem is very similar to (2.4) and
only differs in the functional spaces because Dirichlet boundary conditions are
imposed differently. This issue will be addressed in Section 3.6. It is important
to emphasize that in mesh-free methods the reference error is not anymore
up — ug as in finite elements but only the solution of problem (3.9).
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3.2 Estimation of Outputs of Interest

When bounds for outputs are sought, as in finite elements —recall equation
(2.5)—, a dual reference error is defined as €, € V" solution of

a(v,en) =19v) — a(v,v¥g) = RP(v) Yo e V" (3.10)

Note again, that also in this case ¢, # ¥, — ¥y. If v is replaced by e;, in
(3.10),

1%en) = alen, en) + alen, ). (3.11)
In finite elements Galerkin orthogonality implies a(ep, %) = 0 but not in
EFG. Nevertheless, the first term in the r.h.s. of (3.11) can be rewritten using
the parallelogram identity —as in section 2.3 and equation (2.6)—, namely,

1 1 1 1
1%en) = ZH’%h + EGhH2 - 1||'f€h - EGhHQ +a(en, V).

Thus in EFG the output of the error, see (2.7), is bounded by

LBl — TR+ alen, vm) < 19en) < TRa] — 1EilaR] + alen, vir).
(3.12)
Several alternatives are possible to cope with the extra term, a(ep,¥y), in
EFG. The simplest one is to neglect it because intuitively it is expected to be
small. Another alternative is to compute bounds for it. Here, however, it will
be evaluated using a computable high-order approximation, thus introducing
an error which is negligible in front of the other terms.

3.3 Upper Bound Estimate of the Reference Error

In EFG the upper estimate of the reference error can also be computed with
the same rationale as in finite elements. The partition of unity is naturally
induced by the moving least squares interpolating function, which are also
denoted as ¢° (i now being the index of each particle). Similar restriction of
the functional spaces are defined, that is

Ne1

Vho= Vv (W), ng =V HY (), and VI, = @ng'
k=1
And the estimate also verifies equation (2.8), namely, find &' e V:}i solving
the local problems in each star w’
ay: (8%, v) = RP(¢'v) Vv eV, (2.8)

Thus the estimate

gi=> e, (3.13)
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and the upper bound of the energy norm of the reference error is recovered
computing the norm of the estimate €. Because theorem 1 is also applicable
here since it is based on the following lemma, which characterizes this broken
approximation.

Lemma 1. Any estimate ¢ € V{)‘rok verifying the weak error equation
a(é,v) = RP(v) YoveVh, (3.14)

is such that the norm of € is an upper bound of the energy norm of the reference
error, that is
<112 2
lell” = lleall”.

From practical point of view, to reduce drastically the computational effort
and in order to simplify the evaluation of the local estimates, equation (2.8),
the definition of the star w’ is modified. Figure 1 illustrates the definition of
the star w’. Recall that a local problem is solved in each star and that ¢’ is
extended (equal to zero) outside of w’.

Definition 1. A star, w?, is the smallest integration sub-grid that includes the
support of .

Integration grid - —

Figure 1. Definition of the star w®.

Remark 1. The solvability of the local problem, equation (2.8), is ensured in
scalar problems as the kernel of a,:(w,-) for a generic function w includes
only constant functions and for v constant the r.h.s is zero by Galerkin or-
thogonality, i.e. RT (d)iv) = 0 for v constant.

3.4 Evaluation of Bounds for the Outputs

As noted in section 3.2 the bounds for the output of interest in EFG introduce
a new term a(ep, ), which in principle is unknown. Here, a high-order
approximation is proposed.
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Theorem 1. The term a(é, 1), where € is given by 3.18 and 1y is the
coarse solution of the dual (adjoint) problem, is a high-order approximation
of alen,¥y). In fact,

|a(eh7¢H) - a(é7¢H)| S Cthp. (315)

Proof. In view of the definition of the reference error (3.9) and the properties
of the estimator, see equation (3.14), it is known that,

RP(v) = a(ep,v) = a(é,v) Yve V",

and therefore, a(e, — &, TM")y) = 0. Where the interpolation operator of
any function in V onto the the reference space, V", is introduced. That is,
TTh .V — V" is such that 7T v(z') = v(x’) where z' denote the nodes
(particles) of the reference mesh. Thus,

alen — & vu) = alen — &4 — T pp)
which induces the following bound after using Cauchy-Schwartz inequality
la(en — &, ¢m)| = |a(é — en, v — T"m)| < |len — |l llbe — T 4wl

In order to finish the proof the standard interpolation error is employed,
ie. [y — Tyl < C1hP, and the bound |lej, — é|| < CoHP is recalled. The
latter bound requires that the estimator is efficient (i.e. that exists a constant,
C3 < 1 such that Cs||€|| < |len]] < ||€]]) to obtain the following bound

llen = €lI* = llexl* + [I€]I* — 2a(en, €)
= llenll® + lle]* — 2R (en)
= llenll* + [l€]l* = 2llen]*
1

1
18112 = llenll® < - llell® = llenl* = (5 = Dllex

Using now the standard approximation bound |en] < |le]| = |Ju — ug|| <
C4HP in the previous equation the desired result ||e, —€|| < C2HP is obtained
to end the proof.

O

Thus, in practice, the bounds for the output of the error presented in
equation (3.12) are computed using

(Bl + 0@ vm),

and, obviously, the bounds for the output of interest of the reference approx-
imation, [9(uy,), are

1Bl 1Bz ]+ a(@ vm) < 19en) < TRz -

19w) 2 1) + 1B=] ~ (Fulei] +a(é vn)

19uy) < up) + Bl ] -

1 EEI[Z}:} +a(é,1/)H).

4
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3.5 Numerical Integration

Suppose the coarse (global) problem is solved with a given numerical quadra-
ture,
ag(ug,v) =lg(v) Yve V.

Then, as expected, the residue is zero,
Rg(v) =lov) —ag(um,v) =0 Youe VH.
But for a different quadrature,
ag(um,v) # l,(v) Yo eV
and, thus, Galerkin orthogonality is lost,
RP(v) = 1,(v) — ag(um,v) #0 Yo e V.

Therefore, the same quadrature must be used to compute on the coarse
and reference (truth) discretizations because Galerkin orthogonality is needed
both (theoretically) to proof the upper bound property and also (practically)
to ensure solvability of the local problems, see remark 1. This obviously implies
that the so-called “coarse” computation is done with the quadrature of the
reference discretization. This is obviously and extra cost which is required to
compute the error distribution. This, however, does not preclude any adaptive
refinement scheme as it will be seen in the next section.

3.6 Dirichlet Boundary Conditions

In the mesh-free context, shape functions usually do not verify the Kronecker
delta property. Therefore, imposing Dirichlet boundary conditions is not as
trivial as in the finite element method. In recent years, many specific tech-
niques for the implementation of essential boundary conditions in mesh-free
methods have been developed. A general overview on existing techniques is
presented in [9]. Of the different techniques discussed in [9] the continuous
blending method [12, 13, 8] (i.e. introduce standard finite elements along the
boundary and adapt the mesh-free interoplation functions to obtain complete-
ness) and Nitsche’s method [19, 27, 2] are the most suitable alternatives. Both
alternatives can be used to estimate the error. Here, for compactness of the
notation Nitsche’s method is used to define the weak form and has been used
the examples.
The weak solution of problem (2.1) requires to find u € H'(§2) verifying

a(u,v) =1(v) Yo e HY(Q), (3.16)

where Nitsche’s method modifies the forms in the previous equation as follows:
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a(u,v) = / Vu-Vu+ cvudf2
0

—/ vn-VudF—/ un-Vodl + vudl, (3.17)
o8 o o082

1(v) z/vsdQ—/ upn-Vodl'+ [ [ wvupdl. (3.18)
0 o0 an
Note that equation (3.16) is identical to (2.2) but the spaces for the approxi-
mation and the test functions are different. Note also that as in finite elements,
this bilinear form a(-,-) also induces an energy norm.

The last term in (3.17) is required to ensure coercivity of the bilinear
form a(-,-) provided that g is large enough. Regarding the choice of the lower
bound of 3, Nitsche proved that if § is taken as 8 = /¢, where v is a large
enough constant (independent of h) and ¢ denotes a characteristic measure of
the finite element discretization, then the discrete solution converges to the
exact solution with optimal order in H' and £2 norms. Moreover, v can be
estimated from the maximum eigenvalue of a generalized eigenvalue problem,
see [11]. Similar results are obtained for mesh-free methods and ¢ is related
to a measure of the support of the interpolation functions or equivalently to
the distance between particles.

Here, two characteristic sizes are used, H is associated to the coarse dis-
cretization and h characterizes the reference or truth distribution of particles.
As in the previous section only one bilinear form is used. Thus a(-,-), and
consequently 3, is the same for both the global coarse computation in V7 and
the local reference evaluation in V". This obviously implies choosing for 3
the corresponding value associated to the reference mesh (as already done
in the numerical integration). Because it will be larger than the one related
to VHand thus will ensure coercivity of (3.17) and obviously consistency of
(3.16).

In summary, as for numerical integration, the parameter § used in the
coarse distribution of particles is associated to the reference distribution used
later to evaluate the error distribution. Again, this is necessary both for the-
oretical and practical considerations (Galerkin orthogonality is necessary).
Nevertheless, this does not preclude any adaptive scheme, as will be shown on
a following publication, because at each refinement step the reference distrib-
ution of particles is known a priori (it is directly related to the given “coarse”
distribution of particles).

4 Numerical Results
In this section, the proposed estimator is used to evaluate bounds for ther-

mal model problems. Some of the selected examples have been used by other
authors to assess the performance of similar techniques [23, 20].
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4.1 First Poisson Example
The 2D Laplace problem
Viu=0 in (z,y) €10,1[x]0, 1]
u(z,0) = sin (7x)
u(z,1) = u(0,y) = u(l,y) =0
with known analytical solution [28, 9],
u(z,y) = (cosh (ry) — coth (7) sinh (7y)) sin (7z),

is considered next. Figure 2 shows this analytical solution and the primal
and dual approximations using EFG with bilinear consistency and a uniform
distribution of particles of 5 x 5.

AITRSSS N
//{//////;l;}"':{:‘:‘\‘\‘x\\ N
g7 I

I
A SN
2 :\\\“:\\\\ \

7
7 I’";f'&:‘, &

Figure 2. Exact solution (left), EFG primal (center) and dual (right) approxima-
tions.

The behavior of the energy norm estimate is compared to the exact energy
error norm and the reference error energy norm, see Figure 3. The approximate
solution uy is computed using bilinear consistency and the reference space
is associated with a particle distribution h = H/4. Uniform distributions
of particles have been considered. From a qualitative viewpoint, it is worth
noting that the estimated error distribution is in good agreement with the
exact error distribution.

Figure 4 shows the spatial distribution of the local effectivity index. It is
important to notice that the effectivity index is always close to the optimum
value: one. Obviously if the index is evaluated using the reference error, ey,
which is the value actually bounded, the effectivity index is even better (closer
to one and more uniform).

Remark 1. Elements of the integration grid with very small contributions to
the errors are not considered in the previous plot (areas not plotted) because
they are not interesting from an adaptive viewpoint. Moreover, in these areas,
small roundoff errors in the error assessment lead to unreasonable effectivity
indices (very small absolute error but large relative error). An element is
considered to have a “small” contribution to the global error when ||ey,|| /4nq
(with ne being the number of elements of the integration grid). This results,
in this case, on neglecting 20% of the elements approximately.
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Exact error

Local error
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Figure 4. Local effectivity index with respect exact error (left) and with respect
the reference error, ey, (right).

Remark 2. The local energy norm has been represented in the integration grid.
From now on, all local representations will be represented in this grid.

Finally, Figure 5 shows the resulting bounds and their convergence. The
lower and upper bounds for an approximation to the output of the exact solu-
tion are shown as well as the bound average, the EFG approximation and the
exact output. As expected they converge to the exact output as the number
of particles is refined. Second order convergence is obtained as bilinear con-
sistency is used. For the initial distribution of particles (uniform distribution
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Figure 5. Resulting bounds (left) and their convergence (right).

of 5 x 5 particles) the output is bounded by, (9(uy) € [0.1801,0.1932], that is
19(uy) = 0.1866 = 0.0066 = 0.1866 = 3.54%

and for the final distribution (33 x 33 particles) the output is bounded by
19(uy,) € [0.1858,0.1860]

19(up,) = 0.1859 + 0.0001 = 0.1859 + 0.05%.

4.2 Second Poisson Example

A well-known benchmark is solved in this section, see [1, 20, 6, 23]. The
problem reads,

—Viu=s in £,
u=0 on Jf2,

where the source term is chosen such that the exact solution has the following
analytical expression

u(z,y) = 22(1 — 2)2(e° — 1)y2(1 — y)2(e'%" — 1)/2000.

Figure 6 shows this analytical solution and the primal and dual approxima-
tions using EFG with bilinear consistency and a uniform distribution of parti-
cles of 5x5. Note that the EFG primal solution verifies the Dirichlet boundary
condition weakly as expected when it is imposed by Nitsche’s method.

The behavior of the energy norm estimate is compared to the exact energy
error norm and the reference error energy norm, see Figure 7. The approximate
solution uy is computed using bilinear consistency and the reference space
is associated with a particle distribution h = H/4. Uniform distributions of
particles have been considered. From a qualitative viewpoint, it is worth noting
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Figure 6. Exact solution (left), EFC primal (center) and dual (right) approxima-
tions.
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Figure 7. Energy norm of error and estimate.

that also in this example the estimated error distribution is in good agreement
with the exact error distribution and almost identical to the reference error
distribution. In fact, this comparison is more clear in Figure 8 where the
spatial distribution of the local effectivity indexes is plotted.

Finally, Figure 9 shows the resulting bounds and their convergence. The
lower and upper bounds for an approximation to the output of the exact
solution are shown as well as the bound average, the EFG approximation and
the exact output. As expected the optimal rete of converge is obtained as the
number of particles is refined.

For the initial distribution of particles (uniform distribution of 5 x 5 par-
ticles) the output is bounded by, ®(uy) € [~0.0097,0.0276]
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Figure 8. Local effectivity index with respect exact error (left) and with respect
e, (right).

0.03 ! : . . . T i ;
—&— Lower bound —o— Upparhound - )
oozs—\ —— Upper bound | | Piu,) - Lower bound
. —&— Bound average
—=— EFG approx
oozt Exact 1
0.015F 2 ————__&
g ootf W 1
00054 | 1
ot | 4
[
~0.005 / 1
f
ol
o 200 400 600 800 1000 1200
Numbar of particles

Figure 9. Resulting bounds and their convergence.

19(up,) = 0.0090 =+ 0.0187 = 0.0090 + 207.78%

and for the final distribution (33 x 33 particles) the output is bounded by
19(uy) € [0.0138, 0.0150]

1%(uy,) = 0.0144 + 0.0006 = 0.0144 + 4.17%.

5 Concluding Remarks

For the first time in mesh-free methods an implicit residual-based estimation
is presented. Moreover, with this strategy bounds for outputs of interest can
be computed. The resulting estimate yields upper and lower bounds for the
output of the reference error. Moreover, the distribution of local contributions
to the error are accurately estimated, both for the energy norm of the error and
for the error measured using some functional output. Therefore, this estimate
is well suited to guide goal-oriented adaptive procedures.
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Summary. In this paper, new natural element approximations are proposed, in
order to address issues associated with incompressibility as well as to increase the
accuracy in the Natural Element Method (NEM). The NEM exhibits attractive
features such as interpolant shape functions or auto-adaptive domain of influence,
which alleviates some of the most common difficulties in meshless methods. Never-
theless, the shape functions can only reproduce linear polynomials, and in contrast to
moving least squares methods, it is not easy to define interpolations with arbitrary
approximation consistency. In order to treat mechanical models involving incom-
pressible media in the framework of mixed formulations, the associated functional
approximations must satisfy the well known inf-sup, or LBB condition. The first pro-
posed approach constructs richer NEM approximation schemes by means of bubbles
associated with the topological entities of the underlying Delaunay tessellation, al-
lowing to pass the LBB and to remove pressure oscillations in the incompressible
limit. Despite of its simplicity, this approach does not construct approximation with
higher order consistency. The second part of the paper deals with a discussion on
the construction of second-order accurate NEM approximations. For this purpose,
two techniques are investigated : (a) the enrichment in the MLS framework of the
bubbles with higher-order polynomials and (b) the use of a new Hermite-NEM for-
mulation.

Key words: Natural Element Method; Bubble functions; Mixed formula-
tions; Incompressible media; LBB condition.



284 J. Yvonnet et al.

1 Introduction

It is well known that the solution of mechanical problems involving incom-
pressible media using the standard displacement-based finite element tech-
nique may yield solutions that are grossly in error [2]. The difficulty is that the
computed displacement field needs to satisfy the constraint of very small vol-
umetric strains (which become zero as the condition of total incompressibility
is approached) while the pressure is of the order of the boundary tractions.
The displacement approximation space is not rich enough to accommodate
this constraint without a drastic reduction in the rate of convergence, also
known as locking [2].

For the analysis of such problems, one solution is to use a mixed formu-
lation in which different approximation spaces are used for the displacement
and pressure fields interpolation. Although numerous mixed formulations may
be developed, only those that are stable are useful in practice [12, 11]. The
solvability, stability and optimality of mixed formulations are related to a
compatibility condition, the so-called LBB (or inf-sup) condition [4]. The an-
alytical proof whether the inf-sup condition is satisfied for a specific formula-
tion is, however, difficult, and this has spurred the use of a numerical inf-sup
test [17, 4, 9].

Accounting incompressibility in meshless methods is still an open topic.
Until recently, it was stated that meshfree methods are immune to locking
[3, 33]. Furthermore, the EFG has been actually proposed for treating iso-
choric elastoplasticity by considering the shape functions support large enough
[1]. In the context of the RKPM, a similar claim was made in the context of
large deformation of nearly incompressible hyperelastic [6] and elastoplastic
materials [16]. Recently, it has been reported that meshfree methods are in
fact not locking-free in the incompressibility limit [10]. In a recent paper [14]
this issue is clarified determining the influence of the EFG shape functions
support on the locking behaviour. The main conclusion was that by increas-
ing the shape functions support the locking can be attenuated, but never sup-
pressed. Several attempts have been proposed to avoid locking in the context of
meshfree methods. Huerta et al. [27] developed a so-called pseudo-divergence
free approximation, consisting in using approximation functions that verify
approximately the divergence-free constraint for a given discretization in a
diffuse sense. Dolbow and Belytschko [10] have proposed a mixed displace-
ment /pressure formulation and selective reduced integration to alleviate lock-
ing. Chen et al. note that the use of large support size is computationally
expensive and, moreover, cannot remove pressure oscillations [7]. They pro-
posed a pressure projection combined with a reduced integration to remove
pressure oscillations in nearly incompressible elasticity problems.

In this paper, we focus on the treatment of incompressibility in the con-
text of the natural element method (NEM). The NEM is a novel meshfree
method. Its attractive features are: (a) interpolant character of the shape
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functions; (b) strict linearity of the shape functions over the boundaries®; and
(¢) the support of the shape functions is based on the Delaunay spheres of
the surrounding nodes, and automatically adapts to the local nodal density.
The properties (a) and (b) allow direct enforcement of the essential boundary
conditions and guarantee conforming approximations in presence of interfaces
[29]. Property (c) allows simple refinement strategies [31]. However, unlike the
moving least square techniques, it is not possible to directly enrich the basis
in order to improve the reproducing conditions (approximation consistency).
In the context of incompressible media, Sukumar was the first to propose a
mixed NEM interpolation in [26] using constant piecewise shape functions
for the pressure approximation, and the standard NEM for the approxima-
tion of the displacements. In [13], Gonzdlez et al. proposed an enrichment
of the NEM in the context of the partition of unity paradigm [18] to con-
struct richer approximations, in order to verify the inf-sup condition. In [28],
Chen et al. proposed to use a stabilized nodal integration to avoid locking in
near-incompressible elastostatics. We propose in this paper a new approach
in the context of the natural element method allowing to define stable mixed
formulations for treating mechanical models involving incompressible media.
In the proposed technique, additional degrees of freedom, associated with
some topological entities of the underlying Delaunay tessellation, i.e. edges,
triangles and tetrahedrons, are introduced. The associated bubble shape func-
tions are computed from the product of the NEM shape functions related
to the generating nodes of the entity. A Hermite-NEM approximation is also
proposed, through a discussion dealing with the construction of higher-order
NEM approximations.

2 Review of the Natural Element Method

2.1 Natural Neighbor Interpolation

We briefly touch upon the foundation of Sibson’s natural neighbor coordinates
(shape functions) that are used in the natural element method. For a more
in-depth discussion on the Sibson interpolant and its application for solving
second-order partial differential equations, the interested reader can refer to
Sambridge and Braun [23], and Sukumar et al. [25]. The NEM interpolant is
constructed on the basis of the Voronoi diagram. The Delaunay tessellation
is the topological dual of the Voronoi diagram.

Consider a set of nodes S = {ny,na,...,nx} in RE™. The Voronoi dia-
gram is the subdivision of R¥™ into regions T; (Voronoi cells) defined by

T; = {x € R¥™ . d(x,x;) < d(x,x;),Vj #i}, Vi (2.1)

§ This property is restricted to convex boundaries [25]. However, some techniques
have been provided to extend it to non-convex boundaries [30, 8]
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(b)

Figure 1. Construction of the Sibson shape functions.

The Sibson coordinates of x with respect to a natural neighbor n; (see Fig.
1a) is defined as the ratio of the overlap area (volume in 3D) of their Voronoi
cells to the total area (volume in 3D) of the Voronoi cell related to point x.
If we consider the 2D example depicted in figure 1(a), we have:

_ Area(afghe)

91(x) = Area(abede)

(2.2)

If the point x coincides with the node n;, i.e. (x = x;), ¢;(x;) = 1, and
all other shape functions are zero, i.e. ¢;(x;) = &;; (0;; being the Kronecker
delta). The properties of positivity, interpolation, and partition of unity are
then verified [25]:

0<¢i(x) <1
Gi(x;) = i (2:3)
D1 dilx) = 1.

The natural neighbour shape functions also satisfy the local coordinate prop-
erty [24], namely:

X = Z b (x)x; (2.4)

which combined with Eq. (2.3), implies that the natural neighbour interpolant
spans the space of linear polynomials (linear completeness).

Sibson natural neighbour shape functions are C'!' at any point except at
the nodes, where they are only C°. The C' continuity everywhere can be
obtained by using special classes of natural neighbour shape functions [15].

The support (domain of influence) of a shape function ¢; is the union of
the Delaunay spheres (circumscribing the Delaunay tetrahedrons) containing
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the node n;. This support is thus not radial and automatically adapts to
the relative position of n; and its neighbours, whether is the density or the
regularity of the nodal distribution.

Another important property of this interpolant is its strict linearity over
the boundary of convex domains. The proof can be found in Sukumar et al.
[25]. An illustration is depicted in Fig. 1 (b): as the areas associated to points
on the boundary become infinite, the contribution of internal nodes vanish
in the limit when the point approaches the convex boundary, and the shape
functions associated with nodes n; and ms, become linear on the segment
(ny — nz). This is not true in the case of non convex boundaries, and an
appropriate treatment must be introduced to preserve this property in non-
convex domains [30, 8]. Essential boundary conditions can thus be enforced
directly, as in the finite element method. This property also guarantees strict
continuity of the approximation across material interfaces [29], which is an
issue in most meshfree methods.

Consider an interpolation scheme for a vector-valued function u(x) : £2 C
R2 — R, in the form

uh(x) = Z oi(x) w; (2.5)

where u; are the nodal values of the field at the n natural neighbour nodes,
and ¢;(x) are the shape functions associated with each neighbour node. It
is noted that Eq. (2.5) defines a local interpolation scheme. Thus, the trial
and test functions used in the discretization of the variational formulation
describing the problems treated in this paper take the form of Eq. (2.5).

One of the drawbacks of the NEM is that natural neighbour shape func-
tions can only reproduce at best linear fields, which induces difficulties to con-
struct mixed formulations, where the different fields must be approximated
in different approximation spaces in order to avoid numerical locking (LBB
condition [4]). In the next section, two new approaches are proposed to enrich
the NEM approximation.

3 Hierarchical Bubble Functions in the Natural
Element Method

Consider an open bounded domain 2 € R4™ with boundary I, dim being
the space dimension. Assume that (2 is discretized by a set of nodes S. Let
D(S) be the simplicial complex associated with the Delaunay tessellation of S.
A simplicial complex K in R¥™ is a collection of simplices (hypertetrahedra)
in U™ such that:

(i) Every face of a simplex of K is in K;
(ii) The intersection of any two simplices of K is a face of each of them [19];
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If we denote Fy the set of k — simplices (0 < k < 3), in R?® the Delaunay
tessellation D(S) will be defined as the simplicial complex defined by the
tetrahedra in Fj3, the triangles in Fy, the edges in Fi, and the vertices in Fjp.
We denote these collections T'(S), F(S), E(S) and V(.5), respectively.

In order to construct richer approximations, new shape functions can be
associated with the different & — simplices. The case 1 < k < 3 is related to
the concept of hierarchical methods [34]. The concept of hierarchical bubble
shape functions is a very simple way to construct richer approximations. The
extension to meshfree methods is not an easy matter in general, in the absence
of topology related to some elements. In the natural element, the underlying
Delaunay triangulation allows the use of such an approach.

The key idea is to associate new shape functions to the k— simplices of the
Delaunay tessellation, i.e. tetrahedra 7" € T'(S), triangular facets F’ € F(S)
and edges connecting two nodes in the Delaunay triangulation £’ € E(S).

3.1 b-NEM Approximation

A k-simplex (K-S) (vertex, edge, triangular facet or tetrahedron) is generated
by K = k + 1 vertices (k = 0, 1, 2 and 3, respectively). The bubble shape
function of an entity x; generated by K vertices is computed like

K
¢5(x) = [[ op(x) (3.6)
p=1

where ¢,(x) is the NEM shape function (Eq. 2.2) associated with node n,
computed at point x.

The support (domain of influence) of a K-S generated by K vertices
(nodes) in S is the union of the Delaunay spheres containing the K nodes. It
results, in 2D:

(i) if x; is a Delaunay triangle (xy € F'(S)) (k = 2), the support of x; is
composed with one circle containing the 3 generating nodes of the triangle
(see fig. 2 (a));

(ii) if x; is an edge of a Delaunay triangle (x € E(S)) (k = 1), the support of
X; is composed of the union of two circles (see figure 2 (b)) (if x; ¢ I'), or
one circle if x; € I' (see figure 2 (a)), containing the 2 generating nodes

of x;;

We now consider the following approximation scheme

u’(x) = Zdh‘(x) u; + Z@(X) 7 (3.7)

where n is the number of natural neighbours of point x, ¢;(x) is the NEM
shape function related to node n; € S computed at point x, ¢7(x) is the
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n

k nj
ni

(@) (b)

Figure 2. Supports of the bubble shape functions associated with the Delaunay
k-simplex; (a) support of a Delaunay triangle x; n; — n; — ng; (b) support of a
Delaunay edge x; ni —n;.

bubble shape function defined in Eq. (3.6) associated with the m influent
K-S, and ; are additional degrees of freedom.

Remarks.

(i) Different combinations can be chosen for enriching the approximation, i.e.
using only bubble functions associated with the edges, with the Delaunay
triangles, or both.

(ii) The evaluation of the bubble shape functions associated with the K-S
is not costly as it only requires the product of available NEM shape
functions computed at point x.

(iii) Despite that the approximation scheme defined in Eq. (3.7) is richer
than standard NEM approximation, it does not satisfy any reproducing
property other than the linear consistency.

In [32], two variant of the b-NEM approximation have been investigated:
(a) the enrichment of the approximation using one bubble function associated
with each Delaunay triangle, called b1-NEM, and (b) the enrichment of the
approximation using one bubble function associated with each Delaunay edge,
called b2-NEM.

3.2 b-NEM with Reproducing Properties : b-NEM™*

In this section we proceed to correct the shape functions previously con-
structed defining the approximation scheme (3.7) within a standard moving
least squares framework, in order to evaluate the benefits provided by the
higher approximation consistency. We briefly summarize the MLS procedure
[20, 3]. Let w;(x) be some weight function either associated with a standard
or a bubble-NEM shape function, computed at point x. Let the following
approximation scheme defined by
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u”(x) = p’ (x)a(x) (3.8)
with a polynomial basis p’(x), i.e. pT(x) = [1,z,y,2y] and pT(x) =
[1,2,y, 2y, 2, y?] for a bilinear and quadratic basis, respectively, in 2D, and
a(x) a vector of unknown coefficients. In order to determine a(x), the func-
tional J defined by eq. (3.9) has to be minimized with respect to a(x):

Z w;(x x;)a(x) — ui]Q (3.9)

where u; are the nodal unknown associated with neighbours of point x. The
minimization of J with respect to the unknown coefficient a;(x) leads to:

3aj Zak sz pj Xi pk: Xz sz pj Xz i =0 (310)
which leads to the usual linear system

A(x)a(x) = B(x)u. (3.11)
Substituting a(x) in Eq. (3.8), results in
u"(x) = pT (x) A" (x)B(x)u. (3.12)

By identification, the new shape functions are given by

¥" (x) = p" () A~ (x)B(x). (3.13)
The reproducmg b-NEM shape functions are computed by setting w;(x) =
{¢i(x) (x)}, ¢i(x) and ¢7(x) being the shape functions defined in (2.2)
and (

In the following, 1(x) is a vector containing the shape functions associated
with influent nodes or K-S at point x.

Remark. The main difference between the reproducing-b-NEM and the b-
NEM without additional reproducing properties is that physical coordinates
must be associated with each K-S shape function, in order to evaluate the
terms p;(x;) and pi(x;) in Eq. (3.10). A simple solution is to consider the
K-S centroid coordinates.

In the following, the b1-NEM and b2-NEM schemes described in the pre-
vious section are corrected using the MLS procedure just described. In the
most unfavourable case a point x is influenced by four shape functions in the
b1-NEM (3 NEM shape functions, and 1 bubble shape function associated
with the Delaunay triangle). As these weight functions are independent, the
method is stable if the basis p? (x) contains 4 monomials. We call b1-NEM*
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the enrichment of the b1-NEM from p?(x) = {1,z,y,zy}. Following simi-
lar assumptions, b2-NEM™ results from the enrichment of the b2-NEM using
p" (%) = {1,2,y,2y,2°,y*}.

We have shown in [32] that essential boundary conditions can be enforced
directly in all the proposed approximation schemes, as the bubble-NEM shape
functions vanish over all external boundaries. For further details, see the proofs
for the different schemes in the referred paper.

3.3 Natural Element Discretization

We consider the usual mixed variational formulation of the incompressible
linear elastostatics problem where displacement trial and test functions are
interpolated using the same shape functions, as the same for the pressure trial
and test functions. In the following, the pressure is interpolated using the stan-
dard (Sibson) NEM shape functions, while the displacements are interpolated
using the b-NEM or the b-NEM™ shape functions previously defined.

b-NEM Displacements Interpolation

In the context of the b-NEM, the following approximation scheme is used for
the displacements interpolation:

n m

uP(x) =Y di(x)ui+ Y d5(x)y,, du( Z@ 6u1+2¢ (%)87;

i=1 j=1
(3.14)

n

"(x) = Z ¢i(x)pi, Op(x) = Zdh’(x)(;pi (3.15)
i=1 i=1
where ¢;(x) is the usual (Sibson) NEM shape function related to node n;
computed at point x, ¢} (x) is the bubble shape function associated with the
K-S x;, being v; the degree of freedom associated with x;, n the number of
neighbour nodes related to point x and m the number of influent K-S at point
x (number of K-S shape functions whose support contains x).

b-NEM™ Interpolation

In the context of the b-NEM™T, the following approximation scheme is used
for the displacements interpolation:

n+m n+m

") = 3 i Z i(x)du (3.16)

p'(x) = Z ¢i(x)pi , 0P (%) =Y _ ¢i(x)dpi (3.17)



292 J. Yvonnet et al.

where 1;(x) are the corrected shape functions computed at point x using
the MLS technique described in section 3.2, n 4+ m the number of influent
shape functions, including nodes and K-S shape functions, u; contains both
displacements associated with the nodes, and nodes that have been associated
to the K-S shape functions in the MLS procedure.

3.4 Numerical Test for the inf-sup Condition

In order to perform the inf-sup test a sequence of successive refined meshes
is considered (uniform distributions). The test is defined in details in [9]. The
objective is to monitor the inf-sup values, 5,,i, (minimum eigenvalue related
to the discrete LBB condition [9]), when h decreases. If log(Bmin) decreases
with log(h) the approximation scheme does not pass the LBB numerical test,
which requires that log(,) remains bounded by a positive constant when
log(h) decreases.

Figure 3 shows numerical test comparing some mixed NEM approximation
schemes, i.e.: b-NEM/NEM, NEM /Thiessen [26] (NEM approximation for the
displacements and constant pressure within each Voronoi cell), and the P1/P0
and P2/P1 mixed FEM approximation schemes. The FEM computations are
carried out using directly the Delaunay triangles. As claimed in other previous
works [13], the mixed NEM/Thiessen approximation scheme does not pass
the numerical inf/sup test. The mixed FEM P1/P0 also violates the LBB
condition [9]. All the bubble-NEM schemes are clearly LBB compliant, being
the results similar to the ones computed by using the P2/P1 FEM, which
satisfy the LBB condition.

02
04
—6—b1-NEM /NEM|
0.6 ~ © — b1-NEM'/NEM
—~ ~ 8 — b2-NEM /NEM|
£ 08 s + A
o b2- NEM*/NEM| -
3 4 = ¥ = NEM/Thiessen -7
= —A— FEM P2/P1 _--7
a2 — A - FEMP1/PO A
P _-
14 -7 -7
S ==
16 - 77
o

.3 1.2 1.1 0.8 0.7 0.6

-1 0.9
log(h)

Figure 3. inf-sup numerical test.

More examples in the context of incompressible elasticity can be found
in [32], in which we have shown that the b-NEM allows to remove pressure
oscillations in the incompressible limit. As noted previously, the NEM shape
functions only possess linear completeness [24]. In [32], we have noticed that
the enrichment of bubble in the context of MLS does not seem to increase the
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convergence rate with standard integration despite the proved increase in the
approximation consistency, probably due to the highly oscillating character of
the obtained shape functions. In the following, a different technique is analyzed
with respect to that limitation.

4 Hermite-Natural Element Formulation

4.1 Hermite-NEM Approximation

In this section, quadratic approximation consistency is achieved through a
diffuse Hermite-NEM interpolation [22], by using natural neighbour weights
in the moving least square approximation. Compared to standard moving
least square method, the minimization is performed both with respect to the
primary variable, and the diffuse spatial derivatives. For this purpose, we
consider an interpolation scheme in the form

u(x) = Y (us + Y i () G+ D w0
i=1 i=1 i=1

U
Yy

(4.18)

where 1;(x) are the shape function associated with the unknown variable w;,
¥¥(x) and ¢?(x) are the shape function associated with the spatial diffuse
derivative of u; with respect to x and y, respectively. In the above framework,
Ug, %’; and 85?‘; are unknown (degrees of freedom). In order to construct the

shape functions, we consider the minimization of the functional

u(x) = p(x)Ta (4.19)

where p(x) is a polynomial basis, i.e. p(x) = {1,2,y, 2y, 2% y*} and a is
a vector of unknown coefficients. In order to determine a, we consider the
functional

1 — 2 op” ou; 1’
J—2;wi(x){[pT(x)aui] +a [%(x)a 8:3] +
T s 2
+a [a[;)y (x)a — %yl] } (4.20)

where n is the number of natural neighbours of point z, w;(x) are the natural
neighbour shape functions computed at point x, %(x) and %(x) represent
the derivative of the basis p(x) with respect to x and y, respectively. « is a
dimensional parameter which is fixed to 1 in our simulations. Minimizing .J
with respect to a leads to the following system of equations:

Aa(x) = Bq (4.21)

: Oui 0Ot duz Ou ou ou
with q = {ul, T 6;1,1@, 32, —8y2,...,uN, —8;’,—6;’ }
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Derivatives of the shape functions are obtained through a standard proce-
dure [3], involving the derivative of the weight functions w;(x). Closed form of
Sibson shape functions derivatives can be found in [21]. The obtained shape
functions are depicted in figure 4.
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Figure 4. Hermite natural neighbour shape functions.

This approach provides smoother shape functions than the ones obtained
in the context of enriched bubbles computed in the MLS framework. Then
we assume that for a given number of integration points, the Hermite-NEM
scheme will lead to more accurate results than the MLS-bubble NEM. Nev-
ertheless, as in the MLS-bubble NEM there are no issues associated with the
boundary conditions, it is not so obvious in the context of Hermite-NEM. Ac-
cording to Eq. (4.20), the new degrees of freedom associated with the deriva-
tives can be interpreted like pseudo-derivatives which do not coincide with the
real derivatives. Thus, imposition of essential boundary conditions becomes
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delicate. Nevertheless, in order to investigate the accuracy of the technique
without being polluted by this issue, we consider in next section a Poisson’s
problem whose solution and its derivatives on the boundary vanish.

4.2 Numerical Example Involving H-NEM Approximation

The boundary value problem is defined by

—Au=f in 2 =1]0,1[x]0,1[
{ U =1u on I,. (4.22)
We consider from now on
u=0, (4.23)
f = 4n? {2cos(2nx)cos(2my) — cos(2mx) — cos(27my)} '
whose exact solution results in
u®(x) = {1 — cos(2wz)} {1 — cos(2my)} (4.24)
The weak form associated with Eq. (4.22) is given by:
Find u € HL($2) such that
Vu- V6udQ/ foudl, ¥ ou € Hy(0) (4.25)
0 Iy

where H}(£2) is the usual Sobolev functional space. The Hermite-NEM inter-
polation just described is used to approximate the trial and test functions u
and du, respectively, which are built with the only contribution of internal
nodes.

The error in energy norm is computed according to

1 1/2
lu— uhHE(Q) = (2 /Q(Vu” — Vu")T (Vue® — Vuh)> . (4.26)

For the evaluation of both Egs. (4.25) and (4.26), the Voronoi cells as-
sociated with each node are triangulated and a Gauss quadrature scheme is
applied in each subtriangle, with 3, 6 and 12 points. Figure 5 compares the
accuracy of the Hermite-NEM (H-NEM) approximation with the standard
NEM. If three Gauss points quadrature scheme is used, the accuracy of the
H-NEM exceeds the accuracy of the NEM, but the difference in the conver-
gence rate is not significant. If a fine enough quadrature scheme is applied (6
points), the H-NEM reaches, as expected, a second-order convergence rate.
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Figure 5. Convergence in energy norm for the two-dimensional Poisson’s problem.

5 Conclusion

In this paper, new NEM approximation schemes have been proposed. On
one hand, we have proposed a bubble-NEM scheme which does not increase
the approximation consistency of the original NEM but allows to construct a
richer approximation, which can be used in a mixed formulation to account for
incompressibility. On the other hand, we have tried to construct NEM approx-
imations with higher-order consistency. Firstly, we have proposed to enrich the
bubbles in the context of the MLS scheme. Despite that this scheme has a
consistency of second order in approximation, the order of convergence using
standard integration remains of first order, probably due to the highly oscil-
latory character of the resulting shape functions. Secondly, we have proposed
a Hermite-NEM scheme, in which new degrees of freedom are associated with
the original nodes. The resulting shape functions are smooth enough to reach
second-order convergence in absence of the difficulties related to the boundary
conditions prescription.

To circumvent the difficulties related to the imposition of boundary con-
ditions in the H-NEM framework different possibilities are presently exam-
ined: (i) the use of Lagrange multipliers; (ii) the assignment of the Hermite
degrees of freedom (diffuse derivatives) to the bubble nodes instead to the
original nodes, except at the bubbles located on the domain boundary where
the approximation does not involve the derivatives degrees of freedom. This
approach should allow to enforce essential boundary conditions, but if the
resulting shape functions are not smooth enough integration difficulties could
subsist being the order of convergence lower than the expected one. This
analysis constitutes a work in progress.
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Color Plates
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Plate 1. (Figure 3 on page 200) Initial pre-crack for dynamic crack propagation ex-
ample. Contours of potential energy shown. Only those atoms with potential energy
greater than ninety percent of the equilibrium value are shown.
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Plate 2. (Figure 4 on page 201) Onset of crack growth for (left) full MD simulation

and (right) bridging scale simulation.
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Plate 3. (Figure 5 on page 201) Out of plane crack branching for (left) full MD
simulation and (right) bridging scale simulation.
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Plate 4. (Figure 6 on page 202) Final configuration in (left) full MD simulation
and (right) bridging scale simulation.
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Plate 5. (Figure 1 on page 257) Orientations of the particles around a sheet of
paper, blue indicates orientation 0, red +1 and yellow —1

Plate 6. (Figure 2 on page 259 Position of particles and sheet of paper at time
t =0s and ¢t = 0.8377s (top), pressure and velocity field at ¢ = 0.8377s (bottom)
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Plate 8. (Figure 4 on page 261 Velocity field at t = 0.0,0.3s (top), ¢ = 0.6,0.9s

(center) and ¢t = 1.2,1.5s (bottom)
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Plate 9. (Figure 6 on page 263 Position of particles and sheets of paper (top),
pressure distribution (center) and velocity field (bottom) at ¢t = 0.15s
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