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Abstract: In this paper, we consider the 3D problem of laser-induced semiconductor plasma genera-
tion under the action of the optical pulse, which is governed by the set of coupled time-dependent
non-linear PDEs involving the Poisson equation with Neumann boundary conditions. The main
feature of this problem is the non-linear feedback between the Poisson equation with respect to
induced electric field potential and the reaction-diffusion-convection-type equation with respect to
free electron concentration and accounting for electron mobility (convection’s term). Herein, we
focus on the choice of the numerical method for the Poisson equation solution with inhomogeneous
Neumann boundary conditions. Despite the ubiquitous application of such a direct method as the
Fast Fourier Transform for solving an elliptic problem in simple spatial domains, we demonstrate that
applying a direct method for solving the problem under consideration results in a solution distortion.
The reason for the Neumann problem’s solvability condition violation is the computational error’s
accumulation. In contrast, applying an iterative method allows us to provide finite-difference scheme
conservativeness, asymptotic stability, and high computation accuracy. For the iteration technique,
we apply both an implicit alternating direction method and a new three-stage iteration process. The
presented computer simulation results confirm the advantages of using iterative methods.

Keywords: 3D partial differential equations; Neumann problem solvability; conservative finite-
difference scheme; iteration method; direct method; inhomogeneous boundary conditions

MSC: 65N06; 65Q10; 35M33

1. Introduction

In the current study, we consider a computer simulation of optical pulse propagation
in a semiconductor, which is described by a set of coupled non-linear 3D PDEs. This
set involves time-dependent equations describing the evolution of electron and ionized
donor concentrations, the equation describing the optical pulse evolution, and the Poisson
equation with Neumann boundary conditions (BCs) with respect to the laser-induced
electric field potential [1-3]. As it is well-known, when solving the Poisson equation, it
is necessary to account for the Neumann problem’s solvability condition [4,5], which is
a consequence of the Gauss theorem [6]. In the problem under consideration, there is a
mutual non-linear influence of the charged particles’ concentrations and the electric field
potential because accounting for the electron mobility and describing the evolution of the
electron concentration via the reaction-diffusion-convection-type equation. Because of the
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problem’s nonlinearity, the accuracy of the Poisson equation’s solution is a key issue, and
our research aims to address the choices of numerical methods for solving it by comparing
the direct method (DM) and the iteration method (IM).

The most popular DM for solving linear elliptic problems stated in the domain of
simple (rectangular) geometry is the Fast Fourier Transform (FFT) algorithm. After its
development in the second half of the 20th century [7,8], it has been applied ubiquitously
in almost every scientific discipline because of its accuracy and cost-effectiveness [9-18].
Moreover, there are many commercially available packages that implement the FFT algo-
rithm. In the current study, we use Intel MKL Fast Poisson Solver Routines for solving the
Poisson equation with Neumann-type inhomogeneous BCs in a 3D case.

However, to our best knowledge, no study has investigated the effectiveness and appli-
cability of DM if the elliptic equation with Neumann BCs is involved in a set of non-linear
time-dependent PDEs, which implies the mutual feedback between the Poisson equation so-
lution and a solution of the reaction-diffusion-convection-type equation. As demonstrated
below, due to the violation of the Neumann problem’s solvability condition, the DMs
(FFT) become ineffective. It is important that the Neumann problem’s solvability condition
coincides with the conservation law for the problem under consideration. Therefore, the
problem’s invariant is not preserved with high accuracy at using DM, and its value grows
over time. Consequently, the Neumann problem’s solvability condition is also violated,
and the numerical solution does not converge with those of the differential problem.

To overcome this, we propose to solve the Neumann problem for the Poisson equa-
tion using IM. It is known that most IMs are unstable in 3D cases. The stable method
for 3D problems, named the implicit alternating direction method (ADM), was proposed
almost simultaneously by Peaceman, Rachford, and Douglas [19,20]. It is applied as a
finite-difference scheme (FDS) to the parabolic equation and as an iteration technique for
solving stationary elliptic problems. Further, in [21], the implicit ADM for 3D problems,
which is unconditionally stable and has the second-order approximation both on time
coordinates and spatial coordinates, was developed. Let us note that nowadays, ADM
and its modifications are extensively used for solving multidimensional non-linear prob-
lems [22-28]. We also propose another IM both for solving the 3D Poisson equation and for
the implementation of the conservative non-linear FDS developed for the numerical solu-
tion of other equations of the problem based on Crank-Nicolson-type FDS—the original
three-stage iteration process (TSIP) [29]. The main advantages of TSIP consist of providing
conservativeness property on the iterations and asymptotic stability of FDS. These are
crucial features for solving non-linear time-dependent problems.

Below, we compare the effectiveness of using the DM (FFT) and IM (ADM or TSIP)
for solving the Neumann problem for the Poisson equation, involved in the set of PDEs,
which contains a convection-type term. It should be emphasized that the obtained results
and conclusions are regardless of the particular method’s implementation and have a
general character because they arise from the solvability condition’s violation caused by
the round-off errors accumulation at using DM. It should be emphasized that in [30], the
crucial influence of a convection-type term related to electron mobility on the computation’s
effectiveness was demonstrated, and at zero-value electron mobility, both methods (DM and
IM) possessed the same high accuracy. However, in [30], the problem with homogeneous
BCs or a particular case of the external electric field (EEF) action along the direction that is
transverse to the optical pulse propagation direction was only considered. On the contrary,
below, we study the problem with inhomogeneous BCs corresponding to the action of EEF
in one or two directions, including the optical pulse propagation direction.

This paper is organized as follows. In Section 2, we present a mathematical model of
the optical pulse propagation in a semiconductor as well as the problem of funding the
initial function’s distribution under the condition of the inhomogeneous BCs. Section 3 is
devoted to the numerical methods of the problem’s solution. Here, we discuss the DM and
IM for a solution to the Neumann problem for the Poisson equation. In Section 4, extensive
computer simulation results are given to illustrate the theoretical propositions regarding
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the effectiveness of the methods for the Poisson equation solution and the influence of EEF
on the applicability of these methods. Some concluding remarks are presented in Section 5.

2. Problem Statement
2.1. Semiconductor Plasma Evolution Equations

The 3D problem of semiconductor optical-induced plasma generation is governed by
a set of well-known time-dependent, dimensionless, non-linear PDEs [1]:

Po | Po P _

0<x<Ly 0<y<lLy,0<z<Lg,t>0,

aa—zj:G(I,(S)—R(n,N),ngng,OgygLy,ngng,t>0, ()
on __ Jd (dn
ETT_Dxﬁ( P‘X”ax)+Dyay( Vy”ay)+Dzaz( VZ”&)*
G(I,6) — R(n,N), (©)
0<x<Ly 0<y<lLy,0<z<Lg,t>0,
dl

a—+(50(5(nN)I_00<x<Lx,0<y<Ly,0<z<LZ,t>0 4)

Above, the following notations are used: variables x, y, and z are the dimensionless
spatial coordinates, and the parameters Ly, Ly, and L, denote their maximal values, re-
spectively. Variable t represents a dimensionless time unit. The optical pulse propagates
along the z-coordinate, and it is named a longitudinal coordinate; the x-coordinate and
y-coordinate are transverse ones. Function ¢(x,y,z, t) is a potential of the optical-induced
electric field, function N(x,y, z, t) is an ionized donor concentration, function n(x,y,z, t)
is a free electron concentration in the conduction band of a semiconductor, and function
I(x,y,z,t) is an intensity of the incident optical pulse. 6(n, N) characterizes the coefficient
of light energy. Functions G(I,J) and R(n, N) describe the generation and recombination
of free-charged particles, respectively.

Parameter 7y depends on the free-charged particle’s maximal concentration, in particu-
lar. Parameter Jy denotes a maximal value of the optical energy absorption coefficient. The
electron diffusion coefficients Dy, Dy, and D, and the electron mobility coefficients pi, piy,
and y, are positive constants.

A semiconductor is assumed to be a rectangular parallelepiped: 3 = (0 < x < Ly;
0 <y <Ly 0<z< L;)bounded by asurface 90 = {0; Ly} x {0;L,} x {0;L.}. For the
Poisson Equation (1), the Neumann BCs are stated:

9¢
ox

g, %%

99
= 7EXr - v aZ
y=0,Ly

x=0,Ly B @

= —E; ®)
z=0,L,

The BCs for the Equation (2) are the following:

on ., n9 m_ a9 on _ nd?
ax  Fox sz,LY Yy Myt oy /|- 0L1 z 1%z

Constants E,, Ey, and E, are responsible for the absence (in the case of their zero-
value) or presence of EEF along the corresponding spatial coordinate. The conditions (6)
correspond to the absence of an electric current through the semiconductor faces.

=0 (6)
z=0,L,
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The intensity distribution of the incident optical radiation has a Gaussian profile of
the beam and time-dependent pulse shape:

2 _ 2
1o = exp( - (5532) ) exp - (4522) ) (0 - exp(-100), o

0<x<Ly, 0<y<Ly,0<Ht

In the initial time moment, the optical pulse intensity is equal to zero:
I(x,y,2,0) =0,0<x <Ly, 0<y <L, 0<z< L. (8)

The initial distributions for other functions are defined by the BCs, and they are
discussed below in Section 2.2.

The absorption coefficient fundamentally influences the regimes occurring in a semi-
conductor. Below, we consider its non-linear dependence on free-charged particles concen-
trations [31-34]:

6(n,N) = (1= N)e W=y = const > 0, & = const > 0. )

Such an absorption coefficient can result in occurring OB, called a concentration OB.
The following functions describe the generation and the recombination of free-charged particles:

G(I,6) = qolé(n,N), (10)
nN — n2
R(n,N) = — 4, (11)
R

where a parameter gy characterizes the incident optical pulse maximal intensity, the pa-
rameter 7., denotes an equilibrium value of the free-charged carrier concentration, and the
parameter Tg characterizes a free-electron recombination time.

Remark 1. As it is known, the Neumann problem is solved only up to constant, and the multiplicity
of its solution occurs. So, changing the electric field potential on a constant does not influence the
problem’s (1)—(8) solution if the absorption coefficient is defined by (9). However, if the absorption
coefficient depends on the electric field potential, for example, as follows:

6(¢,N) = (1= N)e “tPlel o = const >0, p = const >0,

which takes place if a semiconductor is undergoing the action of a high intensive laser pulse [35-38],
it is necessary to provide re-normalization of the electric field potential computed by solving the
Neumann problem for the Poisson equation [39].

We want to stress that due to the presence of electron mobility (coefficients py, py,
Uz) in the term describing convective transfer in Equation (3), the non-linear feedback
between the charged particle concentrations and the electric field potential occurs: the
electric field potential influences the free electron concentration evolution and vice versa.
Evidently, this non-linear feedback is “switched off” at zero-value electron mobility. In [30],
we demonstrated that the presence of such a term plays a crucial role in the Neumann
problem’s solvability condition violation using DM.

Let us notice that the existence and uniqueness of the problem (1)—(11) solution was
discussed in [40], where the laser pulse propagation was described by the non-linear
Schrodinger equation, which is more complicated than Equation (4). We described how to
prove the solution’s existence. However, it should be taken into account that the uniqueness
of the problem solution can be absent in general cases because the laser beam interaction
with the semiconductor under certain conditions possesses the property of optical bistability,
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which means that for one value of the beam intensity, there are two stable states of electron
concentrations and ionized donors’ concentrations.

2.2. The Problem of Finding the Semiconductor Characteristics’ Initial Distributions

For the problem’s numerical solution, it is necessary to compute the initial distributions
of the free-electron and ionized-donor concentrations as well as a spatial distribution of
the electric field potential. For this purpose, we solve the PDEs (1)—(3) in a steady-state
at zero-value optical pulse intensity. In this case, the free-charged carriers’ generation is
absent, and the stationary problem is written in the following way:

a?. i 82 . 82 i
afﬁn + a;oén + az)zln = ’Y(nin - Nin)/ (12)
Nintin — 1z = 0, (13)
d aq)in d (onjy, aq)in d (dny, aq)in -
Dxax( ox .uxan + Dy@ W ,uynmﬁ + DZE oz .uzanZ - 0/ (14)
0<x<Ly0<y<Ly,0<z<lL,
with BCs (5)-(6). We denote the solution of the problem (12)—(14), (5)—(6) as:
nin(xryrz) == ”(x/]//Z,t - 0)/ Nin(x/yrz) = N(xryrzlt - 0)/ (15)
Pin(%,y,2) = ¢(x,y,2,£ = 0).
Let us note that if the EEF is absent (Ex = E, = E; = 0), then the initial distributions
of the functions are homogeneous along the spatial coordinates
Pin(x,y,2) =0, 1y (x,y,2) = Ni(x,y,2) =g, 0 < x <Ly, 0<y <Ly, 0<z< Ly, (16)

2.3. The Charge Conservation Law and Its Correlation with the Neumann Problem’s Solvability

For the problem under consideration, the charge conservation law occurs if the charge
flows through the semiconductor surfaces (conditions (6)) are absent.

Q) = / (n(x,y,z,t) — N(x,y,z,t))dxdydz = const, x,y,z € Q, t > 0. (17)
Q

Because a semiconductor is electrically neutral before the optical pulse action, the
problem invariant is equal to zero: Q(t) = Q(0) = 0.

We follow this invariant when providing the computation because it is crucial for a
computer simulation of the process: changing the invariant Q(#) leads to no correspondence
of the numerical solution of the problem to its physical one. In turn, as it is well-known [4,5],
the necessary and sufficient condition of the solvability for the Neumann problem for the
Poisson equation is the integral equality, which follows from the Gauss theorem [6]:

/f(x,y,z)dxdydz = —/g(x,y,z)dxdydz, (18)
Q a0

where f(x,y,z) is the right part of the Poisson equation defined in the domain (), and
g(x,y,z) is the right part of Neumann’s BCs. For the problem (1), (5), condition (18) takes
the form:

'y/ (n(x,y,z) — N(x,y,z)) dxdydz = / ?TZ dxdydz, (19)
Q a0
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where
3 a—f, x=1{0,Ly}, y,z € 0Q),
P
5o = ﬁ,y:{O,Ly}, x,z € 0Q),
3, 2= {0,L.}, x,y € 900

So, the right part of (19) is equal to zero if the BCs (5) are stated, and therefore, the
Neumann problem’s solvability condition (18) coincides with the charge conservation
law (17). Thus, the FDS’s conservativeness is the necessary condition for providing the
Neumann problem (1), (5) solvability condition.

3. Numerical Method

3.1. Conservative Finite-Difference Scheme and Three-Stage Iteration Process for
Its Implementation

To solve the set of time-dependent non-linear PDEs in the rectangular 3D domain, we
develop the FDS. For this aim, we introduce uniform time and spatial meshes:

a)x — {xl — ihx,i — O,Px,hx — Lx/Px}, (Uy — {y] :]hy,] — O,Py,hy — Ly/Py},
w, = {zx = ki, k = 0,0, h, = L,/P,}, @, = {z, = (k—05)h,k =0,P, + 1,h, = L,/P,},
wi={tmw=mt,1=0,P, 1= L/P}, wj={t), = (m—05)t,m=1,P,7=L/P},

O = wy X Wy X wz X wy, O = wy X Wy X W X w,

where hy, hy, h;, T are the mesh steps on the spatial coordinates and on a time coordinate,
respectively; Py, Py, P,, P; denote the numbers of mesh nodes on the corresponding
coordinates. The mesh functions #;, Nj, ¢y are defined on the mesh O

n?]?k = ”(xir]/jzzk/ tm)/ Nlr]n = N<xi/]/jzzk/ tm); q)lr;lk = Go(xir]/jrzk/ tm)

The mesh function I}, is defined on the mesh (3 with shifted nodes both on spatial
coordinate z and on time coordinate:

Ii’]“k = I(x,»,yj,zfc, t)-

Approximation of the beam intensity on a shifted mesh is caused by the FDS second-
order accuracy reaching. For brevity, we use below the index-free notations:

f=fu=fli = f(xi,Yj 2 tm),
; 1
fir1 = fllije fixr = [l feer = fijaar 1= f,’ﬁ:r ,
where f is one of the mesh functions n,, Ny, ¢, and the following index-free notations for

the mesh function I:

_ _m __ PP A . __tm . __m F_m
I=1I,= Iijk = I(x,,y],zk, ), liz1 = Ii:tljk/ lisg = Iij:tlk/ I= Iijkil'

We also introduce other notations in the following way:

fixo5 = 0.5(fi + fix1), fizos = 0.5(fi + fix1), firos = 0.5(fx + fir1),
05 05
A 1 E-S
f=05(f+f) =05(fn+ ), T =05(1+1) =051+ 1.,
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The first and the second difference derivatives are defined in a standard way, and they
are notated as follows: fx, fz, fzx, fy, fy, fyy, fzr fz fzz, ft- The 3D Laplace difference
operator is also stated in a standard way:

Af = frx +fyy + fz-

For brevity, we introduce the finite-difference operators:

Zx(n, @) = F(nivo59x — ni059%), Zzx(n, 9) = 5= (Rivo5Px — Ai059%),
05 R
Zxx(n,9) = 0.5(Zxx + Zxx),

and similar operators on other spatial coordinates.
Based on the Crank-Nicolson scheme and using introduced notations, we write the
FDS for the problem (1)—(8):

Ap=~(f-N),i=1P,—1,j=1,P -1, k=1LP, -1, m>0 (20)
N—N 05 05
p =G—-R,i=0,P,j=0,P, k=0,P;, m >0, (21)
fen 05 0.5 0.5 0.5
=Dy fizx — Zzx(1n,9) | + Dy| gy — Zyy(n, @) | +
0.5 0.5 05 05 (22)
Dz(nzZ - Zzz(n,q))> + G —R,
i=1,P—-1j=1,P—-1,k=1P. -1, m>0,
i, 0505 , . (23)
Tz+50§ I =0, lZO,Px,]:O,Py, kzl,PZ, m > 0.
The BCs are approximated as follows:
Pxojk = Px.pjk = —Ex, Pyiok = Pyirk = —Ey, zijo = Pzijp, = —Ez, (24)

iZO,Px,jZO,Py, kZOIPZI

iz ok — HxfoskPx0jk = Az, pyjk — Wxfip,—05kPr,pjk =0, ] =0,Py, k=0, P,

Ay iok — HyRio.skPy,iok = fyg,ipk — HyRip,—0.5kPy,ipk = 0, i = 0,Px, k=0, P,

fizij0 — HzMijo.5Pzij0 = fzijp, — Hzfijp,—05Pzip, = 0, 1 =0,Py, j =0, Py.

The initial intensity distribution is approximated in the following manner:

(i — 0.5P;) \ 2 hy(i — 0.5P,)\ 2 )
Iz‘r]r'lo+1 —exp<—<(lo‘1Lx>> )eXp<— (W) )(1—exp(—10tm+1)) (25)

Let us note that the FDS (20)—(24) has the second order of approximation in the inner
mesh nodes, while the BCs are approximated with the first order. This inconsistency is
caused by reaching the FDS conservativeness [29]. The difference analog of the invariant
(17) is computed by using the formula:

p,—1Py-1p.—1

Qltm) = Y, ). Y, hahyhe(nfj — NI). (26)
k=1 j=1 i=1

which possesses the second order of approximation with respect to the mesh node
(Xi, Yj, 2k, tm + 0.5T), assuming the solution of the differential problem is smooth enough.
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3.2. Three-Stage IM for FDS Implementation

As it is well-known, the splitting methods are widely used for the numerical solution
of multidimensional linear and non-linear problems. Most of them are effective for 1D
and 2D problems, but their generalization for the 3D case is not obvious and often leads
to the method’s instability. In [29], we compared the efficiency of the three-stage iterative
process and the splitting method and demonstrated the drawbacks of the split-step method
for the problem under consideration. The main drawback is a violation of the FDS’s
conservativeness. Another one is an absence of asymptotic stability (long-time stability)
due to the accumulation of computational error. This manifests in the numerical solution’s
symmetry violation contrary to the stated conditions of the process. To overcome this
issue, it is necessary to decrease the mesh steps. As the non-stationary process is under
consideration, the machine time could become enormous, especially for the 3D problem
solution. Contrary to the split-step method, TSIP eliminates these disadvantages, as it
provides conservativeness and asymptotic (long-term) stability [29]. In turn, both methods
are economic ones.

Below, at the writing iteration stages, we use notations:

+1
0?5 s s 50‘5 sfl stl
Zxy = 0~5(Zxx(71/§0) + Zxx(”rq)))r VEYES 0~5(Zxx(”/ )+ Ze( 1, P )),
s+2
0.5 s-iA-Z s-&;2
Zzx = 0-5(Zxx(n, @)+ Zz (11, ¢ )),

s+1 s+1
05 s+1 05 stl
n gy = 0.5 (nxx + 7 xx), I =051+ 1 |,

where s denotes an iteration number. Similar notations are used for the operators

0.5 0.5
Zyy(n,¢), Zz(n, @) as well as for the free-electron concentration and the pulse inten-
sity at the corresponding iteration stages. The stages of the TSIP are the following:

The first stage:
s+A1 s,5+1 s,5+1
N_-N 05 05
- G - R, 27)
T
s+1 s+1 s s s s s s,5+1 s,5+1
i —n 05 0.5 05 0.5 05 0.5 0.5 0.5
- =Dx| nzx—Zsx(n, @) | +Dy| nyy— Zyy(n,9) | +Dz| 1z: — Zz(n,¢) | + G — R,  (28)
s+1 s+1 sl
Ay =yl 1 — N |, (29)
s+1 s+1s+1
i —1 0.5 05
+6d I =0, (30)
z
s+1 s
05 s s+l 5 s5+1 05, (s stl s\ sstl sst1
1) :O5<5(n,N,(p)—|—(5(ﬁ,N,(f))>,G :q015<ﬁ,N,(f)>,R :(ﬁN ”eq>/TR/ 31)
s+1 s+1 .
P x,0jk P %P, jk Ex,]—O,Py, k=0,P,
sl s s 1 s s
( ny— yxn,-+0‘5qox’0jk> = ( x— Pxfli—05P5 Px]k> =0,j=0, Py, k=0,P,
i=0 i=Dy (32)
s+Al s+1

+ .
¢ yiok= P gipk = —Ey i=0,Py, k=0,P,
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s—&A-l s—|A—1 s—&;l s—lA—l s—&:l s—&;l .
Py—=py Mjros @yioc || =\ Ayg—tyjo5Pyipk)| =0 1=0P,k=0PF,
j=0 j=Py (33)
s—&;l s+Al . .
¢ 2ijo= Pzijp. = ~Ez 1 =0,Py, j=0,Py,
s-&A-l s-&:l s-&;l s-&A-l s-&A-l s-&;l
Nz =tz M ko5 @ 2ijo =\ fz—Hz k059 zijp, =0,i=0,P, j=0,P,.
k=0 =P,
The second stage:
st2 s+1,5+2 s+1,s42
N - N 0.5 0.5
2% - G - R, (34)
T
s+2 s+1 S s+4+2 s+1 s+1 s+1 s+1,54+2 s+1,54+2
i —n 0.5 0.5 05 0.5 05 0.5 0.5 0.5
= Dy | 1%y — fo(i’l, (P) + Dy nyy — Z yy(n, 4)) +D;| ngy— Z EZ(T’Z, qD) + G — R , (35)
542 s+2 512
A =yl . — N |, (36)
542 5+2542
P —1 0.5 05
166 1 =0, (37)
z
s5+2
0.5 L s+1 512 541
5 =05(6(n,N,¢)+d(n,N, ¢)],
s+1 (38)
st1s+2 05 [s41 582 541 sH1Ls+2 s+1542 ) s+2 s+2 )
G =qlola,N,¢ |, R =[aN — g /TR, P ik = P zpji = —Ey, j=0,P;, k=0,P,,
SJIZ stZ st2 stZ stZ s+A2
nx_ﬂxniJrO.S q)x,Ojk = nf_,uxnifO.S q)flpx]'k :O/JZO/Py/kZO/PZ/
i=0 i=Py
s+A2 stZ .
¢ yiok= P yipk = —Ey i=0,Py, k=0,P,
st2 sJIl stl sJIZ stl stl
y—ty Mjro5 @ yiox )| =(Ag—HyfjosPyipk)| =0 1=00Py k=0,P,,
j=0 =Py
s-&;Z s—l;Z . .
P rijo= P zijp, = Ez 1=0,Py, j=0,P.
s—&:2 s—&:Z s—&;Z s—&A-Z s—&A-Z s—&;Z
Mz =Mz N k05 P 240 =\ "z= Mz k05 P zjijp, =0,1=0,Py, j=0,Py.
k=0 k=P,
The third stage:
st3 s+2,543  s+2,5+3
NN 0.5 0.5
) R , (39)
T
543 542 542 542 s+1 543 s+2 s+2,5+3  s+2,5+3
n —n 0.5 0.5 05 0.5 05 0.5 0.5 0.5
= Dy n xx — Z yx(n, qD) + Dy n 7y — Z yy(n, GD) + D, nz; — Z zz(n, ql)) + G — R , (40)

s+3 s+3 513
Ao =y n—-N|, (41)
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5+3

543 + 543
Mx—=Mx M iv05 @ x0jk )| =

5+3

s-iA-S + 54:3
My —=Hy M j+05 ¢ yiok =

5+3

s+3

s+3

s+3

543

st3 5+3s+3
I —1 0.5 0.5
—+d& o I =0, (42)
Z

05 o542 513 540 | 52543 SOJ.FSZA 542 513 542\ 52543 s+2513
0 =05(8(m,N,@)+6(n, N, ¢)|, G =qldéla,N,¢]) R =[nKN-n]|/w 3

54;3
P x0ik =

¢ yiok= Pgipk = —Ey i=0Py, k=0,P,

=0,i=0,P, k=0,P;,

s-&:3 s—lA-S s-i;3
My—=Hy 1 j-05®girk

j=0 J=Fy

¢ 2ijo= Pzijp, = —Ez, 1 =0,Pr, j=0,Py,

543 542
z= Mz M k405 P 2o

S

s+3 s
n —n|l <en

+ &2,

542

s-&:3
N

s+3 s+2 s+2 .
=\ mz—=Hz 1 k05 P zjjp, =0,i=
k=0 k=P,

he(i —0.5P) hy(j — 0.5P,)\ >

m+l _ 2 ) Y At XA — —10¢

Ii™ = exp ( ( 0iL, ) exp 01L, (1 —exp(—10t,,1)). (44)
We use values of the mesh functions at the previous time layer as the initial approach

for those at the next time layer:

s=0 s=0
A=n N=N, ¢ =¢. (45)

Non-linear difference Equations (28), (35), and (40), with respect to the free-electron
concentration with the corresponding BCs, are solved using the Thomas algorithm. The
key issue is the choice of a numerical method for solving the Poisson equation concerning
the electric field potential, and it is discussed below in Section 3.3. In turn, the numerical
approach for computing the mesh function’s initial distribution is presented in Section 3.4.

The criterion for the iteration process convergence is based on the relative error estimation:

S

a

S
—N|<g <e|l|+e,€e >0 e >0 (46)

The computation is continued until all inequalities (46) are satisfied in all mesh nodes.

3.3. Numerical Methods for the Neumann Problem Solution

According to the research’s purpose, we solve the Poisson equation at each of the
stages by using the DM (FFT) and the IM (ADM). We use the ADM below because the
Poisson equation is linear, and, in this case, the three-stage IM may not be efficient in
comparison with ADM if the mesh number is not big enough. Then, we compare the
computer simulation results obtained using both methods. As mentioned above, the
Neumann problem solvability condition coincides with the charge conservation law for
the problem under consideration. If we use DM for the Poisson equation solution, then the
difference analogs of the ratio (19) should also be valid at the problem’s numerical solution.
Evidently, when providing numerical experiments, the conservation law is preserved
in the best case within the accuracy of the problem approximation and for the problem
under consideration, this is enough for the growth of the invariant’s value because of
non-linear feedback between the equations concerning the electron concentration and
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the electric field potential due to the electron mobility. Therefore, the Neumann problem
solvability condition could not be fulfilled. As a consequence, the numerical solution will
not approximate a solution to the differential problem.

Consequently, the numerical solution will not approximate a solution of the differen-
tial problem.

If we solve the Poisson equation on each of the stages by applying an IM, then it
transforms into the difference “heat-conduction equation” by introducing the artificial time
step T as an iteration parameter:

—A(fH—%(gﬁ—(p):'y(ﬁ—N),T:const>0. (47)

At each of the time layers, one can treat this equation as the difference analog of the
differential Helmholtz equation

—Ap+n9=f. (48)

The Equation (48) with the Neumann BCs is well known to be uniquely solvable if
the following inequality # > 0 is valid [5]. Because the parameter T is always positive,
the Equation (47) has a unique solution. Consequently, the solvability condition of the
difference Equation (47) with the Neumann BCs does not coincide with the conservation
law (28) for the problem under consideration in contrast to the case of applying DM to the
Poisson equation solution.

To apply the ADM [21], we introduce the auxiliary mesh functions F and ®, defined on
the spatial mesh wy X wy x w,. Function F corresponds to the electric field potential for the
iteration process stages (27)—(44): F = {S?ﬁl; S+(p2; 553 . Function & is the corresponding

st1 stl 42 512 543 513
Poisson equation’s right part ® = v{ (# — N); (2 — N); (72 — N) y—on each of
the iteration stages. As a result, the iteration process for the Poisson equations on each of

the stages is written in the following manner:

b+1}’/3 IZZ“ 3b+1/3 10D b b
?7/3251:?x 2Fxx+Fyy+FEz_(i)/ (49)
b+1/3 b+1/3
Fy = K = —Ey,
i=0 i=Py

j=TP —1k=1F—1,

b+§/3 2h+}/3 ; 3 /b42/3 b
- +
=g ) 0
b+2/3 b+2/3
Fp | = . =Lk
j=0 =Py

i=T,P—1, k=10 —1,

s Fi1oF s b
- +
- -2 ( T FZZ> (51)
b+1 b+1
z = F =-Ej=1LP~-1k=1P~1
k=0 k:PZ

Above b, b+1/3, b + 2/3 b =01, 2... are the iteration numbers. As the initial

approach of the function F we take the electric field potential computed on the previous
iteration of the process (27)—-(44).
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b+1/3 b+2/3
Excluding F , F ,thesystem (49)—(51) could be presented in operator form

Tor Far @ ToF P s
- + T - T - -
=~ A 5 + T (AxxAgy + ANz + AgyAzz) ——— — §Ay,(AyyAgZ7 —®=0. (52)

As it is well-known, such kinds of FDSs are unconditionally stable [21].
Each of the Equations (49)—-(51) is solved by using the Thomas algorithm. The process
is stopped if the estimation for the residual of the Poisson equation is satisfied:

b+1 b+1 b+1 .
F 5+ Fyy-f— Fz —®| <e3,e3>0 (53)

for all inner mesh nodes. As a result, the field potential at the corresponding iteration of

b+1
the multi-stage process is equal to the function F (for example, if there is a third stage of
s+3  btl
the iteration process, then ¢ = F ).

Remark 2. Alternatively, it is possible to solve the Poisson equation on each of the stages by

applying the TSIP:
b+1
£ —-r 1/t b b 1 .
= =5| Fotby+Fz | +5(Fathy+i) -9 54
b+1 b+1
F| =F| =-E,j=LP Lk=LPF 1,
i=0 i=Py
b+2
ﬁ _F 1 b—tl b—tZ l/)\ 1 -
e =g Pt Fabbe ) b g(Bat Byt B) -6 69
b+2 b+2
F| =F| =-Ei=TPh-1k=TP-1,
j=0 J=Py
b+3
P _p 1/t b2 b+3 1 X
= :E F e+ Fyy“l‘ F 3 +§(fo+%y+llzz)_q)’ (56)
b+3 b+3
E| =FE| =-Ej=TBh-Lk=1P-1,
k=0 k=P,

with the convergence criterion:

b+3 b+3 b+3 R
fo"‘ Fyy+ FZZ®‘<83183>0' (57)

Section 4 presents some relevant computer simulation results obtained using TSIP (54)—(57).
These computations require more computational time than modified ADM (49)—(51); they have the
same number of iterations but different operation numbers.
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3.4. Numerical Method for Finding the Initial Distributions of the Mesh Functions

Accounting for the solvability condition of the Neumann problem for the difference
Poisson equation, we replace the set of Equations (12)-(14) with equivalent ones by intro-
ducing a pseudo-time in each of the equations:

dp e e ¢ -
90 _TP TP TP L L L
of ~ o a2 + 522 Y(n—=N)0<x <L, 0<y<Ly,0<z<L;,t>0 (58

2

oN Nn—n

T (59)
m 9 (on ¢ 3 (on ¢ 3 (on dp\ Nn—nZ,
57 = Doy (35~ ) + Dy (3 ~wony ) 0 (32 —wene ) - = (©0)

where t is a positive parameter, which characterizes the artificial time, and constant r is a
regularization parameter. The t-dependent BCs are stated for the electric field potential:

o9 (F L
q;() :Ex'(le Tq’>,0§y§Ly10§Z§LZ/ (61)
X x=0,L
aq)(?) 7Ti
% :—Ey~<1—e 7,
y=0,Ly
0<x<Ly 0<z<L,,
99(f)

_t
=—-E;- (1—e 74’),
z=0,L,

0<x<Ly 0<y<L,

0z

The multiplier (1 —e~"/ Tv’) is introduced to provide smooth reaching a steady-state of

the electric field strength, and 7, is a positive parameter characterizing a rate of exponent
tending to zero. The BCs for the free-electron concentration are stated as in (6). The initial
conditions for the Equations (58)—(60) are:

Plig =0, n|;_g= N|_g =11eq, 0<x <Ly, 0<y <Ly, 0<z<L,. (62)

So, to obtain initial distributions of the semiconductor characteristics at the arbitrary
BCs, we approximate the system (58)-(61), (6) by FDS and realize it by using the itera-
tion process:

sK]l ]i] S]i] 2

— n —n

— = - OriZO/PX/jZOIPy/kZO/PZ/ (63)
Ts r

s+l s s+1 s s s s s s s s S]i]_ 2

n?s n _ Dx( n xy — ZyX(Vl, gD)) + Dy(nw — Zyy(n, Q))) + D, (T’IZZ — ZEz(n, q))) _n - 7’10,

i=1,P—-1,j=1,P -1 k=1P. -1,

s s s+1 s+l )
et @yt 0m—1(n —N), i=1P—1,j=1,P—1,k=1P 1,
s+1 s+Al

A

P x0ik = P %Pk =

_EX/j:O/Py/ kZOIPZ/

s+1 s 5 s+1 g 5
nx — Paxllit 059y 0k = | M x— HxMi05P5p,jk =0,j=0Py, k=0,P;
i=0 i=Py
s+2  s+1 s+1512
N — N n N-—n3 .
. ’ 0,i=0,Py, j=0,P, k=0,P;, (64)
S
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s+2 541 s+1 s s 5+2 s+1 s+1 s+1 s+1 s+1 SHSKIZ_ 2
n?sn :Dx(nxx_zxx(”r(P)> +Dy(”yy_zyy( n, ‘P)) +DZ<”zz_Zzz( n, 59)) - T o,
iZl,Pxfl,]'Il,nyl,kZl,szl,

s+2 s+1

o s+l 542 s+1 s+2  s+2
= Pt ¢yt ¢—o(n - N
s-i;Z s-&;2
P yiok = ¢ girk = —Ey,

542 s+1 s+1
=\ "yTHyj-059ygipk

),i=1P—1j=1P—-1k=1P 1,

s-&A-Z s-iA-l s-&;l ’
My =My 1 jro5 P yiok =0,i=0,Py, k=0,P;

j=0 J=PFy
s+3  s+42 25+3
-N  WN-n .
- - /ZZOIPXIJZOIPylkZOIPZ/ (65)
Ts T

3
43542 s+2 s+2 542 542 s+1 s+1 s+3 5+2 s+2 S#SKJ —n3
nr”—Dx<”xx—Zxx(ﬂ,§0) +Dy| gy —Zy(n, @) +D:\ nz—Zz(n, ¢) | ——F—,

s r

i=1,P—-1j=1,P -1 k=1P -1,

o0 s+2 s+2 s+3 s+3 513
T Pt eyt 9 —v(n =N
543 543
P 2ijo= ¢ zijp. = —Ez

s+3 5+2 5+2 s+3 s5+2 s5+2 . .
Mz =Mz N kpo5 @ 4 ijo = fz— Mz M k05 9P zjp. =0,i=0,P, j=0P,.
k=0 k=P,

),i:l,Px—l,jzl,Py—l,kzl,PZ_l,

The iteration process convergence criterion is given by the formulas:

543513
n N —n

<gi=0,P,j=0P, k=0,F, (66)

5+3 s+3 s+3 5+3 543 s+3 543 543 s+3 _
’DX<”xx_Zxx( n, G”)) +Dy< ngy — Zyy( 1, (P)) +Dz<"zz—zzz( n, ‘P))’ < Dming,

Dmin:min{DX/DyrDZ}r izllprlrjzl/nylr kzllpzill

s+3
’As$3 _ r)/(s;rl?) _°N

)‘ <gi=1P—-1,j=1P -1, k=1P. —1,
where £ is a positive constant. If these inequalities are satisfied, the obtained values are
stated as @;;,, ;,, and Nj, for the iteration process (27)-(44).

Remark 3. Above, we proposed the method of computing the initial function distributions if the
three components of the EEF are non-zero. However, we should stress that we consider the case of
EEF with one or two spatial components in a computer simulation. In the particular case, if the EEF
acts only along one spatial coordinate, then the initial function distributions are governed by the
following set of equations (for definiteness, we consider Ex # 0):

2
M = 7(nquﬂx<ﬁin(xf%z) — nqufﬂxfﬂin(xfy'z))/

dx2
nin(x,y,z) = nqul"xq’in(x/yrz), Nin(x,y,z) = nqufﬂx(l’in(xr%z)_

4. Computer Simulation Results

Below, we compare the computer simulation results obtained using DM (FFT) and IM
for solving the Neumann problem for the Poisson equation involved in the set (1)—(4) of the
equations and accounting for the action of EEF on a semiconductor at statement of the BCs.
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We evaluate the method’s efficiency in dependence on the EEF strength and directions of
the electric field action. We also follow the invariant (26) to assess the method’s accuracy.

For the DM implementation, the FFT code belonging to the Intel Math Kernel Library
(Poisson Library Routines) is applied to solve the Poisson equation. The solver uses the
forward and backward FFT. The description of the library application stresses that “For
Poisson equation with Neumann BCs the right-hand side of the problem cannot be arbitrary.
Poisson Library verifies that the classical solution exists (up to rounding errors). In any case,
Poisson Library computes the normal solution, that is, the solution that has the minimal
Euclidean norm of residual” [41].

ADM (49)—(51) as well as TSIPs (27)—(45) are realized as the computer codes developed
using C++ language.

The algorithm for solving the problem (20)—(25) is the following. Firstly, we compute
the functions at the initial time moment based on the Formulas (63)—(65). Further, we use
them to start the iteration process (27)—(44). On each of the iterations, we compute the 3D
Poisson equation using one of the discussed methods (ADM or FFT). We provide computa-
tions for the following cases: EEF acts only along the longitudinal coordinate or along one of
the transverse coordinates (x-axis, for example), or acts simultaneously along longitudinal
and transverse ones. The problem (1)—(4) parameters have the following values:

E, =0, y=1000, Dy = Dy = D; = 1075, py = py = piz = 1, 8o = 2, np = 0.01,
qo=151 =14 =2553, §=3,Ly =L, =L, =1.

The mesh steps and the iteration process parameters are taken as follows:

T=107, hy=hy, =102, h, =10 2orh. =10 % e; =107% &0 =10 57 =103, e5 = 107>

The mesh step on a time coordinate has different values in computational experiments,
and it is defined in figure captures. To study the influence of the external electric field
component E;, acting along the optical pulse propagation direction, we also provide
computation with the decreased mesh step /. The parameters for the computation of the
initial distributions of the functions are chosen as: T, = 1074, r = 1073, = 10~4.

For definiteness, below, discussing the computer modeling results, we mark the electric
field potential using the index IM if we solve the Poisson equation using ADM (49)—(51) and
the index DM and if we apply the FFT for this aim: @y, 111y and ¢pam, npu, respectively.

In Figure 1, we show 2D projections of the electric field potential and free-electron
concentration distributions in a moment of time ¢ = 100. It is easy to see the strong influence
of the EEF on them. If the EEF is absent and the incident beam profile is defined in the
form (7), then the computed functions are symmetrical with respect to the center of the
semiconductor’s illuminated area. Preserving the solution symmetry is an important
feature that allows us to estimate the numerical method’s correctness. However, if the EEF
acts on a semiconductor along the transverse coordinate, then the function distributions
become asymmetric, complicating the evaluation of the obtained numerical solution. The
distribution of the free-electron concentration represents a complicated spatial-temporal
oscillating structure (Figure 1, right column). It should be stressed that these distributions
depend significantly on the choice of numerical method.

As mentioned above, conservativeness is one of the most important properties of the
FDS on par with numerical method stability. Let us consider how a Poisson equation’s
solution method affects invariant preservation accuracy. As follows from Figure 2, at
using IM, the invariant is preserved with very high accuracy: Q(t) order is about 1072 of
magnitude if EEF is absent or it acts in one direction (along the optical pulse propagation or
in the opposite direction). The invariant value increases by three orders up to a magnitude
of 1078 if the EEF acts in two directions. Thus, the 2D EEF influences the preservation of
the invariant more strongly than an action of the 1D EEF. Such Q(t) preservation accuracy
is enough for providing the conservativeness property of the FDS if accounting for the
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order of the FDS approximation. Moreover, as follows from Table 1, the invariant value
practically does not grow over time after reaching a certain value.

E,=0, E_ =0

%02 04,06 08

@
=100 E=10, E=10

0
0 02 04,06

(©
=100 E=10, E,=

02 04,06 08

(e)

¢

¢

1

1

1

0.9
0.8
0.7
0.6
0.5
0.4
0.3

| 0.2
1 0.1

0

2
1.6
1.2
0.8
0.4
0
-0.4
-0.8

1-1.2

1.6
2

2
1.6
1.2
0.8
0.4
0
-0.4
-0.8

1 -1.2

-1.6
-2

=100
1

0 02 0.4y

E =0, E =0 n

0.6 0.8 I

(b)
tTl()O E=10,E=10 n

(d)
—10 n

Figure 1. Distributions of the electric field potential (a,c,e) and the free-electron concentration (b,d,f) at
time moment t = 100 computed using TSIP (27)—(44) for solving the set of Equations (1)—(8) and IM
(ADM) (49)-(51) for the Poisson Equation (1) solution with the EEF component values: Ey = 0,E; =0
(a,c); Ex =10, E; =10 (b,d); Ex = 10, E; = —10 (e,f).
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_QQ(t) E=10,E=0 _OSQ(t)
4.0x107%4 E~0, E~10 5.0x10™%
] E—=0.E =10 083
3 0x10"23 Y 4.0x107" A
] . E =10, E=10
5 ox10°] 30x1071 E,=10,E.=—10
2.0x10™
-12] E
O Ex=0,\1{5z=0 1.0x10°
0_ T T T | \-\.I—|._I \_\_|_I-I._I_|I_I_II |t 0_ T T T | T T I| T T \| T T I| T T T |t
40 60 80 100 : 40 60 80 100
(a) (b)
Figure 2. Invariant Q(t) evolution at solving the Poisson Equation (1) using IM (ADM) with the EEF
components values: Ey = 0,E; = 0 ((a), red dashed line), E; = 0,E, = %10 ((a), black solid line);
Ey =10, E; = £10 ((b), black solid line). The mesh step on z-coordinate h, = 102
Table 1. Comparison of the invariant’s Q(t) computation accuracy at using IM (ADM) or DM (FFT)
for the Poisson equation solution with various values of the external electric field components.
=0 =10 E.=0 E,=0 E,=10 E.=10
E.=0 E.=0 E.=10 E.=—10 E.=10 E.=—10
t=0 0 9.08 x 102 373 x 1077 373%x10717 423 x 1078 423 x 1078
o5 IM 630 x 1071 268 x 10712 26810712  268x 10712 423x10°% 423 x10°8
DM 9.40 x 10~° 1.10 x 10~ 227 x 107° 117 x107® 394 x 107° 2.78 x 107
f=10 M 164 x 10714 269 x 10712 269 x 10712 269 x 10712 423 x107® 423 x 1078
DM 519 x 1078 216 x107°®  632x107° 145x10°°® 968x10°® 477 x10°°
=20 M 377 x 1071 271 x 10712 271x10712  272x 10712 423x10°% 423 x 1078
DM 331 x1077 409 x10°° 1.67 x 107 783 x 1077 234 x107° 7.47 x 1076
=10 M 822x 107" 276 x10712  275x 10712 277 x10712  423x1078% 423 x 1078
DM 8.61 x 1077 7.97 x 1076 3.95 x 107° 227 x 1078 531 x 1072 1.34 x 1075
= 60 M 128 x 1071 281 x 10712 280x 10712 282 x1072 423 x107® 423 x 1078
DM 1.35 x 1076 1.18 x 107 632 x107° 506 x1077  836x107°  205x107°
t= 80 M 175x 1071 286 x 10712 285x 10712 287 x 10712  423x107°% 423 x 1078
DM 1.86 x 1076 1.57 x 10~ 8.74 x 10~° 1.66 x 107° 1.10 x 10~ 2.82 x 107°
‘=100 M 222x 1078 291 x 10712 289 x 10712  292x 10712  423x10°% 423 x 1078
DM 236107 195x107°  1.10x107*  382x107°  140x107*  3.66 x 107°

In contrast, at using DM for the Neumann problem solution, the conservativeness of

the FDS is violated: the invariant’s value grows over time even at the zero-value EEF (see
Figure 3 and Table 1). There is also a dependence of the invariant’s growth on the direction
of EEF action. For example, if Ex = 0, E; = 10 the invariant is equal to Q(100) = 1.1 x 104
If the EEF is directed along the z-axis Ey = 0, E; = —10, then the invariant’s value decreases
by two orders: Q(100) = 3.82 x 10~°. In this case, as follows from Figure 3, the invariant’s
growth occurs approximately linearly, and evidently, it continues in time. The reason for
such invariant evolution at using DM for the Poisson equation solution is the Neumann
problem solvability condition violation. Due to the non-linear feedback between the
equations concerning the charged particle concentrations and the electric field potential,
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1.5x10%
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the round-off errors accumulate and, consequently, induce errors in computing the right
part of the Poisson equation.

1.0x10‘°4Q(t) p
EX:] 0, EZ:]O — s

8.0x10™”
6.0x10%
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2.0x107
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=]
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Figure 3. Invariant Q(f) evolution at solving the Poisson Equation (1) using DM with the EEF
components values: Ey = 0,E, =0, h, = 10~2 (a, red dotted line), Ex = 10,E, = 0, h, = 1072
((a), black solid line), Ex = 10,E; = —10, h; = 102 (a, blue dashed line), Ey = 0,E; = —10,
Iy = 1072 ((a), blue solid line); Ey = 10, E, = 10, h, = 10~2 ((b), blue dashed line), E, = 0, E, = 10,
hy = 1072 ((b), black solid line), Ey = 0, E, = 10, h, = 1073 ((b), red dotted line).

Computer experiments show that the EEF presence (a case of the inhomogeneous
Neumann BCs) essentially influences the gradient and magnitude of the invariant’s growth.
This could be avoided by using a mesh with decreased steps. This can be seen in Figure 3b
by comparing the black solid and the red dotted lines. However, decreasing the mesh
steps leads to an unacceptable computational cost when solving multidimensional time-
dependent problems.

A more detailed quantitative analysis of the invariant change is presented in Table 1.
One can see that the invariant’s value at the initial time moment directly depends on the
EEF: Q(0) is equal to zero if the external electric field is absent. If the EEF acts only along
the transverse spatial coordinate or only along the longitudinal one, then Q(0) has an
order of magnitude about 1072 or 10717, respectively. The invariant’s value increases
up to an order of 1078 if the EEF acts in both spatial directions. The influence of the
choice of the numerical method for the Poisson equation solutions is obvious: we see that
invariant Q(t) values with the time growth differ by several orders of magnitude (Table 1).
At providing computation using IM, the invariant’s Q(t) value increases up to several
orders of magnitude (nevertheless maintaining a high accuracy) in the very short time
interval at the beginning of computation in comparison with its value at the initial time
moment. Then, it practically does not change. The situation becomes the opposite at using
DM: regardless of the invariant’s computation accuracy at the initial time moment, its value
increases in time.

We stress the absence of the problem solution’s stability if the Poisson equation is
solved by using the DM (Table 2). Increasing the computation accuracy for computation of
the initial functions’ distribution by increasing the severity of the criterion (66) (¢ = 10°)
does not improve the numerical solution’s stability despite decreasing the invariant by
three orders of magnitude at the initial time moment. However, it grows quickly in
time and coincides with the Q(t) values obtained with € = 10~* (Table 2, white lines). In
contrast, when applying IM, the increase in the accuracy of the initial functions’ distribution
computation leads to the corresponding increase in accuracy of the preservation Q(t)
(Table 2, gray lines).
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Table 2. Influence of the accuracy of the initial functions” distribution on the problem invariant’s

computation accuracy computed for the 2D external electric field Ex = 10, E; = 10.

t=0 t=10 t=20 t=60 t=80 t=100

10t ™M 423 %1078 423 x107% 423 x107% 423 x 1078 423 x 1078 423 x 1078
DM 423 x107% 968 x107°® 234x107° 836x107° 1.10x107*  1.14x107*

- < 10-6 ™M 438 x 1071 438 x 10711 438 x 10711 439 x 10711 440 x 107" 440 x 107!
DM 438 x 10711 972x 107  235x107° 836x107° 1.10x107* 114 x107*

Analysis of the numerical solution of the problem (20)-(25) demonstrates a consid-
erable difference between solutions obtained using IM or DM for the Poisson equation
solution. Below, we denote them as @51, p, respectively. Similar notations are used for
the free-electron concentrations: nyys, npp. In Figures 4 and 5, we clearly see the difference
between the electric field potential ¢rpr and ¢pys distributions along both the x-coordinate
and the z-coordinate computed with the same mesh steps. This difference is more signif-
icant if the EEF acts in two directions (Figure 5). To understand which solution is more
accurate, we provide computations with a refined mesh (Figure 4) and follow the accuracy
of invariant Q(t) (Table 3). If the mesh step h; (the step along direction of the EEF acting)
is decreased, then the computer simulation results obtained using DM for the Poisson
equation solution converge to those obtained by using IM: ¢y and ¢pys distributions

became much closer (Figure 4, red solid and blue dashed lines).

o (x,0.5, 0, 100)
2.5

E~0, E~10

1.5 . — T

\S
1

—
[T SRR

| NI B

(b)

Figure 4. The electric field potential distribution along x-coordinate on section y = 0.5, z = 0 (a) and
along z-coordinate on section x = 0.5, y = 0.5 (b) in time moment ¢ = 100 computed with the EEF
components values Ey = 0, E, = 10 using DM with mesh step h, = 102 (black dotted line), with
mesh step i, = 102 (blue dashed line), and IM with mesh step h; = 1072 (red solid line). Vertical
gray dotted lines define the illuminated area of a semiconductor.
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Figure 5. The electric field potential distribution along x-coordinate in section y = 0.5, z = 0 (a) and
along z-coordinate in section x = 0.5, ¥ = 0.5 (b) in a moment { = 100 computed with the EEF
components values Ey = 10, E, = 10 using IM (red solid line) and DM (black dashed line). The
mesh step on z-coordinate h, = 1072. Vertical gray dotted lines define the illuminated area of
a semiconductor.

Table 3. Comparison of invariant Q(f) accuracy at using IM or DM for solving Poisson equation
solution with the external electric field Ex = 0, E; = 10 and different mesh step F.

DM: h,=10"2 DM: h,=10"3 IM: h,=10"2

t=5 227 x 107° 1.76 x 1077 2.68 x 10712

t=10 6.32 x 107° 48 x 1077 2.69 x 10712
t=20 1.67 x 107 1.33 x 1076 2.72 x 10712
t=40 3.95 x 107> 3.27 x 107° 277 x 10712
t=60 6.32 x 107° 3.27 x 107° 2.82 x 10712
t=80 8.74 x 107° 7.43 x 107° 2.87 x 10712
t=100 1.10 x 1074 9.54 x 107° 292 x 10712

We see in Table 3 that using DM for the Poisson equation solution with the EEF
acting in one direction the decreasing of mesh step &, by one order of magnitude improves
the invariant conservation accuracy by two orders of magnitude. However, it is still six
orders of magnitude greater than the invariant preservation accuracy reached when using
IM. It should be noted that with the same mesh steps, DM computes faster than the IM:
computation of up to 100 dimensionless time units takes about 63 h. In contrast, the iteration
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”(PM - (pDM”C

process requires 190 h. However, decreasing the spatial step in one of the coordinates by an
order increases the computation time extremally at using DM: up to 570 h. Computations
are implemented on the server Dell Workstation with the processor Intel Xeon 2.6 GHz
with 48 cores.

For quantitative assessment of the difference between ¢;y)1 and ¢py, we introduce
and investigate the following norms:

lom — ¢pmll. = T?}‘?IMU;( — PDMy

7

P, Py Py

lomm — ¢pmll, = V/(91m — ¢pM, Prm — ¢DMm) = J hxhyhszO Ly (@1vy — POMy)*
=0j=0i=

Similar norms are used for an assessment of a difference between the free-electron con-
centrations computed using IM and DM for the numerical solution of the Poisson equation.

As one can see from the graphs depicted in Figure 6, the EEF plays a fundamental
role in the DM’s efficiency. If the EEF action is absent, then the C-norm for the difference
between ¢y and ¢py has the order of magnitude 1072, and the Ly-norm is about 1073
(Figure 6a,b). The norm values dramatically grow (up to two orders) if the EEF is non-zero:
C-norm value exceeds the unit for some cases. Analyzing Figure 6¢,d, we can state that the
difference between numerical solutions is maximal in the case of 2D EEF or in the case of
EEF acting along longitudinal coordinate. Thus, the Poisson equation solution obtained
using DM differs strongly in these cases.

H(p]M - (PDMHLz

_ 0.004-
001 ; E :0, E :0 E EXZO’ Ez:O
0.0087 3 0.003-
0.006 ]
] 0.0027
0.0044 ]
i 0.0014
0.002 :
0: T T T T | T T T T | T T T T | T T T T | T T T \]({)(; Oi ! ! ! ! I ! ! ! ! I ! ! ! ! I ! ! ! J I ! ! ! i(I)(:t)
(a) (b)
”(PM - (pDM”C H(p]M - (PDMHLZ
1.25 ey o sues
I- 1 T
0.89 0.4
0.6 :
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0.2 _
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Figure 6. Evolution of the norms (|| - [|c—(a,c); || - [, —(b,d)) of the difference between the electric
field potential computed using IM and DM with the EEF components values: Ey = 0,E, = 0
((a,b)-black solid line), Ex = 10, E; = 0 ((c,d)—red dotted line), Ex = 0, E; = 10 ((c,d)—black solid
line); Ex = 10, E; = 10 ((c,d)—blue dashed line). The mesh step on z-coordinate is equal to h, = 102.
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In Figure 7, the free-electron concentration distribution on spatial coordinates is
depicted. We see a pronounced difference in both spatial distributions at using IM or
DM. They differ both in maximal values of the free-electron concentration and in spatial
coordinates of their appearance. We also depict the norms of the difference between
functions ny and npy values (Figure 8) computed using different numerical methods
for the Poisson equation solution. We can see that the distinction between the obtained
solutions is significant — it has the order of magnitude 10! in the C-norm and 1073 in the
Ly-norm. Their values depend on the directions of the EEF action and the number of its
non-zero components. The Ly-norm increases exponentially in time (Figure 8b). So, it can
be argued that the choice of the computational method for the Poisson equation solution
has a fundamental role in the modeling of the process under consideration.

n E=0,E=10  t=100 n E=0,E=10  t=100
1.25 1.2
1y=039 1x=0.42
15220.09 S
087 i AL DM
de  f Nt
0.4
0.2 0.2
0:|||||| |||||||||||X 0:|||||\|||||||||||\|z
0.3 04 05 0.6 07 0 0.1 0.2 0.3 0.4
(a) (b)
n E=10,E=10  t=100 n E=10,E=10  t=100
1.2 1.29x=0.61
E 1§y =045 M
0.8
0.6
0.4
0.2 :
G: i T T T T I T T T T I T T T ] T T T T |Z
0.3 0 0.1 0.2 0.3 0.4

(d)

Figure 7. The free-electron concentration distribution computed in a moment of time + = 100 along
x-coordinate in section y = 0.39, z = 0.09 (a); y = 0.45, z = 0.32 (c) and along z-coordinate in section
y =045, y = 0.32 (b); x = 0.61, y = 0.45 with the EEF components values Ey = 0, E; = 10 (a,b) and
Ey = 10, E; = 10 (¢, d) at using IM (red solid line) and DM (black dashed line) for the Poisson
equation solution. The mesh step on z-coordinate h, = 1072,
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Figure 8. Evolution of the norms (|| - [|c—(a), || - [[;, —(b)) of the difference between the free-electron
concentrations computed using IM and DM for the EEF components values: Ex = 0, E; = —10
((a,b)—red solid line); E, = 10, E; = 0 ((a,b)—black dotted line); E, = 10, E; = —10 ((a,b)—Dblue
solid line). The mesh step on z-coordinate 1, = 1072,

In closing this section, we compare the effectiveness of using two IMs for the Poisson
Equation (1) solution: ADM (3.30)-(3.32) and TSIP (54)—(56). To demonstrate the robustness
of TSIP, we estimate the computational costs of this process at the computation of the mesh
functions at a new time layer. We denote the total number of iterations as S;;, which is
defined by summing both the numbers of iteration processes that are necessary to fulfill the
conditions (53), (57) and the number of iterations performed to satisfy the criterion (46). As
one can see in Figure 9, at the beginning of the computation, the ADM requires significantly
fewer iterations than the TSIP. With time increasing, S;; becomes almost the same for
both methods. It should be emphasized that the iteration process convergence is strongly
determined by the regimes occurring in a semiconductor. Because the physical process
under consideration is accompanied by forming complicated contrast dynamical structures,
a number of the iterations, which are required for achieving sufficient solution accuracy,
can vary significantly according to the problem parameters. From Figure 10, it follows
that both methods give numerical solutions that coincide with high accuracy. To assess
the difference between the solutions, we introduce additional notations: ¢ 4ppr, "appy and
@1sip, hrsip, which are the functions computed using ADM and TSIP, respectively. The
Li-norm of the difference between the functions ¢ sp1, @sip is computed as:

P, Py Py

loapm — @rsiplly, = hehyhzy " 3" Y

k=0j=0i=0

PADM; — PTSIPy |-

Sit
200 TSIP
150

100

N
\||\OI||\\I\||\I||\\I
2~
z 4

t

Lz

t

25 10 20 30 40 50
(a) (b)

Figure 9. Number of iterations at solving the Poisson equation using ADM (49)—(51) (black solid
line) and TSIP (54)—(56) (red dotted line) and computing with T = 1073 (@) and T = 1074 (b).
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Figure 10. L;-norm of difference between solutions obtained using ADM (49)—(51) and TSIP (54)-(56)
for the Poisson equation at computing with iteration parameter T = 1073 (a,b) and T = 10~* (¢,d): the
electric field potential (a,c) and the free-electron concentration (b,d).

Similar notations are used for the free-electron concentrations. We see that the L-
norms of these differences have the order of magnitude 107 for the electric field potential
(Figure 10a) and 10~ (Figure 10c) if we provide computations with the iteration parameter
T =10"%and T = 104, respectively. The difference between the free-electron concentra-
tions also decreases with the iteration parameter T decreasing. Thus, the TSIP method
applied for the 3D Poisson equation solution with the Neumann BCs demonstrates robust-
ness and can be used alternatively to the ADM.

5. Conclusions

We demonstrate the inefficiency of DM application for solving the Poisson problem
with inhomogeneous Neumann BCs if it is involved to the set of non-stationary non-linear
PDEs with realized non-linear feedback. This is a consequence of the violation of the
solvability condition of the Neumann problem. We stress that the conservation law of
the problem under consideration coincides with the corresponding solvability condition.
Therefore, a violation of this law for the FDS leads to a violation of the corresponding
solvability condition. Using the IM for the Poisson equation solution allows us to avoid a
violation of the Neumann problem solvability condition.

The difference in the results obtained using DM and IM becomes more pronounced
at the action of the EEF on a semiconductor. The direction of the EEF action significantly
influences the difference between numerical solutions obtained by using IM or DM. When
solving the Neumann problem using IM, the problem’s invariant is preserved with high
accuracy: it does not grow in time. By decreasing the spatial mesh steps at using DM
for a solution of the Poisson equation, it is possible to reach a coincidence of the spatial
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distribution of the electric field strength obtained using IM with essentially big values of
these mesh steps. However, this coincidence occurs during a limited time interval.

We demonstrated that the TSIP (54)—(56) is a promising alternative to the implicit
ADM (49)-(51) for a numerical solution of 3D PDEs contained the terms describing reaction-
diffusion-convection (in the case under consideration, the generation and recombination
of the free charged particles, and electron diffusion and mobility). It possesses high
accuracy and asymptotic stability. TSIP is easy to realize and can be used for parallelization
algorithms. We highlighted that it is an economical one, as well as the ADM.

We stress that the approach presented in the study could be directly applied to many
other scientific problems described by similar PDE sets, for example, in modeling cell
chemotaxis or organic molecular systems [42—46].
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