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Abstract: We present a comprehensive study for common second order PDE’s in two dimensional
disc-like systems and show how their solution can be approximated by finding the Green function
of an effective one dimensional system. After elaborating on the formalism, we propose to secure
an exact solution via a Fourier expansion of the Green function, which entails solving an infinitely
countable system of differential equations for the Green-Fourier modes that in the simplest case
yields the source-free Green distribution. We present results on non separable systems—or such
whose solution cannot be obtained by the usual variable separation technique—on both annulus and
disc geometries, and show how the resulting one dimensional Fourier modes potentially generate
a near-exact solution. Numerical solutions will be obtained via finite differentiation using Finite
Difference Method (FDM) or Finite Element Method (FEM) with the three-point stencil approximation
to derivatives. Comparing to known exact solutions, our results achieve an estimated numerical
relative error below 107°. Solutions show the well-known presence of peaks when r = r’ and a
smooth behavior otherwise, for differential equations involving well-behaved functions. We also
verified how the Green functions are symmetric under the presence of a “weight function”, which
is guaranteed to exist in the presence of a curl-free vector field. Solutions of non-homogeneous
differential equations are also shown using the Green formalism and showing consistent results.

Keywords: Coulomb interactions; finite elements method FEM; two-dimensional two-component
plasma; two dimensions; Green function

MSC: 34B27; 35A25; 42B05; 74505; 74515

1. Introduction

In the present work, we elaborate on the FEM for solving complex two-dimensional
partial differential equations (DE) using a Green function construction. Green’s method has
been employed extensively in physics for solving Laplace’s equation and associates in a
cornucopia of areas, such as Quantum and Statistical Mechanics. In quantum mechanics,
for example, the method of non-equilibrium Green'’s functions (NEGF) has been used to
study the Brownian motion of a quantum oscillator [1], quantum thermal transport [2,3],
electron transport through single and two levels of interacting quantum dot [4], derive
quantum kinetic equations [5,6], study hadronic physics [7], among others. In statistical
mechanics, some of the applications of the Green functions include the predictions of
some observables [8], help to describe 1D hydrodynamic models [9], finding electrical
properties of some physical systems [10,11], study non-extensive statistical mechanics
with new normalized g-expectation values [12], as well as time- and ensemble-average
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statistical mechanics of the Gaussian network model [13], and so much more. Even the
Green functions are used in quantum field theory to describe the propagators of quantum
fields in the perturbative regime.

Not only are Green functions useful to solve systems described by inhomogeneous
differential equations, but they can also be used to describe thermodynamic properties. For
instance, the density and correlations of particles immersed in two-dimensional two com-
ponent plasmas at certain temperatures can be described by sets of Green functions [14-16].
The calculation of the energy gap in the one-dimensional Hubbard model can also be
approached by means of the Green function formalism [17]. From a mathematical and
more fundamental perspective, the Green functions and domains with uniformly rectifiable
boundaries of all dimensions have been approximated [18]; an analysis of extra critical
points of Green functions on Flat Tori has also been performed, in which their minimality
has been emphazised [19].

In order to study how an inhomogenous partial DE can be solved by the method we
propose, we start defining a differential operator

LiyO= (Vg +f() - (VgD +g00, 1

acting on a scalar field, denoted by [J, in R?, with d the dimension of the system—i.e.,
r € R%. This operator is known in other contexts as the Liouville operator; via this
definition, we often describe the evolution of a relevant quantity by means of the equation
01(r,t) — L(r,t) = 0 as it is the case of the wave function in quantum mechanics. For
example, in the diffusion phenomenon the functions take the form f (r,t) = VD(r, t) and
g(r) = 0, and for the Helmholtz equation f(r,t) = 0 and g(r) = m?2, with m a constant.

Finding solutions to the latter has motivated the development of numerical methods
that grow in number and complexity. For instance, using Restricted Boltzmann Machines
we can engineer an artificial neural network that is able to accurately sample the probability
distribution for quantum statistical systems [20,21]. However, some effort can be made
from a mathematical point of view prior to implementing a full scale numerical calculation.

Green’s function—or more precisely, distribution—is perhaps the most interesting
artifact of a huge bag of tricks that we have when facing differential equations. Its power
relies on the possibility of inverting the differential operator £ to solve the inhomoge-
neous equation

Lyp(r) = ¢(x), )

with ¢(r) and ¢(r) two scalar functions. Hinting that its existence, the Green Distribution,
is conditioned by some properties of L.

A disadvantage of the Green methodology is the duplication of degrees of freedom,
encouraging researchers to find ¢ (r) directly. Our aim is not to develop a generalized theory for
an arbitrary problem and number of dimensions. Despite this, we can look into the consequences
of breaking down one dimension by focusing on the simple two-dimensional case.

Two-dimensional systems are of great interest in statistical mechanics [14-16], material
sciences [22-24], quantum computing [25,26], high-energy physics [27,28], ionic fluids [29],
theoretical mathematics [30,31], and many others.

The outline of the paper is as follows. We first remind some relevant known results
for the Green'’s function construction in Section 2 prior to presenting the strategy to move
from 2D to 1D in Section 2.4. We lay out a clever geometric interpretation of the result
in Section 2.1 followed by a connection to a relevant theory for Hilbert Space functions
in Section 2.3. Consequently, we next discuss its implications towards finding the Green
function using FDM in Section 3. We then present some mathematical results that include
the solution of certain well known systems for testing purposes and the implementation of
the method in a non-separable 2D system in Section 4; a discussion of such results and an
explanation of how the algorithm can be adapted to solve the heat diffusion problem in
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thermal equilibrium is stated in Section 5. Finally, we wrap up the conclusions in Section 6.
Intermediate calculations and numerical details are left for further inspection in appendices.

2. Framework and Methodology

We start studying the Green function formalism by postulating the convolution iden-
tity from the Dirac distribution,

P = [ () o —r) (e, nar, ©

with w(r/,r) a weight function properly defined by two conditions; the first of which
w(r,r) = 1. Now by defining G(r/, 1) as,

ﬁ{r/}G(r',r) =46 —1), 4)

with §(r' —r) = §(r — r') the RY Dirac delta distribution, then,
9 = [ 90 [£) G0 0)] w(X,r) 5)

The second condition over w(r, ') will be determined in such a way that £ is self-
adjoint (Hermitian), or equivalently

/r, (r) {ﬁ{r/}(}(r/,r)} w(r,r)dr = /r, {ﬁ{r/}lp(r’)} G, r)w(t,r)dr + b.c., (6)

with added Dirichlet or Neumann boundary conditions (b.c.). Direct substitution into
Equation (5), using Equation (2), yields

P(r) = / G(Y,r)¢(r)w(r,r)dr + b.c.. %)

r/

2.1. On the Nature of w(r,v'), and L~

This former known result deserves a more delicate look, particularly, on the existence
of the weight function, and how previous solution relates with the usual convolution
theorem ¢(r) = [, G(r,r')¢(r') dr’ + b.c. As mentioned, an appropriate choice for the
weight function ensures that Equation (5) reproduces Equation (7). This is performed by
using the Green’s and Divergence theorem in Equation (5) to perform an integration by
parts. After simplifications, we realize that by choosing the weight function, such that
\Y% wyw(t, 1) —w(r,r) f(r') = 0 (See Appendix A for further details) we ensure that the
operator is self-adjoint! This is essential to Green’s method. Hence, if no weight function
exists, we might be forced to use other analytical and/or numerical procedures in order to
find . For that matter, the range of problems that we aim to analyze is narrowed down
to the few ones satisfying the aforementioned condition; despite this, a great many of this
subset are of special interest for mathematics and physics.

Assuming w(r’,r) exists we are able to incorporate the premise for Equation (7)
yielding exactly,

Y(r) :// G, 0)p(r)w(r,r)dr’ +

r

Al w(r, 1) [¢(r')6{r,}c(r’,r) - G(r',r)@{r,}lp(r')} ‘nds’. ®)

Notice how the second term depends on ¢(r)’s boundary conditions. By choosing
identical conditions and trivial values for the Green distribution function at the boundaries
(G = 0 for Dirichlet or G’ = 0 for Neumann) we are capable of solving an infinite number
of similar boundary value problems.
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The discussion for the existence of the weight function can be answered mathematically.
Given the relationship required, the weight is defined as w(r’, r) = exp[—7(/, 1)], yielding
\Y% (', r) = — F(r'). Considering that the curl of the gradient of any scalar function
is trivial then 7(r',r) exists if, and only if, V x f = 0, which means that f must be a
conservative vector field! Within this view, 7y (1, r) represents the scalar potential associated
with a force. Anticipating this last restriction, the solution for 7(r’, r) is independent of a
path that simply connects r to r’ yielding,

w(,x) = 0 w(nr)’ ®

reflecting on the symmetry of the distribution as it will be shown later. Finally, we are
ready to define the inverse operator of L as

EA{*rl}D = / G(Y,r)O() w(r,r)dr, (10)
r/

conditioned by the boundary-value problem, which in turn defines G(’, r) from Equation (4).

There is one last piece of the puzzle to be resolved and it is related to the symmetry of

the Green function distribution. Let us evaluate L, G(r’,r)—i.e., the operator acting on

the second variable. Direct application of £ {r} on Equation (8), using Equation (2),

¢(x) :/r, ﬁ{r}{G(r’,r)w(r’,r)}<p(r’)dr’ + ﬁ{r}{b.c.}, (11)

hints how this operator appears to work and leads us to anticipate the convolution of a
Dirac distribution. Indeed this is true. To clarify, here we exchanged integral and Liouville
operators because they are acting on separate variables, and the weight and Green functions
(except at ¥’ = r) are differentiable.

This conjecture can be proved from the following statement: two separate prob-
lems with different boundary values and identical inhomogeneous differential equation—
Equation (2)—share the same Green function distribution and satisfy Equation (11); there-
fore, by comparing equations for any two cases leads to £ (ry{b.c.} = 0 because we can
always choose convenient trivial boundary values (i.e., b.c. = 0) in one case. Consequently,

ﬁ{r}{G(r’, w0} =60 —1), (12)

an equality that bears meaning in the sense of the distributions. These final result unravels
the symmetry of the Green distribution function via the weight function, i.e.,

G, 1) =G(r,)w(r,1). (13)

An interesting question now arises, and it is related to the possibility of using
Equation (13) to drop the weight function out of the equation. This operation, with the
addition of the relation V () = —w(r, ) £(r'), leads to,

P(r) :/r, G(r, Y )p(r') dr' +
fgr, [lp(r/)ﬁ{rr}(}(r, Y) — G(r, 1) [tp(r’)f(r’) 4 ﬁ{r,}lp(r/)” . nds’. (14)

Notice that for Neumann boundary conditions (NBC), unlike Dirichlet (DBC), both
(r) and its derivative—at the boundaries—are necessary. Ergo, Equation (14) is inconve-
nient for NBC unless either ¢ vanishes or f (r) = 0. In such a case, it deems necessary to
use the version that incorporates weight function.

Actually, the vector field f does not appear in some of the Liouville operators used in
physics. For instance, the Green function associated with the electrostatic field satisfies the
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relation V2G(r,t') = —476(r — t')—the irrelevant factor of —47 appears by convenience.
The static regime of the Klein Gordon equation—which also leads to the Yukawa potential—
also follows a similar behavior, as its associated Green function in 2D is Ko(pr), satisfying
the DE (V2 — 112)G(r) = —275(x) [32]. Clearly, f is absent in both systems.

Yet, the DEs describing the behavior of other physical systems, such as the driven
damped harmonic oscillator, (the one-dimensional driven damped harmonic oscillator is
modeled by the DE mi + bx + kx = F(t). The damping constant b plays the role of f in
this one dimensional system. Although the time ¢ is the relevant variable describing this
system (instead of the position x), the one dimensional formalism we describe is analog to
this model.) the diffusion equation at thermal equilibrium with an anisotropic diffusion
coefficient, and the electrostatic potential in the presence of anisotropic media, include the
existence of a vector field f—see Section 4 for more details about the first system.

Surprisingly, any dependence on the weight function in Equation (14) has vanished.
As previously stated, the weight function can only be defined when f is a conservative field.
Then, an important question now arises: is Equation (14) still valid for non-conservative
vector fields? This in a fundamental question that can be addressed in a future work.
Since the main purpose is to present a compact and rigorous algorithm to solve the Green
function in 2D space, we will restrict our analysis to only the supported cases.

2.2. Boundary Conditions

As previously stated, the Green function conveniently inherits identical types of
conditions as the target function i at the boundaries. These can be summarized as,

DBC: — G(r,t)|rat Resejine = 0 (15)
NBC : = 3G (1,1 rat ko g = 0 (16)

However, there are two hidden additional conditions that must be satisfied enforced
by the presence of Dirac’s distribution. The rationale behind this is that without them
G = 0 will be a solution to the Green function for the simple boundary value problem.
Although this is directly visible for Dirichlet, notice that it also applies for Neumann's case.
The added restrictions appear at the artificial boundary r = r’ implying continuity of G
and discontinuity of the local derivative. Both are essential to secure a non-zero solution.
Continuity is often regarded considering that the Green distribution is still a function and
its derivatives up to second order exist in the classical sense of the DE everywhere except
atr = r’. Though there is a stronger argument that stems from the fact that the annulus
and the disc are Lipschitz domains [33], in DE it always results convenient to decide what
do we take as an acceptable solution to any problem, which is our particular case here.

Turning to the plane r = r/, conditions are derived directly from Equation (4) by
integrating over r inside the volume delimited by the surface Ss enclosing r’ such that it is
contained inside a vicinity—V;—of r’ (see right of Figure 1 for an artistic view). Using the
divergence theorem, the condition simplifies to,

li Y, ') ndS =1 17
61;1})7455V{r}c(1‘,1‘) ndS ’ (17)

where we have kept the leading contributing term while taking the limit. For the one
dimensional case, it yields the relation G'(r., ") — G'(+_,7") = 1.

2.3. Connection with the Sturm—Liouville Problem

The weight function, if existent, is able to transform the Liouville operator into a
self-adjoint differential operator. Notice that action of w(r/, r) on Equation (1),

w(r, 1) L0 = ﬁ{r/} : [w(r’,r)ﬁ{r/}D] +w(r,1)g(r )3, (18)
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yields the otherwise known Sturm-Liouville form for Partial Differential Equations (PDE)’s.
Namely, the Sturm-Liouville differential operator reads then as,

A

L350 = w(,xr) L1y 0. (19)

Figure 1. Contours used in the path integration: to the left Sc and S; to the right. The radius and
thickness are chosen purposely as § < €/2 to take the € — 0 limit.

Consequently, operating onto the Green distribution function gives equal results for
both operators, i.e., EA?I;/}G(r’,r) =6(r—7).

This last result connects the Sturm-Liouville problem with null eigenvalues and the
Green function distribution problem where the former is the solution to the first strictly
when r # r’ under either Dirithlet or Neumann boundary conditions. Resulting from this,
G(, r) is continuous everywhere and differentiable at r # r’; the behavior of its derivative
atr = r’ is dictaminated by the Liouville operator in the domain of the problem and
specified by the Dirac Delta distribution.

2.4. Moving from 2D to 1D: The Infinite Coupling

As noted before, let us elaborate on the simplest scenario where a reduction in the
dimension of the problem significantly improves our chances of procuring a general
solution. Assume we would like to find the two-dimensional Green function in accordance
with Equation (4). Taking advantage of the completeness of the Fourier infinite expansion
of any periodic function, we propose to solve the two-dimensional DE in polar coordinates;
the dimensional reduction occurs due to the periodicity in 6 that does not take place in
Cartesian coordinates.

Although the Laplace operator in polar coordinates is known to be separable in
the variables r and 6, the introduction of the additional terms in Equation (1), as already
mentioned, may lead to a DE that cannot be split conveniently. Equation (4) is then given by,

? 19 10 0 19 , ,

ﬁ + ;g + ﬁﬁ +fr(rr9)§ +f9(rr9);£ +g(1’,9):| G(I‘,I‘ ) - (S(I'— r )/ (20)
where convenient periodic conditions that must be satisfied suggests we should expand
the Green function distribution in Fourier modes. Tentatively, we can resort to a Fourier

expansion of the form ), eMe-8) G A, Where

fr,0) =Y fu(re; fulr) = % /027T f(r,0)e "4,

UEZ

to match the delta distribution expansion—i.e., 5(r —t') = 5L 5(r — ') L, e MO0 _put

since we cannot guarantee that the G, coefficients are ¢’-independent (only under proper
angular symmetry conditions) then we will assume G(r, Y ) expands as,
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G(r,¥) = % Y eMGy(r, 1, 0). (21)
AEZ

With that in mind and multiplying Equation (20) by 2 to avoid divergences at r = 0,

Y e[ d2+ (1—|—rfr) + (=N +idr fo+129)| Gy = 1 @O Prs(r ). (22)
AEZ AEZ

Notice how we cannot obtain a solution because there remains a residual dependence
of 6 in functions f and g. Despite this, a simplification can be manufactured when they
are replaced by their Fourier series form before integrating on 0 over a full period. This
step yields our master equation where we deduce that the G, (r,7/,6") modes satisfy the
DE (we have dropped out the dependencies of all functions on 7, 6, ¥/, and ¢’ facilitating a
comprehensible reading),

r?GY 41 G) — A*Gy + Y rzf,yG’A,y + Y [ir(A - #)fou + rzgy} Gru
UEZL UEZL

= r6(r—1')e A, (23)

This final result shows we have accomplished to reduce the rank of the effective
Green function to solve at the expense of requiring a countable large number of these
Green modes. It is remarkable how the dependence on ¢’ is delegated to a quasi-negligible
term at the right hand side of the equation. We will develop this argument further in the
following sections.

This formulation represents an infinitely coupled system of linear differential equa-
tions that unsurprisingly contains the solution to the Green function for the classical
source-free wave function; the structure of functions j? and g defines the strength of the
entanglement of Green’s free wave modes appearing in the rate at which the Fourier
coefficients—functions—go to zero with increasing mode frequency. For simplicity, we opt
to recall Green’s Fourier modes as A-modes, and f and g’s modes as y-modes suggested by
the indexes employed in the equation above.

2.5. More on Boundary Conditions of the A-Modes

One last effort must be made to explain how boundary conditions are inherited along
the free-wave modes. The key to this understanding depends on the geometry of the
problem and the originating expansion from Equation (21); we can identify two cases for
disc-like systems: the annulus and the disc. Other geometries will be studied in a future
work. For the annulus, either under Dirichlet or Neumann boundary conditions, the func-
tion or its derivative must vanish at the boundaries. This can be met if all modes preserve
the vanishing values at both inner and outer boundaries—under uniform convergence.
In doing so, we guarantee to meet all requisites for the Green function and a solution is
obtained. Conversely, preserving boundary conditions for the disc is not trivial because
we do not have one but two boundaries (the second at r — 07). Due to the oscillating
behavior of ¢*? with § at 7 — 0%, all A # 0 modes must vanish at the origin to ensure
continuity of the Green distribution function. This can be enforced examining Equation (23)
as r — 0. Discontinuity due to the source at » = ' may be neglected for now to realize
that we can, while approaching the origin, consider the behavior of each 7, r!, and r? terms
independently. We draw then conveniently,
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70 [—AZGA} = 0, (24)
r—
A +i L (A= mfaGry] =0, (25)
UEZ
PGl + ¥ fuGiy+ ¥ 8uGau] =0, (26)
UEZ UEZ

where we can choose, via 10 terms, that Gy = 0V A # 0 and Gy # 0. Plugging this
sequentially into r! and r? terms hints G, = 0and G} = 0 (VA # 0) assuming that
lim, 0 fp,Gy— = 0 and lim, o fmGS\_H =0 A lim, ,08uGr—; = 0 (with the exception
of A = 0 where the y = 0 term remains, thus we will choose G] = —g(Go), respectively.

This is supported from continuity of g(r) everywhere in the disc and from the defini-
tion of f (r), where limited by the existence of w(r/, r), as the gradient of a scalar function.
If such functions, 7(r), where to be free of pathologies and differentiable everywhere in the
disc (including the origin) then lim,_,q f,» = 0 and lim,_,g fy» = 0 for A # 0. It remains to
say, that in order to fulfill all above conditions we will require that fgy and f,¢ are finite as
r — 07. Looking under the hood of these assumptions, note that consequently the 0-mode
has a logarithmic divergence when ' = 0, i.e., Go T logr.

In summary, the conditions for the disc at the origin are the following two only for
" > 0 (see Section 3 for numerical details)

GA(0%,7,8) =0 YA #0, 27)
GL(0T,7,0) =0 VA. (28)

Exceptions and particularities emerging from the specific form of functions f and g
must be taken into account when detailing the boundary conditions and may alter the
relationships obtained above.

This relationship has to be completed with the resulting relationship at the artificial
boundary r = 1’ obtained when using a complementary surface S corresponding to an
open ring of € > 0 thickness—see left Figure 1 and Equation (17). This gives,

2
' lim n[arG(r, ) —0,G(r,r)]do =1. (29)
e—0.J0
which entails the radial averaged contribution. We have eliminated angular contributions
by selecting the convenient contour S¢ suggesting a pathway to extend it to the A-modes.
Direct substitution of Equation (21) along with a convenient choice of unity—inspired by
Equation (23)—gives us ultimately,

rGA(L, 7,00 =G, 0)] = emind (30)

where primes denote partial derivatives with respect to the first argument at both left (<)
and right (>) hand sides of #’. Substituting this relationship in the differential equation, we
obtain a similar relationship for the second derivatives, essential to the numerical method,
as follows,

(r’)z[G)’\’(r;,r', 0') -G (r_,v,0)] = e iM [1+7 f(r,0)]. (31)

For the disc, the ¥’ = 0 case must be clarified. In polar coordinates, Dirac’s distribution
is best described as absent of angular dependence, which entails that for all A-modes except
A = (it is exactly zero. Therefore, the boundary at the origin for each A-mode is dictated by
symmetry except for A = 0. This last, carries the logarithmic divergence. This means that
conditions for non-zero modes are unchanged. For the zero mode and due to symmetry
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Golr—or = —G{l,—0- and G{/|, o+ = G{/|,_,0-; however, due to the divergence a cut-off
must be set in place. Such a choice of cut-off will be discussed later.

3. Finite Differences Method, FDM, or FEM on a Regular Grid

The FDM, or uniform mesh FEM, has been used extensively in the literature to find
approximate solutions for many physical systems and its stability makes it a suitable
candidate to obtain a numerical Green distribution function. Some examples include the
one-dimensional Schrodinger equation [34], the Poisson equation for Electrodynamics [35],
the Euler equations of inviscid fluid flow [36], solutions to 1D and 2D Burgers’ equation [37],
and the time-fractional diffusion equation [38]. From the mathematical perspective, the
same method has been implemented to solve elliptic, hyperbolic and parabolic partial
DEs on irregular meshes [39], with interfaces [40], or in finding optimal algorithms on
non-trivial meshes [41].

Orchestrating an exact solution to Equation (23) is virtually not possible. There are four
cases where an analytical approach can be attempted: two cases where either for g are zero,
requiring to find a base of G,’s that can decouple the system—hence, a diagonalization—
the unique case where the same base applies to both coupling matrices accompanying
G) and G, and the trivial free-wave ( f and g zero). Excluding the latter, finding this
diagonalizing operator for the first three cases will be addressed in a future study.

Therefore, we will compute a numerical solution where we approximate the operator
with finite differentiation (the finite difference method—FDM or FEM for a regular grid)
and bind expansions to include all relevant Green and function modes up to a calculated
cut-off; maximum and minimum modes will be chosen, respectively, for A- and p-modes
symmetrically as [A| < L and |u| < M considering that M < L for reasons that will be
clarified afterwards.

Since the Green function is twice differentiable, when r # r/, its Fourier series con-
verges uniformly and its coefficients decay at least as A2, conditioned by equally well-
behaved functions f and g. Then, a possible educated choice of L is the minimum integer

such that the sum of 1/k? up to L exceeds %zp, with p a percentage of accuracy; for example,
to achieve at most 1% of estimation error we require L > 60.

Numerical details and calculations performed henceforth are presented solely for the
3-point stencil. The strategy for the implementation of more accurate approximations will
only be mentioned and briefly discussed; their details will be left for the reader to carry
them out. Other minor and major details regarding the procedure will be addressed in
future works.

3.1. A Large Matrix Equation

The Finite Differences Method (FDM) or Finite Elements Method (FEM) with uniform
grid is a simple approach to computing derivatives of functions at a point by using Taylor
expansions on a discretized mesh. (The choice of whether dissecting uniformly or non-
uniformly is highly dependable on the problem. For example, if we were interested
in fracture dynamics we would prefer a non-uniform grid to model complex material
topologies.) In doing so, a derivative will rely on knowledge of the values of the function
in neighboring sites. Such is the art of computing derivatives. The number of neighboring
sites to be taken into consideration determines the degree of which the function approaches
to the point value. For instance, in the so called three-point stencil (the site in question and
its two adjacent neighbors), the first and second derivatives are accurate up to order square
of the mesh size.

Going back to our problem in Equation (23), we turn to a simply redefined one
dimensional DE for a sketch of the forthcoming operations. The left hand side reads
rewritten as,
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2

d
P()d2 A(r, 7,0 +2Qy G/\yrrG ZR)\H G/\y(rr o).
UEZL UEZL

In transforming the continuous variables r and 7’ into a discrete equally-spaced mesh
of size h, we will adopt matrix notation for variables and functions; ergo, for N partitions
defining N + 1 points & = (Rext — Rint) /N in a disc-like geometry. For clarity, we summa-
rize notation changes in Table 1. This procedure applied over the aforementioned equation
gives forr # 1/,

1 j+, k ROPNETE: j k
2 "2 Z.A nlj G/\\B’ :| + ZZQ |: Z.A nlj G)\ ule’ + Z R?\ ]4G/\ |6’ —l—O(hC)/
NEA); pe li

(n)

with ¢ the order of approximation, A|; the set of neighbor site indices, and a alj the respective

coefficient (namely the finite difference coefficient included into a matrix representation
A" —see Appendix B) of the #-th neighbor required to compute the n-th derivative up to
a predetermined order of accuracy [42]; in the three-point stencil case, § = 2. Both sets of
neighbor indices and coefficients depend on the information of the site j under inspection;
if, for example, we are at or near an interface, boundary, or discontinuity, then the strategy
for choosing neighbors may differ; we might be interested in computing derivatives using
only points in regions where it makes sense.

Table 1. A summary on the change of notation from continuous to discrete form. We have 0 = Rint
andje{0,1,2,...,N}.

Variable or Function Equivalent Array
rand r’ r=1+hj,
ik ik
G/\(r’rllgl) Gﬁ\‘gl = G)L(r]/r/ /9/)
P(r) =r? P/ = P(r)
Qu(r) = 2 fryulr) + 1o, Q= Qu (rj)
Ry, (1) = 12u(r) — A260, + ir(A — ) fp (1) Ry, =Ry, (ﬂ‘)

With some reorganization, the generated discrete DE can be regarded as a matrix
multiplication. To see this, first we realize that by understanding G | o as the (j, k)-th

element of a constructed matrix G g—of size N + 1 X N + 1—we can envision a column
matrix vector G4 that contains all A-modes, or all of {G Ao VA€ Z}, where all operations
from the previous complex array equation are condensed into an equally conceived matrix
U multiplying Gy. The following is a view of Gy,

10
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G GO0 Go1 ... gON-1 GO N
: AlgY Ao Ao Alg
G S S A
Gel = GO‘QI , with GMG/ = . (32)
G1.‘9/ G;xflﬁ?lo,o Gi\%ll,l . G;xflﬁ?ll,\llle G)ztf‘ﬁ?ll,\]N
3 Gy Guo  Gue Gyl
GL‘G/

In principle, both matrices are infinitely large but for practical terms they will be
truncated on both A- and p-modes, as mentioned in the previous section. Despite this
numerical simplification that will be carried out in the numerical analysis, the infinite
matrix U has a well-defined structure, as will be detailed in Section 3.2.

Finally, the terms to the right of Equation (23) vanish for all 7 # 7’ leading us to believe
that if U is invertible then the solution to the discrete Green function Gy is identically
zero. However, attention should be paid at r = 7’ for its effect discards the trivial solution.
Along with the other geometrical boundary conditions the problem will now have a unique
solution. These boundary conditions will be addressed in Section 3.3.

3.2. Infinite Matrix U

To understand the structure of U we turn to the set of operations for a particular
A-mode. Seeing as U is infinite we may encode rows by the integer value of the mode being
solved and columns by the value of the mode being correlated. Thus taking row A from U,

column A—p column A column A—p
——
1 1 1 1
UnGo = | s 7 QuA Ry saP 7 Qo+ Ry, ooy 3 Qut Ry
M, 3,2, 1| §=0 (s —1,-2, -~ M,

G/\,mg/ }row)wy
GA|9’ }row)\ , (33)

G/\*I‘»‘Gl }row/\—y

with the following definitions for matrices P, Q,, R), "

11
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P’ 0 0
o P ... 0
p=| . . . |xA®, (34)

0 0 pN
Q?, o --- 0
0 QL ... 0

Q= . . |xa®, (35)
0 0o --- Qﬁ[
R, 0 - 0
0 Ry, -+ 0

Ry, = : N : . (36)
0 0 R%y

One last remark on matrix U is that the density of non-zero entries is at most 3/ N for
the three-point stencil. For sufficiently large N, it will become essential to find a way to man-
age such sparsity for all speed-ups, data-compression, and efficiency in memory footprint.

3.3. Discrete Boundary Conditions

Using conditions detailed thoroughly in Section 2.2 and at end of Section 2.4 we are

now in capacity of parameterizing the values of Gk ‘l;,. This parametrization should further

reflect the behavior of the §-function. The following are the conditions for the 3-point
stencil: (i.) at r = Rext,

Gi\]‘b’,‘ =0 for DBC; (37)
Gya' = Ghg" =0 forNBC, (38)
(ii.) at Rjnt for the annulus,
cgr‘g, =0 for DBC; (39)
Gyjp — Gy =0 for NBC, (40)

(iii.) for the disc at Ry (disregarding G = 0 for now),

Gé‘é‘, - G(;';;k =0 A=0, (41)
Gg"’;, =0 A#£0, (42)

and, finally, (iv.) at the interface r = r’ the condition reads,

ko4l k  ~ks—1k kot k  ~ke—1ky 20 e
(G/\TQ’ - G/\TQ’ ) - (G/\TQ’ - G/\TQ’ ) = P . (43)

Here we have adopted the subscript convention of <, > to refer to points to the left
and right of the site of derivative evaluation. Note how all equations above reference and
highlight a few fictitious points. The mesh points that lay outside or beyond the valid grid
are G/I\V@Lk , G)Tlé’,k , G§L|<9,H’k, and Gf\TGTl’k. These spurious terms must be dealt with and
simplified in order to be able to incorporate readily all conditions.

12
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3.4. A Non-Trivial Matrix Equation and a Solution

We will now show the explicit matrix equation associated with the conditions de-
scribed above. As mentioned, they depend on the degree of accuracy that we choose, or
equivalently, the stencil. We will describe the procedure for the three-point stencil and
further discuss how to generalize for higher orders of approximation.

With the boundary relationships in mind, here in Equations (37), (39), (41) and (43),
Equation (23) (multiplied by —/?) equates partially to zero (when r # r') as,

ik piitLk | AiLky  aNm i ik h j itk ~Lk y _

2P]G/\|9/_ P](GMG/ + G/\|9/ )—h ;R)\,]AG/\—MQ’ ) ;QV(G/\—MG/ - GA—me/) =0,

where via Equation (43) the latter can be used to simplify both spurious terms (appearing
atr =17) Gﬁ;fl’k and GﬁTgf Lk After crossing out these terms by iterative substitution we
obtain a generalized expression for the above valid for almost every point in the grid. The
general discrete equation yields for ' > 0,

i ik i~k | =Lk, R j itk i1,k 2 i ik
ZP]GMG’_P](GMG’ +GM9’ ) = E;QV(G/\fy\G’ _G/\7;4|9’) —h ;R)\,yc/\fylﬂ’

— ke 01 Bl A 6P - o)}, @)

where the new term that accounts for the boundary condition at r = #’ has appeared. Due
to the absence of a left-hand limit as 7' = 0, according to Equation (43), this term is exactly
—hrigike=iM at the origin. Actually, this condition holds for the mode A = 0in general due
to translational invariance—this invariance is clearly absent for the other modes. The terms
composing the right-hand side of last equation can be viewed as of order of mesh-size or
order of radial distance from the origin as follows,

1. —h; f(*,0"), a surprising third order correction due to the vector field appearing
after substituting the interface difference in derivatives.

2. hrk = hRin + h2k, the leading order that substituted yields a first order constant term
and a second order increasing term.

3. - @ 1=- % W, a negative term significant closer to the origin. As expected, the
behavior of the discrete version near zero validates our previous choice of boundary
condition for the disc.

4. Forr =0, we must implement a cut-off such that 7 = € > 0 instead of zero to avoid
numerical divergences. The choice for € will be discussed below.

Because the error in the differential equation is of O(h*), we should incorporate all
terms to the calculation. However, we will neglect the higher order term—first term—since
this will simplify our calculations of ¢ (r).

This final expression is valid everywhere including the controversial j = 0, N points,
where either Dirichlet or Neumann conditions complete Equation (44) at the borders. In
those two cases, substitutions must take place following Equations (37), (39) and (41). After
replacements, and due to the nature of derivative calculation in the three-point stencil, rows
from U corresponding to exterior and interior borders are modified. See the substitution
rules in Tables 2 and 3.

Table 2. Non-vanishing matrix elements of U for 1 < j < N — 1 for an annulus and a disc.

i jE i jE
Mode UX)a UX)) UXa—u U Ay

i 12pi i~ hy 2nj oy
VA 2P = h°R;, —PIF35Q —h°R, , F2Qu

13
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Table 3. Non-vanishing matrix elements of matrix U that define DBC (D) and NBC (N) for an annulus.
N/ A specifies those elements that lay outside U.

i i i j+1 jd—1 i
Mode ] UXa Uy» UX)\ UXa—u
(D) VA 0,N 1 0,N/A N/A,0 0
(N) VA 0 2P°—h?RY —2p! N/A —I’R} ,
(N) VA N 2PN —r2RY N/A 2PNt —1?RY,
We now define our complete matrix system as U - Gy = —hV - Ey. Among other

things, the right-hand side accounts for the contribution of Dirac’s distribution. The two
additional definitions appearing correspond to first a distance parameter generalized into

uc])\, a new object that incorporates the boundary conditions at both j = 0 and j = N. Notice,

for instance, that keeping the term 7/ at every point does not explain the vanishing of the
Green function at the boundaries when DBC are considered, neither does it describe the
correct behavior at r = 0 for a disk. Actually, when the last condition is considered, an
ultraviolet cut-off e—such that € — 0—must be introduced to avoid divergences, as seen
in previous works [14-16]. Such a cut-off is not surprising, as the 2D Green distribution
has a natural divergence at r = r’ and a logarithmic behavior near the origin when t’ = 0.
Although the appearance of this divergence can easily be visualized after studying the
behavior of Equation (44) at j = 0 for the mode A = 0 in a disk, its existence at any
point—also for an annulus—is guaranteed by the infinite number of A-modes that must
be summed up to obtain an exact solution. Therefore, it is not surprising that € and / are
related—see Section 4 for more details.
Matrix terms are written as,

VfA',"y = a6, .0, (45)
B = e 3k, (46)

and the solution to the A-modes matrix Gy is,
Gy = —hA - Eq, 47)

where we have defined A = U~! - V assuming that U is invertible.

Matrix A was declared because it has interesting symmetry properties that will be
discussed in the next section. Tables 2-5 outline how to fill the matrix elements of the
objects we have described.

Table 4. Non-vanishing matrix elements of matrix U that define DBC (shown above) and NBC
(shown below) for a disc. N/ A specifies those elements that lay outside U.

Mode .
A=0 0 2 — 1?8 -2 N/A 0
A=0 N 1 N/A 0 0
A#0 0,N 1 0,N/A N/A,0 0
A=0 0 2—h2gd -2 N/A 0
VA N 2PN — 1R}, N/A —2pN-1 ~W*RY ,
A#0 0 1 0 N/A 0

14
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Table 5. Elements ucf\ that define DBC and NBC for an annulus (A) and a disc (D).

Mode j &} (DBO) o} (NBO) Geom.
A=0 0 e! e! (D)
A=0 0 0 70 (A)
A=0 1<j<N-1 7l 7l (A, D)
A=0 N 0 N (A, D)
A#£0 0 0 0 (D)
A#£0 0 0 o B (A)
A#0 1<j<N-1 Ry s R (A, D)
A#0 N 0 AR (A, D)

3.5. The Parameter o and the Symmetry of A

A closed relation can be found for the matrix describing the entire Green function.
Using the results from previous section, it is

GJ’@/ _ 2 eme —ind’ A]' (48)

where A]A’ky = [U] %I; ’}j As previously mentioned, the parameter af ", generalizes the

radial parameter ¥, including the boundary conditions. On the other hand, it is worthwhile
to state the symmetry conditions that A satisfies (a more detailed derivation can be found
in Appendix D; z denotes the complex conjugate of z.)

Im(A}) =0, (49)

ATy O VA (50)
ik N Jk ik

A=Al W = (51)

Using Table 5, it is easy to see that the matrix elements [U~!] ;\’; satisfy the same
symmetry properties.

3.6. The Algorithm
The algorithm for a numerical solution can be summarized as follows:
The values of L and M are determined according to the required level of approximation.
2. We fill all elements described in Table 1; the matrix elements IU] , are filled by blocks
using the rules shown in Tables 2—4. Matrix elements o , are also fﬂled according to Table 5.

Matrix U is inverted and so matrix A is computed.
4. The Green function is computed according to Equation (48).

@

Using previous results, we can deduce a closed form for ¢(r) for both DBC and NBC
using the conventions stated in Equations (8) and (14). Although there are many ways to
perform the integrals stated in previous equations, and the reader can choose the method
that he or she prefers, a sketch of these solutions, using the trapezoid rule, is shown in
Appendices F and G.

15



Mathematics 2023, 11, 197

3.7. Particular Cases and Properties

We will analyze some particular cases that can be deduced from the procedure ex-
plained above. We will start focusing on the one-dimensional case.

One-Dimensional Case

The analysis of a Green function in one dimension requires an appropriate definition
of a general DE obeyed by the Green function G(x, x’). Unfortunately, a direct analysis of
the results by studying Equation (23) is not straightforward due to the clear differences
between the Laplacians in Cartesian and polar coordinates. Let us imagine a general second
order DE of the form L,i(x) = ¢(x), where the Green function satisfies the relation

2
£:G(x,x') = P(x >fo +omT2 G | R(x)G = Bo(x — ). (52)

The function P(x) might not be necessary, as it can be eliminated by division, but its
inclusion allows us to have a more general analysis. The constant therm § seems clumsily
placed, as its value is usually 1. Nonetheless, some formalisms define the Green function
by means of the operator L,G(x, x") = —(x — x), thus introducing a change of sign that
can be contemplated in our study.

By following a similar analysis as that shown above, we can deduce an appropriate
recurrence relation for Equation (52), which is

(2P — B*RH GV — (P + ggf)cf“'k — (Pl = ng)Gf_l'k = —hpoik. (53)
Having confined the system within the domain x € [xo, N }, our step size is now

h=(xN—x%)/N.
From this point on, we can apply the results obtained for the two-dimensional problem
in this study. Notice that, in the absence of modes that account for the angular dependence,

we can always say that A]Aky = A] k (5 1,00,0- Therefore, Equation (48) becomes
G* = —hAIK, where APK = [U~1]7 gk (54)

and «f accounts for the boundary conditions. By making the association x/ = x% + 1,
the elements described in Equation (54), for 1 < j < N — 1, are now filled using the
following rules:
1. UM =2P —hR.
2. UMW =-pixhqgl
3. U% = UNN =1 for DBC. For NBC: U%? = 240 — i2p0, UN-N = 2PN _ 2RV,
U0t = —2Pland UNN-1 = —2pN-1,
4. o =
5. &% =aN =0 for DBC. For NBC: ¢’ = Band &N = B.
The weight function, which guarantees the symmetry condition G = w/*G/* takes
the form

o oy ) 1 Q)
) = Sy - UG = e | [ T 9

where z is an irrelevant constant. Solutions for ¢(x) with both DBC and NBC using the
trapezoid rule as method of integration are shown in Appendix G.

16
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Monopole-like Case

This takes place when both f(r) and g(r) have no significant angular dependence, so
the mode y = 0 is their only relevant contribution; this implies that Q}, = R]A y = 0 for

u # 0. The off-diagonal matrices Uf{k/\_ " thus vanish—this leads to a block diagonal U
matrix—and so the system becomes separable in the radial and angular variables. Having
now the relation A])( ky = Ai\’ ky 2, u, Equation (48) reduces to

jk  h iA(0—0') pJ K
G%,_fﬂ;eﬂ AT (56)

Notice that each mode can now be solved independently.

3.8. Beyond the Three-Point Stencil

As mentioned, we only showed an explicit analysis for a three-point stencil approx-
imation. This method can be generalized to include the contribution of more neighbors
in the derivative terms, i.e., higher order stencils that provide more accurate degrees of
approximation in h. In spite of its simplicity, the three-point stencil has the great advantage
that the spurious terms that arise from the boundary conditions can be eliminated in a
simple fashion.

The description of the system with a five-point stencil, for instance, will increase
the amount of terms different from zero in U—for example, terms of form U]/\/j\tf P will
provide non-zero contributions. Having a higher degree of approximation, that demands
the inclusion of more non-trivial matrix terms, the grid size can be reduced. Although there
is no guarantee that the inversion process is optimized in time when the contributions of
more neighbors are included, as the matrices are highly sparse, there is a clear optimization
of memory storage.

Yet a great disadvantage that higher stencils inherit is the elimination of the spurious
terms that come from the boundary conditions. For instance, when we deal with the
condition at j = k (r = '), Equation (43) will include more coefficients outside the grid,
so the recurrence relation that is obtained will not be able to eliminate all of them—at
least, using the same procedure we implemented. Therefore, a different approach must be
performed. A possible solution could be expanding the derivatives around a point different
from the center, so avoiding the spurious terms; this process is studied in detail in [42].
Nonetheless, this could be discussed in a future study.

4. Numerical Results

We will use the formalism described above to solve some particular examples. This
section is particularly focused on presenting our results; such results will be discussed in
the following section. Three examples will be presented.

Example 1: a one-dimensional case

As a first example, let us study a one-dimensional system with a known analytical
solution, useful to test the formalism we have described. Let us suppose we want to solve
the DE in the domain [0, 4]

2 (x) + 2y (x) + (2% = 4)y(x) = Ja(x), (57)

where J, (x) and Y, (x) are the Bessel functions of first and second kind of order n. Using
Equation (55), we can easily deduce that w(x/,x) = x/x’.
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The conditions $° = 0 and ¢V = 2 (Dirichlet), lead to the analytical solution,

1
24)5(4)

P(x) = [J2(x) (48 = 2J3(4) + +7x]2(4) Js(0) Y1 ()

— mxp () ()] (1) Y2 ()] - (59)
Conversely, with conditions f° = 0 and f’N = 2 (Neumann), the analytical solu-
tion yields,

Pp(x)NC =

C(x) 6)]1(x))

[(2J0(4) +311(4)) (x(x* = 24)Jo(x) = 8(x* —

+x°(x) (96 +2Jo(4) =311 (4)) |, (59)
with C(x) = 24x3(J1(4) — J5(4)).

Analytical and numerical results are compared for both cases in Figure 2 and Table 6—see
Equations (A25a) and (A25b) for explicit expressions using a numerical approach.

1p(2)PBC $(2)NBC
o — 0.0 ==
254 i N . - R —
./’/ ™~ ~0.54 ‘.\ N =32
204 / NS N - - - N=128
Y, e \“ 444444444444444 N =512
15 s N exact
/ -2.01 N\
. /S — —N=32 ‘ N
07 g -2.51
e - N=128 N
‘ -3.01 .

0.5 '/ 444444444444444 N =512 N B
S exact 251 .. P
O S 3

0.0 0.5 1.0 15 2.0 2.5 3.0 3.5 40T 0.0 0.5 1.0 15 2.0 2.5 3.0 3.5 40 T

Figure 2. Left: solution to the DE given by Equation (57) with the initial conditions ¢(0) = 0 and
P(4) = 2. Right: solution to the DE given by Equation (57) with the initial conditions ¢’ (0) = 0 and
' (4) = 2. Table 6 analyzes the accuracy of the numerical solutions. Note: we made xyg = 107 to
avoid numerical divergences at x = 0.

Table 6. Analysis of the accuracy of the two numerical solutions to Equation (57). The first two
blocks use the conditions ¢(0) = 0 and ¢(4) = 2 and show the value of the maximum—exact value

EgBXC = 2.6524822 . . ., its percentage error (PE) (from 0 t 100%), and mean square error (MSE) of the
function along the domain [0, 4]; the first block uses the weight function, the second one does not.
The block below shows something similar for the conditions 3’ (0) = 0 and ¢’ (4) = 4 and focus on
the global minimum—exact value 1/]%?? = —3.88574186 ... using the weight function—remember
that for NBC the formalism with the weight function is required.

Func. PYN=32 PN=128 PN=512
DBC 2.6510 2.6526 2.6525

PE 5.6550 x 1072 3.7700 x 1073 1.9221 x 1074
MSE 3.2824 26156 x 1077 1.0287 x 10711
DBC 2.7372 2.6736 2.6577

PE 3.1939 7.9615 x 1071 1.9671 x 1071
MSE 3.4935 21177 x 1074 1.3148 x 107°
pNBC —3.8852 —3.8853 —3.8856
PE 1.4438 x 1072 1.2060 x 1072 3.1806 x 1073
MSE 1.6316 x 103 2.3096 x 107 3.5993 x 1077
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Example 2: the two-dimensional Helmholtz equation with imaginary wave number

We now shift our attention to solve a two-dimensional system. Let us consider the DE
(V2= m?)G(r,Y) =6(xr—71). (60)

In the absence of the vector field f (r), we conclude that w(r, r ) = 1, besides, the
system is separable in the radial and angular coordinates. The solution to last equation
confined in a large disc of radius N = Reyt with Dirichlet boundary conditions can be
found analytically. For § = 6’ and different values of r/, solutions are presented in Figure 3.

G(r,r")
0.0 A :—:;—;-E=-———’=_.—\ /,_.
Y / \ // N\ /
0.2 '\ \ \ 4
oy \ \W
1 1
0.4 [ ‘Il \, “I 7,,/ = 7.031
el | V' =3.516
. ' ‘
| ' =1.172
0.8 1 | Numerical
— — — — Theoretical
1.0 A |
| L =80, N =4096
|
1.2 1 | r =0
0 2 4 6 8 0 T

Figure 3. Solution to Equation (60) using the numerical solution explained in Section 3 (continuous
gray lines) and using Equation (62) (black dashed lines) for 6 = ¢’ and different values of '. We
have chosen in all cases units such that m = 1. We also used L = 80 for both cases. In the numerical
solutions N = 4096 and € = 0.25/, in the analytical solution s = 0.15k. The values of the minima and
the mean square error (MSE) are shown in Table 7.

Last numerical result will now be used to solve a non-homogeneous equation of the
form (VZ — m?)y(r) = ¢(r), whose general solution is provided in Appendix G with
9 = Ripe = 0.

Now, let us consider ¢(r) to be a function defined over a disc of radius R = 10 and
study the two following cases:

@ ¢ (r,0), with p(r) = —rsin6, and P(R,0) = 2.
-1/2 <0<
(b) i _l » 0=
() \"(r,0), with ¢(r) { I VR and

1 , 0<6<mnm
lp(R’G)_{—l , T<0<2t

Solutions to @ (r,0) and ¢®)(r,0) for some angles are shown in
Figures 4 and 5, respectively.

It is important to mention that Equation (60) is a particular case of a DE that describes
the behavior of a two-dimensional two-component plasma in thermal equilibrium at a
fixed temperature in the absence of an external electric field. Here the function ¢ (r) is
naturally identified with G(r,r’) (actually, a Green function), which generates the n-body
correlation functions of the system. When the plasma is confined in a disc (or annulus)
and it is subjected to an external field, E (r), the system can be solved numerically with
the presented method, once the identifications g(r) = —m? — E*(r), fx(r) = —2iE,(r), and
fy(r) = 2iE,(r) are performed; more details can be found in [14-16].
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Y (r,0)

40 A

30 A

20 A

10 A

0 2 4 6 8 0 7
Figure 4. Solution to ¢(*) (r,0) for different values of 6 in units in which 7 = 1. We used N = 256.

VO (r,0)

1.00 A

0.75 -
T<0<2w

LTS
® L TN
P
kN

0.50 4
0.25 4 ’ =
0.00 A
0.25 4
0.50 1

0.75 4

1.00 A

0 2 4 6 8 0 7
Figure 5. Solution to () (r,8) for different values of 6 in units in which m = 1. The continuous
line shows the solution for 6 = {5, &, &, 5 }, the dotted line for § = {—{5, =%, =%, — 5 }. We used
N =256 and L = 80.

Example 3: a pedagogical example

Now let us apply the same formalism to solve another two-dimensional problem. Let
us suppose that we want to find the Green function associated with the two-dimensional
DE [V + VZ(r)] - V§(r) = ¢(r), where Z(x,y) = 2x%y. After transforming the system
to polar coordinates, we can see that f, = r*(1 — cos40) and fy = r°sin46. The elements
defined in Table 1 now become

» . . 1
Q) =160, + () [d0, 4 — 5(54,;: +0_4,)], (61a)
Ry p = =200+ 5 (1) (A = 1) (b4, = 0-a,p) - (61b)
The system will be confined in an annulus or internal radius R, = 1 and external

radius Rext = 2. Figure 6 shows the Green function for DBC and some particular parameters
but different values of L. Figure 7 shows the results for different parameters under NBC.
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10 12 14 16 18 20 T 10 12 14 16 18 20 T
Figure 6. Solution to G(r, ') with DBC, as given in example 3 for different values. We set h = 5

56
We made L = 15 in the left plot and L = 30 in the right one.

G(7‘7 r,'ﬂ 07 6’)

0.0 4

0.1+4

0.5 A

0.4

0.3 4

Figure 7. Solution to G(r,r') with NBC, as given in example 3 for different values. We set h = L

56
and made L = 40.

5. Discussion

It is worthwhile to discuss the results found in the previous section. We will analyze
the three examples presented above in respective order followed by an explanation on how
the method can be adapted to solve the diffusion equation.

Example 1. In the one-dimensional case it is interesting to contrast the numerical solutions
shown in Figure 2 using the weight function and the one that arises without the weight function
formalism—performing the replacement w*Gi¥ — GNi (qraphs that illustrate the results using the
weight function were not shown, but comparisons will be given. Interestingly, from Table 6, we
conclude that the introduction of the weight function leads to a more accurate result in this case.
Notice that the use of a modest grid sizes (32 < N < 512) leads to very accurate results.

Example 2. This two-dimensional example has an analytical solution. Adapting the result found
in [16], we deduce that the Green function associated with Equation (60) is

G(rx) = —g DL [In(mr Ky (mrs) = A (R) (mr) L (mr) |, (62)

where r~ and r< are the maximum and minimum between r and v', I)(x) and K, (x) are the
well-known modified Bessel function of the second kind and t)(R) = If:((;ng))
Equation (62), we deduce that the Green function diverges—many distributions are formally infinite.

Actually, the first term of previous sum can be reduced to —E"—;Ko(mh —7)).

. Taking a look at

Notice that the Green function diverges logarithmically, in the limit r — r/, as
Ko(x)x—0 ~ In(2/x) — 7, with  the Euler Mascheroni constant. A cut-off s, which repre-
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sents a minimum separation distance between r and r’ [14], is usually introduced to address
this divergence. In turn, s might be related to L and €.

We now implement the numerical analysis to verify last solution noticing that
Pl = (11)?, Q]P,(r) =/ =116, and Ri\,u = — (A2 +m?Pl)5y, 0.

The following step is determining an appropriate value for €. From Figure 3, we see
that the solution for a fixed value of ' shows a peak atr = r’. As we sum up all modes
the magnitude of the height of the peaks must be infinite. However, the introduction of L
guarantees the peaks to be finite. The height of the peak at r = ' = 0 is associated with ¢,
as the functions K (r) diverge at r = 0. The cut-off € is chosen in such way that the height
of the peaks in the neighborhood of r = ' = 0—i.e., |[r — /| = O(h)—are close enough. We
found that for N > 27, € =~ 0.25h. Surprisingly, we found that € does not depend on L for
large enough L.

We recall that this is an approximation; the exact solution for the distribution is found
in the limits e — 0 and L — co. In addition to the graphical comparison between the
numerical and analytical results already shown in Figure 3, Table 7 also presents numerical
details that ratify the accuracy of our results.

Table 7. Values of the minima shown in Figure 3 for the numerical solution (NS) and analytical
solution (AS). PE means percentage error (from 0 to 100%) and MSE is the mean square error.

Values of the Minima

G(r,7") =0 r'=1.172 r' =3.516 r' =7.031
NS —1.288 —0.783 —0.609 —0.498
AS —1.2778 —0.7835 —0.6087 —0.4984
PE 0.8263 3.566 x 10—2 5.148 x 1073 1.603 x 1073

MSE 3.629 x 1078 1.343 x 10710 5.053 x 10712 6.379 x 10713

Regarding the inhomogeneous solutions shown in Figures 4 and 5, we do not have an
analytical solution to test the algorithm; however, results show to be consistent. Particularly,
the function (%) (r,0) shows maxima for similar values of r—the value of such maxima
gradually decreases with the angular direction; interestingly, the location of the critical
points seems to occur for approximately the same value of . Since ¢(r) obeys a diffusion
equation, this suggests that the concentration of the analyzed quantity shows maximum
(or minimum) values at a certain radial location; this critical concentration, nonetheless,
is favored for larger angles—this is consistent because of the non-homogeneous function
¢(r) = — 11—01' sin 0 that has been chosen. As expected, (%) (,8) takes the required values at
the borders for every angle. On the other hand, () (r,) presents the same solution for
two sets of angles: 0 < 0 < 7w and 7m < 0 < 27, which is expected due to the form chosen
for ¢(r)—notice that the only difference between such two sets of conditions is a global
sign; this difference is clearly reflected in Figure 5. Interestingly, ¢(r) is finite at r = 0, in
spite of the clear divergence of ¢(r) at this value. However, such difference is weak enough
as it goes like #~1/2. Like in previous example, the presence of a critical point is evident.

Example 3. Notice from Figure 6 how the Green functions become zero at the borders and their
derivatives present a discontinuity at r = r'. As expected, the larger L, the larger the magnitude of
the value at that point; however, this value decreases as |6 — 0’| increases; under this condition, the
behavior of the Green function is smoother, but it seems to be too much more sensitive respect to the
value of L. Interestingly, for the parameters that have been analyzed, the Green function only shows
a “mirror symmetry” respect to v’ as @ = 0’ = 0. For NBC, as illustrated in Figure 7, something
similar happens. However, the derivatives at the borders are now the ones which tend no be zero.
Although this is clear as v — 2, the asymptotic behavior toward zero close to the inner border can
be appreciated. The values of the Green function at the border, however, clearly differ for different
parameters. Similarly to the case where DBC where analyzed, the “mirror symmetry” around v’
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is also absent (also when 6 = 6’ = 0); the variation of the Green function is also larger as 6 ~ 6/,
showing sharper peaks.

When using the Green function to solve a particular inhomogeneous equation, it is
clear that V x f = 0, so the weight function exists. It is

i7" (1—cos46') Y w,\(r’)eiw/
o 6%74(1—cos49) o w(r)

, (63)

whose only non-vanishing modes in discrete coordinates are given by the relation
wh, = (—1))‘6%(7])4 I (3 (r7)*). Although we are not interested in finding (r) for a particu-
lar boundary problem, all the steps are carried out to accomplish this goal.

The Stationary Diffusion Equation

It is worthwhile to describe how our formalism can be adapted to solve the diffusion
equation at “thermal” equilibrium. Let 1(r) and D(r) represent the density of the diffusion
material and the anisotropic diffusion coefficient, respectively. In the stationary regime,
(r) satisfies the DE

D(r)V2y(r) + VD(r) - Vy(r) = 0. (64)

Although Equation (64) does not have the standard form shown in Equation (2),

after dividing Equation (64) by D(r) and defining f (r) as f (r) = ﬁ@D(r), the standard
form can be obtained. (The diffgsion coefficient is assumed to be well-behaved within
the annulus or disc. However, f can have poles within the same domain.) The weight

function is now guaranteed to exist, as V x j? = —%ﬁD x VD + %v x VD = 0. Actually,
D(r)

D(r')"

The viability of our method to solve Equation (64) depends on the particular form of

w(r,t) =

the diffusion coefficient. The following possibilities may arise: (a) f has no poles in the
two dimensional domain; (b) f has a divergence in v = 0 that can be eliminated once fis
multiplied by 7; (c) the divergence at r = 0—or any other radial divergence—previously
discussed still persists after multiplication by r; and (d) D~! has poles for some 6 € [0,27).

The cases (a) and (b) can be solved with the regular procedure we have described; the
modes f;, and fg, are well-behaved and so the elements Q]}, and R]/\, p defined in Table 1
exist. The possibility stated in (c) demands a redefinition of f to eliminate any possible
radial divergence; however, this redefinition does not guarantee the existence of the weight
function. The situation described in (d) is problematic, as some of the modes f;, and fq , are
divergent. The last situation is alleviated by working with the original DE, Equation (64);
nonetheless, the process that we must follow to solve a system whose mathematical form
differs from Equation (2) has not been described in this work.

Similar analysis can be performed as we deal with the Poisson’s equation associated
with electrostatic potential in an anisotropic media, among others.

6. Conclusions

In this paper we have analyzed the Green function formalism and studied under
which conditions such mechanisms can be used to obtain the solution of an inhomogeneous
DE. We consider that the main contribution of this research has been the proposition of a
numeric algorithm to solve a family of partial differential equations for two-dimensional
systems in polar coordinates, the Green function formalism was used for this purpose.

After decomposing the Green function as a sum of Fourier modes, an infinite set of
coupled second order DE for the radial variable is found. Although such set decouples
when the initial DE is separable in the radial and angular variables, the coupling in the

—

modes arises as the vector field f(r) and the scalar function g(r) are expressed as a sum of
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Fourier modes. The presented analysis allows us to state the following highlights: (a) we
found that there exists a function, which we called the weight function, that makes the
Liouville operator self-adjoint. This function also defines the symmetry properties of the
Green function (how it is transformed under the exchange of r and ') and is guaranteed to
existas V x f = 0; (b) a non-separable DE in  and 6 leads to a large matrix system that is
non-diagonal by blocks; (c) there exist a natural diverge due to the usual properties of the
Dirac Delta distribution; however, this divergence can by absorbed only in the A = 0-mode;
and (d) the A-modes satisfy DBC at r = 0 for a disk geometry.

An algorithm to solve the Green function associated with a general class of Liouville
operator was solved using a FEM. We used a simple three-point stencil approach to
approximate the solution and focused on both Dirichlet and Neumann boundary conditions.
A set of approximations was made, which included a truncation of the infinite number
of modes, a minimum distance when the system is confined in a disc, and the discard of

the term —% +(r%,0"). Although the first two approximations are well-justified because
the Green function has a natural divergence, the last one was performed by convenience
(anyway, it provides a very small contribution).

The algorithm was verified by comparing with known results and obtaining very
small percentage errors. An additional example whose solution cannot be found by means
of the regular algorithms was shown.

We consider that the presented method is a useful attempt to solve Green functions of
operators whose radial and angular variables cannot be separated. However, we expect
this algorithm can be improved by other authors in the future to obtain more accuracy
without the need of creating huge matrix systems, which demand large storage memory
and computational time. Some of the improvements may include the implementation of
the method for higher order stencils, an optimized calculation either mathematically or
numerically of €, simplified formulas for the calculation of (r) or “on the go” algorithms
that do not require the inversion of the matrix or the storage of temporal information.
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Appendix A. Deduction of the Weight Function

The relation obeyed by the weight function that makes the Liouville operator self-
adjoint can be deduced by performing a direct substitution of Equation (1) into (5) and using

Green's: [, p(V2p)dr = [, p(V?¢)dr+ ¢, [qﬁ(ﬁt,b) - 1})(@4))} -ndS and the Divergence:

Jra (V) dr = $yp Pa-ndS — [, #(V - a) dr theorems. After writing it conveniently, the
result of this operation is
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p(6) = [ G, [0, [T p()]
+ [V )] - [V p)] + o, ng)p) | dr +
LA w0 - o, 0f()] - ¥ 10y9(e) (A1)
+ Vi [V, 1) —w,0)f(¥)] IP(r/)}dr/ +
[0 D)V ) G r) — G ¥ ()]

-G, n)yp() [@{r/}w(r’, r) —w(r, r)f(r’)]} -ndS’.

Notice that under the choice V wrw(r, 1) —w(',r) F(¥') = 0, last equation transforms
into Equation (8).

Appendix B. Finite Elements Method, Matrix Elements

The elements of matrices A" introduced in Section 3.1 depend on the required level
of accuracy and the central site 17 that we choose; a general algorithm to deduce such
elements is shown in [42]. In the simplest case, as we choose 1 = 0 as the central point in
conjunction with the two closets neighbors—three-point stencil approximation—we have
the following relations [42,43]

0 1 0 0 00
-1 0 1 0 0 0
0 -1 0 0 0 0
AU =1 : (A2)
0 0 0 0 1 0
0 0 0 -1 01
0 00 0 =1 0/ Njins
-2 1 0 0 0 0
1 -2 1 0 0 0
0 1 -2 0 0 0
AP =1 o - (A3)
0 0 o --- =2 1 0
0 0 o --- 1 -2 1
o 0 0 - 0 1 =2/ ninn

Notice how the matrices A("") must be truncated at the boundaries; this is a natural
consequence of the FEM, coming from the boundary conditions.

Appendix C. Derivatives at the Boundaries for DBC

If the Green function is used to find a non-homgeneous function with DBC, the deriva-
tives of the Green function at the borders are needed—see Equations (8) and (14). Combining
Equation (44) with the boundary conditions stated in Equations (37), (39), (41) and (43), we
deduce the following two relations (j = 0 and j = N refer to the two possible boundaries)

1Nk _ 1 iA0 —in/  (ON), k
Gop = o /\Z: e B W where
M

Bg\?i\])’k _ :FPO,NZ[S(O,N)];’lvAl(/},;\I—l),k' (A4)
v
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The matrix elements associated with SON) are SE\O’)I\\]) = PON ¢ %QO’N nd

SE\O')I\\] )H = q:%Q%N Since ¢ is known at the boundaries, the derivatives G 9099 and G gzg,N

are irrelevant; additionally, a disk only requires the calculation of G 0, 9, The symmetric
(O N) , which
are defined according to last expression by performing the index change and transposition

(LN-1),k j, (LN-1) . . s 7(O,N)k _ — PONA(LN-1)k
Ay — Ay . In one dimension the derivatives are G’ (ON)k — PN IQIN

elements Gg] g/) N) can be found similarly, in terms of the transpose elements ]B%] ‘

Appendix D. Symmetry Properties of Some Matrix Elements

Expanding Equation (48) to eliminate the negative modes, we can write the Green
function as

Gyl = —% [A{)"O +y {[Af Lo+ ] cos(A0) + i[5+ 4% ] sin(10) }
A=1
k Ak ik

; {[A] b8 ] cos (o) +i[AL" — ALY s1n(y9)}

2 { A] ‘ —l—Aﬁ(}iM +AjA’,ky] cos(AB) cos(pub') (A5)
+1[A]’ + A - Aj’lf\ . A]_Ij\y] sin(A6) cos (")
+1[A]_Ij\,_y - A] k +A] k - Aﬁk | cos(A8) sin(u6")
+ [A]’Lﬁ,,y —A] k - A]’ —i—A ] sin(A0) sin(yG’)}] .

Since the Green function must be real for real Liouville operators, we demand that the
imaginary contributions of last expression must vanish. Hence, we have the restrictions
stated in Equation (49).

Appendix E. Expansion of the Green Function as Sines and Cosines

This expansion allows us to write the Green function as a sum of real elements, explic-
itly showing that the Green function is real. Using the properties stated in Equation (49)
into Equation (A5), we find that

ik h ik h ik i,k
Ghy = — 5—Re(Af)y) — — A; [Re(A)) cos(A0) + Re (4} ,) cos(1¢')
— Im(4%y) sin(26) + Im (4}, ) sin(Ae')
% Z { ) cos(A0 — ub') + Re (A/’A’,kiy) cos (A6 + ;49')} (A6)
p>1
% Z { )sin()t@—yG’) —l—Im(AjA’,kfy)sin(/\G—l-yG’)} .
p>1
In the presence of angular symmetry, Aj = A] 1OAus SO last equation reduces to
ik h ik
G =~ SLRe (A%0)
- % Y [Re(A]) cosla(0 — )] —tm (A ) sinp0 —0)]] . (A7)
A>1
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Appendix F. Computation of 1 (r) as an Exponential Expansion

In this section, we will derive expressions for Equations (8) and (14) for both DBC and
NBC. Although both approaches must lead to the same results, it is worthwhile to show
how both relations can be found through the formalism we have described.

For convenience, we will split i(r, 0) into a volume (V') and surface (S) contribution—
the volume contribution is the term containing the integral over r’ in Equations (8) and (14);
the surface contribution is the one containing the integral over the closed surface or’ in the
same equations. For DBC and NBC, ¢ can be written in discrete coordinates as

()" = (g)v + (95)5", (AsSa)
()™ = (wp)v + (9p)5° (A8b)

There are many ways to evaluate numerically an integral. We will use one of the
simplest, however, very efficient, ways to do so, the so called trapezoid rule. Due to the
discretization we have used, this rule will be applied to evaluate the the radial integrals,

appearing in the volume contributions; the integrals over angular coordinates will be
evaluated directly using the Fourier expansions of the functions involved.

Using the weight function

Having adopted the convention described in Equation (8), we start performing a
Fourier expansions of the external field: ¢(r') — ([)’5, =Y\ ([)’)‘\eiw/, the weight function:

k /
w(r',r) — w?;?' 5 = ol r] ) Yaw Aelw —and something similar for the boundary conditions
l[)eo N) and P ;/(O'N). Now, we will define the function
kj ok L (27 N A0 ki —in N ki k o6’
Cw(k, MY, %, 0) = ﬂ/o do’y e MY e 1) e ) e
Au v 14
= L My ek, (A9)
Ay, v

This definition will be used to define the volume- and surface-terms.

N
Since the wvolume-term can be written as [} r'dr' [ w(r,r)G(Y,r)p(r')do’
7 0
(r% = Ring, N = Rext), we can say that

Crp—— [Nfrké (k, A1, ¢%,6) + 2192,(0, A%, 40, 6)
9 14 W(T’],G) k:l w 7 7 7 2 w 7 7 7
+ %rNCw(N,AN'j, 4>0,9)} . (A10)

N
The surface-term arising in DBC is written as 1’ Ohw(r’ ,0)P(r')0,G(r,r)dd’ |:0 . Simi-

larly as shown above, in discrete coordinates it is given by

(9p)8™ = [ NEw (N BN, g, 0) = 2u(0,B%,4%,0)] . (A1)

w(rl,0)
Finally, the surface-term — ¢, w(r',r)G (¥, 1)V (1 ¥ (') - ndS’ that appears in NBC can

N
now be expanded in the form —/ fom w(r,r)G(Y, r)armp(r’)dG":O ; it now becomes

(ph)NBC = rNEL(N, AN, yN g) — 108, (0, A%, 1/;0,9)] . (A12)

w(rl,0) {
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Remark A1. The matrix elements of matrices A and BON) are given by Equations (48) and
Equation (A4), respectively—the indices associated to the position in the blocks have been omitted by

convenience. The function l/)é is defined in the interval 1 < j < N — 1; in DBC the terms ) and
W) are given, in NBC the function at the borders is not accurate enough due to the discontinuity of
the Green function at the borders.

Using no weight function

When we adapt the convention stated in Equation (14), Equations (A10)-(A12) are
slightly modified. We now define the function ¢ as

. 21 4o’ . ;
C(k, M]’k, 171([9) :/ iin Z ez/\GM{\/k —ipo’ an e’ Z el/\GM]k k ) (A13)
0 b H

We can now conclude that

N-1

v =-rY [rkg(k, AE gk, 0) + %rog(o, A0, g0, 0) (A14)
k=1
+ %rNC(NIN’N, oV,0)], (A15)
($))5EC = Ve (N, BN, N, 0) — °2(0, 80,9, ), (Al6)
($h)NPC = N [&(N, AN, N, 0) + E(N, AN, g/, 0)]
—r°[E(0, 470, £7,6) + (0,470, 97,6)] . (A17)

Appendix G. Computation of the Inhomogeneous Function as Expansion of
Trigonometric Functions

It is now useful to expand the relations shown in previous section as trigonometric
functions. Although the expressions found are much longer, this allows us to use the
symmetry properties, Equation (49), to get rid of irrelevant terms and explicitly express
(r) as a real function. In addition, the exponential expansion defined in Appendix F might
introduce some spurious imaginary contributions, which may arise by as a consequence of
the truncating process of matrix U—the complex conjugate counterparts of some modes
may be discarded in this process. Taking advantage of the definitions used in Appendix F,
Equations (A10) to (A12) are still valid when we adopt the convention stated in Equation (8);
similarly, when the convention Equation (14) is adopted, Equations (A14) to (A17) are also
valid. Now, we only need to expand ¢y and ¢ eliminating the negative complex modes to
express them as sum of real modes. By doing so, Equation (A9) becomes
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: kj kj kj
Gulk, MY, %, 0) = Re(Mg)Re () Re (wh) +2 ¥, Re () [Re(Mgy) Xk + vy
A>1

+ 2);1 Re (15 Re (wf) {Re(Mgi])'\) cos(AB) + Im(M’SJ)\) sin(/\G)]

+4 ) Xk [Re(M A) cos(AB) + Im(M /\) sin(/\Q)}

A u>1

i kj kj

+2 Z Re(;y'é) Re(wﬁ)MEi})Aj +Im(wl)‘\)MEi))A] 1] cos(u0)
A i M 7
K[ kg (Dkj KA (2ki T

_ zAglRe(iyo) _Im(wA)M(_)A],y — Re(wA)M(_))\],y] sin(u0)

I k,j 2
+2A;1Re(q,’j) Re(Myp)wlllf )+ Im(Myp)w) ] (A18)

I ki, (2)k ki, (1)k
+ ZAZ;lIm(ly;j) _Re(MAfO)wigA,;l) — Im(MA]O)wE()A,y)}

=

Jej 1 (1k (2)k @kj 1,k (4)k

2L [ME 20 + ZGa0) + MO 230, + 2] os(ue)
(1)k @k ki 1Bk @] o
—1—2)L Eﬂ [M Z(A,V) + Z(/\,v)] M [Z(/\,v) Z(A,v)” sin(u0),
where we used the definitions
X} = Re(i7} ) Re(af;) + Im (75 ) Im () (A19)
Yy = Re(M}), )Re(wﬁ) + Im(M’;']'O)Im(wﬁ) ; (A20)
MUY =Re(My)) £Re(My) ), M =Re(MY)) +Re(MY);  (A21)
k
w(il()A 9= = Re(wf,,) £Re(wf_,), w(iz()Alu) =Im(wf, ) £m(wf_); (A22)
1 k 2)k
ZE/\) ) T Re(;yv) w{! ()AV) ’ Zg,\)y) Im(lyﬁ)w(_()/\’v) ,
k

28) | = Re(rf)w 2 ()j " ZEA)V) Im(q’;)w_l()m . (A23)

Similarly, Equation (A13) is now written as

&(k, MI*, %, 6) = Re (M} Re (yf) +
2)° {Ri\’k + Re(nf) [Re(M%(O) cos(Af) — Im(Mk{(O) sin()LG)H +

A>1

2AZ>1[ME”{"‘ Re () — My, Im(if)] cos(A6) — (A24)
M=

2 Z [ME7E Re (k) + M Tm ()] sin(A6),

with RE = Re (M} )Re(i5) — Im (M) Im (51%)..
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The one-dimensional case

The function 1, satisfying the equation £,9(x) = ¢(x), where L, is defined according
to Equation (52), can be found by means of the relations below. For DBC with either weight
function or not

N-1
) S 1 0 1 ) )
Y = _hz[ Z whd Ak gk 4 Ewo,]Ao,](Po + EwN,]AN,;(PJ\r]
k=1

PNNFpN AN-17  pOg0iy0 ALJ
“ LAk AT, (A25a)
+ L 1- b1
2N 290
N-1 NN ALN-1  p0y0 Al
. 1. 1 Al POyO Al
:7h2[ ZA],k¢k+§A],O¢O+§A],N¢N}+q 4 v ll’h : (A25b)
=1 Itage 172
For NBC
j 2 TN ki akigk o L 07 40740 o Lo N ANj N k. ki rk k|
W = —h [Ewm A9k + Sl A% g0 1 ZwNi AN }+hpwff¢’ AM| (A26a)
k=1 -
oI kb Laio0 14NN K aik Dtk o ook ok [N
= —I2| Y A4 S A0 1 S ATNGN| - hPF AT [y +l/}f]‘k70' (A26b)
k=1 =

Appendix H. Notation and List of Used Parameters

Table A1l shows a list of most parameters that have been used in this document
specifying their notation

Table Al. Notation used in this document. For additional information, please see Table 1.

Parameter Notation Parameter Notation
Liouville operator L {r} Arbitrary scalar field O
Vector field f (r) Scalar field g(r)
Unknown scalar Non-homogeneous
function P(r) scalar furglction (1)
Green function G(r, 1) Weight function w(r,v)
Internal radius Ring, 1° External radius Rext, N
Polar coordinates r, 0,160 Fourier modes Indexed by A or u
Min. radius € (cutoff) Max. Fourier mode L (cutoff)
Grid size h Matrix size N
Full “Green matrix” Gy Blocks of Gy Gor
Convenient matrices P,Qu, Ry, u Matrix to be inverted U
Temporary matrices V,Ey,A=TU"1.V  Matrices used in FEM A

References

1.  Schwinger, ]. Brownian motion of a quantum oscillator. J. Math. Phys. 1961, 2, 407-432. [CrossRef]

2. Wang, ].S.; Agarwalla, B.K.; Li, H.; Thingna, J. Nonequilibrium green’s function method for quantum thermal transport. Front.
Phys. 2014, 9, 673-697. [CrossRef]

3.  Foster, S.; Neophytou, N. Effectiveness of nanoinclusions for reducing bipolar effects in thermoelectric materials. Comput. Mater.
Sci. 2019, 164, 91-98. [CrossRef]

4. Moulhim, A ; Tripathi, B.; Kumar, M. Nonequilibrium green function technique for analyzing electron transport through single
and two levels of interacting quantum dot. Phys. Scr. 2021, 96, 125802. [CrossRef]

5. Kadanoff, L.P,; Baym, G. Quantum Statistical Mechanics: Green’s Function Methods in Equilibrium and Nonequilibrium Problems; W. A.
Benhamin, Inc. XI: New York, NY, USA, 1962; p. 203.

6. Hidaka, Y,; Pu, S.; Wang, Q.; Yang, D. Foundations and applications of quantum kinetic theory. Prog. Part. Nucl. Phys. 2022, 127,
103989. [CrossRef]

7. Alkofer, R.;; von Smekal, L. The infrared behaviour of qcd green’s functions: Confinement, dynamical symmetry breaking, and
hadrons as relativistic bound states. Phys. Rep. 2001, 353, 281-465. [CrossRef]

30



Mathematics 2023, 11, 197

10.
11.

12.

13.

14.

15.

16.

17.

18.

19.
20.

21.
22.

23.

24.

25.

26.

27.
28.

29.
30.

31.
32.
33.
34.
35.
36.

37.
38.

39.

40.

41.

Lucarini, V. Revising and extending the linear response theory for statistical mechanical systems: Evaluating observables as
predictors and predictands. |. Stat. Phys. 2018, 173, 1698-1721. [CrossRef]

Chen, Z.; de Gier, ].; Hiki, I.; Sasamoto, T. Exact confirmation of 1d nonlinear fluctuating hydrodynamics for a two-species
exclusion process. Phys. Rev. Lett. 2018, 120, 240601. [CrossRef]

Brevik, L; Parashar, P.; Shajesh, K.V. Casimir force for magnetodielectric media. Phys. Rev. A 2018, 98, 032509. [CrossRef]

Xu, E; Wang, ] .Statistical properties of electrochemical capacitance in disordered mesoscopic capacitors. Phys. Rev. B 2014, 89,
245430. [CrossRef]

Lenzi, E.; Mendes, R.; Rajagopal, A. Green functions based on tsallis nonextensive statistical mechanics: Normalized g-expectation
value formulation. Phys. Stat. Mech. Its Appl. 2000, 286, 503-517. [CrossRef]

Lapolla, A.; Vossel, M.; Godec, A. Time- and ensemble-average statistical mechanics of the Gaussian network model. J. Phys.
Math. Theor. 2021, 54, 355601. [CrossRef]

Cornu, E; Jancovici, B. The electrical double layer: A solvable model. J. Chem. Phys. 1989, 90,2444-2452. [CrossRef]

Ferrero, A.; Téllez, G. Two-dimensional two-component plasma with adsorbing impurities. J. Stat. Phys. 2007, 129, 759-786. [CrossRef]
Ferrero, A.; Téllez, G. Screening of an electrically charged particle in a two-dimensional two-component plasma at y = 2. . Stat.
Mech. Theory Exp. 2014, 2014, P11021. [CrossRef]

Joost, J.P,; Schliinzen, N.; Hese, S.; Bonitz, M.; Verdozzi, C.; Schmitteckert, P.; Hopjan, M. Lowdin’s symmetry dilemma within
Green functionstheory for the one-dimensional Hubbard model. Contrib. Plasma Phys. 2021, 62, €202000220.

David, G.; Mayboroda, S. Approximation of Green functions and domains with uniformly rectifiable boundaries of all dimensions.
Adv. Math. 2022, 410, 108717. [CrossRef]

. On the Minimality of Extra Critical Points of Green Functions on Flat Tori. Int. Math. Res. Not. 2017, 18, 5591-5608.

Nomura, Y.; Darmawan, A.S.; Yamaji, Y.; Imada, M. Restricted boltzmann machine learning for solving strongly correlated
quantum systems. Phys. Rev. B 2017, 96, 205152. [CrossRef]

Salazar, D.S.P. Nonequilibrium thermodynamics of restricted boltzmann machines. Phys. Rev. E 2017, 96,022131. [CrossRef]
Novoselov, K.S.; Geim, A.K.; Morozov, S.V; Jiang, D.; Zhang, Y.; Dubonos, S.V.; Grigorieva, 1.V.; Firsov, A.A. Electric field effect in
atomically thin carbon films. Science 2004, 306, 666—-669. [CrossRef] [PubMed]

Fiori, G.; Bonaccorso, F.; lannaccone, G.; Palacios, T.; Neumaier, D.; Seabaugh, A.; Banerjee, S.; Colombo, L. Electronics based on
two-dimensional materials. Nat. Nanotechnol. 2014, 9, 768-779. [CrossRef]| [PubMed]

Schwierz, F,; Pezoldt, J.; Granzner, R. Two-dimensional materials and their prospects in transistor electronics. Nanoscale 2015, 7,
8261-8283. [CrossRef] [PubMed]

Sterling, R.; Rattanasonti, H.; Weidt, S.; Lake, K.; Srinivasan, P.; Webster, S.; Kraft, M.; Hensinger, W. Fabrication and operation of
a two-dimensional ion-trap lattice on a high-voltage microchip. Nat. Commun. 2014, 5, 3637. [CrossRef] [PubMed]

Flindt, C.; Mortensen, N.A.; Jauho, A.-P. Quantum computing via defect states in two-dimensional antidot lattices. Nano Lett.
2005, 5, 2515-2518. [CrossRef]

Sugino, F. Super yang-mills theories on the two-dimensional lattice with exact supersymmetry. JHEP 2004, 403. [CrossRef]
Saravi, R.G.; Schaposnik, E; Solomin, J. Path-integral formulation of two-dimensional gauge theories with massless fermions.
Nucl. Phys. B 1981, 185, 239-253. [CrossRef]

Perera, A.; Urbic, T. Clustering in complex ionic liquids in two dimensions. J. Mol. Lig. 2018, 265, 307-315. [CrossRef]

Raniada, M.F.; Santander, M. Superintegrable systems on the two-dimensional sphere s2 and the hyperbolic plane h2. ]. Math.
Phys. 1999, 40, 5026-5057. [CrossRef]

Kalnins, E.G.; Kress, ]. M.; Miller, W. Second-order superintegrable systems in conformally flat spaces. i. two-dimensional classical
structure theory. J. Math. Phys. 2005, 46, 053509. [CrossRef]

Speight, ]. M. Static intervortex forces. Phys. Rev. D 1997, 55, 3830-3835. [CrossRef]

Mitrea, D.; Mitrea, I. On the regularity of green functions in lipschitz domains. Commun. Partial. Differ. Equ. 2010, 36, 304-327. [CrossRef]
Truhlar, D.G. Finite difference boundary value method for solving one-dimensional eigenvalue equations. J. Comput. Phys. 1972,
10, 123-132. [CrossRef]

Jomaa, Z.; Macaskill, C. The embedded finite difference method for the poisson equation in a domain with an irregular boundary
and dirichlet boundary conditions. J. Comput. Phys. 2005, 202, 488-506. [CrossRef]

Steger, J.L. Coefficient matrices for implicit finite difference solution of the inviscid fluid conservation law equations. Comput.
Methods Appl. Mech. Eng. 1978, 13, 175-188. [CrossRef]

Ozis, T.; Aksan, E.; Ozdes, A. A finite element approach for solution of burgers” equation. Appl. Math. Comput. 2003, 139, 417-428.
Lin, Y.; Xu, C. Finite difference/spectral approximations for the time-fractional diffusion equation. J. Comput. Phys. 2007, 225,
1533-1552. [CrossRef]

Izadian, J.; Ranjbar, N.; Jalili, M. The generalized finite difference method for solving elliptic equation on irregular mesh. World
Appl. Sci. . 2013, 21, 95-100.

Jo, G.; Kwak, D. Geometric multigrid algorithms for elliptic interface problems using structured grids. Numer. Algorithms 2018,
81,211-235. [CrossRef]

Kwak, D.Y.; Kwon, H.J.; Lee, S. Multigrid algorithm for cell centered finite difference on triangular meshes. Appl. Math. Comput.
1999, 105, 77-85. [CrossRef]

31



Mathematics 2023, 11, 197

42.  Fornberg, B. Generation of finite difference formulas on arbitrarily spaced grids. Math. Comput. 1988, 51, 699-706. [CrossRef]
43. Forsythe, G.; Wasow, W.; Finite Difference Methods for Partial Differential Equations: Applied Mathematics Series; Literary Licensing,
LLC: Whitefish, MT, USA, 2013.

Disclaimer/Publisher’s Note: The statements, opinions and data contained in all publications are solely those of the individual
author(s) and contributor(s) and not of MDPI and/or the editor(s). MDPI and/or the editor(s) disclaim responsibility for any injury to
people or property resulting from any ideas, methods, instructions or products referred to in the content.

32



. mathematics ml\b\Py

Article

Generalized Thermoelastic Interaction in Orthotropic Media
under Variable Thermal Conductivity Using the Finite
Element Method

Aatef Hobiny * and Ibrahim Abbas /2

Mathematics Department, Faculty of Science, King Abdulaziz University, Jeddah 21589, Saudi Arabia
Mathematics Department, Faculty of Science, Sohag University, Sohag 82524, Egypt
*  Correspondence: ahobany@kau.edu.sa

2

Abstract: This article addresses a thermoelastic problem under varying thermal conductivity with
and without Kirchhoff’s transforms. The temperature increment, displacement, and thermal stresses
in an orthotropic material with spherical cavities are studied. The inner surface of the hole is
constrained and heated by thermal shock. The numerical solutions are derived using the finite
element technique in the setting of the generalized thermoelasticity model with one thermal delay
time. The thermal conductivity of the material is supposed to be temperature-dependent without
Kirchhoff’s transformation. Due to the difficulty of nonlinear formulations, the finite element
approach is used to solve the problem without using Kirchhoff’s transformation. The solution is
determined using the Laplace transform and the eigenvalues technique when employing Kirchhoff’s
transformation in a linear example. Variable thermal conductivity is addressed and compared with
and without Kirchhoff’s transformation. The numerical result for the investigated fields is graphically
represented. According to the numerical analysis results, the varying thermal conductivity provides
a limited speed for the propagations of both mechanical and thermal waves.

Keywords: finite element method; orthotropic medium; spherical hole; thermal relaxation time;
variable thermal conductivity

MSC: 65L60

1. Introduction

Anisotropic media have material characteristics at specific places that differ from
the three perpendicular axes, each of which has a twofold rotationally symmetry in solid
mechanics and materials science. Over the last four decades, several researchers have
shown a strong interest in generalized thermoelastic models, both technically and mathe-
matically. Due to their realistic implications in various fields, such as nuclear engineering,
acoustics, continuum mechanics, high-energy particle accelerators, and aeronautics, these
theories are gaining popularity. In this theorem, the concepts of heat transport and elasticity
are coupled. Many generalizations of the thermoelasticity hypothesis were established
by Lord-Shulman [1]. The Lord-Shulman hypothesis was improved by Dhaliwal and
Sherief [2] in 1980 so that it could account for anisotropic examples.

When temperatures rise, it is possible that the material’s properties may decrease.
In most materials, the thermal conductive K decreases almost linearly with increasing
absolute temperature. A mapping approach (Kirchhoff’s transformation) [3] is applied
to obtain a solution to the problem under varying thermal conductivity in [4]. For a
one-dimensional problem with variable material parameters, [5] used a finite difference
approach. Because it varies with temperature, varying thermal conductivity is critical to
better understand the study of thermal loads of specific materials, primarily semiconduct-
ing devices. The LS theory on generalized magneto-thermoelastics under varying thermal
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conductivity for indefinitely long annular cylinders was examined in [6]. The effect of ther-
mal relaxations on thermal and elastic interactions in an unbounded orthotropic material
with a cylindrical cavity were investigated by Abbas and Abd-alla [7]. Yasein et al. [8]
discussed the effects of varying thermal conductivity in a one-dimension semiconducting
material subjected to photothermal stimulation. Abbas and Zenkour [9] applied the finite
element scheme to study the magnetothermoelastic interactions in unbounded FG ther-
moelasticity cylinders. Sharma et al. [10] discussed the thermal conduction and diffusion
of two-temperature thermo-elastic diffusion plates under variable thermal conductivity.
Hobiny and Abbas [11] studied generalized thermoelastic interaction due to a pulse heat
transfer in two-dimension orthotropic materials. Song et al. [12] investigated the vibrations
of optically activated semiconductors and micro conductors using the extended thermoe-
lastic theorem. Mondal and Sur [13] investigated photothermoelastic wave propagations
and memory response in an orthotropic semiconductor medium with a spherical cavity.
Said [14] used the eigenvalues technique to compare three theories on the problem of
magneto-thermoelasticity spinning medium with varying thermal conductivity. Lata and
Himanshi [15] discussed the fractional effects in an orthotropic magneto-thermoelasticity
rotating solid due to normal forces under the Green-Naghdi model. Singh et al. [16] studied
the magneto-thermoelastic interactions under memory responses due to laser pulse in an
orthotropic material based on the Green-Naghdi model. Many studies are conducted
under the broad thermoelastic models described in the following types of literature [17-41].
In the scientific literature, exact solutions of the linear or nonlinear governing equations for
the problems of generalized thermoelasticity theories only exist for certain circumstances.
To calculate complex problems, a numerical solution method must be used. Therefore,
the finite-element approach is selected. The technique of weighted residuals produces
the most accurate approximation of linear and nonlinear ordinary and partial differential
equations when applied to the formulation of finite-element equations. Applying this
method involves three steps. The first step is to assume that the general behaviour of the
unknown field variables can be described in a form that satisfies the differential equations
that have been provided. Then, when these approximation functions are substituted into
the differential equations and boundary conditions, it leads to certain inaccuracies that
are referred to as the residual. On average, across the solution domain, this residue must
disappear completely. The next stage, which is the second one, is the integration of time.
It is necessary to use the previous results in order to calculate the time derivatives of the
variables that are unknown. Applying a finite-element solution method to the equations
that have been generated as a consequence of the first and second processes is the third
step in the process as in [42-51].

This work studies the influence of varying thermal conductivity and thermal relaxation
time in orthotropic media with a spherical cavity. The material’s thermal conductivity is
supposed to be temperature-dependent, which gives the nonlinear and complex problems.
The nonlinear problem (without Kirchhoff’s Transform) has been studied in this work. Due
to the difficulty of nonlinear formulations, the finite element method is used to solve this
problem without using Kirchhoft’s transformations. In addition, Kirchhoff’s transforma-
tions are applied to obtain the linear problem, and then the solution is obtained using the
Laplace transforms and the eigenvalue technique. Variable thermal conductivity has been
addressed and compared with and without Kirchhoff’s transformations. According to the
numerical analysis results, the varying thermal conductivity provides limited speed for the
propagation of both mechanical and thermal waves.

2. Mathematical Model

The basic equations in an orthotropic material in the absence of body forces and
thermal source are presented as [2]:

0%u;
Tijj = Pﬁ/ 1
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aT j; o) 92
= (KiTy) = (at + Toal’2> (oceT + BiiToduj;), ?)
ij = cijuens — Bij(T — To)dij, €)
1
eij = E(ui,j +uji), (4)

where T points to the temperature increments, c. points to the specific heat, ;; are the
thermal moduli, p is the density of mass, K;; are the thermal conductivity components that
are temperature-dependent and variable, ¢y are the strain tensor components and c;j; are
the elastic constants, T, is the reference temperature, ojj are the stresses components and
u; are the components of displacement. Consider an unbounded elastic body involving
spherical cavities occupying the areaa < r < oo, whose states are defined in terms of space
variable r and the time variable ¢{. The only non-vanishing component of displacement
is the radial one 1, = u(r,t), which is related to the spherical coordinates (7,6, ¢) as in
Figure 1. The nonvanishing strain tensor components are as follows:

Jdu u u
Crr = Fr €op = Pl Cop = P 5)

Orthotropic medium

Figure 1. The diagram of an unbounded medium with a spherical hole.

Substituting for e, egg and e, into the basic equations can be given by

oy, 1 *u
a;r + ;(2(Trr — Opg — ‘74747) = PW/ (6)
10/, oT 0 02 ou 2u
— = =)= (=+1%— T T, — T, 7
r28r<rK( )8r> (aﬁ“’aﬂ)(‘”e +Pu 08r+‘8220r>’ @
ou 2u ou u
Orr = C115 -+ 2 B11T,099 = 0pp = C12 5 T (c22 +c23) p BT, (8)
ou 2u
- 27 9
e 3 + p 9)
In this case, the varying thermal conductivity of orthotropic media that may be chosen
as in [52]
K(T) = Ko(1 +K;T), (10)
where K, are the thermal conductivity when T = T, and K, < 0 identifies the negative
parameter.
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3. Application
The initial condition can be given by:

au(r,O) aT(T,O)

u(r,0) =0, Y 0, T(r,0) =0, Y 0, (11)
whereas the following constitute the requirements of the boundaries:
u(a,t) =0, T(at) = TsH(t), (12)

where H(t) is the Heaviside function and T; is constant. Consequently, the nondimension-
ality of variables may be stated as follows:

T-—-T, 000,
L, () = pelr ), (F,7) = w(%), (0h,03) = 2200 3)

T =
T 11

where u = pK—C: and ¢ = /%. Equation (13)’s non-dimensional governing equations are

written as (after the superscript * has been removed for appropriateness)

u  20u  2(s3—sq)u oT  2(sg—s2) ou
2o 2 AR 0 AT T 14
or2 + ror r2 25 + T ot2 (14
02T aT\?  2(1+K,T)aT ) ? ou  2u
(1+K,1T)ﬁ+l<n(§) + f@— (§+Toﬁ) (T+€1g+€27), (15)
Jdu u Ju u
O = S5 + 251? — 52T, 099 = 0pp = 515 + 53? — 54T, (16)
_c _ Tp _ (copten) _ Tp _B _B
where 51 = %, Sy = 01111’ 53 = 22011 2 ;84 = 61122, €1 = (Tl?i’ € = rﬁf

4. Numerical Scheme

The standard techniques may be used to generate the finite element method (FEM) for
thermoelasticity problems. The finite element scheme is the preferred method for complex
systems in numerous domains since it is a powerful and most sophisticated way to obtain
numerical solutions to complicated problems. The solutions of the governing relations (14)
and (15) under the boundary condition (12) and the use of the initial condition (11) are
obtained using a finite element diagram. The displacement u and the temperature T are
linked to the corresponding nodal values in finite element techniques by

w=Y o Nu(h), T =31 NTi(1), (17)

where 1 refers to the number of nodes per element, and N refers to the shape functions. For
the unknown displacement u# and the unknown temperature T, the same shape function is
used in Galerkin methods to approximate the corresponding test functions.

n n
ou=Y 7 Niduj, 6T = Y ' NJT;, (18)

We assume that the master elements local coordinates fall between [1 and —1]. In this
situation, one-dimension quadratic components are used, and they are written as follows:

N =3(+x), M=1-x% Na=1(x* —x), (19

The weak formulation of finite element method that correspond to the nonlinear
formulations (14) and (15) may be written by:

L Pu  20u  2(s3—s1)u OT  2(sq —$2) L9su (ou ou\"t
/a 5u(a?—;§+772 taS - S T)dr—i—/u W<§>dr—(5u($>u, (20)
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AL&T((; +7 a; )T+ g” te - w%)m+ ' ag—rT ((1 +K,,T)%—Z)dr - n((l +K,,T)3—Z):. 1)
Implicit approaches can be employed to determine the time derivatives of unknown
variables. For example, the time derivatives of the unknown variables must be determined
using the Newmark time integration method or the central finite difference method by time
step 0.0001 [53]. The grid size was changed until the values of the fields under examination
were stable. Further increasing the mesh size over 25,000 elements has no discernible effect
on the results. Therefore, for this investigation, a grid size of 25,000 was chosen.

5. Special Cases and the Validation of the Numerical Approach

Analytical solutions for homogeneous and isotropic material are being provided
to validate the finite element approach. Moreover, when K;; = 0, the analytical and
numerical solutions are compared with each other to validate the numerical solutions. For
homogeneous and isotropic material c11 = ¢ = A +2p, c1p =c3 = A, f11 =P =7
and K;, = 0. As a consequence of this, Equations (14)—(16) with the initial and boundary
conditions may be expressed as follows:

Pu  2du  2u oT  d%u

2 T T Ty T @2)

0’T 20T 0 02 ou  2u
Rl (aﬁ mz)(” 1<a +r>)' @3

ou

Opp = =— 3 +21117—17!2T(799 _(T(pr_ala (1+a1)f—a2T (24)

. ou(r,0) _, oT(r,0)
u(r,0) =0, —= = 0,T(1,0) = 0, — "~ =0, (25)
T(a,t) = TsH(t), u(a,t) =0, (26)

where a1 = + J?z;u ap = )Zf; , € = %. Applying Laplace transforms in order to find

solutions to Equations (22)—(26):

o)

F(x,s) = L[f(x,8)] = / F(x, t)estdt. 27)
0

As a consequence of this, we can deduce the following:

u  2du 2u  ,_ dT
— ;a_rj—s u"‘IlZE, (28)
dZT ZdT 2 du
W+ ;E_<S+S To)<T+€1< )) (29)
_ du du u =
Opp = — P +2a17—a2T099—a¢¢—a1d—+(1+a1)?—a2T, (30)
_ T, _
T(a,s) = ?,u(a,s) =0, (31)

Using Equation (28) with the differentiating Equation (29) with respect to 7, we obtain

d? (dT 2d (dT 2 (dT ) " dT
drz(dr> -+ T€l1’<df’) - ﬂ(d?’) = <S+S To) (E]S u—+ (1+02£1)dr) (32)

It is possible to write Equations (28) and (32) in the form of a vector-matrix differential
equation as follows:
DV = AV, (33)
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\T
d? 2d 2 —_ a1 a4 2
where PR i V = (u %) and A = (Lm i)’ ap = s, app = 4y,

1y = €152 (s + 527,) and axn = (1 + aze1) (s + s%1,),
The using of eigenvalue approach [54,55] to solve the Equation (33), the characteristic
relation of matrix A can be written as

1122 — A12a21 — (a11 + a22){ + % =0, (34)

where { = (, { = (p are the roots of the characteristic Equation (34) which have the
corresponding eigenvectors X7 = a1p and Xp = ¢ — ay7. Thus, the solution of Equation (34)
can be expressed by

u(r,s) = r 12U Ayl (r\/a) +r V2 Aol (rﬁ) (35)
T(T,S) = \/%Alll/z (7’\/@7) + \/%A211/2 (1’\/5) (36)

where A; and Aj are constants that can be calculated from the boundary condition of
the problem, and I5/,, I/, are the modified of Bessel’s functions with order % and 21
respectively. It is possible to use the Stehfest [56] method as a numerical inversion technique

in order to obtain the final solutions of temperature, displacement and stresses distributions.

6. Numerical Outcomes and Discussions
Numerical results for a single crystal of magnesium medium using the following

physical parameters are computed to demonstrate the theoretical findings derived in the
previous sections [57]:

ci1 = 5974 x 101°(N) (m~2), By, = o = 2.68 x 10°(N) (m~2) (k—l), T, = 298(k), a = 1,
e = 617 x 10°(N) (m~2), Ko =170 (W) (m 1) (k™) e1 = 2.624 x 10°°(N) (m™2),
p = 1470(kg) (m~2), ¢, = 1040 () (kg*l) (k*l), 7o = 0.05, t = 0.25,

23 = 2.17 x 10'9(N) (m~2).

Figures 2-21 show the calculated physical values (numerical) under generalized
thermoelastic theory with one thermal delay time based on the previous set of parameters.
The computation is carried out for the time t = 0.25. The temperature variations, radial
displacement, and the variation in the radial and shear stress distributions along the radial
distances r under variable thermal conductivity are determined numerically. Figure 2 shows
the variation in temperature along the radial distance . It is clear that the temperature
has maximums value T = 1 at the internal surface of hole a = 1 to accept the boundary
condition of the problem, and then steadily falls when the radial distance r is increased to
close to zero. Figure 3 shows the variations in radial displacement via the radial distances.
It is seen that the radial displacement starts at zero, which meets the boundary condition of
the problem, and lowers steadily up to peak values before decreasing to near zero. Figure 4
depicts the variations of radial stress ¢;, versus the radial distances r. The radial stress
has maximum negative values before gradually diminishing to near zero. The variations
in shear stress oy along the radial distance r are displayed in Figure 5. It is noted that
it has negative maximums before steadily rising to zero. Under the variable thermal
conductivity, there are big significant variances in the values of all considering variables,
according to the results. The varying thermal conductivity has a remarkable impact on the
values of all considering variables, as predicted. Figures 6-9 show the impact of thermal
delay time in all physical quantities, whereas Figures 10-13 show the variation of physical
quintettes along the distance for different time values. The variations in temperature, the
radial displacement, the radial stress and the shear stress under comparisons between
the isotropic and orthotropic materials under varying thermal conductivity and with one
relaxation time are shown in Figures 14-17. The analytical results for isotropic elastic
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material have been presented to verify that the suggested approach is accurate as in
Figures 14-17. Additionally, the variations of temperature, the radial displacement, the
radial stress and the shear stress under the comparisons between the elastic and orthotropic
materials under varying thermal conductivity and with one relaxation time are shown in
Figures 18-21. Finally, based on the numerical results, it is possible to infer that utilizing
a generalized thermoelastic theory under the changing thermal conductivity is a major
phenomenon with a considerable effect on the physical quantity distributions.

2.5

Figure 2. The temperature variations T via r when 7, = 0.05 under varying thermal conductivity.

x107*

Figure 3. The variation of radial displacement u via ¥ when 7, = 0.05 under varying thermal
conductivity.
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Figure 4. The variations of radial stress oy, via r when 7, = 0.05 under varying thermal conductivity.
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Figure 5. The variation of sheer stress 0ypg via r when 7, = 0.05 under varying thermal conductivity.
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Figure 7. The impacts of thermal relaxation time 7, in the variation of radial displacement # when
K, = —0.6.
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Figure 8. The impacts of thermal delay time 1, in the variations of radial stress o7, when K, = —0.6.
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Figure 9. The impacts of thermal relaxation time 7, in the variation of shear stress cyg, when
K, = —0.6.
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Figure 10. The temperature variation T for different values of time.

x10~4

Figure 11. The radial displacement variation u for different values of time.

43



Mathematics 2023, 11, 955

-0.002

-0.004

rr

-0.006

-0.008

-0.01

r

Figure 12. The radial stress variation oy, for different values of time.
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Figure 13. The shear stress variation oy for different values of time.
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Figure 14. The temperature variation T for isotropic material.
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Figure 15. The radial displacement variation u for isotropic material.
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Figure 16. The radial stress variation ¢;, for isotropic material.

0 51073
=1k
= 2T
>
o)
2241
A O  Anal Sol., isotropic
— FEM Sol., isotropic
/| 1 1
1 1.5 g 2.5

r

Figure 17. The shear stress variation oy for isotropic material.
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Figure 18. The temperature variation T for different materials.
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Figure 19. The redial displacement variation u for different materials.
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Figure 20. The redial stress variation o, for different materials.
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Figure 21. The shear stress variation oy for different materials.

7. Conclusions

2 2.5

This work presents a mathematical analysis of the effect of variable thermal conductiv-
ity in an orthotropic medium including a spherical hole. The distributions of temperature,
radial displacement, radial stress, and shear stress in a thermoelastic orthotropic medium
with one thermal relaxation time have been given. To provide a numerical solution for
nonlinear equations, the finite element technique is used. It was discovered that the vary-
ing thermal conductivity has significant effects and influences how various physical field
components behave as they deform. The effects of thermal delay time are presented. It
was shown that the deformation behaviour of different components of physical fields is
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significantly affected by the thermal relaxation time. The impact of time is shown. It was
shown that time has a considerable impact on the deformation behavior of several physical
field components. There are comparisons shown between the orthotropic and isotropic
materials. To verify that the suggested approach is accurate, numerical solutions and
analytical solutions have been compared for isotropic elastic material.
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Abstract: A two-step Lagrange—Galerkin scheme for the shallow water equations with a transmission
boundary condition (TBC) is presented. First, we show the experimental order of convergence to
see the second-order accuracy in time realized by the two-step methods for conservative and non-
conservative material derivatives along the trajectory of fluid particles. Second, we observe the effect
of the TBC in a simple domain, and the artificial reflection is removed significantly when the wave
touches the TBC. Third, we apply the scheme to a practical domain with islands, namely, the Bay of
Bengal region, and observe the effect of the TBC again for the practical domain; the artificial reflections
are removed significantly from the transmission boundaries on open sea boundaries. We also study
the effect of a position of an open sea boundary with the TBC and reveal that it is sufficiently small to
neglect. The numerical results in this study show that the scheme has the following properties: (i) the
same advantages of Lagrange—Galerkin methods (the CFL-free robustness for convection-dominated
problems and the symmetry of the matrices for the system of linear equations); (ii) second-order
accuracy in time by the two-step methods; (iii) mass preservation of the function for the water level
from the reference height (until the contact with the transmission boundaries of the wave); and (iv) no
significant artificial reflection from the transmission boundaries. The numerical results by the scheme
presented in this paper are for the flat bottom topography of the domain. In the next part of this work,
Part II, the scheme will be applied to rapidly varying bottom surfaces and a real bottom topography
of the Bay of Bengal region.

Keywords: shallow water equations; two-step Lagrange—Galerkin scheme; second order in time;
transmission boundary condition; Bay of Bengal; bottom topography

MSC: 65M25; 65M60; 76D05; 76B15

1. Introduction

The system of shallow water equations (SWEs) is one of the most common models
for describing fluid flow in rivers, channels, estuaries, and coastal areas, and is often used
for simulating tsunamis and storm surges in oceanic phenomena. Natural disasters like
tsunamis, cyclones, and storm surges cause a tremendous loss of lives and properties in
the coastal areas in several regions. According to [1], statistics show that about 5% of the
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global tropical cyclones form over the Bay of Bengal, and, on average, five to six storms
form in this region every year, but with 80% of the global casualties. The significant factors
behind the heavy casualties are the shallow coastal water, thickly populated low-lying
islands, highly curved coastal and island boundaries, river discharge, high astronomical
tidal range, and favorable cyclone track, cf. [2] and Figure 1. That is why an effective storm
surge prediction model and method are highly desired for the coastal region of Bangladesh
to minimize the resulting damage from storm surges.

BAY OF BENGAL

Figure 1. The Bay of Bengal region.

Studies focusing on the Bay of Bengal region are found in [1-8] and references therein.
Almost all the researchers implemented SWEs with a radiation-type boundary condition
for open sea boundaries. Although for real problems, the finite element method is more
suitable than the finite difference method because of the advantages of handling complex
physical domains, geometries, or boundary conditions, as far as we know, there is no study
to solve SWEs employing a transmission boundary condition (TBC) for the Bay of Bengal
region using the finite element method except [9,10].

Since a bounded computational domain is needed to compute the SWEs in a practical
coastal region, e.g., the Bay of Bengal, we set an artificial boundary in the open sea, called
the open boundary, which is a part of the boundary of the domain. Let u = (u1,uz) " be the
velocity (averaged in x3-direction), ¢ (= 77 + {) the total wave height, 77 the water level from
the reference height, and ¢ (>0) the depth of the water level from the reference height. On
the coastal boundary, it is natural to have the reflection, which is realized by the Dirichlet
boundary condition, u = 0, and, on the open boundary, an artificial boundary condition
is required so that the wave passes through the boundary without any reflection, as the
boundary is set artificially on the open sea. Most open boundary conditions proposed
in the literature are based on or modifications of the Sommerfeld radiation boundary
condition (RBC) [11] whose typical form is

w=/g7Tnn (1)
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for the gravity constant ¢ (>0) and the outward unit normal vector n. The condition (1)
is derived by considering the SWEs in one-dimensional space essentially and assuming
that the velocity u on the open boundary is u = V#/{ n for the wave propagation speed V
and that V is given by V = /gC. Due to some limitations of the RBC for oblique flows,
many researchers suggested and implemented modified boundary conditions for open
boundaries similar to the RBC, cf., e.g., [12-14]. Kanayama and Dan [15] also employed an
open boundary condition of the form,

u:co\/g;y/cpn ()

for a constant ¢y (>0), which removes the artificial reflection from the open boundary
significantly. The condition (2) is comparable to the RBC as Equation (2) is obtained
by replacing { with ¢?/{ in Equation (1), where the relation { ~ ¢*/{ ~ ¢ holds if
|| <  is satisfied. In fact, the numerical results by the TBC and the RBC are similar, cf.
Appendix B. On the other hand, the TBC is more reasonable than the RBC for the theoretical
stability study of the system of the SWEs from the viewpoint of energy as presented in
Murshed et al. [9] and Murshed [10], while it is still a partial study (but practically useful),
cf. Remark 6 for a brief review of the theoretical results. Based on the stability study, we
employ the TBC in this paper and observe the effect of the TBC (or the RBC) for the passing
wave in addition to the effect of the Dirichlet boundary condition for the reflection wave.
These observations are basic but necessary for the development of a scheme for SWEs.

The system of the SWEs consists of two equations, a pure convection equation for
the total wave height and a modified Navier-Stokes momentum equation for the velocity
derived by taking the average of function values in x3-direction, cf. [9,16], which include
the material derivatives in conservative and non-conservative forms, respectively. For
a time step size At > 0, let t" := nAt. The so-called Lagrange—Galerkin method is the
finite element method combined with the idea of the method of characteristics; the non-
conservative and conservative material derivatives are discretized as, for a scalar-valued
function ¢ and a velocity u, cf., e.g., [17-20],

[g—‘f 1V (x,t7) = ') ¢"—1A(tx —AD L oan,

nx_nflx_unx n(y
[%—i—V(lﬂl))} (x,t") —_ (P ( ) (P (At ( )At)’)/ ( )—I—O(At>,

respectively, which are first-order approximations in time, where x — u"(x)At is an up-
wind point of x with respect to u"(x) and " is the Jacobian determinant of the map-
ping x — u"(x)At. In general, the Lagrange—Galerkin method has two advantages; (i) the
CFL-free robustness for convection-dominated problems and (ii) the symmetry of the result-
ing coefficient matrices for the system of linear equations. In addition to the four pioneering
works above, many authors have proposed the ideas of this type of approximation in the
context of the finite element method, cf. [21-48] and references therein. When we focus on
the SWEs, to the best of our knowledge, Murshed et al. [9] and Murshed [10] firstly solved
the SWEs with a TBC by a (single-step) Lagrange—Galerkin scheme of first-order in time for
a flat bottom topography. Recently, a two-step mass-preserving Lagrange—Galerkin scheme
of second order in time for conservative convection-diffusion problems has been proposed
and analyzed with error estimates in [49].

In this paper, we present a new two-step Lagrange—-Galerkin scheme to solve the SWEs
together with a TBC, which is of second order in time and maintains the two advantages
of the Lagrange—Galerkin methods, i.e., the CFL-free robustness and the symmetry of
the resulting matrices. The two material derivatives are discretized based on the ideas
of two-step methods proposed for the non-conservative form in [17,21,24,40] and the
conservative form in [49]. Firstly, preparing an artificial exact solution, we observe our
scheme’s experimental order of convergence (EOC) to see the second-order accuracy in
time on a simple (square) domain. Since long (real-)time computations on a mesh refined
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locally are needed in practical problems, the CFL-free second-order accuracy in time of our
scheme is a significant advantage, enabling us to employ a more extensive time increment
compared with first-order numerical methods. Secondly, we observe the effect of the
TBC on a simple (square) domain, and the artificial reflections are kept from the Dirichlet
boundaries and removed significantly from the transmission boundaries. Thirdly, our
scheme is applied to the Bay of Bengal region, which is non-convex, includes islands,
and is, therefore, a complex domain. We again observe the effect of the TBC for this
realistic domain. The artificial reflections are removed significantly from the transmission
boundaries, which are set on open sea boundaries. We also study the effect of a position of
an open sea boundary with the TBC and reveal that it is sufficiently small to neglect. In [9],
energy estimates for the SWEs were given, where the L2-norm of the water level from the
reference height was an important value related to the potential energy. Focusing on the
energy and the mass of the water level function, we observe the L2-norm and the mass of
the water level function, which show the effectiveness of the TBC.

From the computations, we show that our new scheme has the following properties;
(i) the same advantages of Lagrange—Galerkin methods; (ii) second-order accuracy in
time; (iii) mass preservation of the function of the water level from the reference height
(until the contact with the transmission boundaries of the wave); and (iv) no significant
artificial reflection from the transmission boundaries. We mention again that the TBC is
employed in this paper based on the theoretical stability study in [9,10], while the numerical
results by the TBC and the RBC are similar.

All of the numerical results in this paper, Part I, are for the flat bottom topography, and the
non-homogeneous bottom topography will be studied in our forthcoming paper, Part I1.

The outline of this paper is as follows. Section 2 presents a two-step Lagrange—Galerkin
scheme for the SWEs together with a TBC, which is of second order in time. In Section 3,
numerical results for simple square domains are shown to observe the second-order accu-
racy in time and the effect of TBC. In Section 4, our scheme is applied to the Bay of Bengal
region, where the domain is non-convex and complex. In Section 5, conclusions are given.
The data for choosing the constant ¢y required in the TBC and a comparison of the TBC
with the RBC are given in Appendixes A and B, respectively.

2. A Two-Step Lagrange—Galerkin Scheme

We introduce some notations to be used in this paper. () is a bounded spatial domain in R?,
I' := 0Q) is the boundary of (), and (0, T) is a temporal domain in R, (:= {x € R;x > 0})
for a positive constant T. We use the Lebesgue space L7 (Q) (p € [1,00]) and the Sobolev
space H'(Q). For any normed space X with its norm || - ||x, we define function spaces
C%([0, T]; X) and L®(0, T; X) consisting of X-valued functions in C°([0, T]) and L*(0, T),
respectively. Let (-,-) be the inner product in L*(Q), ie., (f,g) = [qf(x)g(x)dx for
f,g € L*(Q)). We employ the same notation (-, -) to represent the L?(Q)) inner product
for scalar-, vector-, and matrix-valued functions. Let A : B be the tensor product defined
by A:B:= z,%j:l A;iBjj = tr(ABT) for A, B € R**2,

2.1. Statement of the Problem
Our problem is to find (¢, u): Q x (0, T) — R x R? such that

aa—f +V-(up)=f inQx(0,T), (3a)

pcp[%—? + (u- V)u} —2uV - (¢D(u)) + pgpVny = F inQx (0,7T), (3b)
p=n+¢ inQx(0,7T), (3¢)

u=0 onTp x (0,T), (3d)

U= co\/gfgn onTt x (0,T), (3e)

(¢, u) = (¢°,u°) inQ, att =0, (39)
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where the total wave height and the velocity are denoted by ¢ and u = (uy,up)", re-
spectively, the water level from the reference height and the depth of water level from
the reference height, i.e., bottom topography, are represented by 77: Q x (0, T) — R and
{: Q — R, respectively, a pair of external forces is given by (f,F): Q x (0,T) — R x R?,
a pair of initial values is given by (¢%, u%): Q — R x R?, density and viscosity constants of
water are denoted by p > 0 and u > 0, the gravity constant is given by ¢ > 0, the strain-rate
tensor D(u) is defined by

D(u) = %[Vu + (Vu)T},

and the outward unit normal vector is denoted by n: T — R?, cf. Figure 2. We suppose
that the boundary T is divided into two non-overlapping parts, I'p and I'r,ie., T = pUTt
and I'p N I't = @&, where the subscripts “D” and “T” imply Dirichlet and transmission
boundaries, respectively. A positive constant ¢ is chosen suitably to remove the artificial
reflection, and, throughout this paper, we employ ¢y = 0.9, which is determined based on
numerical experiments given in Appendix A. We consider homogeneous flat bottom topog-
raphy in this paper, Part I, and non-homogeneous bottom topography in our forthcoming
paper, Part II.

Figure 2. Diagrams for the problem; left: the domain Q) and the velocity u = (uy, uz)T; right: the
total wave height ¢ = 77 4- (.

2.2. Presentation of the Scheme
Let ¥ = L2(Q), Y := HY(Q)?,

V(G)={veY;v=00onTpandv=GonIt}

for a function G: I't — R?, and V = V(0). We introduce a ¢-dependent function,
G(¢) = G(¢;17): T — R2, defined by

G(9) = Ggrm) = co/3T .
Assume ¢ € ¥, 0 := ¢* — ¢ € Yand u® € V(G(¢°)) = V(G(¢%7°)). A weak
t e

formulation to problem (3) is to find {(¢, u)(t) € ¥ x V(G(¢(t);1(t))); (0,T)} such
that, for t € (0, T),

0
(L ov wpp)=(Fy)  wpey, @
P<<P {a—u + (u- V)u],v) +a(u,v; ) +b(n,v;¢) = (F,v) YoeV, (4b)
p=n+7, (4¢)

with the initial condition (¢, u)(0) = (¢°,u") € ¥ x V(G(¢°;%°)), where the bilinear
formsa(-,-;¢): Y xY = Rand b(-,-;¢): ¥ x Y — R are defined by

a(,0;9) = 2u(pD(u), D(v)), b(1,0:¢) = p3 (V7. 0).
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Now, we present our scheme for solving problem (3). Let 7, = {K} be a partition of Q
by triangular elements, / be the maximum diameter of K € 7y, and (), := int(Uge7, K) be
an approximated domain. Although it holds that () # (), in general, we assume () = (),
throughout the paper to avoid the complexity of introducing many symbols. We define
finite element spaces, ¥;, Y}, and V},(G), corresponding to ¥, Y and V(G) by

¥ = {yn € CU(Q); Yy € Pu(K) VK € Ty},
Y, = {Z)h € CO(ﬁ)Z; Up|k S Pg(K)Z VK € 771},
Vh(G) = {Uh €Yy, vy, =0onTpand v, = Gon FT},

for k,¢ € N, and set V;, := V},(0), where P(K) is the space of polynomial functions of
degree k € Non K € 7j,. In this paper, we employ k = ¢ = 1, and the function G: 't — R?
is assumed to be a piecewise linear function.

Let At be a time increment, Ny := |T/At| a total number of time steps, and t" := nAt
a time at n-th time step. For v: Q) — R?, we define mappings X; [¢], X1[v]: Q — R? and
11[v], 11[v]: Q — R by

X1[9](x) = x — Ato(x), X1[9)(x) = x — 2Atv(x),

0X oX
Tl = det( ZL8 ), Tlel () = det( L ).

For {¢" }nNio and {u" nNio, we define an operator Ax;[u]¢" by, forn =1,...,Nr,
(1) n _
Aptlulo" = {A(A;) g™ (n=1),
Apy ule™ (n>2),
where
n__ gn—1 oX n—1 n—1
'A(Alt) U] = ¢ ¢ i[t” J71[u ],
" 30" — 4 ”710X N nE] n72OX nx1 5 N

A(AZt) [u]¢" = " —4¢ 1™ [;At] ¢ [ fu™]

The composition of functions is represented by the symbol o, i.e.,
(o Xa[o]) (x) = ¥(Xa[0](x)),
and the function u™*: Q — R? is defined by
u = zunfl o un72

which is a second-order temporal approximation of u" if u is sufficiently smooth. We also
. n A Nr
define, for {w }n:O’

Bat[w]u™ == { B

where
(1) _u" —u" o Xy [w Y
By, [w]u" A7 ,
B(z) [w] n._ 3t — 414"71 o Xl [wn*] + un72 o Xl [wn*]
At -
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The two-step Lagrange—Galerkin scheme is to find { (¢}, u}}) € ¥, x Vi, (G(¢};1}}));
n=1,...,Nr}such that, forn =1,2,...,Nr,

(Aaelunlep, vn) = (f" ¥n) vV, €Yy,  (5a)
o (¢ Ba [unluy, on) +a(uy, o dpy) + (13, 00 ) = (F*, 0p) Vo, € Vi, (5b)
¢y =1, +1ILG, (50)
with an initial condition
(¢h,uf)) = (11,9°, TT,u°) € ¥), x Y, (5d)

where the Lagrange interpolation operator is denoted by IT;,: C(Q) — ¥}, which is also
used for the vector-valued function u?, i.e., IT,u® € Yj,.

Remark 1. Scheme (5) is equivalent to

n_ pn—1 g
(¢h i Xi[tu Dl ¢h) (f", ¢n) Vi, € ¥y,
— O X
(4’hu i AL 1l ] >+2P‘(4’h

i)
-wﬂﬂwmm)(ﬁmn Yo, € Vi,
(PZ - 17;11 + th/

for the first step n =1, and

3¢ — 49 o X [up | [up] + g2 o Xy [u*

( o ZZt : zlPh) (f"9n) Ve €Yy,
¢n3uZ—4uZ Lo Xq[ul™] +ul 20 Xy [u ’
R 247 o

+2u (@D (ujy), D(vy)) + 08 (¢h Vi, on) = (F',0p) Vo, €V,
4)2 = 17;/: + thr

for general steps n > 2.

Remark 2. We have the following notes.

(i) At each time step, we obtain ¢ < ¥y, from Equation (5a) and uj € Vi,(G(¢};n;))
from Equation (5b) combined with Equation(5c), where both of the resulting coefficient matri-
ces of the systems of linear equations derived from Equations (5a) and (5b) are symmetric.

ii) We need .A(l) u| and B(l) w] due to the lack of the functions ¢ 2 and u* 2 for n = 1, which
Af Af P h
are used for .A(Azt) [up ) and B(Azt) [upuj, forn > 2.
(iii) The two-step methods in conservative and non-conservative forms, A(Azt) [u| ) and B(Azt) [upujl,
are developed and analyzed for convection-diffusion problems in [17,49].
(iv) It is discussed in [40,49] that the one-time use of first-order single-step methods, A(Alt) [un) )

and B(At) [up)u, has no loss of convergence order in discrete version of L* (0, T; L*(QY) )-norm

for a conservative convection-diffusion equation and the Navier—Stokes equations, respectively.
(v) The so-called quadrilateral elements Qi (K), e.g., bilinear (k = 1) and biquadratic (k = 2)

elements, with a partition of Q, Ty, = {K}, by rectangles are also available for ¥}, and Y.

Remark 3. Suppose that the pair (¢, u): Q x (0, T) — R x R is a smooth solution to Equation (3)
and that n > 2. Then, the truncation errors of the Equations (5a) and (5b) are of second order in
time, i.e.,

(| Aat[u]o" —f"HLm(Q) = 0(A#?),
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lo¢" Badlulu” — 2% - (9D (")) + pgg" V" — F*| e ) = O(8P2),

as Apt[u]¢" and Ba[u|u™ are second-order approximations of the conservative and non-conservative
material derivatives, respectively, i.e.,

Aululg] (1) = [+ 9 (wp)) (x,#) +0(82),

[Bagu]u] (x) = [git‘ (- V)] (5, 1) +0(aP),

and the evaluation point is (x,t") € Q x (0, T), cf. [40,49].

Remark 4. Suppose that Q) is convex and I' = I'p, that ¢ is known and smooth, that there exist
positive constants cy and ¢y such that (0 <)cy < ¢(x,t) < ¢4 for any (x,t) € Q x [0,T),
and { = 1. Then, the unknown function of problem (3) is only u, and we can prove stability and
error estimates for the velocity if u is smooth enough, i.e., there exist positive constants h, and
¢« independent of h and At such that, for any pair (h, At) with h € (0,hy] and At < c.h2/3,
the solution {u’ﬁ}nNil C V), to scheme (5) whose ¢} is replaced with " satisfies |[uy || oo (1o ()) <
[l coqree )y + 1 and [[up — ullgo(12) = O(A#? + h?) by induction argument similar to the proof
of the stability and error estimates of a scheme for the Navier—Stokes equations in [40].

3. Numerical Results in Square Domains

In this section, numerical results via FreeFem++ [50] with k = ¢ = 1 (piecewise linear,
Pl-element) are presented to see the experimental order of convergence (EOC) and the
effect of the TBC in square domains, where both of the systems of linear equations for
Equations (5a) and (5b) are solved by the LU decomposition method in FreeFem++. We call
scheme (5) LG2, and also call scheme (5) replacing Ax; and Bay with .A(Alt) and Bglt), respec-
tively, LG1 [9,10], which is a (single-step) Lagrange-Galerkin scheme of first order in time.

3.1. Experimental Order of Convergence
We solve Examples 1 and 2 below by LG1 and LG2 and compare the experimental
orders of convergence (EOCs).

Example 1 (T = Tp). In problem (3), we set Q = (0,1)2, T = Tp (It = @), T = 1,
¢ =p=u=_{_=1,and the function n°, u®, f and F are given so that the exact solution is

sin 7txq sin 7txy (2 + sin 7tt) sin 7tx7 sin 7tx, (2 + sin 7tt)

p(x,t) =1+ 3 ,u(x,t) = 3 m

Example 2 (I = I'p UT). In Example 1, we replace Tt and Tp with Tt = {x € T; x, = 0} and
I'p = T\ I'y, respectively.

For a numerical solution z;, = {ZZ},IEO and its exact solution z = {z”}nNiO, we intro-
duce notations of errors, E;(z), i = 0,1, defined by

Zy — Z|| goo V(zp —2) || peo
Fo(z) = lzn =zl () Ey(z) = IV (zn — 2|l (2
12l geo (12 V2] o (12)
where || - || (12) is @ norm given by

1zl oo (12) = max{[|z"|| ;2a); m =0, ..., Nr}.

Let N be a division number of each side of the unit square domain Q and & :==1/N
a representative mesh size. We prepare non-uniform triangulations of Q), 7, for N =
8,16,32,64,128 and 256, cf. Figure 3 for N = 32.

Choosing At = 0.25vh, we compute the errors, E;(7) and E;(u), i = 0,1, by LG1
and LG2. Figures 4 and 5 show graphs of the errors of Ey(-) and E;(-), respectively, in loga-
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rithmic scale by LG1 for Example 1 (i) and Example 2 (ii), and by LG2 for Example 1 (iii)
and Example 2 (iv), and the values of errors and their EOCs are given in Tables 1 and 2. We
observe that LG2 is of second order in time numerically and that the order is higher than
that of LG1. Although E;(7) is not of second order in time, it is natural as Equation (3a)

for ¢ (= 1+ ) does not include any diffusion term.

Remark 5. Lagrange—Galerkin schemes are basically CFL-free, and our scheme also has this
property. In fact, the CFL number in this computation is UAt/h = 1/ (4v/h) = 4 for N = 256 as
the maximum velocity U is 1 and the At is chosen as At = 0.25v/h.

Figure 3. A sample mesh with N = 32 for Example 1.

10' 10" F 10! 10! ]
) —=— Eg(n) —m—

Eg(n) —m— FEg(n) —m— Eo(m
Eq(u) —e— FEp(u) —e— Eo(u) —e— Eolu) —e— 1
o(at) Lo(At) o) —— oAt ———
100 | E 10° | E 10° | E
107" | E 107" | E 107" | E
S S S
i i |
1072 | E 1072 1072 | E
107 | E 10° | E 107 | E
107 107 107
0.01 0.1 001 0.1 001 0.1

At

® (ii) (iii) (iv)

Figure 4. Graphs of errors Eg(1) and Ep(u) in logarithmic scale by LG1 for Example 1 (i) and
Example 2 (ii), and by LG2 for Example 1 (iii) and Example 2 (iv).

60



Mathematics 2023, 11, 1633

10’ 10’ 10’ 10’
Eim) —a— Eim) —a— Ei(n) —a— Eim) —a—
Eq(u) —eo— Eq(u) —eo— Ei(u) —o— Ei(u) —o—
O(At) ——— o@) —— o) o)
100 b / ok / wl /,V/ ol //’j
107" E 107" E E 107" E 107" E
s s s s
it it ] ]
1072 | E 1072 | E 1072 1072
107 | E 107 | E 107 107
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001 A 0.1 001 o 0.1 001 o 0.1 001 o 0.1
(i) (ii) (iii) (iv)

Figure 5. Graphs of errors E1(1) and E;(u) in logarithmic scale by LG1 for Example 1 (i) and
Example 2 (ii), and by LG2 for Example 1 (iii) and Example 2 (iv).

Table 1. Values of E;(17) and E;(u), i = 0,1, by schemes LG1 and LG2 for Example 1 (I' = I'p).

LG1
N At Eo(n) EOC Eo(u) EOC
8 8.84 x 102 3.89 x 10° - 3.78 x 102 -
16 6.25 x 102 2.20 x 10° 1.65 2.28 x 1072 1.45
32 442 x 1072 1.45 x 100 1.19 1.57 x 1072 1.09
64 3.13 x 1072 1.01 x 100 1.05 1.10 x 1072 1.03
128 221 x 1072 711 x 1071 1.01 7.77 x 103 1.00
256 1.56 x 102 5.02 x 1071 1.00 551 x 1073 0.99
LG1
N At E1() EOC Eq1(u) EOC
8 8.84 x 1072 3.00 x 100 - 7.78 x 1072 -
16 6.25 x 1072 1.73 x 100 1.59 463 %1072 1.49
32 442 %1072 1.25 x 100 0.93 2.95 x 1072 1.31
64 3.13 x 1072 9.78 x 107! 0.71 2.04 x 1072 1.06
128 221 x 1072 6.42 x 1071 1.22 1.42 x 1072 1.04
256 1.56 x 1072 435 %1071 1.12 1.00 x 1072 1.01
LG2
N At Eo(3) EOC Eo(u) EOC
8 8.84 x 102 6.81 x 1071 - 1.71 x 1072 -
16 6.25 x 102 1.96 x 1071 3.60 7.03 x 1073 257
32 442 x 1072 8.53 x 1072 2.40 3.32x 1073 2.16
64 3.13 x 102 3.82 x 1072 2.32 1.64 x 1073 2.04
128 2.21 x 1072 1.87 x 1072 2.05 8.20 x 10~* 1.99
256 1.56 x 1072 9.46 x 1073 1.97 417 x 1074 1.95
LG2
N At E1(n) EOC Eq1(u) EOC
8 8.84 x 102 3.97 x 10° - 5.68 x 102 -
16 6.25 x 1072 2.24 x 100 1.65 2.90 x 1072 1.94
32 442 %1072 2.00 x 100 0.33 1.20 x 1072 2.54
64 3.13 x 1072 1.64 x 100 0.57 6.72 x 1073 1.67
128 2.21 x 1072 1.17 x 100 0.97 323 x 1073 2.11
256 1.56 x 102 8.64 x 1071 0.88 1.47 x 1073 2.28
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Table 2. Values of E;(17) and E;(u), i = 0,1, by schemes LG1 and LG2 for Example 2 (I = I'p UTT).

LG1
N At Eo() EOC Eo(u) EOC
8 8.84 x 1072 3.88 x 109 - 3.86 x 1072 -
16 6.25 x 1072 2.19 x 109 1.65 2.33 x 1072 1.46
32 442 x 1072 1.45 x 10° 1.19 1.58 x 102 1.11
64 313 x 1072 1.01 x 10° 1.05 1.11 x 102 1.03
128 221 x 1072 7.09 x 1071 1.01 7.82 x 1073 1.01
256 1.56 x 1072 5.01 x 101 1.00 553 x 1073 1.00
LG1
N At E1(y) EOC Eq(u) EOC
8 8.84 x 1072 2.95 x 109 - 7.80 x 1072 -
16 6.25 x 1072 1.71 x 10° 1.57 4.64 x 1072 1.50
32 442 x 1072 1.24 x 109 0.94 2.95 x 1072 1.31
64 313 x 1072 9.78 x 1071 0.67 2.03 x 1072 1.07
128 221 x 1072 6.42 x 107! 1.21 1.41 x 102 1.04
256 1.56 x 1072 434 x 1071 1.13 9.96 x 1073 1.01
LG2
N At Eo(7) EOC Eo(u) EOC
8 8.84 x 1072 6.70 x 1071 - 1.75 x 1072 -
16 6.25 x 1072 1.95 x 10~1 3.56 7.23 x 1073 2.55
32 442 x 1072 8.58 x 1072 2.37 337 x 1073 2.20
64 313 x 1072 397 x 1072 2.22 1.67 x 1073 2.03
128 221 x 1072 1.87 x 102 217 837 x 1074 2.00
256 1.56 x 1072 954 x 1073 1.94 425 x 104 1.96
LG2
N At El(ﬂ) EOC E](u) EOC
8 8.84 x 1072 3.89 x 100 - 5.70 x 1072 -
16 6.25 x 1072 2.21 x 100 1.63 293 x 1072 1.92
32 4.42 x 1072 1.98 x 10° 0.32 1.24 x 102 2.49
64 313 x 1072 1.65 x 10° 0.54 6.90 x 1073 1.69
128 221 x 1072 1.17 x 10° 0.97 3.26 x 1073 2.16
256 1.56 x 1072 8.62 x 1071 0.89 1.48 x 1073 2.27

3.2. Effect of the TBC
We consider the following example to see the effect of the TBC.

Example 3. In problem (3), we set Q = (0,10)2, T =100,g=p=u =, =1, (f,F) = (0,0),
7% = cexp(—100 |x — p|?),c = 1073, p = (5,5) ", and u® = 0. We consider five cases of ',
(a) FT = @, i,e., = FD/

(b) Tt={xeT; x; =0} (bottom), Tp =T\ T,

(0 Tt={x€eT; x; =10,xp = 0} (right and bottom), Tp = '\ ',

(d) Tr={xe€eT; x; =10,x, = 0,10} (right, bottom and top), Tp = I' \ T'r,

(e) FT =T.

We solve Example 3 by LG2. Figure 6 shows the color contours of 7, for t = 25k,
k=0,...,4, cf. (i)~(v), for the five cases, (a)-(e). We can see the effect of the boundary
conditions; the artificial reflection is observed and removed significantly when the wave
touches the Dirichlet (I'p) and the transmission (I't) boundaries, respectively. Thus, LG2
works well for the SWEs with and without the TBC in the simple square domain.
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Figure 6. Color contours of 7, by LG2 with and without the TBC for the five cases, (a-
e), in Example 3.

4. Application to the Bay of Bengal

In this section, we apply LG2, i.e., scheme (5) discussed in Section 2.2, to a computa-
tional domain of the Bay of Bengal region, cf. Figure 7, which is an approximate domain of
the original, cf. Figure 1. All the computations are performed via FreeFem++ [50].
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I;

Figure 7. The domain for the Bay of Bengal region with the information of boundaries, I'p
and I't (= I'1p UT'rp UT'rs) used in Example 4.

4.1. Numerical Simulation with and without the TBC

We set the following example.

Example 4. Let Q) be the domain shown in Figure 7. The domain is considered from 0 to 1051.4 [km] in
the horizontal direction and 0 to 889.59 [km)| in the vertical direction. We employ two boundary conditions,
the Dirichlet boundary condition on I'p and the TBC on I't, cf. Figure 7. We set I'p on the coastal and
island boundaries and I't on the artificial boundaries for the open sea. As shown in Figure 7, there are three
artificial boundaries on the open sea, i.e., T't = I'ry UT'mp U I'r3. In problem (3), we set T = 5000 [s],
¢ =2 [km], 7°(x) = c; exp(—0.04|x — p[?) [km], ¢; = 0.01 [-], p = (559.56,430.02) ", u® = 0,
p=1[Pa-s|,p=10"2 [kg/km3], g = 9.8 x 1073 [km/s?] and (f,F) = (0,0).

We prepare a triangular mesh of the domain as shown in Figure 8, where the numbers
of elements and nodal points are 60,619 and 31,120, respectively. Then, a numerical
simulation is done by LG2 with At = 0.2 [s]. The results at t = 0,2500,3000,4000, 4500
and 5000 [s] are presented in Figures 9 and 10. In the figures, for comparison to see the
effect of the TBC, we compute Example 4 by replacing I't with I'p and put it on the left.
From Figure 9, we can see that a circular wave is created at around the point p, that it
propagates towards the boundary over time, that reflections are found when the wave
touches I'p, and that the results with I' = I'p (left) and I' = I'p U I't (right) are similar.
From Figure 10, we can observe that artificial reflections on the open sea boundaries are
significantly removed when the wave touches I't, cf. the right figures. Thus, LG2 works
well for a simple (square) domain and this complex domain, the Bay of Bengal region,
which is non-convex and includes islands.

For any (smooth) solution to problem (3), we define the total energy £(t) by

2
E(t) =& (1) +&() = A g¢|u|2dx+/0 “%dx, (6)

where & (1) is the kinetic energy, and & (t) is the potential energy. Then, it is worthy to
note that the following energy estimate holds, cf. ([9] Corollary 3.3-(i)),

%E(t) = —g 1“T4>|u|2u-nals—pg/rTcpryu-nds
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+2y/rT¢[D(u)n] ~uds—2y/ﬂ<p|D(u)|2dx. @)

Here, focusing on & (t) (= % [, pg|n|*dx) and the mass of 77, i.e., [, 17 dx, we present
the values of the L2(Q)-norm of 77, i.e, 117311 12(q0), and the mass of 7j}, i.e., [ dx,
in Figures 11 and 12, respectively. In principle, we can say that the TBC works well
numerically if ||| 12(q) and Jo nt dx decrease around the time that the wave touches
the transmission boundaries. Figure 11 shows graphs of [#}/|;2(q) for the two cases,
with and without the transmission boundaries, i.e., I = pUTltand T =Tp (I't = @),
respectively. Figure 12 shows the graphs of [, 1} dx for the four cases of (transmission)
boundaries, (i) no transmission boundary, i.e., I't = @, (ii) one transmission boundary,
ie, 't = I'mp, (iii) two transmission boundaries, i.e., 't = I'ty U T3, and (iv) three
transmission boundaries, i.e., I't = I'r; U I'rp U I't3. From Figures 11 and 12, we can see
that there are decreasing phenomena of the value of L?(Q))-norm as well as the value of
the mass when the TBC is imposed. From Figure 9, we can see that the wave touches
the transmission boundary I'r; at time around ¢ = 3000 [s]; that is why, the mass of 7}
decreases drastically from around 3000 [s] to 3200 [s], cf. Figure 12 (yellow and green
lines). Again, the mass started to decrease between the period from around 4000 [s] to
4500 [s], cf. Figure 12, since the wave reached the transmission boundary I'ty and I'ts,
cf. Figure 10.
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Figure 8. The mesh for the Bay of Bengal region used for Example 4.
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Figure 9. Contour plot of 777 by LG2 with I' = I'p (left) and I' = I'p U I't (right) on the Bay of Bengal
for t = 0,2500 and 3000.
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(al) t = 4000 (a2) t = 4000

(b1) t = 4500 (b2) t = 4500

- 1.0x10*
— 8.0x10°
6.0x10°
4.0x10°
2.0x10°
0.0
-1.0x10
-1.0x10°

-1.0x10°
-4.0x10°

(c1) t = 5000 (c2) t = 5000

Figure 10. Contour plot of 77}/ by LG2 with ' = T'p (left) and I' = I'p U I't (right) on the Bay of Bengal
for t = 4000, 4500 and 5000.

Remark 6. We recall the results in [9] and mention the advantage of the TBC Equation (3e) on the
stability under the assumption ¢ > 0 on I't x [0, T].

(i)  The last term in the RHS of (7) is obviously non-positive. From the TBC Equation (3e),
i.e., pu = co+/gCnn, we observe that the second term in the RHS of Equation (7) is non-positive:

*pg/ ¢nu-nds = *pg/ co/gCn*ds < 0.
-rT -rT

Since it is numerically observed in [9] that the second term is dominant from the viewpoint of
the energy E(t), cf. ([9] (Remark 3.5)), we can expect that this non-positivity derived from the
TBC Equation (3e) improves the stability of the SWEs Equation (3).
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(ii)

(iii)

(iv)

55x107

5.0x107 4

4.5x107 4

Kk
h

L%norm of ),

4.0x10 i

35x107

3.0x107 .

Let us additionally introduce a theorem ([9] (Theorem 3.4)). Suppose that there exists « € (0,1)
such that

n(x,t) > —al(x) (xeTr, t€]0,T]),
0<co<V2/a(1—a). (8)

Then, the summation of the first and second terms in the RHS of Equation (7) is non-positive, i.e.,
—B/ Plul?u - nds —pg/ pnu-nds <0,
2 Jry It -
in particular,
ié’(t) <2 [D(u)n] - uds
aEO=2m ) 9 :

As mentioned in ([9] (Remark 3.6)), the condition (8) is not strict in the practical computation,
where a and cq are chosen typically as, e.g., & = 0.01 and cq = 0.9. These satisfy condition (8)
since v/2/a (1 — w) ~ 14.

We have compared our results by the TBC (co = 0.9) and a modified TBC (cq = 1) with those
by the RBC:

u=+/g/Cnn onTt x(0,T). )

The results by the three boundary conditions are not significantly different as presented
in Appendix B. We note that condition (9) is the well-known RBC, cf., e.g., [8], and that
the modified TBC is obtained by replacing { with ¢*/{ in Equation (9), where the rela-
tion { = ¢*/{ = ¢ holds if || < { is satisfied.

T
=T}, (without T'y)
=T, U Iy with [;=L'y, U Ty, U Ty

I
0 1000 2000 3000 4000 5000

Time[s]

Figure 11. Graphs of |[77};[|;2(q) with respect to time (t = #") for Example 4 with I't (I =Tp UTr)
and without I't (T = I'p).
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Figure 12. Graphs of the mass of 57’ with respect to time (t = ") for Example 4 with the fol-
lowing four settings; no transmission boundary, i.e., I't = @ (purple), one transmission boundary,
i.e, I'r = I'ty (green), two transmission boundaries, i.e., I't = I'ty UI't3 (blue), and three transmission
boundaries, i.e., I't = I'r; UT'tp U T3 (vellow).

4.2. Effect of Position of a Transmission Boundary

We consider Example 4 again to see the effect of the TBC with an extension of the
domain (), where the size of the domain in the vertical direction is extended from
889.59 [km] to 989.59 [km], i.e., 100 [km]| extension. We employ the same boundary condi-
tions on I' = I'p U I't for both original and extended domains, where I't = I'ry U I'rp U I'3.
We compare the numerical results for the extended domain with the ones for the original
domain, cf. Figures 13 and 14, where the left and right figures show the results for the
extended and original domains, respectively. It is observed that there is no significant effect
of the vertical position of the bottom transmission boundary I'r,. We also computed the
mass of 1 for both domains, cf. Figure 15. From Figure 15, we can see that the mass of
17% started to decrease at time + = 3000 for the original domain, cf. Figure 13c2, while the
mass of 17;; started to decrease at time f = 4000 for the extended domain, cf. Figure 14b1,
because the wave touches the boundary I't; at these times (f = 3000 and ¢t = 4000) for the
original and extended domains, respectively. A similar decreasing property of mass of nﬁ
can be observed from Figure 15 when the wave touches the transmission boundaries. The
results confirm that the TBC works well numerically and that we can choose the vertical
position of the bottom transmission boundary I't; without significant effect.
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Figure 13. Contour plot of 77;) by LG2 with I' = I'p UTT for the extended domain (left) and for the
original domain (right) on the Bay of Bengal for t = 0,2500 and 3000. The green dotted lines in the
left figures indicate the position of the bottom boundary of the original domain.
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Figure 14. Contour plot of 177 by LG2 with I' = I'p UTt for the extended domain (left) and for the
original domain (right) on the Bay of Bengal for t = 3500,4000 and 5000.
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Figure 15. Graphs of the mass of 7; for the extended and original domain with a TBC.

5. Conclusions

We have presented a two-step Lagrange—Galerkin scheme for the shallow water
equations with a TBC. For the scheme, the EOCs have been computed (cf. Examples 1 and 2
in Section 3.1) and the second-order accuracy in time has been confirmed. From numerical
experiments on a simple square domain (cf. Example 3 in Section 3.2), it has been observed
that the effect of the TBC works well. Our scheme has been applied to a realistic domain,
the Bay of Bengal, and numerical experiments have been performed for two different types
of boundary conditions, i.e., with and without the TBC (cf. Section 4.1). There have been
no significant reflections from I'r and the wave has passed through I't while reflections
have been observed from I'p, and, in the graphs of ||7}[|;2(y) and the mass of 7/ (cf.
Figures 11 and 12), natural decays of the values of ||77j/[|;2()) as well as the mass of 1}
have been observed when the TBC is imposed. In addition, for the domain extended by
100 [km] in the vertical direction, it has been confirmed that there is no significant effect of
changing the position of the transmission boundary (cf. Section 4.2). From these numerical
experiments, we conclude that our two-step Lagrange—Galerkin scheme, cf. Equation (5),
works well numerically not only for a simple domain but also for a complex domain with
the TBC if the bottom topography is flat. We note that the TBC is employed in this paper
based on the theoretical stability study in [9,10], while the numerical results by the TBC
and the RBC are similar (cf. Appendix B). In our forthcoming paper, Part II, the scheme
will be applied to rapidly varying bottom surfaces and a real bottom topography of the Bay
of Bengal region to investigate the effect of non-homogeneity of the bottom topography. In
addition to the effect of the non-homogeneous bottom topography, there are other effects
for developing an accurate storm surge prediction, e.g., the Coriolis and the bottom friction
forces and the wind stresses, which will be the future work.
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Abbreviations

The following abbreviations are used in this manuscript:

RBC  Radiation boundary condition

TBC  Transmission boundary condition

SWEs Shallow water equations

EOC  Experimental order of convergence

LG1 Single-step Lagrange—Galerkin scheme of first order in time
LG2 Two-step Lagrange—Galerkin scheme of second order in time

Appendix A. Choice of ¢y

Based on [9], focusing on the potential energy &(t), cf. Equation (6), we perform

numerical experiments for the choice of ¢ for two cases with the following settings:

- Case I (the square domain). In problem (3), we set Q = (0,10)?, T = 100, g = 9.8 x 1073,
0 =102 1= =1, (£,F) = (0,0),c = 103, 1° = cexp(~100}x — pl2), p = (5,5),
u? = 0andT = I't (Tp = @). We employ discretization parameters, N = 200 (h = 1/N),
and At = 0.25V/h.

- Case II (the Bay of Bengal). The parameters are the same as Example 4 except the
value of c¢yp. We employ the same mesh and At (=0.2) in Section 4.

For u, = {n}] nNil, let |14/ 2(12) be a norm of 17, defined by

Nr
||’7h||z2(L2) = \lAt Z Hm’ﬂlizm) (~ HUHLZ(O,T;LZ(Q)))-
n=1

We compute the two cases for ¢g = 0.5,0.6,..., and 1.2. The results are shown
in Table Al and imply that, for both cases, we have minimum values of [|17; || 2(;2) for ¢ = 0.9.

Table A1. Values of c and [|17; ]| 2(12)-

1701l 6222y
Value of ¢ Case I (the Square Domain) Case II (the Bay of Bengal)

0.5 8.16 x 1072 13.55

0.6 8.08 x 102 13.54

0.7 8.03 x 1072 13.5342
0.8 8.002 x 102 13.5323
0.9 7.997 x 102 13.5319
1.0 8.006 x 102 13.5328
1.1 8.02 x 102 13.5354
1.2 8.05 x 102 13.5375

Appendix B. Comparison with Radiation Type Open Boundary Condition

For the comparison, we consider the same problem settings of Case I and Case II
in Appendix A. We compare the TBC (with ¢y = 0.9) and a modified TBC (with ¢y = 1)
with the RBC Equation (9) used for the Bay of Bengal in [1-8] by focusing on the values
of ||n]| ¢2(12)- Table A2 shows the values, which are all similar, while the smallest value is
obtained by the TBC (with cyp = 0.9) employed in this paper. Figure Al shows the graphs
of ||WZ||L2(Q) (=~ |In(-, ") HLZ(Q)) for further information.

73



Mathematics 2023, 11, 1633

Table A2. Valuesof ||17;[| (12 for different boundary conditions for Case I and Case IL

1l 212
Boundary Condition Case I (the Square Domain) Case II (the Bay of Bengal)
TBC 7.997 x 1072 13.5316
modified TBC with ¢y =1 8.006 x 102 13.5328
RBC 8.007 x 102 13.5334
5.5x107
TBC
modified TBC with c¢;=1.0
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Figure A1. Graphs of L?(Q2)-norm of 175, for different boundary conditions for Case II (the Bay of Bengal).
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Abstract: Electromagnetic forming (EMF) is a kind of high-speed forming technology that can be
useful for materials like aluminum. EMF helps to overcome the limitations of traditional forming.
Due to this ability, the use of EMF in automotive applications has risen in recent years. The application
of finite element software packages such as ANSYS 22 gives numerical modelling capabilities to
simulate the EMF process and to design the forming process. Hence, the aim of this research work
is to build and study the three-dimensional finite element model for the electromagnetic forming
process and analyze the geometric parameters influencing the deformation of the perforated sheet
with a design of experiments (DOE) approach. The finite element simulation is used in two stages.
In the first stage, the electromagnetic force or Lorentz force striking the workpiece (i.e., Al sheet)
is predicted using the ANSYS 22 Emag module. In the second stage, the predicted Lorentz force
is then applied on an Al sheet to calculate the sheet deformation. The deformation of the sheet is
predicted for different combinations of the geometric parameters of the sheet, such as open area
percentage, ligament ratio (LR) and size of the hole, using ANSYS 22 Structural. In the DOE, response
surface methodology (RSM) is used by considering the geometric parameters of perforated sheet
such as open area percentage, ligament ratio (LR) and size of the hole. To minimize the number
of experiments, an RSM model named central composite design (CCD) is employed. Further, the
optimization study finds that the maximum deformation 0.0435 mm is calculated for the optimized
combination of 25% open area, 0.14 LR and 4 mm hole size.

Keywords: electromagnetic forming; finite element method; numerical simulation; Lorentz force;
design of experiments

MSC: 65-04; 65-11; 65K10

1. Introduction

In the electromagnetic forming (EMF) process, metal sheets are deformed by using
repulsive force created between the opposite magnetic fields in adjacent conductors. When
a pulsed current passes through the coil, it generates transient magnetic field which in
turn induces eddy currents in the metallic workpiece opposite to the direction of the
current passing through the coil. Due to the induced eddy current, a repulsive force is
generated between the work piece and the forming coil, which causes the deformation of
the workpiece.

This repulsive force causes the workpiece to stress beyond its yield limit, so that the
workpiece is shaped permanently at high strain rates. In order to design an EMF system
successfully and analyze its performance, appropriate numerical methods must be used in
order to have cost effective industrial applications. For calculating the magnetic forces, a
three-dimensional (3D) finite element model is created. To determine the deformation, this
generated magnetic force is applied to a perforated aluminum 5052 sheet.
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1.1. Working Principle of EMF

In electromagnetic forming, Lorentz forces (magnetic forces) are used to deform metal-
lic sheets at high speeds. Figure 1a,b shows the set-up of the EMF process, consisting of
a low inductance electrical circuit with large capacitance, which supplies electric current
through a (forming) coil tool. Therefore, by Faraday’s law of induction, the current induces
a magnetic flux in the nearby conductor (workpiece), which generates eddy current. This
eddy current induces magnetic forces, causing the deformation of the metal sheet (work-
piece) beyond its elastic limit. The impulse electromagnetic system is used for different
applications, including welding, compression or expansion of sheet metal tubes, and the
forming of flat metal sheets (e.g., Figure 2) such as panels used in the automotive industry.
The arrangement of an impulse electromagnetic forming system depends on the geometries
of the forming coils and the geometry of the workpiece to be modified.

SlIeet/Workpiece

Forming
machinex

<
L+

1]

O

Switch

Forming coil

(a) (b)

Figure 1. (a) Schematic representation of the EMF process (b) Set- up of the EMF process.

Workpiece Die

Coil placed Flat sheet is
under flat sheet

o formed to contours
with die on top

of die

Figure 2. Electromagnetic flat sheet forming.

The fundamental equations representing the electromagnetic fields are governed by
Maxwell, as given in Equations (1)—(5) [1].

AxE= -2 M
AxH=7] ()
AB =0 3)
B = uH 4)
AT =0 5)

where, E is the electric field, H is the magnetic field intensity, B is the magnetic field density,
u is the permeability, F is the Lorentz force, and ] is the current density.
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The current density dependence can be represented per Equation (6):
] = ©E, (6)

in which ¢ is the electrical conductivity of workpiece.

In 1895, Lorentz stated that the force density (F) acting on the workpiece depends
upon the magnetic flux density (B), generated due to the supplied current density (J),
given as:

F=]xB (7)

1.2. Existing Research Efforts

Furth and Waniek [2] first introduced the electromagnetic forming by which the
workpiece is pushed away from the tool coil. The authors suggested using two different
coils to establish pulling forces, which in turn allow the formation of bulges on hollow
workpieces or large sheets.

Kleiner et al. [3] analyzed the effects of process parameters such as strain rate and
magnetic pressure on workpiece deformation for tubular as well as flat sheet workpieces.
Meriched et al.’s [4] investigation developed a numerical technique to solve the three
coupled problems: electric circuit analysis, electromagnetic force and the deformation
of a circular thin sheet using a flat spiral coil. Fenton et al. [5] used a computer code
ALE (Arbitrary Lagrangian—Eulerian) to simulate the EMF process. They validated the
simulation results of deformation of a thin aluminum sheet using two dimensional axi-
symmetric models with experimental results. Zhang et al. [6] simulated a 2D axi-symmetric
model in the COMSOL Multiphysics software package, and analyzed the dynamic behavior
of a sheet metal workpiece. Reese et al. [7] focused on the use of coarse mesh, with which
the accuracy of the numerical solution can be increased. It also reduced the computational
time by reducing the gauss points. This reduced integration and hourglass stabilization
method may be used to couple the mechanical and electromagnetic fields more efficiently.
Mamalis et al. [8] used the ANSYS finite element code and LS-DYNA software to model
a 2D axi-symmetric aluminum alloy sheet using a loose coupling approach. The authors
also validated the current numerical model with experimental results using an equivalent
circuit method.

Another 2D finite element model was developed by Luca [9], using FLUX2D software.
The stresses and strains on the AIMn0.5Mg0.5 sheet are calculated using the ALGOR
software. These numerical simulation results were compared with the EMF experiment
and found to be in good agreement with each other.

Siddiqui et al. [10] considered the simulation of the electromagnetic forming pro-
cess as two separate problems, i.e., an electromagnetic problem and a mechanical prob-
lem. The magnetic forces were predicted with the help of a finite element code named
FEMM4.0. These forces were taken as the input boundary condition, and by a subrou-
tine VDLOAD, were then applied to a finite element model with commercial FE software
ABAQUS/Explicit. Unger et al. [11] investigated the coupled multi-field formulation of
the electromagnetic forming process with which a thermo-magneto-mechanical model
was developed, and simulation was performed on an aluminum alloy (AA 6005) plate.
Denga et al. [12] studied electromagnetic attractive force forming, in which ANSYS soft-
ware was used to simulate a 2D axisymmetric model. Along the flat coil, magnetic flux was
distributed and validated with the experiment results, indicating that the workpiece was
attracted to the coil and moved quickly.

Khandelwal et al. [13] performed experimental and numerical analyses of EMF on
aluminum tubes. They considered discharge energy, standoff distance (gap between
workpiece and coil) and workpiece thickness as influencing parameters on the workpiece’s
deformation using an ANOVA approach. Imbert et al. [14] employed a commercial FEA
package LS-DYNA to carry out numerical simulation of EMF process on conical and V-
shaped AA 5754 sheets. For both models, the numerical and experimental results were
compared and found to be in good agreement. The authors concluded that the formability
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of the sheets was improved due to the reduction in tool-sheet interaction. To explore the
numerical approaches to the EMF process, Parez et al. [15] used software such as Maxwell
3D, Sysmagna® and Pam-Stamp2G. These pieces of software were used to model sequential
coupling and loose coupling, and their results were validated with experimental results
carried out on an Al 1050 sheet.

Siddiqui et al. [16] carried out numerical simulation of an Al 1050 aluminum tube, with
the help of FE code FORTRAN and FEA software FEMM. The results were compared with
experimental results from earlier literature. Then, these numerical results were introduced
in FEA software ABAQUS/Explicit to predict the electromagnetic tube expansion process.
Bahmani et al. [17] used field shapers to concentrate the magnetic field at required points
of metal sheet. They concluded that in 3D modeling of the EMF process, the magnitude
of magnetic flux density generated is greater than 2D axisymmetric simulation by 15%.
Haiping et al. [18] formulated a sequential coupling approach to model a 2D axisymmetric
electromagnetic model in ANSYS for the process of electromagnetic tube compression.
They analyzed the effect of tube deformation on electromagnetic geometry so that accuracy
of simulation would be improved.

Xu et al. [19] focused on using various meshing types in the simulation of the EMF
process in order to reduce the computational time and increase the accuracy of numerical
simulation. They also concluded that due to the use of a regular progressive meshing
method, there is a reduction in the computational time. Ahmed et al. [20] placed em-
phasis on the design of the forming coil, which helped to distribute the magnetic forces
properly along the workpiece. The authors used ANSYS software to perform electromag-
netic simulation. Additionally, they investigated the current density and distribution of
magnetic forces.

Psyk et al. [21] reviewed various aspects of electromagnetic forming such as the process
principle, influential process parameters, workpiece deformation and various industrial
applications. The authors also reviewed the various research articles on process analysis, an-
alytical analysis, numerical analysis and experimental analysis of electromagnetic forming.

Bhole et al. [22] studied the stress and strain generated in tool-sheet interactions, as
well as the formability improvement of ALU5754MF and ALU5182MF metal sheets. The
authors created a numerical model for the EMF process using LS-DYNA explicit finite
element code. They calculated the strain distributions on workpieces at various levels of
discharge energy, which produced points of failure. Qiu et al. [23] used pieces of finite
element software such as COMSOL multiphysics and FLUX to develop numerical models
of the EMF process. The authors concluded that when the workpiece velocity is above
200 m/s, the effect of workpiece motion on forming velocity should be taken into account.

Since a loosely coupled approach gives accurate simulation results within short period
of time, Abdelhafeez et al. [24] focused on using it to simulate the electromagnetic forming
process. The authors developed two material hardening models named the Steinberg model
and the rate-dependent power law model. The numerical simulation results of these models
were compared with the experimental results of Takatsu et al. [25]/Fenton and Daehn [5],
and found to be in good agreement. Deng et al. [26] proposed the electromagnetic punching—
flanging (EMPF) process for 6061 Al alloy sheets, along with electromagnetic-mechanical-
fracture numerical simulation of them. This numerical model predicted the electromagnetic
punching—flanging process. It also established the relationship between flange deformations
and discharge energies. Xu et al. [27] focused on electromagnetic blanking’s ability to make
high-quality, no-burr diaphragm parts. In conclusion, electromagnetically driven loading
was used to finish both the punching and the flanging. In order to achieve precise control
of the forming process, Yan et al. [28] investigated the impact of the induced eddy current
in electromagnetic forming (EMF). To forecast the current-carrying dynamic deformation
behaviors of aluminum alloy bands, they created a semi-phenomenological model.

From the literature, it can be concluded that very few researchers have attempted
three-dimensional finite element modeling of the EMF process. In this research work, the
study and analysis of perforated aluminum sheet metals is carried out by applying the
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electromagnetic forming process in two stages. In the first stage (electromagnetic analysis),
the magnetic force (also called the Lorentz force) is generated by applying current density
to the forming coil. In the second stage (structural analysis), the generated Lorentz force is
applied to an aluminum 5052 perforated sheet to study deformation.

2. Modeling and Finite Element Simulation

To simulate the electromagnetic forming process, the result of Asati et al. [29] is referred
to. Firstly, a two-dimensional (2D) finite element (FE) model is created axi-symmetrically. In
order to validate this finite element model, it is compared with the results of Asati et al. [29].
Based on these results, the authors developed a three-dimensional (3D) simulation of the
EMF process and calculated the deformation of a perforated aluminum sheet workpiece.
Figure 3 shows the flow chart of steps followed.

Problem identification: Simulation of EMF process by prediction of mag-

netic forces and calculate the deformation of perforated Al

|

A two-dimensional (2D) FE model for EMF process is created and pre-

dicted magnetic forces are validated.

|

Extending the 2D FE model of EMF process to 3D FE model.

!

Performed stage I (electromagnetic analysis) using Ansys Emag for pre-

dicting the magnetic force

!

Formulation of 20 combinations cases by varying geometric parameters

of perforated Al sheet using RSM

]

Performed stage II structure analysis using Ansys structural to calculate

the deformation of perforated Al sheet

Figure 3. Flow chart of the research work.

2.1. Geometric Parameters of the Perforated Sheet

Perforated sheets (dimension 156 mm x 156 mm x 1.5 mm) of a rectangular shape
with circular holes are considered for the structural analysis. The modeled commercial
aluminum 5052 sheet for the sample (Run 1) is shown in Figure 4. The sheet has a Poisson’s
ratio and Young’s modulus of 0.27 and 70 GPa, respectively. Venkatachalam et al. [30]
studied the influential geometrical parameters of the perforated sheet, such as the open area
percentage, ligament ratio and hole size. The open area is a ratio that reflects how much of
the sheet is occupied by holes, normally expressed by a percentage. The ligament ratio is
the ratio of ligament width to perforation pitch. Ligament width is the distance between the
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boundaries of two successive holes, whereas the perforation pitch is the distance between
the center points of two successive holes. The open areas considered are 5%, 10%, 15%,
20% and 25%. For the study, ligament ratios of 0.14, 0.2, 0.25, 0.29 and 0.33 are used. The
third geometrical measure is the diameter of a circular hole, which is taken as 4 mm, 8 mm,
12 mm, 16 mm and 20 mm.

156 mm

L

/—>12 mm

F00000000,
u e ; 00000000

j 000000000
000000000
000000000
000000000

1.5 mm

156 mm

Figure 4. Perforated sheet (for Run 1).

2.2. Two-Dimensional (2D) Finite Element Model

The electromagnetic forming process simulation and computation of Lorentz force
(magnetic force) is achieved using commercial FEA software ANSYS 22 Emag. With
reference to literature results from Asati et al. [29], a two-dimensional (2D) FE model is
created axi- symmetrically, as shown in Figure 5. The geometric parameters are given in
Table 1. Four noded axi-symmetric elements (PLANE13) are used to simulate the mesh
coil, workpiece (Sheet) and air region. The material properties that are assigned to simulate
the electromagnetic forming process are given in Table 2. In this simulation, the model is
discretized into 12,480 elements, with a total number of 12,717 nodes.

‘anzas JAnsys

2022 R1

APR 4 2022
00:41:07

Air region

Figure 5. Finite element model.
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Table 1. Geometric parameters for 2D model.

Geometric Parameters Values
Length of the sheet (mm) 156
Thickness of the sheet (mm) 1.5
Number of coils 10
Size of the square coil (mm?) 5x5

Table 2. Material properties of finite element model.

Material Relative Permeability (1)
Air 1
Copper (for forming coil) 0.999
Aluminum (for metal sheet) 1.003

The flux parallel boundary conditions are used, and current density (equal to 8000 A /m?)
is given as an input to the square-shaped copper coil with 10 turns, which induces a
magnetic field. The magnetic force generated due to the forming coil is calculated. Figure 6
shows the meshed model. Figures 7-9 illustrate the magnetic force vector sum, a 2D flux
line plot and a Vector plot, respectively. In order to validate this finite element model, it is
compared with the results of Asati et al. [29], as shown in Table 3. The error percentage is
0.19%, which shows the accuracy of the present model.

Ansys

2022 R1

AER 4 zoza
00:55:05

Figure 6. 2D Meshed model.
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Figure 7. The magnetic force vector sum.
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Figure 9. Vector plot.

Table 3. Comparison of the present finite element model with Asati et al. [29].

Magnetic Force Generated

Process Parameters Input Values
(N) Error Percentage (%)
Asati et al. [29] Present 2D model
Current density (A/ m?) 8000
Gap between sheet and coil (mm) 2 19,923.9 19,885.6 0192
Size of square coil 5

(Length x Height) (mm?)

2.3. Three-Dimensional (3D) Finite Element Model

After the validation of the 2D finite element model, the same approach is extended
to develop a three-dimensional simulation of the EMF process. The three-dimensional
(38D) setup of the EMF system, as shown in Figure 10, is modelled in Solidworks 2021 and
imported into ANSYS 22 Emag. The geometry details are given in Table 4. The material
properties used are given in Table 5.

ANSYS 22 Emag software is used to simulate the 3D electromagnetic simulation. The
electromagnetic force is generated after the current excitation of the forming coil. Figure 11
represents the finite element model of the EMF process. A SOLID97 element is used
for meshing the forming coil, the Al sheet and the air region so that a magnetic field is
propagated in the region. Over the outer surface area, the flux parallel boundary condition
is provided. As shown in Figure 12, a magnetic field is created when a square-shaped
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copper coil with 10 turns is subjected to a current density of 13.75 x 10° A/m?, which
produces a Lorentz force of 300 N in the area. This force is given to a perforated aluminum
sheet in the structural analysis to determine the sheet’s deformation.

Air region

™~

Al Sheet

Figure 10. Three-dimensional setup of the Al sheet, forming the coil and air regions.

Table 4. Geometric parameters for 3D model.

Geometric Parameters

Values
Length of the sheet (mm) 156
Thickness of the sheet (mm) 1.5
Number of turns of coil 10
Cross-section of the square coil (mm?) 5x5

Table 5. Material properties of the 3D finite element model.

Material Relative Permeability (1)
Air 1
Copper (for forming coil) 0.999
Aluminum (for metal sheet) 1.003

Ansys

2022 R1

APR 4 2023
01:11:01

File: E:\MODELS SOLID WORES\assembly new\\full assembly -3.x t

Figure 11. 3D Meshed model.
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Figure 12. Magnetic force generated.

3. Structural Analysis
3.1. Design of Experiments and Optimization

In the RSM designs, the CCD (central composite design) is the most widely used
design. In a minimum number of runs, it provides much information on variable effects
and overall error. It consists of 20 points with 6 axial and 8 corner points. Five different
levels of all three parameters are set. The levels of all three parameters are categorized as
—2,—1,0, 1 and 2 (Table 6). In Figure 13, the CCD with 20 simulation runs is shown. The
influential geometric parameters of the perforated sheet are considered to be the open area
percentage, ligament ratio and size of the hole. To perform the simulation, 20 different
combinations (Runs) of open area percentage, ligament ratio and size of hole are found with
the help of the DOE method. For each of these open area percentage, ligament ratio and
size of the hole parameters, five different levels are considered. As depicted in Figure 13,

the resFonse surface methodology’s central composite desigin (CCD) is employed.
Atfter the end of stage I (electromagnetic analysis), the Lorentz force is obtained, and

stage II (structural analysis) is used to determine the deformation and stresses in the sheet
following the forming process. The generated Lorentz force from stage I is then applied
to a perforated sheet to determine the deformation. The outcomes for Run 1 are shown in

Figure 14.
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Figure 13. Central composite design.
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Figure 14. Deformed sheet.
Table 6. Geometric parameter levels.
Levels
Factors
-2 -1 0 1 2

Open area (%) 5 10 15 20 25

Ligament Ratio 0.14 0.2 0.25 0.29 0.33

Hole size (mm) 4 8 12 16 20

Figure 15 depicts the three-dimensional finite element model of the perforated alu-
minum sheet for Run 1. Solidworks 2021 software is used to build the geometric model,
which is then imported into ANSYS 22 software. The nonlinear material properties of an
Al 5052 sheet with a Poisson’s ratio of 0.27 are included in numerical model.

— Ansys

5 2022 R1

AER 4 2022
01:20:04

File: E:\shortcut files to open ANSYS\MESHED MCDEL WITHOUT BCh\8\paper writing

Figure 15. 3D finite element model (for Run 1).

The DOE table, i.e., Table 7, gives the number of simulations to be performed, and
accordingly, the geometric models are created. With the help of ANSYS structural, the
obtained Lorentz force (i.e., 300 N) from stage I (electromagnetic analysis) is applied, and
the corresponding deformation is calculated for each sample model (combinations or runs).
To determine the impact of three input geometrical parameters, namely the open area
percentage, ligament ratio, and hole size, on the response parameter, i.e., deformation, the
analysis of variance (ANOVA) technique is used. Table 8 displays the ANOVA findings. A
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regression equation that describes the connection between the response parameter and the
input parameters is produced from the ANOVA. It also shows the relationships between the
variables of the model. The ANOVA is performed with the help of MINITAB 19 software.

Table 7. DOE table representing different combinations and corresponding sheet deformation.

Run Open Area (%) Ligament Ratio Hole Size (mm) Deformation (mm) x (10-3)
1 25 0.25 12 3.6
2 15 0.25 20 0.75
3 5 0.25 12 0.61
4 10 0.29 8 17
5 15 0.25 12 14
6 15 0.25 12 1.4
7 15 0.14 12 5.8
8 10 0.2 8 2.2
9 15 0.25 12 1.4
10 15 0.25 4 54
11 15 0.25 12 1.4
12 10 0.29 16 0.53
13 15 0.25 12 14
14 20 0.2 8 18.5
15 15 0.33 12 1.1
16 15 0.25 12 1.4
17 20 0.29 16 1
18 20 0.29 8 5.7
19 10 0.2 16 0.9
20 20 0.2 16 1.6

Table 8. ANOVA results.

Source DF Adj SS Adj MS F-Value p-Value
Model 9 0.000255 0.000028 514 0.009
Linear 3 0.000078 0.000026 4.72 0.027
Open area (%) 1 0.000041 0.000041 7.53 0.021
Ligament ratio 1 0.000005 0.000005 0.96 0.351
Hole size (mm) 1 0.000008 0.000008 1.44 0.257
Square 3 0.000010 0.000003 0.62 0.616
Open area (%) x Open area (%) 1 0.000002 0.000002 0.40 0.543
Ligament ratio x Ligament ratio 1 0.000005 0.000005 0.87 0.373
Hole size (mm) x Hole size (mm) 1 0.000007 0.000007 1.31 0.278
2-Way interaction 3 0.000090 0.000030 5.41 0.018
Open area (%) x Ligament ratio 1 0.000022 0.000022 4.04 0.072
Open area (%) x Hole size (mm) 1 0.000046 0.000046 8.30 0.016
Ligament ratio x Hole size (mm) 1 0.000021 0.000021 3.90 0.077
Error 10 0.000055 0.000006
Lack-of-Fit 5 0.000055 0.000011
Pure error 5 0.000000 0.000000
Total 19 0.000310

Where Adj SS—adjusted some of squares, DF-degrees of freedom, Adj MS—adjusted mean squares, with p-value
guides to find the significance of results. The F-value helps to decide whether to “accept or reject” the hypothesis.
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3.2. Regression Equation

The regression equation (Equation (8)) is a second-order polynomial equation obtained
through MINITAB software. In this regression equation, the deformation of the Al sheet
is calculated by substituting the corresponding values of open area percentage, ligament
ratio and size of the hole for different samples, as shown in Table 9. Table 9 also contains
the error percentage between the sheet deformation calculated from the finite element
simulation (ANSYS Emag) and the regression equation.

Deformation (mm) = 0.0077 + 0.00325 A — 0.124 B — 0.00178 C+ 0.000012 A2 + 0.196 B?
+0.000034 C2 — 0.00739 AB — 0.000120 AC + 0.00908 BC

8
where A = percentage of open area, B = ligament ratio, and C = hole size. o
Table 9. DOE table showing different combinations and deformation and error percentage.
Deformation (mm) x (10-3)

Run Open Area (%) Ligament Ratio Hole Size (mm) Finite Element Simulation Regression Equation Error (%)
1 25 0.25 12 3.6 3.98 9.54
2 15 0.25 20 0.75 0.714 3.46
3 5 0.25 12 0.61 0.624 2.24
4 10 0.29 8 1.7 1.68 1.17
5 15 0.25 12 14 1.51 7.28
6 15 0.25 12 14 1.51 7.28
7 15 0.14 12 5.8 6.3 8.62
8 10 0.2 8 2.2 2.5 1.01
9 15 0.25 12 14 1.51 7.28
10 15 0.25 4 54 6.1 10
11 15 0.25 12 14 1.51 7.28
12 10 0.29 16 0.53 0.49 9.43
13 15 0.25 12 14 1.51 7.28
14 20 0.2 8 18.5 17.2 7.02
15 15 0.33 12 1.1 1 9.03
16 15 0.25 12 14 1.51 7.28
17 20 0.29 16 1 0.98 2
18 20 0.29 8 5.7 591 9.98
19 10 0.2 16 0.9 0.89 1.9
20 20 0.2 16 1.6 1.75 9.3

Regression model compatibility is tested by comparing it with FEA findings. The error
calculated between the regression model and the finite element simulation pertaining to
the deformation value is less than 10%, which shows the legitimacy of regression model.

Figure 16 shows the influence of different parameters on sheet deformation. Figure 17
shows the maximum deformation generated when the percentage of open area ranges from
20 to 25%, with respect to a variation of ligament ratio from 0.2 to 0.25.

In Figure 18, the contour plot helps to identify the effect of open area (%) and hole size
on deformation. Figure 19 shows that maximum deformation is generated for hole sizes
ranging from 4 to 8 mm.
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Main Effects Plot for Deformation (mm)
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Figure 16. Main effects plot showing influences of different parameters on the sheet deformation.

Contour Plot of Deformation (mm) vs Open Area (%), Ligament ratio
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Figure 17. Influence of percentage of open area and ligament ratio.

Contour Plot of Deformation (mm) vs Open Area (%), Hole size (mm)
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Figure 18. Influence of percentage of open area and hole size.
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Contour Plot of Deformation (mm) vs Ligament ratio, Hole size (mm)
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Figure 19. Influence of ligament ratio and hole size.

3.3. Response Optimization

The MINITAB software is used to carry out study on response optimization. It predicts
the optimized combination of variables that optimizes a single or multiple responses. As
shown in Figure 20, it helps to observe the effect of multiple variables on response. After the
optimized values are obtained from MINITAB, they are again checked and validated with
finite element simulation. The maximum deformation (equal to 0.0435 mm) is calculated
for the optimized combination of 25% open area, 0.14 LR and 4 mm hole size, as shown
in Table 10. The deformation is also calculated for this optimized combination in ANSYS
Emag, and is equal to 0.0419 mm. The error for deformation calculated by optimized
combination in MINITAB (0.0435 mm) and FE simulation (0.0419 mm) is 4%, which shows
worthiness of optimized model (Figure 21).

Contour Plot of Deformation (mm) vs Ligament ratio, Hole size (mm)

0.325 Deformation
(mm)

n < 0003
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o
~
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S

Ligament ratio
o
Iy
R
&

0.200
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5.0 75 10.0 125 150 175 200
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Figure 20. Influence of ligament ratio and hole size (for optimized model).
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Table 10. Response optimization results.

Variable Setting
Open area (%) 25
Ligament ratio 0.14
Hole size (mm) 4
Response Fit SE Fit 95% CI 95% PI
Deformation (mm) 0.04351 0.00757 (0.02664, 0.06038) (0.02585, 0.06118)

Open Are Ligament Hole sz
High %)) 0330 00
Cur (250) (0.140] (40)
Low 50 0140 40

Optiml
0:1.000

Deformat \

Maximum \\

y= 0045 \
d=1,0000
\_ \

Figure 21. Response optimization of different parameters.

4. Conclusions

In this research work, a three-dimensional (3D) model for the EMF process is devel-
oped by extending a validated 2D axisymmetric model to three dimensions. In terms of the
EMF process, experimental studies are usually very expensive, whereas numerical analyses
are much more cost-effective and enable a wider range of parameters to be investigated
quickly. The deformation of the perforated Al sheet is caused due to the magnetic force
generated, which is then calculated by finite element simulation of the EMF process. The
DOE/RSM approach is used to investigate the influences of the geometric parameters of
the perforated sheet (i.e., the open area percentage, ligament ratio and size of the hole). For
20 different combinations, finite element simulations are performed, and the corresponding
deformation is calculated. These finite element results are compared with the deformation
calculated by a regression equation developed through ANOVA, which gives less than 10%
error, showing the accuracy of the regression model. It is concluded that the optimized
combination of 25% open area, 0.14 LR and 4 mm hole size gives the maximum deformation
of the sheet, equal to 0.0435 mm. The confirmation simulation is carried out to validate the
optimization study, showing good agreement (error percentage = 4%) with the optimized
regression model, which will help by saving lot of time in future designs.
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Abstract: This paper presents a concurrent topology optimization of multi-scale composite structures
subjected to general time-dependent loads for minimizing dynamic compliance. A three-field
density-based method is adopted to implement the concurrent topological design, with macroscopic
effective properties of the microstructure evaluated through energy-based homogenization method
(EBHM). Transient response is obtained from the two-scale finite element analysis with the HHT-oc
approach as an implicit time integration procedure. Design sensitivities are formulated employing
the adjoint variable method (AVM) based on two main philosophies: “discretize-then-differentiate”
and “differentiate-then-discretize” approaches, respectively. The method of moving asymptotes is
adopted to update the design variables at two scales. Several benchmark examples are presented
to demonstrate that the “discretize-then-differentiate” AVM attains consistent sensitivities in an
inherent manner such that the resulting optimal topology is more efficient when compared with the
“differentiate-then-discretize” AVM. Moreover, the potential of the proposed method for concurrent
dynamic topology optimization problems under general time-dependent loads is also highlighted.

Keywords: concurrent topology optimization; multi-scale composite structure; compliance minimization;
elastodynamics; adjoint sensitivity analysis; energy-based homogenization method
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1. Introduction

Additive manufacturing process enables the fabrication of structures in the light of
an expected macrostructure layout along with underlying microstructures. This offers
significant design space for designers to create lighter and more efficient structures. Con-
current topology optimization provides a rigorous mathematical framework for seeking
optimized material distribution at macro and micro scales to achieve superior structural
performances. Therefore, they are of great interest for exploring multi-scale modeling and
design methodology in this exciting field [1-3].

The two-scale concurrent topology optimization framework simultaneously optimizes
two sets of design variables representing respective layout of the macrostructure and peri-
odic unit cell. This framework is widely applied to two-scale hierarchical structural design
issues, such as static compliance [4-6], eigenfrequency [7-9], structural modal damping
ratio [10], as well as thermomechanical behavior [11,12]. Bai et al. [4] introduced a two-step
Helmholtz filtering / projection scheme to describe the shell interface, whereby a multi-scale
topology optimization model for shell-infill structure is developed for minimizing the static
compliance. Gangwar et al. [6] presented a concurrent material and a structure design
framework considering shape and orientation of various phrases in a hierarchical system
across multiple various length scales. Xiao et al. [7] designed graded lattice sandwich
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structures in terms of maximal natural frequency through multi-scale topology optimiza-
tion, which is employed to integrate the optimization of thickness of two solid face-sheets
and layout of lattice cells into a core layer. Zhang et al. [8] extended the work of Xiao
et al. [7] to inhomogeneous cellular structures for maximizing the eigenfrequencies of
desired modes based on mode-tracking strategy. Hu et al. [9] performed the multi-scale
topology optimization of coated structures with multiple layers of graded lattice infill for
maximization of the fundamental eigenfrequency. Ni et al. [10] proposed an optimization
strategy to maximize the structural damping performance, where the damping material
layout and its microstructural configuration are concurrently optimized. Ali et al. [11]
formulated the concurrent multi-scale and multiphysics topology optimization for mini-
mization of the thermal and mechanical compliances. Zhou et al. [12] designed lightweight
channel-cooling cellular structures with eminent heat barrier and load-carrying capacity
via metamodel-assisted concurrent multi-scale and multi-material topology optimization.
For a comprehensive review on concurrent multi-scale topology optimization, one can refer
to the published literature [13].

Despite this, certain challenges still remain in some efficient cumbersome sensitivity
analysis and dynamic response analysis across multiple scalers for hierarchical structures
under dynamic load. Concurrent topology optimization for dynamic response was in-
vestigated in both the frequency domain [14-20] and the time domain [21,22]. This work
concentrates on a transient response optimization problem for minimizing the dynamic
compliance of multi-scale composite structures under general time-dependent load. Mil-
lions of design variables for transient problems of multi-scale structures pose great signifi-
cance to efficient sensitivity analysis when gradient-based topology optimization algorithm
is implemented. Therefore, the adjoint variable method (AVM) is essential for sensitivity
analysis. There are two dominant philosophies to implement the AVM in terms of the
order of discretization and differentiation regarding the time variable, i.e., differentiate-
then-discretize method and discretize-then-differentiate approach. Zhao et al. [22] adopted
the AVM based on a differentiate-then-discretize approach to conduct the sensitivity anal-
ysis for transient concurrent topology optimization of two-scale hierarchical structures.
Majority of investigations adopted the differentiate-then-discretize approach for linear
transient problems due to its relative simplicity in formulation and implementation [22-26].
Nevertheless, Jensen et al. [27], Zhang et al. [28] and Ding et al. [29] demonstrated that the
differentiate-then-discretize AVM can cause consistency errors representing differences be-
tween the calculated and accurate sensitivities through investigating a single DOF damping
system. Alternatively, AVM based on a discretize-then-differentiate approach can dimin-
ish resulting consistency errors associated with the differentiate-then-discretize approach.
Giraldo-Londono et al. [30] proposed a transient topology optimization implementation of
an elastodynamic system employing the discretize-then-differentiate AVM, whereafter their
work was further extended to local stress-constrained topology optimization problem with
arbitrary dynamic loads [31]. Other studies, such as microstructural layout optimization of
viscoelastical component under time-dependent loading and transient thermomechanical
coupling problems have also been based on the differentiate-then-discretize AVM [32,33].
Recently, Kristiansen [34] developed a completely parallel framework to address the large-
scale transient topology optimization employing the fully discretized adjoint sensitivity
analysis in [35]. Nevertheless, to the author’s knowledge, very few investigations on multi-
scale concurrent topology optimization adopting the differentiate-then-discretize AVM are
focused on linear transient problems due to comparatively cumbersome sensitivity analysis.

This work intends to construct an efficient two-scale concurrent topology optimiza-
tion framework for minimizing the dynamic compliance of composite structures under
transient loading. A three-field density-based method is exploited for multi-scale concur-
rent topology optimization to achieve material-structure integrated designs. The major
contributions of this study consists of three aspects: (1) to formulate an efficient sensitivity
computation for transient response optimization of two-scale hierarchical structures; (2)
to demonstrate and discuss some findings in concurrent topology optimization aiming at
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the dynamic compliance minimization in the context of linear transient problems; and (3)
to indicate the capabilities of the proposed concurrent topology optimization approach to
design composite structures suffering from general transient loads.

The remainder of this paper is organized as follows. Section 2 briefly reviews the prob-
lem formulation of concurrent topology optimization for minimizing dynamic compliance
of two-scale composite structures in the time domain. We present the HHT-o method in
Section 2, followed by the adjoint sensitivity analysis via the discretize-then-differentiate
approach in Section 3. Next, the inconsistent sensitivity via the differentiate-then-discretize
approach is formulated in Section 4. Section 6 explains that the order of differentiation
and discretization plays a critical role in the consistency of adjoint sensitivity analysis,
and demonstrates the potential of the proposed approach to address a wide variety of
concurrent topology optimization problems under general transient loading, with four
numerical examples. Finally, the conclusions of this work are presented in Section 7.

2. Concurrent Topology Optimization for Dynamic Compliance Minimization

The concurrent topology optimization framework is presented to simultaneously
achieve the optimal macrostructure and material microstructure for minimal dynamic
compliance in the time domain. Material microstructure is assumed to be uniform in the
composition of a macrostructure for convenient manufacturing. This framework is briefly
outlined to comprehend the fundamental procedure of performing concurrent topology
optimization in this section.

2.1. Three-Field Density-Based Approach

We adopt the three-field density-based approach [36,37] to guarantee clear topologies
in two scales. Two sets of design variables are separately defined, namely macroscopic
design density in structural design domain and microscopic design density in a unit cell.
Each design variable ranges from 0 to 1. To diminish the chessboard pattern and mesh-
independence, the original design variables are regulated with a smooth regularization
filter [38] and expressed as follows:

mac.,mac
= Zked)i Wi UGk (1)
;=
Ttco, WEeop™

Yy, wiioln,

77]‘ - Zle‘l’j w?]r}icvfnic
where ®; is the neighboring set of elements within a specified filter radius R in the macro-
scopic design domain that have a center located at the centroid of the ith element and
Y is the neighboring set of elements within a specified filter radius r in the unit cell that
have a center located at the centroid of the jth element. v;7%¢ is the volume of element k in
the macroscopic design domain and Uf“ic is the volume of element / in the unit cell. The

weighting factors w3 and wg‘ic are defined using a linearly decaying function:

()

W™ = R — | — x| 3)

wii =7 —|ly, —yl )
where x and y denote the center position of elements in both macro and micro design
domains, respectively.
To achieve the clear black-white design, Wang et al. [39] modified the linearly filtered
design densities in Equations (1) and (2) employing a threshold projection function:

tanh(B™3Zy, ) + tanh (™2 (&; — Cin) )
tanh(BMacCy,) + tanh(B™2(1 — Gy ))

& = Emin + (1 — Emin) ®)

97



Mathematics 2023, 11, 3488

tanh (™, ) + tanh (ﬁmic (ﬁj - Uth))
tanh(B™icyy, ) 4 tanh(B™i(1 — 1y, ))

where the physical design variables, & and 17;, use the Ersatz parameters much less than
one denoted by ¢min and #min, respectively, to inhibit numerical instabilities of the stiffness
and mass matrices when ¢ — 0 and 7 — 0. ™3 and B™I are exploited to regulate the
aggressiveness of the projection function. ¢y, and 7y, are the threshold density specified as
0.5 in this work.

77j = Nmin + (1 = #min) (6)

2.2. Numerical Homogenization

To attain the clear configuration at both scales, the material interpolation schemes with
penalization are employed. At the microscale, the modulus matrix of an element within
the cellular microstructure is interpolated via SIMP [40]. At the macro-scale, the modulus

matrix of an element within the macrostructure with porous material is interpolated with
RAMP [41].
ic _ ~PpB
D¢ = 7D @)

D = g(&)p" ®)

where DB is the elastic constitutive matrix of base material and D is the effective macro-
scopic constitutive matrix, which is computed as follows:

1

pH=__——
|

/ DI (I - buy, )Y, )

m

where I denotes a unit matrix, b denotes the strain matrix at the microscale and u,, denotes
the unknown displacement field excited by the unit test strains in the microstructural
domain Q).

The resultant displacement matrix u,;, is obtained through resolving the following unit
cell equilibrium problem with periodic boundary conditions:

KMy, — / b DAY, (10)
Qum
where the stiffness matrix k™ is given by the following:
e — / b'DIbd(),, (11)
Qi

To prohibit the local eigenmodes occurring in regions with low densities, the polyno-
mial function, as suggested by [42], is selected to penalize the macroscopic element stiffness
matrix via the RAMP model:

3(&) = (1587 + &) /16 (12)

where the penalization exponent p is set to be 3.
In addition, the effective mass density of corresponding periodic cellular material is
represented as follows:

1 -
ot = m/ PBﬂdem]‘ (13)
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where pB is the physical mass density of the base material. The energy-based homogeniza-
tion method (EBHM) was employed to calculate the macroscopic effective properties of the
porous material [43].

2.3. Formulation of Compliance Minimization

When a two-scale hierarchical structure is excited by a transient external load, the
finite element equation used to solve the boundary value problem for this elastodynamic
system is expressed as follows:

Mu; + Cu; + Kuy = £ (tIO,"',N) (14)

where M, C, and K represent the global mass, damping, and stiffness matrices, respectively.
1y, u, and u; are the respective acceleration, velocity, and displacement vectors in response
to the force vector f; at time step . N is the number of analysis steps. The global mass and
stiffness matrices are assembled using the penalized macroscopic element matrix:

NmElC . O
K=Y (&)« (15)
i=1
Nmac _ O
M=) &m; (16)
i=1
where
K= / BTDHBAO); (17)
m{ = pH /Q NTNAO, (18)

where N is the matrix of shape functions and B is the first derivative of N.
We employ the Rayleigh damping to compute the damping matrix as linear combina-
tion of mass and stiffness matrices, such that

C=aM+ B,K (19)

where a; and B, are the respective mass and stiffness proportional damping coefficients,
which are assumed to be design-independent in this work.

This work aims to minimize the dynamic compliance for a two-scale hierarchical
structure with the limited available amount of material in the time domain. Mathematically,
we formulate this two-scale concurrent topology optimization problem as follows:

. N &
min fEnu(t)) =Y fu
o t=0
s.t. Mu; +Cu; + Ku = £ (tIO/"'/N)
NmaC

G = Z N,Umac Jymac _ - <
1 (izl Gi i ) G (20)
Nmic _ . )
Gy = (X 7o)/ Vi — 9 <0
j=1
0<¢ <1 1<i<N™e
0<75<1,1<j<Nme
where f(&,m,u(t)) is the concerned objective function, V™3 and V™ are the respective

volumes of macroscopic and microscopic design domains. ¢ and ¢ are the volume fraction
upper bounds associated with macroscopic and microscopic constraints of G; and G,
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respectively. Here, the macroscopic design domain is discretized into N™?¢ elements, while
the unit cell is discretized into N™¢ elements.

3. HHT-& Method

We apply the HHT-a method, a well-developed implicit time integration scheme, to
solve the second-order initial value problems stated as Equation (14). Due to an uncondi-
tional stability along with a second-order convergence [44,45], the HHT-o method have
been used for linear and nonlinear structural dynamic analysis [46,47]. The HHT-« method
is characteristic of superior numerical dispersion and energy dissipation by introducing a
parameter « into the Newmark method to control the numerical damping. Accordingly,
the motion Equation (14) representing the dynamic equilibrium is modified as follows:

Mu; + (1 — a)Cu; +aCuy—1 + (1 — a)Kug + aKuy g

:(17a)ft+0éft_1,i’:1,...,N 1)

The HHT-a method adopts finite difference relationships from the Newmark-3 method
and hence the recursive formula of displacement and velocity is determined with the following:

ur = wpg + Ay + AP [(1/2 = B)agq + Bl (22)

u = wyq + AT = y)u 1 + iy (23)

where the Newmark parameters § and 7 are constants which control the integration
accuracy and stability, respectively, by satisfying the following relationship:

0<a<1/3 p=(1+a2)/4, 7= (1+20)/2 (24)

By substitution of Equations (22) and (23) into Equation (21), the time-discretized
motion equation in residual form is derived as follows:

Rt = Myjus + Mo 1 + Couy 1 + Kup g — (1 —a)fy —afy 1 =0 (25)
where
M; = M+ (1 —a)yAtC + (1 — o) BAPK (26)
My = (1—04)(1—7)AtC+(1—0c)<;—ﬁ)AtZK 27)
Cyp=C+ (1 —a)AtK (28)

Following a standard HHT-« scheme, we can obtain the dynamic response at each
time step. We resolve Equation (25) for u; and thereupon compute u; and u; by applying
the Newmark-f Formulas (22) and (23), respectively. As for 1y, by assuming ug and uy to
be design-independent, it can be computed using the following residual equation:

Ry = Mug + Cug + Kug — fp =0 (29)

4. Adjoint Sensitivity Analysis Using Discretize-Then-Differentiate

We apply the discretize-then-differentiate AVM to construct the corresponding adjoint
equation on the discretized elastodynamic system in space and time. The standard AVM
sensitivity analysis is performed following two essential procedure. First, some residual
equations are added into the objective function to develop an augmented function. Then,
this augmented function is differentiated and the adjoint variables are derived by vanishing
the derivative terms of state variables regarding design variables.
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In terms of the chain rule, the sensitivities of both the objective and constraint functions
with respect to the original design variables can be calculated as follows:

of _ g Of 33
= = (30)
i ye, 9Ck 0Gk 9Gi
G _ y 9619695, (31)
i cw, 9k 00k 9Gi
o _ g oo o
on; = o1 91, a;yj
9G; _ v~ 9G2 911 91y (33)
orn; Y, a1 7, 811j
where N B )
Oy g Blsech(B™ (5 — ) a1
9, T tanh(Bmacgy, ) + tanh(Bma(1 — Gyy))
o _ (1 ) B™i€ (sech (pmic (77, — Uth)))z (35)
o anh () + tanh (B (1~ )
i/ 9C; = wyve / Yicw, LR (36)
a1/ 9 = w7y o (37)
The sensitivity of f with respect to the arbitrary design variable x(¢;,7;) is also written
as follows:
l df Jduy
dx ax Z aut ox (38)

In order to facilitate the sensitivity analysis, we transform Equations (22) and (23) into
the following residual form:

. 1 .. .. —
P = —u+uw_q + Atuy_q + Atz[(i —B)us1 + ‘But}: 0 t=1,...,N (39)

Q =-w+u 1 +A[(1—9)_q+qu]=0 t=1,...,N (40)

Sequentially, we add adjoint variables A, u; and ¢; and rewrite Equation (38) as follows:

af ouy

dr; &Y 4P d
dx Bx Zautax ZT t+ZT t+ZCT 2 (41)

Fdx

From Equations (39) and (40), it is obvious that dP;/dx = 0 and 0Q;/dx = 0. Due to
the design-independence of the initial conditions, dup/0x = 0 and duy/dx = 0. We employ
these simplifications and eliminate all implicit terms including du/dx, ou/dx and du/ox
in Equation (41), such that the following adjoint equations can be obtained:

AT u}& + 7%

1 1 -
auo auo auo

+
0 3y auo

=0 (42)
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o~
Il

(ngled

—_

EMZ\ 1=

TOR, , TP, , »T3Q, , of
(7‘2 Jur T Ge TG Ge T au,) 0
IRy T 9Py ToQp ) _
(MR 4+ w32+ 92 ) =0 (43)
TaR[ TaP( T& —

By substituting the residual Equations of (25), (29), (39) and (40) into the adjoint
Equations of (42) and (43), we obtain the solution of the adjoint problem as follows:

My = 50— Gy =0, MiAg = —BAPuy — YAty (44)

uy

of
W1 = Ju 1 + KA + 1y, G = CoAp + Aty + ¢ (45)

1
MiA;_1 = MoA; — A {ﬁutq + (2 - /3) Ut:| = At[yC—1+ (1 —7)¢] (46)
1

MA) = MgA; — (2 — 5) APy — (1 —7)Atg (47)

Using the adjoint solution from Equations (44)—(47), we rewrite Equation (38) as follows:

df _of |
dx ~ ox

dx = (48)

T aRt
LE

4.1. Sensitivity Analysis for Design Variables at the Macroscale

Provided that the concurrent optimization problem (20) applies macrostructural den-

sity relevant information via the stiffness interpolation function, E = [E;] = [ ({fl)} ,and

the volume interpolation function, V =

[Vi] = {C,} , it facilitates recasting the sensitivity in-

formation of macroscopic design variables according to these fields. Therefore, we compute
the sensitivity of f with respect to & by chain rule as follows:

df _

dg

df 9B _ df av

dEJg ' dV 9g “9)

where the sensitivities of f regarding the macroscopic element volume fractions and
stiffness parameters can be attained as demonstrated in Equation (48).

N
df/dE; = 0f/9E;+ }_ A[oR;/0E;

N
df/dv; = af/oV;+ Y_ AfOR/9V;

(50)
=0

(51)
=0

The terms, dR;/dE; and dR;/dV;, are evaluated in terms of Equations (25) and (29),
respectively. There is a case for t = 0.

IR,
JE;

o®,
Vi

JK .

=3 (up + Brug) = k;(u;p + Bruip) (52)
oM . .
3E (1o + arttg) = my (0 + ar; ) (53)
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and fort=1,--- ,N

T = FE[(1— ) (wr + Brite) +e(wy 1 + Brity 1)]

‘ . (54)
=k; [(1 — ) (ui,t + /3rui,t) + “(ui,t—l + ,Brui,t—l)]
R M LGy 4 (1 )iy + ity (55)

= m; (U + o (1 — &) + aty_q)]
where subscript (i, t) denotes the field vector of element 7 at time step t and subscript (i,

t — 1) denotes the field vector at time step ¢ — 1. B
From Equation (12), the partial derivative of E; with respect to ¢; is computed as follows:

JE; 1

%16 (15 & 1+1) (56)

As such, the sensitivity of the objective function regarding the macroscopic design
variables can be obtained by substituting Equations (50)-(56) into Equation (49), where the
adjoint variables are solved using Equations (44)—(47).

4.2. Sensitivity Analysis for Design Variables at the Microscale

Due to the effective material properties as a bridge between macro and microstructures,
it is convenient to obtain the sensitivity information for the microscale design variables in
the light of these homogenized parameters. For transient response problems, the sensitivity
of f regarding the microscale design variables is recast via chain rule as follows:

df  df oD"  df 9p

It - 57
dn; dpH an; dpH an; 57)
where
aDH pﬁ]p_ mic
opH 1 / B

m

The sensitivity of f with respect to the effective material properties can be attained
from Equation (48), i.e.,

df  of AT 3R
= 60
dD" ~ 9pH §0 oD! (€0)
df _ Of | iR )
do ~ 9pt T &7 9pH

where df /0D = 0 and 9f/9p™ = 0, according to the objective function as shown in
Equation (20).

Similarly, the partial derivatives, dR;/ oD and 9OR;/ apH, are evaluated using
Equations (25) and (29), and for i = 0:

dR, 9K N g0 '
— = (ug + Brug) = g( i) =5 (up + Brug) (62)
oDH — 9DH ‘ l; ( 1) oDH r

oR, oM .. ) N~ om!

Tpl?l = 5 (g + arug) = Z [ 5ot L (g + arg) (63)
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fort=1,---,N:
BaDLIt{ = aa.% [(1 — (X) (llt + ,Brl:lt) + oc(ut_1 + ,Brl:lt_l)]
N\ k0 . . (64)
=L 8(€i) S [(1— ) (wr + Bri) + e (wp_y + Brigg_1)]
OR; oM . : : NZF~om? .. . .
—I:I = g+ ((l—a)u +a_q)] = ) Cii}l{ [0y + e (1 — )0y + vlty_q) | (65)
op op = “op

4.3. Solution Procedure

The flowchart of the proposed concurrent topology optimization for multi-scale struc-
tures is depicted in Figure 1.

Set up the optimization
parameters

Initialize the design
variables: k=0

v

Calculate the effective material
properties by EBHM

v

Perform the concurrent dynamic
analysis by HHT-a

v

Evaluate the objective and

constraint functions
k—k+1 +

Perform adjoint sensitivity analysis
by discretize-then-differentiate

v

Update the design variables by MMA

v

Converged ?

v Yes

R

No

Optimal topology

Figure 1. Schematic flowchart profiling the principal procedure to solve the concurrent dynamic
compliance minimization problem.

This procedure launches through inputting the FEM information (i.e., the mesh, base
material properties and boundary conditions) and the optimization parameters (i.e., the
projection parameters, filter radius and penalty parameter), followed by the initialization
of design variables. Then, on the basis of the current design variables, the homogenized
mass density and the constitutive matrix are obtained via EBHM. The transient response
of the multi-scale structure is computed using the HHT-o method whereby the objective
function and constraints are directly calculated. Subsequently, the adjoint sensitivity
analysis is performed based on the discretize-then-differentiate approach. Finally, the
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Method of Moving Asymptotes (MMA) [48] is employed to update the design variables.
This optimization process is terminated once a certain convergence criterion is met.

5. Adjoint Sensitivity Analysis Using Differentiate-Then-Discretize

The differentiate-then-discretize AVM constructs the adjoint equation in a semi-
discretized dynamic system on the basis of spatial discrete and time continuous field
variables, and subsequently the transient response is evaluated at each time step. We
rewrite an objective function & in the following integral form:

® = /Ojc(u, a)di (66)

where ] is the duration of the dynamic event and £ is the continuous time variable.
We introduce the motion Equation (14) into ® and thereby obtain the sensitivity &' by
standard AVM:

] _ J . . <
o = / (3c/auu’ + ac/aﬁﬁ/>dt T / AT (Mii + Cu + Ku — f)/dt (67)
0 0

where the prime denotes differentiation regarding the design variables and A denotes the
smooth adjoint variable. Through twice integrating-by-parts, we rearrange @’ as follows:

= [IAT(Mi+Ca+Ku)df

+J] T (MA — CA+ KA+ dc/u — d (3c/0w) /dt ) )

+ [u’T (—M}\ + CA+dc/ aﬁT) T ﬁ’TMA]
=

where we employ the assumption that the external load, as well as the initial condition, is

design-independent for simplification. To remove the response derivatives u'(]) and u ()
at the final time step, we assign the adjoint variables such that the terminal conditions are

satisfied as follows: )
AJ) =0, MA(J) = (3c/du)" | (69)

To transform the adjoint problem into the initial value problem, we use a variable
transformation t = 7(s) = ] — s and then construct a composite function A satisfying
A(s) = A(t(s)). Accordingly, we rewrite Equation (68) by transforming all the terms

including u” and 1 :
@ = [IAT(Mi+ Ca+Ku)df+ [] ' (7(s)) (c/du—d(dc/d0) /dt)[;_, ., ds
+ W (x(s)) (M[\(T(s)) +CA(T(s)) + KA(T(S)))ds 70)

) ' ])MA(O)]

+ {u’T( N <MA(O) — CA(0) + ac/aﬂ,
To annul all the terms containing u” and 1'1’, we formulate the adjoint variable A

as follows:

MA (7(s)) + CA(t(s)) + KA(t(s)) = (~9c/du+d(ac/ou) /dt)|,_,

. . RNV
A(0) =0, MA(0) = —ac/ou"|;_,

where the sensitivity is simplified as follows:

P = /O ! AT(J 1) (Mu(f) + Cu(f) + K'u(f))df = AT+ (M'i+ Cu+K'u) ‘ (72)
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where * denotes the convolution operator.
Following the obtained displacement and velocity, u; and u;, we approximate the
original objective function employing the rectangular formula:

b =

1=

c(ut, ut) (73)

-
i

0

Based on the discretized adjoint variables A, solution from Equation (71), the sensitiv-
ity of objective function is approximated as follows:

N
D' =Y Ay (M +Cay +K'uy) (74)
t=0

In virtue of the order of differentiation and discretization, this method is featured as
differentiate-then-discretize in that we first differentiate the augmented objective function
to achieve Equation (72) and subsequently implement the time discretization to achieve
Equation (74). This approach is seemingly elegant since the resultant adjoint transient
problem is similar to the primal problem. Nevertheless, the method encounters the notably
inconsistent sensitivity, as indicated in the following numerical examples. Since the resul-
tant optimal configuration is based on the objective function sensitivity, gradient-based
topology optimization demands the precise sensitivity information to design variables. We
examine the efficiency of both discretize-then-differentiate and differentiate-then-discretize
approaches for AVM sensitivity analysis by comparing them with the sensitivity evaluated
through the finite difference method (FDM).

6. Numerical Examples

This section offers four benchmark cases to validate the proposed approach: a can-
tilever beam, a clamped beam, a support structure, a building and a simply supported 3D
structure. We compare the two-scale optimal results obtained from Zhao et al. [22] based
on the differentiate-then-discretize AVM with those from this manuscript, based on the
discretize-then-differentiate AVM in the given four examples. For all numerical examples,
we adopt the damping coefficient « = 0.05 and determine the Newmark constants  and ~y
by employing the formulas f = (1 + )?/4 and v = (1 +2a)/2, for at least second-order
accuracy and unconditional stability, respectively. Moreover, in every example, we first
verify the validness of the discretize-then-differentiate method for AVM sensitivity analysis,
and then investigate the influence of loading parameters on the optimum solution using
the transient concurrent topology optimization based on the discretize-then-differentiate
AVM. All the programs in four benchmark cases are written with the available version of
MATLAB 2021.

6.1. Cantilever Beam Design under Half-Cycle Sinusoidal Load

As depicted in Figure 2, a cantilever beam is subjected to a concentrated half-sine load
vertically exerted at the midpoint of right free edge. The geometrical dimension of the
cantilever beam is as follows: length L = 8 m, height H = 4 m and thickness /1 = 0.01 m. For a
composite structure with uniform microstructure, its Young’s modulus is 200 GPa, Poisson’s
ratio is 0.3 and mass density is 7800 kg/m?. The Rayleigh damping parameters a, and fB;
are assumed to be 1051 and 1 x 1077 s, respectively. The macroscopic and microscopic
design domains are discretized into 5000 and 2500 four-node square quadrilateral elements,
respectively. The maximal volume fraction for the macrostructure is specified to be 50%,
and that for the unit cell is defined as 50%. To solve this problem, we adopt the input
parameters listed in Table 1.
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Figure 2. Cantilever beam problem: (a) design domain and (b) half-cycle sinusoidal load.

Table 1. Input parameters used to solve the cantilever beam problem.

Parameter Value

Simulation time 0.055s,0.03s,and 0.01 s
Number of time steps 100

Young’s modulus of base material 200 GPa

Poisson’s ratio of base material 0.3

Mass density of base material 7800 kg/ m3

Rayleigh damping parameters 10s~'and1x1075s
Volume fraction limit of macrostructure and unit cell 0.5and 0.5

Filter radius in macro/micro design domain and filter exponent
Chosen element type

Macroscopic element thickness

Number of elements discretized in macroscopic design domain
Number of elements discretized in microscopic design domain

[0.12, 0.002] and 3
Four-nodes bilateral element
0.01m

5000

2500

Table 2 compares the design sensitivity between two AVM approaches, discretize-then-
differentiate and differentiate-then-discretize, and FDM for this cantilever beam problem

with a load application duration of t; = 0.05s. We demonstrate the consistency error,
namely the relative difference normalized by the exact sensitivity through FDM. It can
be found that the sensitivities obtained with discretize-then-differentiate are significantly

consistent with those obtained through FDM. However, the differentiate-then-discretize

AVM induces significant inconsistent sensitivities. Figure 3 presents the iteration histories

of the objective function and the constraint, and the optimized solution obtained using
these two AVM-based sensitivity analysis techniques with a load application duration of
0.05 s. Obviously, the optimized configuration via discretize-then-differentiate is more
favorable due to a lower value of the objective function. Thus, these results show that
the order of differentiation and discretization has obvious effect on the consistency errors,

which in turn can produce the inefficient optimum design.

Table 2. Comparison of design sensitivity and optimum for the cantilever beam problem.

Peak Relative Error (%)

Sensitivity Analysis

Method Macro De‘:sign Micro De.sign Optimum (Nm)
Domain Domain
Discretize-then-differentiate 1.8 1.6 1.12
Differentiate-then-discretize 13.6 11.5 1.71
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Figure 3. Iterative history (left) and optimized topologies obtained (right) for a cantilever beam with
t¢ = 0.05 s using various adjoint sensitivity analysis. (a) Differentiate-then-discretize and (b) discretize-
then-differentiate.

Figure 4 shows the iterative histories during concurrent optimization and the resulting
optimal designs for the load application duration of t; = 0.03,0.01 s. It is seen that the
optimized topologies at two scales for t; = 0.05 s (Figure 3b) and f; = 0.03 s (Figure 4a)
are nearly identical to each other. But in the case of t; = 0.01 s (Figure 4b), the optimal
configurations greatly distinguish from the counterparts obtained for larger load applica-
tion duration. When t; = 0.01s, substantial porous material is placed near the free edge
of this beam, which produces inertial force to offset the short impulsive loading, which
is is subsequently verified with the dynamic response as plotted in Figure 4. Also, the
optimized macrostructure links the large mass distributed towards the free edge to the
bracing ends by two horizontal beam-like members, which contribute to reducing the
vertical bending of the beam.

Figure 5 depicts the vertical displacement history at the load application point and the
transient dynamic compliance of the beam. These results demonstrate that the transient
responses for ff = 0.05 s resemble those for {; = 0.03 s, while they are significantly
different for t; = 0.01 s. Particularly for t; = 0.01 s, the optimal beam continuously
deflects downward, although the external load gradually decreases following t; = 0.005 s,
which attributes to the fact that the resulting inertial force is sufficiently large to drive the
beam downward.

6.2. Clamped Beam Design under Half-Cycle Cosine Load

In this example, we consider a beam fixed at both ends and excited via a concentrated
half-cosine load vertically at the center of the bottom edge, as shown in Figure 6. The
macroscopic design domain has length L = 12 m, height H = 2 m and thickness & = 0.01 m.
We adopt a linear elastic material with a Young’s modulus of 200 GPa, Poisson’s ratio
of 0.3 and mass density of 7800 kg/m3. The macroscopic design domain and the unit
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cell are discretized by respective 5000 and 2500 bilinear square elements. The volume
fraction limits for both macrostructure and unit cell are set to be 0.5. The Rayleigh damping
parameters a, and S, are the same as those in the first example. To solve this problem, we

adopt the input parameters listed in Table 3.

Table 3. Input parameters used to solve the clamped beam problem.

Parameter

Value

Simulation time
Number of time steps

Young’s modulus of base material

Poisson’s ratio of base material
Mass density of base material
Rayleigh damping parameters

Volume fraction limit of macrostructure and unit cell
Filter radius in macro/micro design domain and filter exponent

Chosen element type
Macroscopic element thickness

Number of elements discretized in macroscopic design domain

Number of elements discretized in microscopic design domain

0.5sand 0.05s

100

200 GPa

0.3

7800 kg/m?

10s tand1x 10 °s
0.5and 0.5

[0.10, 0.005] and 3
Four-nodes bilateral element
0.0l m

5000

2500
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Figure 4. Iterative history (left) and optimized topologies obtained (right) for a cantilever beam.
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Figure 5. Time histories of deflection at the load application point and structural transient compliance
for each design of Figures 4b and 5. (a) t; = 0.05 s, (b) t = 0.03 s, and (c) t; = 0.01 s. denotes
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Figure 6. Clamped beam problem. (a) Design domain and (b) half-cycle cosine load.

Table 4 compares the relative errors of the sensitivity obtained through the discretize-
then-differentiate AVM with those of the sensitivity obtained with the differentiate-then-
discretize AVM for this clamped beam problem for a load application duration of t; = 0.5 s.
The former achieves consistent sensitivities with the FDM, while the latter results in
obvious consistency errors. This comparison affirms the efficiency of the discretize-then-
differentiate AVM for dynamic problems in the time domain. To verify the discretize-then-
differentiate AVM for transient concurrent topology optimization, we apply this approach
to solve the clamped beam problem and carry out a comparison of the optimized solution
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with those obtained via the differentiate-then-discretize AVM. These results, as illustrated
in Figure 7, reveal that concurrent topology optimization based on the discretize-then-
differentiate AVM is more efficient for the transient problem due to lower optimum value
of the dynamic compliance.

Table 4. Comparison of design sensitivity and optimum for the clamped beam problem.

Peak Relative Error (%)

Sensitivity Analysis

i i i Optimum (N m
Method Macro De‘351gn Micro De.51gn P ( )
Domain Domain
Discretize-then-differentiate 2.1 1.8 0.46
Differentiate-then-discretize 18.9 16.3 0.82
0.95 2.6
@ .
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Figure 7. Iterative history (left) and optimized topologies obtained (right) for a clamped beam with
t¢ = 0.5 s using various adjoint sensitivity analysis. (a) Differentiate-then-discretize and (b) discretize-
then-differentiate.

Figure 8 shows the convergence history and the optimal design for tf = 0.05s. As
seen from the results in Figures 7b and 8, the optimal topologies are highly dependent
on t;. For short-term dynamic load, the optimizer assigns less porous material within the
neighborhood of load application point and instead adds two beam-like members. That is
favorable to endure the increased local deflection near the load application point, which
arise as a result of the augmentation of dynamic influence.
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Figure 8. Iterative history (left) and optimized topologies obtained (right) for a clamped beam with

tr=0.05s.

Figure 9 depicts the dynamic response of respective optimized design for t = 0.5 s and
t = 0.05 s, as demonstrated in Figures 7b and 8. The damping effect is obviously identified
from the results acquired for t; = 0.5 s, when the amplitude of vertical displacement and
transient dynamic compliance decay over the load application duration due to the energy
dissipation in the damping material. In contrast to the results for tf = 0.5 s, the dissipation
effect of damping attenuates over time for t; = 0.05 s, owing to the shorter load application
duration. Therefore, the load application duration directly affects the dissipation of internal
energy and the structural vibration. This explains why the optimum designs are susceptible
to the load application duration.
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Figure 9. Time histories of deflection at the load application point and structural transient compliance
for each design of Figures 9b and 10. (a) t; = 0.5 s and (b) t; = 0.05 s.
compliance and — — — denotes the vertical displacement, respectively.

denotes the dynamic
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Figure 10. Support structure under rotating load.

6.3. Support Structure Design under Rotating Load

As shown in Figure 10, we use a square structure fixed at the bottom edge, subjected to
a rotating load with a specified constant amplitude and angular frequency at the center of
upper free edge. The square domain has length L = 3 m and thickness /1 = 0.05 m. The base
material has a Young’s modulus of 70 GPa, a Poisson’s ratio of 0.3, and a mass density of
7800 kg/m?3. The macroscopic design domain and the unit cell are discretized by respective
5000 and 2500 bilinear square elements. The volume fraction limits of the macrostructure
and the unit cell are defined as 0.3 and 0.5, respectively. The Rayleigh damping parameters
oy and B, are assumed to be 50 s~! and 3 x 107> s, respectively. To solve this problem, we
adopt the input parameters listed in Table 5.

Table 5. Input parameters used to solve the support structure problem.

Parameter Value

Simulation time 107t/ w, w = 1007t and 257
rad/s

Number of time steps 100

Young’s modulus of base material 70 GPa

Poisson’s ratio of base material 0.3

Mass density of base material 7800 kg/ m>

Rayleigh damping parameters 50s'and 3 x 107°s

Volume fraction limit of macrostructure and unit cell 0.3 and 0.5

Filter radius in macro/micro design domain and filter exponent  [0.06, 0.0015] and 3

Chosen element type Four-nodes bilateral element

Macroscopic element thickness 0.05m

Number of elements discretized in macroscopic design domain 5000
Number of elements discretized in microscopic design domain 2500

To demonstrate the consistency of adjoint sensitivity analysis for transient concurrent
topology optimization, we plot the relative error of the two sensitivities obtained with
both differentiate-then-discretize and discretize-then-differentiate through examining this
support structure design under a rotating load. These results with angular frequency
w = 1007t rad/s, as illustrated in Table 6, confirm that the latter can ensure consistent
sensitivities despite more cumbersome implementation. In gradient-based topology opti-
mization, an accurate sensitivity analysis is requisite for the exact optimal solution. As a
consequence, the optimized design based on the discretize-then-differentiate approach is

113



Mathematics 2023, 11, 3488

~
v
N
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necessary to be more effective due to high accuracy in sensitivity computation. Figure 11
demonstrates that the objective function converges to the smaller value acquired with
discretize-then-differentiate than the counterpart acquired via differentiate-then-discretize.
As such, we prefer the former for a transient multi-scale topology optimization problem. In
order to study the influence of angular frequency on the final design for this support struc-
ture, we present an additional optimal design for w = 257 rad/s, as shown in Figure 12.
The first design (Figure 11b) adds an extra lateral resistant system in its macroscopic
topology to diminish the structural lateral motion, whereas the second (Figure 12) is just
composed of two rod-like members in its macroscopic topology. These two designs have a
similar microscopic topology.

Table 6. Comparison of design sensitivity and optimum for the support structure problem.

Peak Relative Error (%)

Sensitivity Analysis

Method Macro De.zsign Micro De.sign Optimum (Nm)
Domain Domain
Discretize-then-differentiate 14 0.9 1.96
Differentiate-then-discretize 15.6 14.2 291
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Figure 11. Iterative history (left) and optimized topologies obtained (right) for a support structure
with w = 1007 rad /s using various adjoint sensitivity analysis. (a) Differentiate-then-discretize and
(b) discretize-then-differentiate.
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Figure 12. Iterative history (left) and optimized topologies obtained (right) for a support structure
with w =25 rad/s.
Figure 13 presents the time history of horizontal displacement at the load application
point and transient dynamic compliance for the two optimum designs demonstrated in
Figures 11b and 12. The results indicate that the dynamic effect happen through the initial
time steps, followed by vibration attenuation owing to damping dissipation. Furthermore,
as is expected, the optimal design obtained for w = 1007t rad/s produce the lower vibra-
tional level than the counterpart obtained for w = 257 rad /s due to the additional lateral
resistant system.
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Figure 13. Time histories of deflection at the load application point and structural transient compli-
ance for each design of Figures 4b and 5. (a) w = 257 rad/s and (b) w = 1007 rad/s.
the dynamic compliance and — — — denotes the displacement along the rotating load, respectively.

denotes

6.4. Building Design under Ground Excitation

This example aims to design a building under a time-varying ground acceleration
in a sinusoidal function. Figure 14 states this optimization problem with the initial con-
figuration, ground acceleration as well as specified volume constraint at two scales. The
building with length L = 75 m, height H = 75 m and thickness & = 0.05 m is clamped at the
bottom and a lumped mass mc at the center of top edge is placed. The Young’s modulus,
Poisson’s ratio and mass density of the base material are 35 Gpa, 0.25 and 2400 kg/ m?,
respectively. The macroscopic design domain and the unit cell are meshed into respective
10,000 and 2500 square bilateral elements, where volume fraction limits at the two scales
are prescribed as 0.5. The Rayleigh damping parameters «; and j, are assumed to be 2
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s~1and 2 x 107° s, respectively. Note that when considering ground accelerations, we
replace the external load f with —m.a¢I in Equation (14). In this example, the frequency
of ground acceleration is supposed to be 2.57r rad/s. To solve this problem, we adopt the
input parameters listed in Table 7.

T /\ /—\ m
0 !
777777777777777 X T
L |

Figure 14. Building design subjected to ground acceleration: (a) building domain and (b) sinusoidal
ground acceleration.

Table 7. Input parameters used to solve the building problem.

Parameter Value
Simulation time 48s
Number of time steps 100
Young’s modulus of base material 35 GPa
Poisson’s ratio of base material 0.25

Mass density of base material 2400 kg /m?3

Rayleigh damping parameters
Lumped masses

Volume fraction limit of macrostructure and unit cell

Filter radius in macro/micro design domain and filter exponent
Chosen element type

Macroscopic element thickness

Number of elements discretized in macroscopic design domain
Number of elements discretized in microscopic design domain

2sland2 x 107 °s

0.1 x 10%,0.3 x 10° and

0.6 x 10° kg

0.3 and 0.5

[1.0,0.02] and 3

Four-nodes bilateral element
0.05m

10,000

2500

Similarly, we first review the consistency of adjoint sensitivity analysis for transient
concurrent topology optimization and then demonstrate the influence of sensitivity ap-
proximation on the final topology with this building design. These results in sensitivity
calculation with a lumped mass m. = 0.3 x 100 kg, as listed in Table 8, indicating that the
discretize-then-differentiate AVM can present consistent sensitivity due to high accuracy in
nature. However, the differentiate-then-discretize AVM inherently generates inconsistent
sensitivities. Consequently, we can obtain a more efficient multi-scale topology optimized
via discretize-then-differentiate, as demonstrated in Figure 15. Figure 15 shows the optimal
topologies obtained for 2.57t rad /s and m, = 0.6 x 10° kg. As is seen from the results in
Figures 15b and 16, the optimum design is greatly susceptible to the lumped mass mag-
nitude. The cross bars conjoined to the lumped mass are slightly thicker with increasing
lumped mass. This is due to the larger inertial loads transferred from the lumped mass to
the building when m, is increasing. Additionally, merely a lateral resistant system develops
on the upper end of the building for small m. in Figure 16a, while an additive lateral
resistant system develops at the bottom for large m, in Figures 15b and 16b, which is in
favor of incremental inertial forces’ transfer to the supports.
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Table 8. Comparison of design sensitivity and optimum for the building problem.

Peak Relative Error (%)

Sensitivity Analysis

Method Macro De‘:sign Micro De.sign Optimum (Nm)
Domain Domain
Discretize-then-differentiate 2.0 1.2 234
Differentiate-then-discretize 23.6 15.4 31.6
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Figure 15. Iterative history (left) and optimized topologies obtained (right) for a building structure
with m. = 0.3 x 10° kg using various adjoint sensitivity analysis. (a) Differentiate-then-discretize and
(b) discretize-then-differentiate.

To comprehend the dynamic behavior of the building underground excitation along
both horizontal and vertical directions, we plot the dynamic response of the optimum
designs for various lumped mass, as illustrated in Figure 17. As observed from these results,
the vertical displacement at the load application point is much larger than the horizontal
counterpart due to the lateral resistant system regardless of the magnitude of the lumped
mass. Note that with increasing lumped mass, the resultant vertical displacements at the
load application point increase in the amplitude, such that the corresponding dynamic
compliances became slightly larger. This inertial effect obviously influences the optimal
topology, which cannot be apprehended with static optimization formulations.
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Figure 16. Iterative history (left) and optimized topologies obtained (right) for a building structure.
(a) me = 0.1 x 10° kg and (b) m. = 0.6 x 10° kg.

6.5. Simply Supported 3D Structure

This example optimizes a 3D structure to examine the capability of the presented
algorithm for large-scale transient topology optimization. As shown in Figure 18, this
design domain has the following dimensions: length L = 4.5 m, height H = 0.75 m and
thickness I = 0.5 m. This structure is supported at the bottom four corners under the
same transient load as the first example. The Young’s modulus, Poisson’s ratio and mass
density of base material are 200 Gpa, 0.3 and 7800 kg/m?, respectively. The macroscopic
design domain is discretized with 13,500 eight-nodes brick elements and the unit cell
with 8000 eight-nodes brick elements. The volume fraction limits at the two scales are
prescribed as 0.5. The Rayleigh damping parameters a; and f; are assumed to be 10 s~!
and 2 x 107° s, respectively. Table 9 offers all the adopted input data to solve the problem.
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Figure 17. Time histories of deflection at the load application point and structural transient com-

0.3 x 10° kg and

(¢) mc = 0.6 x 10° kg. denotes the dynamic compliance, denotes the vertical displacement and de-

0.1 x 10° kg, (b) m¢

pliance for each design of Figures 15b and 16. (a) mc

notes the horizontal displacement, respectively.
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Figure 18. Simply supported 3D structure.
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Table 9. Input parameters used to solve the simply supported 3D structure problem.

Parameter Value

Simulation time 0.05s

Number of time steps 100

Young’s modulus of base material 200 GPa

Poisson’s ratio of base material 0.3

Mass density of base material 7800 kg/ m3

Rayleigh damping parameters 10s land2 x 1077 s
Volume fraction limit of macrostructure and unit cell 0.5and 0.5

Filter radius in macro/micro design domain and filter exponent  [0.15, 0.008] and 3

Chosen element type Eight-nodes brick element

Number of elements discretized in macroscopic design domain 13,500
Number of elements discretized in microscopic design domain 8000

Figure 19 depicts the final designs at macro/micro scales. Compared with the 2D
structure, the design space is enlarged by incorporating more freedom and a hollow pattern
is generated in the middle domain. For a unit cell, the main microscopic structural members
have coincident orientations with the corresponding macroscopic structural counterparts.
This is favorable to transfer the load from the loading point to the constrained points. This
numerical result demonstrates that the proposed approach has the potential to handle
the optimization problem of 3D structures. In the future work, a fully parallelized MPI
framework for multi-scale transient topology optimization is proposed to efficiently solve
the large-scale transient lattice optimization problems on the basis of [34].

. . B

Figure 19. Optimized macroscale (left) and microscale (right) designs for simply supported 3D structure.

7. Conclusions

This paper develops an efficient concurrent topological design approach for improving
the dynamic performance of composite structures. According to the homogenized proper-
ties calculated via EBHM, the multi-scale dynamic finite element analysis is accomplished
in the composite structure subjected to an impact load with the HHT-oc method. Two adjoint
sensitivity analysis schemes, differentiate-then-discretize and discretize-then-differentiate,
are developed to evaluate the derivatives of dynamic responses regarding design vari-
ables at two scales. The consistency errors in the sensitivity calculations obtained from
both adjoint sensitivity analysis schemes are compared to analyze how the inconsistent
sensitivities influence the optimal solution for linear structural dynamic problems.

The popular AVM based on the differentiate-then-discretize approach encounters sig-
nificant consistency errors in the sensitivity evaluation as demonstrated using the numerical
examples. Alternatively, the discretize-then-differentiate AVM tackles this inconsistent
sensitivity problem and achieves the effective optimal solution, whereby the multi-scale
topology optimization problems associated with transient response are efficiently resolved.
We consider arbitrary loading situations with varying amplitudes, directions, and applica-
tion durations besides ground acceleration, such that the proposed approach can resolve a
wide variety of transient concurrent topology optimization problems. It is noted that the in-
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ertial force can play a significant role in the final optimal design at both macrostructure and
microstructure levels, particularly when the composite structure suffers from the impact
load imposed at a fast rate of speed. In future work, we extend the proposed concurrent
topology optimization formulation to multi-material design of composite structures with
non-uniform microstructures at macro and micro levels. Furthermore, the clustering-based
approach grouping the microscopic unit cells based on a physical quantity, is introduced to
implement the multi-scale topology optimization for a considerable reduction in computa-
tional cost.
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Nomenclature
Neighborhood set of the ith macroscopic element R Filter radius in the macroscopic design domain
Neighborhood set of the jth microscopic element  r Filter radius in the microscopic design domain
Volume of the kth macroscopic element vf“ic Volume of the Ith microscopic element
Weighting factors X,y Center position of macro/micro elements
Physical design variables S Original design variables
Ersatz parameters pmac,pmic  Agoressiveness of the projection function
Threshold densities DB Elastic constitutive matrix of base material
Effective macroscopic constitutive matrix I Unit matrix
Strain matrix at the microscale Wy Microstructural displacement field
Microstructural domain Kmic Stiffness matrix of microscopic element
Penalization exponent oB Physical mass density of the base material
Time step M Global mass matrix
Global damping matrix K Global stiffness matrix
Macrostructural acceleration vector u; Macrostructural velocity vector
Macrostructural displacement vector f; External force vector
Number of analysis steps ar,Br Rayleigh damping parameters
Matrix of shape functions B Matrix of shape function derivatives
Objective function pmac Volume of macroscopic design domain
Volume of microscopic design domain G1,G Macroscopic and microscopic constraints
Upper bounds for G; and G; Nmac Nmic  Element numbers of macro/micro design domains
HHT-« parameters EV Stiffness and volume interpolation functions
Adjoint variables P Rewritten objective function
Duration of the dynamic event t Continuous time variable
Adjoint variables P’ Sensitivity of ®
Approximated ¢ g Sensitivity of ®
Length of the structure H Height of the structure
Thickness of the structure te Simulation time
Angular frequency me Lumped mass
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Abstract: New families of direct serendipity and direct mixed finite elements on general planar,
strictly convex polygons were recently defined by the authors. The finite elements of index r are
H' and H(div) conforming, respectively, and approximate optimally to order r + 1 while using
the minimal number of degrees of freedom. The shape function space consists of the full set of
polynomials defined directly on the element and augmented with a space of supplemental functions.
The supplemental functions were constructed as rational functions, which can be difficult to integrate
accurately using numerical quadrature rules when the index is high. This can result in a loss of
accuracy in certain cases. In this work, we propose alternative ways to construct the supplemental
functions on the element as continuous piecewise polynomials. One approach results in supplemental
functions that are in H? for any p > 1. We prove the optimal approximation property for these
new finite elements. We also perform numerical tests on them, comparing results for the original
supplemental functions and the various alternatives. The new piecewise polynomial supplements
can be integrated accurately, and therefore show better robustness with respect to the underlying
meshes used.

Keywords: serendipity finite elements; direct finite elements; optimal approximation; polygonal
meshes; finite element exterior calculus
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1. Introduction

There has been strong interest in using polygonal and polyhedral meshes when solving
certain types of problems via the finite element method. For just a few examples, we note
problems in solid mechanics [1,2], elasticity [3,4], fracture mechanics [5-7], thin plates [8],
shells [9], porous media [10], topology optimization [11-13], and finding eigenvalues [14].
In fact, polygonal meshes are an important motivation for the development and use of
methods beyond the classic finite element method, which include, for example, the discon-
tinuous Galerkin methods (including weak Galerkin [15] and ultra-weak methods [16-18]),
mimetic methods [19-21], and virtual element methods [22-25].

Classic conforming finite element methods have also been developed for use on
polygonal meshes, and especially for quadrilateral meshes. Approaches taken include the
use of maps from reference finite elements [26-28], restriction to low order elements [29-32],
the use of macro-elements [33], basis function enrichment [34-36], and construction using
barycentric coordinates [9,37-39]. Ideally, we would have families of conforming finite
elements defined for any order of accuracy. These would possess a minimal number of
degrees of freedom (DoFs) subject to conformity and accuracy constraints. Finite elements
based on the use of non-affine maps from reference finite elements display degraded
accuracy. Accuracy is restricted if only low order elements are defined. Macro-elements,
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basis function enrichment, and the use of barycentric coordinates in higher order cases
results in finite elements with an excess number of DoFs.

Families of conforming finite elements defined on polygons that maintain both accu-
racy and a minimal number of DoFs have appeared recently [40-43] (as well as some finite
elements in three dimensions [44-46]). The approach taken is to begin with the space of
polynomials P, (E) of degree up to r defined directly on the physical element E to achieve
accuracy of order r + 1. To achieve conformity, one then adds in a space of supplemental
functions. A basis for the supplemental functions must have certain properties on oE, but
they must be defined over all of E by filling in the interior. The “supplemental function
space” is sometimes called the “filling space”.

In this paper, we discuss the construction of the supplemental functions, in the context
of the finite elements developed by the current authors in [43], which are called direct finite
elements. Let the element E = Eyy C R? be a closed, nondegenerate, convex polygon with
N > 3 edges. The direct serendipity finite elements of index r > 1 are H!-conforming and
take the form

DS,(Ex) = P,(Ex) ® SPS(Ey), 1)

where SPS(Ey) is the space of supplemental functions. The direct mixed finite elements
are H(div)-conforming and take two forms,

Vi(En) =P} (En) @ xPr(En) @ SY(En), ?

Vi !(En) = P} (En) @ SY (En),
for full (r > 0) and reduced (r > 1) H(div)-approximation, respectively, where Ipr(E N) are
the homogeneous polynomials of (exact) degree r. These two finite elements are related to
each other by the finite element exterior calculus [47] through the de Rham complex

R H' —2 H(div) —2 12— 0, 3)

resulting in, fors =r —1,r (s > 0),

R < DS,41(En) —2s VS(En) —2Y s Py(En) — 0. @)

The consequence is that

V,(En) = curl DS, 1(EN) & xP,

5
VI1(Ex) = curl DS, 41 (Ex) & xPy_1, ©

and, therefore,
SY(En) = curlSerl(EN). (6)

The original construction of supplemental functions made use of rational functions
(see (21)), which are difficult to numerically integrate accurately. As a consequence, when
solving a partial differential equation using direct finite elements, the quadrature error may
be significant, leading to poor overall approximation of the solution. This was observed
in [43], although in that paper, the degradation in the approximation was attributed to poor
mesh quality. While mesh quality remains an important ingredient in finite element analysis,
quadrature approximation is also a critical component, especially for high order methods.

In this work, we introduce two constructions of the supplemental functions SP° (Ey)
which involve using continuous piecewise polynomials. Such constructions are motivated
by the work of Kuznetsov and Repin [33], and suggested by the work of Cockburn and
Fu [41]. These new supplemental functions can then be accurately integrated by quadra-
ture rules. (A similar, but more complex, construction in three dimensions for cuboidal
hexahedra is discussed in [46]).
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In the next two sections we present some basic notation and review the general
definition of the original direct serendipity and direct mixed finite elements, which have
supplemental functions that are C*-smooth. Our new families of direct finite elements
based on piecewise continuous supplemental functions are given in Section 4. We give two
constructions of the supplemental functions, so that one set lies in H! and the other in H?
for any integer p > 1. The approximation properties of these new direct finite elements are
given in Section 5. The results are optimal, up to the bounding constant. The proof follows
that given in [43], and we concentrate on the modifications that are required to handle the
new supplements. In Section 6, we present numerical tests that compare the errors and
convergence rates of the new and original direct finite elements. We conclude the paper in
Section 7.

2. Notation

We choose to identify the edges and vertices of Ey adjacently in the counterclockwise
direction, as depicted in Figure 1 (throughout the paper, we interpret indices modulo N).
Let the edges of Ey be denoted ¢;, i = 1,2,..., N, and the vertices be x,; = ¢; Ne; 1. Let
v; denote the unit outer normal to edge ¢;, and let 7; denote the unit tangent vector of ¢;
oriented in the counterclockwise direction, fori =1,2,...,N.

Figure 1. A pentagon Es, with edges ¢;, outer unit normals v;, tangents T7;, and vertices x,, ;.

For any two distinct points y; and y», let L[y1, y2] be the line passing through y; and
y2, and take v]y1, y2| to be the unit vector normal to this line interpreted as going from y;
to y» and then spinning 90 degrees in the clockwise direction (i.e., pointing to the right).
Then we define a linear polynomial giving the signed distance of x to L[y, y2] as

Ay, y2l(x) = —(x —y2) - v]y1, y2l- ()

To simplify the notation for linear functions that will be used throughout the paper, let
L; = L[xyi_1,Xy,] be the line containing edge ¢; and let A;(x) give the distance of x € R2
to edge ¢; opposite the normal direction, i.e.,

Ai(X) = Axo,im1, X0, (X) = =(x =Xpi) - vi, 1=1,2,...,N. ®)
These functions are strictly positive in the interior of Ey;, and A; vanishes on the edge e;.

3. Direct Serendipity and Mixed Finite Elements

The general development of direct serendipity and mixed finite elements is given
in [43]. The definition of the supplemental space SP° (Ey) in (1) is key to the construction.
For completeness, we review the definitions of these direct finite elements here.

When N = 3 (triangles), the direct serendipity supplemental space SP° (E3) is empty.
When N > 4and 1 < r < N — 2, the direct serendipity spaces DS, (Ey) are defined as
subspaces of DSN_;(Ey) by the rule

DS, (En) = {9 € DSN_2(EN) : ¢|c € P,(e) for all edges e of Ey }. ©)

Therefore, we only need to understand SPS (Ey) for 7 > N —2and N > 4.
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To define the supplemental basis functions, two series of choices must be made for
eachi,jsuchthatl <i<j< Nand2 <j—i < N—2(ie,¢; and ¢; are nonadjacent edges).
First, as shown in Figure 2, one must choose two distinct points x}’]. € L;and xl% j € L; that
avoid the intersection point x;; = £; N £}, if it exists. Then let

Ai,]'(x) = A[x}’j, x%j](x) =—(x— x%’j) Vij, Vi = v[x},]-,x%j}, (10)

be the linear function associated to the line Ei,]- = E[xl1 i xl2 ]-]. Second, Rl-,j must be chosen

to satisfy
Rij(x)]e; = =1, Rij(x)[¢; = 1. (11)
The supplemental space for r > N — 2 > 2 is of the form
SPS(En) = span{gyj: 1<i<j<N,2<j-i<N-2}, (12)
Poij = (kl;'[‘/\k) MNERR, (13)
L]

Ly

€4
[’2 Es . X2
2 Loy
Ars=0 X%A €y s l ..... .X24 ’
€2 H €4
Figure 2. Illustration on Es of the zero line £;4 of Ay 4(x) = —(x — x% 1) - 124 and the intersection

point xp 4 = Lo N Ly, if it exists.

3.1. Direct Serendipity Finite Elements

Every shape function of the direct serendipity finite element DS, (Ey) is a sum of a
polynomial and a linear combination of the supplemental functions, as in (1). To implement
them, one must define the DoFs. For example, for ¢ € DS, (Ey ), one can take

lp(xv,i)l VZ == 1/ 2/ o /N/ (14)
/ ppdo, YpeP, se), i=12,...,N, (15)
€
/E pqdx, Vq€P,_n(En), (16)
N

where do is the one dimensional surface measure. Alternatively, one can use nodal DoFs
(i.e., evaluation at a node point) in place of (15) and/or (16). For the former, on each edge
e;, its corresponding edge nodes are ¥ — 1 points such that they, along with the two vertices,
are equally distributed on e;. For the latter, the interior cell nodes can be set to be the
Lagrange nodes of order * — N of a triangle that lies strictly inside Ey.

The basis of DS, (Ey) corresponding to the DoFs can be constructed. Given a com-
putational mesh of convex polygons 7, over a domain (), the basis can be simply pieced
together to form a global H!-conforming basis of the space DS,(Q) C H}(Q).

3.2. Direct Mixed Finite Elements
As discussed in the introduction, full, V/(Ey), and reduced, V~!(Ey), H(div)-
approximating mixed finite element spaces follow from a de Rham complex (3), where the

direct serendipity finite elements serve as the precursor (4). The supplemental space is

related to SPS (Ex) by the simple Formula (6).
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The DoFs for these spaces (withs =r > 0 ors = ¥ — 1 > 0) can be taken to be

/v-vipd(r, VpeP(e), i=12,...,N, (17)
e
/ v-Vgdx, Vg€ Ps(Eyn), g not constant, (18)
En
/ v-pdy, VpeBY(Ey), ifr>N-_1, (19)
En

where the H!(Ey) and H(div; Ex) bubble functions, for r > N — 1, are
B, 1(En) = M. . ANP, n1a(En) and BY(Ey) = curl B, 1 (Ex).  (20)

Given the mesh 7}, over (), one constructs the basis and the H(div)-conforming global
space V5(Q)) C H(div) (see [43] for details). As an alternative, when solving partial
differential equations, one can use the hybrid form of the method [48], which does not
require the construction of global basis functions.

4. Piecewise Continuous Supplements
In [43], RZ-,]- satisfying (11) on En;, for1 <i < j < N,2 <j—i < N —2, was taken to
be the simple rational function

Ryational(x) _ Ai(x) — )\f(x) ) 1)

v Ai(x) +A4(x)
These rational functions are smooth over the element. We now give new direct serendipity
and mixed finite elements by providing an alternate construction of R;; as a piecewise
continuous polynomial defined over a sub-partition of Ey. We present two strategies, the
first of which is convenient for the construction of continuous supplemental functions in
H'(Ey), and the second for constructing smoother supplemental functions in H? (Ey) for
integer p > 1.

4.1. Supplemental Functions in H' (Ey)

Our first strategy for constructing R; ; requires a sub-triangulation of the element Ey,
and we present two natural choices. The first sub-triangulation is depicted in Figure 3 and
denoted as 7" (Ey ). One picks a vertex x,,, and divides Ey into N — 2 sub-triangles. The
sub-triangles are T}, with vertices Xy, Xo,m, and Xy 41, wherem =n+1,...,n+ N — 2.
For the second sub-triangulation, depicted in Figure 4 and denoted as 7 (Ey), one picks
a point x, in the interior of Ey and divides it into N sub-triangles. Now the sub-triangles
are T, with vertices x., Xy, and Xy,m+1, Wherem =1,2,..., N. We use the centroid of the
element for x..

Xy,5 Xp,4

Xp,2

Figure 3. A sub-triangulation based on a common fixed vertex. Shown is 7°(Es) using the fixed
vertex Xy 5.
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Xv,5 X4

Xc
T4

‘ Xv,3
Xo,1
Xp,2

Figure 4. Sub-triangulation based on a center point. Shown is 7*(Es) using the centroid x..

Let the piecewise polynomial function space of degree s corresponding to each sub-
triangulation be

Ps(T"(EN)) ={f € CUE) | flrp € Ps(TP), m=n+1,...,n+ N -2}, (22)
Ps(T(En)) = {f € CUE) | flpx € Ps(Ty), m=1,2,...,N}. (23)

We construct R;; in Py (7" (En)) or P1(7*(En)), depending on which of the two sub-
triangulations is used, such that

6=-1, R

R;; ijle =1, Rijlo, =0, Vk#i—1,i,j—1,;j. (24)
by using interpolation at the vertices of the sub-triangles. If the sub-triangulation is chosen
to be 7" (Ey), the restrictions (24) uniquely specify all the vertex values. However, if the
triangulation is 7 (Ey ), the center value is not determined, so we assign R; ;(xc) = 0.
Our construction has R;; being —1 on ¢; and 1 on ¢; as required by (11). Moreover,
Rjj € H L(EN). After constructing the supplemental functions in (13) with this R;;, each

¢s,ij is in Ppy1(T"(En)) or Ppy1 (T (En)), and therefore also in H' (Ey).

4.2. Supplemental Functions in HP (Ey)

We now present the second of our two strategies for constructing R; ; for two nonadja-
cent edges e; and e;. Recall that A(x) is the linear polynomial giving the (signed) distance
to the line £y extending edge ¢;. When ¢; and ¢; are parallel, we simply define R; ; as the
linear polynomial

R — Ai— A
g /\i (Xv,j ) .

(25)

When ¢; and e; are not parallel, we first define a sub-partition of Ey by adding a single

extra line ¢'/ through a point x/ as depicted in Figure 5. The point x/ is chosen so that it is
closer to £]- than the endpoints of ¢;, i.e.,

Aj(x) < min{A; (%o, i-1), A (x0,) }- (26)

The line ¢"/ passes through x/ and is parallel to ¢j. This line divides Ey into E;{}"l near e;

1,7,0 .
and EI\{ neare¢j, ie.,

EJY = En N {x | Aj(x) = Aj(x")}, (27)
EZ° = En 0 {x| Aj(x) < A;(x)}. (28)
Let v/ = —v;j be the unit normal vector of ¢ pointing into E%’l, and let T/ = T; be a unit

tangent vector.

129



Mathematics 2023, 11, 4663

Figure 5. A sub-division of Eg using the line ¢/.

We next construct the function p*/, which is 1 on edge ¢; and 0 on edge ej. It is defined
piecewise on the sub-partition of Ey as

1, x € EXY,
" (x) - (1- ](‘)‘), xe E (29)

/\]'(Xl’])

where p > 11is an integer. The function is continuous, since A;(x) = )L]'(Xi’j ) on ¢ implies
that p"/| sij = 1 in either case of the definition. Moreover, in the tangential direction,

op'
ot leii — 0, (30)
and, in the normal direction,
ij1
api’j 0, A : X € E;\; , -
307 ) = P (1- ’(x)))p , xeE° D

Aj(xi'f) /\] (Xi’j
which is continuous for p > 1, so p" € CY(Ey). By iterating the argument, we have that
p“ € CP~1(EN) and so also in HP(Ey) for p > 1. If p = 1, p"/ is continuous, so it is in
H'(Ey). N N

Finally, after constructing both p*/ and p/#, we define

Rij = p¥ = p', (32)

which is —1 on ¢;, 1 on ¢;. Moreover, R;; € HP(Ey). The supplemental functions in (13)
constructed with this R; ; lie in H? (Ey ).

We end this section with two specific examples, using the sub-partitions shown in
Figure 6, which divide Eyx by N lines. The first example has a sub-partition based on the
midpoints x?ﬁ- of theedgese;, i =1,2,..., N, and gives rise to the spaces denoted DSIVVI (ENn)

and VlrvLS (En). We compute the minimal distance of the midpoints to the edges, i.e.,
= | Ry M) 33
M 1§iSnl\}}ll<’1:iil i(Xek) (33)

Then for any two non parallel and nonadjacent edges ¢; and e}, simply take the partition

line ¢/ to be the line parallel to ¢; that is the fixed distance iy > 0 away and intersects Ey.

The second specific example uses a sub-partition based on trisecting each edge, re-
sulting in the points, for edge ¢;, being denoted counterclockwise as x,;; for k = 1,2,
i =1,2,...,N. In this case, we simply take x"/ to be the closest of these points to L;,

omitting x,,;1 and x, ;». We denote the resulting spaces DS T(Ex) and VI (Ey).
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Figure 6. The two sub-partitions of Es used for constructing specific H? supplemental functions. The
left one is used for DSIVVI and VIVVI’S, where Iy = /\5(x£"i). The right one is used for DSrT and VrT’S,
where the closest trisection points are marked in red.

5. Approximation Properties

We discuss now the global approximation properties for our direct finite element
spaces. The results of [43] do not directly apply here because there it was assumed that
the functions R; j are smooth on the element. Consider a collection of meshes 7}, of convex
polygons partitioning a domain (), where i1 > 0 is the maximal element diameter.

We need to make the usual assumption that our collection of meshes is uniformly
shape regular [49] (pp. 104-105). For any Ex € T, let kg, be its diameter. Denote by T;,
i=1,2,...,N(N—1)(N —2)/6, the sub-triangle of Ey with vertices being three of the N
vertices of Epj, and define

PEy =2 — I\rjllilr)l(N_z)m{diameter of the largest circle inscribed in T; }. (34)

The shape reqularity parameter of the single mesh 7}, is

. PEy
= min . 35
" ENéM hEN (35)

Assumption 1. The collection of meshes { T}, } j~ is uniformly shape regular. That is, the shape
regularity parameters are bounded below by a positive constant: there exists oy > 0, independent of
Ty, and h > 0, such that the ratio

ZﬂZU*>O forall Ex € Ty, h > 0. (36)
En

We also require some mild restrictions on the construction of SP (Ey).

Assumption 2. For every Ey € Ty, assume that the functions of SP® (Ey) are constructed using
Ajj such that the zero set L; j intersects e; and ej. Moreover, suppose that R; ; € HP (EN) for some
p > 1 and that the sub-partitions introduced in Section 4 for their construction depend continuously
on the vertices of Ey.

The continuous dependence requirement of the sub-partitions is met if we system-
atically choose the points x. in Section 4.1 (say as the centroid) and x/ satisfying (26)
in Section 4.2 (say be taking x/ as the closer endpoint of ¢; to £;, or so that A;(x"/) =
% min{/\j (xv,ifl )/ )‘j (Xv,i)})'

We state first the approximation result for DS, (Q2).

Theorem 1. Letr > 1,1 < p <oo,and £ > 1/p (or £ > 1if p = 1). If Assumptions 1 and 2
hold (so the basis functions are in HP on each element), then there exists a constant C > 0, such
that for all functions v € WP (Q)),

. {—m _
vheg}sfr(()) [0 — Uh”wm,p(Q) <Ch ||U|\Wg,p(0), 0<¢<r+1, m=0,1. (37)
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Proof. The methodology of the proof follows [42,43]. The key difference is that we must
relax the smoothness requirement made on the supplemental functions. We highlight the
differences, and leave the reader to consult [42,43] for some of the details.

Given a mesh 7, we construct an interpolation operator 7 : W;,(Q) — DS, as a
generalization of that defined in [50]. To do so, we use a nodal set of DoFs for the finite
elements, and identify global nodal points a;, i = 1,2,...,dim DS,. These nodal points
must be chosen systematically with respect to the vertices of the mesh, so they depend
continuously on them. The global nodal basis function for a; is denoted ¢;.

A geometry object K; is associated to each ;. If g; lies in the interior of some element,
we choose the element to be K;. Otherwise, we choose an edge containing a; to be K;, where
we additionally ask that K; C 9Q) if a; € 9Q). We use these to define the dual basis ;
with respect to L?>(K;), i = 1,2,...,dim DS,. The corresponding interpolation operator
I; : Wy, (Q) — DS, is then

dim DSV

10(x) / iy dy) @i(x). (38)

There are two essential steps towards showing the approximation property. First, the
nodal basis functions are bounded,

max max m <C, 39
1<i<dim DS, (Q) Ee T, ||(Pz||W = ( )

and, second, the dual basis functions are bounded up to a scaling factor,

|1l o (i) < Chyg ™. (40)

We show the necessary boundedness by mapping the elements and using a continuity and
compactness argument.

As depicted in Figure 7, to each element E;, we associate a regular polygon (equilateral
and equiangular) En. We can then define a map Fg,, : Ey — Eyasa composition of a
map that changes the geometry but not the size to Ey, and then a scaling map (see [43] for
precise details).

(’U3,’U4) Xov,4
(USrU6)
(v1,02) Xo5

F- . Xp,3
Es scaling
% ‘H

(0,0) g, (10) (0,0) g (1,0) Xl g X2

Figure 7. An element E5 € 7}, is shown on the right-hand side in its translated and rotated local
coordinates. It is the image of a regular reference polygon Es on the left-hand side. The map is
decomposed into one that changes the geometry but not the size F, : E5 — Es, and a scaling map
X — HX.

Define the nodal basis functions q)fN on Ey. It is enough to show the boundedness of
their WZ;” norms. Although they are no longer smooth functions, compared to [42,43], they

are continuous on £y, and smooth on all the subregions generated by the sub-partition.
Moreover, by assumption the sub-partition is required to depend continuously on the

vertices of Ey. Therefore, qoiEN will still depend continuously on X = FENl (x) and the

vertices of Ey, which vary in a compact set. We conclude that the nodal basis functions
are bounded in W;" norm. The boundedness of ¥; in the L* norm can be shown in a
similar way. [
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For the mixed finite elements, we have the following result, wherein we see projection
operators 7 : H(div; Q) N (L>7¢(Q))?> — V5, s = r — 1,7, where € > 0, and Py, the
L?-orthogonal projection operator onto Ws = V - V5.

Theorem 2. Letr =s > 0orr > 1,s =r — 1. If Assumptions 1-2 hold, then there is a constant
C > 0, such that

||V—7TV||L2(Q) S C”V”Hk(Q) hk, k= 1,...,7"+1, (41)
Ip = Pw.pllzay < Cllpllgxa) 1 k=0,1,...,s+1, (42)
IV - (v = 79) 1200y S CIV -Vl S, k=0,1,...,5+1, (43)

wheres =r—1 > 0ands = r > 1 for reduced and full H(div)-approximation, respectively.
Moreover, the discrete inf-sup condition

wy, Vv
sup (Hhh) > v llwnll 2y, Ywn € Ws, (44)
v,EVE VhHH(div)

holds for some «y > 0 independent of h > 0.

For the proof, we define the projection operator 7 by piecing together local operators
rtg that are defined in terms of the DoFs (17)-(19). The approximation properties given
in [42,43] hold with a similar proof, using now that the subregions generated by the
sub-partition depend continuously on the vertices of the element.

6. Numerical Results

We present numerical experiments for our new finite elements as applied to Poisson’s
equation

-V-(Vp)=f inQ, (45)
p=0 onadQ), (46)

where f € L2(Q)). The corresponding weak form finds p € H}(Q) such that
(Vp,Va) = (f.q), V€ H(Q), (47)
where (-, ) is the L?(Q) inner product. Setting
u=—-Vp, (48)
we have the mixed weak form, which finds u € H(div; Q) and p € L?(Q) such that

(w,v)—(p,V-v) =0, Vv € H(div; Q)), (49)
(V-u,w) = (f,w), Yw € L*(Q). (50)

These weak forms naturally give rise to finite element approximations. According to
Theorems 1 and 2, the following convergence analysis holds by a standard argument [27,51].

Theorem 3. If Assumptions 1 and 2 hold, then there exists a constant C > 0, independent of Ty,
and h > 0, such that forr > 1,

1P = pullma < CH Y™ pliia, £=0,1,...,r, m=0,1, (51)
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where p, € DS,(Q) N H(l)(Q) approximates (47). Moreover, withr =s > Qorr > 1,s =r —1,

u—wpllon < Cllullxaht, k=1,...,r+1, (52)
Ip = pulloa < Cllullxakt, k=1,...,5+1, (53)
IV - (u—w)loa <CIV-uliaht, k=01,...,s+1, (54)

where (uy, py) € Vi x W approximates (49)—(50).

We perform our tests on a unit square domain Q = [0, 1], and take the source term
f(x) = 2% sin(7rx; ) sin(7rx2), so the exact solution is u(x1, x2) = sin(7rxy) sin(7Txo). We
consider five types of supplemental spaces. The original direct serendipity and mixed finite
element spaces will be denoted DSX and o respectively. These use supplements based
on the rational functions (21).

For the H! supplemental functions introduced in Section 4.1, there are two varieties.
Denote the space using supplemental functions that are constructed based on the vertex
sub-triangulation as DSY and its corresponding mixed spaces as V)#, and those based on
the center point sub-triangulation as DS and A% respectively. The spaces based on the
H? supplements were described in Section 4.2 and denoted DS, VMS and DST, VIS,

6.1. The Meshes Used

Approximate solutions are computed on a sequence of Voronoi meshes 7, generated
by the package PolyMesher [52]. Each mesh has n? elements, which are generated with n?
random initial seeds and up to 10* smoothing iterations to improve the shape regularity.

For comparison to the results appearing in [43], we use the same mesh sequence 7,
with n = 6, 10, 14, 18, and 22. We show the meshes for n = 6 and n = 18 in Figure 8. The
shape regularity parameters are given in Table 1. Note that the n = 10 and n = 18 meshes
are the least regular.

n==~6

Figure 8. Meshes with 6 x 6 and 18 x 18 elements.

Table 1. Shape regularity parameters for each mesh 7,2.

n==~o n=10 n=14 n—=18 n=22
oT, 0.180 0.115 0.161 0.127 0.150

In [43] it was observed numerically that the n = 18 mesh performed well for the
original direct finite elements (using rational supplemental functions) when r = 2,3, 4, but
had a degraded convergence rate when r = 5. The problem was resolved by removing
short edges from the n = 18 mesh. However, as we will see in this section, the problem is
actually due to inaccurate numerical quadrature of the rational supplemental functions,
which only showed up in those tests for the more refined mesh (i.e., not n = 10) and higher
values of r.
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6.2. Results for Direct Serendipity Spaces

We present and compare the results of the numerical tests performed for DS 1}, DS Y,
DSE, DSM, and DST, where r = 2,3,4,5. We take p = 1 in Section 4.2 for the construction
of DSM and DS}, because it gives better results than a larger p in most cases. According to
Theorem 3, we expect all those spaces to have the convergence rates r + 1 for L? errors and r
for H'-seminorm errors. As Tables 2 and 3 suggests, the convergence rates at n = 10, 14,22
for DSR are all slightly better than optimal in this test. However, we can observe a slower
convergence rate at n = 18 for DSX. (We interject that convergence rates are computed as
improvement from the previous mesh in our sequence.)

Table 2. L? errors and convergence rates for DSR and DSE.

DSK DSS DSY DS§

n error rate error rate error rate error rate

10 2160 x 1074 345 2144 x 100* 350 8859 x 107°® 434 1.031 x 1075 435

X
14 7329 x 1075 316 7165 x 107° 321 2175 x 107° 411 2518 x 10°°¢  4.13
18 3452 x 1075 295 3409 x 1075 292 7927 x 107 396 8964 x 1077  4.05
22 1863 x 107° 347 1841 x 107° 346 3555 x 1077 451 4.045 x 1077 448
DSR DS§ DSY DSS
n error rate error rate error rate error rate

10 3467 x 1077 569 3972 x 107 611 1133 x 108 697 1730 x 107%  6.61
14 5644 x 1078 531 6622 x 1008 524 1202 x 1077 657 1964 x 1077  6.37
18 1530 x 1078 512 1823 x 1078 506 4.376 x 10710 397 4134 x 10710 6.12
22 5314 x 1077 595 6239 x 1077 6.03 8905 x 10711 895 1.243 x 10710 6.76

Table 3. H'-seminorm errors and convergence rates for DSX and DSE.

DSK DSS DSE DSS
n error rate error rate error rate error rate
10 3561 x 1073 232 3552 x 1072 236 1933 x 107*% 313 2390 x 107* 3.1
14 1683 x 1003 219 1660 x 1073 223 6724 x 1075  3.09 8343 x 107> 3.08
18 1.018 x 1073 197 1.013 x 1073 194 3.144 x 107> 298 3.783 x 10> 3.10
22 6712 x 107* 234  6.69 x 107* 233 1730 x 107° 336 2114 x 107° 327
DS DS§ DSR DSS
n error rate error rate error rate error rate
10 8530 x 107® 455 1.027 x 107° 491 3.103 x 1077 573 4394 x 1077 557

X X X
14 1973 x 10°® 429 2439 x 10°° 421 4625 x 1078 557 7.098 x 1078 5.34
18 6952 x 1077  4.09 8785 x 1077 401 2646 x 1078 219 1981 x 1078 5.01
22 2969 x 1077 478 3.689 x 1077 488 5973 x 1072 837 7.233 x 1077 5.66

In Table 4, we compare the results for the n = 18 mesh of DSE, DSY, DSrC, DSIF\A,
and DS!. On the one hand, the results suggest that the new spaces are all approximately
optimal for r = 5, which is an obvious improvement compared to DS¥. On the other hand,
the errors for r = 2,3,4 of the new spaces are slightly worse than those of DSX, and among
all the new spaces, DSS has the best performance in error. We conclude that DS shows
the best overall performance among all the spaces considered.

We suggest that the reason for such an observation is that the dominant errors for
r = 5 are from the numerical quadrature applied to the integration of rational functions,
especially on the elements that are less shape regular. However, for r = 2, 3,4, the new
supplements, as piecewise polynomials, cannot approximate the shape of a smooth function
as well as the original rational supplements, especially those from DSM and DS, of which
R;; for e; ff e; are flat in the middle and oscillate near the boundary. In contrast, the
supplements from DS) and DS¢ are more reasonably shaped, and those from DS¢ are
better since its partition has sub-triangles that are more shape regular (as was shown in

135



Mathematics 2023, 11, 4663

Figures 3 and 4). This argument is also supported by the observation that the results are
usually worse if we take larger p for DSM and DS}, where the shape of the supplements
are even worse.

Table 4. Errors and convergence rates at n = 18 computed from the previous step n = 14, for the
direct serendipity spaces DSB, DSY, DSrC, DSI,VI, and DS}.

r=2 r=3 r=4 r=>5
Error Rate Error Rate Error Rate Error Rate

L? errors and convergence rates

1075 295 7927 x 1077 396 1530 x 1078 512 4376 x 10710 397

DSR 3452 x X

DSY 3554 x 1075 289 1.073 x 10°° 387 2108 x 1078 483 4637 x 10710 592
DSC 3409 x 1075 292 8964 x 1077 4.05 1.823 x 1078 506 413 x 10710  6.12
DSM 6820 x 1075 288 1.697 x 107° 3.85 3.095 x 1078 480 611 x 10710  6.02
DST 7072 x 1075 292 1.866 x 107° 4.04 3367 x 1078 491 583 x 10710 6,07

H'-seminorm errors and convergence rates

DSR 1018 x 1073 197 3.144 x 107> 298 6952 x 1077 409 2646 x 1078 219
DSY 1.059 x 1073 1.89 4199 x 1075 293 9959 x 1077 385 2184 x 1078 4.0
DSE 1013 x 10°% 194 3783 x 1075 310 8785 x 1077 401 1981 x 1078 5,01
DSM 1976 x 107°  1.88 6.334 x 1075 301 1590 x 1076 395 3.076 x 1078  4.83
DST 2059 x 1073 194 6.895 x 107° 316 1710 x 107® 4.04 3.008 x 107%  4.87

6.3. Results for Direct Mixed Spaces

We perform numerical tests for VR vYs, v&s vMs VS for the full H(div)-
approximation spaces where r = s = 0,1,2,3, and the reduced H(div)-approximation
spaces where r = 1,2,3, and s = r — 1. Since those mixed spaces are constructed from
corresponding direct serendipity spaces DS, 1, it is natural that we find the comparison
of the results similar to the small r cases discussed in Section 6.2. For all the spaces, we
can observe the convergence rates approximately optimal in general but the errors are
slightly worse for n = 18, especially when r = s = 3, as shown in Tables 5 and 6. All spaces
perform similarly well, although O usually performs best in these tests. Among the new
spaces, \%2 performs a bit better, and it gives results close to those of VRS, For reference,
we provide the numerical results for VS in Tables 7 and 8.

Table 5. Errors and convergence rates at n = 18 computed from the previous step n = 14, for the
reduced H(div)-approximation spaces VR V=l yer=1 yMr=1 ang vl

llp — pall llu — up | IV~ (u—up)l
Error Rate Error Rate Error Rate

r =1, reduced H(div)-approximation

A 7.039 x 1072 1.01 5428 x 1073 1.98 6988 x 1072 0.99
2 7.039 x 1072 1.01 5429 x 1073 1.98 6.988 x 1072 0.99
veo 7.039 x 1072 1.01 5443 x 1073 1.98 6.988 x 1072 0.99
vto 7.039 x 1072 1.01 5366 x 1073 1.98 6.988 x 1072 0.99
v? 7.039 x 1072 1.01 5362 x 1073 1.98 6.988 x 1072 0.99
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Table 5. Cont.

llp — pall llu — ugl IV - (u—up)l
Error Rate Error Rate Error Rate

r = 2, reduced H(div)-approximation

\a 2614 x 1073 1.96 8.492 x 107° 2.92 2614 x 1073 1.96
28 2614 x 1073 1.96 8.876 x 1075 2.89 2614 x 1073 1.96
\2 2,614 x 1073 1.96 8.850 x 107° 2.87 2,614 x 1073 1.96
vyt 2,614 x 1073 1.96 8.895 x 107° 2.85 2,614 x 1073 1.96
v,y 2614 x 1073 1.96 8.973 x 107° 2.85 2614 x 1073 1.96
r = 3, reduced H(div)-approximation
vy? 6.515 x 1075 2.96 1.887 x 107° 3.90 6.515 x 1075 2.96
vy? 6.515 x 1075 2.96 1.931 x 107° 3.89 6515 x 1075 2.96
v$? 6515 x 107° 2.96 1911 x 107° 3.89 6.515 x 107° 2.96
viyl? 6.515 x 107> 2.96 2.007 x 107° 3.81 6.515 x 107> 2.96
\a 6.515 x 107> 2.96 2.105 x 10°° 3.83 6.515 x 107> 2.96

Table 6. Errors and convergence rates at n = 18 computed from the previous step n = 14, for the full
H(div)-approximation spaces VX, V)", V&', VM7 and V]

lp — paull llu — upl| (V- (u—up)l
n Error Rate Error Rate Error Rate

r = 0, full H(div)-approximation

\e 7.030 x 1072 1.01 2701 x 1072 1.10 6.988 x 1072 0.99
vy ! 7.027 x 1072 1.01 3.095 x 1072 1.03 6.988 x 1072 0.99
A 7.028 x 1072 1.01 2951 x 1072 1.03 6.988 x 1072 0.99
vto 7.027 x 1072 1.01 3.065 x 1072 0.93 6.988 x 1072 0.99
\ 7.026 x 1072 1.01 3163 x 1072 0.92 6.988 x 1072 0.99
r =1, full H(div)-approximation
Vi1 2614 x 1073 1.96 4.895 x 10~* 2.19 2,614 x 1073 1.96
2 2614 x 1073 1.96 5542 x 1074 213 2614 x 1073 1.96
\a 2614 x 1073 1.96 5226 x 1074 2.17 2614 x 1073 1.96
vt 2,614 x 1073 1.96 7.505 x 1074 2.08 2,614 x 1073 1.96
vt 2,614 x 1073 1.96 7917 x 1074 2.15 2,614 x 1073 1.96
r = 2, full H(div)-approximation
vy? 6.515 x 1075 2.96 8.818 x 107° 3.10 6.515 x 1075 2.96
V)2 6.515 x 107° 2.96 1.887 x 107° 2.92 6.515 x 107° 2.96
vs? 6.515 x 107° 2.96 1526 x 107° 3.03 6.515 x 107° 2.96
vyl 6.515 x 107° 2.96 2.801 x 107° 2.49 6.515 x 107° 2.96
i 6.515 x 107° 2.96 3.010 x 107° 2.67 6.515 x 107° 2.96
r = 3, full H(div)-approximation
vy? 1182 x 107° 3.99 2144 x 1077 3.65 1182 x 107° 3.99
vy~ 1182 x 107° 3.99 3324 x 1077 343 1182 x 107° 3.99
A 1.182 x 107°¢ 3.99 2.933 x 1077 3.50 1.182 x 107¢ 3.99
Ao 1.183 x 107¢ 3.99 1254 x 10°¢ 3.10 1.182 x 107°¢ 3.99
v,? 1.183 x 10°° 3.99 1.547 x 10°° 3.61 1.182 x 10°° 3.99
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Table 7. Errors and convergence rates in L for V,C'rfl.

llp — pall llu — up | IV - (u—up)l
n Error Rate Error Rate Error Rate

r =1, reduced H(div)-approximation

10 1.290 x 1071 1.24 1.775 x 1072 2.29 1.260 x 1071 1.15
14 9.109 x 1072 1.02 9.024 x 1073 1.98 9.001 x 1072 0.98
18 7.039 x 1072 1.01 5.443 x 1073 1.98 6.988 x 1072 0.99
22 5.736 x 1072 1.15 3.630 x 1073 2.28 5.708 x 1072 1.14
r = 2, reduced H(div)-approximation
10 8.635 x 1073 223 5210 x 1074 3.28 8.634 x 1073 223
14 4308 x 1073 2.04 1.841 x 107* 3.04 4308 x 1073 2.03
18 2614 x 1073 1.96 8.850 x 107> 2.87 2614 x 1073 1.96
22 1.715 x 1073 2.37 4772 x 1073 3.47 1.715 x 1073 237
r = 3, reduced H(div)-approximation
10 3.881 x 1074 3.38 2.021 x 1073 4.39 3.881 x 10~* 3.38
14 1.384 x 1074 3.02 5.151 x 10~° 4.00 1.384 x 10~* 3.02
18 6.515 x 107° 2.96 1.911 x 10~° 3.89 6.515 x 107> 2.96
22 3507 x 1072 3.48 8.432 x 1077 4.60 3507 x 1073 3.48
Table 8. Errors and convergence rates in L2 for Vrc’r .
llp — pall la — | IV - (u—up)
n Error Rate Error Rate Error Rate
r =0, full H(div)-approximation
10 1.281 x 107! 1.20 6.389 x 1072 1.54 1.260 x 107! 1.15
14 9.086 x 1072 1.01 3.832 x 1072 1.50 9.001 x 1072 0.98
18 7.028 x 1072 1.01 2951 x 1072 1.03 6.988 x 1072 0.99
22 5731 x 102 1.15 2.145 x 102 1.79 5.708 x 1072 1.14
r =1, full H(div)-approximation
10 8.635 x 1073 223 2.003 x 1073 2.65 8.634 x 1073 223
14 4308 x 1073 2.04 9.076 x 10~* 2.32 4308 x 1073 2.03
18 2614 x 1073 1.96 5226 x 107* 2.17 2614 x 1073 1.96
22 1.715 x 1073 2.37 3.320 x 107* 2.55 1.715 x 1073 2.37
r = 2, full H(div)-approximation
10 3.881 x 10~* 3.38 1.007 x 10~* 3.47 3.881 x 1074 3.38
14 1.384 x 10~* 3.02 3.303 x 1073 3.26 1.384 x 10~* 3.02
18 6.515 x 107> 2.96 1526 x 107° 3.03 6.515 x 107> 2.96
22 3507 x 1075 3.48 7.889 x 107° 3.71 3507 x 1075 3.48
r = 3, full H(div)-approximation
10 1.294 x 107° 4.60 3.537 x 107° 484 1294 x 1075 4.60
14 3270 x 107° 4.03 7.157 x 1077 4.68 3270 x 107° 4.03
18 1.182 x 10° 3.99 2933 x 1077 3.50 1.182 x 10° 3.99
22 5219 x 1077 4.60 1.301 x 1077 457 5219 x 1077 4.60

7. Conclusions

We reviewed the construction of direct serendipity and mixed finite elements on non-
degenerate, planar convex polygons. The direct serendipity finite element spaces are of
the form

DS, (En) = Pr(En) ® ST (En). (55)
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The full and reduced H(div)-approximation mixed finite element spaces are obtained from
a de Rham complex, where the direct serendipity finite elements serve as a precursor. The
mixed spaces are of the form

V)(En) =P} (Ey) ® xPr(En) @ SY(En),

VI I(Ey) = P(En) @ SY(En), 50

where
SY(En) = curl SPS (En). (57)

We presented two approaches to construct the supplemental functions in SP(Ey)
as piecewise polynomials. The first approach divides a polygonal element Ey into sub-
triangles, and constructs the supplements as continuous piecewise polynomials that lie in
H'(Ey). The second approach has a more complicated subdivision of Ey that needs to be
treated carefully. However, it provides a framework for constructing supplements that lie
in HP(Ey) for any p > 1.

The approximation properties of the new finite elements were proved under the regu-
larity assumption of the mesh sequences and some mild restrictions on the construction.

We performed numerical tests on a randomly generated mesh sequence and compared
results for five different ways of constructing the supplemental functions, including the
original construction using smooth but rational functions. The comparison suggested that
it is better to use the piecewise polynomial supplements rather than the rational supple-
ments for higher order r. Although the rational supplements are smooth and so tend to
approximate better, noticeable errors could be seen due to inaccurate numerical integration,
especially on meshes with short edges. Among the new spaces, it was found that the spaces
with supplements based on the center point sub-triangulation (23) performed best.
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Abstract: Microbially induced calcite precipitation is a soil improvement technique in which bacteria
are used to produce calcium carbonate (biocement), precipitated after the hydrolysis of urea by
the urease enzyme present in the microorganisms. This technique is becoming popular, and there
have been several real cases of its use; however, the dosages and reaction times used to attain a
required percentage of biocement mainly stem from previous experimental tests, and calculations
are not performed. Thus, it is fundamental to have more robust tools and the existence of numerical
models able to compute the amount precipitated, such as the one proposed in this paper, can be an
important contribution. A two-phase porous medium model is created to analyse the precipitation
process. The solid phase contains soil particles, bacteria and biocement, while the fluid phase
contains water, urea and other dissolved species. A coupled bio-chemo-hydro-mechanical finite
element formulation is defined, embodying the biochemical reaction, water seepage, the diffusion of
species and soil deformation. The main novelties of this study are as follows: (i) porosity changes are
computed considering the generation of solid mass due to biocement precipitation, and, therefore, soil
permeability is updated during the calculation, with these highly coupled equations being integrated
in time simultaneously and not sequentially; and (ii) the model is calibrated with experimental
tests conceived especially for this purpose. The model is then used to compute the biocement
precipitated in a sand column simulating a real experimental test. The results of the simulations
present a distribution of biocement along the column closer to that observed in the experimental tests,
validating the model.

Keywords: bio-chemo-hydro-mechanical coupled model; microbially induced calcium carbonate
precipitation; finite element analysis; reaction rate

MSC: 65M60

1. Introduction

Biocementation, also referred as microbially induced calcite precipitation (MICP), is
a ground improvement technique that involves the use of microorganisms (particularly
bacteria) to generate calcium carbonate (CaCOj3) predominantly in the form of calcite.
The used microorganisms are usually non-pathogenic and can be found in different types
of soils.

Figure 1 presents a detailed representation of the mechanism of MICP. Basically, a
feeding solution with urea and calcium chloride is added to a medium of urease-producing
bacteria. The urease enzymes hydrolyse urea, producing ammonium (NH; ) and bicarbon-
ate (CO§*) ions, according to the following chemical reaction (1):

CO(NHz) ,q,) +2H20() — 2NHJ () +CO3™ o). )
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Figure 1. Schematic representation of microbially induced calcite precipitation: (a) urease-producing
bacteria and feeding solution with urea and a calcium source; (b) hydrolysis of urea by urease
produces ammonium (NHZ) and bicarbonate (CO%‘) ions; (c) bicarbonate ions react with calcium
ions and calcite precipitates; (d) eventually, bacteria encapsulation occurs when the bacteria are
trapped by precipitated calcite crystals.

Calcium chloride is usually supplied in the feeding solution as a calcium source, which
dissolves into calcium (Ca?*) and chloride ions. The bacteria cells serve as a nucleation site
for calcium ions which react with the bicarbonate ions, resulting from the urea hydroly-
sis, precipitating solid calcium carbonate (CaCO3), according to the following chemical
reaction (2):

Ca2+(aq.) + cog— (aq) CaCOs35), (2)

This calcium carbonate, usually referred to as calcite, may lead to bacteria encapsula-
tion when it accumulates, forming an envelope and trapping bacteria.

The precipitated CaCOj3 clogs the pores and bonds soil grains, thus decreasing soil
permeability and increasing its stiffness and strength [1-3], sealing rock fractures [4] and
increasing its resistance to erosive processes [5-8]. However, in the case of large-scale field
applications, one of the main limitations of this technique is to achieve a homogenous
biocement distribution in the treated volume [1,9,10].

Treatment dosages, the number of injections and the reaction time to attain a required
percentage of calcium carbonate are determined through experimental tests performed
in the laboratory before the field work is carried out. However, it is fundamental to have
more robust tools. Numerical models able to compute the amount precipitated, such as
the one proposed in this paper, would be an important contribution. The majority of
the works concerning the numerical modelling of biocementation in soils are reactive
transport models (e.g., [11-16]), which only focus on the fluid transport along the porous
matrix by modelling water flow, chemical species transport and reactions related to MICP
processes. There are also a few hydro-mechanical models (e.g., [17,18]) that consider soil as
a deformable medium.

This research presents a chemo-hydro-mechanical coupled finite element model to
predict precipitated calcite content in soils during biocementation and subsequent changes
in the hydro-mechanical properties of this porous medium. The main purpose of this model
is to be able to predict the amount of precipitated biocement for a given treatment protocol,
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i.e., by knowing the dosages of urea and calcium and the duration of the treatment. This
new bio-chemo-hydro-mechanical model has some differences to the above-mentioned
ones, listed as follows:

(i) The model considers soil grains and attached bacteria as a single species in the solid
phase for the sake of simplicity. In this way, it is assumed that the attached bacteria
are already homogeneously distributed in the solid matrix, and no bacterial injections
are simulated;

(ii) The species present are solid grains with attached bacteria, solid calcite, water, urea,
ammonium, calcium and chloride ions;

(iii) All the couplings are integrated in the formulation. Moreover, for the usual hydro-
mechanical coupled behaviour in saturated soils, in which the deformation caused by
mechanical actions affects the water flow (consolidation) or changes in water pore
pressure affect the effective stresses, biochemical coupling is introduced. The chemical
reactions result in the precipitation of solid calcium carbonate (referred to as calcite
from now on) in the pores, reducing the soil porosity. At every time step, permeability
changes are calculated as a function of the new porosity values (the pore-clogging
effect), which may affect the flow velocity. The elastic stiffness of the medium is
considered to be constant at this stage but could be updated to consider the presence
of calcite forming bonds between the soil particles.

The most important novelty of the presented model is that the biochemical reaction
rate parameters are calibrated experimentally with small-scale sand column tests.

Moreover, and contrary to other numerical techniques proposed in the literature, the
highly coupled equations of the model, which considers porosity and permeability changes
due to biocement precipitation, are simultaneously and not sequentially integrated in time.

2. Model Formulation

The formulation developed encompasses the hydro-geologic point of view (e.g., [11,12,14]),
which only addresses diffusion couplings that involve water seepage and water advective
diffusion/dispersion of ionic species, and the geo-mechanical point of view (e.g., [17,18]), which
addresses hydro-mechanical couplings and accounts for soil deformation.

A two-phase saturated porous medium is considered, in which each phase is composed
of several species, as presented by the schematic pore-scale representation in Figure 2. The
solid phase (S) contains soil particles with attached bacteria, homogeneously distributed
in the whole medium and jointly denoted by the symbol (s) as well as calcite, denoted by
the symbol, (c). It is assumed that calcite is the only calcium carbonate morphotype that is
considered as a resulting product of the ureolysis-induced calcium carbonate precipitation
process. The fluid phase (W) contains water (w), urea (u), calcium (Ca), chloride (CI) and
ammonium (a) ions.

The main hypotheses of this model follow the strongly interacting model by Bataille
and Kestin [19]:

i Mass balance is required for each species;
ii ~ Momentum balance is required for the porous medium as a whole;
iii ~ Species in the fluid phase are endowed with their own velocities; the velocity of the

species in the solid phase is equal to the velocity of the phase (vis = vs, k € S);

iv. The urea hydrolysis reaction, as shown in Equation (1), produces bicarbonate and
ammonium ions;
v Calcium and bicarbonate ions in the fluid phase precipitate, forming calcite in the

solid phase, according to Equation (2);

vi  As asimplification, the reactions in iv. and v. have the same rate. Therefore, the mass
of bicarbonate formed in the hydrolysis of urea immediately precipitates when the
calcite is formed, and bicarbonate ions are not a part of the model.
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lonic species (urea, ammonium,
calcium and chloride)

Attached bacteria

Figure 2. Pore-scale representation of main species of the model.

During the formulation, several mass and volume quantities (defined in Table 1)
are used. The current volume, mass and number of moles of the species k in phase K
are denoted by Vig, Myx and Ny, respectively. The molar mass, the molar volume and
the intrinsic density of the species k are denoted by m]((M), v,({M) and py, respectively. The
initial volume of the porous medium is denoted by Vp, and the current solid, fluid and
total volumes are denoted by Vs, Viy and V, respectively. Several other quantities may be
defined for species k in phase K, like the volume fraction (1xx ), the volume content (vix),

the mass content (1), the molar concentration (cxw) and the apparent density (pkK>.

Summing the contributions of the species, it is also possible to define the volume fraction
(or porosity) of the fluid phase (ny), the volume content of the fluid phase (vw) and the
volume content of the solid phase (vs).

Table 1. Definition of several mass and volume quantities. The suffix kK is used in this research as a
designation for the species k in phase K.

Quantity (Unit) Definition
Current volume of solid phase—Vs (m3) Vs=1Y Vig
keS
Current volume of fluid phase—Vy (m®) Vw= Y Viw
keW
Current total volume—V (m?) V =Vs+ Vi
Volume fraction of the species—;g g = Vix/V
Volume content—uy g vk = ik / Vo
Mass content—myg (kg m~3) mrx = M/ Vo
Molar concentration—cgyy (mol m—3) aw = New/ Vi
Intrinsic density of the species k—pj (kg m3) ok = ml((M) / U}(CM) = Mix/ Vi
Apparent density of the species—p K (kg m %) K = My /V = mpxpx
Volume fraction (porosity) of the fluid phase—nyy; nw = Y. Mw
keW
Volume content of the fluid phase—ovwy oW = Y, Ukw
keW
Volume content of the solid phase—uvg s = ). Uis.
kes
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2.1. Mass Balance of Species k in Phase K

The species mass balance can be written, in the current configuration, as presented by

Loret and Simoes in [20,21]:

dk kK ) .

S+ o div v = g ©)

dt

where d*( ) /dt is the total time derivative as seen by an observer moving with the particles
of species k, vix is the velocity of species k in phase K and pK is the rate of the mass of
the species per unit of volume that is created or lost during the chemical reactions. Upon
linearization, the mass balance equation in the reference configuration is as follows (see
Equation (A4) in Appendix A):

dUkK . o ﬁikK
a +div Jix = or 4)

where Jix = ngg (Vi — vs) is the flux of the species through the solid skeleton and 1ikK
is the rate of the mass of the species per unit of volume that is created or lost during the
chemical reactions, in the reference configuration.

By adding the contribution of all species k € W and all species k € S, we obtain the
following global equation of mass balance (see Equation (A10) in Appendix A):

] ) mkW mkS
div vg + div Jiyy = Zkew ? + Zkes H 5)

where Jyy = Yrew Jiw represents the flux of water.
In the case of a species k € W, the diffusive flux is defined as follows:

03
Tiw = mow (Viw — Vaew) = Jiw — —Jow 6)
nww

Therefore, the mass balance in Equation (4) for a species in the fluid phase can be
rewritten as follows:

> IW kW
() dexw . M)y (M) e\ et ”
w0y T ivog +op e Verw + awoy <Zlew o ) o 0, (@
where o = =Y jcw (Ikl - ckwv,((M))]‘liw, and I is the identity matrix.
On the other hand, for calcite, Equation (4) simply results in the following:
dm .
5 = ®)

In the reaction of urea hydrolysis, one mole of urea is consumed when two moles of
ammonium are formed at the rate r;. Therefore, using the notation by van Wijngaarden
et al. [11], the rate of the mass change of the species involved in this reaction is defined

as follows: W
mu
o= o ©)
u
~aW
mp = ZUgM)nwrl (10)
a

146



Mathematics 2024, 12, 3267

In the reaction of calcite precipitation, one mole of Ca?* is consumed when one mole
of calcite is formed at the rate rp. Therefore, the rate of the mass change of the species
involved in this reaction is as follows:

S
n; = UEM)V[WTQ (11)
C
~CaW
m M
7PC11 = —véa )nwrz (12)

The efficiency of the reactions of urea hydrolysis and calcium carbonate precipitation
depends on several factors, such as temperature and pH [11], bacterial activity and the
mineralogy of the clay particles in the soil [22]. Encapsulation by calcium carbonate crystals
can also occur, creating a diffusion barrier around the bacteria. In addition, aerobic bacteria
injected into an anaerobic soil may eventually die due to the lack of oxygenation [11]. All
these factors can reduce the efficiency of the reaction.

Regarding the reaction of urea hydrolysis, the Michaelis-Menten kinetics mathematical
model is usually used to define the reaction rate. Although some authors (e.g., [12]) defined
different velocities for the reactions of urea hydrolysis and calcite precipitation, in this
work, the two reactions have the same rate (as in [11]):

t

rH=7ry=r= UmaxKC_T—iV\éWe( fmax) (13)
m u

where vay, Kiy and t,,5 are constants to be obtained. Since the bacteria distribution is
assumed to be homogeneous, parameter v,,,y is constant, and, therefore, Equation (13)
presents an exponential time decay for the reaction rate, where t,,, is related to the lifespan
or the activity of the bacteria.

Due to the simplification adopted in Equation (13), even though bicarbonate ions are
involved in the reactions, their mass balance is not a part of the model since it is considered
that the mass of the bicarbonate that is formed immediately precipitates when the calcite
is formed.

2.2. Momentum Balance of the Species

The global equation for the conservation of linear momentum is as follows:
divo+pg =10 (14)

where o is the total stress tensor, which for soils, according to Terzaghi’s principle, is
defined as follows:
o =0 —pyl (15)

where o’ is the effective stress tensor, py is the pore-water pressure (the negative sign
is introduced as it is a general convention to consider the tensile components of stress
as positive [23]), I is the identity matrix, g is the gravity acceleration (9.8 m/s?) and
P = Ykews .

Assuming a linear elastic behaviour, the effective stress tensor is related to the defor-
mation tensor &€ by Hooke’s law as follows:

o =E:¢ (16)

where E is the fourth-rank elasticity tensor, and the colon denotes the double dot product.
In the 1-D case, only one material constant, the Young’s modulus E, is needed.
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2.3. Diffusion Equation for the lonic Species (Fick’s Law)

The diffusive/dispersive flux of the ionic species is related to the concentration gradi-
ents according to Fick’s law as follows:

Jiw = —o™n D Ve (17)

where D is the matrix of the diffusion constants. In the 1-D case, the diffusive/dispersive
flux has the following form [11]:

M
Jiw = oM n ot |[vew|| Verw (18)

where o is the longitudinal diffusion coefficient, which is assumed to be constant for all
the ionic species.

2.4. Flow Equation for the Fluid Phase (Darcy’s Law)
It is assumed that the water flow in the porous medium is governed by Darcy’s law

as follows: w
T =~k (Vpw - £5), (19)

nw

where k is the water permeability tensor (an isotropic medium is assumed) and p"V =
Y kew pkW. Particularly for the 1-D case, the following can be written:

W
[ (d"M + ”) (20)

dx Nw

where ky = k;/pwg is the longitudinal permeability obtained in m3skg™!, and k;, is the
hydraulic conductivity, related to the porosity n,, (see Equation (A14) in Appendix B for its
update) according to the Kozeny—Carman equation as follows:

B 3
ky = kh(l(ivi\’llz/\/)z' 1)

3. Finite Element Formulation
3.1. The Semi-Discrete Field Equations

The 1-D finite element formulation of the problem in its weak form is obtained by
multiplying the equations of the global momentum balance (14), global mass balance (5),
aqueous species mass balance (7) and calcium carbonate mass balance (8) by the fields of
the virtual displacement (#*), water pressure (p*), concentration (c*) and mass per unit of
volume (m*), respectively. Their integration over the element volume () using the Gauss
theorem results in the following:

/ Vu*:O'dV—/ pu*~ng:/ u"-o-ndS (22)
Q Q Q)

® 4. * % kW ~kS
Jop divvsdV — [ Vp™J,dV — f*Q p (Zkew %5 + Lkes ";—k)dV 23)
= —Joa P TwndS

Jo ¢ nw dfftw v,(CM)dV+fQ c (Zlew 'ﬁ#)ckwvlgM) — m’%} dV + [, Ve oqdV+ 24)
Ja c*]w~VckakM)dV = [50 ¢ &-ndS, k =u,a,Ca,Cl
/Q m*(d;”tcs _ mfs) dv =0 (25)
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where 9() is the element surface, and n is its unit normal vector.

The seven primary unknown fields (the solid displacements, water pressure, concen-
trations of the ionic fluid species—namely urea, ammonium, calcium and chloride—and
the calcite mass per unit of volume) are approximated inside each bar finite element (e) by
using a linear combination of shape functions (Ny, Np,,, Nc and Nj.) and nodal values
(U©), Py, Cry ) and M (©)):

ul® = NU-U(") (26)

pw'© = Np,, Py © @7)

aw'® = Ne-Cew'®, k = u,a,Ca, Cl (28)
mcs(f) - NMC.MC(G) (29)

The same approximations are made for the virtual fields. Quadratic interpolation is
employed for solid displacements (three nodes per element), and linear interpolation is
employed for the other primary unknowns (two nodes per element).

By substituting the virtual fields” approximation into (22)—(25), we obtain the following
element first-order semi-discrete equation:

F = F¢), (30)

int
where the element external forces vector is as follows:

L0 N{o-ndS
— J5a Np, Jy,-ndS
L0 N& o, -ndS
Fio) = 0 (31)
fan NE OCCa~ndS
J50 N&ondS
0

. ~ kW M M d . kW kS
and, since Y jew ’”pk = ( ( ) —i-ZZJ( ) véa))ﬁ 7S and Ypew B o T Zkes =

(701(11\4) + ngM) — U(CZZI) + UEM)) ﬁ dgfs , the element internal forces vector is as follows:
mC

JaBLodV — [ NjpgdV

Jo Np,, div osdV — fQ VNp, JdV

_ (701(1M) n 20§M> _ ( ) + Uc ) jQ N;w dg’fs av

[y NEny 9 oM ay 4 [ VNEedV + [, NET,, - Veawol ! dv
+Jo NEoy ™ [euw (b )+Zv( L >$+1] L A qy

" fQNCan;}VAV o Mav + fQVNCaadV+Mf NLJ,, VeawolMdv
F = I e (o0 2o o2 2y s

Ja Niny dcg?w U(CIZI)CIV + [ VNE e, dV + Ja Ngj]w'VCCaWUgZI)dV
M M M M )
AT AR a e ok

Joy N o vgfhv + Jo MVNEocC}\Z:lV + jg NtT:]w'YCCIWff(cAf) av
o N e (o 200 — o) g v

JoNE (% = mM ) av
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From the element internal force vector, the element tangent stiffness and tangent diffu-
sion matrices may be retrieved as K(¢) = dFl(EZ /dX(® and C®) = dFl(it) /dV(®), where X(®) is
the unknown vector containing the nodal primary variables (displacements, water pressure,

concentrations of ionic species and calcite mass content)
as follows:

X =[U@ P cav® Cw® Cew Caw® M ] (33)
and V() = X7,

The Gaussian quadrature rule is applied to obtain the components of the internal
forces vector (32), as well as the components of the stiffness and diffusion matrices. Due
to the presence of highly nonlinear terms in this vector and in these matrices, the number
of integration points per element is two, for all vectors and matrices, despite quadratic
interpolation being used for the displacements and linear interpolation being used for the
remaining primary variables. A list with the formulas of additional dependent variables is
presented in Appendix B, while the block structure of the element diffusion and stiffness
matrices can be found in Appendix C.

In this 1-D formulation, essential boundary conditions may be imposed at the top
and the bottom of the soil column to specify the values of the primary variables: the
displacements, water pressure or ionic concentrations. Natural boundary conditions may
be imposed at the top and at the bottom of the soil column to specify forces per unit of area,
the water flux or the diffusive fluxes of the urea, calcium and chloride ionic species (see
(31)). On the other hand, the extension of this formulation to 2-D or 3-D biocementation
problems is straightforward.

3.2. Time Integration

The formulated semi-discrete equations are integrated in time. A midpoint scheme
is employed for the integration, signifying that, for each increment, the equations are
evaluated at time t,, 1 = t;, + aAt, with « = 0.5 and At = t,; ;1 — ty.

Since the internal forces are a non-linear function of the nodal primary unknowns,
within each step, several iterations are performed until the system’s convergence is reached,
that is, the residual global force R is zero:

Rptoa = F%ﬁcx - Fjdn—ot—oc = (34)
where Ft is the global vector of external forces, dependent on the nodal “loads” S, while
the global vector of internal forces depends on X and V. The quantities A = S,X,V,
evaluated at time t, 1 are defined as A+« = (1 — @)A; + xA, 1.

The Newton-Raphson method is applied, with the previous linearization of the
equations around an approximation of the solution through the development of the internal
forces vector in Taylor series neglecting the higher-order terms, requiring the residual vector
at the next iteration to be zero:

. o(Cs(—l

Ri+1 — et _ Fint ~ Ri n+ocAV =0, (35)

n+o n+o n+o — Mt
where C' = C + aAtK is the effective tangent diffusion matrix. Equation (35) is solved in
order to obtain the increment of velocity AV that is used to update V and X, according to
the following:
; 0
{forl—O VO =V X0 =X+ (1-a)At, 6

fori>1 Vi =Viiliav, X=X, +aAtvi .
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While the choice of the steps” number used in the incremental process may be variable
and free, the number of iterations within each step depends on a predefined criterion
of convergence. As the iteration process progresses, returning in each iteration AV that
is used to update the velocity vector, the convergence of the process is achieved when
the residual, and consequently AV, vanish. Thus, the proposed convergence criterion is
as follows:

I8VIC 1o @)
JR— 0 — 7
2V

where HWHI is the norm of a nondimensional AV vector at step n and iteration i, and TOL
is the tolerance, which is a very small number.

The nondimensionalisation of AV is required since both X and V encompass nodal
values with different physical dimensions and orders of magnitude (e.g., displacements,
water pressure, concentrations of ionic species and the mass content of calcite). Conse-
quently, the positions related to the displacement variables in the computed AV vectors,
are divided by the corresponding maximum value occurring at the initial (0) iteration. The
same is done for the positions in AV related to the water pressure, to the concentrations of
the ionic species and to the calcite mass content:

| (5V), - o

When this is performed, the same tolerance TOL may be used for all variables.

4. Experimental Procedure and Results
4.1. Soil

A uniform grading-size commercial river sand named APAS 30 was used in the
experimental tests. This soil is composed of fine-sized quartz grains with a specific gravity
Gs ~ 2.6. The samples were prepared, aiming for a bulk density around 1.50 ~ 1.52g/cm?,
which corresponds to an initial void ratio of ¢g ~ 0.71 and an initial porosity (nwy) of 41.5%.

4.2. Bacteria and Feeding Solution

Sporosarcina pasteurii are the bacteria selected for this study. This type of bacteria is
commonly found in nature and is harmless to humans. Bacteria were supplied by the
American Type Culture Collection (ATCC) entity and were lyophilized upon receipt. The
growing process of Sporosarcina pasteurii was carried out until reaching a concentration of
~ 108 bacteria/mL. More detailed explanation on bacteria growing stages and process is
presented in [3].

To produce calcium carbonate, a feeding solution had to be prepared with the nutrients
that are necessary to supply to the bacteria. This solution was prepared with 0.5 M of urea
and 0.5 M of calcium chloride (CaCl,).

4.3. Experimental Treatment Procedure

In each experimental test, a solution with the concentration of approximately
~ 10® bacteria/mL was initially added to the sand, in order to saturate the soil (Fig-
ure 3a). The sand column tests were then carried out in small-scale specimens inside
syringes with 2 cm diameter and 20 mL capacity (Figure 3b). A draining layer, composed
of a geotextile and filter paper, was placed at the bottom of the syringe, followed by a layer-
by-layer compaction of the sand previously saturated with bacteria. The sand column, with
an assumed homogeneous distribution of bacteria, had a final height of 6 cm (Figure 3c).

The sand column tests started by irrigating 15.7 mL (the equivalent to two void
volumes) of feeding solution on the top of the syringe. The upper part of the syringe was
filled with feeding solution, while a downward fluid flow was established by opening the
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bottom of the syringe (Figure 3d). The application of feeding solution took 60 s. The exit at
the bottom of the syringe was closed when the fluid on the top of the soil column achieved
a constant height of 2 cm (Figure 3e), stopping fluid flow through the soil. In this manner,
it was possible to investigate the precipitation of biocement with time and depth caused by
diffusion of calcium and urea, assuming the bacteria would be immobile because they were
attached to the soil particles. Several cases were investigated varying the time the treatment
fluid was immobile at the top of the sand column, with some duplicates for estimating the
experimental error, as summarized in Table 2.

(a)

soil saturated
APAS 30 sand solution with

with bacteria
~108 bacteria/ mL ﬁ ] .

R 2

— . .
Z feeding solution
el
=
— sand column W
—=
= —— draining layer —

O

Figure 3. Representative scheme of the 1-D sand column tests: (a) dry soil is previously saturated
with bacterial solution; (b) 20 mL syringe used as a mould; (c) soil saturated with bacterial solution
is compacted inside the syringe; (d) feeding solution is applied from above for 60 s, generating
downward flow; (e) the bottom exit of the syringe is closed after 60 s and a 2 cm layer of feeding
solution remains on top.

2cm

Table 2. Summary of the sand column tests performed.

Duration of Treatment Quantity of Tests Performed

1h 4
2h
3h
5h
12h
24h

W W Wk W

For each case, at the end of the treatment, 7.85 mL (one void volume) of distilled
water was applied at the top of the column to wash away the feeding solution. The soil
column was then removed from the syringe and divided in three approximately equal-sized
fractions (top, middle and bottom of the specimen), which were subjected to dissolution
tests in hydrochloric acid to measure the calcium carbonate content and its distribution
along the height of the column.
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The CaCOj3 content was determined through acid leaching tests performed in each
fraction. Prior to the leaching tests, each fraction was dried in oven for 24 h at 105 °C to
determine the mass of solids (M;). Then, the fraction was washed with hydrochloric acid
(0.5 M), which dissolved the calcium carbonate. The occurrence of the reaction was verified
by gas liberation and pH measurements. After that, the sample was washed with distilled
water, filtered and dried again in the oven at 105 °C for 24 h to measure the final mass (M>).
The percentage of calcium carbonate content (%cc) was then calculated as follows:

%cc = (My — My) /M, 39)

while the calcium carbonate mass content (referred to as calcite content, m.) of each fraction
was calculated as follows:

mes = (M} — M)/ (VMi/Y M), (40)

where i refers to the bottom, middle and top fractions, respectively, and V is the total
volume of the specimen.

4.4. Experimental Results

The percentages of calcium carbonate content, %cc, measured in all tests are presented
in Table 3 (including average values for each soil column) considering the period of
time that the treatment fluid was kept immobilized at the top of the columns (duration
of treatment).

Table 3. Calcium carbonate content obtained from leaching tests.

Average %cc Measured in
Each Column

0.92
091

1 0.84
0.78
0.76
0.65

2 0.94 0.74
0.65
0.62
0.74

3 0.68
0.72
0.64
0.79

5 0.49 0.69
0.78

0.84

Duration of Treatment (h) %cc (Average)

12 0.67 0.75
0.75

0.95

24 0.69 0.83
0.84

Despite some small variations, the precipitation of calcium carbonate remained practi-
cally constant after 1 h of treatment, probably because bacterial encapsulation had occurred.

153



Mathematics 2024, 12, 3267

Since treatment was conducted under no-flow conditions after the first 60 s, the transport
of ionic species after that time was restricted to purely diffusive flow, which occurred at
very low velocities. This could also have reduced feeding fluid circulation and caused the
accumulation of chemical compounds in the pores, therefore creating difficulties for the
survival of bacteria [3]. On the other hand, the decrease in calcite content that sometimes
was observed after 1 h of treatment could be attributed to the dissolution of irregularly
shaped and less stable CaCO3; minerals [24].

The first observation is in line with the findings of other authors. For example, Cuth-
bert et al. [25] evaluated the effects of high initial concentrations of feeding solution (0.5 M,
the same concentration applied in this study) on calcite formation. They found precipitation
of large calcium carbonate crystals immediately after the treatment due to higher ureolysis
rate at that stage. According to the authors, these large calcium carbonate crystals that
were attached to the bacteria blocked further access of the feeding solution. Xiao et al. [24]
also studied the distribution of calcite in microchannels with different concentrations of the
feeding solution. For larger concentrations, they observed a fast precipitation of calcium
carbonate crystals without further development along the remaining treatment time. They
explained this stabilization by the early encapsulation of bacteria. This type of behaviour
can be mathematically described by Equation (23) for the ureolysis reaction, and therefore,
experimental data could be used to calibrate the parameters in this equation. Because the
amounts measured were stable after 1 h of treatment, the data found in these tests were
used as reference.

Figure 4 presents the average values of the mass of calcite per unit of volume pre-
cipitated after 1 h of treatment, at the top, middle and bottom fractions. In general, more
precipitated calcite was formed at the top, while less calcite mass per unit volume was
formed at the bottom. This same distribution was observed in other experimental sand
column studies ([26,27]) and could be explained by pore clogging of the upper fraction,
occurring after the injection of the feeding solution.

6
-4 - 1h (average)
o Experimental data
° Top - ° ,‘)

IS

Middle oD

Specimen elevation (cm)
w

N

1 || Bottom dioo

0.00 5.00 10.00 15.00 20.00
m, (kg/m3)

Figure 4. Calcite mass per unit volume distribution for the samples with 1 h of treatment.
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5. Numerical Simulations
5.1. Model Parameters

The model was used to simulate the experiments; basically, a 1-D behaviour was
observed in the soil columns. The adopted constants are presented in Table 4. The reaction
rate parameters (Vyax, Kin, tmax ) and the diffusion constant (x; ) were calibrated to better fit
the calcite mass values measured experimentally after 1 h of treatment. This calibration
process will be explained later in Section 5.3.

Table 4. Values of the constants used in the simulation.

Constant Value

Soil constants

Specific gravity (Gg = ps/ pw) 2.60
Young’s modulus (E) 50 x 10° kPa
Hydraulic conductivity parameter (kj, ) 35x10°m/s
Initial porosity (1wo) 0.415
Chemical constants
Calcite molar mass (mEM)) 100.1 x 1073 kg/mol
Calcite molar volume (véM)) 36.9 x 107 m3/mol
Urea molar mass (ml(lM)) 60.1 x 1073 kg/mol
Urea molar volume (UEIM)) 45.4 x 107 m3/mol
Ammonium molar mass (mgM)) 18.0 x 1073 kg/mol
Ammonium molar volume (ng)) 20.0 x 107° m3/mol
Calcium molar mass (m(C]ZI)) 40.1 x 1073 kg/mol
Calcium molar volume (v(CIZI)) 1.75 x 107 m3/mol
Chloride molar mass (m(clid)) 35.5 x 1073 kg/mol
Chloride molar volume (v(clid)) 15.42 x 107 m3/mol
Longitudinal diffusion constant (o) 0.02m

Reaction rate parameters

Umax 2 mol/(mas)
K 125 mol/m3
tmax 260 s

Bar (1-D) finite elements were employed with quadratic interpolation for the solid
displacements (with three nodes per element) and linear interpolation for the other primary
unknowns (with two nodes per element). Several simulations were performed varying the
sizes of the elements, the time steps and tolerance values, until the convergence of the results
was found. In Table 5, the percentage of total calcium carbonate obtained in the numerical
simulations after 1 h of treatment is shown as a function of the mesh refinement and
integration time step. The chosen model had a total of 60 elements, comprising 121 nodes
and 487 global degrees of freedom. A constant time step of 0.01 s and a 0.001 tolerance
were used in the time integration.

Table 5. Convergence study: percentage of total calcium carbonate obtained in numerical simulations
after 1 h of treatment, as a function of mesh refinement and integration time step.

Number of Elements Time Step
0.05s 0.01s 0.005 s 0.001s
30 0.75208% 0.75225% 0.75229% 0.75225%
60 0.75205% 0.75221% 0.75222% 0.75222%
90 0.75205% 0.75221% 0.75222% 0.75222%
120 0.75204% 0.75221% 0.75222% 0.75222%
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5.2. Initial and Boundary Conditions

For the calculation, it was assumed that the soil column was saturated with a homoge-
neous bacteria distribution for the studied depth, without the presence of urea, calcium,
chloride or calcite. Two time stages were considered, as described in Figure 5. The first one
(for t < 60 s) corresponded to the initial addition of the feeding solution by establishing
a constant fluid flow through the column. In the second one (for t > 60 s), the fluid flow
was stopped and the treatment progressed by diffusion over different periods of time. The
boundary conditions corresponding to both stages are also presented in Figure 5:

e  Concerning the mechanical model, the bottom boundary was restrained, and therefore,
all the displacements were null during the entire calculation;

e  Concerning the hydraulic model, the flow is free during the first 60 s at the bottom
boundary, and the pore pressures remained constant at the top boundary after that;

e  Concerning the biochemical model, at the top boundary, during the first 60 s when
the feeding solution was applied, there was a sudden increase in the concentration of
urea and calcium from 0 to 0.5 M and in the concentration of chloride from 0 to 1 M;
these concentrations remained constant until the end of the analysis. These values
were set to mimic the application of the feeding solution in the experimental tests, in
which the fluid flow applied at the top of the columns was equal to 0.2 mm/s during
the first 60 s of the analysis and in which a layer of feeding solution remained, with a
constant height and constant concentration, at the top of the syringe until the end of
the analysis.

(a)t<60s (b)t>60s (c) Boundary conditions on top
. " Cuw = Ccl‘“;’: 0.5 M; *Cyw = Ccaw = 0.5 M; 0.2 mm/s ‘———]”_
b — . .
Caw *Caw =1M . Ccw
} :
Cuw) Ccaw
05M
= * nodisplacements; -+~ * no displacements;
+ free water flow. () M « pnoflow: X t=60 s
Elapsed time t (s)

Figure 5. Boundary conditions of the bio-chemo-hydro-mechanical model: (a) boundary conditions
for t < 60 s; (b) boundary conditions for t > 60 s; (c) detail of the top boundary conditions.

5.3. Calibration of the Reaction Rate Parameters and of the Diffusion Constant

The calibration of the reaction rate parameters in (13) and of the diffusion constant in
(18) was performed after several numerical simulations, carried out with values varying
among 1~10 mol/ (m3s) for the maximum reaction velocity (Vax), 100~300 mol/ m?3 for the
half-saturation constant (K,;,), 200~3600 s for £, and 0.01~0.2 m for the diffusion constant
(o). The values presented in Table 4 were the ones that fitted the calcite mass values
measured experimentally for treatments lasting 1 h (3600 s) better.

In Figure 6a, it may be seen that the numerical profile of the mass of calcite per unit
of volume obtained with the calibrated parameters presented in Table 4 fits the minimal
and maximal experimental values for the top and bottom fractions, with both experimental
and numerical values presenting the same distribution trend. Moreover, it may be seen in
Figure 6b that, for the calibrated parameters, the reactions stopped around t = 1200 s.
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5.4. Results and Discussion

Figure 7 presents the profiles along the column height of the chemical species involved
in the biochemical reactions (cuw, ccaw, ccrw, caw) computed at different time instants. It
may be observed in Figure 7a—c that, as expected, the concentrations of urea, calcium
and chloride ions remained constant at the top boundary because this was the point of
application of the feeding solution. Along the sand column, it can be confirmed that the
concentrations of urea (Figure 7a) and calcium (Figure 7b) decreased at the same rate with
time, which is expected because urea and calcium are consumed in the reactions. The
concentrations along the column of chloride ions increased only during the first 60 s, while
the feeding solution was added, and then remained constant because these ions do not
participate in the MICP process (Figure 7c).

The progression of the biochemical reaction was identified by the reduction in the
concentrations of urea and calcium, and consequently by the increase in the ammonium
concentrations (Figure 7d). Accordingly, there was an increase in the mass of calcite per
unit volume with time (Figure 8a), which was always more noticeable at the top of the sand
column. This calcite distribution trend is confirmed by other authors for similar boundary
conditions ([11,27]). The ammonium concentrations and calcite mass remained constant
after 1200 s because then the reaction rate became practically zero (see Figure 6b). The
precipitation of solid calcite into the voids reduced the soil porosity, which is confirmed in

Figure 8b.
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Figure 6. (a) Profile of mass of calcite per unit volume after 1 h of treatment, comparing experimental
data and numerical simulation results; and (b) profile of the evolution of the reaction rate with time.
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Figure 7. Time evolution of the profiles along the soil column of (a) urea concentration, (b) calcium
concentration, (c) chloride concentration and (d) ammonium concentration.
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Figure 8. Time evolution of the profiles along the soil column of (a) mass of precipitated calcite per
unit of volume, and (b) porosity.

The evolution with the time of fluid flow is presented in Figure 9a. During the first
60 s of the simulation, the fluid flow was practically constant along the specimen and equal
to the flow applied at the top of the column; when the bottom exit was closed, the flow
was reduced to zero. The evolution with time of the pore-water pressure is presented in
Figure 9b. The water pressure profile started as hydrostatic before applying the boundary
condition, and then it increased at the top of the column, creating a constant hydraulic
gradient in the first 60 s. Then it became hydrostatic again, once the flow at the bottom
was interrupted and the feeding solution accumulated above the soil column, becoming
equal to the weight of the liquid column above this horizontal section. Due to the hydro-
mechanical coupled behaviour, this slight pore pressure increment implies a reduction in
effective stresses, and for this reason, very small swelling deformations (about 0.0067%)
were computed (Figure 9¢c). The observed very small deformations justify the linear elastic
effective stress—strain relationship that was assumed in this work.

Finally, Figure 10 presents a comparison between numerical and experimental values
of the total calcium carbonate content for all tested columns and all treatment durations.
The experimental average results are represented together with the minimal and maximal
experimental values (see Table 3). The numerical simulation curve presents a constant
value that intercepts all the experimental data range, therefore validating the model. The
numerical values shown in Figure 10 are independent of the treatment duration because,
according to Figure 6b, the reactions stopped around ¢ = 1200 s. This can be explained by
bacteria encapsulation, as already discussed ([24,25]). The reduction in calcite content that
is sometimes observed in the experimental values in Figure 10 could possibly be attributed
to the dissolution of irregular-shaped and less stable CaCOj3; polymorphs ([24]).
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Figure 9. Time evolution of the profiles along the soil column of (a) water flux, (b) pore-water
pressure and (c) vertical deformation.
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Figure 10. Validation of the numerical model showing that the results of the simulations intercept
the entire experimental data range.

6. Conclusions

A finite element numerical model to perform a coupled biochemical-hydro-mechanical
analysis was developed for the simulation of the biocementation process in a sand column.
This was intended to be a tool to compute the amount of biocement precipitated for a given
set of treatment dosages and hydraulic and mechanical boundary conditions. With the
hydraulic model, it was possible to simulate the transport by conduction and diffusion of
the ions, with the hydro-mechanical coupled model being related to changes in the soil’s
effective stresses. The precipitation of solid mass (calcite, i.e., the biocement) determined
porosity changes, affecting permeability (bio-chemo-hydraulic coupling). The model is
prepared to be modified to include this pore-clogging effect into stiffness and strength
(bio-chemo-mechanical coupling).

The parameters of the model were calibrated with the results of experimental small-
scale sand column tests, in which the biocementation treatment had a duration of 1 h. The
distribution of calcite obtained in the numerical simulations, with a noticeable concentration
at the column’s top, was in good agreement with the experimental results for all the other
tested treatment periods, therefore validating the model.

The reaction rate parameters determine the biochemical reaction and are of paramount
importance in this analysis. Nevertheless, the imposed boundary conditions dictated a
single application of the feeding solution and established a no-flow condition after the first
60 s of the treatment. This possibly limited the circulation of ionic specimens and lowered
the bacterial activity, which explained the constancy of the calcite content value obtained
for several treatment durations.

Finally, the approach adopted in this study can be used for other applications. Other
bio-chemical reactions can be simulated if the chemical species and stoichiometric calcula-
tions are adapted for the specific case at hand, as well as the bacterial activity parameters.
For example, it may be possible to simulate methane formation by methanogenic bacteria
or corrosion by iron-oxidizing bacteria.
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Appendix A Mass Balance Equations

k
Since different species move with different velocities, the total derivative d—p in (3)
relates with the total derivative following the solid species particles ? which will be

t 4
defined simply as %(t), as shown by the following:

k
TV = U 90 (v~ vs), (A1)

where V() is the nabla operator. Substituting (A1) in (3), we obtain the following;:

| e div My = p A

a tr ivvg +divMyg = p (A2)
where Mg = oK (vix — vs) is the flux of mass of species k through the solid skeleton.
Multiplying (A2) by det F = V/V} (where F is the strain gradient tensor) and using the
fact that d(det F) /dt = det F div vg, we obtain the following mass balance equation in the
reference configuration:

d’g;‘K + detF div Mg = kK (A3)
where K = pFKdetF. Dividing (A3) by the intrinsic density of species k, we obtain
the following:

dZ)kK . o ka

7 + detF div JkK = ? (A4)

where Jix = nix (Vg — vs) = Mgk / py is the flux of the species through the solid skeleton.
For a species k € W, Equation (A4) may be written as follows:

1 dViw . W
Vo dr + detF div Jw = o (A5)
or, upon linearization:
~ kW
mwdiv vg + dnﬂ +div Jiw = m—. (A6)
dt Pk

By adding the contribution of all species k € W, we obtain the following:

d ~ kW
W i vs + div iy = Y T — (A7)
dt rew Pk
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where Jyy = Yrew Jiw represents the flux of water.
Summing (A4) for all species k € W and for all species k € S, upon linearization, we

obtain the following;:
~ kW

dow . 1
— +div]Jy = —_— (A8)
dt Jw kg\f Ok
and s
dvs = Z m- (A9)
dt (= ok
respectively.
Since % = dg—}"’ + % = div vg, it is possible to obtain a global equation of mass
balance by summing (A8) and (A9) as follows:
2 kW kS
divvs+divy = Y T+ Y T (A10)

kew Pk jes Pk

We may also obtain the following:

~ kS
AW iy ve — y L (A11)
dt kes Pk

By replacing (A10) in (A.7), we obtain the following;:

Thks
= (1—nw)divvs— ) — (A12)
kes Pk

dTlW
dt

which corresponds to Equation (A9) in [28].

Appendix B Dependent Variables

This section presents the equations governing the dependent variables of the devel-
oped model.

a. The total volume of the medium

The total volume of the domain is calculated as follows:
V="V (1l+tre), (A13)

where ¢ is the strain tensor.
b.  The porosity
The porosity of the porous medium is obtained as follows:

1_— 1 VSS+MCS/pC
1+tre Vo ’

nw (A14)

c.  The volume of the ionic species

The volume of the ionic species (namely urea, ammonium, calcium and chloride ions)
is obtained as follows:
Viw = CkwnwVUIEM), (A15)

d.  The volume fraction of the ionic species

The volume fraction of the ionic species is obtained as follows:

Vi
mow = 7 (Al6)
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e.  The volume fraction of water

The volume fraction of the water is obtained as follows:

Nyww = nw (1 =Y ew Cka](cM))/

f.  The density of the water phase

The density of the water phase is obtained as follows:

w
p = ZkeW MW Pis

g.  The density of the solid phase

The density of the solid phase is obtained as follows:

V.
pS = 785{75“‘

h.  The water velocity

The water velocity is calculated as follows:

Vyww = Vs +

MCS
V 7

Jw — YiewJfy

nw

Appendix C Element Diffusion and Stiffness Matrices

The element diffusion and stiffness matrices have a block structure as follows:

0 0 0 0 0 0
cly 0 o 0 0 0
(e)
0 0 CowCuw ( )O 0 0
e
c=] 0 o 0 i Co ()0 0
e
0 0 0 0 CCaWCCaW ( ) 0
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with B, as the strain—displacement matrix and E as the elastic constant’s tensor,

K(e)
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Kj\p, = / (VNpy) kVNp, dV (A25)
K(Cek)WPW = /Q N(Ti(_kX)vlsM)VCkaNPWdV, k=u,a,Ca,CL (A26)
M M
K(cek)wc,w = fo VNE”W”‘L|\wa||?f;(C )<Ikl ~ Cewo} )) VN_dV a2
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dr
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c
(e) U(C]}/I) " NT (M) (M) (M)
Cmes =~ ) /Q NE| (ol + 20 — o) ccnw | Ny, dv (A35)
Cc

Cliimes = /Q Ny, Ny, dV (A36)

Three nodes per finite element and quadratic interpolation functions were used for the
bar element displacements field, while two nodes per finite element and linear interpolation
functions were used for the other fields (Figure Al). This results in quadratic shape functions
for Ny (A37)—~(A39) and linear shape functions for Np,,, Nc and Ny, (A40) and (A41):

quadratic bar element
@ & ®

X1 X2 X3

linear bar element
[ 9

X1 X2

Figure A1. Types of elements used in the numerical model.

Nyr = —5(1-¢) (A37)

N |

Ny =1-— &2, (A38)
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Nuys = %(1 + &), (A39)
1

N = —% + 5 (A40)

Ni2 = +§ + % (A41)

where K = Py, C,M, and § is a local coordinate that varies from —1 to 1.
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Abstract: This paper shows that at a certain time-point in the analysis procedure, the
accuracy of T-spline based isogeometric analysis (IGA) may be substantially improved
by increasing the multiplicity of the inner knots up to the polynomial degree. This task
can be performed by considering the Bézier extraction operator matrix elementwise, and
thus an increased number of updated control points are easily received in the geometrical
and computational models. Nevertheless, after the determination of the unique control
points, the Bézier elements near the T-junctions may not be well shaped, and thus minor
automatic interventions are required to ensure full (i.e., C° and G%) compatibility. The
improved IGA-based solution may be used as a reference to determine the a posteriori error
estimations in the T-spline elements of the domain, and thus may be a useful tool for IGA
adaptation. The methodology is shown in BVPs dominated by Laplace-Poisson equations
in rectangular and curvilinear domains, while eigenvalues and eigenvectors were extracted
in a rectangular acoustic cavity.

Keywords: isogeometric analysis; T-splines; Bézier extraction operator; C°-G? continuity;
potential problems; Laplace equation; eigenvalue problem

MSC: 65N06; 65B99

1. Introduction

Isogeometric analysis is today’s research frontier in computational methods for the
solution of BVPs and eigenvalue (Sturm-Liouville) problems. According to this method,
the domain is decomposed into smaller patches which are based on tensor-product NURBS
approximation [1]. Later, the method was implemented in conjunction with T-spline
approximation [2]. While in both of these cases the basis functions may be computed as
tensor-products which are based on either global or local knot vectors, it has been proposed
instead to implement the Bézier extraction (BEXT) operator [34].

The main advantage of this approach is that Bézier extraction, compared to the original
implementation of IGA given in [1], is such that apart from the coefficients of the extraction
operator, the basis functions are identical for all elements in the mesh, as is the case for
classical finite elements. Therefore, there is no need to implement B-spline (basis) function
evaluation routines; these are costly, from a numerical point of view. Another practical
reason for using BEXT is that it reduces the communication errors in the data transfer
between the geometric model and the analysis.

On the other hand, the BEXT operator is a matrix which, when multiplied by the
original control points of the T-mesh, provides a greater number of new (updated) control

Mathematics 2025, 13, 377 https://doi.org/10.3390 /math13030377
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points; these have not been exploited to date. In this paper, we propose the utilization
of the new control points, which form Bézier elements of C'-continuity, to automatically
solve a parallel BVP. The latter solution is generally more accurate for the same number
of elements as found in the original T-spline, and therefore may be used as a reference
in an a posteriori error estimator. The next step is obviously a refined T-spline classical
isogeometric analysis.

2. Conventional IGA Procedures
2.1. Tensor-Product of Local Knot Vectors (MODEL-1)

It is well known that for two given global knot vectors associated with a patch, the
tensor-product B-spline (or NURBS) functions can be determined using Cox—de Boor recur-
sion [5,6]. The same can be performed in T-spline approximation, with the only exception
being that the tensor-product is based on local knot vectors associated with anchors.

For the sake of simplicity, we limit ourselves to cubic T-splines (i.e., those with poly-
nomial degree p = 3). Therefore, in a usual T-spline it is sufficient to construct a matrix,
let us call it Uyee, which for each anchor ‘a” determines the knots of those other anchors to
the left and the right of that under consideration, and thus forming the local knot vector
Ex = {&1,82,83,84,C5}. Similarly, we need another matrix, let us call it V;,., which deter-
mines the knots of those anchors at the bottom and the top of that under consideration, and
thus forming the local knot vector H, = {11,172, %3, 4,75 }. Again, for p = 3, the matrix
Uyee (and similarly Vi) is of the size n, x 5, where n, is the number of anchors in the
T-patch. Based on these two matrices as input, for each couple (¢, 77) of the T-patch, we can
determine the tensor-product of B-splines, Ny, (&) Ny, p (7).

The abovementioned B-spline functions, Ny (&) and Ny (1), can be easily calculated
using the function spcol included in MATLAB® R2018, but open-source software is also
available in many repositories and books (e.g., [7]).

Moreover, in the case of p = 3, for any set of five nondecreasing knots {x1, x, x3, X4, X5},
which may be a single row from the abovementioned matrix Uy, there is a single piecewise
cubic B-spline function N, (x), which analytically is given by the following (see, e.g., [8]):

(x—x1)°

(xz_xl)(x4;3(1)(x3—x1)' 0<x<x 2
(xs(xxz)(xxl‘l)(aza)(%m) (x(gxi;zx)) ((;:?2))(& Zfzx)l) (x3()c’;5)(;)i§2)96(2x)4x2)/ ‘2 < %< %

Ni(x) = <x4%3$4)(35?2§<?4x1> e T =53 o
e ey < x <%

0, x < xp0rx > xs

In general, the independent variable x and the knots x; to x5 shown in Equation (1)
may represent either of the parameters ¢ or 77, as well as the knots involved in the abovemen-
tioned local knot vectors E, = {&1,82,83,84,C5} and Hy = {#1, 12, 13,14, 45 }. Therefore,
for each anchor ‘a’, Equation (1) applied to Z, determines one B-spline N, (¢), and applied
to H, produces N, (77). The range of the non-vanishing tensor-product bivariate basis func-
tion Ny, p(¢)Ny,p(77) is the rectangle [C1,85] ¥ [171, 775]. In general, a weight w, is associated
to the anchor P,.

Based on the above B-spline functions N, (&) and N,(7), for each anchor ‘a’ we can
calculate the bivariate blending function By (¢,#7) = Ni(¢)Nx(17). When the patch is
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curvilinear, each anchor is also associated to a weight w,. Following the notation in [2], if
A’ is the set of all the anchors in the patch, we define the blending functions as follows:

Rlx(é-,n) o w(XBﬂl(gln) (2)

© YpeawpBg(E,n)

Clearly, the numerator of Equation (2) represents a weighted tensor-product of the
local B-spline functions associated to the anchor ‘a’. The denominator W(¢, 17) represents
the sum of the weighted tensor-products due to all the contributed anchors, and is set to
ensure the partition of unity property at every point (¢, 77) of the parametric space:

Y Ra(Cm) =1, ¥(&,1) €[0,1] x [0,1] ®)

aeA

Based on the above blending functions R, (¢, 77) within a curvilinear patch, and given
the control points P,, the T-spline in physical space is described by the following:

S(&,m) =) PaRu(E, 1) (4)

aeA

It is instructive to recall that in the special case of a NURBS tensor-product of degree
p = 3, the abovementioned set ‘A’ consists of exactly (p + 1)2, i.e., sixteen, nonzero
bivariate basis functions which fulfil Equation (3). In contrast, in a sub-patch of a T-spline,
there may be more than 16 non-vanishing bivariate blending functions. Regarding an
annulus, Ref. [4] shows that most T-elements are influenced by 16 (and a few of them by 17)
blending functions.

As discussed above, regarding a certain T-spline patch, it is possible that a part of
it (an element) is influenced by 16 non-vanishing blending functions, whereas another
element might be influenced by 17. Moreover, another possibility is that the same number
of 16 functions might be in evidence, but different blending functions may dominate in
different elements of the same patch. In all these cases, we talk about “elements with
reduced continuity”, and to make these elements suitable for isogeometric analysis, it
becomes necessary to subdivide them with continuity reduction lines (extended T-mesh),
and thus an increased number of T-elements is produced. As a result of this process, we
have an “Analysis Suitable T-spline” (AST) patch.

After the creation of analysis-suitable T-elements, the blending functions of Equation (2) may
be used to estimate the mass and stiffness matrices associated with the T-patch under consideration.

2.2. The Standard Utilization of the Bézier Extraction Operator (MODEL-2)

Despite the ease in the implementation of Equation (1), and although numerical evalu-
ations may be easily performed using open-source libraries or proprietary libraries, the
tendency is to utilize the Bézier extraction (BEXT) version. The basic theory is given below.

In the theory of computer-aided geometric design (CAGD), it is well known that knot
insertion does not alter the shape of a curvilinear patch, either in shape or parametrically [7].
For one-dimensional interpolation of a curve C(¢) with p = 3, initially we have C?-
continuity at the inner knots, and after one knot insertion it decreases to C!-continuity.
Continuing with a second knot insertion at the inner knots (thus, three equal knots in
total, i.e., equal to degree p), the continuity further decreases to C°. Therefore, when
the multiplicity A of inner knots becomes equal to the polynomial degree p, we obtain
CP-continuity at the inner knots.

Moreover, for a two-dimensional NURBS patch, the above procedure is again applica-
ble, but then the multiplicity of the inner knot should become A = p?, so that C%-continuity
is obtained in both directions. As shown in [3], the column-vector including the non-zero
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B-spline (basis) functions N, is related to the extracted Bernstein polynomials stored in the
column-vector B, per element, through the following formula:

Ne(gr 77) =C.- Be(gr 7])/ %)

where C, is the Bézier extraction operator matrix, which corresponds to the e-th B-
spline tensor-product element. In general, in a NURBS patch, C, is a matrix of size
(p+1)* x (p+1)%, whereas N, and B, are column-vectors of size (p+1)* x 1, due to
the local-support property of B-splines.

In a similar way, for a two-dimensional T-spline patch, Scott et al. [4] presented
a pseudocode and showed that multiple knot insertion leads to the “Bézier extraction
operator matrix”, C,, which may be used to estimate the C2-continuous blending functions
of the T-spline element assembly. It is clarified that C, comes from the same concept as
the one underlying the expression in Equation (5) for NURBS patches, but is now applied
locally for the T-spline patches.

In more detail, given the initial control points P, and their weights w, of the C2-
continuous e-th T-spline element, the abovementioned multiple knot insertion alters the
initial weights according to the following formula:

wl = Clw,. )

In Equation (6), w! denotes the updated element weights after the multiple knot
insertion, whereas w, are the initial given element weights which are associated to the
initial control points P,.

As we mentioned earlier, within a T-mesh there may be some sub-patches of reduced
continuity, and this has been a matter of intensive research [9]. To ensure uniqueness and
then perform accurate numerical integration, it becomes necessary to elongate some edges
of the T-mesh and thus obtain an analysis-suitable T-mesh. Nevertheless, although this
procedure leads to an increased number of analysis-suitable T-elements, a standard number
of non-vanishing blending functions is not always ensured.

As we shall see later, in the benchmark test of the annulus (Example 3), which has
been studied in [4], most of the elements are influenced by (p + 1)* = 16 nonzero basis
functions, but also there are two elements which are influenced by 17 functions. This in
turn means that, for most elements, the Bézier extraction operator matrix C, will be of size
16 x 16, but in some of them, it will be of the size 17 x 16.

For the sake of completeness, the computation of the blending functions is performed
as follows:

From Equation (2) one may observe that the bivariate blending functions R(¢, #7) are
tensor-products of local univariate basis functions, properly normalized, as follows:

= N"‘rp(‘:)N“/P (U)wa
W)

where the denominator W(¢,7) is the so-called “weighting function”. Each blending

Ry (&, 1) 7)

function R, (¢, 17) is associated to an anchor P,, which for the polynomial degree p = 3isa
true control point.

At a certain point (§,7) of the T-patch, there are a number of ‘n’ nonzero bivariate
basis functions, in sum approximating the value (p + 1)2 (e.g.,n=16,17,...).
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Dropping out the subscript ‘e’ denoting the element under consideration, if W is the
diagonal matrix which includes all the above ‘n” involved weights,

wq
wa

Wn

and N(¢,7) is the column-vector (of size n x 1) of all the bivariate B-spline functions
affecting the element under consideration, then Equation (7) is rewritten in a matrix form
which provides the rational column-vector R(¢, 77) [of size n x 1],

RE1) = 5y, WNE ) ©)

&
To obtain the blending functions, we still need to calculate the weighting function
W(¢&, 1), which is involved in the denominator of Equation (9). The latter is written as

W(En) =Y Nap(Z ) we = w'N(&,7) (10)
a=1

Substituting the B-spline column-vector N from Equation (5) into Equation (10), the
latter becomes

W(En) = wIN(E 1) = w/CB(E, 1) = (C'w) B(&, ) a

Substituting Equation (6) into Equation (11), we receive the following:

W(E 1) = (W) B(E 1) = W,(E 1), (12)

b = CTw is a column-vector of standard size 16 x 1, including the weights

where w
associated to the Bézier—Bernstein basis functions. Substituting Equations (5) and (12) into

Equation (9), we eventually receive the following:

R(E 1) = 5 WEB(E ), (13)

(1)
where W is the diagonal matrix including the initial weights of the control points in the
C2-continuous model (cf. Equation (8)). Equation (13) dictates that it is not necessary to
directly calculate the B-spline functions, either through the recursive (Curry-Schoenberg
1966) formulas or by using the analytical ones given by Equation (1), but only the extraction
matrix C, which depends only on the knot vectors, while the expression of the tensor-
product Bernstein polynomials B(¢, 77) is trivial.

Based on the blending functions given by Equation (13), the computation of the mass
and stiffness matrices is straightforward.

3. The Proposed Computational Procedure (MODEL-3 and MODEL-4)
3.1. General Theory (MODEL-3)

Although Ref. [4] has focused on the estimation of the C2-continuous blending func-
tions according to the BEXT Equation (13), for the purposes of the present paper we focus
below on the updated control points as well.
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In more detail, given the initial set of control points P and their associated weights w in
the C?-continuous T-spline model, the multiple knot insertion until the multiplicity becomes
equal the degree p, provides new control points Q according to the following formula:

QY = C,P¥ (14)

In Equation (14), the superscript ‘w” indicates projective coordinates, i.e., Cartesian
coordinates multiplied by the associated updated weight, whereas the superscript ‘T’
indicates the transpose of the BEXT matrix C.. Moreover, as previously mentioned in
Section 2.2, in Equation (6), w! = w& denotes the updated weights of the new control
points Q (after the multiple knot insertion), whereas w, = w! are the initially given weights
associated to the initial control points P. Note that the superscripts {Q} and {P} are set only
to clearly indicate the status after and before knot insertion, respectively.

Regarding the size of the arrays involved, we repeat that the element Bézier extraction
operator matrix C, includes as many rows as the number of the non-vanishing blending
functions within the T-spline element (e.g., 16, 17), whereas the number of columns is
standard, and equal to 16. Therefore, in general, C, is a non-square matrix. Concerning the
element vector of control points P, and the associated vector of element weights w& in the
initial C2-continuous model, each of them has exactly as many rows as the matrix C, (i.e.,
16, 17, etc.). Interestingly, whatever the number of rows in C, is, the resulting number of
updated control points Q, in the C’-continuous Bézier element equals (p + 1)2 =16.

The applied algorithm of the present paper is as follows:

e  Based on the initial np control points P and the given index space, create ,j, analysis-
suitable T-spline elements.

e  Apply the BEXT matrix C, in each of the above n,, T-spline elements, and thus
determine the following:

O The updated control points Q,;

O The associated weights wg.
e Find the unique control points (Qg)unique among the above Q, (initially including
ng = 16n,, points), and thus determine the final number of ng control points,

which fully defines the 7, rational Bézier elements. An instructive example is pre-
sented in Section 3.3. Alternatively, one could implement a variation of the Oslo
algorithm [10], which is a recursive procedure designed to simultaneously handle
multiple knot insertion.

e  For the abovementioned n,, rational Bézier elements, calculate the element stiff-
ness matrix (and mass matrix, if necessary). Note that, since in the present pa-
per only cubic elements have been implemented (degree p = 3), there are always
Hpts = (p+ 1)2 = 16 control points in each rational Bézier element, and thus for po-
tential problems (one degree of freedom per node) each element matrix has a size of
16 x 16. Obviously, if the same concept is extended to plane elasticity problems, the
stiffness (or mass) matrix of each rational Bézier element will have a size of 32 x 32,
and so on.

e  Build the total matrices of the entire T-patch, apply the boundary conditions, and solve
the equations system to determine the unknown coefficients.

As we demonstrate below in the five examples of the present paper, the final number,
ng, of control points in the proposed C’-continuous model is larger than the initial number
of np control points in the C?>-continuous one. By analogy to the tensor-product NURBS
model, a closed-form expression will be provided below for the quantity ng.
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3.2. Estimation of Control Points ng for C-Continuity

To establish the procedure for the estimation of the updated control points Q which
are produced by the BEXT process, we resort to the conventional tensor-product B-spline
approximation. For the sake of simplicity, we consider the piecewise cubic tensor-product B-
spline patch shown in Figure 1a (of degree p = 3) for the following unidirectional knot vector:

U=[0,0,0,0,1/3,2/3,1,1,11] (15)

Based on trivial computer-aided geometric design (CAGD)-theory [7] (p.66), the
number of control points per direction is given by

n:m—P—L (16)

where m is the number of elements in the knot vector U. Since in Equation (15) there are
m = 10 knots and p = 3, we have n = 6 per direction, which means np = n?> = 36 control
points in the entire two-dimensional patch.

After double knot insertion at the 1;,;, = 2 inner knots, as required by BEXT [7] (p.161),
the number of control points per direction becomes

n' =n+np(p—1) =10, (17)

and therefore, the total number of the updated control points {Q} after BEXT will be

12
ng =n'" =10 = 100. (18)
Type ‘A’ Type ‘B
,’_\\ y e / \ ,/_\\
1 3 |l
\\ // . ) A \\ /I
At Type 'C I
/ \ 5
// \\ // \\
// \\ // \\
1 |
\\ // \ 7 \ 7 \\ //
0,0 1/3 2/3 1.1

(a) (b)

Figure 1. Tensor-product (a) B-spline in traditional form; (b) T-spline form after knot insertion.

Below, the same result will be derived, considering now the tensor-product B-spline
patch as a T-spline patch. The conclusions of this approach will be extended to T-spline
patches as well.

Obviously, the above two-dimensional B-spline patch, as described by Equation (15), is
equivalent to a T-mesh with six anchors per direction, and thus forming the following index space:

AX = Ay = {0/ O/ 1/3/ 2/3, 1, 1} = {éll CZ/ 63/ 64/ €5/ 66} (19)

The anchors in the set described in Equation (19) are denoted by blue-colored lines
in Figure 1b. The BEXT procedure requires the knot insertion at the inner knots, such
as §3 =1/3 and ¢4 = 2/3, until the multiplicity becomes A = p = 3. This demands the
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introduction of the red-colored lines shown in Figure 1b, wherein one may distinguish
three different types of knots, as follows:
o  Type A: Knots related to the corners of the patch (four corners with four anchors per corner).
e  Type B: Knots related to intermediate places along the four edges, not coinciding with
the corners (six anchors per initial knot).
e Type C: Knots related to initial knots in the interior of the patch (nine anchors per
initial knot).
Based on the above categorization, for the case shown in Figure 1b, in which there are
four, six, and nine initial knots of categories A, B, and C, circled respectively, we have

i.  Anchors at the corners: 4x4=16 (20a)
ii.  Anchors along boundaries: 8 x 6 =48 (20b)
ili.  Anchors in interior: 4x9=36 (20¢)
SUM of anchors in the patch: ng = 100, Q.E.D. (20d)

A procedure similar to that used to determine the number ng may be followed for
a T-mesh, which is again divided into the above three categories, A, B, and C. The only
minor exception concerns elements of reduced continuity, in which extra inner knots are
added in the index space by the extension of existing connecting lines, as mentioned earlier.
Depending on the location of these extra points, which may also be classified as Type C,
the full number ‘9’ or part of it may be applied to them.

3.3. On the Uniqueness of Control Points

Let us continue working with the nine tensor-product B-spline elements illustrated in
Figure 1, which are based on the univariate knot vector of Equation (15).

For this configuration, the initial (np = 36) control points are shown in Figure 2a,
whereas those (1o = 100) after multiple knot insertion are shown in Figure 2b. One may
observe that, after the multiple knot insertion, each of the nine Bézier elements is occupied
by 4 x 4 =16 control points. Obviously, the number of the actual 7o = 100 control points
differs from the blind product ng = 9 elements x 16 control points per element = 144.

n,=36 ny, =100

*

S SRR S GH - -

- — — — —

PY

T

I
|
I

- — — — —

| |

| |
b——#———o——————u———#——o

e Iy

(a) (b)

Figure 2. Control points (a) before and (b) after knot insertion (shared control points: at intersections e;
along the inter-element boundaries x).
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The above discrepancy between the erroneous ¢ = 144 and the correct ng = 100 is
due to the following reasons:

e  Each of the four control points at the intersections between horizontal and vertical
inter-element boundaries (illustrated in Figure 2b by red circle, ) belongs to four
elements, while they must be countered only once. Therefore, instead of the blind
number 4 x 4 =16, we must consider only four of them, which means that we have
twelve additional fictitious points to subtract from 144.

e  Each of the thirty-two control points along the inter-element boundaries (illustrated in
Figure 2b by red cross, x) belongs to two elements, and therefore a blind computation
would result in 32 x 2 = 64 points. To obtain the exact number, half of them (i.e., 32)
must be subtracted from 144.

Therefore, the total fictitious number of the additional control points is 12 + 32 = 44.
When the latter (44) is subtracted from the blind number 1 = 144, we obtain the correct
number, ng = 100.

3.4. Fixing C” and G-Incompatibilities (MODEL-4)

Although the procedure discussed in Section 3.1 (MODEL-3) is straightforward, some-
times there are minor shortcomings to be corrected before analysis is performed. In this
context, it may happen that within a sub-patch there is a “discontinuity”, and thus parti-
tioning using an extension line is necessary for the accurate numerical integration (e.g.,
the dashed line GH shown in Figure 3a). For example, in the test case of [4] (p. 134), it
was shown that among twenty-four T-spline elements, twenty-two of them are affected by
16 whereas the other two are affected by by 17 control points.

D E F D ~ _ E ~ ~ =

o - - ° e e q

(N & - - b o (P g q

ATE N N . A — 4G | G .- — )

(b) 3 . N .

[ ° ° > (l-a)
. . . q
A B C A i i B i i c
(@ ()
D E F
3 ° ° q . ° )
(Ib)
3 ° ® | . ° )
H

| ¢——————0———¢————— o ————— *————- -
3 ° ° q . (1-a) ° )
3 ° ° q . . )
A B i N c

(c)

Figure 3. Formation of Bézier elements near to reduced continuity: (a) two sub-patches (I) and (II),
(b) three incompatible elements, and (c) four compatible elements.

To be more specific, the discontinuity of the sub-patch (I) in Figure 3a demands
its subdivision (using the abovementioned extension line GH) into sub-patches I(a) and
I(b). After the introduction of the line GH, the model becomes “analysis-suitable” (AS).
This means that each of the produced new elements I(a) = HGFE and I(b) = BCGH is
continuous and thus accurate numerical integration is allowed. This task is compulsory
even in the original IGA and is performed using only information provided by the index
space. However, in the original IGA, the hanging node H is no problem at all, because
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it is not associated with an independent degree of freedom (and thus the compatibility
makes no sense), but rather—as was previously mentioned—the line GH serves only for
domain integration.

On the contrary, in the framework of the present paper it was found that although the
abovementioned Bézier elements (I(a) and I(b)) are well formed, their neighboring Bézier
element (II), which shares a common edge BE (perpendicular to the end H of the extension
line GH) with the sub-patch (I) of reduced continuity, is not compatible (see also Figure 3b).
Clearly, this happens although the Bézier element (II) is fully continuous. Although
sometimes the accuracy of the numerical solution may be sufficient while ignoring the
incompatibility, in general it becomes imperative to perform a further tessellation on the
largest element (II), as shown in Figure 3c. The procedure of this tessellation is easy and
is based on the common edge previously considered, from the side of the element (I)
of reduced continuity. A full description of the applied numerical scheme is given in
Sections A and B.

Therefore, given the index space of a T-spline, the first step in IGA is to introduce
the extension lines GH, and thus the number of incompatibilities equals the number of
Nincompatible POints H at the ends of them. Before the tessellation (MODEL-3), the total
number of Bézier elements is 7pele, of which a set of 7incompatible (like the abovementioned
element (I)) is incompatible. Therefore, (1pee — nincompaﬁble) out of the initial 71,4} ele-
ments are compatible.

Regarding MODEL-4, we recall that the common edges at which tessellation is further
conducted are perpendicular to the ends H of the extension lines GH, whereas the total
number of Bézier elements becomes (71 + nmcompaﬁble). As for the extra computation
effort of MODEL-4 with respect to MODEL-3, the former includes one extra rational Bézier
element per incompatibility, which means that the extra computer effort for the estimation
of the element matrices is #incompatible / "inele Of the computer effort in MODEL-3. (Note that
the matrices of (1pele — nincompatible) elements remain unaltered.)

4. Matrix Formulation

Numerical results refer to potential problems, particularly with reference to the Laplace
equation and wave propagation equation. The latter partial differential equation is writ-
ten as

(1/c2)%u/ot* — Vu = 0. (21)

Based on any set of control points (P or Q) associated with blending functions Rpg
(column-vector) in general, the matrix formulation of IGA is

Mu + Ku = £(t), (22)
where the stiffness and mass matrices as given by the following domain integrals:
Mass matrix: M= (1/62)/A Rpo (RPQ)TdA, (23)

and
Stiffness matrix: K:/ VRPQ(VRPQ)TdA., (24)
Ja

Obviously, Laplace equation (V21 = 0) is a special, steady-state, case of Equation (22),
and thus is described by the matrix equation

Ku = f, (25)
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where the force vector is given as
ou
f= ¢ Rpo-——dr. 2
f PQ3 (26)

Regarding the numerical extraction of the eigenvalues (A = w?) of an acoustic cavity,
we use the following formula:
det(K — AM) = 0. (27)

5. Results

The theory is supported by five examples. The first two examples are simple rectangles
and have been devised to require edge extension in the same direction at two places to
ensure analysis-suitable T-splines. The third example refers to an annulus and follows
the pattern of [4], which also requires two edge extensions, but in this case, in relatively
perpendicular directions. The fourth example utilizes a more complicated index space, as it
refers to a fully two-dimensional problem. The fifth example has an index space similar to
that of the annulus (third example) but refers to a rectangular domain.

Each example was solved using four models, as follows:

e  MODEL-1: B-spline functions N were calculated as local tensor-product associated
to control points P, using de Boor’s spcol MATLAB® function; Equation (1) is also
applicable as an alternative. Furthermore, weights and normalization were imposed
to obtain the final blending functions R.

e MODEL-2: B-spline functions N were calculated using Bézier extraction operator
matrices, C,, which were associated to initial control points P. Furthermore, weights
and normalization were imposed to obtain the final blending functions R.

e  MODEL-3: Basis functions B (Bézier-Bernstein polynomials) are known functions and
were combined with the new control points Q on the Bézier elements of C-continuity.

e MODEL-4: When MODEL-3 leads to inter-element incompatibility like that demon-
strated in Figure 3, the larger Bézier element is subdivided according to Sections A and B,
thus eventually producing the further-updated set of control points Q’, which is
slightly larger than Q. Based on the further corrected weights wy and the further
updated set of control points Q’, we construct the new rational Bernstein polynomials
B’ which constitute the final set of basis functions.

By the theory, MODEL-1 and MODEL-2 are identical, because they only use a different
computational procedure to calculate the same B-spline functions N, which are associated
to the same control points P, and at the same Gauss points. The only reason that MODEL-2
is separately mentioned here is because it crosschecks the accuracy of the computer code
and thus increases confidence.

In each example, for the first three models (MODEL-1 to MODEL-3), the number of
(T-spline or Bézier) elements and the number of Gauss points is the same. Nevertheless, the
number of the involved DOFs of MODEL-3 differs from those of (MODEL-1 and MODEL-2),
i.e.,, we always have ng > np, as was explained in Sections 3.1 and 3.2.

Furthermore, in MODEL-4 the number of elements is larger by those subdivided,
whereas the number of DOFs (n(y) is slightly larger than n.

In the steady-state problems (Laplace equation), the accuracy of the models was
expressed in terms of the Ly-norm in percent (%), using the following formula:

N =

2
fQ (ucalculated - uexact) dQ

L, =
fQ (uexact)ZdQ

% 100(%) (28)
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All computations were performed on the same PC, using MATLAB® R2018.

5.1. EXAMPLE 1: Vertical Heat Flow

In the rectangular domain of size L x H = 7 x 4, of which the index space is
shown in Figure 4, the temperature is prescribed on the bottom and top edges as fol-
lows: T,y = 1000 °C (at y = H) and Tjps0,m = 0 °C (at y = 0); the vertical edges at x = 0
and x = L are fully insulated (9T /dx = 0).

TSPLINES SURFACE - INDEX SPACE

I I L L L
1 2 3 4 5 6 7

Figure 4. Index space for Example 1 and Example 2.

One may observe in Figure 4 that the index space includes np = 56 anchors and
19 initial patches. However, to ensure continuity, it becomes necessary to extend the edge
19-20 by two units to the right (thus producing the new points 1 and 2, connected by dashed
line), and to extend the edge 38-37 to the left (thus producing the new points 3 and 4,
connected again by dashed line). In this way, the number of degrees of freedom (DOF)
remains the same at npop = 56, but due to the two subdivisions (each by two units), the
number of T-spline elements in which Gauss integration will be performed increases, from
the initial 19 to, eventually, n,;, = 23.

The numerical solution using MODEL-1 and MODEL-2, which is associated to the
system of npor = 56 DOF shown in Figure 4, was found to coincide with the exact solution,
Texact(x,y) = 250y, with 0 < y < 4.

Regarding the formation of Bézier elements produced after multiple knot insertion
using BEXT (which constitutes MODEL-3), one may observe in Figure 5 two shortcomings
regarding compatibility, as described in the following. The first shortcoming concerns the
element at the upper left corner along the edge (3143 in Figure 4, 108-159 in Figure 5)
and the second refers to the element in the lower right corner along the edge labelled
(14-26 in Figure 4, 4364 in Figure 5). Nevertheless, the numerical solution of MODEL-3
(ngo = 244 DOF) was also found to coincide with the exact solution. It is hypothesized
that this happens because the heat flow is vertical, and the existing vertical edges do not
interrupt the continuity of the interpolation. It is worth mentioning that the implementation
of MODEL-4 (not shown but explained in Example 2) did not change the excellent result of
MODEL-3 at all.
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Figure 5. Bézier elements after Bézier extraction in vertical heat flow (Example 1, MODEL-3).

It is worth mentioning that the number of ng = 244 control points could be predicted
by classifying the anchors into three categories according to Section 3.2. Thus, considering
(A: 4 corners, B: 14 intermediate anchors on boundary, and C: 9 internal anchors including
the extra ones produced after extension), the result, ng = 244, is shown in Table 1.

Table 1. Estimated number of updated control points (1)

Control Points in MODEL-3
Type A Type B Type C TOTAL (ng)
4 x4 14 x 6 16 x 9 244

The distribution of the temperature using MODEL-3 is shown in Figure 6, but it is the

same in all four models.
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Figure 6. Temperature distribution in vertical heat flow (Example 1).
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5.2. EXAMPLE 2: Horizontal Heat Flow

The same geometric model as that of Example 1 is now solved under different Dirichlet
boundary conditions: Tj.r; = 0 °C and Ty;gp,; = 1000 °C on the vertical edges, whereas the
bottom and top edges are now thermally insulated (0T /dy = 0). Obviously, the heat flow
is horizontal, and the exact solution is given by Texaet(x,y) = (x/7)1000 with 0 < x < 7.

Again, the T-mesh is the same as that shown in Figure 4, whereas the obtained
set of n,, = 23 Bézier elements after Bézier extraction is again that shown in Figure 5
(for MODEL-3).

As previously was the case, again in Example 2, MODEL-1 and MODEL-2 resulted in
zero errors across the entire domain, as shown in Figure 7.

Solution on physical domain-BEZIER EXTRACTION
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Figure 7. Temperature distribution in MODEL-1 and MODEL-2.

Nevertheless, now, the average numerical error of MODEL-3 (Figure 5, 23 Bézier ele-
ments) is substantially larger, equal to about 8.39%, as shown in Figure 8. This problematic
result obviously happens because the heat flux (0T /dx) is discontinuous when it passes
through the incompatible vertical edge 108-159 in the large Bézier element at the upper
left corner, as well as from the vertical edge 43-64 in the large Bézier element at the lower
right corner.
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Figure 8. Temperature distribution in MODEL-3.
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To fix this error, we must ensure continuity along the two abovementioned in-
terfaces 108-159 and 43-64 by splitting the neighboring elements and thus obtaining
(1e1¢)4 = 25 Bézier elements (an extra 2, in addition to previously (1,,); = 23 elements)
associated to ngr = 256 nodes (previously ng = 244). This configuration defines MODEL-
4, shown in Figure 9, which eventually leads to zero error (precisely, Ly = 4.91 x 10710%).
The distribution of the temperature for MODEL-4 is perfect, as shown in Figure 10.
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Figure 9. Final set of Bézier elements after two subdivisions (Example 2, MODEL-4).
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Figure 10. Example 2: Temperature distribution using MODEL-4.

5.3. EXAMPLE 3: Annulus
5.3.1. T-Spline Model

This example is a standard benchmark test [4], originally from Scott’s Ph.D. thesis [11],
for which all technical data (coordinates, weights) have been provided. It refers to an
annulus of a central angle of 90 degrees, with internal radius R; = 1.5 and external radius
Ry = 3. The index space, for polynomial degree p = 3, is shown in Figure 11.
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Figure 11. Example 3 and Example 4: Index space.

One may observe in Figure 11 that the index space consists of np = 57 anchors,
and those numbered ‘25" and ‘33" are of valence 3. Therefore, as previously, we must
extend the associated central edge ("26-25" and “25-33’, respectively) to recover the reduced
continuity along the pseudo-lines “25-1-2” and ‘33-3-4’, respectively. In this way, the initial
20 sub-patches increase to 1., = 24 T-spline elements (note that those between double
boundaries are of zero area and thus ignored). In more detail, the sub-patch bounded
by the anchors "19-20-32-31" splits into “19-20-1-2" and ‘2-1-32-31". Similarly, the sub-
patch “20-21-33-32’ splits into “20-21-25-1" and “1-25-33-32’". Moreover, the sub-patch ‘32-
33-34-41-40" splits into “32-33-3-40" and ‘33-34-41-3". Finally, the sub-patch ‘40-41-48-47"
splits into “40-3-4-47" and ‘3-41-48-4". It is worth mentioning that, even after the final
decomposition in n,;, = 24 C2?-continuous elements, the number of DOFs remains at the
initial np = 57 anchors (the double anchors along the boundary are also included).

For the above model of np = 57 DOF (MODEL-1 and MODEL?2), the result is shown
in Figure 12.

Solution on physical domain-Bezier extraction
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Figure 12. Example 3: Temperature distribution (MODEL-1 and MODEL-2).
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Moreover, in Figure 13 we present the n,, = 24 Bézier elements associated to
ng = 247 unique nodes (MODEL-3), exactly as were produced using the Bézier extrac-
tion operator matrix. One may observe that the second element from the bottom in the first
column (also shown as “18-19-31-30" in Figure 11) is not compatible with its neighboring
element (the edge “19-2-31" of Figure 11).

2.5

0.5

Bezier physical mesh

Figure 13. Example 3 and Example 4: Incompatibility near the element of reduced continuity (MODEL-3).

After the tessellation of the abovementioned element “18-19-31-30" (of Figure 11) in

the vertical direction, the number of nodes in the assembly of the final n;l . = 25 Bézier
elements further increases, from ng = 247 to ngn = 256, as shown in Figure 14 (MODEL-4).
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Figure 14. Final configuration of 25 compatible Bézier elements (MODEL-4).

For all of the four models, the calculated average errors, according to Equation (28),

are given in Table 2. One may observe that MODEL-3 is worse than MODEL-1 and -2, the
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value for which was previously presented in Figure 12 (due to incompatibility), whereas
MODEL-4 is the most accurate.

Table 2. Calculated errors for T-mesh (Lp-norm in percent).

L,-Norm in Percent (%)

MODEL-1 MODEL-2 MODEL-3 MODEL-4
(57 DOF) (57 DOF) (247 DOF) (256 DOF)
0.0058 0.0058 0.0098 0.0015

5.3.2. Tensor-Product Model

For the sake of completeness and to sustain the tendency of the accuracy in the four
models tested, we also present results obtained using the tensor-product using uniform
knot distribution. More precisely, for both directions we used the uniform knot vector:

U =1[0,0,0,0,1/4,2/4,3/4,1,1,1,1]. (29)

This means four uniform subdivisions per direction (both circumferential and radial),
and thus np = 72 = 49 DOFs, for MODEL-1 and MODEL-2.

Regarding MODEL-3 and MODEL-4, obviously they are identical, consisting of
4 x 4 =16 Bézier elements, and associated to ng = 132 = 169 DOFs.

For all of the four models, the results are shown in Table 3. One may observe here
that, in contrast to the T-spline model (reported in Table 2), the MODEL-3 is superior to
MODEL-1 and MODEL-2 (has half the error), because it also represents MODEL-4, which
in all the previous cases was the best overall. However, we must consider that MODEL-4
used 3.4 times more DOFs than MODEL-1 and MODEL-2.

Table 3. Calculated errors for the tensor-product (Ly-norm, in percent).

L,-Norm in Percent (%)

MODEL 1 MODEL 2 MODEL 3 MODEL 4
(49 DOF) (49 DOF) (169 DOF) (169 DOF)

1.0785935 x 103 1.0785935 x 103 52938191 x 1074 52938191 x 1074

5.4. EXAMPLE 4: Thermal Analysis of Rectangular Domain

This example is a fully two-dimensional problem in which the Laplace equation
dominates (V2u = 0), under partial Dirichlet and Neumann boundary conditions. It refers
to a rectangular domain of size a X b = 7 x 4 (Figure 15), of which the temperature along
the right vertical edge is given as

u(x =a,y) = upy cos(—y>, 0<y<hb. (30)

The exact solution is given as

sinh(gg) Ty
< < < < b. 1
u(x,y)fumsi h(%) cos(2b>,0 x<a, 0<y<b (31)

The index space consists of 54 anchors (Figure 16) and requires extension in all of the
four directions. Therefore, using an in-house computer code we have inserted four new
knots (55, 56, 57, and 58), dividing an element into three parts (i.e., 22-55-57-56, 56-57-58-31,
and 55-23-32-58-57), in combination with their updated weights.
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Figure 15. Dimensions and boundary conditions for the rectangular domain.
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Figure 16. Index space for the rectangular domain.

The initial ANS-model consists of the 26 elements which are used in the first three
computational models (MODEL-1, MODEL-2, and MODEL-3). Due to the incompatibility
along the double face 24-33 shown in the index space (Figure 16), the patch (24-25-34-33)
is subdivided into two parts and thus in MODEL-4 the number of Bézier elements in-
creases (from 26) to 28, as shown in Figure 17. The deterioration of the numerical solution
in MODEL-3 and its spectacular improvement in MODEL-4 is shown in Table 4. The
distributions of the exact and calculated temperatures are shown in Figures 18 and 19.

4
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Figure 17. Final configuration of 28 Bézier elements in MODEL-4.
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Table 4. Calculated errors for rectangular domain (Ly-norm, in percent).

Ly-Norm in Percent (%)

MODEL 1 MODEL 2 MODEL 3 MODEL 4
(54 DOF) (54 DOF) (270 DOF) (286 DOF)
2.6992 2.6992 49125 0.0051
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Figure 18. Temperature distribution (top: exact solution; bottom: (a) MODEL-1 and (b) MODEL-2).
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Figure 19. Temperature distribution ((a) MODEL-3 and (b) MODEL-4).
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5.5. EXAMPLE 5: Rectangular Acoustic Cavity

We consider a rectangular cavity of size 2 x b = 3.5 m x 1.5 m, and wave velocity
¢ = 1 m/s, under Neumann boundary conditions (du/dn = 0). The closed-form analytical
eigenvalues may be found in [12].

The index space is shown in the previous figure, Figure 11, and thus consists of
np = 57 anchors. All of the four models were taken to be the same as those in Example 3.

For each separate acoustic mode, the error (in percent) was calculated according to the
following formula:

2 2
w —w
Error(in %) = —<aleulated _7exact 50 (o), (32)

2
Wexact

In Figure 20, we present the error of the first fifty calculated eigenvalues using
MODEL-1 (57 DOFs, 24 elements), MODEL-3 (ng = 247 DOFs, n,, = 24 elements),
and MODEL-4 (n’Q = 256 DOFs, 1, = 25 elements). One may observe the superiority
of MODEL-4 in the entire spectrum of frequencies, mostly in the lower ones, in which
MODEL-3 (although better than MODEL-1 and MODEL-2) slightly underestimates the
exact eigenvalues.

350
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— MODEL-3
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0 5 10 15 20 25 30 35 40 45 50
Mode
Figure 20. Calculated eigenvalues for the rectangular acoustic cavity.
Moreover, we also present the second normalized calculated eigenvector in Figure 21,

as calculated in MATLAB®, which is consistent with the properly scaled exact eigenvector
u(x,y) = cos(mtx/a).

+ MODEL-1&2
O MODEL-3
X MODEL-4

V(x.y)

Figure 21. The second calculated eigenvector of the acoustic cavity.
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Overall, one may observe that in this example, the tessellation of the one neighboring
Bézier element did not seriously affect the quality of the numerical solution.

6. Computational Issues

In Section 5 we have demonstrated that once the solution of MODEL-4 is completed,
we have a sufficiently accurate numerical solution across the entire domain, and one
which can be used for a posteriori error estimation. Afterwards, the initial T-mesh may be
properly refined following well-known (or even possible novel) procedures, and thus a
second CP~!-continuous IGA may follow, and so on.

In this pilot study, the approach we followed was as follows. We completed the IGA
solution (MODEL-2) and then continued with the computation of the Bézier elements
(MODEL-3). At the end, we performed MODEL-4. In other words, in this study each model
was solved sequentially and separately.

However, it is possible for MODEL-2 [with element matrices (Kp,, Mp ) associated
to np DOFs] and MODEL-3 [with element matrices (Kg ., Mg ) associated to o DOFs] to
be integrated into the same loop, at least in two alternative ways, as follows.

e  The first way is to take into consideration that spline elements and Bézier elements
share the same Gauss points and have the same Jacobian matrix at them (because the
shape of the patch does not change after knot insertion), and thus the computer effort
for the Bézier elements may be substantially reduced, if properly programmed.

e  The second way is to consider Equation (5), in which the Bézier extraction operator C,
is the transformation matrix between the two sets of basis functions (spline elements
denoted by the subscript ‘P’, and Bézier elements denoted by ‘Q’). Thus, the element
matrices of each Bézier element are directly calculated in terms of the associated
NURBS element using the following algebraic quadratic form:

Koo = (C)Kpe(C; 1) and Mo, = (€ )Mp.(C; 1), (33)
without performing any numerical integration at all (see, [13]). At the end of each el-
ement loop, we will receive two sets of matrices, the former (Kp,, Mp,) and the latter
(Kg,e,Mq,), both of standard size, which will eventually occupy different positions in
their corresponding total matrices (Kiotal, Miotal) p and (Kiotal, Miotal) o, according to the
associated connectivity (topology) arrays, (IEN)p and (IEN)q, respectively.

Again, although the spline elements in a NURBS patch and the assembly of the associ-
ated Bézier elements are produced by the same number of non-zero matrix elements (k;;, m;;)
according to Equation (33), it is their final location in the system matrices (Kiota1, Mtotal)Q
which determines a larger model for the Bézier elements (ng > np). In this sense, the
utilization of the assembly of associated Bézier elements should not be confused with
any arbitrary higher-order FEM, because this assembly is within the IGA context, having
a particular quality due to the similarities of the Jacobian matrix with IGA across the
entire domain.

To remove any doubt, it is instructive to discuss the NURBS model (36 control points)
and its associated Bézier model (100 control points), which are shown in Figure 2a,b,
respectively. Since the problem under study is potential (Laplace equation, wave equation,
etc.), we have one degree of freedom per control point. The NURBS model consists
of nine spline elements, each with a size of 16 x 16, and thus in principle it utilizes
9 x (16 x 16) = 2304 non-zero matrix elements, which eventually build a total stiffness
matrix (Kiota1) p Of size 36 x 36 including 900 non-zero matrix elements (k;;, m;;) , with
bandwidth 21 (Figure 22a). On the other hand, the associated assembly includes nine
Bézier elements, which again utilize in principle 2304 non-zero matrix elements according
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to Equation (33), and eventually build a total stiffness matrix (Ktotal)Q of size 100 x 100
with 2116 non-zero matrix elements (kij, mij) 0 and bandwidth 33 (Figure 22b).
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Figure 22. Sparsity patterns of total matrices: (a) NURBS (MODEL-2), (b) Bézier elements (MODEL-
3).

In other words, the IGA element matrices (MODEL-2) are transformed (according to
Equation (33)) and are eventually located in a matrix larger than NURBS, but less populated.
This is the central point of the present paper.

Moving from the abovementioned NURBS to T-splines, the two alternative computa-
tional ways are again valid, but the second one may conditionally need some modifications.
Therefore, since the BEXT C, is not always a square matrix (e.g., in the present paper
we noticed a few elements of size 17 x 17, whereas most of them were of the standard
size 16 x 16), we cannot always construct the inverse matrix (C,’ 1) as was the case in Equa-
tion (33). For these elements (larger than 16 x 16), after trivial matrix manipulation, one
may easily validate that the matrices of the Bézier elements are slightly different, given by:

Ko, = (CIC.) '€l -Kp, - C(ClC.) ' and Mg, = (CIC.) '€l - Mp, - C(CIC,)

Equations (33) and (34) have been carefully tested, and only minor truncation errors

were noticed between the several alternatives.

7. Discussion

It is well known to people working on IGA (isogeometric analysis) that knot insertion
preserves the number of elements as well as the shape and the parameterization of the
patch. To achieve Bézier elements of NURBS with CO-continuity, it is adequate to insert
repeated interior knots to the global knot vectors in both directions until the multiplicity
equals the polynomial degree, p. This will increase the degrees of freedom, even though
the element number is not changed. Since the solution space is expanded, the accuracy will
be definitely improved, because the resulting solution space is a superset of the original
solution space. The advantage of using the assembly of the associated Bézier elements,
compared with the classical higher-order FEM, is that the shape and the parameterization
of the patch, and thus the Jacobian matrix, are preserved, which means a mesh quality in the
aforementioned assembly which is very consistent with IGA [13,14].

Beyond the state of the art, the present paper showed that each member in the as-
sembly of the associated Bézier elements is merely a quadratic form (or similar, according
to Equation (33) or (34)) of the same stiffness (and mass) element matrices used in con-
tinuous IGA, and thus it is the other side of the same coin. It was made quite clear that,
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although both formulations (MODEL-2 and MODEL-3) start with the same raw material
[i.e., both with the element matrices (Kp,, Mp,)], after the implementation of Equation (33)
or Equation (34) to element matrices of sizes 16 x 16 or 17 x 17, respectively, the produced
element matrices (Kg ., Mg,) of MODEL-3 (always of size 16 x 16) are merely stored in
total (system) matrices larger than MODEL-2, according to the corresponding connectivity
arrays, (IEN)p or (IEN)q.

At this point, it should become quite clear that the utilization of the abovementioned
Bézier elements (MODEL-3 and MODEL-4) is not competitive with respect to the IGA
(MODEL-2) but should be considered only as a supplementary step in the determination
of a reasonable accurate reference value for a posteriori error estimation. Therefore, in
no way do we imply the replacement of the IGA (CP~!-continuity) with Bézier elements
(CY-continuity), because then we lose the CAD-based information; it is only as a step
to determine the refined NURBS or T-mesh for the next continuous IGA model in an
adaptive sequence. Interestingly, although the assembly of the Bézier elements (MODEL-4,
with ng DOFs) is generally more accurate than the IGA solution (MODEL-2, with np
DOFs), if we seek to determine the size of continuous IGA model which has the same
accuracy as MODEL-4, it will be found to have more spline elements but fewer control
points than MODEL-4 (i.e., n}, < np). In other words, ongoing research shows that it is
preferrable to update the CP~!-continuous spline model, rather than increase the number
of Bézier elements.

The background of the present paper is as follows. In the context of T-splines IGA,
basis functions are usually calculated through the Bézier extraction operator C,, which is
derived for each T-spline element. The merits of using Bézier extraction in IGA over the
standard IGA have been reported in [15] (p. 75). To derive this operator, knot insertion is
implicitly applied to all the knots of the model until the multiplicity equals the polynomial
degree; the outcome of this procedure was documented many years ago in the form of a
pseudocode [4]. Since the usual IGA is implemented using the Bézier operator anyway,
C. can be further used to easily calculate the new control points that form the rational
Bézier elements of C’-continuity; a similar idea was recently implemented for the solution
of topology optimization problems [16]. In other words, the control points which are
implicitly involved in the already-computed Bézier extraction operator matrix can serve
as a vehicle to build rational Bézier elements of C’-continuity. This is implemented with
just a multiplication of the extraction matrix C, by the vector of control points of the
associated e-th element, but special care is required to calculate the unique control points.
Interestingly, Evans et al. [17] extended Bézier extraction to hierarchical analysis-suitable
T-splines (HASTS), which are utilized as a basis for adaptive IGA.

As has been previously reported by others, “there is no one-to-one correspondence
between the T-spline elements and the Bézier elements if there is T5junction” [15] (p. 78),
and this issue has been handled in MODEL-4 throughout the present paper.

To make the whole procedure clear, let us describe the workflow. Designers often use
commercial software such as Fusion360™ (by Autodesk), Rhinoceros 3D™ (developed
by TLM, Inc., Seattle, DC, USA), and similar to develop mechanical parts. Using such
programs, freely producing new geometries and finishing the procedure, we reach the
point where we must perform the Analysis (IGA). Due to the design procedure, T-junctions
and extraordinary points very commonly appear in the model. As a result, there is a
need to check and convert (if necessary) the T-spline design from the form of “None
Analysis Suitable” T-spline (N-AST) to the preferable “Analysis Suitable” T-spline (AST).
For detailed explanations, the reader may refer to [18]. Clearly, AST means that there are
no sub-patches of reduced continuity, and this determines a slightly higher total number
of T-spline elements, compared to those existing in the initial N-AST model; this happens
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if either the usual IGA (MODEL-1 and MODEL-2) or the procedure relating to Bézier
elements (MODEL-3 and MODEL-4) is implemented.

To overcome the above drawback, engineers use subroutines to convert any (N-AST) to
(AST). Even then, geometry may include T-junctions, but then the procedure may integrate
to the next phase, which is the Analysis module, without obstacles. In the proposed
methodology, an AST scheme is always confirmed to present the new approach.

Although the generation of Bézier elements is a straightforward procedure in NURBS
approximation [13], T-splines suffer from minor shortcomings, close to the (known in
advance) borders of sub-patches with reduced continuity, i.e., those involved in the transfor-
mation from N-AST to AST. Therefore, it becomes conditionally necessary also to subdivide
the closest Bézier element into the previously subdivided elements of reduced continuity.
For example, one exception to this rule is when the extension reaches the boundary layer
(and thus no additional Bézier element can be formed within the domain in the direction of
the extension), as shown in Figure 13, in which only one element needs to be tessellated (as
eventually shown in Figure 14), despite there being two elements of reduced continuity.

It was found that the abovementioned tessellation is not always necessary, but strongly
depends on the boundary conditions. In Example 1, which was concerned with vertical
uniaxial heat flow, no tessellation was necessary for either of the two discontinuous Bézier
elements, because the line of discontinuity did not influence the flow (it was parallel to it).

In contrast, in Example 2, with the same T-mesh, but with BCs leading to horizontal
flux, the lines of discontinuity were perpendicular to the flow and thus influenced it to a
large degree (8.4%). It is worth mentioning that when only the Bézier element to the top-left
part of the domain was tessellated, the average error decreased (from 8.4%) to only 7%,
and this can be attributed to the low average temperature within it. Eventually, when both
discontinuous Bézier elements were subdivided, the overall error completely vanished.

The tessellation of the neighboring Bézier elements close to them (which constitutes
MODEL-4), is a standard technique which was developed in the context of the present
paper. After the tessellation, the neighboring rational Bézier elements are not only C°- but
also GP-continuous, which means that they share the same control points. Although the
results are found to be very encouraging, a shortcoming of this approach is the need for
tessellation in the entire row of elements until the boundary of the entire patch is reached.
To resolve this drawback, instead of the tessellation of the discontinuous Bézier element
and those in the same row, a single rational transient element (i.e., the one closest to the
line of discontinuity) may be constructed [19,20].

In Example 3 regarding the annulus, the average error was small because, due to
the small ratio of the radii, specifically, R1 /Ry = 1/2, the logarithmic distribution of the
temperature was almost linear in terms of the radius r. In this example, Table 2 clearly
shows that MODEL-3 has an error 1.7 times larger than that in MODEL-1 and MODEL-2,
whereas MODEL-4 is the most accurate among the four models (with an average error
being 3.6 times smaller than that in MODEL-1 and MODEL-2). Note that all of them refer to
the same number of 1,;, = 24 T-spline elements; however, MODEL-3 deals with 24 Bézier
elements (the same as the T-spline elements) whereas MODEL-4 deals with 25. For the
avoidance of any doubt regarding the relative accuracy of the models due to round-off
errors of coordinates and weights, tensor-product (NURBS) analysis was added to elucidate
this example (see, Table 3), because standard coordinates and standard weights may be
applied in its reproduction by any researcher.
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In Example 4, concerned with the thermal analysis of a rectangular domain under fully
two-dimensional boundary conditions, the quality of the results was like those of Example
3, but the value of the initial error was larger than what it was in Example 3 (in MODEL-1
and MODEL-2: about 2.7%). In more detail, MODEL-3 showed an error 1.8 times greater
than that of MODEL-1 and MODEL-2, whereas MODEL-4 outperformed with an error
about 500 times smaller than that of MODEL-1 and MODEL-2. Obviously, this finding is in
favor of our claim that MODEL-4 can be used for a posteriori error estimation.

In Example 5, concerned with the eigenvalue—eigenvector analysis of a rectangu-
lar acoustic cavity, impressive results had been previously received for NURBS-based
IGA [14] for different dimensions of the cavity (aspect ratio 2.5:1.1 = 2.27 in [14], compared
to 3.5:1.5 = 2.33 of the present paper). Quite similarly, equally impressive results were
obtained in T-spline-based IGA as well.

Overall, the superior accuracy of MODEL-4 dictates that it can take the role of a
reference value for a posteriori error estimation.

In principle, the proposed methodology is applicable to the entire spectrum of com-
putational mechanics, including elasticity, where, for the most part, the research is fo-
cused [21,22].

8. Conclusions

Bézier extraction matrices, the use of which is the golden standard in isogeometric
analysis (IGA), may be used to construct updated unique control points which further
determine a set of rational Bézier elements with C’-continuity characterized by more
degrees of freedom than found in the standard IGA model. This in turn leads to a second
numerical solution of higher accuracy, practically without affecting the number of T-spline
elements, and thus useful for a posteriori error estimation. It was found that in most cases,
the blind formation of the Bézier elements using the Bézier extraction operator matrix of
the patch is problematic, and thus it is necessary to further subdivide a small number
of Bézier elements which share the same interface with T-spline elements of reduced
continuity. Although in the present paper a standard tessellation of Bézier elements was
applied, transient rational elements are also applicable. The applied methodology is
generally applicable to the whole spectrum of computational mechanics as well as to
three-dimensional problems.
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Appendix A. Determination of Common Points in Neighboring Patches

In Appendix A we describe the procedure of the subdivision of a Bézier patch. Since
the three patches shown in Figure 3c have been produced by the procedure of Bézier
extraction, which preserves the shape of the patch, it is obvious that they share a unique
common point H. It is apparent that the point H belongs to the position (¢ = 0,7 = 1)
of the element (I-a), and to the position (§ = 0,17 = 0) of the element (I-b); as well, as it
lies along the edge AD (with ¢y = 1) of the larger element ABED. Since the Cartesian
coordinates (xy, yp) of the point H are known because it coincides with a corner control
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point in the two small sub-patches, the determination of the parameter 1 along the edge
AD is merely to fulfil the following condition:

n
Y. Bis(n)yi = yn, (A1)
where B; 3(17) are the Bernstein basis polynomials of degree p = 3:

Bos(17) = (1—1)°, Bis(y) =3(1 — )%y, Bas(y) =31 — )2, Bas(y) =1, (A2)

while y; is the corresponding coordinate of the i-th control point along the edge AD.
Substituting Equation (A2) into Equation (A1), we receive the following cubic equation:

an® +by? +cnp+d =0, (A3)
with

a=B8y1 —yo—3y2+y3), b= B8yo—6y1+3y2), ¢ = 3y1 —3yo), d=yo. (A4)

The finding of the unique real root 17 € (0,1) of the cubic polynomial in Equation
(A3) is a trivial task of numerical analysis, which may be facilitated using a mathematical
package such as MATLAB®, and using the following commands: coefficients = [a, b, ¢, d];
root_values = roots (coefficients); in conjunction with the condition find (root_values < 1
and root_values > 0).

Appendix B. Control Points After the Subdivision

Suppressing the first subscript ‘3’, which indicates the isoline & = 1, let the control
points along the common edge BE (see Figure 3c) be Py, P, P», P3, as shown in Figure Al.
Having determined the parameter 775 of the common point H, of known Cartesian coordi-
nates (xp, yp) implementing Appendix A, we set it as a new control point, and continue
with the subdivision of the Bézier patch ABED by the line HH'". Then, we must determine
the three control points (Qo, Q1, Q2, Q3 = H) on the left of H, and the other three control
points (H = Q3, Qu4, Qs, Qg) on the right of it. Based on the same subdivision ratio 1y,
it is easy to show that these seven updated projected control points, useful for the two
subdivided Bézier elements, are given by the following:

Qy =Py,
QY = (1 —ny)Py +nuPy,

QY = (1—yu)’PY +2(1 — nu)yu Py + 1 Py,

Q¥ =(1- 77H) PY +3(1 — ) quPP + 3( — na)NEPS + Py, (A5)
QY = (1—nu)*P¥ +2(1 — ) yuPy + 13 Py,

QY = (1 — 1) Py +11u Py,

Q6 =

The above procedure is repeated with respect to the next three polygon lines (PO, i, P1,
i,and P2, i, withi=0, 1, 2) shown in Figure Al.
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Bézier Element (1)

Figure A1. Element to be tessellated.
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