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Summary

We analyse model problems of stress-induced atomic diffusion from a point source or from
the surface of a material into an infinite or semi-infinite grain boundary, respectively. The
problems are formulated in terms of partial differential equations which involve singular integral
operators. The self-similarity of these equations leads to singular integro-differential equations
which are solved in closed form by reduction to an exceptional case of the Riemann—Hilbert
boundary-value problem of the theory of analytic functions on an open contour. We also give
a series representation and a full asymptotic expansion of the solution in the case of large
arguments. Numerical results are reported.

1. Introduction

Stress-induced atomic diffusion along surfaces and grain boundaries in polycrystalline solids is
an important problem for materials science and related disciplines. Structural materials subjected
to high-temperature creep conditions often fail by the growth and coalescence of grain boundary
cavities caused by stress-induced grain boundary diffusion (Chuang et al. (1), Spingarn and Nix (2),
Pharr and Nix (3), Martinez and Nix (4, 5)). More recently, stress-induced grain boundary
diffusion has also been found (Thouless (6), Vinci et al. (7), Thompson and Carel (8)) to be an
important mechanism of strain relaxation in thin film structures used in microelectronics, integrated
optoelectronics, data storage technologies and micro-electro-mechanical systems.

Despite the importance of stress-induced grain boundary diffusion and related phenomena, there
has been relatively limited effort in rigorous mathematical modelling of such phenomena. For
example, one might contemplate the following fundamental questions. What is the growth rate of
a stress-induced diffusion zone spreading from a point source along a grain boundary? How fast
can atomic diffusion grow from a free surface into a semi-infinite grain boundary? What are the
characteristic length scales and shapes of these diffusion processes? To the best of the authors’
knowledge, such problems have been neither formulated nor solved in the literature. Here we
develop a mathematical model which gives closed-form solutions to such problems.

Several mathematical methods form the background of the present work. Koiter (9) considered
the problem of diffusion of load from a stiffener into a sheet and reduced it to a singular integro-
differential equation on a semi-infinite axis. He applied the Mellin transform to the equation and
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solved the corresponding difference equation
T(s+1)+2scotmsT(s) =0 (1.1)

in a strip of a complex variable using the Laplace transform and Alexliewsky’s G-function.
Bantsuri (10, 11) constructed the solution of a difference equation whose natural generalization
can be written as follows:

T(s+m)+ R()HGS)T(s) = g(s), R(s)=-¢, (1.2)

where R(s), H(s) and g(s) are given; R(s) is a rational function of order k at infinity: R(s) =
0(s%), s — oo, H(s) is a Holder function bounded at infinity

Hs) =1+0G"Y), s—o00, NR@)=e (1.3)

Bantsuri’s method, based on a generalization of the Sokhotski—Plemelj formulae for a strip, is often
called the method of canonical solutions. This method is efficient and rather straightforward either
for the case k = 0 (the rational function R(s) is bounded at infinity) or if the order k coincides with
the modulus of the shift of the difference equation k = +m. Indeed, in the second case we may
write

I'(s +m)

R(S): Wr(s), (14)

where I'(s) is the Gamma function, r(s) = C + O(s~'), s = 00, C is a constant. Thus, the second
case is reducible to the first one.

Atkinson (12) considered a problem on anti-plane strain deformation of a composite plane with a
crack, developed Koiter’s approach for the case of the non-homogeneous equation (1.1) and found
an exact solution of the problem in terms of Alexliewsky’s G-function. An anti-plane problem
and particular cases of a plane problem of fracture mechanics with special nonlinear forms of the
shear modulus were analysed by Atkinson and Craster (13,14). To find an exact solution of the
problems, they used the Wiener—Hopf method, Alexliewsky’s G-function and Bantsuri’s technique.
In all cases they analysed, the corresponding difference equation satisfied the Bantsuri restriction:
k=0ork==m.

First-order difference equations in a strip arise in diffraction theory. The authors applied either
Maliuzhenets’s function (15), the solution of the factorization problem

f(s +2B) = cot (%s + }—J) f(s —28B) (1.5)

(see, for example, Abrahams and Lawrie (16)) or the Barnes double-gamma functions (Lawrie and
King (17)).

Cerskil (18) studied an equation of smooth transition and reduced it to a particular case of
the Carleman boundary-value problem for a strip (Carleman (19)). This case is equivalent to a
difference equation in a strip. Cerskii observed that the difference equation (1.1) for any function
R(s) of finite order at infinity, not necessarily a rational one, may be transformed into an exceptional
case of the Riemann—Hilbert boundary-value problem for a semi-infinite axis. The theory of this
case, namely the situation when the coefficient of the Riemann—Hilbert problem has a logarithmic
singularity, was examined by Mel’nik (20). Tikhonenko (21) and Popov and Tikhonenko (22) found
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exact solutions of some problems of thermal conductivity and contact mechanics for a wedge.
Their solutions were based on the results of Cerskii and Mel’nik. Popov and Tikhonenko (22)
established periodic properties of the solution but found neither a series representation nor an
asymptotic expansion for the unknown function. It is worth pointing out that the corresponding
difference equations (1.2), in the cases they considered, satisfied Bantsuri’s conditions. However,
the technique based on the results (18, 20 to 22) is applicable and sufficient for any class of the
coefficients of first-order difference equations.
The present work involves the following integro-differential equation:

wf (1) = /wh<5)f’”(v)@, 0 <u < oo, (1.6)
0 v v

which may be reduced to Carleman’s problem with the boundary condition (1.2) when k # m, where
m = 3 is the shift and k is the order of the rational function (a polynomial of the second degree
in our case). This situation leads to fractional singularities of the solution of the corresponding
Riemann—Hilbert problem at the ends. We use Cerskii idea of reduction of Carleman’s problem
to the Riemann—Hilbert problem and Mel’nik’s formulae to construct an exact solution of the
difference equation.

The structure of the present paper is as follows. We model atomic diffusion along an infinite
and semi-infinite grain boundary and derive basic integro-differential equations in section 2.. A
class of solutions is established in section 3.. Section 4. reduces the integro-differential equation
of atomic diffusion along an infinite grain boundary to a Carleman boundary-value problem for a
strip. Its solution is constructed in section 5. by reducing the Carleman problem to an exceptional
case of the Riemann—Hilbert problem for an open contour. Section 6. represents a closed-form
solution of the integro-differential equation. A series representation of the solution of the equation,
the function f(u), is found in section 7.1. The series converges for any bounded u. Section 7.2
develops a full asymptotic expansion of the solution for large u. In addition, in section 7.3, it is
verified that the constructed solution really belongs to the class described a priori. Section 8. fits the
formulae to the form convenient for calculations and discusses the numerical results. A closed-form
solution of the problem of diffusion along a semi-infinite grain boundary is derived in section 9..
The behaviour of the Cauchy integral for different types of the density at the ends of the contour is
derived in Appendix A. These results are necessary to find unknown parameters that are involved
in the formula for the general solution of the Riemann—Hilbert problem. Periodic properties of
the limit values of the solution of the Carleman problem are recorded in Appendix B. They are
used for construction of the series representation and asymptotic expansion of the solution of the
integro-differential equation.

2. Formulation of the problem and reduction to an integro-differential equation

We consider atomic diffusion from a point source or the surface of a material into an infinite or
semi-infinite grain boundary, respectively, in response to an applied stress oy.

We begin by modelling an infinite grain boundary along a coordinate axis z with a point source
at the origin (Fig. 1). The atomic diffusion causes a wedge of material to spread along the grain
boundary. The opening displacement of the diffusion wedge can be modelled as a continuous array
of climb edge dislocations. The normal traction at a position z in the boundary due to a climb edge
dislocation of Burgers vector b at ¢ is (Hirth and Lothe (23))
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Fig. 1 Atomic diffusion along an infinite graph boundary
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ng(z, C) =

where E* is the plane strain elastic modulus, E/(1 — v?). Using this solution as the Green function,
the grain boundary traction o) due to a diffusion wedge with the opening displacement function
2u(z, t) is

E* (% du(z, 1) dt
Ogb(2, 1) =00 — —— 50 -¢

2.2)

where oy is the applied stress.
REMARK. The singular integral here and further is understood in the sense of the principal value.

We model stress-driven atomic diffusion and assume that, relative to the point source, the
chemical potential at any point on the grain boundary is (Rice and Chuang (24))

w(z, 1) = —ogp(z, 1)S2: (2.3)
With this assumption, the atomic flux in the boundary per unit out-of-plane thickness is

8gbDgp D1z, 1) SgpDgp d0gp(z, 1)
kTS 9z kT 9z

jz 1) =— ; 2.4

where o (z, t) is the normal traction on the boundary, 45 Dy, is the product of the grain boundary



DIFFUSION ALONG A GRAIN BOUNDARY 649

thickness and the atomic diffusivity in the boundary, 2 is the atomic volume and k7 is the product
of Boltzmann’s constant and temperature. Due to mass conservation, the flux divergence at any
point on the boundary is related to the displacement rate at that point through

2814(1, 1) _ _QBJ (z, t)’

2.5
ot 9z (25
which gives
u(z, 1) _ _Sngng azagb(z,t)_ (2.6)
ot 2kT az2
Taking the time derivative of (2.2) and then inserting (2.6) lead to
00gh(2,1)  E*DgpdgpQ2 /00 Pogp(s, 1) dt o7
ar  AwkT oo 023 z—¢ ’
This governing equation is supplemented by the initial condition
ogn(z,0) = 0o (2.8)
and the boundary conditions
0gp(00,1) =00, 0gp(0,1) =0- (2.9)

The first boundary condition ensures consistency with the initial condition and the second boundary
condition ensures the continuity of chemical potential near the point source.
Equation (2.7) is an unusual integro-differential diffusion equation. Assume the solution is

ogp(z, 1) = oo f (u), (2.10)
where
u=z/(ct)" (2.11)

Substituting (2.10) and (2.11) into (2.7) and cancelling the explicit dependence on ¢, we find that
the parameters

3E*8opDop 2
1 sbtg
=1 = 2.12
"= 4mkT @12
transform (2.7) into
oo "
d
uf%u):t/ ST wdv (2.13)
oo U —U
with the boundary conditions expressed as
f(0) =0, f(o0) =1- (2.14)

A similar equation can be used to describe atomic diffusion from the surface of a material into
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Fig. 2 Atomic diffusion along a semi-infinite grain boundary

a grain boundary in response to an applied stress op as shown in Fig. 2. In this case, the grain
boundary is assumed to occupy the interval [0, co) of the z-axis. Eshelby (25) has studied the
elasticity problem of dislocations near a free surface. His solutions can be used as the Green function
for diffusion along a semi-infinite grain boundary. According to Eshelby (25), the normal traction
at a point z in the boundary due to a climb edge dislocation of Burgers vector b at ¢ is

E*b 1 1 20(z—=¢)
S h S = - - :
47_[ (Zv §)7 where (Zv {) 7 — é. z + é- (Z + ;)3

The grain boundary traction o), due to a material wedge with the opening displacement function
2u(z, t) is

ogb(z, L) = (2.15)

wcig, (2.16)

E* 0
ogp(z, 1) = 00 — E/(‘) S(z,¢)

where oy is the applied stress. Relative to a flat, free surface, the chemical potential along the grain
boundary is defined by (2.3) and similar to the infinite case, we have the grain boundary diffusion
equation. This gives relation (2.6). Taking the time derivative of (2.16) and then inserting (2.6) yield

0ep (2, 1) E*Dopdep$2 [ 3oap (2, 1)
= /S(z,oig

ot © 4mkT ac3

de- (2.17)

The initial and boundary conditions are
ng(z9 O) = 00, O'gb(oos t) = 00, ng(ov t) = O (218)

The second boundary condition ensures the continuity of chemical potential near the free surface.
Similarly, we consider a solution of form



DIFFUSION ALONG A GRAIN BOUNDARY 651

where
3E*SopDop 2
— 1/3 _ §b—g
= t)/°, =— 2.20
u=z/(ct) A kT (2.20)
These transformations lead to a semi-infinite integro-differential equation
o
—uf'(u) = / Su, v) " (v)dv (2.21)
0
with boundary conditions
£@0) =0, f(o0) =1- (222)

Equation (2.21) differs from (2.13) in both the integration interval and the kernel function. The
semi-infinite kernel function
1 1 2v(u — v)
S(u,v) = — —
u—v u+v (w4

(2.23)

consists of three terms. The first term is identical to the Cauchy kernel in the infinite case. The
second and third terms are image terms due to the presence of the free surface.

3. Class of solutions

Let us start with the problem of diffusion along an infinite grain boundary. This problem is
equivalent to the following integro-differential equation:

wf'(u) = /Oo J;_(’;)dv, —00 < 1 < 00, 3.1)

with the additional conditions

f0) =0, f(oo) =1 (3.2)

Due to the symmetry of the original problem, the solution of equation (3.1) is an even function and
its first and third derivatives are odd:

fw=f-w), flw)y=-fw, ["w=-f"-w- (3.3)

Since there is the factor u in the left-hand side of equation (3.1), the Fourier transformation fails
in this case. To apply the Mellin transform, we take into account relations (3.3) and reduce
equation (3.1) to an integro-differential equation of the Mellin convolution type on a semi-infinite
interval

o "
uf'(u)=2/ &d_v 0<u < oo (3.4
o 1—(u/v)? v
Let us introduce a suitable class of solutions. A function ¢ (1), which satisfies the Holder condition
everywhere on each finite segment (0, C), except possibly the point # = 0 and which behaves at 0
and at infinity as
lpu)| < Au®, u—0; |p)| < BuP, u— oo,
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is said to belong to the class H”‘*ﬂ(O, o0). Here A, B, C are positive constants; «, § are real
parameters. The function f(u) is sought in the class H2-8.9(0, 00), where 0 < 8 < 1. Then it is
reasonable to assume that

flw) e H'7%90,00),  f"(u) e H5710,00), f"(u) € H™'7572(0, 00)-

In other words, we demand that the function f(u) and its derivatives can be estimated as u — 0
and u — oo as follows:

Ifal < Bou?™®, 1fPw)| < B> (k=1,2,3), u—0,
fa) ~1, 1fPwl<cu'™* *k=1,2,3), u— oo (3.5)

Here B,,(m = 0,...,3) and Cx(k = 1, 2, 3) are positive constants. It will be shown that in this
class there is a unique solution of equation (3.1) with conditions (3.2).

4. Carleman boundary-value problem for a strip

Let us reduce the integro-differential equation (3.4) to a Carleman boundary-value problem of the
theory of analytic functions. Due to inequalities (3.5), the Mellin transform

F(s) = / £ wyu* " du (4.1)
0

of the third derivative of the function f(u) is analytic in the strip 1 + 8 < R(s) < 2. We write
R (z) and J(z) for the real and imaginary parts of a complex value z. Using integration by parts and
estimations (3.5), we get

F(s)=(s—=D(s—2) /Oo W uf! (w)ldu
0

o
=—G6-DE—-2) — 3)/ u5_4f(u)du, 146 <R@G) <2 “4.2)
0
The Mellin inversion formula yields

, 1 F(s)
uf W) =s— | —————=
27wi Jo (s — D(s —2)
uniformly with respect to ¢ : 1 + 68 < ¢ < 2. Now let us represent the right-hand side of
equation (3.4) in terms of a Mellin inverse integral. The Mellin transform of the kernel

© 2
/ 57Vt = 7 cot %ns
0

wds, Q={s:R(Gs)=c) (4.3)

1—1¢2

is analytic in the strip 0 < R(s) < 2 (see Gradshteyn and Ryzhik (26, formula 3.241(3))). Due to
the Mellin convolution theorem (Titchmarsh (27, Theorem 44)) we may write for the same contour

Q asin (4.3)
o0 n d l )
2/ &—v =— [ F(s)mcot %nsuﬂd& 4.4)
o 1—@w/v)2 v 27iJg
Then we introduce a new function
®(s) = 7w cot s F(s) 4.5)

and assume that
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(i) the function ®(s) is analytically continuable into the strip [T = {=3 + ¢ < R(s) < c};
(ii) there exists a constant C such that

o0
f | (x +in|*dt < C (4.6)
—0o0

uniformly with respect to x € [-3 + ¢, c].

The last inequality provides vanishing of the function ®(s) as |s| — oo and s € II, and gives
us an opportunity to use the theory of the exceptional case of the Riemann—Hilbert boundary-value
problem. It will a posteriori be shown that the function ® (s) really satisfies all these conditions.

REMARK. The analyticity of the function ®(s) in the strip [T and condition (4.6) mean (see
Titchmarsh (27, Theorem 97)) that its Mellin original

1
don) =M [0 = 3= [ @uds 47
2mi Q
possesses the properties

upam(u) € La,1/4(0,00),  u " an(u) € La,1/4(0, 00), 4.8)

where the weight space L2 1, (0, 00) consists of such functions g(u) that

o0 »du
|g )| — < oo-
0 u

Now we substitute relations (4.3) and (4.4) into (3.4) and exchange the function F'(s) for the new
one ®(s). We get
CD(s)ufs+3

1 1
— | ®()u"¥ds = — —ds, 0<u < oo 4.9)
2ri Jo 2i Jo w(s — 1)(s —2) cot 3T

To equalize the powers of u in the latter equation, we may take into account that the function ®(s)
is analytic in the strip I1. Due to the Cauchy theorem, let us move the contour €2 in the first integral
in (4.9) from the position PR(s) = c to another one: 2_; = {R(s) = ¢ —3}. Then putting s = 51 —3
we have

1 1 1
— | ®()u"ds = — D(s)u"’ds = —/ D (s; — 3u"1ds;- (4.10)
27i Jo 2ri Jo_, 27i Jo

Thus, equation (3.4) can be rewritten in the following equivalent form:
1 D(s)
2ri Jo m(s — 1)(s — 2) cot 3s

[CD(S -3)— }u_‘vﬂds =0, 0<u<oo (4.11)

This means that we arrive at the following particular case of Carleman’s boundary-value problem
for a strip.

Find the function ®(s) that is analytic in the strip I1 = {-3 + ¢ < fR(s) < c}, satisfies
condition (4.6) and the following boundary condition:

do)+ K(o)P(o —3)=0, o€, 4.12)
where

K(s) = —m(s — 1)(s — 2) cot § s (4.13)
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5. Exceptional case of the Riemann-Hilbert boundary-value problem

5.1 Reduction of the Carleman problem to a Riemann—Hilbert problem

Following the works of Cerskil (18), Tikhonenko (21), Popov and Tikhonenko (22) we reduce the
Carleman problem (4.6), (4.12) to a Riemann—Hilbert boundary-value problem for a plane with the
cut along the upper semicircle. To do that we map the strip IT onto a complex plane with the cut
y = {Jlw| =1, J(w) > 0} using the ‘gluing’ function

w:itan{rr (%—l—%(s—c))]' 6.1
The contour 2 of the s-plane is mapped onto the left-hand side (Jw| = 1 — 0) of the contour y

of the w-plane. The right-hand side (Jjw| = 1 + 0) of the contour y corresponds to the contour
Q_1 = {R(s) = ¢ — 3} of the s-plane. The points s = ¢ —ioco and s = ¢ + 0o are mapped onto the

points w = 1 and w = —1, respectively. Therefore, when the point s moves along €2 from the point
¢ — 100 to ¢ + {00, the corresponding point w moves along the contour y in the positive direction
from the starting point @ = 1 to the terminal point a = —1. Then we introduce a new function
1 1—w\ "2
w)=——|\1i O (s), 5.2
@(w) 1+w(1+w> (s) (5.2)
where
3i 1—w
= —log| i : 53
y c+2n g<ll+w) (53)

The functions ¢1(w) = log{i (1 — w)(1 + w)™'}and & (w) = {i(1 — w)(1 + w)~'}/2 are defined
and analytic in the w-plane with the cut y. Moreover, on the lower (positive) side of the contour y,
the logarithmic function ¢ () is real and the function &, () is positive. Thus, the limit values of the
function ¢(w) as w — n € y* are

(L +me* () = exp{~4ritc — )| @ (o).
(1+me~ (1) = —exp {—%m’(c —0)] P —3), ney, oe (5.4)

Here y " ={lw|=1-0,J(w) > 0}, y~ = {Jlw| = 1 +0, I(w) > 0}. Inequality (4.6), formulated
for the limit values of the function ¢(¢), yields

/Iwi(n)lzdn‘ < const, (5.5)
Y

that is, gpi(n) € Ly(y). The new unknown function ¢ (w) behaves at infinity as Cow™Y, Cy = const.
This follows from the definition (5.2). Due to the Cerskii theorem (Cerskii (18)), the function @ (s)
satisfies the conditions (i), (ii) if and only if the function ¢(w) can be represented as a Cauchy
integral

1 >
o) =5 / @ g, 5.6)
i J, n—w
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where X (1) € Ly(y). Thus, the Carleman problem (4.6) and (4.12) is equivalent to the following
exceptional case of the Riemann—Hilbert boundary-value problem.
Find the function ¢(w) analytic in the w-plane with the cut y, subject to the boundary condition

et =Gme~ ), nev. (5.7)
where
_ 30 A i (. 1-n)
G(n) = 7t|:c+2n 10g<ll+n> 11||:c+2n ln(ll—i—n) 2]
b4 3i 1=
xcot{i[c—l— Elog(11+n>:|}~ (5.8)

The function ¢(w) vanishes at infinity as w™"

values ¢ (1)) belong to the class L (y).
Here and later we fix the branches of the logarithmic functions log(n — 1) and log(n + 1) by
stipulating the inequalities

, is representable by a Cauchy integral and its limit

O<arglp+1)<m, O<arglp—1)<m, ney- 5.9

The coefficient G (n) of the problem (5.7) grows at the ends n = 1 and n = —1 of the contour y as
10g2(n — 1) and logz(n + 1), respectively.
Mel’nik (20) analysed the Riemann—Hilbert problem

et =G (1), el (5.10)

on the contour L that consists of a union of n simple, smooth, non-intersecting curves aigby. The
coefficient of the problem G(¢) is proposed to be a Holder function on each closed portion of the
curves aiby except at the ends. Near the ends, the function G (¢) admits the representation

Gt)=G*(O)In*(t —cx), t— ck, ¢k =ag, by,

where ry are real and the function G*(¢) satisfies the Holder condition on each closed curve ayby.
In the case of the problem (5.7), the coefficient G (1) can be represented in a neighbourhood of
the points ax = %1 as follows:

G =Gz log’(n —ag), n—aF, nNey, (5.11)
where
G+(n) = Gxlag) + dz +0( ! ) N (5.12)
n) = a _ —_——— =), n a-, .
¥ T log(n — ag) | log(n — az)|? ¥

9i 9 9i 27 9i
G =+—, d_=3¢c—-—-——1log2, dy=3c——+ —log2- 5.13
Flag) =7 €T3 g 08 Gr=ocT ptgrloe (5.13)

Here we took into account the formulae
Jlog(n — 1) —log(n + 1) — 3ix]1 =0, ney,

A7 ey 3 e l2) | & & S 41 c (5.14)
cot{ =|c+ —log| i i n , . )
2 27 g 1+n ey
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Thus, the Holder condition for the function G+(n) fails near the end ax. However, in spite of
this circumstance, we may apply Mel’nik’s method of solution to the problem (5.7). This follows
because the canonical function of this problem and, therefore, the desirable function ¢(w) keep
the same form as if it were a Holder factor in front of the log2 w in formula (5.11). An additional
logarithmic factor in front of the main power term that defines the behaviour of the function ¢(w) at
the ends of the contour will appear. It will not change the picture of solvability of the problem (5.7).

5.2 Solution of the Riemann—Hilbert problem

The crucial step in the solution of each Riemann-Hilbert boundary-value problem for an open
contour (see Muskelishvili (28), Gakhov (29)) is to determine the increment A of the argument
of the problem coefficient G (1) as the point 5 traverses the curve y in the positive direction. For
any concrete branch of the function arg G (1) we define A as follows:

A = [arg Gy - (5.15)
Then we take into account that
l—n.
log i) > Foo, n—xley- (5.16)
1+n
Moreover,
l—n.
=+ log i)<0, ney, £RMHM >0 5.17)
I+n
At the point n = i we have
1 <1_’7') 0 (5.18)
0 i]=0- .
1+
Let us split the function G (1) defined by (5.8) into three factors: G(n) = g1(n)g2(1n)g3(n), where
3i 1=
c+ —logli —m, m=1,2,
2 I+n

(5.19)

) = cotn +3ilo Sl =3
A R S ET Y|

For each function we observe that

g1(n) — —ioco,  g(n) — —ioco, g3(n) — i asn— 1,
g > c—1, g —>c—2, g —>cotzme asn— i, (5.20)

g1(n) = ioo, ga(n) —ioco, g3(n) - —i asn— —1-

It is also clear from the choice of the class of solutions, that is, from the definition of the parameter
¢, that

c—1>0, ¢-2<0, cotimc <0 (5.21)
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Therefore we may conclude that

larggi ()], =7, [largga(D]y = -7, [arggz(n], =m- (5.22)

Hence the desired value is found:

A = [arg g1 (m)]y + larg g2(m)], + [arg gzs(M)], = 7 (5.23)

Let us introduce the Cauchy integral

Y(w) = L/ Mdr, (5.24)
2mi y T—w

where the density is any fixed branch of the function log G(t). Due to the Sokhotski—Plemelj
formulae, the function exp{Y (w)} satisfies the boundary condition (5.7). Moreover, any function

X(w) = (w— DP(w+ 1H7e¥™ (5.25)

with arbitrary integers p and ¢ is analytic in the whole w-plane, except at the points of the contour
y. Its limit values satisfy the boundary condition (5.7). It thus follows that formula (5.25) defines
a family of solutions of equation (5.7) in the class of functions with at most algebraic growth at
infinity. We have to choose the branch of the logarithmic function log G(t) and the parameters p
and ¢ in such a way that the conditions

1
o(w) = 0<—>, w — 00; / |<pi(n)|2dn‘ < const (5.26)
w y

hold. On the contour y, the function G(n) is expressible in terms of the limit values X* (1), X~ (1)
of the function X (w)

. ey (5.27)

We substitute this formula into the boundary condition (5.7) and apply the analytical continuation
principle and Liouville’s theorem (see, for example, Gakhov (29)). The expression [X (w)]_ltp(w)
is an entire function in the w-plane. The rate at which this function may grow at infinity is algebraic.
Thus, the general representation of the function ¢(w) is

p(w) = X (w)Pe(w), (5.28)
where P, (w) is a polynomial of degree x with arbitrary complex coefficients

P.(w)=Co+Ciw+---+ Cew", k>0 (5.29)

The integer « and the coefficients Cy, ..., C, are to be determined.
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5.3 Satisfaction of the auxiliary conditions

Let us satisfy conditions (5.26) and find the parameters p, g, ¥ and choose the branch of the function
log G(t). The solution must vanish at infinity. From (5.24), (5.25) and (5.28) we get

p(w) = 0PI, w— oo, (5.30)
and therefore
p+qg+ik=-1 (5.31)

To satisfy condition (5.5), we have to study the singularities of the function ¢(w) at the points
w = —1, w = 1. The behaviour of the Cauchy integral

Y(w) = i/ Mdt (5.32)
2mi y T—w

in a neighbourhood of the ends of the contour y is studied in Appendix A. Therefore it is
straightforward to deduce formulae describing the behaviour of the fundamental function X (w)
atthe pointsa_ = 1l and a4 = —1:

exp(Y ()} = (w — ax) 7@ oght (w — az)E=(w),  w — Fa, (5.33)
where

1
Rvzap)} =F1 F gj{log Gx(3)},

1 d 2c
=1F—3 i =414 = 5.34
e =1F o {G:F(ax)} 273 -39
where E4(w) are bounded as w — Fa and have the definite limits E-(Fa). To find the values of
R{vx(as)}, we need to fix the arguments

0_ =argG_(1), 0y =argG(—1)- (5.35)
Due to formulae (5.11) and (A.16), we obtain for any fixed branch of the function log G(7)

1im1 argG(t) = argG_(1) +2arglog(t — 1) =6_ + 2x- (5.36)
T—

Similarly,
argG(—1) =04 + 2m- (5.37)
It is clear from (5.13) and (5.35) that
0 = %n+2kn, k=0,%£1,%2,...- (5.38)
Definition (5.15) of the increment A yields

arg G(—1) = arg G(1) + A, (5.39)
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and A = 7 (see (5.23)). From (5.36), (5.37) we obtain the link between 6_ and 6;: 6 = 7 + 0;
and therefore

0 = 37+ 2kn- (5.40)
Now we may evaluate the values R{v_ (1)}, R{vy(—1)}:

= _ 5 e e T
Ry} =-1-—=-7 -k Rl (Di=1+"=_+k (5.41)

Formulae (5.33), (5.34) and (5.41) enable us to determine the desirable behaviour of the function
X (w) (equation 5.25) at the end points 1, —1:

X (w) =29 (w — )P K=/ 410gh-(w — 1)E_(1), w— 1,

5.42)
X(w) = (=2)P(w + DI 4 ogh+ (w + 1DEL (1),  w — —1,
and therefore ¢ (w), the function defined in (5.28), behaves at the ends of the contour y as follows:

p(w) = A_(w — HPF=3/ 4 10gt-(w — 1), w— 1,
e(w) = Ayp(w + 1) PR3 A oglt (w + 1), w— —1, (5.43)

where A_ and Ay are constants. Here we used relation (5.31). The behaviour of the limit values
<pi(n) of the function ¢ (w) can be derived similarly if we take into account the Sokhotski—Plemelj
formulae and relation (A.4)

oE() = A (n — PRl (= 1), n—> 1, ney.
oE() = AL + 1) P A 0gi i (n £ 1), > =1, pey,

where Aﬂf, Af, ,uj_c, ,uf are constants. In order for the functions (pi(n) to be L,-functions on the
contour y, that is, to satisfy condition (5.5), it is necessary and sufficient that

p—k—f—‘>—%, —p—K+k+%>—%- (5.44)

The system of inequalities (5.44) yields

Al

%<p—k< — K-

If we take into account that p, k, k are integers and « > 0, then we obtain immediately that k = 0,
p—k = 1. Now we may choose k = —1, p = 0 and therefore from (5.31) ¢ = —1. This shows that
the polynomial P, (w) = Cp and Cy is an arbitrary constant. The solution of the Riemann—Hilbert
problem (5.7), (5.26) is given by

p(w) = CoX (w), (5.45)
where

X(w) = (w+ 1)~ lef®. (5.46)
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This behaves at the points w = 1, w = —1 as follows:

pw) = A_(w — D™ H{log(w — D}/ w -1,
e(w) = AL (w+ DV 4{log(w + 1)} 71/223 ) w — —1, (5.47)

and decays at infinity as w~!. The arguments 6_, 6 (5.35) have been found:

0_=—%n, 0+=—%71
and therefore from (5.36), (5.37) we get
argG(1) = %n, argG(—1) = %n- (5.48)

Now we may say that the branch of the logarithmic function log G (7) in the Cauchy integral (5.32)
is chosen in the following way:

%rr LargG(r) < %rr as tTey (5.49)

Thus, the solution of the homogeneous Riemann—Hilbert problem (5.7) is defined by formu-
lae (5.45), (5.46), (5.32) and (5.49).

6. Solution of the integro-differential equation by quadratures

Using the inverse map (5.1), (5.3) and formula (5.2) we obtain the expression for the original
function ®(s), the solution of the Carleman problem (4.12), (4.6) through the solution of the
Riemann-Hilbert problem (5.7):

®(s) = Coexp {gm-(c —s)} 0(s), sell,

(@) = Coexp [ J7ic = o) + S log K@)} 0(0), o e,

®(0 —3) = —Coexp {%m’(c — o) — Llog K(a)} 0(), oeQ, 6.1)
where
Q(s) = exp —i e (%ni(c ~ S)) / log K (0)do
3 o [1—exp{§m’(a—s)]] [i+exp{§m(c—a)}]
(6.2)
The boundary condition
O(0)+ K(o)P(o —3) =0, o€, (6.3)

of the Carleman problem (4.12), (4.6) is satisfied. It is verified by the direct substitution
of expressions (6.1) into (6.3). Solution (6.1) possesses property (4.6). This is because the
corresponding function ¢(w) satisfies the inequality

f|¢(ﬂ+f)|2dn‘ < const
y
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uniformly with respect to t, where t is an arbitrary point of the w-plane. This fact follows
from (5.47) and (5.30), (5.31) directly. Analysis of formulae (6.1), (6.2) shows that the function
@ (s) is analytic everywhere in the strip IT.

Since we are interested in the function f(s), the solution of the original integro-differential
equation (3.4), let us write down the expression for the Mellin transform of the third derivative
of the original function, the function F(s):

F(s) = %tan Insd(s) (6.4)

that follows from (4.5). The function f(s) is found from (4.2) by the inverse Mellin transform

3—s 3—s
Fu) = _% F(s)u’%ds _ L D(s)u ds. 6.5)
i Jo (s —1)( —2)(s —3) 2i Jo (s —3)K ()

Here we took into account relations (4.5) and (4.13). Thus, we have constructed the solution of the
integro-differential equation in the closed form through the solution (6.1) and (6.2) of the Carleman
problem. This solution possesses an arbitrary constant that will be determined in the next section.

7. Series representation and asymptotic expansion of the solution of the integro-differential
equation

7.1 Series form of the solution

Let us transform the integral representation of the solution (6.5) into the form convenient for
numerical calculations. Additionally, we have to verify conditions (3.5), (4.8) and find the
constant Cy. First, we use the boundary condition (4.12) of the Carleman problem and transform
integral (6.5) into the form

1 O (s — 3)udSds

f(u)=—2—m. ; 3 (7.1
Putting s_1 = s — 3, where s € Q and s_| € Q_, we get
flu) = —ﬁ L qj-;(s)u_sd& (1.2)
To evaluate integral (6.5), we need the relations between the limit values of the function ®(s)
D _(s) = 6EIEOCD(Z%m +it+c—¢€), sy =3m+o, (7.3)
and
D (5) =€£n;0d>(3m+it+c+e), Sm = 3m + o, (7.4)

on each contour 2, = {s : R(s) = 3m + ¢}, where m = 0, £1, 2, . ... They are given by

D_(sm) = K(sm —3m)D1(sm), Sm € Qn, m=0,£1,£2,..., (7.5)
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where K (s) = —m(s—1)(s—2) cot %ns. The derivation of these relations is recorded in Appendix B
(see also Popov and Tikhonenko (22)). Formula (7.5) for m = —1 enables us to express the
integrand in terms of the limit value ®_1(s), s € Q_;:

1 O_(s)u"*ds
_ . 7.6
fw =—55 o, w5(s + 1)(s +2) tan 1s 7.0

The function ®_(s)(s € Q2_1) is analytically continuable into the strip [1_; = {c — 6 < R(s) <
c—3},where -=5+8 <c—6 < —4and 2+8§ <c—3 < —1(0 < § < 1). We integrate
the integrand (7.6) round the rectangular contour £_; consisting of the portions |J(s)| < R of the
contours _1, Q2_5 and the segments ¢ — 6 < |R(s)| < ¢ — 3 of the lines J(s) = =R. The only

poles within the contour £_; are s = —2 and s = —4. The point s = —2 is a pole of the second
order and s = —4 is a simple pole. Due to the residue theorem, letting R — 0o, we obtain
1 3 2 O(—4)
= - —|®(-2)— (-1 - = 24 = 4
fw ﬂz[ (=2) — &( )(ogu 2)]u + 3ol
1 P —Sd
L cuds o
2mi Jo , ws(s + 1)(s +2) tan S7TS
Further, to pass to the next strip I[1_» = {c —9 < R(s) < ¢ — 6}, we use relation (7.5) form = —2:
D_(s)
Pi(s) = — s €Q_p- (7.8)

(s +4)(s +5)cot %ns’
Additionally, we take into account the periodicity of the function Q(s) (see (6.2))

0)=0((G+3m), sell, m=0,%1,£2,... (7.9)
and therefore from (6.1)

O(s) = (=) D(s +3m), D'(s) = (=1)"D'(s + 3m),

sell, m=0+1,+2, ... (7.10)

In particular,
P(—4) = —-D(—=1), D(=2)=—-P(1), I'(-2)=—-d'(1) (7.11)

We have

u? , 2 (1)

f = = —[®Dogu = 3) = &' ()] = — — —u

1 O_(s)u"Sds

—/ . (7.12)

27i Jo_, 2s(s + D(s +2)(s + 4)(s +5)

Then, we repeat the previous procedure. The function ®_(s) can be continued analytically in the
next strip I[1_». The only pole within the strip I[1_, is s = —5, a simple pole. Therefore

u? , 2 &(—1) 1 28(1)
F@ =5 [om (—logu+3) + (0] - STt Sl W (13)
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Here we replaced ®(—5) by (1) and
1 O_(s)u"Sds

W3 = — ; (7.14)
2ri Jo_y w3s(s + D (s +2)(s +4)(s +5)(s + 7)(s + 8) tan 57s
due to
D_
@ (s) = () —.  seQ.s (7.15)
(s +7)(s +8)tan 57s
In the strip I1_3 there are two poles, s = —8 and s = —10, of the second and first order, respectively.
The residue theorem yields for the integral W3
2 ub , 2 ul0
W3 = —— —[@(D)(—logu +vg) + P (D] + — —P(=1) + Wy,
T g T 10
where
K g = (k= Dk =2)(k —4)(k —5)---2  (k # 3m),
l+ l—i—l—i— 1+1 4o+ 1 (7.16)
Veiin = — .. .
0= 6i+2  \6j+1 " 6) 6j—2 ' 6j-3
and
1 O_(s)u" ds
Wy=—— 7} (7.17)
2wi Jo , w7+ D +2)(s + D+ 5 +T)(s +8)(s +10)(s + 11)
with a simple pole at the point s = —11 of the integrand in the strip I1_4. Finally, this procedure
leads to the following series representation of the function f(u):
o (— 1)ju6j+2 2 , 2 3
fay =Y —— [®(1) (v — logu) + @' (1)] — o(-1) + (1) |-
= T Hoj+2 6j+4 [46)+5
(7.18)
The above series is absolutely convergent for all u : |u| < oo. Indeed, for example,
. M6j+8‘)6j+8 7T2j+2.“«6j+2 u®
lim |53 6j+2 = 267 ; ; ~ =0
joo| A T g g uS g0 | jooo| (6] + 8)(6) +T7)(6j +6)(6) +4)
and the radius of convergence of series (7.18) equals infinity. We note that, in particular,
1
fu) ~ ——2<I>(1)u2log u, u—0, (7.19)
g

and therefore f(0) = 0, that is, the first condition in (3.2) has been satisfied. The derivatives of the
function f(u) admit the following estimations as u — 0:

Fw) ~ —ZoMulogu, ') ~ —— &) logu,
T T

) | (7.20)

7w~ —=5eM)=,  u—0
v u

Thus, the first group of conditions (3.5) in the neighbourhood of the point u = 0 is satisfied. We
note that, due to (7.20), the right-hand side in (3.1) is understood in the generalized sense.
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7.2 Asymptotic expansion for large u

Let us derive an asymptotic expansion for the function f(#) convenient for large u. We start with
the basic integral representation

1 ®(0)u"do
fy = C2mi Q (-1 i2))(6 — 3)m cot %rra. (7.21)
At first we ‘jump’ over the contour 2
D_(5) = —7(s — 1)(s — 2) cot sy (s), 5 € Q- (7.22)
Here we used relation (7.5) for m = 0. Then we transform integral (7.21) into the form
fw) = T (7.23)

2wi Jo s —3

The function @ (s) can be continued analytically into the strip IT; = {c < PR(s) < ¢ + 3}. We
integrate the function (s — 3)~!'®_ (s)u>~* round the contour L1, that is,

L1 ={R(s)=1c,T(s) € (—R, R)} U{AR(s) € (¢, c+3),T(s) = —R}
U{R(G) =c+3,3(s) € (—R, R)} U {fR(s) € (¢, c+ 3),T(s) = R}

The positive directions of the contours £ and €1 do not coincide. The only pole in the strip IT; is
s = 3. The residue theorem yields

fw) =—-23)+ -— — D4 (s)u" ds- (7.24)

1 / m(s —4)(s — 5) tan 37
2mi Q

Here we took into account the fact that ®_(s) = K(s — 3)D(s),s € Q1. In the next strip,
I, = {c + 3 < fR(s) < c + 6}, there is a simple pole at the point s = 7. Therefore

72

(s —4)(s = 5)(s = T)(s — 8) D (s)u"*ds-

W) = —03) + —Z2o@ut -
fw) = 2 YT i o, 5 -3

(7.25)

The integrand is an analytical function in the strip I[T3. We use the first relation in (7.10) and, again,
continue analytically the integrand into the next strip I14 where there is a simple pole s = 13. We
get

3.2 4 7 10
fw) =2(0) + T<D(1)u - ?9 -8:6-5-3-20(13)u

3
- i L@l(s —4) (s —=5)(s —T)(s — 8)(s — 10)(s — 1Du""ds-
2mi Jo, (s — 3) cot IS

(7.26)

Here we took into account that ®(3) = —®(0), ®(7) = ®(1). The next pole, s = 19, is in the strip
ITe. Finally we may write the following expansion when u is large:

4 151 (ute

729e(Hu~10 x
8

5 7.4-1 u— oo (7.27)

3! 4
fa) ~ @O) + FdMu — 13-10-7-4-1
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Due to the second condition in (3.2), we have ®(0) = 1 and

<I>(1) (=1)/ pj+4 =y
~14 j — 00 7.28
f(u) §=0 Gj 1272 , U —> 00 (7.28)

The series in the right-hand side of (7.28) diverges but it is a Poincaré asymptotic expansion for
large u (see, for example, Olver (30)). The condition ®(0) = 1 defines the constant C¢y. From (6.1)
we obtain

e—m‘c/S

0(0)

(7.29)

7.3 Substantiation of the solution

Let us show that the inverse Mellin transform ¢y (1) of the function ®(s) satisfies conditions

upam(u) € La,1/4(0,00),  u>aq(u) € La,1/4(0, 00)- (7.30)

Due to definition (4.7) of the function ¢gy (1), the analyticity of the function @ (s) in the strip IT and
relation (7.5), we may write

1
oo (u) = —/ O_(u" ds = — D (s)u"’ds
2mi Q4
1 D_
_ b ($)u”” . (7.31)
2mi Jo , w(s + 1)(s +2) tan ST
Using the procedure of section 7.1 we obtain
2 2 2
o) = —— P(Du”logu + Ou”), u— 0- (7.32)
T
The above estimation yields
u o) € La1/u(0, A),  u T pan(u) € La,17u(0, A): (7.33)

These inequalities are valid for any positive A < oo and for ¢ > 1. On the other hand, if we
continue analytically the function ®(s)u~* into the strip I1; we get

dom(u) = —L/ (s —1)(s —2)cot %nsdhr(s)u_sds- (7.34)
2mi Q

In this strip, there is a simple pole at the point s = 4. The next pole will be in the strip I13 at the
point s = 10. The residue theorem leads to the following representation for large u:

dom(u) = 120 (DHu~* + 019, U — 00 (7.35)
It is clear that

upon(u) € La1u(a, o0), u 3 pon(u) € Lo, 1ju(a, 00) (7.36)
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for any small positive a and ¢ < 4. Therefore, from (7.33) and (7.36) we may conclude that the
solution satisfies conditions (4.8).

In addition, we show that as © — 0 and u — oo the left-hand side of equation (3.1) is consistent
with its right-hand side. Indeed, from (7.28) we have

uf'(u) = O™, U — 00- (7.37)
On the other hand,
oo fM h h h h
O o o _mt_ k2 By (7.38)
oo U — U u ur oud ot
where
oo .
hj= f v " ydv,  j=0,1,...- (7.39)
—00

Since f”’(v) = — f"(—v) it follows that kg = h, = 0. Using (4.1) and (4.5) we have
2 . 1
h1 =2F(2) = — lim tan 575 P(s) =0 (7.40)
T s—2

(the function ®(s) is analytic as s — 2). As far as the coefficient /3 is concerned, it is not zero.
Indeed, the function ®(s) has a simple pole at the point s = 4. That follows from formula (7.22).
Therefore

2
h3y =2F@) == lirr:‘ tan s (s) # 0, (7.41)
T s—
that is, hp = h1 = ho = 0 and h3 # 0. Thus, the behaviour of the integral (7.38) as u — oo is the

same as that of the function uf'(u).
Let now u — 0. From (7.20) we have uf’(u) = O (u? logu), u — 0. On the other hand,

LN OV 2 B
lim dv=2F(0) = — lim tan ;75 ®(s) =0 (7.42)
T s—0

u—0J)_o V—U
(the function ®(s) is analytic in the strip IT). Further

. d oo f///(v)
lim —
u—0du —o0o U —U

dv =0 (7.43)

(f"”(u) is an odd function) and finally

. d2 o0 f///(v) 4 . |
lim — - dv=4F(-2) = — lim_tan ;7ws®(s) = 00 (7.44)
u—0du? J_o v—u T s—>—2
(the function ®(s) has a pole of the second order at the point s = —2) and again, the left- and

right-hand sides of equation (3.1) are in good agreement.
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8. Numerical results

To find the numerical values of f (u#), we may use the series representation (7.18) and the asymptotic
expansion (7.28) (for large u). The following values:

(1) "R Q(-1)
1) =—7—7~—, P(-1))= —0————,
) emi/30(0) =D 0(0) &1
(1) = [—17io) + Q'(1)]

e”i/SQ(O)

are involved in formulae (7.18), (7.28) for the function f(u). Let us calculate the derivative Q'(s).
We take into account the integral representation (6.2) and relation (5.1). Then the function Q(s)
will be described by

Q(s):exp{i./logﬂdr}, w:itan{nGJrs_c)}- (8.2)
2ri J, T—w 3
Due to
dw _ ’1(1 —w?)
ds 3
we may obtain
dQ _1—w? [ logG(r)
T2 = 06000, 0ols) = — /y e (83)

To get formulae convenient for numerical calculations, we transform the integral representations for
0(s), Qo(s) in such a way. We put v = ¢'?. Then

1 (™ log Go(6)
0(s) = exp —/ 108 Go®) oyl gy (8.4)
2 Jo e —w
where
3i 9
Go6) = =0 — (o —cot 22, g =c4 - log(tan —>. (8.5)
2 2 2

Due to (5.48), (5.49), the branch of the function log G () must be chosen in the following manner:

arg Go(0) = %n, arg Go(r) = %n,

| 3 (8.6)
s <argGo®) <57, O0<0<m:
This means that
.1 HGoO)} .
log Go(0) = |log Go(0)| + i tan 1(7 +im 8.7
® ® R(Go(0))
The function log Go(0) behaves at the ends of the segments [0, ] as follows:
log Go(8) = O(loglogh), 0 — 0,
g Go(0) (loglog6) 88)

log Go(0) = O(loglog(r — ), 0 — -
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12

o/

Fig. 3 The function f (u)

The procedure for the integral Qg(s) is the same:

w? —1 (7 logGo(0)
6i o (e —w)?

Qo(s) = ¢?do. (8.9)
It is worth saying that we need the values of the functions (8.4) and (8.9) at the points w = —1,
0, 1 only, and the expression e — w in (8.4) and (8.9) does not vanish at these points. Numerical
evaluation of the integrals (8.4), (8.9) yields the following values of the functions ® (1), ®(—1) and
@'(1):

@ (1) = 1-477 258, ®d(—1) =1-142318, ®’(1) = 0-712287-

In Fig. 3 we present the graph of the function f(u). It was constructed on the base of the series
representation (7.18). The maximum of the function f (1) occurs at the point # = 4-330 and

max f(u) = 1-04027.

The asymptotic expansion (7.28) for large u is in good agreement with the series representa-
tion (7.18) for u > 6. Figure 4 illustrates the asymptotic expansion of function f () for different
numbers of terms of the representation (7.28). The graphs of the first, second and third derivatives
of the function f(u) are shown in Fig. 5.

9. Integro-differential equation of diffusion along a semi-infinite grain boundary

To solve the integro-differential equation (2.21) we modify the previous technique. The kernel
S(u, v) is representable in the form

1 20t — 1)
tr—1 t+1 (@+1)3

SQu, v) = %h(%) h(t) = 9.1)
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2:5

Fig. 4 The function f(u): series representation (7.18) (—); asymptotic expansion (7.28) with the first four
terms (- - -), five terms (——), six terms (- - -)
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Fig. 5 Derivatives of the function f(u) : f'(u) (—), f” @) (- --), f" () (——)

Due to (Gradshteyn and Ryzhik (26, formulae 3.222(2) and 3.194(3))), its Mellin transform is an
analytic function in the strip —1 < 9R(s) < 3 and is given by

45 — 252 — 1)
) 9.2)

o0
H(s) = / W)~ 'dt = —7 cotms <1 +
0 COSTTS
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We seek the solution in the same class as before, namely, the function f(u) and its derivatives
are assumed to satisfy conditions (3.5). The boundary condition of the corresponding Carleman
problem has the form

P(0)+d(0)K(o)P(oc —3)=0, o0e€Q, 9.3)
where K (o) is the same function as in (4.13) and

_n¢2 _
4s — 2s 1). ©.4)

d(s) = cotmstan %ns(l +
COS TS

The next step of the algorithm is to define the increment A introduced in (5.15). In our case, due
to (5.23), we have

A =g + [argdo(w)],, 9.5)
with
3i 1 —w
= — logi . .
do(w) d(c—i—zn 0g11+w> 9.6)

Having regard to the estimations

do(w) ~1, as w—=*£l, wey,

. 9.7
do(i) ~22—-¢)>0 as ¢c—2-0,

we get
[arg do(w)], = 0 9.8)

We note that the parameter ¢ may be an arbitrary number: 1 +8§ < ¢ < 2and0 < § < 1.
Additionally, we can verify formula (9.8) numerically. Calculating the values of the $R{dy(n)} and
J{do(n)} as the point n traverses the contour y in the positive direction, we find that the increment
of the argument of the function dy(n) is equal to zero. Therefore the solution of the Carleman
problem, the complex potential & (s), referred to the semi-infinite grain boundary can be obtained
from (6.1) and (6.2) by replacing the function K (o) by d(0)K(c). The solution of the original
integro-differential equation, the desirable function f(s), is given by the inverse Mellin transform

1 / @ (s)udds
Q

T = i o G =3dKe)

(9.9)

In this case the limit values (7.3) and (7.4) of the solution of Carleman problem (9.3) satisfy the
conditions

D_(sp) =d(sm —3m)K (s, — 3m)DP4(sy,), m=0,%1,+2,...- 9.10)
The first step of the procedure of section 7.1 yields

sints®(s)u"Sds
2wi Jo_, ws(s + 1)(s +2)[cosms — 4(s + 3) + 2(s + 3)2 +1]

f ) = .11)
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There are three poles of the integrand in the strip IT_; : s©© = —2 of the second order and two
complex-conjugate simple poles:

sV = —4.7396 +1-1190i,  s® = —4.7396 — 1-1190i-
Thus, the function f(u) behaves at the point u = 0 as follows:
fw) = 0@?logu), u— 0

At infinity, as in the case of the infinite boundary we have f(u) ~ 1. The zeros of the function
d(s) are not periodic and therefore the final series representation and asymptotic expansion cannot
be derived so straightforwardly as in the case of the infinite grain boundary. However, the function
d(s)K (s) is meromorphic and the procedure of section 7. may be modified for the integral (9.11).

10. Conclusion

The authors have analysed model problems of mass transport (i) from a point source into an infinite
grain boundary of a material and (ii) from the surface of a material into a semi-infinite grain
boundary. New unusual partial integro-differential equations of atomic diffusion have been derived.
The self-similarity of the solution allows us to reduce these problems to one-dimensional singular
integro-differential equations with two auxiliary conditions at zero and at infinity.

The class of functions where the solution exists and is unique has been established. The equations
have been reduced to a particular case of the Carleman boundary-value problem for a strip (a first-
order difference equation in a strip of a complex variable). The coefficient of the problem, the
function K (s), has the second order at infinity whereas the shift of the difference equation is equal
to 3. Such a case, as the authors know, has been met neither in contact mechanics, nor in diffraction
theory. The solution of the Carleman problem has been found by reducing to an exceptional case
of the Riemann—Hilbert boundary-value problem for an open contour with coefficient that grows at
the ends as a power of the logarithmic function.

The authors have constructed the exact solution of the integro-differential equations by
quadratures. In the case of the infinite grain boundary, the solution, the function f (u), is given in the
form of a power series with infinite radius of convergence. Additionally, for large arguments, a full
asymptotic expansion is derived. The final formulae involve the values of the solution of Carleman
problem at two points only. The graphs for the function f(u) and its first three derivatives have
been represented.
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APPENDIX A
The behaviour of the Cauchy integral at the ends of the contour

Let us derive a representation of integral (5.24) in a neighbourhood of the ends of the contour y. It is known
(see Muskhelishvili (28)) that if y is an open contour with ends a— and a (a— is the starting point), and
G« (7) is a Holder function on the whole curve, including the ends: G«(t) € H(y), then

1 G*(1) G*(ag) m
% ; mdﬂ:::|:710g(w—a:,:)+D¢ (w), w— ag, (A1)

where D (w) are bounded in the vicinity of the points w = as and tend to a definite limit as w — ax. The
behaviour of the Cauchy integral

W(w) = L/ G*(r)loglog(t —b) . (A2)
2mi v T—w
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as w — b and b is one of the ends a—, a4, is described by the Mel’nik formulae (20)

*
V(w) ==+ La.jF){log(w —ax)[1 —loglog(w — ax)]
i

2
+ iloglog(w — ap)} + DP(w), w — az,w ¢y, (A3)
G*(ax) 3
W) = £ =5 log(n — ap)ll ~loglogn —ap)l + D). n—azney. (A4

where the functions DEFZ ) (w) are analytic in the vicinity of the points az, respectively, on the w-plane with the

cut y. The functions Dg) (n) are continuous at the points n = a=.
The Cauchy integral with the density 1/log(t — b) admits the representation (Zverovich (31))

L dr ! @
= F o lologw — D ; : AS
2mi /y c—w)log(t —aq) _ T 2mi celoew —ax) + D), w > az (A5)

with the functions D;f ) (w) that are bounded as w — az. Additionally, we need the following result:

1 d
—/ : =0, w-ap, r>1 (A6)
2ri J, (r —w)log" (t — ax)
It follows from the formula derived in (31)
§< : log( ) 0
1 [ee] d Z, — log(w —a) ), n >0,
L / T 2ri (A7)
2mwi Jq

(T—U))logz(f—a) - ((z,l—#log(w—a)), ngo’
2mi

that is valid for PR(z) > 1. Here ¢ (z, ) is the generalized zeta function; the branch of the logarithmic function
is fixed in such a way that log 1 = 27ni.

We proceed to estimate the Cauchy integral (5.32) in the vicinity of the starting point of the contour y. Due
to representations (5.11), (5.12), we have

d—
log G(t) =2logl -1 +logG_(1 T S E—
0g G(r) =2loglog(z — 1) +log G (1) + G _(logt —1)
1
o — as T—>1, tey-: A.8
(|1og<r—1>|2> y A8
Using formulae (A.1), (A.3), (A.5), (A.6) we may derive
Y(w) =v_(w)log(w — 1) + p—loglog(w — 1) + Y—(w), w—1, w¢y, (A9)
where
1 logG_(1
v_(w) = (1 — loglog(w — 1)] — £Z=W),
i 2mi
d_i
=14+ — A.10
o + 376D ( )

the function Y_(w) is bounded at w = 1 and tends to a definite limitas w — 1. Asw — —1l and w ¢ y we
have

Y(w) =vi(w)log(w + 1) + py loglog(w + 1) + Yy (w), w— —1,wéy, (A.11)
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where
1 log G4 (—1
v w) =~ {1 ~loglog(w + D] + <00,
T dui g (A.12)
R L
Pt G (1)

the function Y4 (w) is bounded as w — —1 and lim Y4 (w) exists as w — —1. The function loglog(w — b)
(b =1orb = —1) possesses the following properties:

loglog(w — b) = log|log(w — b)| + i arg Z(w) (A.13)
with Z(w) = log(w — b). If |[w — b| < 1 then
_1 arg(w — b)

arg Z(w) = m + tan (A.14)
log|w — b|
Assuming that w — b along any path with a finite number of circuits, one may write
lim arg Z(w) = lim J{log Z(w)} = 7~ (A.15)
w—b w—b
This result was obtained by Mel’nik (20). Therefore
J{loglog(w — 1)} - 7, w—1,
{log log( )} (A.16)

J{loglog(w + 1)} » &, w — —1,
and the desired behaviour of the Cauchy integral (5.24) is described by formulae (A.9) to (A.12) and (A.16).

APPENDIX B
Limit values of the solution of the Carleman problem

Analysis of the integral (6.1) shows that the function ®(s) is analytic in each strip

Iy, ={s:c+3m—3 <R(@G) <c+3m} (B.1)
and its limit values @ (s;;) and ®_ (s;,) do not coincide with each other. Directly from formulae (6.1) we get
D_(s9) = (o), P4(s_1)=P(0c—3), 0€Qy=Q: (B.2)
Then
@ (s9) = Coexp{37i(c — 0)}Q(0) exp{—} log K (0)} = —®(0 — 3),
@) = Coepllite s} lim 00 -3
Putting in the above formula s = o + 3 we obtain
®_(s1) =—Co exp{%ﬂi(c - U)}S—}(irl,?el_[ 0(s)- (B.4)
From the Sokhotski—Plemelj formulae we have
im06) = exp [%mg K(o)] 00), oe (B.5)
Thus, ®_(s7) = —P(0), o € Q. In a similar way, one may deduce that
D_(sm) = (=) D(0), Dy(sm) = ()" @@ —3), m=0+1,+2,... (B.6)
Now we substitute formulae (B.6) into the boundary condition (4.12) and multiply by (—1)":
()"0 (o) = (—1)" @@ —3)K(0), oeQ (B.7)

Then we put s;,;, — 3m instead of o and use relations (B.6). The limit values of the function ®(s) on each
contour €2, are linked by ®_ (s;y) = K (s; — 3m) P4 (sm), sm € Qu,m =0, £1,£2, ...



