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I Lomonosov Moscow State University,
1, bld. 2, Leninskie Gory, Moscow, 119991, Russian Federation
2 Peoples’ Friendship University of Russia (RUDN University),
6, Miklukho-Maklaya St., Moscow, 117198, Russian Federation
3 Keldysh Institute of Applied Mathematics RAS,
4 A, Miusskaia Sq., Moscow, 125047, Russian Federation

(received: March 12, 2022; revised: April 18, 2022; accepted: April 19, 2022)

Abstract. We consider Cauchy problem for ordinary differential equation with
solution possessing a sequence of multiple poles. We propose the generalized reciprocal
function method. It reduces calculation of a multiple pole to retrieval of a simple
zero of accordingly chosen function. Advantages of this approach are illustrated by
numerical examples. We propose two representative test problems which constitute
interest for verification of other numerical methods for problems with poles.

Key words and phrases: Cauchy problem, singularities, continuation through
a pole, multiple poles

1. Introduction

There are a number of important applied problems in which the solution
has multiple singularities. In such problems, it is required to find a chain of
sequentially located singularities. Similar problems are often found in the
theory of special functions (elliptic functions, gamma function, etc.).

Numerical methods are widely used to compile tables of special functions [1]
and for standard direct calculation programs [2|. Standard schemes (for
example, Runge—Kutta schemes) allow one to calculate smooth sections of the
solution with good accuracy. However, near the singularity, the error of such
schemes increases catastrophically. Direct continuation of the solution beyond
the pole, as a rule, is impossible. Therefore, the solution is continued beyond
the pole with some artificial techniques. Continuation through a number
of poles is an even greater problem and requires the development of special
procedures.

The literature describes methods based on the Pade approximation [3]-[5]
and on the approximation of the solution by chain fractions [6]. Abramov and
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Yukhno proposed a special replacement for an unknown function that trans-
lates the solution into a non-singular one, see 7] and the bibliography there.
However, these methods are applicable only for calculating the transcenden-
tal Painleves, for which there is a lot of a priori information. In addition, the
coefficients of the Pade approximation are calculated from the coefficients of
the Taylor series, and to find the latter, you need to solve the original prob-
lem with some difference scheme. The problems that arise along this path
are described above.

In [8], we have constructed the reciprocal function method which for the
first time allowed to perform highly accurate calculations through a sequence
of first-order poles. However, for poles of order k > 1, accuracy sharply
deteriorated. The reason was as follows: the reciprocal function had a zero of
order k > 1. Calculation of such zero is an ill-conditioned problem conjuncted
with considerable loss of accuracy.

In the present work, we propose the generalized reciprocal function method
which overcomes the mentioned difficulty. It provides high accuracy in
computation of a sequence of poles with multiplicity & > 1 if the differential
equation is autonomous.

2. Generalized reciprocal function
2.1. Method
Let us write down the Cauchy problem for an ordinary differential equation

of the first order
du/dt = f(u,t), u(0)=uP. (1)

Its solution is assumed to have a sequence of poles at points ¢} of integer
orders k,,. The orders of the different poles may not be the same. At the
same time, we assume that the solution does not have special points of other
types.

Let us introduce some fine enough mesh ¢,. Let us choose some one-step
method of numerical integration. A large number of such methods is given
in the monographs [9], [10]. One can detect approach to the nearest pole by
rapid increase of the numerical solution u,,. However, this does not allow us
to determine the position of the pole with sufficient accuracy, calculate the
solution in its vicinity, and continue the solution beyond the pole.

To overcome this difficulty in the case of first-order poles, we proposed the
reciprocal function method [8]. Let adjusting parameter U > 0 be introduced.
If the condition |u,| > U is met, then the calculation proceeds from the
function u(t) to the reciprocal function v(t) = [u(t)]"!. It satisfies the
following equation:

dv/dt = —v? f(v™1,t). (2)

The initial condition at the transition point is assumed to be v,, = (u,,) ™.

Note that such a transition at any mesh node is possible only when using
one-step schemes (for example, explicit Runge-Kutta methods).

The pole of the original function u(t) of multiplicity k corresponds to the
zero of the reciprocal function v(¢) of the same multiplicity. For k& = 1, this
is a simple zero, in which the solution of the equation (2) does not present
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any problem. This is illustrated by examples of numerical calculations in [§].
In this case, the solution is calculated with good accuracy in the vicinity of
the pole and continues beyond it. This makes it possible to perform through
calculations of the sequence of poles of the first order with good accuracy.

However, for multiplicity & > 1, the zero v(t) turns out to be a special
point of the equation (2). At this point, the reciprocal function itself and all
its derivatives up to the (k — 1)th inclusive turn to zero. Numerical solution
through this feature leads to a strong decrease in accuracy and even failure
of the calculation. The solution cannot be confidently continued even beyond
the first pole.

To overcome this difficulty, we propose to introduce a generalized reciprocal
function w(t). Suppose the multiplicity of the nearest pole k is known. Then
for any k, we can put

w(t) = [v(®)]"/*. (3)

This expression has k& complex branches. We choose the only real one from
them. The generalized reciprocal function satisfies the following differential
equation:

dw/dt = —k Tw T f(wF t). (4)

For it, this zero turns out to be simple, and its calculation does not cause
fundamental difficulties. After passing this zero, one can return to calculation
of the u(t) function.

2.2. Multiplicity determination

Sometimes, from a theoretical study of the Cauchy problem, it is possible
to determine a priori the multiplicities of the poles k,,,. In general case, one
has to find k,,, a posteriori in the course of calculation. To do this, we propose
the following procedure.

Near the pole, the following relation holds: v(t) ~ A(t* —t)*. Then in two

adjacent nodes, v, ~ A(t* —t,)*, v, ~ A(t* —t,,. 1), f. =, fni1- Thisis
an over-determined system in unknowns A, t*, k. Excluding A and ¢,, one
obtains .
. {1_ ln(fnfnil)] (5)
In(v,v,1,)

If the resulting k is close enough to some integer on several sequential mesh
steps, this integer number can be taken as the pole multiplicity.

Note that in order to apply the formula (5), the following conditions are
necessary (although not sufficient):

Unanrl > 0’ fnfn+1 > 07 Unfn < 07 |Un| > |vn+1|' (6)

2.3. Test problem
Let us construct Cauchy problem with the following exact solution:

u(t) = sintcos ¥ ¢, (7)
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This function has poles at ¢}, = 0.5m + mm. Its derivative equals
du/dt = cos'Ft + ksin® t cos F 1 t. (8)

In the intervals between neighboring poles, the derivative preserves the
sign. For odd k, the derivative is always positive, and for even k, its signs
are opposite in neighboring intervals separated by a pole. Therefore, in both
cases, the solution (7) and has no special points other than poles.

The equation (8) is of no interest to be considered as Cauchy problem, since
the solution is reduced to quadrature calculation. However, in the case of an
odd k > 1, the solution (7) and equation (8) can be converted to the form

u(t) = tant(1 + tan? ¢)(F=1)/2, 9)

du/dt = (1 + k tan®t)(1 + tan? t)k=1)/2, (10)

Let us consider (9) as equation in tant and express tant in terms of w.
Next, we substitute the obtained expression into (10) and obtain autonomous
form of the equation.

Practically, explicit relations expressed in elementary functions can be
derived only in two cases. The first one corresponding to k = 1 is trivial

u(t) =tant, du/dt =1+ u?. (11)

This example was used in [8] as a test for simple pole.
The second case with k = 3 is non-trivial

u(t) = tant + tan3 ¢,
dufdt = (1+ &(w)?)(1 + 3¢(u)?), (12)
£(u) = —2-37%%sign(u) sinh p(u), @(u) =3 arsinh(0.5 - 31-5|ul).

This test is used in the present work.

2.4. Numerical example

Calculation of the test (12) was performed on the segment 0 < ¢t < 15
containing 5 poles of the third order. The calculation was performed on
a sequence of uniform meshes using an explicit Runge-Kutta scheme of the
fourth order of accuracy (ERK4). The first grid had a step of 7 = 0.15, the
remaining grids were obtained by successive decreasing of all steps by the
factor of 2 from mesh to mesh. Figure 1 compares the numerical solution
on the first grid (markers) with the exact one (solid line). The vertical lines
show the asymptotes of the exact solution. Even with such a large step, one
can see good agreement between the numerical solution and the exact one.

Figure 2 shows the solution error in mean-squared analogue of the Hausdorff
metrics [11] as function of the mesh step. The plot is given in double
logarithmic scale. The calculated points lie on a straight line with a slope
of —4. This corresponds to the power-law nature of convergence with the
theoretical order of accuracy p = 4. One can see that the error reaches
round-off errors ~ 10~!* (which is only 100 times greater than the error of
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-10
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t
Figure 1. Calculation of the test (12) with step 7 = 0.15 using the ERK4 scheme.

Comparison of the numerical solution on the first grid (markers) with the exact one (solid
line)

a single rounding equal 107!%) at N ~ 10° of grid nodes. This indicates
high accuracy and reliability of the method. The position of the poles is
determined by interpolation of w,, at two points to the right and left of zero

This procedure is described in [8]. The error of the fifth pole position is shown
in figure 2 with triangles.

lgou,lgot

1 1.5 2 2.5 3 3.5 4
-lg 7

Figure 2. Dependence of the error of the solution and the fifth pole position (triangles)
on the step size for the test (12)
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3. Non-autonomous problems
3.1. Difficulties

For illustration, we used a test in which the differential equation was
autonomous. However, in applied problems we also have to deal with non-
autonomous equations. For such problems, the reliability of numerical methods
deteriorates. In the vicinity of the pole, the calculated profile v,, may look
like an alternating “saw”, which does not allow to determine the position of
zero. Let’s explain the reason of this phenomenon.

Take, for example, the non-autonomous equation (8). The zero of the
grid solution v,,, understood in the sense of different signs of this value in
neighboring nodes, does not coincide with the exact pole. At the same time,
the sign of the right side (8) that depends only on ¢ is determined by the
position of the exact pole. The value v,, changes sign when passing through the
“mesh” pole, and the right part does so when passing through the exact pole.
This lack of synchronization can lead to an unpredictable sign of increment of
the value v,, at the next step. The higher is the pole multiplicity the stronger
is this effect.

These effects usually reveal on insufficiently fine meshes. To overcome
these difficulties, we recommend to choose fine enough mesh. Increasing digit
capacity is also a helpful strategy.

3.2. Even multiplicity

For a pole of even multiplicity, the Cauchy problem can be non-autonomous
only. In fact, near the pole u ~ A(t — t*)7*, and du/dt ~ —kA(t* —t)~* L.
For even k, du/dt has different signs on different sides of the pole. Therefore,
it cannot be an unambiguous function of f(u). Thus, any problems for an
even k face all the difficulties that are typical for non-autonomous problems.
The ways to overcome them are also indicated above.

3.3. Example

Consider the following non-autonomous problem

du/dt = (0.5 +1/0.25 + u? + 2u2> cost, u(0) = 0. (13)
The exact solution is as follows:
u(t) = sint cos 2 t. (14)

It has poles of the order k =2 at ¢}, = /2 + mm.

Calculations were performed using the ERK4 scheme. Figure 3 shows the
numerical solution for 7 = and the exact solution (the notation corresponds
to figure 1). One can see that the numerical calculation through 5 poles
is successful, although the visual difference at the end of the calculation is
somewhat greater than for the autonomous problem in figure 1.

Figure 4 shows the dependence of the error of the solution itself and the
one of the fifth pole position on the mesh step. The notations correspond to
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figure 2. One can see that the calculated points are slightly scattered around
the average line. This is a manifestation of the difficulties associated with
solving non-autonomous problems. However, the average slope of the straight
line corresponds to the theoretical order of accuracy p = 4, and very high
accuracy is achieved on moderate meshes, close to unit rounding errors.

101

-10 ‘ ‘
0 5 10 15

Figure 3. Calculation of the test (13) with step 7 = 0.15 using the ERK4 scheme.
The notations correspond to figure 1

1 1.5 2 2.5 3 3.5
-lg 7

Figure 4. Dependence of the error of the solution and the fifth pole position on the step size
for the test (13). The notations correspond to figure 2
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3.4. Note

The same exact solution may correspond to different non-autonomous
problem formulations. For example, the function (14) is the exact solution of
a differential equation

du/dt = cos™' t 4 2sin®t cos ™3 t. (15)

However, all attempts to calculate this equation using various quadrature
formulas were unsuccessful due to “blow up” of the calculation.

Therefore, the tests (12) and (13) constructed here are of value themselves.
Solutions have sequences of poles of the specified orders, special points of other
types are absent, and the influence of non-autonomy is minimized. These
problems are recommended for validation of other methods of calculation
through poles.
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HucsaenHoe pemenne 3a1a4 Ko co MHOXKE€CTBEHHBIMU
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Annoranus. Pacemorpena 3agadn Kormu 11 0ObIKHOBEHHOTO a1udpdepeHIInaIbHOTO0
YPaBHEHHUs C peIeHreM, 00JIaIaf0IINM [TOCIEI0BATEIbHOCTHIO KPATHBIX MOJIFOCOB Tie-
Jioro mopsgaaka. Ilpemroxken 0000IMEHHBII MeTO, 00PATHON (DYHKITUN, KOTOPDI CBOIUT
BBIYHUCJIEHNE KPATHOIO TOJII0CA K PACUETY IPOCTOrO HyJIsl COOTBETCTBEHHO BBIOPAHHOMN
dbyuxiuu. [IpenmyinecTa TaKOro moaxoaa TPOUJLIIOCTPUPOBAHBI HA UUCIEHHBIX ITPU-
Mepax. IIpenaoxKeHbl CIIOXKHBIE TECTOBBIE 38a1UM, KOTOPBIE IIPEICTABIISIOT HHTEPEC
JIJIST IPOBEPKU APYTUX YUCIEHHBIX METOIOB JJIs 3a4a49 C HOJIIOCAMHU.

KiroueBsbie cioBa: 3aJa49a KOIHI/I, CUHTYJIAPHOCTH, IIPOJOJIZKEHNE 3a IIOJII0C, KpaT-
HbI€ IIOJIIOChI
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Optimization of an isotropic metasurface on a substrate
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Abstract. Mathematical statement of one-wavelength antireflective coating based
on two-dimensional metamaterial is formulated for the first time. The constraints
on geometric parameters of the structure are found. We propose a penalty function,
which ensures the applicability of physical model and provides the uniqueness of
the desired minimum. As an example, we consider the optimization of metasurface
composed of PbTe spheres located on germanium substrate. It is shown that the
accuracy of the minimization with properly chosen penalty term is the same as for
the objective function without it.

Key words and phrases: antireflective coating optimization, penalty function
method, constrains on geometric parameters, all-dielectric metasurface on a substrate

1. Introduction

Last few years the designs of nanostructured coatings with the reflection
coefficient close to zero attract a great attention. Such coatings are promising
for solar cells and other photovoltaic elements which work both in the visible
and in the infrared ranges. Nowadays, high refractive index all-dielectric
meta-atoms are used [1], [2] instead of plasmonics [3], [4] in order to reduce
Joule losses.

Commonly, the properties of substrated metasurfaces are calculated numeri-
cally. The computations are complicated due to big divergence of characteristic
scales: resonator size can be 3-20 times smaller then the wavelength A. Con-
sequently, it is necessary to choose nonuniform grids with extra fine steps
to describe all areas accurately. It makes computations ineffective for opti-
mization problems. To increase the productivity, we propose to use analytical
formulas from a combination of physical models [4]-[6]. However, each model
has its applicability limitations. Moreover, there are restrictions on struc-
ture geometric parameters caused by fabrication limitations. They should be
taken into account to obtain reasonable solutions. As a result, optimization
parameters vary only in some ranges. The optimization problem should be
stated as a nonlinear inverse problem of conditional minimization.

(© Dombrovskaya Z. 0., 2022
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Due to resonant response of the particle array, there are numerous peaks
and dips in the metasurface spectrum. Therefore, the result of objective
function minimization strongly depends on the initial approximation. By
performing calculations with several raffled off initial guesses, it is impossible
to guarantee that the deepest of minima we found is global rather than a local
one [7]. We cannot be sure that another deeper minimum does not exist. In
this paper, basing on the idea of the penalty function method, we propose
a well-posed statement of the inverse problem of one-wavelength antireflective
coating based on isotropic two-dimensional metamaterial. The formulation
allows to find global extremum, the location of which is approximately known
from physical considerations. To solve the problem, we use the interior point
method [8]. Its stability and accuracy are discussed.

2. Problem of one-wavelength antireflective coating

Depending on the specific formulation of the problem, it is required to
minimize or maximize reflectance, transmittance, absorptance or their combi-
nation. Commonly, a list of materials used for fabrication of particles and
a substrate is known in advance. The parameters to be determined are period
p of the structure and radius r of the meta-atoms.

According to the Sveshnikov-Ilinskiy approach [9], the solution of the
optimization problem is reduced to multiple solutions of the direct problem (in
our case, calculations of electrodynamic characteristics of the substrated meta-
surface) with directionally modified optimization parameters. To simplify
calculations, it is preferable to model the structure under study by combining
numerical algorithm (for the objective function minimization) with simple
analytical formulas (to solve the direct problem). Similar joint approach is
often used for designing multilayer coatings with the given properties [10],
[11].

2.1. Physical statement of the problem

To start with, consider square periodic array composed of spherical dielectric
scatterers with refractive index n and radius r. The one-layer structure is
located at “air-dielectric” interface with refractive index n, of the dielectric
substrate. Such isotropic metasurface (MS) with periodicity p is normally
illuminated by an external plane electromagnetic wave (figure 1).

r —)E

|
8

Figure 1. Schematic representation of a metasurface consisting of spherical particles on
a semi-infinite substrate. The structure is normally irradiated by an electromagnetic wave
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To describe electrodynamic properties of MS in air, A. B. Evlyukhin pro-
posed the model of interacting induced dipoles [6]. According to the model,
each sphere is replaced by a pair of electric and magnetic dipoles. To account
for the interaction with other particles, Green’s tensor of the medium is con-
structed. Such approach seems to be general since there is no homogenization
of the structure [12]. In the case of normal incidence, the reflection R and
transmission T Fresnel coefficients are

ik ik
R= 58 (o —aif), T =1+ 2 (a + agf). 0

where k, = 27/) is the free-space wave number, o and ot are effective
electric and magnetic polarizabilities that take into account interaction be-
tween the meta-atoms in the lattice. Here and after temporal dependence is
assumed to be e,

The presence of dielectric substrate influences on the field amplitude at
electric (EDR) and magnetic (MDR) dipole resonances [13|. It was shown that
for all-dielectric MSs, even if the refractive indexes n and n, are high, the
interaction between spherical particle and the substrate is weak enough [2].
For this reason, the MS located on the interface is modeled as imaginary sheet
described with surface susceptibility electric x, and magnetic x,, densities
depending on R and T from (1). The reflection R, and transmission 7,
coefficients of substrated MS in the uncoupled-element model [4] are as

follows:
o (L) (1= yEm) — (VE—e) (1+m)
T e 1= vEm) +(e—e)(l—m) o)
T (I+e)(1+m)+(1—e)(l+m)
T (l-e)(I—vem)+(e—e)(1—m)
where € = n? is a relative dielectric constant of the substrate, e = ikqy,/ 2
and m = ikyx,,/ 2.

The above described approach gives a good qualitative description of the
properties of isotropic all-dielectric MS on a substrate. Namely, it predicts
the number of maxima and minima in the spectrum and dipole resonances
positions [2]. This is quite enough to use it as a block for a direct problem
solution. However, if more accurate model is proposed, formulas (2) will be
easily replaced by the refined ones.

2.2. Constraints on geometric parameters

Limitations on structure periodicity and meta-atom size can be of several
types. Firstly, there are conditions imposed from physical considerations.
Obviously, the geometric parameters of the MS are positive quantities p > 0
and r > 0 and the particles do not touch each other p > 2r. Secondly,
there are limitations associated with the fabrication process. Thus, radius
of identical spherical particles manufactured by dielectric material is usually
not less than 50 nm. They are not located on the substrate closely, but with
the interval equals to the particle diameter or more, therefore, p > 4r. And,
thirdly, it is necessary to take into account the conditions when the physical
model works.
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In our case, we should keep in mind that the Evlyukhin model gives correct
results only when the dipole approximation is applicable. In [6], the condition
for the minimal period is derived

NN Y T
i 2 Im (&) + Im (aeff)

(3)

The maximum radius for lossless materials can be found from the criterion
which requires that the dipole contribution to the scattered radiation is greater
than or equal to 95% [14], [15]:

A

Tmax ¥ 7780

(4)

Some conditions listed in this subsection are overlapped. To find physical
solutions, the strongest ones should be used. In addition, as upper limit on p,
it seems reasonable to choose p < A in order to exclude far-located and, thus,
weakly interacting meta-atoms.

2.3. Objective functions and mathematical statement of the problem

Consider the simplest formulation of the problem: the reflectance should
be minimized at some fixed wavelength A = )\,. We introduce the vector
x = {p,r} describing the optimization parameters. Denote the reflectivity
of the structure |R,(x,\)|* as f(x, ). Let E, be a two-dimensional vector
space, C, is the closed convex set

02:{X€E2:4T<p</\ <r</)ﬂnlax}' (5)

max> ! fabric
Then our goal is to determine the vector x which minimizes the function
f(x,A) =min, x e C,. (6)

A preliminary analysis of the function f(x, \) behavior shows that it strongly
depends on the particle radius (figure 2). For small r, its values practically
do not change. The presence of such a horizontal plateau, which is a local
minimum, leads to computation looping and further breakdown. At resonant
radii, there are deep “ravines”. Imposing restrictions on r, we exclude needless
ravines: only dipole resonance is located to the left of r ... However, such
limitation does not eliminate the plateau. Therefore, the problem remains
multi-extremal.

To make the desired minimum unique, we modify f(x, A) by adding a term
in the form y(r) = (Ar + B)?, where 8 is an even natural number. Simple
estimation for the radius r(, corresponding to MDR at the wavelength A_,
is known [16], [17]. The figure 3 shows a symmetric “gutter” centered at
ro ~ A, /(2n) with width equal to (7, — 7). Changing the value of 3, it is
possible to control the slope of walls and the flatness of its bottom.
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r, pm

Figure 2. Dependence of |R |? on period p and radius r at A = 10 pum

157

s

Figure 3. Penalty function y(r) for different values of power

max )

max

= 1 on the wall of the gutter, then the

(7)
Due to y(r) selection in the form (7), we discard minima at large radii
(for which the dipole approximation does not work) and make the plateau at

small radii non-horizontal, see the figure 4. Thus, y(r) is a penalty function
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that keeps one of optimization parameters within certain range. Finally,
mathematical statement of the problem is the following

Folx] = f(x,\) +y(r), x€Cy. (8)
10,
57 ",
=
S ot
©
c
>
£ 5¢
R
-10F |=—f
—Fwith3=4
- |- Fwith g=10
I F with 3 = 16
0.4 0.6 0.8 1 1.2
r, um

Figure 4. Dependencies of the objective functions (8) with different values of 8 (colored
curves) and (6) (black curve) on radius r for fixed period p = 5.4676 pm

3. Optimization of the structure

Calculations were carried out for substrated MS (figure 1) with n =5 (lead
telluride PbTe) and n, = 4 (germanium Ge) at the wavelength A, = 10 um,
which approximately corresponds to the human body temperature. The
direct problem (i.e., one of the optimization algorithm blocks) is solved
using analytical formulas (1)—(2). To find global minimum of |R,|? for p €
[4r,12] pm and r € [0.05,1.1983] pm, the standard function fmincon from
MATLAB Optimization Toolbox was used. It solves minimization problem of
a scalar nonlinear function of multiple variables with constraints using the
interior point method.

3.1. Practical recommendations

For a prevailing part of software packages, the number of function evalua-
tions is limited by default (i.e., there is the maximum number of iterations).
For example, fmincon permits only 3000 evaluations. This measure prevents
cycling. However, in the case of low gradient of the objective function, it
stops the calculations before some minimum is found.

In the figure 5, the percentage of the initial approximations, for which
numerical calculations converge to the minimum, is indicated near the points.
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For small values of 3, this value is 100%, and while 3 grows it decreases. The
reason for this is as follows. In the objective function (8) with the penalty
term, between the steep wall for large (r — ;) and the minimum there are
quite flat areas (minimum “sides”), which become flatter with increasing of j
(figure 4). These areas require more steps than available. Computations are
interrupted and fmincon returns an error. In this case, it is recommended
to take the last obtained values of p and r as new initial approximations
and continue minimization. Since these sides are flat, but not horizontal,
calculations converge to the minimum point.

-3 «100%
& %100%
[ ‘\
(2] v
g \\
£ o ' 99%
o
12t o
56% . 90% 86%
o 86%
R
2 4 6 8 10 12 14 16

Figure 5. Minimal values of |R,|? at logarithmic scale for computations with proposed

penalty function (dotted curve) and without it (straight line). The percents of initial

approximations, for which fmincon function converges to the minimum (see text), are
indicated nearby

3.2. Comparison of the objective functions

To demonstrate the advantages of our approach, we compared the results of
minimization with two objective functions (6) and (8). Initial approximations
were chosen randomly: 10 computations were carried out with 100 points.

Their coordinates had Gaussian distribution, the average and the standard
deviation were r, for meta-atom radius and 4r for structure periodicity. Each
of these initial approximations was used for both objective functions.

For the minimum of |R,|?, the dependence of the depth on f3 is shown in
the figure 5. For comparison, black line corresponding to the averaged value
of minimum for the objective function (6) is added. It is clear that, using the
penalty function with power 5 € [2,6], we make the depth smaller because
the center of the gutter r, does not exactly coincide with the coordinate
of minimum point (figure 4). With the growth of 5, bottom of the gutter
becomes flatter, and the depth increases. Starting from $ = 10, the minimum
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depth is almost independent of 5 and does not differ from the value obtained
without the penalty term (7).

3.3. Choice of the penalty function power

To choose the value of 3, we were guided by the following considerations.
The penalty function is introduced in order to eliminate all local minima
that are not located near to MDR (approximately r,) and EDR (close to
Tmax) OF between them. Therefore, the power /3 should satisfy the following
conditions. On the one hand, the value y(r) has to be be greater than 1
outside the specified range (all extra minima are automatically excluded from
consideration). On the other hand, the penalty term should not distort the
objective function (8) outside the range. These requirements are satisfied for
B = 10 best of all.

Note that the usage of the penalty function (7) with power § = 10 practically
does not affect the accuracy of obtained geometric parameters p and 7, since
it has a very flat bottom and does not distort the objective function (8). The
figure 6 illustrates the accuracy d of the obtained solutions using the interior
point method versus the power (3 of the penalty term y(r). The accuracy is the
distance between the minimum points of the objective functions (6) and (8)
under consideration § = \/(p — p(8))2 + (r — r(B))2, where p and r are the
coordinates of the best result of minimization without the penalty function
(|R,|* ~ 8.0579 - 10*°). Here p(3) and r(3) denote minimum coordinates
of (8).

2 4 6 8 10 12 14 16
B

Figure 6. Accuracy of the minimization for different values of the penalty function power

Because of the presence of the penalty term y(r) with insufficiently at
bottom at the vicinity of the desired minimum, for small values of 5 € [2, 6],
the accuracy, with which p and r are found, is not high enough (figure 6).
Beginning with g = 8, the accuracy of the results of minimization ¢ coincides
with the tolerance of fmincon function that is 107°.
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3.4. Results of the minimization

The results of one of the computations with 100 random initial approxi-
mations for 8 = 10 are depicted on the graph of |R (p,7)|?| (figure 7). The
domain of the arguments is shown by red lines. The results of minimization
are marked with light dots for the objective function (8) and with dark ones
for (6) without the penalty function. It is clearly seen that in the first case all
100 points converge to the same answer that is the global minimum. However,
in the second case, 43 points “get stuck” on the plateau and 1 point on the
horizontal area near the right boundary of the domain. They do not reach
the desired minimum.

10 0
1
1
1
1
8 ] 0.8
1
1
1
| 10.6
g0 :
3 1
4
. 4 0.4
2 0.2
0

02 04 06 038 1 1.2
r, um

Figure 7. Results of the minimization of substrated metasurface at the wavelength
A =10 pm. Found minima of the objective functions (8) and (6) are pointed out on
the graph of the reflectance |R,(p, r)|? with white and black markers, respectively.
The number of points is indicated beside them. Red lines are the boundaries of C,

To sum up, minimization of the first objective function is complicated
and unstable (it depends on the choice of the initial approximation very
strongly). Because of the existence of horizontal areas, in half of the cases the
computations do not provide the correct answer for the position of narrow dip
to be found. On the contrary, the objective function with power-law penalty
term that we have constructed allows to find the desired global minimum
without reference to the position of initial points. For default number of
iterations, not more than 7—10 initial approximations are required.

4. Conclusions

The paper is devoted to the optimization of the geometric parameters of
all-dielectric high refractive index isotropic metasurface placed on a semi-
infinite dielectric substrate. To solve a direct problem, it is suggested to
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use an analytical model combining several approaches of different authors.
Constraints on period of the structure and radius of spherical meta-atoms are
discussed. To construct the domain of geometric parameters, technological
limitations and the conditions for physical model applicability were taken
into account.

For the first time, the formulation of the problem of one-wavelength antire-
flective substrated metasurface is proposed, based on preliminary physical
considerations about the location of narrow global minimum. Using the idea
of the penalty functions, we suggest new objective function, which allows to
cut off all minima except the desired one: a horizontal wide region at small
radii and the local minima for large particles beyond the applicability of the
dipole approximation. The results of minimization with power-law penalty
term and without it are compared. The choice of the power for the penalty
function providing the best result of optimization is described.

The developed technique is illustrated by the example of calculating a an-
tireflective metasurface from PbTe on a Ge substrate for a wavelength of
10 um when both materials are non-absorbent. The reflection spectrum of
the structure under consideration is constructed in the range relevant for ap-
plications from 8 to 12 pum. It is shown that for non-absorbing materials,
zero reflection occurs between the magnetic dipole resonance and the zero
reflection region of the same metasurface, but located in the air.
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Ha MOIJIOXKKe
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Annoranusa. Bruepsoie npuBeena MmaremMarudeckass (popMyImpPOBKa OHOBOJTHOBOTO
0e30TparkaTeIbHOI0 MMOKPBLITUs Ha, OCHOBE ABYMEDPHOTO MeTamaTrepuaJa. HaiimeHor
OTpaHMYEHUs HA F€OMETPUUIECKUE TapaMeTphbl KOHCTPYKIuu. [Ipesoxkena mrpadHast
dyHKIMA, KOTOpas 00eCIeInBaeT MPUMEHUMOCTD (PU3NIECKOM MOJIE/IA U 00ECIIEINBAELT
€IMHCTBEHHOCTh MCKOMOI'O MUHUMYyMa. B KadecTBe mpuMepa pacCMOTPEHa ONTHMU3a~
M METAIIOBEPXHOCTH, cocrodiei u3 cpep PbTe, pacmosioxKeHHBIX Ha repMaHUeBOM
nomyiokke. [lokazamno, 9T0 TOYHOCTHP MUHUMU3AIUN C IPABUIHLHO BEIODAHHBIM IITPpad-
HBIM TEPMHUHOM TaKasl YKe, KaK U JJIs 1ejieBoil pyHKImu 6e3 Hero.

KirroueBble cJioBa: ONTUMHU3AIMs 0€30TParKaTeIbHOIO ITOKPBITHSA, METO, IITpad-
HOU (PYHKIIMU, OTPAHUYIEHNMS HA TE€OMETPUYECKUE MMapaMETPhI, JTUIJICKTPUIECKAs
MeTaIlJIEHKa Ha ITOJJIOXKKE



Discrete € Continuous Models
@ € Applied Computational Science 2022, 30 (2) 127-138
W

ISSN 2658-7149 (online), 2658-4670 (print) RttP://journals.rudn.ru/miph

UDC 519.872:519.217
DOI: 10.22363,/2658-4670-2022-30-2-127-138

Multistage pseudo-spectral method (method
of collocations) for the approximate solution
of an ordinary differential equation of the first order

Konstantin P. Lovetskiy!,
Dmitry S. Kulyabov!'2?, Ali Weddeye Hissein'

! Peoples’ Friendship University of Russia (RUDN University),
6, Miklukho-Maklaya St., Moscow, 117198, Russian Federation

2 Joint Institute for Nuclear Research,
6, Joliot-Curie St., Dubna, Moscow Region, 141980, Russian Federation

(received: February 4, 2022; revised: April 18, 2022; accepted: April 19, 2022)

Abstract. The classical pseudospectral collocation method based on the expansion
of the solution in a basis of Chebyshev polynomials is considered. A new approach
to constructing systems of linear algebraic equations for solving ordinary differential
equations with variable coefficients and with initial (and/or boundary) conditions
makes possible a significant simplification of the structure of matrices, reducing
it to a diagonal form. The solution of the system is reduced to multiplying the
matrix of values of the Chebyshev polynomials on the selected collocation grid by
the vector of values of the function describing the given derivative at the collocation
points. The subsequent multiplication of the obtained vector by the two-diagonal
spectral matrix, ‘inverse’ with respect to the Chebyshev differentiation matrix, yields
all the expansion coefficients of the sought solution except for the first one. This
first coefficient is determined at the second stage based on a given initial (and/or
boundary) condition. The novelty of the approach is to first select a class (set) of
functions that satisfy the differential equation, using a stable and computationally
simple method of interpolation (collocation) of the derivative of the future solution.
Then the coefficients (except for the first one) of the expansion of the future solution
are determined in terms of the calculated expansion coefficients of the derivative
using the integration matrix. Finally, from this set of solutions only those that
correspond to the given initial conditions are selected.

Key words and phrases: initial value problems, pseudo spectral collocation method,
Chebyshev polynomials, Gauss—Lobatto sets, numerical stability

1. Introduction

Spectral methods are a class of methods used in applied mathematics and
scientific computing to solve many differential equations numerically [1]-
[4]. The main idea of the method is to represent the desired solution of
a differential equation as a sum of certain ‘basis functions’ [5] (e.g., as an
expansion into a sum in power functions — a Taylor series, or a sum of
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sinusoids, which is a Fourier series), and then calculate the coefficients in the
sum to satisfy the differential equation in the best possible way.

Spectral and finite element methods are closely related and are based on the
same ideas. The main difference between them is that spectral methods use
nonzero basis functions over the entire domain, while finite element methods
use nonzero basis functions only on small subdomains. In other words,
spectral methods use a global approach, while finite element methods use
a local approach. It is for this reason that spectral methods provide excellent
convergence, their ‘exponential convergence’ being the fastest possible when
the solution is smooth.

Spectral methods for the numerical solution of ordinary differential equa-
tions with given initial conditions are often reduced to solving a system of
linear algebraic equations (SLAE), which includes both the initial conditions
and conditions that ensure the fulfillment of differential relations [6]. How-
ever, a priori embedding of the initial (boundary) conditions into the system
of linear equations leads to a significant increase in the filling of the matri-
ces and, consequently, to the complication of the algorithm and method for
solving the problem [7].

A more interesting approach is to select a basis that automatically takes
into account the boundary conditions [1], [5], [6]. This is a frequently used
trick when formulating the SLAE of the initial problem, and it reduces to
taking into account the required initial/boundary conditions when creating
the basis (a set of good basis functions-orthogonal, etc.) in a natural way, i.e.,
a basis is selected in which each basis function satisfies the initial conditions.
The solution obtained using this approach is automatically sought in the class
of functions satisfying the initial conditions. However, in this case it becomes
much more difficult to work with new basis functions.

The novelty of the approach proposed by the authors is that first, a class
(set) of functions that satisfy the differential equation is selected using a stable
and computationally simple method of interpolation (collocation) of the
derivative of the future solution. Then the coefficients (except for some) of
the expansion of the future solution are determined in terms of the calculated
expansion coefficients of the derivative using the integration matrix. Only
after that, from this set of solutions those that correspond to the given initial
conditions are selected.

Here we propose to divide the main problem into independent subproblems
and to calculate the solution components in parts — separately those that
determine the behavior of the derivative of the solution, and separately those
that are determined by the boundary conditions. Thus, the problem is divided
into two independent subproblems, each allowing stable and simple solution.
The solution of the first problem in the simplest case is reduced to multiplying
the vector of the right-hand side by the matrix of the Chebyshev functions
values on the Gauss—Lobatto grid. At the next step, we solve the SLAE with
a diagonal positive definite matrix and, multiplying the resulting vector on
the left by the two-diagonal matrix, inverse (anti—derivative) with respect to
the spectral Chebyshev matrix of differentiation, we obtain all the expansion
coefficients of the desired solution, except for the first one. At the second,
‘most difficult’ stage, we determine the first coefficient of the expansion of the
solution in terms of basis polynomials, solving a linear algebraic equation of
the first order with respect to this coefficient.
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2. Numerical solution of ordinary differential equations

Exact solution of a trivial ordinary differential equation for a given initial
(boundary) condition

y' =fx), x>z y(@) =1y (1)

the right—hand side of which is independent of y, can be presented in the form
t
Yo + jt‘o f(T)dT

Since the numerical methods for integrating functions are well developed
from theoretical and practical points of view, it seems natural to apply them
to the numerical solution of ordinary differential equations of general form

y'(2) = flz,y(@), x>z0, y(T0) = Yo, (2)

and this is exactly the fact that naturally explains the development and wide
use of the methods of the Runge-Kutta type.

Usually, the method implies obtaining the solution in the interval
[€g, o + ch]. The coefficients 0<c; < ¢y < ... < ¢, <1 are chosen. Then, us-
ing the method of polynomial collocation, the solution is approximated by
a polynomial p of the degree n, which satisfies two types of conditions

— the initial condition: p(z,) = y,, and
— the differential equation, p’(z;) = f(xy,p(zy)), at all the collocation
points [z, =z, + ¢ h], k=1,...,n.

Satisfying these (n 4 1) conditions allows calculating (n 4 1) coefficients of
the expansion of the sought polynomial p of the degree n.

Thus, the collocation methods are actually implicit Runge-Kutta meth-
ods [8].

It is important to note that to solve the approximation problem, it is not
necessary to try solving Eq. (1) with simultaneous satisfaction of both the
initial condition and the differential equation at the collocation points. In
some cases, a fast and stable result can be achieved in two stages. First, to find
those coefficients of the sought solution expansion that satisfy the differential
equation at the collocation points. Then, to determine the deficient coefficients
of the sought function expansion using the initial (final or intermediate) value.

3. Approximation of derivative. Cauchy problem

First, consider the problem of determining (recovering) a function from
its derivative and some (one) additional condition. In this formulation, the
problem naturally splits into two sub-problems:

— polynomial interpolation of the derivative (calculating the coefficients of
the expansion of the derivative into a finite series in basis functions) and
— calculation of the coefficients of the required function by the initial
(boundary, etc.) condition and the coefficients of the derivative expansion.

Without loss of generality, we assume that the domain of definition of the
solution is the interval [—1,1].
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Most often, the approximation of continuous functions is obtained by
discarding the terms of the Chebyshev series, the magnitude of which is
small [9], [10]. In contrast to the approximations obtained using other power
series, the approximation in Chebyshev polynomials (having the property of
being almost optimal) minimizes the number of terms required to approximate
a function by polynomials with a given accuracy. This is also related to the
property that the approximation based on the Chebyshev series turns out to
be close to the best uniform approximation (among polynomials of the same
degree), but easier to find. In addition, it allows avoiding the Gibbs effect
with a reasonable choice of interpolation points.

Let us consider in more detail the problem of finding the derivative of
the desired function, or rather the approximating polynomial p(z), satisfy-
ing condition (1) at a given number of points in the interval [—1,1]. The
pseudospectral (collocation) method [11] for solving the problem consists in
representing the desired approximating function in the form of an expansion
in a finite series in Chebyshev polynomials

n

p(z) = Z e Ty(x), z€[-1,1] (3)

k=0
using the basis of Chebyshev polynomials of the first kind {7}, (z)} " | defined

k=0
in the Hilbert space of functions on the segment [—1, 1].

Let us differentiate the function (3). The derivative is expressed as

@)= - (Z ckTm) =Y @) = Y b L), w e (1] ()
k=0

k=0 k=0

Using the recurrence relations, which are satisfied by the Chebyshev poly-
nomials of the first kind and their derivatives [3], [12] and equating the
coefficients at the same polynomials in (4), we come [3]| to the following
dependence of the coefficients c;, on b,

0 —1/2 0

1 0 0 by ¢
0 1/4 0 —1/4 0 0 b, ¢y
0 0 1/6 0 0 0 by e
0 0 0 1/8 0 0 < by | =] e (5)
o0 0 0 L s
2(n — 1) bn—2 Cn—1
oo 0o 0o .. 0 1enl ead Led
That is, the vector calculation of the coefficients {c,cs,...,¢c,} is the

result of multiplying a simple tridiagonal matrix by a vector and it can be
implemented by the following explicit formulas
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Clzbo_b2/2, kzl,
Ck = (bk—l —bk+1>/2k, k > 1, k <n— 1, (6)
Ck:bk—l/2k7 k:n—l,n

Thus, known the expansion coefficients b, of the function f(z) of problem (1)
in Chebyshev polynomials of the first kind, we can recover the last /N expansion
coefficients of the sought function in the same basis functions by formulas
(2.1.3) from [3].

Therefore, the first part of the problem is to calculate the coefficients
{bg,b1,...,b,} of the representation of the right—hand side of (1) on the
interval [—1,1]

”2 b Ty, () = f(x).
k=0

The collocation method consists in the selection of such coefficients
{bg, b1, ..., b, } of the expansion of the interpolation polynomial p’(x) that
the following equalities are satisfied for the desired coefficients b, k =
0,1,...,n—1.

n—1
Zkak (xj):f(:z:j), j=0,...,n—1 (7)
k=0

at the collocation points {x,z;, ..., 2, }.

The last statement is equivalent to the fact that the coefficients b,, k =
0,...,n must be a solution to the system of linear algebraic equations (7) of
the collocation method. In matrix form, this can be written as

Th=f. (8)

The choice of collocation points should ensure the nondegeneracy of the
system of Eqs. (7); for this it is sufficient that all grid points are different, and
otherwise their choice is arbitrary, that is, the solution of system (7) on an
arbitrary grid of the interval [—1, 1] determines the required approximation.
For an arbitrary grid, the matrix T'is completely filled and the solution of such
a system is rather laborious. To simplify the form of the matrix and speed
up the search for the vector b, we use the discrete orthogonality property
of the Chebyshev matrix T on the Gauss-Lobatto grid. Consider the set
x; = cos(j/n), j = 0,...,n as collocation points. To further improve the
properties of the system of linear equations, the solution of which will be
the vector {by, by, ..., b, }, we multiply the first and last equations (7) by the

factor 1/ V2. We obtain an equivalent ‘modified’ system with a new matrix

T (instead of T) and a vector f instead of f. The good thing about the new
system is that it has the property of discrete ‘orthogonality’ and multiplying

it on the left by the transposed T gives a diagonal matrix:
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n 0 0

0 n/2 0
T"r'=10 0 n/2

0 O 0 n |

We transform system (8), multiplying it on the left by the transposed
matrix 77. As a result, we obtain a simple matrix equation with a diagonal

matrix to determine the required expansion coefficients {b, by, ...

.0, }:

n 0 0 0] [b] o/ V2]

0 n/2 0 0f b fi

0 0 n/2 0 |by| =T | f, (9)
0 0 o | bn | fn/\/§

~ o~ ~ ~\T ~
Denoting by (fo, fiseeos fr1s fn> the product of matrix 77 by vector

(fo/\/§, Fisees frots fn/\/§>T in the right-hand side of equation (9), we write

down the required expansion coefficients of the derivative of the solution —
the function f(x) — in the explicit form

- f()
by = 22
0 n?
2/,
b = L
1 nv
<b—2~2 (10)
2 nv
b, = .
~ n

Consequently, relations (10), (6) uniquely determine the last n coefficients
{¢1,¢q, ..., ¢, } of the expansion of the sought function p(z), and to determine
one more coefficient ¢, it is necessary to involve at least one more additional
condition. This can be both a boundary condition at the left or right end of
the interval of consideration of a function, or a condition for the passage of
the desired function through any given point within the interval of specifying
the function.

That is, the considered method makes it possible to solve, depending on
the type of the additional condition, both the Cauchy problem with initial
conditions and problems with boundary conditions of a general form, requiring,
for example, the use of the iterative shooting method [4].
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In the case when the boundary condition is specified at the left end of the
integration interval, the zero coefficient is determined from the equation

Co t chTk<_1) = Yo (11)
k=1

by the formula (taking into account that T}, (—1) = (—1)¥) for any Chebyshev

polynomial

o = Yo — chTk(_l) =Y — cp(—1)%. (12)
k=1 k=1
If the additional ‘boundary’ condition is specified at an arbitrary point
of the integration interval, y, = y (z,), x,€[—1, 1], then the coefficient ¢, is
determined by the formula

3

n

Co =Y — Z Ty () - (13)

k=1

At the right—hand end of the integration interval y, = y(1), ,. = 1, the
Chebyshev polynomials of any order take the value equal to 1 (T,(1) = 1).
Therefore, the coefficient ¢ is determined by the formula

n n

Co =Yr — ZCka (z,) =y, — 201« (14)

k=1 k=1

4. Examples with simplest differential equations

Reconstructing a function from its derivative and a boundary condition.
Comparison with the Runge-Kutta—Fehlberg method [13]

L= f@), ul0) = vy, w€lob]

Let us compare the solutions obtained by the Runge-Kutta method (sub-
routine RKF45) and the solutions obtained as previously described.
Let us specify a grid in the interval [a, b], calculated by the formula

_b—acos( J > b+a
iT 9 N—1 2

and related to the chosen Gauss—Lobatto grid in the interval [—1,1]. The
number of grid points equals N, i.e., to recover the function from the given
derivative and additional condition by our method, only NN calculations of
the function (the right—-hand side) are needed, and the recalculation of these
values into the expansion coefficients in Chebyshev polynomials will require
only 2N divisions and 2N additions.

To solve the Cauchy problem by the Runge-Kutta—Fehlberg method, we
applied the RKF45 algorithm on each subinterval of the grid calculated above
on [a,b].

x i=0,1,..,N—1,
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Algorithms are compared when looking for a solution to the simplest
problem
— = cos(x), 0)=0, z¢&|-—mmn|.

Y cos(z), (o) [, 7]

The calculation carried out by the Runge-Kutta method with automatic
control of accuracy (not worse than 107?) required about 800 calculations of
the function values over the entire interval.

For the two—stage method of separation of unknowns, the results of the
deviation of the calculated values from the exact ones at the grid points are
given in the table 1.

Table 1
Deviation of the calculated values from the exact ones

Number of grid points 11 13 15 30
Maximum deviation <4-1007 | <5107 | <2108 | <1071

Consider a few more model examples of solving the Cauchy problem, i.e.,
recovering functions from given derivatives and an initial condition. Functions
from [14], in which the accuracy of calculating derivatives with the help
of Chebyshev matrices of differentiation in physical space, were studied as
model ones. The selected examples systematically illustrate the accuracy of
calculating derivatives as a function of the number of approximation points
(see the figure 1).

Four functions characterized by different smoothness are considered: |z°|,
exp(—z~2), 1/(1 4+ 2?), and x'°. The first function has the third derivative
of bounded variation, the second function is smooth, but not analytical, the
third one is analytical in the vicinity of [—1, 1], and the fourth function is
a polynomial. The accuracy of solutions obtained by us is by 1.5-3 orders of
magnitude better than Trefethen’s solutions [14] when using a similar number
of collocation points.

’|

5. Discussion and conclusion

There are methods based mainly on the local approximation of the solution,
which primarily use the initial approximation (boundary conditions) when
solving differential equations. These are methods like Euler, Runge-Kutta
method, etc. Other methods based on the approximation of the solution
using global functions [global collocation methods — Mason, Boyd, Fornberg,
Iserles, Townsend| are based on the construction of such systems of equations
that simultaneously include both initial (boundary) conditions and conditions
specifying the behavior of the derivatives of the desired solution.

In our study (within the framework of the pseudospectral collocation
method), the problem is divided into two independent subproblems. The first
is to select a set of solutions that satisfies the differential equation. However,
it does not necessarily satisfy the initial (boundary) conditions. The choice
of suitable bases for representing the solution in the form of an expansion
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Figure 1. The accuracy of derivative recovering for four functions with increasing
smoothness depending on the number of approximation points

in polynomials, e.g., Jacobi ones, and grids taking into account the discrete
orthogonality of the considered bases, makes it possible to use highly efficient
algorithms.

Perhaps, the most promising from the point of view of the application of
numerical methods is the use of a particular case of Jacobi polynomials —
Chebyshev polynomials, as specific basis functions [15]. The Chebyshev poly-
nomials provide an almost optimal approximation of the ODE solution, the
ease of calculating the Gauss—Lobatto grid for using the discrete orthogonal-
ity condition, and three-term relations determining the ease of constructing
differentiation and integration matrices of the sought solutions [16].

The initial (boundary) conditions are considered at the second stage of
solving the original problem, which is actually reduced to solving a linear
equation with one unknown coeflicient.

The solution of the first problem is reduced to multiplying the matrix of
values of the Chebyshev functions on the Gauss—Lobatto grid by the vector of
values of the function that defines the right-hand side of the original differential
equation to determine the expansion coefficients of the solution derivative.
Further, the multiplication of the two-diagonal integration matrix [3] by the
vector of coefficients yields all the coefficients of the desired solution, except for
the first one. At the second stage, the use of the initial (boundary) condition
makes it possible to determine the first coefficient of the solution expansion.
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The approach based on dividing the problem of solving first—order ODEs
into two subproblems seems to be very promising. The authors will continue
to develop approaches and algorithms for the application of the multistage
pseudospectral method for solving initial and boundary value problems with
differential equations of higher orders.
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MHoroctaguiiHbIil ICEBAOCHEKTPAIBbHBIN MeTox (MeTos
KOJIJIOKaIuii) NpubInN>KeHHOT'0 peIlieHns 0ObIKHOBEHHOTO
anddepeHInaIbHOTO YPABHEHUS TI€PBOT0 MOPsI/IKA

K. II. JIoBenkuii', JI. C. Kyas6os"?, Amu Yagneit Xuccen!

L Poccutickuti yrueepcumem dpyorcvs napodos,
ya. Muxayzo-Maxaas, 0. 6, Mockea, 117198, Poccus
2 O6sedunénmviti uncmumym A0eprus uccaedosanu,
ya. 2Koauo-Kropu, 0. 6, Tyorna, Mockosckas oba., 141980, Poccus

Annoranus. PaccMOTpeH KaaccudecKuil CeBIOCIEKTPAIbHBIN METO, KOJIJIOKAIIAH,
OCHOBAHHBIN Ha PA3JIOKEHUHU PeIeHusd 1Mo 0a3ucy mu3 moanHoMoB Uebbimesa. Ho-
BBI# 1MOAX0M K (POPMUPOBAHUIO CUCTEM JIMHEHHBIX AJred0pandecKuX ypaBHEHUN s
peltiennsi OOBIKHOBEHHBIX i DEPEeHINAIbHBIX YPABHEHUH ¢ TIepeMEeHHBIMU KO3 dhu-
[[MEHTAMU U C HAYAJIbHBIMA (¥ /NI TPAHNIHBIMU) YCIOBUSIMU [TO3BOJISIET 3HAYUTEIHHO
YOPOCTUTH CTPYKTYPY MAaTPHIl, IPUBOS €€ K JuaroHayjbHoil hopme. Pemenne cucre-
MBI CBOJUTCS K YMHOYKEHUIO MATPHUIIBI 3HAUECHUH TOJIMHOMOB eObIiieBa Ha BBIOpaAHHO
CeTKe KOJJIOKAIINY Ha BEKTOD 3HaUYeHUH (DYHKINY, OTTUCHIBAIONIEH 38 JAHHY IO TPOU3BO/I-
HYTO0 B TOUKax Kojutokaruu. Ciieyroriee 3a 9Toi oneparueil yMHOXKEHHE IOy IeHHOTO
BEKTOpA HA JIBYX/IMATOHAJIHHYIO CIIEKTPAJIHHYI0 KOOPATHYIO» IO OTHOIIEHUIO K MATPH-
e mudpdepeniupoBanus UebpieBa NIPUBOIUT K MOJIYUIEHUIO BCeX KOIDDUIIMEHTOB
Pa3JI0YKeHsI ICKOMOT'O PEIeHUsI 38 UCKIIUEHNEM IIEPBOro. DTOT MEPBbIi K03 du-
[MEHT OIPE/IE/IAETCA HAa BTOPOM dTAlle MCXO/S W3 3aaHHOIO HAYATIHHOTrO (U/miu
rPaHUYHOrO) ycsioBus. HoBuU3HA MOJIX0/Ia 3aK/II0IAETCS B TOM, 9TOObI CHAYAJIa BbI-
JIEJTTH KJIacC (MHOXKECTBO) (DYHKIWIA, YIOBJIETBOPSIOMUX TuddepeHmaaTbHOMy
YPaBHEHUIO, C IIOMOIIBIO YCTOWYIUBOIO U MPOCTOTO C BBIYUCIUTEILHON TOUKH 3pe-
HUSI METOa WHTEPIOANHN (KOJUIOKAIMN ) TPOM3BOHON Oy IyIIero perieHns. 3arem
paccunTarh Ko3hhUIUEHTHI (KpOMe IIEPBOro) Pa3/IoKeHUs OyIyIIero PeIeHus 1o
BBIYUCICHHBIM KO3 PUIMEHTaAM PA3/IOXKEHUsT TTPOU3BOIHON C TOMOIIHI0 MATPHUITHI WH-
TerpupoBanusd. Y Juib 1ocsie 3TOro BbIIEIATH U3 ITOI'O0 MHOXKECTBA PEIIeHUi Te,
KOTODPBIE COOTBETCTBYIOT 3aJaHHBIM HAYAJIBbHBIM yCJIOBUSIM.

KiroueBble ciioBa: HavYaJIbHBbIE 337[a9M, METOJ, ICEBIOCTEKTPAIBHBIX KOJIJIOKAIINM,
MHuOrouwIeHbl JebbimeBa, muoxkectsa l'aycca—JlobaTTo, ducienHas ycTORIUBOCTD
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Abstract. One of the possible versions of quantum mechanics, known as Kuryshkin—
Wodkiewicz quantum mechanics, is considered. In this version, the quantum
distribution function is positive, but, as a retribution for this, the von Neumann
quantization rule is replaced by a more complicated rule, in which an observed value
A is associated with a pseudodifferential operator O(A). This version is an example
of a dissipative quantum system and, therefore, it was expected that the eigenvalues
of the Hamiltonian should have imaginary parts. However, the discrete spectrum of
the Hamiltonian of a hydrogen-like atom in this theory turned out to be real-valued.
In this paper, we propose the following explanation for this paradox. It is tradition-
ally assumed that in some state 1 the quantity A is equal to A if 4 is an eigenfunction
of the operator O(A). In this case, the variance O((A — \)?)v is zero in the standard
version of quantum mechanics, but nonzero in Kuryshkin’s mechanics. Therefore,
it is possible to consider such a range of values and states corresponding to them
for which the variance O((A — \)?) is zero. The spectrum of the quadratic pen-
cil O(A%) —20(A)\ + \?E is studied by the methods of perturbation theory under
the assumption of small variance D(A) = O(A?) — O(A)? of the observable A. Tt

is shown that in the neighborhood of the real eigenvalue A of the operator O(A),
there are two eigenvalues of the operator pencil, which differ in the first order of

perturbation theory by +i4/ (D).

Key words and phrases: models of quantum measurements, perturbation of discrete
spectrum, complex eigenvalues, operator pencils

1. Introduction

The Kuryshkin-Wodkiewicz quantum mechanics [1] is an example of a dis-
sipative quantum system. The quantum part of the measuring device is the
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‘environment of an open quantum system’. In the process of quantum mea-
surement, an open quantum system interacts with its ‘environment’. We
study the result of this interaction [2|-[12]. Therefore, wave vectors must have
a finite lifetime, inversely proportional to the imaginary part of eigenvalues.

In this version of quantum mechanics, the von Neumann quantization rule
was abandoned and observable quantities are assigned to pseudo-differential
operators, not necessarily self-adjoint. Therefore, the appearance of the
imaginary part of the eigenvalues is not surprising. However, our studies
of hydrogen-like atoms have shown that the operator corresponding to the
Hamiltonian is essentially self-adjoint, so its discrete spectrum turned out to
be real [13], [14].

This is quite surprising, since the von Neumann rule can be derived from
general considerations, if we assume that the relation between the quantities
A = g(B) is inherited by their operators A = ¢(B) |15, P. 36]. Violation
of this property inevitably means that the Kuryshkin-Wodkiewicz theory
must be interpreted within the framework of the measurement theory and
imaginary eigenvalues must appear. In this paper, we point out a spectral
problem that has properties that are correct from this point of view.

2. Quantization in Kuryshkin—Wodkiewicz mechanics

Consider a Hamiltonian system with coordinates ¢ € R™, momenta g € R",
and Hamiltonian H. We will assume that the Hamiltonian and all observables
considered below belong to a commutative ring M, for example, to the
polynomial ring R[p, ¢] or the ring C*°(R™)[p].

In classical statistical mechanics, the state of the system is described by
the distribution function f, in quantum mechanics by the wave function
¢ € L?*(R™). In statistical mechanics, the mean value of the observable
quantity A € M is given by

) = [[ A, fapaa,

R2n

and in quantum mechanics by the expression

(A) = [ v*(q)Av(q)dg,
/

where A is the operator corresponding to the observable A. In 1966, Cohen
[16] proved that these two equalities for the mean cannot be combined in one
theory, if it is assumed that the density takes strictly positive values, and the
transition from mechanical quantities to operators is carried out according to
the von Neumann rule.

However, if this rule of ‘quantization’ of mechanical quantities is abandoned,
then it is possible to construct a version of quantum mechanics in which the
average can be calculated by both formulas and the density takes positive
values. Instead of the von Neumann rule, this theory uses a more complicated
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mapping of the commutative ring M into the ring of linear operators on the
space L2(R"): O : M — L(L*(R") — L?(R"™)).
This correspondence does not satisfy the Neumann rule, i.e., generally

speaking, O(A) # A(p,q), but it is linear, namely: for any A, B € M and
any k € C

~

1. O(A+ B) = O(A) + O(B),

2. O(kA) = kO(A),

3. 0(0) =0,

4.0(1)=FE

In the early 1970s, V. V. Kuryshkin [1] not only proved the existence of

such mappings, but also proposed an explicit construction for them. In
doing so, it was necessary to extend the class of operators, in which the
mapping O takes value, from the class of self-adjoint differential operators to
a non-commutative ring of non-self-adjoint pseudo-differential operators. The
resulting new version of quantum mechanics was called Kuryshkin—-Wodkiewicz
mechanics.

It turned out that ‘perturbed operators’ satisfy a certain condition for the
proximity of the new quantization rule to the von Neumann rule:

O(A) = A(p,§) + V,

where the addition of V to the standard quantization rule is an operator
compact in the sense of Jorgens [17]|. Therefore, the lower bounds of the

essential spectra of the operators @(A) and A(p, q), as well as the points of
the discrete spectra of these operators, may not coincide, but the structure of
the spectrum is preserved: the points of the discrete spectrum lie below the
continuous spectrum [18].

For what follows, the explicit form of the mapping O is not important.

For hydrogen-like atoms, we explicitly computed O(p,L) and O(g) for any
function g of coordinates q [14]. Tt turned out that in all these cases self-
adjoint operators are obtained. This implies, in particular, that the spectrum

of the operator O(H) consists of a continuous part, which coincides with the
spectrum H (D, ¢), found in standard quantum mechanics, below the lower
boundary of which lie the discrete spectrum points, which are slightly different
from the points of the discrete spectrum of the operator H(p, 7). However,

all these points are real due to the self-adjointness of the operator O(H ).

3. Spectral problem for a quadratic pencil
Let A € M be an arbitrary observable. For brevity, we take
O(4) = A, O(A2?) = A2+ D.

If the von Neumann rule is not satisfied, then two eigenvalue problems arise
here:
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1) classic problem

~

OA— XNy =0
or R
A = M
2) eigenvalue problem for a quadratic operator pencil

~

O((A=X)*)p =0

or

(A— AE)2¢ + Dip = 0.

In standard quantum mechanics, D =0 and these problems are indistin-
guishable. The meaning of the first one has been discussed many times, but
the second problem has a clear meaning. Expression

(4, O((A = A)?)) = (A= A)?)

is the mean square deviation of the observable value A from the value \ for
the system in the i state. In mechanics with a positive distribution function,
which is the Kuryshkin-Wodkiewicz mechanics, this value coincides with

(A=N)%) = //(A(p, q) — A)? fdpdq

and therefore is non-negative. The same is true in standard quantum mechan-
ics, but for a different reason:

(A= N2) = / (1 — N2d(,5,1) > 0.

R

If we assume that D is small, then the eigenvalues of these spectral problems
are close to each other. Let us study this circumstance in more detail.

But first, we note that in [19] we were looking for the 1 states that provide
a minimum to this expression for fixed values of the parameter \, for which

we took the eigenvalues of the operator A. It turned out that the minimum
values are nonzero, that is, there is some nonzero variance. However, the
problem can be formulated differently: to find the values of A and the states
1, at which the mean square deviation of the observed value A from A is

minimal. On the eigenfunctions of the pencil O((4 — \)?), this standard
deviation is zero, therefore, on the pencil eigenfunctions, the mean square
deviation of the observable A from the eigenvalue A has a minimum, i.e., zero
value. Thus, we can observe the value A in ‘pure’ states corresponding to

the eigenfunctions of the operator A, or in ‘pure’ states that provide zero
root-mean-square deviation A from some value other than (A).

We have already used perturbation theory [19] to find states with minimal
variance, but now we will apply it to finding eigenfunctions of a quadratic
pencil.
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4. Spectrum of a quadratic pencil

Let us introduce a small parameter € and consider the problem
(A— \E)2¢) + eDip = 0. (1)

Let Ay be a single eigenvalue of the operator /i, and v, be the normalized
eigenfunction corresponding to it. Let us study the eigenvalues of a quadratic
pencil lying in a small neighborhood of this eigenvalue.

If the space under consideration is finite-dimensional, then all eigenvalues
are roots of the determinant

det((A—\E)? +eD) =0.
In a neighborhood of the point (A, &) = (Ay,0) the determinant
det (A —AE)” = det(A —AE)”
has a zero of multiplicity 2, so
det((A—\E)? +eD) = a(Ag— N2 +eb+ ...

As is known from the theory of uniformization of curves [20], the curve
aXAg—A)?+eb+-=0

in the plane Ae has a node at the point (Ay,0) through which two arcs of this
curve pass, which can be represented as two Puiseux series:

Thus, in the vicinity of a single eigenvalue of the operator A there are two
eigenvalues of the quadratic pencil:

)\:Aoi)\l\/g‘i_.... (2)

This can be justified in the case of infinite-dimensional spaces, for completely
continuous operators A, D this can be done using the well-known results of the
perturbation theory of multiple eigenvalues [21]. Of course, in quantum theory,

the operator A is pseudo-differential, and the question requires additional
study. For the time being, we assume without further justification that
the formally developed perturbation theory can be justified for this class of
operators as well.

To find the first coefficient in the expansion, as in regular perturbation
theory, we multiply (1) by ,:

(¥, (A — AE)2)) = —e(1, D). (3)
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Since the operator A is self-adjoint, we have

(g, (A= AE)2) = (A — NE)24hg, ) = (Ag — N)2(10g, ¥) = X3 (g, ).

Substituting this expression into (3) and reducing by e, we get

A2 (1, 1) = — (g, D).

Hence, in the limit £ — 0, we have A2 = — (1, D).
Substituting this expression into (2) and setting ¢ = 1, we have: in the
neighborhood of eigenvalue A, of the operator A there are two eigenvalues of

the quadratic pencil O((A — X)2), namely A = X\, & i1/ (¢, D) + ... where
D = O(A?) — A2.

5. Conclusion and discussion

Let us now discuss the physical meaning of the resulting splitting of the

eigenvalue of the operator O(A). The standard deviation of the observed
value A from the value \ for a system in the v state is given by

(4. 0((A= X)) = (A= 22,

This expression is non-negative both in standard quantum mechanics and
in Kuryshkin—-Wodkiewicz mechanics. It reaches zero on the eigenvectors of

the quadratic pencil O((A —A)?).

In standard quantum mechanics
O((A=N)?) = (A= ))?

and therefore the eigenvectors of the pencil coincide with the eigenvectors of
the operator A. Therefore, the minimum standard deviation will be on those

values of A that are eigenvalues of the operator A. They are traditionally
considered as observed values of A.
In the mechanics of Kuryshkin-Wodkiewicz

O((A=XN)?2)=(A—N2+D

and, as we just found out, the minimum standard deviation will be at
those values of A\ that differ from the eigenvalues ), of the operator A

by +iv/ (1, D).

Thus, the observed values of A will slightly differ from the eigenvalues of

the operator A If <b> > 0, then this difference will manifest itself in the
appearance of an imaginary additive, as one would expect in a dissipative
quantum system. From this, two conclusions can be drawn.
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Firstly, the transition to the root-mean-square deviation makes it possible to
remove the difficulty with the reality of the spectrum of self-adjoint operators
and obtain the expected dissipation in the Kuryshkin-Wodkiewicz mechanics.

Secondly, one of the two eigenvalues into which the eigenvalue A splits has
the sign of the imaginary part corresponding to dissipation, and the second
inevitably has a sign indicating antidissipation. We have already encountered
a similar circumstance in the development of perturbation theory in the
mathematical theory of waveguides [22], [23]: the spectral parameter A should
be considered as a point on the Riemann surface, only one sheet of which is
physical, to which attention has been first drawn by V.P. Shestopalov [24]. In
the case of Kuryshkin-Wodkiewicz mechanics, the eigenvalues of the operator

O(A) are branch points on the Riemann surface, one of whose sheets describes
a dissipative quantum system.
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KoMmmiiekcHable cCOOCTBEHHBbIE 3HAUYEHNY B KBAHTOBOU
Mmexannke Kypsoimmknana—BynakeBuda

A. B. 3opun ', M. JI. Mausix" 2, JI. A. CeBacTbsinop'"?

I Kagpedpa npuriadnoti ungopmamuru u meopuu eeposmmocmet
Poccutickuti yrusepcumem dpyostcov, Hapodos
ya. Muxayzo-Maxnaas, d. 6, Mocxsa, 117198, Poccus
2 O6Bedunénmvitl umemumym A0epHLE UCCAe08aHUT
ya. 2Koauwo-Kropu, 0. 6, ybra, Mockosckasn oba., Poccus, 141980

AnHoTtanus. PaccmarpuBaercss oiHa W3 BO3MOXKHBIX BEPCUIl KBAHTOBOW MEXaHUKU,
M3BECTHAasi KaK KBaHTOBas mexaHnka Kypsimkuna—Byakesuua. B sroit Bepcun cy-
IIIECTBYET TOJIOXKUTEJIbHAST KBAHTOBAasT (DYHKIUS pacipeiesieHns, HO, B PACILIaTy 3a
9TO, IpaBujIo KBaHToBaHud o Helimana 3ameneno 0oJiee CIOKHBIM IIPABUIOM, IPU
KOTOPOM HaOJII0aeMoii BeJinduHe A CTaBUTCS B COOTBETCTBUE ICeBAOANEdEpEHIIn-

anpHbIi omepaTop O(A). DTa Bepcust mpencTaBisger coboil mpuMep JUCCUITATHBHOM
KBAHTOBOW CUCTEMbBI U TIO3TOMY OXKHJIAJIOCH, YTO COOCTBEHHDBIE 3HAYEHUS TAMUJIBTO-
HUAHA JIOJKHBI UMETh MHUMbIe dacTu. OJHAKO TOYEUYHBIN CIEKTP raMUJIbTOHUAHA
BOJIOPOJIOTIOOOHOTO aTOMa B 9TON TEOPUHU OKA3aJICs BEleCTBEHHBIM. B HacTostieit
cTaThe MBI IIPeIJIaraeM CJeayolnee 00bICHEHUE 3TOr0 mapajokca. T paIuiuoHHO pHU-
HHUMAIOT, YTO B HEKOTOPOM COCTOSIHUM 1) BejnunHa A paBHa A, el 1) — cOOCTBEHHAS

dbynxmus oneparopa O(A). Ipu srom mucnepcus O((A — X)?)v pasua mymo B cran-
JIAPTHO# BEpCUM KBAHTOBOI MEXaHUKe, HO He PaBHA HyJi0 B Mexanuke KypbimkuHa.
ITosTOMYy MOXKHO PACCMOTPETH TAKOi CIHEKTP 3HAYEHWII M COOTBETCTBYIOMIAX UM CO-
crostamit, ipu Kotopwix gucniepcus O((A — \)?) pasra nymmo. B crarhe uccienosan
criekTp KBaaparmanoro myuka O(A2?) — 20(A)\ + A2 E meTonaMu Teopun BO3MYyTIie-

~ ~

Huit B Ipenosoxennn Majoctu mucrepcnn D(A) = O(A?) — O(A)? mabmonaemoit A.
ITokazaHo, 9TO B OKPECTHOCTU BEIIECTBEHHOI'O COOCTBEHHOIO 3HAYEHUS A\ OIEPaToOpa

O(A), umeercst 1Ba COOCTBEHHBIX 3HAYEHUsI OLEPATOPHOIO IyYKa, KOTOPbIE B IIEPBOM
HOPsIJIKEe TEOPUU BO3MYIIEHUI PAa3/indaiorcs Ha Beudauny +i4/ (D).

KuaroueBbie ciioBa: MOJEJIN KBAHTOBBIX I/I3MepeHI/IIt/'I7 BO3MYIIECHUE TUCKPETHOI'O CIIEK-
Tpa, KOMIIJIEKCHbIE COOCTBEHHBIE SHa4Y€HUd, IIYIKHN OIIEPaTOPOB



Discrete € Continuous Models
@ € Applied Computational Science 2022, 30 (2) 149-159
W

ISSN 2658-7149 (online), 2658-4670 (print) RttP://journals.rudn.ru/miph

UDC 535:535.3:681.7
DOI: 10.22363/2658-4670-2022-30-2-149-159

Investigation of adiabatic waveguide modes model
for smoothly irregular integrated optical waveguides

Anton L. Sevastyanov

Higher School of Economics,
11, Pokrovsky Bulvar, Moscow, 109028, Russian Federation

(received: March 18, 2022; revised: April 18, 2022; accepted: April 19, 2022)

Abstract. The model of adiabatic waveguide modes (AWMSs) in a smoothly irregular
integrated optical waveguide is studied. The model explicitly takes into account the
dependence on the rapidly varying transverse coordinate and on the slowly varying
horizontal coordinates. Equations are formulated for the strengths of the AWM fields
in the approximations of zero and first order of smallness. The contributions of the
first order of smallness introduce depolarization and complex values characteristic of
leaky modes into the expressions of the AWM electromagnetic fields. A stable method
is proposed for calculating the vertical distribution of the electromagnetic field of
guided modes in regular multilayer waveguides, including those with a variable number
of layers. A stable method for solving a nonlinear equation in partial derivatives of
the first order (dispersion equation) for the thickness profile of a smoothly irregular
integrated optical waveguide in models of adiabatic waveguide modes of zero and
first orders of smallness is described. Stable regularized methods for calculating the
AWM field strengths depending on vertical and horizontal coordinates are described.
Within the framework of the listed matrix models, the same methods and algorithms
for the approximate solution of problems arising in these models are used. Verification
of approximate solutions of models of adiabatic waveguide modes of the first and
zero orders is proposed; we compare them with the results obtained by other authors
in the study of more crude models.

Key words and phrases: smoothly irregular thin—film dielectric waveguides, adia-
batic waveguide modes, regularized methods for calculating field strengths

1. Introduction

The adiabatic waveguide propagation of optical radiation was previously
described in optical fibers using the method of cross sections in the papers
by B.Z. Katsenelenbaum [1], V. V. Shevchenko [2], M. V. Fedoruk [3|, and
in integrated optical waveguides using the method of adiabatic waveguide
modes — in the papers by A.A. Egorov, L. A. Sevastyanov and their co-
authors [4]-[6]. In the papers by A.L. Sevastyanov [7], [8], the model of
adiabatic waveguide modes was substantiated.

It should be noted that in the last decade there has been an interest in the
adiabatic waveguide propagation of electromagnetic radiation for the study

(©) Sevastyanov A.L., 2022
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of coherent quantum effects in atomic, molecular or condensed matter sys-
tems. These effects are difficult to investigate because of dephasing effects or
fast temporal dynamics. Optical Bloch oscillations [9], quantum-mechanical
analogy of dynamic mode stabilization and radiation loss suppression [10],
quantum enhancement and suppression of tunneling in directional optical cou-
plers [11], [12], as well as Landau—Zener tunneling in coupled waveguides [13|
can serve as optical models of coherent quantum effects. An interesting ex-
ample is the three-level system with stimulated Raman adiabatic passage
(STIRAP), which vividly illustrates counterintuitive quantum effects [14]-
[19].

2. Model of adiabatic waveguide modes in a multilayer
waveguide

Let us specify the class of integrated optical waveguides to be considered
and the electromagnetic radiation propagating through them.

1. Electromagnetic radiation is polarized, monochromatic with a given
wavelength \ € [380;780], nm.

2. The thickness of the guiding layer of the base thin-film waveguide is
comparable to the wavelength of the propagating monochromatic elec-
tromagnetic radiation d ~ .

3. The surface of the additional guiding layer (x = h(y, z)) satisfies the

Oh 0Oh hky |Agp kq

Oy’ Oz 2’ |V 27

4. The integrated optical waveguide is a material medium consisting of
dielectric subregions, which together fill the entire three-dimensional
space.

5. The permittivities of the subregions are different and real-valued, and
the permeability is everywhere equal to that of vacuum.

6. There are no external currents and charges. Therefore, in the absence of
foreign currents and charges, the induced currents and charges are zero.

7. The Cartesian coordinate system is introduced as follows: the interfaces
between the dielectric media of the basic three-layer waveguide are parallel
to the yOz plane. The subdomains of the space corresponding to the
cover and substrate layers are infinite; the additional guiding layers are
asymptotically parallel to the yOz plane. Therefore, € = &(x).

following restrictions:

In Cartesian coordinates associated with the geometry of the substrate
(or a three-layer planar dielectric waveguide underlying a smoothly irregular
integrated optical waveguide), with the introduced restrictions taken into
account, the Maxwell equations have the form

OH, O0H, __€0E, OE OE, _ pOH,

dy 9z c ot By 0z ¢ ot
oH, OH, 0E, 0E, 0B,  p0H, O
0z or ¢ Ot Oz ox c Ot
OH, OH, ¢0E. OE, OE,  uoH.

X X

9r Oy cot’' or 0dy ¢ ot
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Note that variable x is fast, and variables y, z are slow with respect to the
small dimensioned parameter 1/w. The approximate solutions to the Maxwell
equations (1) within the asymptotic method [20], [21], with the separation of
slow and fast variables taken into account are sought in the form

kS ]_7?

(z,y,2,t) = Z = 7+s exp {iwt — ikyp(y, 2)}, (2)
s=0
> FI (z;y, 2 ) .

H(zx,y,zt) Z i eXp {iwt — ikyp(y,2)} - (3)

= (=i

Keeping in the solution (2), (3) the terms of the zero and first order of
smallness leads to the model of adiabatic waveguide modes (AWMSs) that
describes the guided-wave propagation of a polarized optical radiation through
irregular segments of smoothly irregular (multilayer) optical waveguides.
In regular parts, the adiabatic waveguide modes become normal modes of
a regular planar optical waveguide.

In the notation E’S (z3y,2), FIS(:E; Yy, z), the separation by a semicolon means
the following assumptions:

OF, (;y, 2)|| ||0E (w59, 2)|| 1 ||0E, (x3y,2) (4)
Oy ’ Oz w Ox
and R = =
0, (19, )|| [|9H, (.|| _ 1[0 (x:.2) 5
Oy ’ w Ox

for each s, where || is the Hilbert norm of functions of z, and w is the circular
frequency of the propagating monochromatic electromagnetic radiation.

2.1. AWM model equations in the zero-order approximation

In Ref. [7] it was shown that the zero-order approximation (within the
asymptotic approach) of the waveguide solution to the Maxwell equations is
given by the following relations:

E<x7ya Z,t) EI()(J;;ZJ? Z) ' .
N = H ex 1wt — 1 ) 2 , 6
{H(m,y,z,t)} {Ho(x;y,z)} p {iwt —ip(y,2)} (6)

with
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8Hy (09N (09N Ly oo\ ..
5 () () e (o ()5 o
0H§ . " '
i (e () ) - () ()
wnd Dol . Opl
X SO z QO
by = _G_EH i 5Hg’ (11)
. Opl_ 0pl
Hy =5, . F0 ~ 5ME37 (12)
as well as ) )
0 0
(5o02)) +(Fo02) = nislao). (13)

For a thin-film multilayer waveguide consisting of optically homogeneous
layers, the conditions for matching the electromagnetic field at the interfaces
between the media are valid, namely

nx E-4+nxEt=0, (14)
nx H +7x HY =0. (15)
In addition, the asymptotic conditions
EO EY, HO Ho—i>0 (16)
Tr—+00

are fulfilled.
The system of Egs. (7)—(10), (16) for any fixed (y, z) defines the problem of

o \2 S T
finding eigenvalues (V@) “(y, z) and eigenfunctions (Ei, El H}, Hﬁ) (y, 2),
j

normalized to unity:

[ 1B =1, [ |mifa =1 (17)

2.2. AWM model equations in the first approximation

We continue to apply the approach based on the small parameter expansion
and arrive at the system of equations in the first approximation of the method:

o7  ikyOp (8@ dy
et ST il .l
ox + e 0z \0y ' 0z

OE iwdp (OHY OHE
waw 1
82+532<62 oy » (18)
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OE! itkydp (D¢ 0Op_, , .
Ox _?Fy(@yﬂ 0z 9.1 >+ZkONH1_
. OEY iwdp (OH] OH{
S Bt & - 19
o oy e 0y < 0z dy (19)
OH?  iky Op (890 dy Z) ) y
ox + W 0z 82E oy E iko=Ey =

= W

x : Yy z
. 0H§ _Ea_gp <8E OE; )7 (20)

0z @ 0z \ 0z dy
OH{ ikydp (Op oo . , .
T oy (GoB — Go ) — hecki =
_OHY iwdyp (OE§ OE;
— woe 21
Maeruay(@z 0y>’()
dp dp lw (0HY 0H;
EY Hf ——H!|=-— — 22
+5<8y 0z > 5kzo<8z oy )’ (22)
Op Do lw (OEY OFE?
HY EY — —TF? ) =——— 0 9. 23
T (8,2 dy uko(az 5’y> (23)

The system of zero order equations (7)—(12) coincides with the system of
equations (18)—(23), if in the latter we put zero into the right-hand sides (the
contributions with zero-order quantities).

Substituting the solutions of system (7)—(12) into the right-hand sides of
equations (18)—(23) leads to the following form of expressions for electromag-
netic fields in the first (plus zero) approximation

. . i
E(I,y,Z) = Eo(xayv'Z) + ;EH(%%Z%

— — 7: —
H<$,y, Z) = Ho(.’lf;y, Z) + ;H1<xaya Z)'

These fields are necessarily complex-valued. Thus, the contributions of
the first order of smallness introduce into the expressions for the AWM
electromagnetic fields the characteristic features of leaky modes.

3. Implementation of numerical experiment

In Ref. [22], an hierarchy of mathematical models for the adiabatic waveg-
uide propagation of optical radiation in integrated optical waveguides was
proposed. The AWM model consists in representing the electromagnetic field
in the form (6). The dependences of the field strengths on the fast vari-
able have the form (7)—(12) in the zero approximation and (18)—(23) in the
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first approximation. Of course, the rigging conditions (13)—(17) of the AWM
mathematical model are assumed to be fulfilled.

3.1. Algorithm for calculating the AWM electromagnetic field

A. Stage 1: reconstructing the dependence of the AWM electromagnetic

field on the fast variable at fixed values of the slow variables
1. Solve the system (7)-(12) for E°, H° describing the AWM model in
the zero order of smallness in 1/w, rigged with (6), (18)—(23) using the

method, asymptotic with respect to d, to obtain systems for contributions
of different orders of smallness with respect to .

2. Solve the system (13)—(17) for E', H' describing the AWM model in
the first order of smallness in 1/w, rigged with (6), (18)—(23) using the
method, asymptotic with respect to 9, to obtain systems for contributions
of different orders of smallness with respect to 9.

B. Stage 2: reconstructing the dependence of the AWM electromagnetic
field on the slow variables.
In Ref. [7] it is shown how the general solutions of the system of
ODEs (7)—(12) and (13)—(17), represented in the form of expansion in the
= T
fundamental system of solutions with indefinite coefficients (A, B) , can be

reduced to a homogeneous system of linear algebraic equations (SLAE) with
respect to these indefinite coefficients using the conditions (14)-(16).

3. Implement stable methods of approximate solutions of the homogeneous
SLAE

MO [(2,9), h(z9), 0(z.9), Veo(z.9)] (Az9), B(z,9)) = (6,0)",  (4)

satisfying the conditions

det{M°} [(2,), h(2,9), (2, 9), Vep(2,9)] = 0. (25)

4. Implement stable methods of approximate solutions of the homogeneous
SLAE

M [(2,9),hlz,y) (2, 9), V(= )] (A2 ), B (=) = (6,6)"  (26)

satisfying the conditions

det{ M} [(2,9), h(2,9), 9(2,9), Vip(z,y)| = 0. (27)

In both cases, the solution for the field strengths depending on the fast
variable x for a fixed value of the slow variables y, z makes it possible, using
the rigging (6), (18)—(23), to find the dependence of the AWM electromagnetic
field for all values of the slow variables (see, e.g., Ref. [8]).

Homogeneous systems of linear algebraic equations (24) and (26) are
uniquely solvable under conditions (25) and (27). In both cases, these equa-

tions with respect to the derivative @go(z, y) are partial differential equations
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of the form R R
FO (Ve(z,y); h(z,y), Vh(z,y)) =0 (28)

and . -
F' (Ve(zy); h(z,y), Vh(z,y)) = 0. (29)
5. Solve Egs. (28) and (29) numeric-symbolically using the Cauchy method
(see, e.g. [23], [24]).
6. For each @gp(z, y) calculate (fio (z,y,@go(z,y)) . B° <z7y, @gp(z,y)))T

using the Tikhonov regularization method, which consists in minimizing
the Nelder—-Mead functional:

FO(8) = |10 [(2.9). bz, (), Veolz)] (A0(z9). B ) | +
+aH AO (z,y)— A (z— Az, y— Ay)) ,(Bo(z, y)— B, (z—Az,y—Ay)))THz.

C. Stage 3: verifying the obtained numerical results and AWM models of
the first and zero orders of smallness.

The validation of the asymptotic method of constructing AWM models is
carried out by comparing solutions E*, H' and E°, H°.

The formulation of the third condition from the set of conditions 1-7 implic-

itly implies the presence of the second small parameter 6 = max
vk |VS0 ’
(see the beginning of the first section).

To verify the obtained approximate solutions of the zero-order model of
adiabatic modes, we compare them with the results obtained by other authors
using more crude models:

— matrix model of adiabatic modes in the approximation of horizontal
boundary conditions (a stepped set of plates for a Luneburg thin-film
generalized waveguide lens)

Such configurations are impossible in optical fibers and can be imple-
mented in the case of adiabatic waveguide propagation of a nonparallel
(converging or diverging) 2D beam of rays, normal to a nonplanar (2D)
wave front.

— matrix model of comparison waveguides (passing to the horizontal bound-
ary conditions + replacement 8, — 0, 8, — B).

Thus, three levels of making the AWM model cruder were used.

4. Discussion and conclusion

In the paper, we consider three levels of making the AWM model cruder:

— replacing the first-order AWM model with the zero-order one;

— replacing the tangential boundary conditions with the horizontal ones —
the matrix model still having no name;

— replacing the tangential boundary conditions with the horizontal ones
and 8, — 0, 8, — 8 — the matrix model of comparison waveguides.
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Two latter approximations have been used by other authors.

Within the listed matrix models, similar methods and algorithms are used
for the approximate solution of problems, arising in the models. The method
of studying the matrix model of adiabatic waveguide modes in the zero
and first approximation of a smoothly irregular multilayer integrated optical
waveguide is proposed for the first time. It allows to grade the crudeness of
the approximate models used by other authors and approximate solutions in
the adiabatic mode models of different order of smallness.
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WUccnenoBanue moiesu ainabaTndecKnx BOJTHOBOJHBIX
MO/, AJid TLJIaBHO-HEPEeryJasspHbIX
VHTErPAJIbHO-ONITUYECKNX BOJIHOBO/I0B

A. JI. CeBacTbsaHOB

Hayuonaronnidi uccaedosameavekutl yrusepcumem «Bvicwas wrkoia sKOHOMUKUS ,
THoxposckuti byaveap, 0. 11, Mockea, 109028, Poccus

Ansoranus. IIpoBeneHo ucciaemoBanue Mozeu aauabaATHIECKUX BOJIHOBOILHBIX
MO/I, ILJIABHO-HEPEryJISIPHOIO MHTEIPAJIbHO-OIITUYECKOrO BOJHOBOIA. B Momenn sB-
HO yYT€HA 3aBUCUMOCTH OT OBICTPOIEPEMEHHON MOIEPEUIHON KOOPJAWMHATHI U OT
MeIJIEHHO-[IEPEMEHHBIX TOPU30HTAIBHBIX KoopauHaT. ChopMyIupOBaHbl ypaBHEHUS
U1 HanpsizkeHHocrel moeit ABM B mpubiimKeHusIX HyJIeBOrO W IIEPBOro IMOPSIKA
MaJIOCTU. BK.HaILbI IIEPBOr'o IMOpdAKa MaJIOCTH BHOCAT B BbIPpaKCHUA JJIEKTPpOMAar-
HATHBIX Tosieit ABM memosipusaiinio U KOMJIEKCHO3HAYHOCTD, T.€. XapaKTepHbIE
9epThl BBITEKAIONINX MO, IIpeyioyKeH yCTOMYuBbIi MEeTO.I BHIYUCJICHUSI BEPTUKAIb-
HOI'O pacIpeiesieHrus JIEKTPOMATHUTHOIO II0JIA HAIPABJISIEMbIX MOJ, PEry/IApPHbIX
MHOT'OCJIOMTHBIX BOJITHOBOJOB, B TOM 4YHCJI€ C II€pEeMCEHHbIM YHCJIOM CJIOEB. OHI/IC&H
YCTOMYMBBIA METOJI pellleHrs HeJIUHEHHOIO YpPaBHEHUs] B YACTHBIX IIPOU3BOIHBIX
[IepBOrO TMOPsiiKa (JAMCIEPCUOHHOIO ypaBHEHUs) JJIsi TIPOMUIIs TOJIIIMHBL [ITIABHO-
HEPEryJIgPHOTO WHTErPAJIHLHO-ONTUIECKOTO BOJIHOBOMIA B MOJIE/IAX aIMA0ATUIECKUAX
BOJIHOBOJIHBIX MO/I HYJIEBOTO W IIEPBOr0 MOPSAAKOB MayocTh. OQmucaHbl yCTONIUBLIE pe-
IYJISIPU30BAHHBIE METO/BI BLIYUCJIEHUs HalpsizkeHHocreil nojeii ABM B 3aBucuMocTu
OT BEPTUKAJbHBIX U FOPU30HTAJLHBIX KOOPAUHAT. B paMKax IepedYrCIeHHbIX MaT-
PUYIHBIX MO,ZLGJ'IGI';I I/ICHOJIBSyIOTCH OJNHAKOBBIE METOJIbI 1 aJITOPUTMbI HpI/I6J’H/I)KeHHOFO
PelleHns 3a1a4, BOSHUKAIOIINX B 9TUX MOJEIAX. [Ipemiozkena BepuduKanus npudJIm-
JKEHHBIX PeIleHuil Moaesell auabaTidecKuX BOJHOBOIHBIX MO IIEPBOIO U HYJIEBOIO
IOPAIKOB; IIPOBEIEHO CpaBHEHUE UX C peSyﬂbTaTaMI/I ﬂpyFI/IX aBTOPOB, HO.HyLIeHHbIX
[P UCCJIeI0BAHUU OoJtee TPYOBIX MOIesel.

Krouesnie ciioBa: MOJCJIN KBAHTOBBIX I/I3MepeHI/IIt/'I7 BO3MYIIIEHUE TUCKPETHOT'O CIIEK-
Tpa, KOMIIJIECKCHBIE COOCTBEHHBIC SHaYCHUA, IIYIKHU OIIEpaTOPOB
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Abstract. The paper presents a study of three queuing systems with a threshold
renovation mechanism and an inverse service discipline. In the model of the first type,
the threshold value is only responsible for activating the renovation mechanism (the
mechanism for probabilistic reset of claims). In the second model, the threshold value
not only turns on the renovation mechanism, but also determines the boundaries of
the area in the queue from which claims that have entered the system cannot be
dropped. In the model of the third type (generalizing the previous two models), two
threshold values are used: one to activate the mechanism for dropping requests, the
second — to set a safe zone in the queue. Based on the results obtained earlier, the
main time-probabilistic characteristics of these models are presented. With the help
of simulation modeling, the analysis and comparison of the behavior of the considered
models were carried out.

Key words and phrases: queuing system, active queue management, renovation
mechanism, threshold, time-probabilistic characteristics, GPSS modelling

1. Introduction

According to [1] the problem of congestion avoidance for communication
networks does not have a satisfying solution, so the development and the
analysis of new active queue management (AQM) algorithms appears to be
the actual task for researches [2]-[13| and practitioners [14]-[24].

In this paper we will consider queuing systems with probabilistic renovation
mechanism, which allows to adjust the number of packets in the system
by dropping (resetting) them from the queue depending on the ratio of
a certain control parameter with specified thresholds [25], [26] at the moment
of the end of service on the device (server) [27]-[29] in contrast to standard
RED algorithm, when a possible reset occurs at the time of the next packet
arrival and the control parameter is an exponentially weighted average queue
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length [30]—[34]. In our models the renovation mechanism uses one or two
thresholds (which determine as the place in the buffer from which the packets
are dropped, but also the place to which the reset of packets occurs).

The previous works devoted to the analysis of queuing systems with thresh-
old based renovation are [35]-[38]. In [35], [36] some aspects of using the
renovation mechanism (different types of renovation, definitions and brief
overview were also given) with one or several thresholds as the mathematical
models of active queue management mechanisms were considered. Some re-
sults of comparing classic RED algorithm with renovation mechanism were
presented. In [37] two queuing models with threshold based renovation mecha-
nism were presented: in the first model the threshold value is only responsible
for activating the renovation mechanism (the mechanism for probabilistic re-
set of claims), in the second model the threshold value not only turns on the
renovation mechanism, but also determines the boundaries of the area in the
queue from which claims that have entered the system cannot be dropped.
In [38] the queuing system with two threshold values (one to activate the
mechanism for dropping requests, the second — to set a safe zone in the
queue) for renovation mechanism was investigated. All three queuing systems
have been studied for the service discipline FCFS (First Come First Served),
and in this article we will present some results for the discipline LCFS (Last
Come First Served). The study will again be carried out using embedded
Markov chains. We will not consider in detail the derivation of the stationary
distribution of the number of customers (which does not depend on the ser-
vice discipline and presented in [37], [38]) and will focus only on the service
(reset) probabilities and on time characteristics.

The structure of the article is following. In the section 2 the results for the
queuing model, where the threshold value is only responsible for activating
the renovation mechanism, are presented; the section 3 is devoted to the
queuing model, in which the threshold value not only turns on the renovation
mechanism, but also determines the boundaries of the area in the queue from
which claims that have entered the system cannot be dropped. In section 4
the characteristics for the queuing system with two threshold values (one to
activate the mechanism for dropping requests, the second — to set a safe
zone in the queue) for renovation mechanism are presented. In section 5 the
results of GPSS simulation are considered. The last section 6 concludes the
paper with the short discussion.

2. The first model

Consider the GI/M /1/00 queuing system, shown in the figure 1, with
the implemented renovation mechanism and a threshold value @);, which
determines the boundary in the queue, starting from which the dropping of
customers begins. If the current number of packets in the system i < Q; + 1
(the threshold value @, is not been overcome), then none of the packets will
be dropped from the queue. If the current number of packets in the system
1 > @1 + 1, then with probability ¢ the packet finishing the service can drop
all packets from the queue and leave the system, or with probability p =1—¢
the serviced packet simply leaves the system.
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A O p
Queue | S 101‘ vice
' device
LIFO 0,

Figure 1. Queuing system model

2.1. The service probability and the loss probability for a received
packet

Let p{°) be the probability that the packet received in the system will

be dropped by renovation mechanism and let pSOSS) be the probability that
a packet arriving and finding in the system exactly ¢ packets will be dropped.

(loss)

Let p; "’ (x) be the probability that in a time less than x a packet that

finds other i packets in the system will be dropped. Then:

o0

pz(loss) _ /‘pggss)(ilf)dl',

0

where pg(;-ss)(:c) is the probability that in time less than x the packet, before

which there are ¢ other packets in the queue and after which there are other j
packets, will be dropped, 7,7 > 0.

Let T(IOSS)( ) be the probability density functions and let ,0( OSS)( ) be the
Laplace— StleltJes transforms. Then:

/

loss loss loss loss
@ = G @) el = [ @
a) If i + j+ 1 < @, the threshold is not crossed, then:

loss (loss)
/Z k' € MydA( ) ’L] k+1( y)

b)) Ifi+j+1>Q;,i+1<Q, then:

min(j,i+j+1-Q1) . p_q

loss u-x —ur — _
iy (@) = Z E—1)° hrepth g Ale)t

+/ Hy o—HY . pmm(k,z'+1+j—Q dA() 1053)(x_y).
0
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b2)Ifi+j+1>Q,i+1>Q,, then:

J
(My loss
+/kz e pRAA(y) T (2 — ).

Then for the Laplace—Stieltjes transforms pg(;.ss) (s) we have:
a) Ifi+j+ 1< @, then:

J
loss <_1) % loss
Pl (s) = Y ral(ut 5) - o (s).

b.1)Ifi+j+1>Q,i+1<Q,, then:

min(j,i+14+5-Q)

loss <_1)k_1'uk
A= Y '7?r5““1Mu+@ pFl gt
k=1
J
I Z mm (kyi+j+1— Q1) (k )('u + S) . pgl’?s_S)]f+1(s>
=0

b.2)Ifi+j+1>Q,i+1>Q, then:

J k-1, k
0SS _1 —(k— _
pig” (s) :Z((l@l'l)ﬁb () pE gt

J
loss
+ Z o (p+5) - p%) L (s).
=0

2.2. Time characteristics of the system

Let W) (2) and W) (2) be the distribution functions of the time spent
in the queue by the served and dropped packets.

2.2.1. Time characteristics for a served packet

Wi(’?-erv) () — the intermediary distribution function of the time spent by

the served packet in the queue, if there are ¢ other packets in the queue before
the considered one and there are j others after it. Then

serv serv) 1
(Z WZ ,0 > ' p(scrv) ’
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where steady-state probabilities 7, (i > 0f) are defined in [37], [38]. For

SeT v / . .
densities wgbj v) (z) = (WZ(ZG )(:E)) , we will consider several cases.

a) Consider the case when i+ j+ 1> Q, 0 <i < @,

j+1
:UJJ J

—6 Mxp(serV)A(x)—}—

wis () = i+1,5

i?j

/J’y min(k.j+i+1— serv
_|_/ k] e Hyp (k,j+i+1 Ql)dA(y)w’(L’Jili+1(x_y)’

=0

prin(k,jHi+1-Q1) — FkE<j+it+1— Q15
p]+1+17Q1,k>j+zfQ1 )

b) Let’s move on to the case when i > Q)

serv J+1x.7 SeI'V
wiV @) = E e A / Z 9 ot Al @ ).

If i +j+ 1> @, the threshold is not crossed, then:

Mj+1x]

) = e A / S il e )

The Laplase—Stieltjes transforms for derived densities.

Ifi4+75741<@Q,, then:

v ( 1) Iu]+1 ) 3 Serv
wig () = a0 (u+5) +Z B (i + ) (9),
—0
oo
W) / w(g’erv Je **dx — Laplace—Stieltjes transform.
0

If0<2<Q1,butl+j+1>Q1,then

(sem) () (=1t 0)
2,7 j!

J
n Z )+ s) - prinlkodtit1-Qy) -wgf‘;?iv,lﬂ(s).
k=0

(n+s) - p =y
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Ifi > @, then:

serv —1)/ ]+1 i

—1)*p"
) (serv)
fe i D (p+s) p3+; oW pts) pt w0 ().

2.2.2. Time characteristics for a dropped packet

WZ(I;SS) (x) — the intermediary distribution function of the time spent by

the dropped packet in the queue, if there are i other packets in the queue
before the considered one and there are j others after it. Then

1059 loss 1
(Z @ WZ ,0 ) ' p(loss) ’

For densities wgl’(;-ss) (z) = (WZ(IJO%) (a:)) , we also will consider several cases.

a) The first case is when i+1+j < @), so the selected packet can be dropped

only due to the reception of new packets in the system and overcoming the
threshold value

Y
loz,s / Z
k=0

b) for the second case, when i +1+j > @, (i + 1 < @), several subcases
should be considered:

e MdA(y)w! T (x —y).

z] k+1

b.1)

s min(4,i4+14+j—Q;) kak—l

0SS _ “Hr L phllg A
wy o (z) = ; Tk HELpth g A(m)+

[< (ny)" —py  min(k,it14j-Q;) (loss)
T Z k! € P 7 dA( ) zy k+1<x_y)‘
0

My loss
—l—/ o e MY . pEd A(y)w Ejfzﬂﬂ(x—y).
0

The Laplase—Stieltjes transforms for derived densities.
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a) For the case when i 4+ j + 1 < ), we have

J
loss loss
=3 EVE a0+ )9 (9)

k=0

b) For the case when i +j+1 > @, i + 1 < @; we obtain:
b.1)

min(j,i+1+5—Q1) k-1 k

loss (-1) v
Wg,j )(5): ; W a* Y(u+s) ph g+

j
+ Z ﬂ min(k,i+5+1-Q1) (k) (1) 4 5) . oloss) (s)
2 i p H i,j—k+1\9)

b.2)

k-1, k

J
(loss) . (_1) K —(k—1) k1,

J
loss
+§: o+ 5) - wlT L (s).
=0

3. The second model

The second queuing model is also GI/M /1/c0 queuing system, shown in
the figure 2, with the implemented renovation mechanism, but the threshold
value (); determines the boundary in the queue, starting from which the
dropping of customers begins and also determines the safe zone from where
packets cannot be dropped.

—_ ] O
Queue | Safe  Service
LIFO ' Zone device
o1

Figure 2. Queuing system model 2

If the current number of packets in the system 7 is less or equal to Q; + 1
(the threshold value @, has not been overcome), then none of the packets will
be dropped from the queue. If the current number of packets in the system
1 is greater then ), + 1, then with probability ¢ the packet, finishing the
service and leaving the system, will drop all packets from the queue (outside
the safe zone), or with probability p = 1 — ¢ the serviced packet simply leaves
the system.
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Let 7, be the steady-state probability distribution of the embedded Markov
chain that the packet comming into the system will find in it ¢ other packets
(1 >0) [37], [38].

Let p°) and pt™) be the probability that the received packet in the
system will be dropped from the queue or will be transferred to service device.

The pgserv) is the auxiliary probability that the packet will be served if it
finds other i packets in the system.

(serv) __ - (serv) -1 . q
P = D; T, = T, .
zz:(; U (1-g)(1—pg)

(loss) 1— (serv) _— 1—1(1—= . q
g g ( e =g (1—pg) )’
p(loss) -7 L q )
G (1—g)(1—pg)

3.1. Time characteristics of the system

3.1.1. Time characteristics for serviced packets

Weev) (z) is the cumulative waiting time distribution function for the

accepted into the system packet, Wi(serv) () is the cumulative waiting time

distribution function for the accepted into the system packet, if at the moment
of its arrival there were i other packets in the system. Then:

1 = serv
W(serv)(x) _ Z Wz( )(.CC) -,
i—0

p(serv)

/

W(sorv) (il?) _ <W£scrv) (l’))

(2 (2

— probability density function.
/

The auxiliary functions WZ.(Z‘?W) (z) and WS;W) (x) = (W;f;rv)(m)) (1,5 > 0)
are the distribution functions and the densities of distribution functions of
the time spent by the served packet in the queue, if there were 7 other packets
in the queue before the considered one and j others after it.

a) If + = 0, then the cumulative distribution functions Wi(serv)(a:) =1,(x=

0). b) If 0 < i < @, — (the safe zone is not completely filled) then the

received in the system packet will be in the safe zone (cannot be dropped).
Then

W) = e Ale) + [ ea(y) -l @ =)
0

b.1) 0 < i+j < Qq, 7 > 0 (taking into account the packets that came after
ours), the threshold value ); has not been overcome in the queue, that is,
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the renovation mechanism has not turned on. Then

H‘H_I.IJ

ngerv)(x) i eHT . (m)+/z ¢ A A(y) - w ZserkH(ac Y).
0

b.2) Q; < j+1 (j > 0) the renovation mechanism was activated, but our
packet is in a safe zone. Then

I+l

(serv) ¢y — J—(Q1—1)+1 . 4 —px A
w,. () = P x)+ qe Ax)+
) =y @+ 5= (x)
1+(j—(Q,—4)-1) k+Qq—i k+Q,—i—1
- . . ,u 1 x 1 o _
+ — —2)—=k)- y BT A(x)+
+ [emaaw wisle -+
0
Ti—(Q—1i)—1 (My)
s [3 BEe praat) W e )+
0 k=1
r 7 (,Uy) —py | i—Qy—i (serv)
[ e @A) W —y),
o k=1-(Q:—1)
ey J—(Q1-1) uHQﬁimel%fl .
wir™ (@) = Foli = (Qu—1)— k) e Al)
J o k 1 <k§+Q1_Z—1)'
[T ()t (serv)
k serv
+/ ; T MY pPdA(y) - w Ufkﬂ(x—y)Jr
] -

:U’y) i— i serv
e p AT dAy) Wi (e — ).

_I_
D\
B

c) i > @, +1 — at the time of receipt of our packet, the safe zone is filled
and there are packets outside the safe zone — the renovation mechanism is
enabled. Then

x

w57 = ey A+ [ i) wiTe -

i J
serv T e G1Tr Y (serv
W) = B ey ) [ Y Ve o)
0
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3.1.2. Time characteristics for dropped packets

Let W) (z) be the cumulative distribution functions of the time spent
by the packet in the queue before dropping.

0SS 1 G loss
w )<x> = o) . Z Wi( )<aj)7ri.
1=0

o) (x) is the conditional probability that in a time less than = the packet

7

that has found exactly ¢ of other packets in the system will be dropped from
- “q “q /
the queue. The auxiliary functions Wi(};-m) (x) and wg’;sb)(x) = (Wi(};sb) (:1:))
(i,j > 0) are the distribution functions and the densities of distribution
functions of the time spent by the dropped packet in the system, if there were
1 other packets in the queue before the considered one and j others after it.
a) 0 < i < @ (that is, the system was either empty, or at least there was
one free space in the safe zone)

b) Q) <i (1> Q) +1)

w9 (2) = pe g - A(z) + / e MdA®) - W (z — ),

0
(loss) A ,LLkCL'kil —
@3 e A+ = Q= kA
g k Jj—k
(Ny) — loss
b S e om0 W )

4. The third model
Consider the GI/M /1/oo queuing system, shown in the figure 3.

A O L
Queue | Service
LIFO | ! device
Q1 @

Figure 3. Queuing system model 3

In this section, a single-server queueing system with an infinite queue
capacity and two threshold values is considered. Threshold values:
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— () — the threshold value in the queue, when overcoming which by the
queue length packets (from @, + 1) will be dropped from the queue with
a probability q.

— ()5 — the threshold value in the queue to which packets are dropped (i.e.
packets standing in the queue up to the @, threshold are not dropped).

4.1. The service probability and loss probability of the received
packet

Let’s introduce the probability p®*) that the packet, entering the system,

will be served, auxiliary probabilities pgsm) (# > 0) of incoming packet to

be served if there were other i (i > 0) packets in the system, and auxiliary
(serv)

probabilities p; ; () that during the time z the packet, which found exactly

i other packets in the system at the moment of arrival and behind which
there are 7 more packets, will be served

p(serv) — EberV)Trz’?
=0
where m; — the stationary probabilities [37], [38].
Let’s consider several cases

a) The first one, when the System is empty: p(serv) = 1.

b) The second case is when 1 <17 < @5, sop Se”) =1.
c) The third case @, <@ < Q) 1ncludes two subcases:

c.1) the first subcase, @, +1 < i+ 147 < @, +1 — the @, threshold in
the queue has not been overcome (taking into account the packets after the
considered one), that is, the renovation mechanism has not turned on

SeTV 3 ]+1 Serv
) = Aa) - (B e / Z U Ay) ).

c.2) the second subcase, i + 1+ j > @Q; + 1 — the @); threshold in the
queue has been overcome, so the renovation mechanism has been activated

j+1
(serv) <JJ> _ Z(JJ) . (/’Lz)j e HT pi+j+1—(Q1+1>+

,uy)k —uy de (serv) .
+ Z k! € b ( ) ng k—&-l(m y>+

/ D) mspi-aaa(y) - p). e~ )
k_

k! p; ,j—k+1
0 72+]7Q1+1
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d) the fourth case is when the @), threshold in the queue has been overcome
at the moment of the arrival of the considered packet, (i > @) so the
renovation mechanism has been already activated

xT

(serv) I . (Mx)j+1 —px,j+1 / ! (My)k
Py (@) = A) e P ,; Kl
o k=

e MprdA(y) - pi iz —y),

oo

e = o

0
Loss probability of the received packet

p(loss) — ipz('lOSS)ﬂ-iy

=0

where pgloss) — the probability that the incoming packet will be dropped if

at the moment of its arrival there were i, ¢ > 0 other packets in the system,

and pg(;ss) (x) is the probability that in time less than x the packet, before
which there are ¢ other packets in the queue and after which there are other j
packets, will be dropped, 7,7 > 0.

(loss) . .
a)pl _071_07Q27
b) @, <t < @, the threshold value of ), has not been reached at the time
of receipt;
b.1) i + 1+ j < Q; +1 — (the threshold has not been crossed even taking
into account the application that came later)

y .
J k
loss (:uy) _ loss
pgﬁj )(:I)) - /Z k! e MdA(y) 'pz(‘,j—zwl(x —y).
0
b.2) i+1+j > Q,+1 — (the @, threshold was overcome due to applications

after the incoming one)

it j+1—(Qq+1) (i)

(@) =A@ Y e et

k=1 '

[ (py)* (loss)

+ Z Teiuypde(y)pi;bijrl(x o y)+
k=0 '
0

[ - (:Uly>k — i+i—Q (loss)

- > e A dAW)p; T (- ).

k=i+j—Q,+1 ’

0
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k
wy — loss
) ”yp’“dA(y)pE,ij(x —y);

4.2. Time characteristics of the system

Let W) () and W) (z) be the cumulative distribution functions of

the time spent in the system by the packet before being dropped or served.
. . (serv (serv) serv) / (loss

The auxiliary functions Wi,;r )(m) and wfjr (x) = (I/VZ-(;-eI (a:)) ) WZ;S )(m)
and WEIE%)(:I:) = (Wi(;‘?rv) (x)> (7,7 = 0) are the distribution functions and the
densities of distribution functions of the time spent by the served (lossed)
packet in the queue, if there were ¢ other packets in the queue before the
considered one and j others after it. Then

Serv 1 G Serv
we )(x>:p(serv)zwi(,j )(@'%
=0

0SS 1 = loss
Wloss) () = s Z Wi(,j )(x) T

=0

a) If a packet enters the empty system (i = 0), it immediately starts to be

served.
serv 0, x<0,
Wg,o )(x) = {
1, x>0,

W (s) = / e Wl (2)d(x) = 1,
0

loss
Wé,o )(l’) = 0.

b) If the total number of packets in the system has not overcome the
threshold @, (0 < i< @y, 71+ j+ 1< @), then the considered packet will
be in the safe area and the renovation mechanism is not enabled.

x

wio (z) = A(x) - pe e + / e MdA(y) - Wi (@ — y).
0
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W(serv)(m) . Z(I)Mj+1xj e—HT 4 i (My)k _“ydA< ) . W(serv) (l‘ . )
i,J - 4 Ll Y iy j—k+1 Y)
o k=0
serv <_1)j,uj+1— i d <_/J’>k serv
wg,j )(S) = Ta(])(s + :U’> + kzg X X Oé(k)(S + /L) : w;j_,iH (S),
(loss) .
i (x) =0.

c¢) The case, when at the moment of arrival of the considered packet there
were 0 < i < ), other packets in the system (our packet was in the safe
area), but currently the total number of packets in the system is equal to
i+ j+ 1> Q@ (so the renovation mechanism is enabled)

serv wtigd o =
5 @) = Ee e A )+
Fiti1-Qy k Qi1
= (1y) (wlx—y)=™"
+ Az / e MpFgudy e HEy) 4
+/ Z Teilmpkilqu(y)WSgZ)_i_1+1(5’3 —y)+
k=0 '
0

Y i+j+1— serv
s W srncaaagwiT),
o k=it+j+1-Q,—1 ’

d) The case, when at the moment of arrival of the considered packet there
were (0, < i < ; other packets in the system (our packet was out of the safe
area), includes several subcases.

d.1) The first subcase — currently the total number of packets in the system
is @y < i+ 7+ 1< @ (the renovation mechanism is not enabled)

(serv) - A /J/j+137j —px . (:uy>k “mydA (serv)
Wi () = A(z) 41 € + Z Ll x e MdA(y) - Wi,j—kﬂ(x —Y),
0 k=0
Ti+i+1-Q, 1y
loss _ loss
WE’j )(x) = / kz ﬁe HYd Ay - W;j_)kﬂ(x —y).
—0 :

0

d.2) The second subcase, when currently the total number of packets in
the system has overcome the threshold @, (i +j+1 > @), so the renovation
mechanism is activated
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1Y) serv
+ / S e Ay W =)t

LS
+ Z —; P te MdA(y) - Wi,j_k+1<x —Y),
k=itjt1-Q,+1

B e R
w3 (@) = Ala) e

2,7

'pkflqefum_i_

1+J+1 Ql k;

[LU, _ loss
/ VR phemmvdA(y) - %)y (o — )

N / Z (py)* pi+j+1—Q1@—ﬂydA(y)-W&{(;Sj)]g+1(1'_y)~

ok
k=it+j+1-Q,+1

e) The last case, when the threshold @), was overcome (i > @) at the
moment of our packet arrival

j+1
Mj J

T g

serv Y T (:uy
wi™ (z) = A(z) Tc H pﬂ“+/2}
=

e pFdA(y)-wi™),  (z—y),

(loss) _ AR Hkmk_l
iy ( ):A(x)z(k;—l)'e e ph=t g4
k=1

5. GPSS simulation results

Below (see table 1) is presented a table with GPSS simulation results that
was performed with the following initial parameters: threshold value ; = 30,
arrival rate — 14 task per 1 unit of time, service rate — 16 task per 1 unit
of time, and the simulation time is 100000 units of time) for different drop
probabilities.

The table 2 shows the results of GPSS simulation that was performed with
the following initial parameters: arrival rate — 14 task per 1 unit of time,
service rate — 16 task per 1 unit of time, ¢ = 0.01, and the simulation time



I.S. Zaryadov et al., Analysis of queuing systems with threshold ... 175

is 100000 units of time) for different threshold values. For the third model
the threshold value @, = 10.

Table 1
Simulation results for different drop probabilities
q propability 0.0025| 0.005 | 0.01 | 0.025 | 0.05 0.1 0.15
sys.1{1401525|1401566|1401134(1400127{1400915|1399127|1398795
Generated
. sys.2(1400992|1401374|1401547{1400816(1401421|1400971|1401135
tasks
sys.3(1401647|1401379(1400564(1400333({1400889|1400251|1399581
Serviced sys.1{1400084|1398863|1396791(1394210(1393457|1389597|1389540
ervice
. sys.2(1400752|1400843|1400879(1399692(1399428|1399166/1399030
tasks

sys.3|1400537|1399411{1397201|1395975|1395643(1393555|1393104
Serviced tasks |sys.1{1379233|1381969|1385859|1388162|1388647|1386899|1387651
without calling |sys.2|1378347|1381669|1385318|1388493|1387780|1391338|1391897
the renv. mech.|sys.3|1379887|1382616|1385828|1389605|1390628|1390814/1391166
sys.1| 1436 | 2698 | 4332 | 5917 | 7456 | 9530 | 9249

Dropped
sk sys.2| 240 527 663 1117 | 1984 | 1803 | 2104
asks
sys.3| 1091 1967 | 3357 | 4357 | 5240 | 6696 | 6472
Sorvi sys.1| 0.9990 | 0.9981 | 0.9969 | 0.9958 | 0.9947 | 0.9932 | 0.9934
ervice
sys.2| 0.9998 | 0.9996 | 0.9995 | 0.9992 | 0.9986 | 0.9987 | 0.9985
Probability
sys.3| 0.9992 | 0.9986 | 0.9976 | 0.9969 | 0.9963 | 0.9952 | 0.9954
- sys.1| 0.0010 | 0.0019 | 0.0031 | 0.0042 | 0.0053 | 0.0068 | 0.0066
ro
P sys.2| 0.0002 | 0.0004 | 0.0005 | 0.0008 | 0.0014 | 0.0013 | 0.0015
Probability
sys.3| 0.0008 | 0.0014 | 0.0024 | 0.0031 | 0.0037 | 0.0048 | 0.0046
sys.1| 6.0930 | 5.9230 | 5.7090 | 5.5240 | 5.4820 | 5.3080 | 5.2360
Average

sys.2| 6.1800 | 6.0780 | 6.0220 | 5.8580 | 5.9530 | 5.7980 | 5.8550
sys.3| 6.1230 | 5.9360 | 5.7330 | 5.5720 | 5.5560 | 5.4120 | 5.3290

queue length

sys.1| 92 71 63 67 54 46 43
Maximum

sys.2| 92 64 61 65 60 51 49
queue length

sys.3| 92 71 71 67 54 46 43

sys.1| 0.497 | 0.483 | 0.467 | 0.453 | 0.449 | 0.437 | 0.431
sys.2| 0.503 | 0.495 | 0.491 | 0.478 | 0.485 | 0.473 | 0.478
sys.3| 0.499 | 0.484 | 0.469 | 0.456 | 0.454 | 0.444 | 0.438

Average

waiting time
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Table 2
Simulation results for different threshold values
Threshold 10 20 25 30 40 50 75
value @),
o 1 sys.1/1399202|1401573|1401188(1401134|1399645(1400335{1400451
enerate
. 8ys.2/1399603|1400523|1399393|1401547|1402003|1400032(1399596
tasks
sys.3/1399603|1400753|1400647|1400564|1399680({1400321(1400448
Sorviced sys.1/1368353/1389618|1393927|1396791|1398462(1399917|1400367
ervice
. sys.2|1387180(1397457|1397721|1400879|1401813(1399986(1399562
tasks
sys.3|1387180(1393344(1395743(1397201|1398764(1399969(1400374
Serviced tasks [sys.1/1166280|1343186|1370099(1385859|1394747/1398969|1400319
without calling |sys.2|1145456|1336931(1365038|1385318(1396545|1398819(1399341
the renv. mech.|sys.3|1145456|1346681(1372422|1385828/1395050(1399021|1400326
sys.1| 30833 | 11955 | 7261 4332 1176 407 83
Dropped
. sys.2| 12423 | 3065 1672 663 190 42 33
tasks
sys.3| 12423 | 7409 4902 3357 916 337 73
Sorvi sys.1| 0.9780 | 0.9915 | 0.9948 | 0.9969 | 0.9992 | 0.9997 | 0.9999
ervice
sys.2| 0.9911 | 0.9978 | 0.9988 | 0.9995 | 0.9999 | 1.0000 | 1.0000
Probability
sys.3| 0.9911 | 0.9947 | 0.9965 | 0.9976 | 0.9993 | 0.9997 | 0.9999
D sys.1| 0.0220 | 0.0085 | 0.0052 | 0.0031 | 0.0008 | 0.0003 | 0.0001
ro
P sys.2| 0.0089 | 0.0022 | 0.0012 | 0.0005 | 0.0001 | 0.0000 | 0.0000
Probability
sys.3| 0.0089 | 0.0053 | 0.0035 | 0.0024 | 0.0007 | 0.0002 | 0.0001
sys.1| 4.564 | 5.273 | 5.5330 | 5.7090 | 5.9110 | 5.934 | 6.158
Average
sys.2| 5.069 5.7 5.8540 | 6.0220 | 6.0780 | 6.014 | 6.089
queue length
sys.3| 5.069 5.37 |5.5630 | 5.7330 | 5.9210 | 5.933 | 6.158
sys.1| 67 64 71 63 80 76 &9
Maximum
sys.2| 67 75 62 61 64 76 102
queue length
sys.3| 67 75 59 71 80 76 89
sys.1| 0.381 | 0.433 | 0.454 | 0.467 | 0.484 | 0.485 | 0.502
Average
sys.2| 0.418 | 0.466 | 0.479 | 0.491 | 0.496 | 0.491 | 0.497
waiting time
sys.3| 0.418 | 0.441 | 0.456 | 0.469 | 0.485 | 0.485 | 0.502
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6. Conclusion

Based on the simulation results 1, the following conclusions can be drawn.
The largest number of dropped packets, as expected, is observed in the first
model, the smallest — in the second model (due to the safe zone). The third
model shows an average result compared to the first and the second models.
The largest number of serviced packets is in the second model, then — in the
third model. The smallest number of serviced packets is in the first model.

The probability of a packet to be dropped is about five times greater for
the first model than for the second model, and 20-30 percent more than for
the third model.

The average waiting time for the second model is about 5-10 percent greater
than the same characteristic for the first and third models.

As the value of the renovation probability g increases, the drop probability
increases for all three models, and the service probability decreases accordingly.
Also, with an increase of the renovation probability ¢, both the average and
maximum queue lengths decrease, and the average waiting time also decreases.

Based on the simulation results 2, the following conclusions can be drawn.
With an increase of the threshold value (), responsible for switching on the
renovation mechanism, the number of dropped packets decreases for all three
models (the second model is characterized by the smallest number of dropped
packets), the service probability increases to unity (the second model), and
the drop probability decreases almost to zero. The average and maximum
queue lengths increase, and the values for the first and third models become
approximately the same. The average waiting time also increases, and again
for the first and third models, the values become approximately the same.

The third model, which generalizes the first and the second models, shows
average results compared to the above models, and is more preferable for use
as a queue length management model.
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Ananu3 cucteM MaccoBOro OOCJIY>KWBaHUSI C TOPOTOBBIM
MeXaHU3MOM OOHOBJIEHUS Y MHBEPCUOHHOM IUCIATIIIMHOMN
0o0CITy>KBaHUST

. C. 3apsmos' ?, Makmam K. K. Buana!, T. A. Musosanosa'

L Poccutickuti yrusepcumem dpyoicvs napodos,
ya. Muxayzo-Maxaas, 0. 6, Mocxsa, 117198, Poccus
2 Huemumym npobaem undopmamuru,
Dedeparvroli uccaedosamenverutlt uenmp «Urnpopmamura u ynpasserues PAH,
ya. Basuaosa, 0. 44, xop. 2, Mockea, 119333, Poccus

Awnnoramnusa. B pabore mpencTaBiIeHO HCCIEI0OBAHNE TPEX CUCTEM MACCOBOTO OOCITY-
JKUBAHUsS C ITOPOTOBBIM MEXaHU3MOM OOHOBJIEHWS W WHBEPCUOHHON IUCITUILIUHOMN
obciykuBaHus. B Momem epBoro TUia IMOporoBoe 3HAYEHNE OTBEYAET TOJIBKO 32 aK-
TUBAIUIO MeXaHN3Ma OOHOBJIEHUSI — MEXaHU3Ma BEPOSITHOCTHOTO cOpoca 3assBOK. Bo
BTOPO# MOJIE/IA TIOPOTOBOE 3HAYEHNE HE TOJHKO BKJIIOYAET MEXaHU3M OOHOBJIEHU, HO
U OTIpejieidgeT B HAKOIMTE e TPAHUIBI 00IaCTH, U3 KOTOPOH IMOCTYIUBINNE B CUCTEMY
3asBKHU HE MOTYT ObITH COpOIlEHbl. B Moe i TpeTbero Tuma, 0600IIaoIeil Ipebl-
JYIIUe JIBE MOJIEJIH, UCIIOJIB3YIOTCH JIBA MOPOTOBBIX 3HAYCHUS: OIHO JJId aKTUBAIIUN
MexaHu3Ma cOpoca 3asdBOK, BTOPOE — JIJId 3aaHus 0€30MMaCHON 30HBI B HAKOIIUTE/TE.
Ha ocHOBe moJiydeHHBIX paHee pe3ybTaTOB IPEJICTABIEHBI OCHOBHBIE BEPOSTHOCTHO-
BpPEMEHHBIE XapaKTEPUCTUKU PACCMOTPEHHBIX Mojeseil. C MoMOIIbI0 KMUATAIMOHHOIO
MOJIETUPOBAHUS MTPOBEJIEH AHAJIM3 U CPABHEHUE MTOBEJIEHNS U3YUYEHHBIX MOJIEIEN.

KiroueBble cjioBa: CUCTEMa MaCCOBOIO O6Cﬂy}KI/IBaHI/IH, AKTHUBHOE yIIpaBJIEHUE OYe-
Peabo, MEXaHU3M O6HOBJI€HI/IH, IIOPOroBoe 3Ha4YeHNEe, BpEMEHHbIEC XapaKTECPUCTUKU,
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