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Abstract—We consider a quasi-hydrodynamic regularized model of the phase field type that
describes the dynamics of an isothermal compressible two-phase viscous mixture with allowance
for interphase effects. The dissipativity of the model, i.e., the lack of growth in the complete
energy of the closed system as it tends to an equilibrium state, is discussed. A spatially discrete
approximation to the one-dimensional model that possesses the dissipativity property with re-
spect to total energy is constructed for the plane-parallel case. The working capacity of the
discretization constructed is demonstrated using the spinodal decomposition of the two-phase
mixture.
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INTRODUCTION

Multiphase multicomponent microflows, in which capillary effects play a significant role, often
occur in nature and technology. They are encountered in motors, reactors, pipelines, pores of
container rocks, living organisms, and many other natural and technical systems. Therefore, creating
new and perfecting the existing mathematical models to describe such systems and developing
counterpart numerical methods is a topical problem.

Depending on the typical spatial scale of the problem, various approaches are used to construct
the mathematical model for describing the multiphase system. In the present paper, we consider
models in which the interface and its dynamics are resolved. All such models can be divided into
two groups. The first group includes models that represent the interface as a mathematical surface
(of “zero” thickness) with prescribed contact conditions. These conditions determine the nature of
interaction between the phases and are an indispensable part of the model. The interface position
can be tracked both explicitly (on Lagrangian meshes) and implicitly (on Eulerian meshes). In
the latter case, one can use, for example, the Volume of Fluid (VoF) method [1]| or the level set
method [2]. The second group incorporates models with a diffuse boundary [3-7|, in which the
interface is described by a thin layer of finite thickness within which the properties of the medium
undergo “rapid” but smooth changes.

These models are based on using a specially defined (in space) function, referred to as the order
parameter, that plays the role of a phase indicator. The order parameter can be one of the medium
characteristics (for example, density or concentration) or, alternatively, some artificially introduced
variable. Note that there can be several order parameters and they can be scalars or quantities
of a higher tensor dimension. One can consider phase-field models [8, 9] as a particular case of
models with diffuse boundary. The nature of interaction between the phases is determined in these
models by a special form of the Helmholtz free energy (or another thermodynamic potential of the
system): it depends on both the order parameter and its spatial derivatives (this is why such models
are sometimes called “weakly nonlocal” or “gradient”); in this case, the dependence on the order
parameter is nonconvex. The indicated special form of free energy determines the thickness of the
interface and the interphase energy (the surface tension coefficient in problems of hydrodynamics).
Phase field models quite naturally, from the viewpoint of the original mathematical model, describe
such phenomena as coagulation and fragmentation of droplets (which are topological changes in the
spatial distribution of phases).
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858 BALASHOV, SAVENKOV

Note that no explicit concept of a phase is introduced in the models under consideration. How-
ever, in view of the special form of free energy, subdomains with virtually uniform (in space) compo-
sition form the flow range. It is these subdomains that are interpreted as separate phases. Phase-field
type models are exemplified by the Navier—Stokes—Cahn—Hilliard (NSCH) equations [3, 5], which
describe the dynamics of a two-component two-phase mixture. The mass or volume concentration
of one of the components serves as the order parameter in the NSCH equations. Another example
of frequently used phase field models is Navier—Stokes—Korteweg (NSK) equations [3, 4, 10|, which
describe the dynamics of a one-component two-phase system (a liquid and its vapor). The mass
density is considered in this model as the order parameter.

Liu et al. [11] (see also [12]) considered a system that describes the dynamics of a compressible
two-phase two-component mixture. In this case, the medium is treated as one-velocity. The order
parameters in this system are the mass densities of components (rather than concentrations as in
the NSCH model). This choice of phase fields in some sense combines the NSCH and NSK systems.
Similar systems in which molar densities are taken for the phase fields were considered in [12-16].
The model in [13-15] was constructed with the use of the density functional method.

In the present paper, for the isothermal case, we suggest a QHD-regularized version of the
system proposed in [11] (see Egs. (1) and (2) below). The dissipativity (in the sense of the lack
of growth of total energy) of the system under study is discussed. The problem of constructing
a spatial discretization is considered for the one-dimensional plane-parallel case. In this case, the
discretization is constructed with allowance for the conservation of the system total energy for
a discrete analog of the property of dissipativity. It is important that this property be satisfied at
the discrete level. In particular, as was noted in [4, 17, 18|, this allows one to get rid of the so-called
“parasitic currents,” a numerical artifact that is an eddy-like velocity field in a neighborhood of
the interface that does not fade as the system approaches the equilibrium state. To this end, it
was proposed in [4, 17, 18] to use a representation of capillary stresses in a potential form. In its
turn, such a representation leads to a momentum-nonconservative difference scheme, but this is not
critical in view of no shock waves or other strong discontinuities being present. Such discretizations
were constructed for QHD-regularized NSCH equations in the papers [19, 20].

QHD-regularization of various models in the continuum mechanics presumes that, in the general
case, the mass density of the flow of a mixture differs from the average momentum of unit volume,
with the case of the two being equal not excluded. Thus, QHD-regularized models include original
models as a special case. In view of the above assumption, additional terms of dissipative nature
arise in the equations of the original model. On the one hand, these terms allow one to solve
relatively simple-to-implement explicit stable central difference schemes. On the other hand, in
some cases they ensure more precise coincidence with the results of experiments [21-23]. Note that
similar regularization techniques were also considered in the papers [24, 25].

QHD-regularized (and also related quasi-gasdynamic) models of the dynamics of viscous fluid,
magnetic hydrodynamics, shallow water etc. have been successfully applied before [21-23, 26|. For
multiphase multicomponent models with surface effects, a QHD-regularization was constructed
in [27]. Its particular case corresponding to the isothermal Navier—Stokes—Cahn—Hilliard model was
considered in the papers [19, 20, 28, 29|.

This paper is organized as follows. Section 1 introduces the notation used in the paper. In Sec. 2,
we present the isothermal two-component phase-field model in [11] and its QHD-regularization.
In Sec. 3, we discuss the potential form of capillary stresses. Section Sec. 4 proves the dissipativity
of the regularized model. In Sec. 5, we propose a space-discrete difference scheme for the one-
dimensional plane-parallel case and prove its dissipativity. In Sec. 6, following the paper [11],
the equations of the model are rendered dimensionless. In the concluding section 7, we carry out
numerical modeling of the spinodal decomposition and analyze the dynamics of the system total
energy.

1. NOTATION

For convenience, let us list the notation used in the paper. Consider a bounded domain 2 C R"
(n = 1, 2, or 3) with piecewise smooth boundary 99, Q = QU 09Q. In R", define a Cartesian

coordinate system Ox; ...z, with basis unit vectors ey, ..., e,. For a vector (point) x € R", we
denote its ith component in this basis by x;, i.e., © := (zy,...,x,)T, and the time variable, by ¢.
Hereinafter the symbol “:=" designates equality by definition.
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REGULARIZED ISOTHERMAL PHASE-FIELD TYPE MODEL 859

We will index the spatial coordinates by Latin letters ¢ and j and use Greek letters «, 5, k, and v
for the numbers of mixture components. In this case, if not stated otherwise, repeated indices 7
and j assume summation from 1 to n and repeated indices o and [ indicate summation from 1
to 2 (according to the number of mixture components); no summation is performed over repeated
indices x and v.

Let u = u;e; and v = v;e; be arbitrary smooth vector fields, let A = A;;e;®e; and B = B;;e;®e;
be arbitrary smooth tensor fields of the second rank, and let e; ® e; be the basis dyad. In the sequel,
we will use the following notation and operations: 0; := 9/0z;, 9; := 0/0t, u - v := u,;v; is the
inner product, [ul® :==u-u, Au=A - u:= A, ue;, u- A := A ue;, V:= (9;)e; stands for the
gradient, div A = V - A := (0;4;;)e; is the divergence of a tensor, A : B := A;;B,; is the double
inner product, [A|* := A : A, u® v := u,v;e; ® e; stands for the tensor product of vectors, d;; is
Kronecker’s delta, and I = J;;e; ® e; is the identity tensor.

2. REGULARIZED MODEL OF A TWO-COMPONENT TWO-PHASE FLUID

The system of equations describing the dynamics of a two-component two-phase isothermal
compressible viscous fluid in the domain 2 allowing for interphase effects and neglecting gravity has
the form [11]:

Oipe + div (pou) = (=1)*T div (M Vi), a=1,2, (1)
9y (pu) + div (pu ® u) + Vp = div TI° + div TT™®, (2)

where wu(x,t) is the mass-averaged fluid velocity, p.(x,t) > 0 is the density of component a,
and p := p; + ps is the total density of the mixture. To determine the remaining variables in this
system, we preliminarily introduce the volume density of the Helmholtz free energy ¢ [11]

1
Y(p1, p2, V1,V pa) = o(p1, p2) + §Aaﬁvpa - Vg, (3)

Pa Pal\? Pa Po Pp
= kT E | Lot | P P B 4
¢O(p17p2) B o n |:ma(1 _ ¢):| B ma aOéB ma mﬁ’ ( )

where m,, is the molecular mass of component a, A, = (2rmksT)"'/?h, h is the Planck constant,
¢ = bapa/me is the volume fraction occupied by the molecules, b, is the molecular volume of
component «, and kg is the Boltzmann constant. The function ¥y (p1, p2) is the volume density of
the homogeneous part of Helmholtz’ free energy of the mixture. The capillary coefficients A\., > 0

are constants calculated by the formula A, := kgTD,,/(m.,m,), k,v = 1,2, where D,,, = D,,. > 0
are constant coefficients. Recall that no summation is performed over the indices x and v.

The pressure p is linked to the densities p; and py by the relation

p(p1, p2) = pria + papiz — Yo(p1, p2),

where f1,(p1, p2) = 0,1 is the (classical) chemical potential of component .
The Navier—Stokes viscous stress tensor is prescribed in the form

I = 27D + <g — gn) (div u)I, D(u):= %(v u+ (Veouw'),

where n(py, p2) > 0 and ((p1, p2) > 0 are the dynamic and volume viscosity coefficients, respectively.
Further, we set n(p1, p2) = paVa, where the v, > 0 are the constant kinematic viscosity coefficients
of component o = 1, 2.

The capillary stress tensor has the form
1
HC = (Aaﬂpo{ApB + 5)\0,5Vpa . Vp[—})]: — /\QQVpa X VpB

Note that II° & 0 in domains where p, ~ const. Thus, the tensor I1° significantly differs from zero
only within the interphase boundary. The tensor II¢, together with the nonconvex dependence of
the function 1y on p; and py, permits one to take the interphase tension into account.
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On the right-hand side of Egs. (1), the coefficient M (py, p2) := Mypip2/p? is the mobility of
components, where M, > 0 is a constant; i := T~ '(fi; — ji2), where T' > 0 is the temperature,
which is a constant parameter by virtue of the assumption about the problem being isothermal; [, is
the generalized chemical potential of component o, and

fra(prs P2, Bp1; Ap2) = pia(p1, p2) = AagAps. (5)
System (1), (2) is equipped with the boundary conditions
u=0, n-Vp,=0, n-Vi,=0 on 00 (6)
and the initial conditions
Pa(,0) = pao(x), u(x,0)=wue(x) in .

Here n is the unit outward normal to the domain boundary 0. The first condition in (6) corre-
sponds to the standard no-slip condition, the second condition prescribes a neutral wetting angle
(the interface is perpendicular to the domain boundary at the points where they intersect), and the
third condition ensures the lack of mass flux of the component a through the domain boundary.

Consider the QHD-regularization of system (1), (2):
Oipa + div (patly,) = (1) div (MVfi,), a=1,2, (7)
dy(pu) + div (pu,, @ u) + Vp = div II° + div II"° + div II". (8)

In both equations (7) and (8), the expression pu has been replaced by pu,,, where u,, = u — w
is the regularized velocity. Also, on the right-hand side of the momentum balance equation (8) we
added the term div I1", where IT" := pu®w is the regularizing stress tensor. A thermodynamically
consistent derivation of Egs. (7) and (8) can be conducted by analogy with the paper [27].

The presence of the auxiliary term w in u,, provides a basis for the QHD-regularization of various
models of continuum mechanics and corresponds to the mass flux density pu,, being, in general,
distinct from the average momentum of the volume unit pu, with them being equal not ruled out.
In other words, we do not presume the standard hypothesis about the average momentum of a unit
volume being equal to the mass flux density to be satisfied [23|. Similar to other QHD-regularized
models (see, e.g., [23, 27, 20]), the expression for w (see the proof of Theorem 1 below) is constructed
taking into account the necessity of the condition of dissipativity of total energy (entropy in the
nonisothermal case) to be satisfied and has the form

w = p~'7[p(w - V)u + poaViia). (9)

Here the relaxation parameter 7(py, p2) > 0 has the dimension of time. Terms having the order O(r)
can be considered as physically motivated regularizers ensuring the stability of explicit central
difference approximations to Egs. (7), (8). Obviously, w = 0 for 7 = 0, and system (7), (8) becomes
system (1), (2).

Performing summation of Eq. (7) over «, we obtain the total mass balance equation

Orp + div (pu,,) = 0. (10)

Throughout the rest of the paper, the parameter 7 in (9) will be calculated using the formula
T(p1,p1) = a*n(p1, p2)/p(p1, p2), where a* > 0 is a dimensionless parameter whose value is chosen
from the considerations of stability of numerical calculations.

Remark. The boundary conditions (6) being satisfied implies the equality n - w = 0 on the
domain boundary; this implies that n-w,, = 0. Therefore, for system (7), (8), conditions (6) ensure
the lack of flux through the boundary in the form of the total mass of the mixture as well as the
mass of its separate components. Taking this into account, we have the relations

[ra@tyde= [ pua@rdz, a=12 [otde= [(pa@) + pol)de,

Q Q Q Q

which express the law of conservation of the total mass of the mixture and the total mass of
individual components.
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3. POTENTIAL FORM OF CAPILLARY STRESSES

Below we will use a representation for capillary stresses in the so-called potential form. This
form is based on the following assertion, which we provide here with its proof for the presentation
to be complete.

Assertion. Under the condition that the capillary coefficients be symmetrical, Ao = Ago, OnE
has the relation
Vp —div IT° = p, V/i,. (11)

Proof. By virtue of A\,3 = A\g, and 0;0; = 0;0;, we obtain

AapVpa (V& Vpg) = Aap(0ipa)(9:0;pp)€;
= Nap(0ipa)(0;0ips)e;
= Xap0;(0ipaips)ej — Xap(0ips)(0;0ipa)e; (12)
= Xap0;(0ipaips)e; — Xap(0ipa)(0:0;p5)€;
= V(XasVpa - Vpg) = AapVpa - (V@ Vpg).

It readily follows from (12) that

1
Aaﬂvpa ’ (v ® vpﬂ) = §v()‘a,@vpa : VPB);

the last relation and the Leibniz rule imply that
. 1
div (AasVpa ® Vpg) = Aap(Vps)Apa +V <2>\aﬁvpa ' Vpﬁ)- (13)

Using the representation Vg = (09,,%0)Vpa = 1o Vpa, we write the pressure gradient in the

form
Vp = V(patta) = Vo = 11aVpa + paVita — Vb = paVita. (14)

In what follows, considering relation (13), the Leibniz rule, and the fact that the coefficients A,z
are symmetric, we obtain the relation

1
div IT* = V (AaapaApa + 520V Pa - Vpﬁ> —div(AapVpa ®@ Vog) = paV(Aaslps)-

Subtracting this relation from relation (14) and using the expression for the generalized chemical
potential in (5), we arrive at relation (11). The proof of the assertion is complete.

By applying formula (11), we write the momentum balance equation (8) in the form
9 (pu) + div (p,, @ u) + pa Vi = div IV + div II7. (15)

Thus, in the representation (15), the capillary forces have a nondivergence (potential) repre-
sentation. It was noted in the papers [4, 17, 18] that writing the momentum balance equation
in such a form permits one to construct energy-dissipative approximations even if they lead to
a momentum-nonconservative difference scheme, with the latter not being critical in view of the
absence of shock waves and other strong discontinuities. The representation (15) (for 7 = 0) was
used in the papers [17, 12].

4. DISSIPATIVITY OF QHD-REGULARIZED EQUATIONS

One fundamental property described by systems (1), (2) and (7), (8) is their dissipativity. For
isothermal processes, this implies the lack of growth in the total energy & (t) of the closed system
as the system moves to the equilibrium state. In this section, we prove the dissipativity of the
system of QHD-regularized equations (7), (8) with the boundary conditions (6). The following
assertion holds.
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Theorem 1. For the QHD-regularized system of equations (7), (8) (or (15)), one has the total-
enerqgy local balance equation

2
Oucn + v @+ TVl + 20DP + (¢ = 30 ) div w? + prwP =0. (19

Here eor := 1o + (Nap/2)Vps - Voo + (plul?)/2 is the volume density of total energy of the system
and
a = (9,,%0)patm — TM115V fi1 — 0(Aappa) Vs

1 17
— (NapAps) patly, + <2|u\2pum —IT"u — HNSu> (17)

is the total-energy flux vector.

Proof. 1. Multiply Eq. (7) by pta = 0,,%0 and perform summation over a. Then, taking into
account the relation 0,9y = (0, 10)0:pa, we have

0rtho + o div (Pathm) = pia(=1)""! div (M V/iz). (18)
Let us transform the second term on the left-hand side in relation (18) using the Leibniz rule:
tra div (pathm) = div (Hapatm) = Patm = Vo, (19)
and represent the right-hand side of relation (18) in the form

fia(=1)* T div (MVjinz) = (1 — po) div (M Visz)
= (T2 + ApAps — AapApg) div (M Vfira) (20)
= div (TM/}/lQV/:LlQ) — TM‘V/:LlQ‘2 + ()\1g — )\Qg)A,Oﬁ div (lealg),

where we have also used the Leibniz rule when deriving the last expression.
Let us substitute the expressions (19) and (20) into (18) to arrive at the relation

8t¢0 + le (:u‘ozpozum - TM,a12v/:L12) - paum : V/-La

21
— S TMIVjial + (us — Aas)Aps div (M Vi), 21

2. Multiply Eq. (7) by —AasAps and perform summation over « to obtain
~(AapB03)0ipa — Naplpp) div (pattm) = (=1)*T*(XaplAps) div (M Vi) (22)

Let us transform the first term on the left-hand side in relation (22) as

. . 1
—()\aﬁApB)(?tpa = —div (Vpg))\agatpa = —div ()\a/g(‘)tpanﬁ) + 8,5 (2)\a5Vp5 . V,oa> N (23)
where we have used the Leibniz rule as well as the identity 0,V = V0, and the relation

Aagvpﬁ . 8tha = at(AaﬂvPﬁ : vpa/Q)v (24)

which holds by virtue of the condition A,3 = Ag,. Recall that that repeated indices o and 3 assume
summation from 1 to 2.

We bring the second term on the left-hand side in relation (22) to the form
—(AapApp) div (patem) = = div[(AapAps) patim] + pattm - V(AasAps)- (25)

Substituting the expressions (23) and (25) into (22), we arrive at the relation

1 .
Oy <2)‘a,8Vpﬂ - Vpa> + Pattm - V(AasBps) = div[9:(Aaspa) Vs + (AapAps) patim]
= — (Mg — Aap) Aps div (M V finz),
where we have also used the identity (—1)*"2(AasQps) = —(A1s — Aop)Aps.
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3. Let us obtain the kinetic-energy balance equation. First, note that by virtue of the Leibniz
rule, one has the formulas

1 1 1 . 1
u- O (pu) = §]U‘28tp + 0, (2\u|2p> — —§|u‘2 div (pu,,) + 0, (2\u|2p>, (27)

1 1
u - div (pu, @ u) = §]u|2 div (pu,) + div (2|u|2pum>, (28)

w-div I 4w - div I =div (ITu+ ) - (VRu) - I : (Vu),  (29)

where, in relation (27), we have also used the total-mass balance equation (10). Let us transform
the last two terms on the right-hand side in relation (29) as

m™: (Vu) =29 D)* + <g — §n> (divu)?, II: (V®u)=pw-[(u-V)u), (30)

where the first relation is derived taking into account the identity D : (V ® u) = |D|?, which holds
in view of the tensor D being symmetric.

Taking the inner product of the momentum balance equation (15) by v and using the relations
in (27)—(30), we obtain

1 1
Oy <2plu\2> + div <2|u]2pum — 1y — HTu> + patt - Vg
) (31)
— oyDP - (c - 3n) (div w)* — pw - [(u- V).

Adding relations (21), (26), and (31), we arrive at Eq. (16), and this completes the proof of the
theorem. Note that it is at this stage that it becomes clear that the vector w has the form (9) and
the vector a has the form (17).

Corollary 1. For system (7), (8) (or (15)) with the boundary conditions (6), one has the law
of lack of growth in the system total energy |

dgtot
dt

2
— _/<277]D]2 + (( — 3n> (div w)? + TM|Vjis|* + pfl\wP) dx <0, (32)
Q

where Eioi(t) := [ ewor(x,t) d is the total energy of the system.
Q

Proof. The proof is conducted by a straightforward integration of Eq. (16) over the domain
and application of the Gauss divergence theorem with allowance for conditions (6) and the relation

2

1
> 0.

D2 — %(div w)? = 'D ~ (DT

Corollary 2. System (1), (2) with the boundary conditions (6) is dissipative.
Proof. The proof follows from the fact that for 7 = 0 system (7), (8) transforms into system (1),
(2), while inequality (32) remains true.

5. SPATIAL APPROXIMATION

The dissipativity is a fundamental property of system (7), (8) (or (15)) that determines its
thermodynamic correctness. Therefore, among all feasible numerical algorithms for solving this
system, one should prefer the ones that ensure this property (in one or another form) at the discrete

DIFFERENTIAL EQUATIONS Vol. 56 No.7 2020



864 BALASHOV, SAVENKOV

level. This section is devoted to constructing such a spatial discretization of Eqs. (7), (8) that is
dissipative in the above-indicated sense for the one-dimensional plane-parallel case.

Consider the spatial domain Q = [0,L] € R. We will use uniform difference meshes with
step h = L/N. The mesh nodes with integer indices will be denoted by z; = hi and those with
half-integer ones, by x;_1/2 = h(i — 1/2), with zy = 0 and zy = L. Here and below, the subscripts

i, j, and k are reserved for node numbers. In (2, introduce the main mesh &; := {x;}}Y, and
internal meshes wy, := {x;}1*," and wj == {z;_1,2}I¥,. We will need the auxiliary ertended meshes
Wy o= {wiap it O = {xici0}io, and @y, = {z;};.7Y. Note that not all the nodes of the

extended meshes lie in the domain €.

Let H(w) be the set of functions defined on some mesh w. We introduce the mesh averaging
operators s : H(wy,) — H(@;), s* : H(w;) — H(wy) and difference relations 0 : H(w,) — H(w;),
0* : H(w;) — H(wy) by the formulas

1

1

(SU)¢+1/2 = §(U¢+1 + u;), (S*U)i = §(Ui+1/2 + Ui—l/z),
1 1

(5U)i+1/2 = E(Uiﬂ - Ui), (5*’0)1 = E(Ui+1/2 - Ui71/2)~

Let v and v be some mesh functions in H(wy,) and let @ and © be mesh functions in H(w;}).
Define the inner products (u,v) on H(wy,), (u,v)z on H(wy), and (4, ?), on H(w;) by the formulas

N-1 N
1 1
(u,v) :==h ; wvy,  (u,v)z = §hU0U0 + (u,v) + §thuN, (U,0), := h;ﬂi1/25i1/2-

For the inner products thus introduced, one has the identities
(ov,0), = —(v,0%0)z + (s*a) yoy — (87T ovo,

1 1
(sv, 1), = (v,8"0); + ZhQUO(d*ﬂ)O - EhQUN((S*ﬂ)N.

In particular, if vy = vy = 0, then (u,v) = (u,v); and
(0v,0). = —(v,0"), (33)
(sv,0). = (v, s™Q). (34)

Consider the following space-discrete and time-continuous method for system (7) and (15) in the
spatially uniform statement:

Oipa + 0[(8" pa)tim] = (—1)*T1S[(s*M)6* 11y] on wi, a=1,2, (35)

O[(s*p)u] + 6*[(8fm)su] 4 (5% pa )™ flo = 6" TIN + 6" TI7  on  wy, (36)
where

4
j'm = (8*p)um7 Uy, = U — ’U), HNS - 77§5U + C(Su7

floe = o — )‘aﬁéé*pﬁ'
The main unknown functions are u € H(wy) and p, € H(w};). In addition, {w, 7(s*p1,s*p2)} CH

and {HNSa Ha, [Lav 77(P1>,02)a C(p17p2)7 M(plapQ)} - H(w;;)
On the boundaries x = 0 and & = L of the computational domain, we set

ug=uny =0, (0"pa)o=(0"pa)n =0, (8"fia)o=(0"fia)n =0, a=1,2. (40)

(

fuz =T (i — i), 1T = s[(s"p)uw], w=r(s"p) " [(s"p)us"du+ (s"pa)0"fia], (38
(
(

It follows from relations (37)-(39) that for all necessary discrete functions to be determined
correctly, the desired functions u and p,, as well as u, and fi,, must be continued to wider domains.

DIFFERENTIAL EQUATIONS Vol. 56 No.7 2020



REGULARIZED ISOTHERMAL PHASE-FIELD TYPE MODEL 865

To this end, we set u € H(wy), po € H(w;), and {pa, fla, M} C H(w}). In this case, for the second
and third boundary conditions in (40) to be satisfied, we continue p,, in an even manner with respect
to the boundary nodes x, and zy. Note also that (40) implies the lack of the mass flux through
the boundary; i.e.,

wo =wy =0, (Un)o= (Un)y =0. (41)

By analogy with the continuous case, performing summation of Eqs. (35) over av = 1,2, we obtain
the discrete complete mass balance equation for the mixture,

dup + (" pYun] = 0. (42)

Also note that this discretization obeys the conservation laws for the total mass and the masses of
components,

(Pas 1) = (pao, 1)« = const, a=1,2, (p,1). = (p1o+ p20,1). = const. (43)

The following difference analog of the corollary of Theorem 1 about the lack of growth in the
system total energy holds true.

Theorem 2. For the semidiscrete method (35), (36) one has the relation

dzzfm - _g (U(éu)2, 1)* o (C(5U)27 1)* - (T(S*M)(5*ﬂ12)27 1) - (7w27 (S*P)fl) <0, (44)

where Eyot(t) := (€01, 1)« is the discrete analog of the system total energy and

1 1
Etot 1= §PSU2 + o + i)wﬁs [(0"pa) (07 ps)]

is the discrete analog of the volume density of total energy.

Proof. The derivation of relation (44) presented below is based on the proof of Theorem 1 and
consists of similar steps.

1. Take the inner product of Eq. (35) by 0,,1% = fta, perform summation over a = 1,2, and
take the relation (0,,)0:pa = 0:1)y into account to obtain

(9t(¢o, 1)* + (:ua) 5[(S*pa)um])* = (Mou (_1)a+15[(3*M)5*ﬂ12])*' (45)

Considering relations (41), we use formula (33) to transform the second term on the left-hand
side in relation (45). We have

(Mm 5[(5*pa)um])* = _(5*F‘aa (3*pa)um)- (46)

Transforming the right-hand side of relation (45) by analogy with (20), we obtain

(Has (=1)*F18[(s™ M)6* f112)) = (Tiaz + X1p00" pg — Aogdd*pp, 8[(5" M)6* fins]).

= (T( MY ) 1)+ (g — Aaslo8 5, 0(s M) fral).,

where we have used the identity p,(—1)*** = p; — po and applied formula (33) with allowance for

the third condition in (40) when deriving the last expression.
Substituting the expressions (46) and (47) into (45), we arrive at the relation
0e(th0, 1)« = (8" pa)ttm, 6" 1) = —(T(s" M) (0" f112)*, 1) + ([M1p — A2s] 00" ps, 0[(5™ M) 6" finz]). (48)
2. In what follows, taking the inner product of Eq. (35) by —\,500*ps, we have
~(Xas00"pg; 0upa)s — (Napdd™pg, 0(8"pa)uml)e = (Mapdd”pg, (—1)*F26[(s"M)8" furz])s.  (49)
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Let us transform the first term on the left-hand side in relation (49) using formula (33), which

holds by virtue of the second condition in (40), and taking into account the fact that the coeffi-
cients A\,p are symmetric,

a8 3, ) = Mo (535,691

1 1
= 87& <2>\af35*065*ﬁ)m 1) = 8,5 <2)\aﬁ8[6*p56*pa]7 1> 5

*

(50)

where the penultimate expression was derived using the relation
Xap(07p3) 010" po = 01(Xapd” ps0" pa/2),
similar to (24), and the relation 0*0; = 9,0*; the last expression was derived using formula (34) with

allowance for the identities 1 = s*1 and ¢*1 = 0 and the second condition in (40).

By directly applying formula (33), which holds by virtue of (41), we can reduce the second term
on the left-hand side in relation (49) to the form

— (Xapd0"pg; 6[(s™ pa)uml)« = (5" pa)tim, 5" [Aadd” ps])- (51)

Substituting the expressions (50) and (51) into (49), we obtain

1
Ou( a8 pad ) 4 (")t 0" N3]

. (52)
= = ([Ms = A2p]067ps, 0[(s" M)0" 1n2]) ,
where we have also used the identity (—1)*"2),300*ps = —(A1g — A2p)00%ps.
Adding relations (48) and (52), we have
1 A~ * * A~
Oy (71)0 + 5/\0158[6*@15*:05]’ 1> - ((S*pa)um’ 5*:ua) = - (T(S M)(5 N12)2a 1) . (53)

3. Let us obtain the discrete kinetic energy balance equation for the system. To this end, take
the inner product of the momentum balance equation (36) by u,

(u, 0e[(s™p)ul) + (1, 6% [(s4m)sul) + (u, (57pa) 0" fia) = (u, 0"I1F) + (u, 6°II7). (54)
Let us transform the first term on the left-hand side in relation (54). First, note that, by virtue

of the relation 9;s* = s*9,, formulas (33) and (34), the boundary conditions (40), relations (41),
and the discrete total-mass balance equation (42), the following chain of relations holds:

(u?,0,(s*p)) = (su?,0yp). = —(su*, 8 ) = (6*sU%, jim)

5%}
— (502, ) = (02, ). = 2051, (55m)50)s, (55)

where the relations s*§ = 6*s and du® = 2(du)su have also been taken into account. Using (34)
and (55), we can express the first term on the left-hand side in relation (54) in the form

(. 84l(5" ul) = L0k(s"p.0?) + (02, 0u(s"0)) = 30h(p. s0). + (Bu (sj)su).. (56)

Using the first boundary condition in (40) and formula (33), we write the second term on the
left-hand side in relation (54) in the form

(ua 5*[(8‘7,”)814) = _(5ua (st)su)*' (57)
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Transforming the first and second terms on the right-hand side in relation (54) with the help of
formula (33), we have

(u, 6°T1) = — (60, 1) = —

ol i

(n(ou), 1), = (¢(6u)*, 1), , (58)

(u,6*II") = — (du,1I"), = — (0u, sluws™p]), = — (us*du, (s*p) w), (59)

where in (59) we have also used formula (34), which holds by virtue of the no-slip conditions (59).

Thus, substituting the expressions (56)—(59) into (54), we obtain the kinetic energy balance
equation for the system,

0y <p, ;su2>* + (u, (s*p)0" fin) = —% (n(6u)?,1), — (¢(6u)?,1), — (us*ou, (s*p)w).  (60)

Adding (53) to (60), we obtain relation (44). The proof of the theorem is complete.

6. NONDIMENSIONALIZATION

Let us nondimensionalize system (7), (15) following the paper [11]. For the typical quantities we
take
. M2 . Q22 " 8agy « 1/3 * p*
= -, = 5 T = 5 L = 2b 5 = .
=5, P 7 om 2Tksbs 20 U "

Here p*, p*, and T™ correspond to the density, pressure, and temperature at the critical point for
the second component, [* is the typical spatial scale, which is on the order of the thickness of the

interface, and u* is the typical velocity. The dimensionless variables will be equipped with the
symbol “~” (for example, p). Thus, we have

*

Po=pPPa; w=u'w, w=vw, x=LzT, p=pp,

* 7 * T p*~ L*~ .~
o =p“tho, T=T'T, po= E#aa = ;tv N =201,
%2 % T wx - %2, % %2, % T %2
prru LT~ NS Vepfu’ ~Ns L**p* ~ m*p*L*°
My=—M,, II'”= II , Ag=—Aas, Dosg=—5—"Dgs.
0 p* 0 I+ B8 p*2 B B p*Qk,BT* B

79

In what follows, to simplify the notation, we omit the symbol “~” over all the variables. It is

convenient to introduce the following dimensionless variables:

1/3 3/2
_my _ a; A by Ao 1 27b2/ B2\ n
moy = —, Ta=— Tu= ", 12 = 7> =S\l , Vig = —.
my 929 929 bg 3 167Ta22m2 Uy

The relation (4) for the Helmholtz energy acquires the form

8 m3i’pr A 8 p2A
VYo(p1, p2) = T p1mar In [Tg/Q(l_qs)} +T5p21n [:/73/2(1_@}

3 3

(61)

8
= 3(rum3, i + 2rama1p1ps + p3) — Tg(mzllh + p2),

1 1
where ¢(p1, p2) = bia=ma1p1 + = p2. For system (7), (15), we obtain

3 3
Oipo + div (patty) = (=1)* T div (M Vi), a=1,2,
1
On(pu) + div (prm ® ) + paViia = 3 div ™ + div IT7,
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where Re = L*u* /v, and

2
M =nVeou+ (Veouwl)+ <C - 37]) (div w)I, II" = pu®w,

7- ~ 9
n(p1, p2) = prviz + p2, w= —[p(u-V)u+p. Vi), 7= 0-3M-
P p(ﬂl,PQ)

7. NUMERICAL EXPERIMENT

Let us apply the explicit Euler method to discretize the constructed semidiscrete difference
scheme (35), (36) in time t. To this end, we replace all derivatives with respect to time 0, f
with 6,f := (f**' — f*)/At, where f is the corresponding difference function, the superscript is
used for the time layer number, and At designates the time step.

To demonstrate the capabilities of the constructed difference scheme, we consider the problem
of modeling stratification into different phases of a virtually homogeneous mixture whose compo-
nent composition is unstable under small perturbations. Such a stratification is often referred to
as the spinodal decomposition of the mixture (see, e.g., [13, p. 117]). Modeling this process using
system (7), (15) is possible since (i) the homogeneous part of the free energy (61) (respectively, (4))
is nonconvex, a fact that accounts for “stratification”; and (ii) the free energy (3) contains gradi-
ent terms that prevent the interface from becoming infinitely thin in the course of stratification
(therewith the gradient terms also have a regularizing meaning |5, 9|).

Consider a mixture of components described by the following collection of dimensionless param-
eters: ri; = 3426, o1 = 175, blg = 2028, mo1 = 08356, T = 0957, Vig = 100, Re = 100,
D11 == 12, _D22 == 4, _D12 == D21 == 69282, MO == 0]., A= ].0_5, and C =1.

We take the initial conditions in the form

p1.0(Tip1/2) = 0.054(1 + e(xiq1/2)),  pro(Tiy12) =14+ e(x;), uo(xit12) =0,

where €(z;41/2) is a random variable that has a uniform distribution and assumes values in the
interval [—0.05, 0.05]. Consider the domain of size L = 200. We select the space and time steps to
be h = L/100 and At =2 - 1073, respectively.

Figure 1 presents the dependence i (t) — Eiot(tend), Where tong = 4.93 - 10* is the moment up
to which the modeling was carried out. It can be seen that the total energy is nonincreasing in
agreement with inequalities (44). Note that a sharp decrease in the total energy is observed at
the moment ¢ ~ 2.67 - 10%. In this case, the change occurs gradually as clearly demonstrated by
the enlarged fragment of the domain ¢ € [26370,27000] (see the bottom of Fig. 1). The kinetic
energy Eun(t) := (p,0.5su?), of the system also undergoes a dramatic increase at the same time
moment and then starts to drop (Fig. 2).

gtot. (l) gt.ot. ((cnd)

0.3

|

1 |

103 : \

0.2 ; :

10 4 | 1 1 | 1
26500 26800

IO E‘ IlllllII 1 Illillll.) 1 IIlIIIiI’ 1 IIIIHII L IIIII;
10t 102 10? 10* t

Fig. 1. Evolution of total energy when modeling spinodal decomposition.
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Skin(f)

107

10710 Lo :
1072 107! 10t 10° t

Fig. 2. Evolution of kinetic energy when modeling spinodal decomposition.

Such a behavior is explained by the “merger” of two regions of one component composition
(“droplets”): four subdomains with p; =~ 0.09 are observed on the graph of the density distribution p;
at the moment ¢t = 26500 (Fig. 3), while at ¢ = 26800 (Fig. 4) two of them have already virtually
“merged.” Figures 5 and 6 show p; and p, at the moment ¢ = 49 - 10?, when the “merger” has

already completed. The number of interphase subdomains (“boundaries”) where (9,p,)(0.ps) > 0
has decreased, and this has led to an abrupt decrease in the total energy.

P A
0.104

0.084
0.06+
0.044

0.024

0 100 200

Fig. 3. Distribution of p; immediately prior to “merger,” t = 26500.

P A
0.104

0.084
0.06+
0.044

0.024

0 100 200 =

Fig. 4. Distribution of p; in the course of “merger,” ¢t = 26800.

Note that the distributions of p; and p,; shown in Figs. 5 and 6 are qualitatively very similar
while being significantly different quantitatively; namely, p; € (0.011,0.092) and p, € (0.49,1.41).
The minimum and maximum values of p; and p, agree well with the results in the paper [11].
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10.

11.

Pr A
0.10-

0.084

0.06-

0.044

0.02

0 100 200
Fig. 5. Distribution of p1, t = 4.9 - 10%.

0.8

0.6 -

0.4 -

0 100 200 z
Fig. 6. Distribution of po, t = 4.9 - 10%.

It has been checked that the total-mass conservation laws (43) are observed in the computations.
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