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1. Introduction

Pattern formation resulting from the motion of a two-phase boundary in a diffusing field appears in many physical sit-
uations, such as the growth of snowflakes, solidification of metals and Ostwald ripening in alloys. Often a dendritic structure
appears during the growth of crystals leading to complex forms with side branches, as can be seen for snow crystals and for
dendrites of a solidifying alloy. It is by now well understood that surface energy effects are important in these pattern form-
ing scenarios. Roughly speaking, patterns emerge in diffusive driven phase boundary motion via the competition between
interface energy and diffusion. To keep the interface energy small, the (weighted) surface area has to be small. On the other
hand, the diffusion kinetics prefer to drive the system into irregular shapes with large surface area so that, e.g. in solidifica-
tion, latent heat can diffuse away from the solidifying front more easily. We refer to the review [15], the book [20] and the
references therein for more information on the physics of pattern formation in diffusive systems.

Patterns arise in diffusive phase boundary motion since a growing front becomes unstable. A meaningful attempt to
numerically approximate these phenomena should make sure that the numerical method used does not lead to additional
instabilities, and hence to patterns which result from the discretization. It is by now well accepted that some of the first
numerical results on pattern forming systems led to patterns which resulted from numerical errors. For example, often side
branches in dendritic growth simulations disappear when the grid parameters are sufficiently refined, see e.g. [51, Fig. 4.5].
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Taking the unstable behaviour of the process into account, it is important to come up with a numerical method that is stable
in the sense that dissipation inequalities which are true for the continuous problem have a natural discrete analogue. If this is
guaranteed, one reduces the likelihood that instabilities are triggered by the numerical method.

It is the goal of this paper to introduce such a discretization for the free boundary problem which governs the evolution of
phase boundary motion in diffusive systems. For dendritic growth it is also important to take the anisotropic nature of sur-
face energy into account. Based on earlier work by the authors, see [9], our presented numerical method is able to handle
fully anisotropic situations, which is particularly challenging as here the underlying equations are highly nonlinear.

The governing equations for the two-phase boundary motion, that we consider, are diffusion equations in the bulk cou-
pled to the Stefan condition on the free boundary, which requires heat conservation on the phase boundary. In addition, one
requires a condition stating local thermodynamical equilibrium on the two-phase interface. This condition is given by the
Gibbs-Thomson relation with kinetic undercooling in which, typically, one has to allow for anisotropy. The full problem, that
we consider, goes back to [45] and [60], the latter being the translation of [59]. We note that for a fully anisotropic situation,
Gurtin derived the governing system within the context of rational thermodynamics in [34]. For reviews we refer to
[39,35,58,20]. An important result on the Stefan problem with the Gibbs-Thomson law is the seminal work [45] and [46],
where a linear stability analysis was used to show that a growing nucleus and a moving planar front, respectively, become
unstable at large undercoolings. It is this instability which is the basic reason for pattern formation in diffusion driven inter-
face motion, in situations where capillary effects cannot be neglected. Snow crystal formation is the most prominent exam-
ple for such a pattern forming event.

Existence results for the Stefan problem with the Gibbs-Thomson law are were derived in [19] for local-in-time smooth
solutions, and in [41] for global-in-time weak solutions. Both results are for isotropic situations, but we mention here that
the result in [41] was recently generalized in [31] to anisotropic situations. In many situations the interface evolution is slow
compared to the time scale for diffusion in the bulk. Hence, it is often justified to replace the full parabolic diffusion equation
in the bulk by a quasi-static diffusion equation, i.e. an elliptic equation has to be solved at each instance in time. The resulting
system is the Mullins-Sekerka problem, and we refer to [24,27] for a local well-posedness result, and to [42,48] for results on
global-in-time weak solutions.

Mathematical approaches for the numerical approximation of the Stefan problem can be distinguished according to how
the two-phase interface is treated. Apart from parametric or front-tracking approaches, such as the one considered in this
paper, there exist phase field and level set methods. We remark that over the last two decades phase field methods, in par-
ticular, have been successfully used to model crystal growth and other related phenomena. In phase field methods the sharp
interface is replaced by a diffuse interfacial layer for an order parameter. For the numerical simulation of dendritic growth in
three dimensions, this method was first used in [38]. We refer to [16,18,55] for recent review articles. A similar idea is used
for level set methods. Here the sharp interface is represented as the zero level set of an auxiliary function, the so called level
set function, the evolution of which is described by a highly nonlinear PDE, which can be solved on e.g. a fixed Cartesian grid.
We refer to the books [54,47] and the paper [29] for more details.

In this paper we will consider a parametric approach. Alternative sharp interface approaches for the Stefan problem with
the Gibbs-Thomson law, where the interface is tracked explicitly, have been used and proposed in e.g. [1,50,49,51,37,52]. We
mention here, in particular, the pioneering work [50,51], where for the first time the full Stefan problem in three dimensions
was solved within a sharp interface framework. Together with [38], these constitute the first numerical simulations of den-
dritic growth in 3d in the literature. We remark that our approach has some similarities to the approach by Schmidt, which is
based on the coupling of a finite element method for solving the diffusion equation in the bulk to a parametric finite element
method for the evolution of the two-phase interface. The latter makes use of ideas in [25], which allow the computation of a
discrete mean curvature vector of a polyhedral surface in a variational context. Compared to [51] our approach has the
advantages that (a) fully anisotropic surface energies can be treated, (b) it mimics the Lyapunov structure for the continuous
problem in both the isotropic and anisotropic case, and (¢) no smoothing of the interface mesh is needed in practice. In addi-
tion, we can also handle quasi-static variants, such as the Mullins-Sekerka problem, which play an important role in practice.

For numerical approaches to the Mullins-Sekerka problem we refer to [14,62,44,13], where the approximations are based
on a boundary integral formulation. In the paper [62] a method, which was introduced in [36] for the equidistribution of
mesh points on evolving planar curves, is used in order to remove the “stiffness” introduced through the curvature term.
We remark that our approach also removes the “stiffness” of interfacial evolution problems as our method has very good
properties with respect to the grid spacing, leading to a well-conditioned discretization. We refer to [6,8] for a discussion
of mesh properties in our approach; and remark that, in contrast to the approach of [36], our approach can also be applied
in three space dimensions.

Let us summarize the advantages of our approximation compared to existing approaches:

e Our fully discrete scheme closely mimics an underlying Lyapunov structure of the continuous problem, leading to an
unconditionally stable approximation in certain situations. Moreover, a semidiscrete version of our scheme is always sta-
ble and, in addition, conserves certain physical quantities exactly; see Remark 3.5 below.

o Like most other parametric approaches, we approximate the continuous interface I" by a polyhedral surface I'"™. Often in
parametric approaches the mesh gets distorted during the time evolution, making a reparameterization or mesh smooth-
ing necessary. Instead, we obtain asymptotic equidistribution in two space dimensions, while in 3d the meshes in general
remain well distributed. This, in particular, leads to a well-conditioned discretization.
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o It is straightforward to include fully anisotropic surface energies into our model, for both two and three space dimensions.
In particular, we consider the Gibbs-Thomson law with an anisotropic mean curvature, as it was derived in [34].

e The cross terms involving the bulk and interface meshes are integrated exactly. This appears sensible, as it is the inter-
action at the interface which mainly drives the evolution. Most other approaches in the literature use quadrature for sim-
plicity, see e.g. [51], which, in particular, are not exact even for piecewise linear functions in the bulk. However, we
remark that exact integration for piecewise linear finite elements has been considered previously, e.g. in [50].

e Quasi-static variants of the Stefan problem, such as the Mullins—-Sekerka problem, can be handled naturally in our formu-
lation. For the Mullins-Sekerka problem our numerical discretization has a natural gradient flow structure, which is
related to the continuous situation; see the Appendix A for more details.

The remainder of the paper is organized as follows. In Section 2 we state strong and weak formulations of the Stefan prob-
lem and the Mullins-Sekerka problem that we consider in this paper. In Section 3 we introduce our numerical approximation
for these problems; that is, a coupled finite element approximation for the interface evolution and the diffusion equation in
the bulk. Moreover, we will show well-posedness and stability results for our numerical approximations. Solution methods
for the discrete equations and mesh adaptation strategies are discussed in Sections 4 and 5, respectively. In addition, we
present several numerical experiments, including simulations of snow crystal formations in three space dimensions, in Sec-
tion 6. Finally, in the Appendix A we present a gradient flow description of our spatially discrete approximation for the Mul-
lins-Sekerka problem.

2. The mathematical models

Let @ c RY, d = 2,3, be a domain occupied by a material which at each time t and at each space point Z € Q is either liquid
or solid and let ¥, be the outer unit normal to 0€2, the boundary of Q. The solid-liquid interface is at each time t assumed to
be a sufficiently smooth hypersurface I'(t) c Q. We assume furthermore that I' = (F(t))te[o_ﬂ,f > 0, is a sufficiently smooth
evolving hypersurface parameterized by X(-,t) : Y — R% where Y c R? is a given reference manifold, i.e. I'(t) = X(Y, t). More-
over, we denote the solid region by Q(t) and the liquid region is then given as Q,(t) := Q\ Qs(t). Throughout this paper, for a
quantity v defined on €2, we use the shorthand notations v, := v|, and v, := |, . For the interface I, we adopt the conven-
tion that its unit normal ¥ points into €;; see Fig. 1. The mean curvature % of I' is defined to be the sum of the principal cur-
vatures of I and we adopt the sign convention that % is negative for a convex domain Q4(t). Furthermore, V := X;. V is the
normal velocity of the evolving hypersurface I'.

2.1. Strong formulation of the Stefan problem

The Stefan problem with the Gibbs-Thomson law and kinetic undercooling in its anisotropic version is now given as fol-
lows. Find u : Q x [0,T] — R and the interface (I'()) ;o such that for all t € (0,T] the following conditions hold:

Jur — KsAu=f; in Q(t), Jdur— K Au=f in Qt), (2.1a)
{Ka—g} =-1V onI(t), (2.1b)
ov )
pY
——=0ux%,—au on I'(t), 2.1c
i (® (21¢)
ou
—=0 ondNQ, u=1up ondpL, (2.1d)
Vo
r0)=ry, Ju(,0 =v9uy in Q; (2.1e)

where [K %], (2) := (K; % — K %)(Z) for all Ze I'(t) and 9Q = 0yQ U pQ with oyQ N dpR =0. In addition, I'o ¢ Q and
Up : Q — R are given initial data.

In the above f describes heat sources and u =T — Ty, denotes the deviation from the melting temperature, i.e. Ty, is the
melting temperature for a planar interface and T is the absolute temperature in Kelvin. By ¥ we denote the volumetric heat
capacity, and K is the heat conductivity. Here ¥ is assumed to be constant in €2, while K is assumed to be constant in each
phase. Moreover, 4 is the latent heat per unit volume, o is an interfacial energy density per surface area, p is a kinetic coef-
ficient and a is a coefficient having the dimension entropy/volume. All of the above parameters are assumed to be non-neg-
ative and we will always assume that K, a and 4 are strictly positive. The quantity %, is an anisotropic mean curvature which
will be specified later. We only remark that in the isotropic case %, reduces to the mean curvature x. In addition, g(V) is a
dimensionless mobility function which allows one to describe the dependence of the mobility on the local orientation of the
interface.

The model (2.1a)-(2.1e) can be derived for example within the theory of rational thermodynamics and we refer to [34] for
details. We remark that a derivation from thermodynamics would lead to the identity:

a5 (2.2)
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Q(t)

Fig. 1. The domain € in the case d = 2.

We note that (2.1b) is the well-known Stefan condition, while (2.1c) is the Gibbs-Thomson condition, with kinetic und-
ercooling if p > 0. The case ¥ >0, p >0, > 0 leads to the Stefan problem with the Gibbs-Thomson law and kinetic underco-
oling. In some models in the literature, see e.g. [41], the kinetic undercooling is set to zero, i.e. p = 0. Setting ¥ = p = 0 but
keeping o > 0 leads to the Mullins-Sekerka problem with the Gibbs-Thomson law, see [45]. In situations where the interface
I'(t) meets the external boundary 9€2, an angle condition needs to be prescribed. We will discuss this issue in more detail in
the section on the numerical discretization. We remark that the problem (2.1a)-(2.1e) also appears in solidification from a
supersaturated solution, and in this case the problem (2.1a)-(2.1e) includes conservation equations for a concentration, see
[15] or [20] for details. This situation is relevant e.g. for the snow crystal simulations in Section 6.

We note that in addition we could consider e.g. the classical Stefan problem (¥ > 0, p = o = 0) and its quasi-static variant
(¥ = p =a=0). However, as these problems do not involve curvature, as « = 0, they can be easily solved with well established
numerical methods such as the enthalpy method and the variational inequality approach after applying the Baiocchi trans-
form, respectively; see e.g. [26]. Hence throughout this paper, we assume that « > 0, so that the problem (2.1a)-(2.1e) cou-
ples u, I'(t) and %,,.

It now remains to introduce the anisotropic mean curvature %,. One obtains %, as the first variation of an anisotropic
interface free energy:

rlyi= [ 90 ds
r

where y : R? — R, with y(p) > 0 if p#0, is the surface free energy density which depends on the local orientation of the
surface via the normal V. The function y is assumed to be positively homogeneous of degree one, i.e.

y(bB)=by(B) VPeR!, Yb>0=y(@).p=7F) VbeR {0},

where 7' is the gradient of y. In the isotropic case we have that:

y(B)=1p] VPeR? (2.3)
and so y(V) = 1, which means that |I'|, reduces to |I'|, the surface area of I'. The first variation of |I'|, is given by, see e.g. [9]:
Uy = =V (V);

where V. is the tangential divergence of I', i.e. we have in particular that:

d d
—Ft.‘:—/ YV ds:f/ %,V ds.
0 =g [ 7 [

A wide class of anisotropies can be modelled by

¥

L 1
(P = (Z m@r) . 7(P) =[P GBJ (2.4)
so that:
L
V@) =DES @ ).
=1

where r € [1,00) and G, € R ¢ = 1 — L, are symmetric and positive definite. Our numerical method will be based on aniso-
tropies of the form (2.4). This novel choice of anisotropy was first considered in [7] and [9], and there it enabled the authors
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to introduce unconditionally stable fully discrete finite element approximations for the anisotropic mean curvature flow, i.e.
(2.1c) with a = 0, and other geometric evolution equations for an evolving interface I". Similarly, in this paper, the choice of
anisotropies (2.4) will lead to fully discrete approximations of (2.1a)-(2.1e) with very good stability properties. We note that
the simpler choice r = 1, which leads to a finite element approximation with a linear system to solve at each time level, see
(3.5a)-(3.5c) below, is sufficient for the case d = 2. But in three space dimensions, the choice r =1 leads to only a relatively
small class of anisotropies, which is why the authors introduced the more general (2.4) in [9].

We now give some examples for anisotropies of the form (2.4), which later on will be used for the numerical simulations
in this paper. For the visualizations we will use the Wulff shape, [61], defined by

W= {PeR:p-§ <)@ ¥ieRr) (2.5)
Here we recall that the Wulff shape W is known to be the solution of an isoperimetric problem, i.e. the boundary of W is

the minimizer of | - |, in the class of all surfaces enclosing the same volume, see e.g. [28].
Let:

[N

d 1
=Y [PBP+p -] and L@ =[P - -]’ e>0,
j=1
be a regularized I'-norm and a regularized (d — 1)-dimensional [>-norm, respectively. Then y(7) = ll (p) and, ford = 2,y(p) =
ll (R(%)P), where R(0) denotes a clockwise rotation through the angle 0, are two examples for (2.4), and their Wulff shapes for
£=0.5 and ¢=0.4, respectively, are shown in Fig. 2. A hexagonal anisotropy in R?> can be modelled with the choice
@) =21 (R P), and its Wulff shape for & =0.01 is shown on the right of Fig. 2.
In order to define some anisotropies of the form (2.4) in R?, we introduce the rotation matrices R;(0):=

cosf sinf O cosf O sin6
—sin0 cos0 0 | and Ry(0) := 0 1 0 |.Theny®) =2, £(R1( ™ p) + l§ (R2(%)P) is one such example, and
0 0 1 —sinf 0 cos6

its Wulff shape for £ =0.1 is shown in Fig. 3. Finally, the Wulff shape of

1

. o T TE R r T[ 5 ™\ T
10 = ([E0) + & G)5)] + [ERG)P)] ). 26)
for r=9 and ¢ = 0.5 is shown on the right of Fig. 3. We remark that for smaller values of ¢ and larger values of r, the Wulff
shape of (2.6) will approach an octahedron, as can be seen in [9, Fig. 4]. However, for the problems considered in this paper,

even a mild anisotropy as depicted in Fig. 3 already leads to very pronounced dendritic growth; see e.g. Section 6.5 below.
More examples of anisotropies of the form (2.4) can be found in [7,9,11].

2.2. Weak formulation of the Stefan problem

For later reference, we introduce the function spaces:

So={pcH(Q):¢=0 on R} and Sp:={pecH(Q):p=up on 8Q},

JOC)

Fig. 2. Wulff shapes for different choices of (2.4) in R?. Here L=2, 2, 3 and ¢=0.5, 0.4, 0.01.

Fig. 3. Wulff shapes for different choices of (2.4) in R*>. Here L=4, r=1 and ¢=0.1 (left); and L=3, r=9 and &= 0.5 (right).
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where we assume for simplicity of the presentation from now on that either:
(i) 0Q =0pQ, or (ii)0Q=0yQ, or (iii) Q= (-H H)" 0Q=[-HH"'x{H}, H>O0; (2.7)

and, in the cases (2.7)(i) and (iii), that up € H%(aDQ). For notational convenience, we define up := 0 in the case (2.7)(ii). In
addition, we define:

V:=H'(Y,R%) and W :=H'(Y,R),

where we recall that Y is a given reference manifold. A possible weak formulation of (2.1a)-(2.1e), which utilizes the novel
weak representation of x, V introduced in [9], is then given as follows. Find time dependent functions u,X¥ and %, such that
u(-,t) € Sp,X(-,t) € V,%,(-,t) € W and

19(ut,¢)+(ICVu,V</>)7(f,d)):f/. {lca—‘f} qbds:)“/ %-Thds, VeSo (2.82)
Jro L 0V] g Jre
p/ X VX ds:/ [an, —aulyds VyeW, (2.8b)
ry BOY) I
/ xy\*)-ﬁds+<v§>?,v§ﬁ> -0 VijeV (2.8¢)
re y

hold for almost all times t € (0,T], as well as the initial conditions (2.1e). Here (-,-) denotes the L2-inner product on Q. Note
that in (2.8a)-(2.8c) for convenience we have adopted a slight abuse of notation. Here and throughout this paper we will
identify functions defined on the reference manifold Y with functions defined on I'(t). In particular, we identify v € W with
voX~ 1 on I'(t), where we recall that I'(t) = %(Y, t), and we denote both function simply as v. For example, X = id is also the

identity function on I'(t). In addition, we have introduced the shorthand notation (V& Ve ), for the inner product defined
in [9]. In particular, we define the symmetric positive definite matrices G, with the associated inner products (), on R by

G, :=[detGJ[G]”" and (B, W) =7-Gw Vo, WeR!, (=1-L

Then we have that:

<vc 7, V¢ > i/ { ﬂl (vff;z,vffﬁ)ay/(v) ds, (2.9)

where

~ ~ d-1
(Vscf ﬁ7 VSG; Z)a = Z (@fj@ ﬁ, 6;}[) Z)N

j=1 Gy

with {fﬁ’), e ,fffl]} being an orthonormal basis with respect to the G, inner product for the tangent space of I'(t); see [9] for
further details. We remark that (2.9) for an isotropic surface energy (2.3) collapses to:
<v5*,vcn> (Vs 7, Vsi) : / V7 - Vsij ds. (2.10)

Moreover, we observe that (2.8b), (2.8¢) with a = 0 collapses to the weak formulation for anisotropic mean curvature flow
introduced in [9].

Assuming for simplicity that up is constant, we can establish the following a priori bound. Choosing ¢ = u — up in (2.8a),
7 =%4X.Vin (2.8b) and 7j = %! X, in (2.8c) we obtain, on using the identities:

dt

izzol( ()):/ )?[-\7(15=/ V ds, (2.11)
dt Jrae Jra
see e.g. [23] and
Gz
E ), dt/ (7 v X VX > (2.12)
see [9], that:
d( u—upl + “a)| (8], + 4tp vol(© ())) (KVu,Vu) + p/ = (f.u—up), (2.13)

where | - | denotes the L>-norm on €. Of course, in the case of no-flux Neumann boundary conditions with dyQ = 822, we
obtain (2.13) with up=0.
In addition, in the case of no-flux Neumann boundary conditions with oy = 3£, and f = 0, we have the conservation law:
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ﬂ[ﬁ (u, 1) — Avol(Qs(t))] = ¥ (ur, 1) — ),/ X -Vds=0. (2.14)
dt It

These identities follow by integration of (2.1a) using integration by parts, (2.1b), (2.11) and the zero Neumann boundary
conditions.

All of the considerations in this section remain valid for the case ¥ = p = 0. In particular, (2.1a)-(2.1e) with ¥ = p = 0 is the
strong formulation of the Mullins-Sekerka problem, while (2.8a)-(2.8c) with ¥ = p = 0 is the corresponding weak formulation.

3. Finite element approximation

Let O=ty<t; <---<ty <ty=T be a partitioning of [0,T] into possibly variable time steps Tp := tm+1 — tm
m=0—- M — 1. We set T := maXm-0_m_1Tm. First we introduce standard finite element spaces of piecewise linear functions
on €.

Let © be a polyhedral domain. For m > 0, let 7™ be a regular partitioning of €2 into disjoint open simplices, so that

Q = Ugnemo™. Let J5 be the number of elements in 7™, so that 7" = {o]" : | = 1 — Jg }. Associated with 7™ is the finite ele-
ment space:
S™:={y eC(Q): x|, islinearV o™ eT™} c H(Q). (3.1)

K

Let K§ be the number of nodes of 7™ and let {ﬁ}"}jjm] be the coordinates of these nodes. Let {gb}"}jigl] be the standard basis

functions for S™. We introduce I" : C(Q) — S™, the interpolation operator, such that (I"y)(BI") = n(BI") for k = 1 — K. A dis-
crete semi-inner product on C(Q) is then defined by

(1312 == ("1 1), 1),
with the induced semi-norm given by |7|,,, == [(7, 11)},:1]% for n € C(Q).
The test and trial spaces for our finite element approximation of the bulk Eq. (2.8a) are then defined by
So:={yeS":y=0 ondpQ} and Sy :={yeS":y=I1"up on pQ}, (3.2)
where in the definition of S we allow for u, € H(8Q) N C(09).
The parametric finite element spaces in order to approximate X and x, in (2.8a)-(2.8c), are defined as follows. Similarly to

[8], we introduce the following discrete spaces, based on the seminal paper [25]. Let I"™ ¢ R? be a (d — 1)-dimensional poly-
hedral surface, i.e. a union of non-degenerate (d — 1)-simplices with no hanging vertices (see [23, p. 164] for d = 3), approx-

imating the closed surface I'(t;,), m =0 — M. In particular, let I'" = Uj;ﬁ where {o]" }£1 is a family of mutually disjoint

open (d — 1)-simplices with vertices {(j,f‘}',ffl. Then form=0-> M — 1, let:

V(™) := {7 € C(I'",RY) : ¥|,n islinear Vj=1—J"r} = W™ cH (™ R,

where W(I'™) ¢ H'(I'™,R) is the space of scalar continuous piecewise linear functions on I'™, with {;{Q‘}f’fl denoting the
standard basis of W(I'™). For later purposes, we also introduce ™ : C(I'", R) — W(I'™), the standard interpolation operator
at the nodes {6,’3‘}',21. and similarly 7" : C(I'™, R%) — V(I'™). Throughout this paper, we will parameterize the new closed sur-
face I'™*! over I'™, with the help of a parameterization X™+! € V(I'™), i.e. I'™*! = X™+1(I'™). Moreover, for m > 0, we will of-
ten identify X™ with id € V(I'™), the identity function on I'™.

For scalar and vector functions v,w e L*(I'™, R) we introduce the L? inner product ( -, - ), over the current polyhedral
surface I'™ as follows:

(v, W), ::/ v-wds.
r'm

Here and throughout this paper, - denotes an expression with or without the superscript «, and similarly for subscripts.
If »,w are piecewise continuous, with possible jumps across the edges of {a]" }J ', we introduce the mass lumped inner prod-

uct (-, ~)Z1 as =
1 ]T d o
(v, W)l :ZHZIGJ”\Z(D-WK@}Q) ) (3.3)
j=1 k=1

—, d . — — . =
where {G]'};_; are the vertices of of', and where we define »((q])):= llmgjmgﬁaq;: v(p). Here |of"|=

@ 1@ —af) A~ A (G — G})| is the measure of of', where A is the standard wedge product on RY,
In addition, we introduce the unit normal ¥™ to I'™; that is:
) (a5 —ap) Ao n (@ - a7)

Vo= VP o = ,

i i ‘(qg-éﬁ)AmA(‘jﬂ_aﬁ)‘
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where we have assumed that the vertices {(j}’;}ﬁ:] of gf* are ordered such that V" : I'™ — R? induces an orientation on I"™.
Finally, we set | - |7, = (-, ).

Before we can introduce our approximation to (2.8a)-(2.8c), we have to introduce the notion of a vertex normal on I'"™.
We will combine this definition with a natural assumption that is needed in order to show existence and uniqueness, where

applicable, for the introduced finite element approximation.

(A) We assume for m=0->M—1 that |o"[>0 for all j=1—JF, and that I c Q. For k=1—K}, let
Ey :=={0o]": ' € 07"} and set:
— - 1 -
A7 = Ugnezgpo]' and - = AT > o v

m ==m
Gj €=y

Then we further assume that @"=0, k = 1 — K7, and that dim span{c?),r("}',f;r"1 =dm=0—-M-1.

Given the above definitions, we also introduce the piecewise linear vertex normal function:

K7
A" =Y yp o e V(Im),

k=1

and remark that thus:

(B,wIM — (B wa™" Ve VI™), wewWam). (3.4)

Remark 3.1. We note that one can interpret @} as a weighted normal defined at the node g of I'™, where in general
|| < 1. In addition, we note that (A) is only violated in very rare occasions. For example, it always holds for surfaces
without self intersections. For more details in the case d = 2, we refer to [6].

We consider the following fully practical finite element approximation of (2.8a)-(2.8c). Let I'° and, if ¥ > 0,U° € S be
given. For m=0 - M — 1, find U™ € S7, Xm+1 ¢ V(I'™) and K+ e W(I'™) such that:

m+1 _ pym h ym+1l _ ym ©
1(”1_”7@ +@vwmvw)A<ﬂxfx-w+¢>=vmumZV¢e$7 (3.53)
gmy1-1 X‘mﬂ _X'm = ! 1 h m+1 ¢
(I S @) —a (k) a(UT ) =0V g e W), (3.5b)
m+1 2m 32 h G gm+1 G = - m
(K163 ”7>m + (VIR ">y.m —0 Vijevam), (3.5¢)

and set I'™*! = Xm+1(™™)_ In the above, we have f™(.) :=f(-t;n+1) and either:
(1) <'7 >$ = ('7 '>m7 or (ll) <'7 >$ = ('7 ')mﬂ or (1”) ('7 >1<1>1 = <'7 '>m' (36)

Here in (ii) we consider a discrete inner product on I"™ that is exact for functions that are piecewise linear on intersections
o N of* between I"™ and the bulk mesh 7™; see Section 4 for details. In addition, for ¥ > 0, the initial value U° € S is given by
U° = I%[uo], where ug € C(Q) is the given initial data from (2.1e).

We note that the quadrature employed in (3.6)(i), recall (3.3), is exact for functions that are piecewise linear on I'™. Fi-
nally, for the choice (iii) we need to employ a quadrature that is exact for functions that are piecewise quadratic on inter-
sections g7" N of" between I'" and the bulk mesh; see once again Section 4 for details.

Moreover, (V¢ -, V¢ +), . in (3.5¢) is the discrete inner product defined by

-1

R e B AN TR .
(vizvin), = [ (M) (FF 2V, nm o (3.7)

Note that (3.7) is a natural discrete analogue of (2.9), see [9] for details. The particular choice of normals from the old
surface, I'™, and the new surface, I"™"!, ensures that for the solutions to (3.5a)-(3.5c) the weighted surface area |I'™], sat-
isfies a discrete energy law, which mimics the continuous equivalent. In particular, this will lead to unconditionally stable
approximations in certain situations; see Theorem 3.1, below. Note that the particular choice of surface normals in (3.7)
leads in general to a nonlinear system for (U’”“,)?"’*1 ,K™1). However, the simpler case r =1 leads to a linear system.

Remark 3.2. Observe that (3.5b), (3.5¢) with a=0 and g =1, on noting (3.4), collapses to the parametric finite element
approximation of anisotropic mean curvature flow introduced in [9].
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The following theorem proves existence and uniqueness for a solution to (3.5a)-(3.5¢) in the linear case r = 1, and estab-
lishes a discrete energy bound for general r € [1,00). The lack of an existence proof for r > 1 is explained in detail for a related
situation in [9, Remark 3.3]. But we note that in practice we had no difficulties in finding solutions to the nonlinear system
(3.5a)-(3.5¢), and the employed iterative solvers always converged; see Section 4.2 below.

Theorem 3.1. Let the assumption (A) hold. Then, if r=1, there exists a unique solution (U™ Xm+1, Klf”) € Spx
V(™) x W(I'™) to (3.5a)-(3.5¢). Let up € R, with up = 0 in the case (2.7)(ii), and define:

S ¥ oA
MU XM) 1= 5 (U™ — Uplg = [T, (338)

Then, for r € [1,00), a solution to (3.5a)—(3.5c) satisfies:

gm (Um“,>?m+1) 4 2Up <7<m+1 77<m,cbm>h +§ \Um“ - Umjim + T (/cvum“, vu’“”)

m
2

1 X‘mﬂ _ X’m .
w22 fipm A X2
m mh
- h
< ém (U"’,xm) + T (f’"“ U uD>m. (3.9)

Proof. As the system (3.5a)-(3.5c¢) is linear for r = 1, existence follows from uniqueness. In order to establish the latter, we
consider the system: Find (U, X, ;) € Sg x V(I'™) x W(I'™) such that:

U, @)+ T (KVU,V ) 2 (7" [R -7, cp>fﬂ —0 Vges (3.10a)

L {pmi Ry ), — i, 1)} +alU. 25 =0 ¥ e W™, (3.10b)

(1,0, 1)y, + (VEX, V¢ ﬁ>m =0 Vijev™m. (3.10¢)
Choosing ¢ = U in (3.10a), y = én’"[)? @®™] in (3.10b) and #j = “T n (3.10c) yields, on noting (3.4), that:

IUUY, + T (KVU,VU) + 25 ~p )[/3 *%X-@m};ﬁ%i <v;5f<,v§)?>m —0. (3.11)

It immediately follows from (3.11) that U = U, € R, with U. =0 if ¥ > 0 or S #S™. In addition, on recalling that o, > 0, it

holds that X = X, € R%. Together with (3.10a) and the assumption (A) this immediately yields that X = 0, while (3.10c) with
ij = ™[k, ™) implies that r,=0. Then it follows from (3.10b) that U=0. Hence there exists a unique solution
(U™ XmHt ety € SPox V(™) x W(T™).

It remains to establish the bound (3.9). Choosing ¢ = U™! —up in (3.5a), X:énm[()?m“ —X™ . @™ in (3.5b) and
7 =24 (Xm+1 — X™) in (3.5¢) yields that:

9 (UmH —uym, ymt _ uD>:l 1T, (Kvum+17vum+l> _,'_%/1 <V§X’”“7V§ (Xmﬂ _)ﬁ('m)>y‘m
. . 2
+ T % ) M

. -, h h
- _ _)qu <Xm+1 _vaa)m>m + Tm (ferl7 Um+1 _ uD>m7
m

mh

and hence (3.9) follows immediately, where we have used the result that:

<V§Xm+1’V;GV (X)ﬂﬂ 7)?m)> > |Fm+1‘y - |I—~m|y7

ym
see e.g. [7] and [9] for the proofs for d =2 and d = 3, respectively. O
Remark 3.3. We note that (3.9) closely mimics the corresponding continuous energy law (2.13). The reason why it is not an

exact discrete analogue of (2.13) is that in general, the difference ()?"’*1 —Xm, c?)’")',;1 does not correspond to the discrete vol-
ume change vol(Q"") — vol(2™), and so we do not control the discrete energy:

EmU™, Xm) := £mU™, X™) + Jup vol (Q"), (3.12)



J.W. Barrett et al./Journal of Computational Physics 229 (2010) 6270-6299 6279

where Q" is the approximation of the solid region at time t,,. However, on recalling (2.11), we observe that the former dif-
ference is an approximation of the latter. Hence we are satisfied that (3.9), in a weak sense, is a discrete analogue of (2.13). Of
course, in the trivial case that up = 0, e.g. when (2.7)(ii) holds, (3.12) reduces to (3.8), the discussed difference term vanishes
in (3.9), and an unconditional stability result, based on (3.8) can be shown; see Theorem 3.2 below. Moreover, for a semi-
discrete version of our scheme (3.5a)-(3.5c), an exact discrete analogue of (2.13) can be shown; see Remark 3.5 below.
Finally, we note that the energy (3.12) always decreased monotonically in all of our numerical experiments in Section 6, with
the mesh adaptation strategies described there, when f"=0, m=1 - M.

Theorem 3.2. Let (2.7) hold with up = 0. In addition, assume that either ¥ =0 or U™ € S} for m=1 — M — 1. Then it holds that:

N m ot . /1,0 . 71)_(l<+17)_('k 4’2
en(umt xm) +§r,< (VU vut) +7’[ﬁ(v N .
m h
< &(U%X0) + S 1 (fr UM —u (3.13
(09.80) + 35 (710 o). |

form=0-M-1.

Proof. Ihe result impediately follows from (3.9) on noting that, if ¥>0, it follows from U™ €Sy that
gmum™ Xmy =gm-twum Xm form=1-M-1. O

Remark 3.4. Theorem 3.2 establishes the unconditional stability of our scheme (3.5a)-(3.5¢) under certain conditions. Of
course, if up # 0, analogous weaker stability results based on (3.9) can be derived. We note that the condition U™ € S is triv-
ially satisfied if Sj ' c S/, e.¢. when mesh refinement routines without coarsening are employed. In the simpler case that
9 =0, the stability bounds (3.13) and (3.9) are independent of U™ and so here stability holds for arbitrary choices of bulk
meshes 7.

Remark 3.5. It is worthwhile to consider a continuous-in-time semidiscrete version of our scheme (3.5a)-(3.5c¢). Let 7 be an
arbitrarily fixed triangulation of Q and define the finite element spaces S, Sg and Sp similarly to (3.1) and (3.2), with the cor-
responding lumped inner product (--)® on . Then, given I'(0) and, if ¢>0, U(0)eSp, for te (0,T] find
U(t) € Sp, X(t) € V(I'"(t)) and ,(t) € W(I™(t)) such that:

WUe )+ (KVU,V ) (7 [, 6], (p>j —(f,0)" VoesS, (3.14a)
1o Ll

p{[BOM] Koy @) — (i )y +alU, s =0 Wy e WD), (3.14b)

(ic, " i) + <v§f<, v§ﬁ>”h —0 Vije V(") (3.14¢)

where we always integrate over the current surface I'™(t), with normal ¥(t), described by the identity function
X(t) € V(I'(t)). In addition, @" is the I'* analogue of &™ and 7" : C(I", R) — W(I""(t)) is the standard interpolation operator
on I'". Moreover, (-, -){" is the same as (-,-)" with I'™ and X™ replaced by I'" and X, respectively; and similarly for (-, )7 and
(- )yn- For the semidiscrete approximation (3.14a)-(3.14c) we can show the following true volume conservation property
in the case f= 0 for Neumann boundary conditions, i.e. when Sy = S. First observe that (3.4) yields that:

%@, 1) = (Rat) = (Zoi) = [ R ds, (3.15)
(@ x- o)1), = (Keah), = (%"

h Jrhe

Then, choosing ¢ =1 in (3.14a), we obtain, on noting (3.15) and (2.11), that:

9(U,1) - 2 /m))?t-vh ds:% [ﬁ(U,l) —Avol(Qf(t))] —0. (3.16)

Clearly, (3.16) is the discrete analogue of (2.14). In addition, using the results from [9] it is straightforward to show that:

d o )
M“%‘;LJWW

recall (2.9). It is then not difficult to derive the following stability bound for the solution (U, X, ic,) of the semidiscrete scheme
(3.14a)-(3.14¢):

r—1 - . ~ ~
} (VEX VIR, 1) ds = (VIX VEXKe)
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d

dt = (f.U—up)", (3.17)

(\u uD\Q,1+—\rh (@ ()))+(KVU,VU)+%’O([ﬁ(vh)]*%xt.@h

where Qf(t) is the approximation of the solid region at time t. Clearly, (3.17) is the natural discrete analogue of (2.13).

In addition, it is possible to prove that the vertices of I'"(t) are well distributed. As this follows already from the Eq.
(3.14c¢), we refer to our earlier works [7,9,8] for further details.

Finally, we remark that (3.14a)-(3.14c) in the case ¥ = p = f=0, i.e. our semidiscrete scheme for Mullins-Sekerka in the
absence of external heat sources, has a natural interpretation as a spatially discrete gradient flow for the surface energy |I'|,.
We refer the interested reader to the Appendix A, where we will give further details on viewing Mullins-Sekerka as a

gradient flow and, as a consequence, on an alternative way to introduce the approximations (3.14a)-(3.14c) and (3.5a)-
(3.5¢) for Mullins-Sekerka.

Remark 3.6. From a practical point of view, it seems natural to also consider decoupled variants of our scheme (3.5a)-(3.5c),
where the bulk and interface equations can be solved for independently. Here we note that, if p > 0, it is straightforward to
show that, given U™, there exists a unique solution (X™1, x™+1) to (3.5b), (3.5¢) in the case r = 1, with practical and reliable
solution methods available also for r > 1; see [9] for details. One such scheme would replace U™ in (3.5b) with U™. Then, for
p >0, the adapted (3.5b), (3.5¢) can be solved first to obtain (X™+1, Km“) followed by the solution of (3.5a) in order to find
U™, Of course, this approach breaks down when p = 0, as then the new (3.5b), (3.5¢) is no longer uniquely solvable. More-
over, in the case ¥ = 0 a suitable U° needs to be defined.
A second variant would replace the third term in (3.5a), on recalling (2.1b), (2.1c), with:

(oo - axt. )

where once again we have assumed that p > 0. Then, on defining a suitable KO the adapted (3.5a) can first be solved in order
to find U™, followed by the solution of (3.5b), (3.5¢) to obtain (Xm+!, K”’“) This second approach is very close to the
procedure adopted in [51]. An advantage of the two modifications discussed above is that, thanks to the decoupling of bulk
and interface equation, computing the solution (Um“,)zm“,ic{;‘“) is much less involved; see Section 4 below for possible
solution methods for the original scheme (3.5a)-(3.5c). However, as we also want to consider quasi-static variants of the
Stefan problem, including the case p = 0, and as it does not appear possible to prove stability estimates for the new variants
in the spirit of Theorem 3.1, we prefer to use (3.5a)-(3.5c).

3.1. Boundary intersections

In our presentation so far we have assumed that I" has no boundary, i.e. that aI°(t) = @ for t € [0, T]. But it is not difficult to
generalize our model and our finite element approximation to the case, where the interface I" intersects the external bound-
ary, i.e. oI'(t) C 0Q.

To this end, we use the techniques introduced in [7] (for d = 2) and [11] (for d = 3), in order to generalize the approxima-
tion (3.5a)-(3.5¢) to this situation. For m > 0 assume that 8I"™ C 0Q and define:

Vo(I™) = {Z € V™) : 7@ Vo =0 vV Gear™ nigy, |, (3.18)

where we recall that as Q is assumed to be polyhedral, the boundary 0€2 is locally flat. Then (3.5a)-(3.5c) is adapted to: Find
U™t e s oXmt! e Vo(I'™) and K+t e W(I™), where X™+ = X™ 4 6X™, such that:

m+1 _ pym h SyYm-+1 <
19<UTU7(p> +(Kva+]7v(/))/L<7.Cm oX .d)m 7(p> :(fm+1a(P)}r:1 v(p656n> (3193)
5Xm " h &
p<[ﬂ( DI /@’"> —a (K ) +a(UM ) =0 W e W), (3.19b)
— — h = i o
<x;”+1 w’“,n> n <v§xm+1, Ve n> =0 Vije V(™. (3.19¢)
m y,m

We note that the above includes a linearization of the constraint oI'(t) C 92, which means that for curved external
boundaries 922 in general it does not hold that 3/™*! c 3Q. For a domain Q with piecewise flat boundary, as assumed in
(3.18), on the other hand, it is easy to show that aI™"1 c 0Q,m=0 - M — 1, if 3I"° c 3Q. We refer to [7] and [11] for more
detailed discussions.



J.W. Barrett et al./Journal of Computational Physics 229 (2010) 6270-6299 6281
4. Solution of the discrete system
4.1. The linear case

Introducing the obvious abuse of notation, the linear system (3.5a)-(3.5c) in the case r=1 can be formulated as: find
(U™ km+1 X+ such that:

# Mg + Ao 0 — é N.FQ Umﬂ # Mo um
,aMr.Q aMF 7% [NE/?)]T Kl;.rH] = 0 s (41)
o N A J\ewmt) \Axe

where (U™, K sXm+1) € RS x RKF x (R here denote the coefficients of these finite element functions with respect to
the standard bases of Sp, W(I'™) and V(I'™), respectively. The definitions of the matrices in (4.1) directly follow from (3.5a)-
(3.5¢), but we state them here for completeness, at least for the case 02 =0yQ. Leti,j =1 — K}, and k,l =1 — KT. Then:

Maly =9 (7. 07) (A= (KV g V),

Y| > I d m m M
Mrly = (@ 1) [Nra], = (67 7" [(418).-0M),). | = (@107 BT

d

Wil = (0 (A, = (e vEae)), )
h

[Ne] o= oy, [NP] o= (ipam) p apam), = (e ), o (42)

where {&}?, denotes the standard basis in R? and where we have used the convention that the subscripts in the matrix
notations refer to the test and trial domains, respectively. A single subscript is used where the two domains are the same.
On observing that M is a diagonal matrix, that Ny and N(}” are block diagonal matrices and that &}" = [Mp},j1 [Nr], we note
that:

_ _, _, S ooqT .
Nro=NrM;'Mro and NyM;! [N#”] = NP M;'NT, (4.3a)
where the last matrix is a symmetric block diagonal matrix with diagonal entries:
om -1 m m h A A m
<[B(V Iy >mw1 @, I=1-KF, (4.3b)
which obviously are positive semi-definite d x d matrices.

If p > 0, a Schur complement approach can be applied to yield the following reduced system. First we eliminate K.’;'“ from
(4.1) to obtain:

( Bo r"mﬁ?,n><um*l > (%Mﬂum) (4.4)
¢Nrg Ar oxml —ApXm )
where we recall (4.3a), and where:
1 . - . L oqT
Boi= Mo+ Ay and Ar=Ar+ % Nem;! (NP (4.5)

On noting that /A, for p > 0, is symmetric positive definite, recall (4.3a), (4.3b), and hence invertible, we observe that (4.1)
can be equivalently formulated as

(BQ + ta NI, 47! N,‘_Q> gt = L MoU™ — A N, A; AR XM, (4.6a)
Tm O Tm Tm
and
SR — [g NroU™! +ArX"), (4.6b)
1 q -
K{;Hl - Mrl |:aM[‘.Q U™ 4 % [N@]T 5xm+1} (4.6¢)

Clearly, the operator on the left-hand side of (4.6a) is symmetric and positive definite. A natural preconditioner for (4.6a)
is B;zl. with the obvious caveat when ) = 0 and 052 = 0Q. In that case, B, is singular, and the inverse B;J1 needs to be replaced
with the generalized inverse Ry, see (4.8) below. Finally, a further Schur complement approach would eliminate U™ from
(4.4), and then solve in terms of X™*! only. Le.
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1a

(Zr + 2 Y8 0By) N;Q> SXm = _ArX™ — — = NpoBg' MgU™, (4.7a)
Tm O Tm O

and
U™t =B, {l MoU™ + = NT.,, 5)?"1“} , (4.7b)
Tm Tm

together with (4.6¢). Similarly to (4.6a), we note that (4.7a) is a symmetric positive definite system. An advantage of (4.7a) is
that it can be applied also in the case p = 0, however, as noted above, the matrix Bg, is singular when ¢ = 0 and dy(2 = 0€2. As
this situation can arise in practice, e.g. for the Mullins-Sekerka problem with Neumann boundary conditions, we now devel-
op a Schur complement solver for this case.

To this end, we now generalize (4.7a) to the case when the matrix B, recall (4.5) and (4.2), is singular, i.e. when ¢ = 0 and
onQ2 =0Q, making use of ideas in [6]. Then Bg=Agq, with the kernel of A, given as kerAg=span{l}, where

1=Q,..., 1)T e kX2, We introduce the inverse R of Ao, restricted on the set (kerAg)*, where -+ acting on a space denotes
its orthogonal complement, i.e.
RoAgv=AgRov=1v YV ve (kerAy) . (4.8)
Then, on noting that the first equation in (4.1) implies that 17 N}'Q sXm+1 = 0, we obtain:
1 Aas NT ym+1 Toem_ 05
A[‘+T_&NI"_QHQRQHQNFAQ oX = —A,—X _C&NF,Ql (493)
m
and
Ao o ) -
ymt = o RoNT o oX™ ! +¢1 = é Mo RN o 6X™ T 4 ¢1, (4.9b)
where ¢ = [171] '"17U™" € R is unknown, and where I, = Idg, — % is the orthogonal projection onto (kerAo)*.
Writing (4.9a) as DoX™+! = —ApX™ — éWL its solution can be found as follows, where we note that the invertibility of D
follows from Theorem 3.1. Let 6X, := —D~'ArX™ and 6X,, := D' w. Then:
1TNT. , 6X . - -
¢==2"2 "% and oX™1 = 0X, — EoXy,
TN} %o

is the solution to (4.9a). The remaining part of the solution to (4.1) can then be found via (4.9b) and (4.6c).
4.2. The nonlinear case

For a general r € (1,00) a lagged coefficient fixed point type iteration needs to be employed, i.e. the natural extension of
the scheme in [9]. At each time step, given (U™ Xm+10).— (U™ Xm) we seek for i > 0 solutions (U™""*3, KT+1'i+%7
Xmilith) e S s W(I'™) x V(I'™) such that for all ¢ € Sy, € W(I'™) and ij € V(I'™):

m+1i+d  pym h ) ym+1i+d _ ym ¢
/ <UTU¢> A i<7t"' {erco ,(,,> GO (4100
ym+1i+l  ym h : h . [
P M iy (k) ca(umi ) o, (4.100)
Tm m ! m m
i h -~ -
<KT+1,1+%@m7 ﬁ>m n <Vscxm+1,l+%7 A ﬁ>7mi -0, (4.10¢)

where, similarly to (3.7):
et ing T-1 _ _
(Ve Z SRS g i ds o
On obtaining X™+1##} from (4.10a)-(4.10c), e.g. by employing the Schur complement approach as in (4.7a), we set:
XmLitl (1- 'ui))_(‘mﬂ,i Jr'ui)“(mﬂ.i%7 (4.11)
where y; € [p,1] is a damping parameter and g € (0,1) is fixed. The iteration (4.10a)-(4.10c), (4.11) is repeated until
Xm+tiet _ gmeli) < ol (4.12)
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where tol = 1077 is a chosen tolerance. Upon convergence, we fix i; = 1 and repeat the iteration for (4.10a)-(4.10c), (4.11)

until the criterion (4.12) is satisfied again. On convergence we set (U™ Xm+1 K1) = (U’"”'”%,)?m“”%,
i+l ; = : : . . . . . ..

KT“'HZ) = (U™ Xmetist K1), In practice, the described iterative procedure always converged, provided y and ini-

tially p; were chosen sufficiently small. The same observation had been made in [9] for essentially the iteration (4.10b),
(4.10c), (4.11) with a = 0.

4.3. Boundary intersections

The approximation (3.19a)-(3.19c¢) in the linear case r = 1 can be formulated as: find (U™, K;F*‘75)?m+l) € R¥E x R x X
such that:

BQ 0 — ﬁﬁ}cp UmH %MQUm
o7 "
—aMro oMy _% {MF’E)] K”TH = 0 ’ (4.13)
. . SRm+1 —TI A X™
0 INr A IIrox™ rir

where I1; : (Rd)’(? —XC (Rd)@ is the orthogonal projection onto the Euclidean vector space associated with Vo I™). We re-
fer to [7] and [11] for further details.

It is not difficult to generalize the Schur complement approaches (4.7a) and (4.9a) to the linear system (4.13). For exam-
ple, in the former case, we obtain:

I, <71F + 2 AR, oB;'NT Q> T, 0%™ ! = —TAR™ — 1 Ry By MoU™ (4.14)
Tm O ' Tm o
and (4.7b), (4.6¢), on noting that IT; sXm+1 = sXm+1,
4.4. Direct and iterative solvers

One can solve (4.1) or (4.4) either with a sparse direct solver such as UMFPACK, see [21]; or with an iterative solver for
one of the previously introduced Schur complement approaches. For the computations presented in this paper, we always
use iterative solvers, and we only compute the values that are needed. In particular, for the Stefan problem one only needs
to compute X™! and U™, while for the Mullins-Sekerka problem one only needs to compute X™+1.

If p > 0, then we compute the discrete solutions with a preconditioned conjugate gradient (pCG) solver for (4.6a). Here the
applications of A;' and the preconditioner B,,' are computed exactly, with the help of sparse direct solvers for symmetric
positive definite matrices. We employ the sparse LDLT factorization package LDL ([22]), together with the sparse matrix
ordering package AMD ([2]). For large scale three dimensional computations the direct factorization of B, can become inef-
ficient. Then, as an alternative, the action of B,' may also be computed with the help of a multigrid solver.

In the case p =0 we use a pCG solver for (4.7a) and (4.9a), respectively. Here the actions of B,' and R, are once again
computed with the help of either LDL/AMD or a multigrid solver. In addition, we employ the inverses of diag(A,) or

- - a iz . B
Ly = Ar +& T—Nrg dlag(B_Q) ]N}-—,Q

as preconditioners, where the latter is not always sparse and hence not always practical.

The linear system (4.13), is always solved with the help of a pCG solver for (4.14) or, in the case that By, is singular, with
the obvious analogue of (4.14). In the former case, the preconditioners A" when p >0, and [diag ()]’ when p =0 prove
efficient, whereas in the latter case we employ Iy A;' TT, and I,[diag (A,)] "', respectively.

4.5. Assembly of interface-bulk cross terms

We note that the assembly of the matrices arising from (3.5a)-(3.5¢) is mostly standard. For the cross terms between bulk
mesh and parametric mesh one needs to compute contributions of the form:

h h #
) (o) =@ (anay o ) (el ) o i) (ol o) | (4.15)
where {(b?}g and { ,(J’"}jK:"n] are the canonical basis functions of S™ and W(I'™), respectively. In the following, we state pre-
cisely how (4.15) can be computed in practice. Clearly, (4.15)(i) only needs to evaluate the bulk basis function ¢{" at the ver-
tex 6}” of I'™; a simple task. For the choices (ii) and (iii), on the other hand, we need to compute the intersections between
bulk elements of* and surface mesh elements g[". For notational convenience, we will drop the subscripts | and j in the
remainder of this subsection.
In two space dimensions, i.e. d = 2, the intersection of a segment ¢™ of the polygonal curve I'"™ and a bulk mesh element
o™ € T™ is always given by a segment, say 0™ N ¢™ = [§i, G»]. Then the contribution over [§, §»] for (4.15)(ii) is
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1. - & .
@”%>H%f=ngqﬂ§:@wwﬁmw. (4.16a)
k=1
Similarly, the contribution over [q, §»] for (4.15)(iii) is
1o o < L
@”L>szﬁm—wZMwﬁmme (4.16b)
h k=0

where g :=1 Zi:@c and wg =2, w; = w, =} from Simpson’s rule.

The natural generalizations of (4.16a), (4.16b) to d = 3 are given as follows. Here the intersection of a triangular element
o™ of the polyhedral surface I'™ with a bulk mesh element 0™ is a convex I-polygon P, with 3 <[ < 7. Some example inter-
sections are given in Fig. 4, with our algorithm to compute P stated below. Then the contribution over P = conv({(ji}ﬁzl) for
(4.15)(ii) is

1
O " = Op ¢l (@) 7 (Gr),
k=0

where Go :=1 3"} _, Gy is the centroid of P and the weights o] are easily defined such that (¢, 1)}, = (¢, 1),, for all ¢ € S™, by
partitioning P into triangles having g, as a vertex; see Fig. 5. Similarly, the contribution over P for (4.15)(iii) is

21
(o1 1"), = > OFl (B (o),
k=1

where Py == 3[Go + Gi] and P :=3[Gx + Grer] for k=1 — I, where G,.; := G;. The weights @} are easily defined such that
((p,x>ﬁ1 = (@, ), for all ¢ € S™and all y e W(I'™), by partitioning P into triangles having g, as a vertex; see Fig. 5.

We now describe our algorithm for finding the intersection P = 0™ n ¢ between a bulk element 0™ and a parametric ele-
ment ¢ in R,

1. For each vertex of the triangle ¢™, test whether it is inside the tetrahedra o™ If it is, add it to the list of vertices of P.

2. For each edge of ¢™ with at least one vertex not inside o™, test whether it intersects any of the four faces of o™. If it does
so, add the intersection to the set of vertices of P.

3. For each of the six edges of 0™, test whether it intersects ¢™. If it does, add the intersection to the set of vertices of P.

4. Remove any duplicate vertex in P.

The above algorithm computes P = 0™ N ¢™ for a given pair of elements. In order to find all such pairs with nonempty
intersection P, we employ for each parametric element ¢ a hierarchical search in the bulk mesh tree, in order to find all
bulk elements o™ that have nonempty intersection with it. Hence the overall complexity of assembling the matrices Mo

Fig. 4. Intersections of a triangle and a simplex in R*.

Fig. 5. Sketch of P with sampling points for (4.15)(ii) (left) and (4.15)(iii) (right).
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and Ny is O(JT logJ3). Better complexities have recently been shown for triangle-triangle and tetrahedra-tetrahedra mesh
intersections, on utilizing commonly available element neighbouring information; see [30].

5. Mesh adaptation

We implemented our finite element approximation (3.5a)-(3.5¢) within the framework of the finite element toolbox AL-
BERTA, see [53]. In what follows we describe the mesh refinement strategies used for both bulk and interface mesh.

5.1. Bulk mesh adaptation

Given a polyhedral approximation I'"™", m > 0, of the interface, we employ the following mesh adaptation strategy for the
bulk mesh triangulation 7™. The strategy is inspired by a similar refinement algorithm proposed in [12] and [3] for d = 2 and
d = 3, respectively. It results in a fine mesh around I'™ and a coarse mesh further away from it.

In particular, given two integer parameters Ny> N, we set hy =2H h . = fv—"’ where for simplicity we assume that Q=
(—H,H)". Then we set: !

d d
voly =% and ool = %,
that is, for d = 3, vol; denotes the volume of a tetrahedron with three right-angled and isosceles faces with side length hy,
while for d =2 it denotes the area of a right-angled and isosceles triangle with side length hy;, and similarly for vol..

Now starting with the triangulation 7™! from the previous time step, where here for convenience we define 7! to be a
uniform partitioning of mesh size h,, we obtain 7™ as follows. First any element 0™! € 7"~" satisfying [0™!| > 2 vol; and
0™ 1N I™ > () is marked for refinement. In addition, any element satisfying [0™'| > 2 voly;, for which a direct neighbour
intersects I'"™, is also marked for refinement. Similarly, an element that is not marked for refinement is marked for coarsen-
ing if it satisfies [o™'| < 1 vol. and 0™ ' N I"™ = §). Now all the elements marked for refinement are halved into two smaller
elements with the help of a simple bisectioning procedure, see [53] for details. In order to avoid hanging nodes, this will in
general lead to refinements of elements that were not originally marked for refinement. Similarly, an element that is marked
for coarsening is coarsened only if all of its neighbouring elements are marked for coarsening as well. For more details on the
refining and coarsening itself we refer to [53].

This marking and refinement process is repeated until no more elements are required to be refined or coarsened. Thus we
obtain the triangulation 7™ on which, together with I'™, the new solutions (U™, Xm+1, K;’Hl) will be computed. In practice
only at the first time step, m = 0, more then one of the described refinement cycles are needed.

We note that, as observed in Remark 3.4, the coarsening in the above described mesh adaptation means that for ¢ > 0 the
conditions of Theorem 3.2 are in general not satisfied.

5.2. Parametric mesh adaptation

As mentioned before, the Eq. (3.5c) means that the vertices of the parametric approximation I'™ are in general very well
distributed, so that mesh smoothing (redistribution) is not necessary in practice. Similarly, an adaptation of the parametric
mesh is in general not necessary. However, in almost all of our presented simulations, the total surface area |[I'™| increases
significantly over time. Hence constant-in-time parametric discretization parameters will either mean that the interface is
initially “over-resolved”, which is computationally inefficient, or that the interface approximation lacks accuracy at later
stages. Hence, we consider a very simple adaptive strategy that will lead to an efficient algorithm, as well as accurate res-
olution of the interface throughout. In addition, this strategy will mean that both the bulk mesh size around the interface, as
well as the parametric mesh size on the interface will be of the same order throughout the evolution.

The mesh refinement strategy can be described as follows, where we assume that an arbitrary polyhedral approximation
I° of I'(0) is given. Let:

V0lay := max |o%].

j=1-4%
Then for an arbitrary m > 0, given I'"™ and the solution (U™*!, Xm+1, K1) to (3.5a)~(3.5¢), we define [ Xmetpmy,

m ——— - . . . . m+l ——— .
Clearly, '™ = U]’.; a}”*"“, where O'J’."*m = X" (a"), j=1 — J. We will now define a finer triangulation ', a}"*‘, with

7' > JT, for the same polyhedral surface I"™*"* = I'™*!. To this end, we mark all elements ¢]"*"*, that have become too

large due to the growth of the interface, for refinement. In particular, any element with \aj"”]"‘\’ > 7 volmax is marked for
refinement. Then all refined elements are replaced with two smaller ones with the help of a simple bisectioning procedure.
Note that this bisection does not change the polyhedral surface I"™*1* = ™1, Moreover, we note that in order to prevent
hanging nodes, in general more elements will be refined than have initially been marked for refinement. The cycle of mark-
ing and refining is repeated until no more refinements are required. In practice, this was always the case after just one such
refinement step.
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In conclusion we stress that the given parametric mesh adaptation algorithm means that Theorem 3.2 still holds. More-
over, apart from this simple mesh refinement, no other changes were performed on the parametric mesh in any of our sim-
ulations. In particular, no mesh smoothing (redistribution) was required.

6. Numerical results

For the numerical results in this paper, for simplicity, we restrict ourselves to the case of constant heat conductivity K.
The case of piecewise constant coefficients is numerically more involved, and this will be addressed in a forthcoming paper.
We refer to [4], see also [5], for a possible natural approach in this case.

Throughout this section we use (almost) uniform time steps; in that, 7,,=7, m=0->M -2, and 7y_1=T -t 1 < T.
Moreover, unless otherwise stated, we always employ (3.6)(iii), i.e. we integrate these cross terms exactly.

For later use, we define hf := max;_ F]mdlam(am) We also define the errors ||X — X||;~ := MaXp_1_m||X™ — X(:, tm)||~»

where ||X(ty) — X(- ) || = maxk:HKrrn{mmyEﬂXm(qk ) =X, tw)|} and [|U = I"ul|;~ := maxXpe1_m||[U™ = I™u(-, t)|| =
6.1. Non-dimensionalization

In order to study the parameter dependence of the numerical simulations in a systematic way, a non-dimensionalization
of the Stefan problem is necessary. Introducing characteristic scales z, ¢, and f for space, time, temperature and heat
sources, we non-dimensionalize the variables as follows:

7=717 T=f't, d=0'u, f=f1f
Let the capillary length dg be defined by dy = %2 TM ,whichis an important length scale for solidification phenomena. Then let:

. p’CTM o d() o oy
0: 7z . c=7=7h
denote a dimensionless kinetic coefficient and a dimensionless capillary coefficient, respectively, where we recall the nota-
tion and scaling in (2.2), and where we assume that K is constant in 2 and that ¥ > 0. Denoting by Tp, a typical temperature in
the problem, e.g. the temperature at the boundary, we obtain two important scalings for (2.1a)-(2.1e). It will turn out that in
both scalings the dimensionless undercooling S = M as well as the dimensionless capillary coefficient ¢, will be impor-

tant parameters.

Scaling I: t_“ U=Ty—T f:k—z
This scaling leads to (we drop the™in the rescaled variables):
—Au=f in Qt)uQ(t) { } =-S'V on (), (6.1a)
0
V= —Su onI(t 6.1b
% —0 onow® u=-1 ondp® I(0)=Tlo u(-0)=uy in Q. (6.1¢)
Q

For a given constant temperature at the boundary, a certain multiple of the Wulff shape is stationary, where the Wulff shape,
recall (2.5), is a region with a boundary such that x, = —1, see [35]. Examining (6.1b) we observe that we have to scale the
Wulff shape by R. = £ in order to obtain a stationary shape. In the isotropic case R, is called the critical nucleation radius and
it turns out that balls with a radius smaller than R, shrink and larger ones grow. One observes that the critical nucleation
radius becomes smaller for large undercoolings and for small surface energy densities.

Scaling II: t = K“,fl =Ty — Tp, f_%
The nondimensional equations are now (we again drop the”in the rescaled variables):

Sou—Au=f in Q(t) UQ(t), {%} =-Y onI(t), (6.2a)
- I
[f(Q\7) V=5 —u onI(®), and (610) (6.2b)

For small undercoolings S, with £ still of order one, and in addition with ﬁ small, we can neglect the terms So,u in (6.2a) and

/3(‘) V in (6.2b), and then obtain the Mullins-Sekerka problem:

—Au=0 in Q(t)UQ(t), {a_q =-V on (), (6.3a)
i )

0= % %, —u on I'(t), (6.3b)

S0 onoyQ u—-1 ondyQ I(0)=Tk. (6.3¢)

[}
<l
Q0
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All our reported numerical experiments will be for the rescaled problems (6.1a)-(6.1c), for the Stefan problem, and
(6.3a)-(6.3c), for the Mullins-Sekerka problem. Unless otherwise stated, we will use S = 1, =7, f=0and Q = (—H,H) with
H = 4. For computations for the Stefan problem (6.1a)-(6.1c) we will in general take ¢ =103, ¢ = 1072 and (2.7)(i), while for
the Mullins-Sekerka problem (6.3a)-(6.3c), we usually set ¢ =1 and take (2.7)(ii).

The initial interface I'(0) is either a circle/sphere of radius Ry € (0,H) around the origin, or a (perturbed) straight horizon-
tal line in R?, with endpoints attached to dQ. For the Stefan problem (6.1a)—(6.1¢), in the former case, we set:

0 |Z| < Ro,
up(?) = —1=0 Ro<|[Z <H,
-1 |Z = H;

while for a straight line at height z, = Hy € (—H,H), we set:

0 z; < Hy,
_pHp-2
U(2) =4 —mr Ho<z <H,
-1 Z = H;

unless a true solution u is given.
6.2. Planar Mullins-Sekerka instability

As mentioned in Section 1, the instability of a straight planar interface in the presence of undercooling was first analysed
in [46]. Here we numerically investigate this instability for a straight line in R?. In this context we refer to [57], where the
stability of a flat interface for a semidiscrete, quasi-stationary variant of the Stefan problem was studied. For the numerical
investigations in this section, we let I'(0) be a straight horizontal line at height z, = —3 within the domain Q =(-4,4)? i.e.
H=4. The liquid phase is undercooled from the upper boundary, so that 0pQ =[-4,4] x {4}, which corresponds to
(2.7)(iii). Clearly, for the given setup an exact solution can be computed, which is given by the interface moving unchanged
through the domain towards the upper boundary. However, this solution is unstable. In order to investigate this instability,
we perturb the initial interface I'(0) slightly with the following perturbation. Let:

. 30 jTC
=) =z |, 6.4
(@ ;hw%ga) (6.4)

where |5;] < 0.01 are some randomly chosen values. Then we add this perturbation to the straight interface, i.e. I'(0) is re-
placed by I'(0) + {(I'(0))é,. As (6.4) is clearly an even function with respect to the z;-coordinate, the evolution will be sym-
metric with respect to the z,-axis throughout. If the numerical results also show this symmetry, then this will be a strong
indication that all of the observed instabilities, such as fingering and sidebranching, are due to the chosen perturbation
(6.4) only, and are unlikely to be caused by numerical noise.

In the following experiments for (6.1a)-(6.1c), for an isotropic surface energy (2.3), we vary ¢ and keep all the other
parameters fixed as previously described. The discretization parameters are Ny=4096, N. =256, 7= 10~ and K° = 4097.
See Fig. 6 for the different evolutions for ¢=5 x 1073, 2 x 10~ and 103, where in all of the computations we observe
the expected symmetry. We note that each computation was stopped when the discrete interface no longer remained en-
tirely in Q. Moreover, in Fig. 7 we show the results for the same experiments but now for S = 2, which has an immediate
and noticeable effect on the evolution as T is much smaller.

The same experiments, for the anisotropy y as in the middle of Fig. 2, can be seen in Figs. 8 and 9. We observe that for both
sets of experiments, the instability becomes stronger for smaller values of ¢, and for larger values of S. In particular, we ob-
serve that for ¢ getting smaller, the fastest growing modes represented in the initial data become more and more oscillatory.
Moreover, as expected, the branching in the anisotropic setting in Fig. 8 is clearly aligned with the coordinate axes, while in
the isotropic case there is no clear preferred growth direction.

6.3. Convergence experiment for the Stefan problem

We start with a comparison of our algorithm (3.5a)-(3.5c) for a known exact solution to the Stefan problem (6.1a)-(6.1c)
in the case of an isotropic surface energy (2.3). Here we use the expanding circle/sphere solution introduced in [51, pp. 303-
304], where the radius of the circle/sphere is given by r(t). Assume that ¢ = ¢ and let:
g(d-1) et [Se ¥
— (12 3 __sd-3 __ e fer
r(t) = (r(0) + t)z, w(t) o v(s) 7 |, 7 dz.
Then it is easy to see that on letting:

) Sd-}
FE0 = gwo =52,
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Fig. 6. X(t) at times t = 0,0.01,..., T with T=2.21,1.63,1.29 for S=1and ¢=5 x 1073, 2 x 1073, 1073, respectively.

Fig. 8. X(t) at times t = 0,0.01,...,T with T = 1.42,0.85,0.63 for S=1 and ¢ =5 x 1073, 2 x 1073, 1073, respectively.

the solution u to (6.1a)-(6.1c), with up in (6.1b) replaced by u|, o, is given by

w(t) 2l < r(t),
wit)+o(i5) 12> (). (6.5)

r(t)

u(zZ,t)

For d =2, we perform the following convergence experiment for the solution (6.5), where we set ¢ =¢ = 103 and use
1(0)=Ry=0.5. For i=0 — 4, we set Ny = 2K% = 2”* N.=4" and t=4>""x 1072, The errors |U — I"u|~ and | X — ||~ on
the interval [0,T] with T = 1, so that r(T) ~ 1.12, are displayed in Table 1. Note that K = 2K% due to the growth of the
interface.
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Fig. 9. X(¢) at times t = 0,0.01,...,T with T = 0.63,0.42,0.3 for S =5 and ¢ =5 x 1073, 2 x 1072, 10”3, respectively.

In addition, we use the convergence experiment in order to compare the different integration rules for the cross terms
(3.6). See Table 2, where we present the same computations as in Table 1, but now for (3.6)(i) and (ii). As is to be expected,
the errors for the vertex sampling (3.6)(i) are larger than for the other two quadrature rules (ii) and (iii), while the latter two
methods produce very similar errors.

Similarly to Table 1, we perform a convergence test for the solution (6.5), now for d = 3, leaving all the remaining param-
eters fixed as before. To this end, fori=0 — 3, we set Ny = 2°*/ N, = 4/ K® = K(i), where (K(0), K(1), K(2), K(3)) = (770, 3074,
12290, 49154), and t=4°"x 1073, The errors ||U—I"u|,~ and |X — ||~ on the interval [0,T] with T=0.1, so that
r(T) ~ 0.59, are displayed in Table 3. Here K = K9, as the interface has not grown sufficiently to merit a refinement as de-
scribed in Section 5.2.

6.4. 2d results for the Stefan problem

In this subsection we use Q = (—8,8)? and set S = l¢=5x 10, 0 = 1072, unless otherwise stated. The initial interface is
given by a circle of radius Ry = 0.05.

For the anisotropy on the left of Fig. 2, we perform the following simulations, which highlight possible mesh effects that
can be caused by numerical noise. Here we use three sets of discretization parameters. Let Ny = 2% N, = 23+ [0 — 2%+
and 7=2"'"2 x 1073, i = 0-2. The results are shown in Fig. 10, which indicate that the side branching observed in the exper-
iment with the coarsest discretization parameters is simply due to numerical noise.

We repeat the experiments in Fig. 10 for the sixfold anisotropy on the right of Fig. 2. The results are shown in Fig. 11,
where once again we observe that the sidebranching disappears once the discretization parameters are chosen fine enough.
In summary we note that the sidebranching observed in Figs. 10 and 11 is caused by numerical noise, which is then amplified

Table 1

Q= (—4,4)? and T = 1. Convergence test for (6.5) with (3.6)(iii).
4y hy' U = 1" ull IX = Rl Kg K}
6.2500e—02 6.0083e—02 6.7004e—02 1.2155e-01 749 128
3.1250e—02 2.8906e—02 2.8054e—02 6.6655e—02 1321 256
1.5625e—-02 1.4375e—-02 1.4997e-02 3.2719e-02 2909 512
7.8125e—-03 7.0224e-03 4.8878e—03 1.0036e—02 8945 1024
3.9062e—-03 3.4677e—03 1.6308e—-03 2.3839e-03 74597 2048

Table 2

Q= (—4,4)? and T = 1. Convergence test for (6.5) with (3.6)(i) and (ii).
hy (3.6)(1) (3.6)(ii)

U~ 1" u],~ X — &~ U — 1"l IIX = &~
6.2500e—02 6.6844e—02 1.2505e-01 6.7038e—02 1.2733e-01
3.1250e—-02 3.2438e—-02 8.4950e—-02 2.7908e—02 6.6561e—02
1.5625e—02 1.6191e-02 3.8031e—-02 1.4995e—02 3.2526e—02
7.8125e—-03 5.1953e-03 1.0749e—-02 4.8702e—03 9.9904e-03

3.9062e-03 1.6902e—-03 2.5142e-03 1.6310e—-03 2.3741e-03
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Table 3

Q= (—4,4)* and T = 0.1. Convergence test for (6.5) with (3.6)(iii).
by hy' U — 1"~ X — )~ Ky Ky
1.2500e—-01 1.2341e-01 5.8883e—02 3.2225e—-02 1781 770
6.2500e—02 6.2306e—02 1.7987e—02 1.5276e—02 6313 3074
3.1250e—02 3.1290e—-02 9.0387e-03 8.1044e-03 26437 12290
1.5625e—02 1.5629e—-02 5.3492e—-03 4.1915e—-03 358245 49154

due to the instability considered in Section 6.2. In situations where the modelling of sidebranching is important and desired,
sidebranching can easily be achieved by adding random fluctuations to the model. This can be done e.g. for the temperature
field, for the Gibbs-Thomson law or directly for the interface approximation itself. We give an example for the latter ap-
proach in Fig. 12. For the anisotropy as in Fig. 10 and on the larger domain Q =(—16,16)?, we choose S = lc¢= 103 and
0 =1072 The discretization parameters are Ny=4096, N, = 256, 7 = 1.25 x 10~* and K} = 64. The first plot in Fig. 12 shows
the smooth growth of four main dendritic arms. When some random noise of maximal magnitude 0.02 is added to the dis-
crete interface I'"™ at time t = 4, this new evolution shows a pronounced sidebranching at later times.

6.5. 3d results for the Stefan problem

In this subsection, we let Q = (—4,4) S = 5nc= 1073, 0 =102 and let I"(0) be given by a sphere with radius Ry = 0.1, un-
less otherwise stated.

The first experiment is for the anisotropy on the right of Fig. 3, but here with ¢ = 0.6. This anisotropy has what is some-
times called a cubic symmetry, and this will lead to the growth of dendrites with six main branches. First, similarly to Fig. 10,
we numerically investigate the possible effects of rounding errors. To this end, we perform the following set of experiments.
Let Ny = 2" N, = 2% J% — 3 % 25 and 1 =2%% x 1074, i = 0-2. The results are shown in Fig. 13. Once again we observe

Fig. 10. X(t) for t = 0,0.5,...,T with T = 2.5,3, 3. Parameters are N; = 277 N. = 2° K% = 2% and 1 =2'"% x 1073, i= 0-2.

Fig. 11. X(t) for t=0,0.5,...,4. Parameters are N; = 27 N, = 2°* K9 — 2% and 1 =272 x 1073, i=0-2.
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Fig. 12. X(t) for t=0,0.5,...,9. On the right the same evolution with random noise added to X(4).

He A ¥

Fig. 13. X(0.25) for the following sets of parameters: Ny = 27" N, = 2*7 J% =3 x 27 and =252 x 1074, i=0-2.

that the oscillations and secondary sidebranching observed in the experiment for the coarsest set of discretization param-
eters is caused by numerical noise. The oscillations disappear once the discretization parameters are chosen sufficiently fine.
More details of the finest computation in Fig. 13 are shown in Fig. 14. Here we observe the well-known growth from a spher-
ical seed to a dendrite with six symmetric branches.

For the hexagonal anisotropy, as shown on the left of Fig. 3, we have the following results. We remark that such an anisot-
ropy is understood to be the main driving force for the growth of snow crystals. Hence the numerical results presented here
can be used to simulate such growth when we interpret (2.1a)-(2.1e) as a model for solidification from a supersaturated
solution. See [40, Fig. 2] for a diagram on the different types of snow flakes.

For later use, we define the mobility:

Bat(B) == [pT + P35 + p3)* (6.6)

with 6 = 10~%. An experiment where initially we see “solid plates”, recall [40, Fig. 2], is shown in Fig. 15. Here we used the
anisotropy on the left of Fig. 3, but for this experiment set ¢ = 1072 in order to produce sharper polyhedrons. We also have

P 2 4

Fig. 14. X(t) at times t=0.1, 0.2, 0.25, 0.3, 0.34.
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Fig. 15. X(t) for t=0.2, 0.3, 0.4, 0.5,0.6.c =2 x 1073, 0= 1072,

Fig. 16. X t) for t=0.1, 0.2, 0.3, 0.4 for B = Bran.

B = Baar and here ¢ =2 x 1073, The discretization parameters are Nf=128,N.=16,7 = 103 and K‘} = 98. We observe that the
corners of the solid plates soon become sharper and then develop something resembling “sectored plates”; see [40, Fig. 2].
Next we tried to produce the “hollow columns” from [40, Fig. 2]. To this end, we set 8 = 4, where

Bran(B) := 1007 + 3p3 + 3P

with 6 =0.01, and let ¢ = 10~3. The anisotropy y is chosen as on the left of Fig. 3, while the discretization parameters are as
before. The evolution of the interface for this experiment can be seen in Fig. 16, where we can observe the expected growth.

The next run is on the larger domain Q = (—8,8)* and an initial sphere with radius Ry = 0.05. The discretization parameters
are N;=256, N.=32,7=5 x 10~* and K% = 98. The anisotropy 7 is as on the left of Fig. 3. A run for f = YBaar and the latter
defined by (6.6) with 6 = 1072, is shown in Fig. 17, where the upper and lower parts start to overgrow at around time t = 0.23.
The shapes shown in Fig. 17 come very close to resembling real snow flakes. Here it should be noted, that the sidebranching
observed there is very likely caused by numerical noise and rounding errors. However, the same effect, on even the most
refined meshes, can be achieved by adding random fluctuations to the model, as discussed previously. In real life, such fluc-
tuations and changes in physical parameters are experienced by the growing snow flake, as it moves through the atmosphere
towards the earth.

Many mechanisms in snow crystal growth are still not fully understood. Experimentally it is observed that in a growing
hexagonal prism sometimes the upper and lower basal facets break, while at other times the prism facets break, see e.g. [33]
and [32]. Both scenarios are observed in our numerical experiments, see Figs. 16 and 17. Further numerical experiments are
needed to obtain a better understanding of the governing mechanisms for facet breaking.

6.6. Convergence experiment for Mullins-Sekerka

Here we perform test computations for a well-known analytic solutions for the two phase Mullins-Sekerka problem
(6.3a2)-(6.3¢) in the case of an isotropic surface energy (2.3). Here S = ¢ =1 with dyQ =93€Q. In addition, I'(0) consists of
two concentric spheres. It is then not difficult to show, that the two radii ry <r, satisfy the following system of nonlinear
ODEs: In the case d =2 we have:

o N_ % __

Fig. 17. X(t) for t=0.15, 0.22, 0.26 for f = )Byas, 6 = 0.01.
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1 %JF% 1 ﬁ+% I _
n o and  [r2), =~ i il Veel T (6.7a)

[rl}f: -

while for d = 3 it holds that:

21141, r1
2 —T1 r2

and [r), =

rl; ¥ tel0,To), (6.7b)

where Ty is the extinction time of the smaller sphere, i.e. limHT r1(t) = 0, see e.g. [14] and [56], where we note that our def-
inition of the mean curvature x, = x leads to a factor 2 in (6. 7b) compared to [56]. Note that the corresponding solution u
satisfying (2.1a)-(2.1e) is given by the radially symmetric function:

d—< 2 > rat),
1 In 2.0 <r>+r(?>lw d—2
uZ =440 Y mig r(t) < ) < (), (6.8)
2 ri(t)+ra(t) _
\Z\ ro(t)-r1(t) d73’
d—> IZl < ri(t)

It is easy to see from (6.8) that the normal velocity of I' is given by

1 1
i+11 7R _
SN

Vi = g i=1,2.
! (_1)i+1; Nt — 37

12 1T

As (6.7a), (6.7b) does not appear to be analytically solvable, it needs to be integrated numerically to compute the solution
(r1, r2)(t), for t € [0,T], where T < To. We note that as the enclosed volume is conserved, recall (2.14), it holds that:

M;l vol(Qs(t)) = rg(t) - r‘f(t) = rg(O) - r‘{’(O) =1 Vt >0,
where M, =7 and M3 = % &, and hence r5(t) = (o + r‘{(t))%. Altogether this yields the scalar ODE:

] = S
2 r1+(00+r§)% d—3
- I

1 (yo+r?)%—r1

vV te0,To). (6.9)

|

One possibility is to integrate (6.7a), (6.7b) directly, with e.g. a Runge-Kutta scheme. However, as we need to evaluate
r1(t) very accurately, we employ the following approach. It follows from (6.9) that:

1
(ug+r2)7
o r———=dr d=2,
r2 =
0=t+ F(vo+ )1 ’ vV te[0,To). (6.10)
r(t) 2 (vo+r3)3 B
Jio 2 r+(v0+r3) dr d=3,

Now a simple root finding algorithm can be used to find r;(t) solving (6.10), and we employ the secant method. Here the
integrals in (6.10) are evaluated using the Romberg method.

For the initial radii r;(0) = 2, r,(0) = 3 and the time interval [0, T] with T = 1, so that r;(T) ~ 0.69 and r»(T) ~ 2.34, we per-
formed a convergence experiment for the true solution (6.8), at first for d=2. To this end, for i=0 — 4, we set
Ny =1K) =27" N.=4"and t=4>" x 10>, The errors [|U — I"u|;~ and |X — ¥|,~ on the interval [0,T] with T = 1 are dis-
played in Table 4. Note that, because the two circles are shrinking, it holds that K})' = K?. In addition, we repeat the same
convergence experiment for the two other integration rules for the cross terms in (3.6). See Table 5, where we present

Table 4

Q= (—4,4)* and T = 1. Convergence test for (6.8) with (3.6)(iii).
o ny' U~ 1"uf X = R~ Ky Ky
6.2500e—02 1.1539e-01 3.3312e-01 7.8506e—02 2173 256
3.1250e—-02 5.7439e-02 1.2935e-01 1.2009e—-02 3841 512
1.5625e—02 2.8694e—-02 1.8813e—-02 6.2882e—-03 7341 1024
7.8125e—-03 1.4354e—-02 4.6795e—03 4.7455e—-03 17201 2048
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Table 5
Q= (—4,4)? and T = 1. Convergence test for (6.8) with (3.6)(i) and (ii).
hy (3.6)(1) (3.6)(ii)

U — 1"l X — &~ U — 1"l IIX — &~
6.2500e—02 3.3802e-01 8.3705e—-02 3.3312e-01 7.8507e—02
3.1250e—-02 1.3288e-01 1.4938e—-02 1.2935e-01 1.2009e—-02
1.5625e—02 2.2092e-02 4.6987e—-03 1.8812e—02 6.2882e-03
7.8125e-03 3.1831e-03 3.9429e-03 4.6796e—03 4.7455e—03

Table 6

Q= (-4,4)* and T = 0.1. Convergence test for (6.8) and (3.6)(iii).
y hy' U = 1" u - X = &y Ky K}
2.5000e-01 6.0187e-01 3.0964e-01 2.0736e-02 11151 1540
1.2500e-01 3.0249e-01 1.1705e-01 1.1644e—-02 44145 6148
6.2500e—02 1.5152e-01 4.8849e—02 6.8054e—03 175465 24580
3.1250e-02 7.5809e—-02 2.1904e-02 3.5880e—-03 900169 98308

the same computations as in Table 4, but now for (3.6)(i) and (ii). Here no clear conclusion is possible, apart from the fact that
the errors for (3.6)(ii) and (iii) are very similar.

Similarly to Table 4, for the initial radii r1(0) = 2, r,(0) = 3 and the time interval [0, T] with T = 0.1, so that r;(T) ~ 1.74 and
r,(T) ~ 2.90, we performed a convergence experiment for the true solution (6.8) for d = 3. To this end, for i =0 — 3, we set
Ny=2°*1 N.=4% 1K) = K(i), where (K(0), K(1), K(2), K(3))= (770, 3074, 12290, 49154), and t=4>"x 1073. The errors
|U —I"u||,~ and ||X — %||;~ on the interval [0,T] with T = 0.1 are displayed in Table 6.

6.7. 2d results for Mullins-Sekerka

Similarly to the numerical simulations shown in [62], we present some results for growing and shrinking circular parti-
cles, at first for an isotropic surface energy, (2.3). For the simulation in Fig. 18, we let I'(0) be the union of three circles with

4 4 4 15
3 3 3
2 O 2 2
1 1 1
0 Q 0 0
B Q 1 B
2 2 2
3 3 3
4 4 4
4 -3 -2 1 0 1 2 3 4 4 -3 -2 1 0 1 2 3 4 -4 3 2 -1 0 1 2 3 4

0 0.5 1 1.5 2

Fig. 18. X(t) at times t =0, t = 0,0.1,...,T = 2 and t = T. On the right a plot of (6.11), i.e. [I™™|.

4 4 4 28
3 3 3
26
4 O : :
1 1 1 2
0 Q 0 0 2
A 1 -1
20
2 2 2
3 3 3 18
4 4 4
4 3 2 1 0 1 2 3 4 4 3 2 4 0 1 2 3 4 4 3 2 1 0 1 2 3 4 16
14

0 0.5 1 15 2

Fig. 19. X(t) at times t = 0,t =0,0.1,...,T =2 and t = T. On the right a plot of (6.11).



J.W. Barrett et al./Journal of Computational Physics 229 (2010) 6270-6299 6295

o' 0 O
O

Fig. 20. X(t) at times t = 0,0.3,...,T = 1.2. On the right, a plot of (6.11), i.e. |[I'™|.

420

0 0.2 0.4 0.6 0.8 1 1.2

radii 0.6, 0.8 and 0.9. Under the Mullins-Sekerka flow, the two smaller circles shrink in size until they vanish, while the larger
circle grows accordingly. Here we recall from (2.14) that the overall area/volume enclosed by I" is conserved. Recall also that
a single circular interface is a steady state solution. The shrinking and disappearing of the two smaller circles can clearly be
seen in the plot of the discrete energy:

Em(im) = g|I™,, with c=1, (6.11)

over time, which is also given in Fig. 18. The discretization parameters for this experiment are N;=128, N.=16,
1=103T =2 and K% = 768. We remark for the reader that a parametric approach cannot handle the vanishing of one
of the particles, as this represents a singularity. Hence, for practical purposes, we discard a closed surface from the compu-
tations once its enclosed area/volume is smaller than 10~ The same simulation, but now with the anisotropic surface en-
ergy 7 as on the right of Fig. 2, can be seen in Fig. 19.

s .
./‘ ) ."J .

Fig. 21. X(t) at times t = 0.05,0.150.3,0.45, T = 0.6. On the right, a plot of (6.11).

6.1 6.2 d.S 6.4 6.5 0.6
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Fig. 22. X(t) at times t =0,0.1,..., T=0.4.

6.8. 3d results for Mullins-Sekerka

Similarly to Fig. 18, we present some results for growing and shrinking particles, at first for an isotropic surface energy,
(2.3). For the simulation in Fig. 20, we let I'(0) be the union of three spheres with radii 0.9, 1.1 and 1.2. As is to be expected,
under the Mullins-Sekerka flow, the two smaller spheres shrink in size until they vanish, while the larger sphere grows
accordingly. The shrinking and disappearing of the two smaller spheres can clearly be seen in the plot of the discrete energy
(6.11) over time, which is also given in Fig. 20. The discretization parameters for this experiment are Ny = 128,N, =
16,7 =103,T = 0.4 and K% = 2822. The same evolution, but now for the anisotropic surface energy y as shown on the left
of Fig. 3, can be seen in Fig. 21. Here we observe that the three particles soon adopt a shape aligned with the Wulff shape of ),
before they shrink and expand similarly to the evolution in Fig. 20.

Finally, we also provide an evolution, in which an initially convex interface loses its convexity under the Mullins-Sekerka
flow for an isotropic energy (2.3). Here we recall that the existence of such evolutions in the case d = 2 has been shown in
[43]. In the experiment shown in Fig. 22, the initial surface I'(0) has total dimensions 6 x 1 x 1. The discretization param-
eters for this computation are Ny=64,N.=8, T = 1073, T=0.4and K(} = 358. We observe that during the evolution the inter-
face becomes nonconvex, before reaching a spherical steady state.

Appendix A. Discretizations for the Mullins-Sekerka problem as gradient flows

The Mullins-Sekerka problem with Neumann boundary conditions, i.e. problem (2.1a)-(2.1e) with:
V=p=f=0, (Ala)

and (2.7)(ii), can be interpreted as a gradient flow for the surface energy |I'|,. For simplicity we will, in this Appendix A, con-
sider an isotropic surface energy (2.3) and set:

p=K=2=oa=a=1. (A.1b)

But we note that several generalizations are straightforward. We also refer to [44], where a gradient flow structure was
used to derive discretizations of the Mullins-Sekerka problem in a way which is different to our approach.

A.1. The continuous gradient flow

In order to define a gradient flow one needs to introduce an inner product. For the Mullins-Sekerka problem one has to
use a (volume based) H™'-inner product in contrast to the H™'-inner product on the surface I itself. Here we recall that the
latter inner product gives rise to the well-known gradient flow called surface diffusion, see e.g. [17] and [10]. For the smooth
reference manifold Y and a given constant V,, we define:

M = {Z e C'(Y,RY : Z(Y) c Q encloses a set with volume VO}.

Let ¥ € M and let I' := X(Y). Possible variations % : I' x (—&, &) — R? of I with %(0) = id that maintain the enclosed vol-
ume fulfil [.9,X¥(0) - V¥ ds = 0. Hence we obtain that:

T;M::{ﬁ;r_)w;/ﬁ.vds:o},
r

as the tangent space of M. For later use we define the first variation of |I'| in the direction #j € Ty M. Therefore we choose a
family of surfaces parameterized by ¥ : I' x (—&o, &) — R%, & > 0, such that ¥(0) = id, 9:%(0) = 7j and set:

. - d . S
oI (0)[](#) :%\F(S)Hg:o with  I'(¢) == X(I', ).
For all i, & € TyM we define the H '-inner product:
(7.8, = (Vug, Vuz), (A2)

where u; € H'(Q) is defined such that:
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(Vuﬁ,w):/rﬁ-vqs ds ¥ ¢eH\(Q)

and similarly for u; € H'(Q). Existence of u;; and u; follows because the solvability condition [,.7 - V ds = 0 holds. We remark
that u; and u; are only unique up to an additive constant, but since only gradients enter into the definition of (-, -) 4, the
inner product (A.2) is well-defined. In addition, we observe that:

0.8 1 = [ Ve ds = [ uE-9) ds.

It is easy to see that the inner product ( -, - ) 1 is symmetric, bilinear and positive semi-definite. A solution (I'(t));~o to the
H™'-gradient flow equation for |I"| is now given as a solution of:

ST ON() = —&e 1)y (A3)

which has to hold for all 7j € Ty M, where X(t), as usual, parameterizes I'(t).
The definition (A.3) can be rewritten as

(Vi&, Vi) = — / wi-vds ¥ ijeTeM, (Ada)
Jr
where we recall the definition (2.10) and (2.12), and where u € H'(Q) is such that:

(Vu, V) :/t X -Vpds V ¢eH(Q). (A.4b)

)

As discussed above, the function u is only defined up to a constant. Requiring that (A.4a) holds for all 7j : I' — R fixes this
constant without altering the evolving surfaces (I"(t)),~ 0, and hence we observe that (A.4a), (A.4b) and (2.8a)-(2.8c), with the
assumptions stated in (A.1a), (A.1b), have the same solutions (I'(t));>o.

A.2. The spatially discrete gradient flow

We now approximate Y by a polyhedral surface Y" and define:

M= {)7 e V(X" : 7(r") c @ encloses a set with volume Vo}.

Let X € M" and let I'" := X(Y™). Then we define:

TyM" = {ﬁey(r");/ ij- ds:o},

I—h

where ¥ is a unit normal to I'".
Introducing a finite element space S as in Remark 3.5, we can then define a discrete inner product for #, ¢ € TXM“ by

(1), = (Vo v,

where u? € S, and analogously u? € S, are defined via:

S o

(Vuﬁ%V(p) =(n"[ij-&"], ), Vo@EeS,
where the discrete vertex normal @" and the interpolation operator 7" are defined as in Remark 3.5. On recalling (3.15) we
note that (7"[ij - @"], 1)y = [, 7j - " ds = 0, which implies that (up to a constant) up and u' are well-defined. The discrete gra-
dient flow equation is now given as )

VX, Vi U, i@y Vije TyMn, (A.5a
h X

h,

where U € S is defined by

(VU,V(p)=<nh[f(t-o3h],(p>: V ges, (A5b)

and where f((t), as in Remark 3.5, parameterizes I"(t). If we require that (A.5a) holds for all test functions ij € V(I'"), we ob-
tain that U € S is unique. We remark that, for the stated choice of parameters (A.1a), (A.1b), the formulation (A.5a), (A.5b) is
then equivalent to (3.14a)-(3.14c).
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A.3. The fully discrete gradient flow

We now obtain our fully discrete scheme (3.5a)-(3.5c¢), for the choice of parameters (A.1a), (A.1b), if in (A.5a), (A.5b) we
replace (-, )\ by (-, )\, X by X™1, U by U™, &" by @™, 7" by n™ and X, by ’% In particular, given I'°, form=0 > M — 1,
find U™ € S™ and X™+1 € V(I'™) such that:

(VU'“”,V(p) - <7r’" Fmt—f(m : cb’"} , (p><> Vpesm (A6a)
(VR ) = (Um (bm]>z Vi e V(™). (A6b)

However, for the fully practical, semi-implicit approximation (A.6a), (A.6b) it does not appear possible to derive a gradient
flow representation for the energy |I'| in a straightforward manner.

Hence we will first derive a gradient flow structure for the less practical, implicit and fully discrete scheme that is ob-
tained by replacing ( -, - ), on the left-hand side of (A.6b) with (-, - );;+1. In a second step, we will show a gradient flow rep-
resentation of (A.6a), (A.6b) for a quadratic approximation of the energy |I'|.

To this end, we define a discrete inner product for #,& € Vo(I™) := {ij € V(I'™) : (ij, ¥"),, = 0} by

h
<11,6>7]‘m = (VU%”,VU?), (A7)
where U €S, and analogously U? € S, are defined via:

(VUZ, V) = ("] - &™), @)ey ¥ @ €S.

We note that (z™[ij - &™), 1), = (if, ¥"),, = 0, thich implies that (up to a constant) U; and U? are well-defined. In addi-
tion, we introduce the norm || - ||_y ., = [{-, - ’1””]? induced by the H™'-inner product (A.7) on I'™.
Then the implicit version of (A.6a), (A.6b) can be rewritten as the following minimization problem:

Xt carg min (K™ + 5 K= X7) - G g
) m '

)‘(Ezu—m

Our semi-implicit approximation (A.6a), (A.6b), on the other hand, can be rewritten as the following minimization
problem:

S . 1 S 1 S o o
X™1 ¢ arg min [f/ |V X[ ds+—\|(X—X’").a)m||31_mh}.
) 2 m 2Tm !

Xev(rm

Here we have made use of the quadratic approximation [ |V X|* ds of the energy |X(I'™)|, which for d = 3 is motivated
by [8, Lemma 2.1] and which for d = 2 can be shown to be valid in a straightforward fashion. Finally, we stress that despite
this substitution for the free energy term, the resulting scheme (A.6a), (A.6b) still mimics many features of the original gra-
dient flow; e.g. it monotonically decreases the discrete free energy |I™|, recall Theorem 3.2.
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