W) Check for updates

Received: 18 March 2020

DOI: 10.1002/mma.6570

SPECIAL ISSUE PAPER WILEY

Analytical solutions to the boundary integral equation: A
case of angled dendrites and paraboloids

Dmitri V. Alexandrov'(? | Peter K. Galenko!?

!Department of Theoretical and
Mathematical Physics, Laboratory of The boundary integral equation is solved analytically in the case of

Multi-Scale Mathematical Modeling, two- and three-dimensional growth of angled dendrites and arbitrary

Ural Federal University, Ekaterinburg, . . . . . .
: . Y g parabolic/paraboloidal solid/liquid interfaces. The undercooling of a binary
Russian Federation

2Faculty of Physics and Astronomy, melt and the solute concentration at the phase transition boundary are found.

Friedrich Schiller University Jena, The theory under consideration has a potential impact in describing more

Jena, Germany complex growth shapes and interfaces.

Correspondence

Peter K. Galenko, Faculty of Physics and KEYWORDS

Astronomy, Otto Schott Insititute of boundary integral, dendrite, model, solidification
Materials Research, Friedrich Schiller

University Jena, Jena, Germany. MSC CLASSIFICATION

Email: peter.galenko@uni-jena.de 82826

Communicated by: I. Nizovtseva

Funding information

Deutsches Zentrum fiir Luft- und
Raumfahrt, Grant/Award Number:
50WM1941; Ministry of Science and
Higher Education of the Russian
Federation, Grant/Award Number:
FEUZ-2020-0057; German Space Center
Space Management, Grant/Award
Number: 50WM1941

1 | INTRODUCTION

The boundary integral equation was derived for the first time by Nash and Glicksman®? for the pure thermal problem of
the solid-liquid interface evolution. Their theory was developed by Langer and Turski®>* in describing the evolutionary
behavior of ‘solid-liquid’, ‘solid—solid’, and ‘fluid-fluid’ interface functions in the case of a chemical diffusion problem.
This theory was recently extended for propagating interfaces in a binary non-isothermal mixture.>® The boundary integral
method was generalized for the rapid crystallization conditions when the solute transport is described by a hyperbolic-type
diffusion equation in recently published theory.”:

It is well-known that the boundary integral equation completely determines the nonlinear dynamics of the solid-liquid
interface when considering one-component and binary melt solidification processes.>® In addition, this equation enables
us to select a stable mode of dendritic growth, that is, to find a relation connecting the steady-state tip velocity and
tip radius of dendritic crystal.®!! What is more, the boundary integral contains all the information about morphology,
instability, and pattern formation of propagating interfaces, and thus, it defines the morphological diversity of growth
shapes existing in nature and various physical applications.!? In the present article, we find an analytical solution in the
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form of parabolic and linear functions following from the boundary integral theory that reflects the growing shapes and
morphologies in binary systems.

2 | THE MODEL

The phase transition interface ¢ dividing the solid and liquid material when describing the steady-state crystallization
process in a binary melt takes the form>”’

_Q A—%K—ﬁv—lg ~Clw =15, (1)
mocp p

where Q stands for the latent heat of solidification, m, is the liquidus slope, c, represents the specific heat, A =
(T = Tloo) ¢p/Q expresses the melt undercooling with Ty being the phase transformation temperature corresponding to
the planar front, d, is the anisotropic capillary length, K is the curvature of solid-liquid boundary, p is a characteristic
length scale of a growing shape, f is the kinetic coefficient of anisotropic growth, V'is the steady-state growth rate, and T},
and Cj,, are the temperature and solute concentration in the liquid phase far from the growing shape. Note that curvature
K of the solid-liquid boundary in the two- and three-dimensional geometries can be written out as®’

_%, two dimensions
K(¢) = ] | . | o
) three dimensions

\/1+(V§)2] ’

The boundary integrals I(:T and ICC describing the temperature and concentration contributions are determined by the
interface function £(x,y) and take the form>”’

IgT = PT/d—T/eXp [—&E(x,xl,r)] dxy,
T 2T
0 3

. 3
=01- ko)Pc/ /C(xl)eXP [——Z(X X1,T)] dxi,
206X, 1) = (0 =) + [C0) - S0a) + 7],
in the two-dimensional geometry and
T _ p3/2 =T 2
Ic = P; (27”_)3/2//e p Z(X Xl,T)] d“xy,
" “)
=1- ko)P /(2 )3/2//C(x1)exp [——Z(X xl,r)] d*xy,

—00—00

2x,x1,7) = [x = X1 2 + [((X) - ¢(x1) + 7,

in the three-dimensional geometry. Here, Pc = pV/(2D¢) and Py = pV/(2Dr) are the solutal (chemical) and thermal
Péclet numbers, respectively; D¢ is the diffusion coefficient; Dy is the thermal diffusivity; ko stands for the equilibrium
segregation coefficient; and C; = Cj + Ig is the concentration at the solid-liquid interface. Note that the variables in
integrals (3) and (4) are dimensionless®”’ (the dimensional form can be found by means of the characteristic length p).
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3 | ANALYTICAL SOLUTIONS

3.1 | Parabolic/paraboloidal growth shapes

First, let us seek for a solution of the boundary integral equation (1) in the form of a quadratic function in the
two-dimensional geometry as
C(x) =ax* + bx +c, ©)

where a, b, and c represent the constant coefficients and a < 0 if the branches of the parabola are directed downwards.
Substituting this function into the integral IgT from Equation (3) and changing the variable of integration (w instead of 7) as

(x —x1)?
w=—"

s

27
we get
— X1 \2
Igzﬁ/d_“)/exp[—PTw<1+(a(x+x1)+b+x xl) >]dx1. (6)
2r ) o 2w
0 -0
Now introducing new variable
Z=- PTa)<a(x+x1)+b+x_x1>,
2w

one can evaluate integral (6) with respect to x; and obtain

e \/P_T y exp (-Prw) dw )

¢ 2/z ) \folaw -1/2)°

This integral can be easily evaluated if a = 0 as

IT=1, a=0. (8)

Here, the following expression is taken into account!3:

7 exp(—qa) \/;
—— ~da = -, > 0. (9)
L Ve ! g 1

Let us now consider the case a # 0 and bring integral (7) into a form that is tabulated

r Pr \/5 exp (—Prw) dw
I =1-1/—a . (10)
¢ T aw—1/2
0

Now keeping in mind that!3

o0

Va—u pe
/ - exp(—ya)da—\/;exp(—uu)—ﬂ uerfc(du,u), u>0, Re(u)>0,

u

we finally obtain from (10)

Py Pr Py
ICT= - exp <—Z>erfc (‘/_Z>’ a<0_ 11)
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Setting a = —1/2, we have from (11) the previously found result®?

exp (—Prv)do

I —PTeXp(PT)/ , (12)
\/_

which coincides with expressions (30)° and (5.1).%

The solutal contribution If entering in the boundary integral (1) can be easily evaluated by analogy with the integral
IT. To do this, we just replace Pr by Pc and take into account the constant factor (1 — ko)C;. So, we have from expressions
(3) in the two-dimensional case

If = (1= ko)Cif (Pc), (13)
nPc Pc P
F(Pe) = \/ — 5 exp (—E)erfc< _E>’ a<o0 (14)
1, a=0

Now substituting Ig into expression C; = Cj, + Ig, we come to the interfacial concentration, which reads as

Cloo

. 15
1 -1 —ko)f(Pc) 43

i =

Note that expression (15) coincides with expressions (34)° and (5.8)® in the limiting case a = —1/2.
Now we consider the three-dimensional case when the interface function represents a paraboloid of revolution given by

cex,y) = alx* + )+ b(x+ y) +c, (16)

where a < 0, b, and c are the constant coefficients. To evaluate the thermal integral Ig in (4) we replace the variables @
and y, by 7 and z; by means of the following substitutions:

2
X—X
= u, y—y1=x—-x1)z. 17
27
As a result, the thermal integral simplifies as
' deo [ eXD [~Pro( +22)] dz f
IQT /_w/ T 5 1 ]1 ! / exp (—PTCl)l/lz) du, (18)
O\/_oo a+az — (2w) J
where a < 0 and
—-X
u=a(e+x) +b(l+2) + a2 [2y = (x = x)z] + ==

Now evaluating two last integrals in (18) and taking into account that!3

(o]

ex
/ v2+/32 = —ﬁerfc(ﬁ,u)exp (B*u?),

0

we have

erfc [\/P_ W] dw

(19)

Py Py
1= (L)
¢ g P

1/vV=2a
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where w = y/w — (2a)~1. We use the method of differentiation and integration by the parameter @ = 4/Pr to evaluate
integral (19). To do this, we consider the integral

erfc _erfc[aw]dw dw

\/w2 + (2a)~ T

1/ -2a

J(a) =

Its differentiation gives

J'(a) =~

exp [a? ( 1+(2a) ]7exp[ ay]dy
) Vy—1

where y = w? + 1+ (2a)7!. The last integral can be evaluated in terms of elementary functions as'® \/z exp(—a?)/a.
Taking this into account, we obtain

1 o?
J(a@)=—=exp|—|.
@=-Lep|L|
Now keeping in mind that J(a) — 0 as @ = oo, we have after integration

J(@) =/exp [g] d_vv

a

Now substituting this result into expression (19) and replacing the variable of integration as v = 4/Pr#, we finally obtain
the thermal integral

Pr Pr Prn | dn
f=-2L [——] o & 20
¢ 2a P 724 /eXp[Za] n (20)
1

Note that expression (20) coincides with expressions (31)° and (5.5)% in the case a = —1/2.
In the case a = 0, the thermal integral can be easily found from expression (18). Indeed, keeping in mind (9), we
conclude ICT =1 at a = 0. Thus, we have in the three-dimensional case

ICT= ep[ —]/ PT" = , a<0 1)

’

To find the solutal integral ICC in the three-dimensional growth geometry, we should again replace Py by Pc and take
into consideration the constant factor (1 — ko)C;. As a result, we have from expression (4) in the three-dimensional case

1€ = (1 - ko)Cig(Pc). (22)
c Pc Pcn
g(Pc) = a &P [ /eXp a<0 (23)
1
1, a=0

Substitution of ICC into C; = Cio + I? gives the interfacial concentration in the case of three-dimensional growth

Cl 0

S N— 24
1-(1 - ko)g(Pc) (24)

i =

Note that expression (24) again coincides with expressions (34)° and (5.8)8 in the limiting case a = —1/2.
The undercooling 4 is defined by Equation (1). If we are dealing with the planar front when a = 0, the solid-liquid
interface curvature K({) becomes zero and Equation (1) is satisfied automatically. If the growth shape is parabolic
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FIGURE1 A sketch of
two-dimensional angled dendrite (left
panel) and three-dimensional angled
dendrite (right panel), which are given
by equations ¢(x) = a|x| and

£(x,y) = a(]x| + |y]), respectively, with
a = —5 [Colour figure can be viewed at
wileyonlinelibrary.com|

(or paraboloidal), the interface curvature, generally speaking, does not vanish. Therefore, such shapes can satisfy this
equation only approximately when the term proportional to K({) in Equation (1) is much less than other contributions.
This occurs, for example, if the factor d./p is small enough too. Keeping this in mind, we arrive at the undercooling of a
binary melt

A=pv+If - °"<I§+Clm). (25)

Q

3.2 | Angled dendrite-like growth shapes

From the boundary layer model'* and from the cellular automata modeling,” it is known that the dendrites can have an
angled shape of their tips. This angled shape of dendrite can also be obtained from the presently developing boundary
integral theory.

Consider the case of two-dimensional angled dendrite growing in a binary mixture. Its shape {(x) = a|x|+b isillustrated
in Figure 1 (here, a < 0 and b are constants). For the sake of convenience, the thermal integral ICT from (3) can be divided
into two parts as

oo 0

Ig: /27171 /+/ exp ——Z(X xl,T)] dxl (26)

0

At first, we evaluate the first part, where {(x;) = ax; + b, and X(x, x;, ) becomes
2(x,X1,7) = (x — Xx1)* + [a(x — x1) + 1%

Introducing the new variable @ = (x — x;)?/(27) instead of , then replacing x; by u asu = —1/Prw [a +0c—x1)/ (Zw)],
and omitting all mathematical manipulations, we arrive at the first contribution to ICT in (26), which reads as

)

VP exp (—P
T/ p( Tw)erfc [—\/PTco <a + u)] . 27)
2yt o 2
To evaluate the second contribution in (26), we should take into account that

¢0q) = —ax; + b, u=/Pre <x2—wx1 - a) .

As a result, we come to the same contribution. Therefore, ICT is equal to double expression (27) and reads as

\/PT/eXp( PTw)e fc[ \VProw <a+u>] w. (28)
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In the vicinity of dendritic vertex where |x| is small enough, we have

\/?T/exp( PTCU)erfc< am) dow = —arctan( i) (29)

The last expression (29) is obtained by the method of differentiation with respect to the parameter a, integration over
w, and then over a with allowance for ICT —0asa - —co.

Note that the integral ICC defined in (3) may be found by analogy with ICT as ICC =(1- ko)CiIg. Keeping in mind that
C;= Ig + Cop, WeE come to
1- kO)Cloo

f=— " "¢ g<o. 30
¢ = 1-(1—ko)I} (30)

Let us estimate the integral ICT from (4) in the three-dimensional case (see Figure 1) taking into account that ¢(x, y) =

a(|x| + |y|) + b (a < 0 and b are constants). To do this, we calculate four contributions of the integral ICT in (4). The first
contribution corresponds to the following function {(x,y) = a(x+y) + b (x > 0,y > 0), and

T,y =@x—x1)’+ -’ +lax-x)+aly—y)+7l*

Changing 7 by w and y, by z; using substitutions

2
X —X
= g, y1=y+X—x1)z1,
2w
we arrive at the first contribution in the form of
3/2 ©
dw
exp{ —Pro |1+2° + <a —az 4+ ) dzydx, —. (31)
2773/2 p
0 0 —y/(x—x;)

Changing now z; by u
a@+(x-x)/Cw)

V1+a?

=V1+a2zg — y(x,0), y(x1,0) =

>

we get from (31)

L/ / P (1 fc | =+/P l;azy do 32
4”\/@() OeXp[ r (1 + x(x1, w)) w] erfc T x + y(x1, w) et (32)

Here, x(x1, w) = y?(x1, w)/a?.

Three other terms to IgT in expression (4) where x and y have various signs may be determined in the same manner. All
of these terms are identical to expression (32). Keeping this in mind, we multiply (32) by 4 and obtain the final expression.

Let us now pay our attention to the vertex zone where x — 0 and y — 0. In this case, we obtain from (32)

I7 = / /exp —Pr (1 + k(x1, w)) w] erfc [ VProwjy(x, a))] dx; d_w’ (33)
¢
7V1+a?
where
_ =2
Z(xh Cl)) = 2 (a XI/(za))) ~( 1, @0 ) (Xh w)

V1+a? a?
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Replacing the variables of integration accordingly to
CO/ = PTw, xi = PTX1,

we find from (33)

1 do’
IT=—/ /exp ~(1+«"o'| erfe |~Vao' ' | dx] ¢ —-, (34)
iz | e[V

— X' /0 2 /’ /
(o) = WO gy ZTE)

V1+a? a?

The integral IE can be evaluated by analogy with Ig and takes the form

(1 — ko) CrooI}
F=——F = (35)
£ 1-a- ko) I}

Note that formulas (34) and (35) characterizing the three-dimensional angled crystal are independent of the Péclet
numbers Py and Pc. Let us also especially emphasize that the melt undercooling is determined by Equation (1) with IgT
and Ig given by expressions (29) and (30) in two-dimensional angled dendrite or (34) and (35) in three-dimensional angled
dendrite (see Figure 1).

4 | CONCLUDING REMARKS

In summary, generalized analytical solutions for the parabolic/paraboloidal growing shapes and angled-like dendrites in
two/three spatial dimensions are found analytically on the basis of the boundary integral theory. These solutions allowed
us to get the thermal and concentration integrals entering in the Gibbs-Thomson condition (1) that determines the under-
cooling in a binary liquid ahead of the growing curved solid-liquid boundaries. The theory under consideration can be
extended to find a stable growth mode of angled-like dendrites in the spirit of previously developed solvability theory.® 1!
In addition, this approach can be used in describing the same shapes of solid/liquid interfaces growing in various solidifi-
cation conditions (rapid crystallization, solidification with a mushy layer, ternary systems, convective mechanism of heat
and mass transfer, and solid-solid and liquid-liquid interface propagation may be mentioned!6-23).

The presently developed theory can also be used in studying the morphology of more complex solid/liquid shapes and
interfaces propagating into undercooled one-component and binary liquids.
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