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This article is devoted to some aspects of using the renovation mechanism (different
types of renovation are considered, definitions and brief overview are also given) with
one or several thresholds as the mathematical models of active queue management
mechanisms.

The attention is paid to the queuing systems in which a threshold mechanism
with renovation is implemented. This mechanism 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 at the moment of the
end of service on the device (server) (in contrast to standard RED-like algorithms,
when a possible drop of a packet occurs at the time of arrivals of next packets in the
system).

The models with one, two and three thresholds with different types of renovation
are under consideration. It is worth noting that the thresholds determine not only
from which place in the buffer the packets are dropped, but also to which the reset
of packets occurs. For some of the models certain analytical and numerical results
are obtained (the references are given), some of them are only under investigation,
so only the mathematical model and current results may be considered.

Some results of comparing classic RED algorithm with renovation mechanism are
presented.

Key words and phrases: random early detection, active queue management, queu-
ing system, general renovation, threshold mechanism, drop function, congestion
control
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1. Introduction

In modern communication networks the problem of congestion avoidance
does not have a satisfying solution [1] and the development of active queue
management (AQM) algorithms appears to be the actual task for researches
and practitioners.

A numerous number of AQM schemes have been proposed [2]|, some of
them were investigated and standardised by IETF working group on “Active
Queue Management and Packet Scheduling” [3].

For the most AQM algorithms models the performance analysis is performed
by simulation (for example, [2]) and that is why the bridges between the
available use-case results and the available analytic results are very few (see,
for example, [4]-[7]).

In this paper the mathematical models of RED-like ( 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
length [8]-[10], in our models the decision about a possible packet drop is
made at the momemnts of service completions) algorithms with renovation
and one or several thresholds (which determine not only the place in the
buffer from which the packets are dropped, but also the place to which the
reset of packets occurs).

The structure of the article is following. The section 2 gives the brief
description active queue algorithms, especially of the classic RED algorithm.
The section 3 consists of foyr subsections: in 3.1 the definitions of different
types of renovation are given as well as a brief overview of queueing systems
with renovation; in 3.2 the models with renovation and a single thresholds
are described; the subsectionn 3.3 is devoted to models with renovation and
two thresholds (for one of these models some analitycal results are presented);
the last subsection 3.3 describes renovation models with three thresholds. In
section 4 the comparison of results for RED algorithm and some renovation
models is presented, based on experimental results from [11]-[13]. These
results confirm assumptions that the use of the renovation mechanism in
the single server queues under heavy overload conditions and some other
constraints allows one to achieve at least the same performance level as by
the classical random early detection algorithm. The last section 5 concludes
the paper with the short discussion.

2. Active queue management algorithms. The brief
description of RED algorithm module

According to RFC 7567 [1] active queue management (AQM) is considered
as a best practice of network congestion avoidance (reducing) in Internet
routers. The active queue management is the policy of dropping packets
inside a buffer associated with a network interface controller (NIC) before
that buffer becomes full (or gets close to becoming full) and this policy is
based on some rules (algorithms ) such as:

— Random Early Detection (random early discard or random early drop)
(RED) [8]-[10], [14] — is a queuing discipline for a network scheduler
suited for congestion avoidance by pre-emptively dropping packets before
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the buffer becomes completely full based on predictive models to decide
which packets to drop;

— Explicit Congestion Notification (ECN) [9], [15] and its modifications [16]-
[19] — allows end-to-end notification of network congestion without
dropping packets (opposed to RED);

— controlled delay (CoDel) [20] and its modifications [21], [22] — a schedul-
ing algorithm for the network scheduler, designed to overcome bufferbloat
in networking hardware by setting limits on the delay network packets
experience as they pass through buffers in this equipment;

— BLUE [23]| and its modifications [24]-[26] — operates by randomly
dropping or marking packet with explicit congestion notification mark
before the transmit buffer of the network interface controller overflows
and it requires little or no tuning to be performed by the network
administrator;

— CAKE (Common Applications Kept Enhanced)|[27], [28] — is a shaping-
capable queue discipline which uses both AQM and FQ, itcombines
COBALT, which is an AQM algorithm combining Codel and BLUE

Early AQM disciplines (notably RED and SRED) require careful tuning of
their parameters in order to provide good performance, but modern AQM
disciplines (Blue, CoDel, CAKE and new modifications of RED — the overview
may be seen in [29], [30]) are self-tuning, so they can be run with their default
parameters.

The classic RED [8] is an active queue management algorithm with two
thresholds (Q,,;,, and @,,,.), which monitors the average queue size and
drops packets (or marks packets when it used in conjunction with ECN) based

~

on statistical probabilities p(Q) [8]:

07 O < Q < Qmin?

~

3\ Q - inin A
p(Q) - mpmaxv Qmin < Q < Qmax?

L Q> Qua

where p_.. is the maximum of dropped probability (probability of marking),
and @ is the queue length control parameter (low-pass filter) calculated by

formula: ~ R .
Qk+1 = (1_wq)Qk+quk, k)zo,l,Q,...,

here w, (0 < w, < 1) is a weight coefficient of the exponentially weighted
moving-average.

3. Renovation mechanism with thresholds
3.1. The definition of renovation mechanism

The renovation mechanism was introduced in [31]: at the moment of the end
of its service the packet on the server may either just leave the system with
some non-zero probability p, or may empty the buffer with the renovation
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probability ¢ = 1 — p. In [31] the steady-state probability distributions for
several types of queueing systems were presented.

Later the model of renovation with feedback (or repeated service) was
introduced in 2007 by professor P. P. Bocharov in [32]. The renovation with
feedback means that after emptying the buffer with probability ¢ the served
packet starts another round of service. The main characteristics in matrix-
analytical form were obtained. Another system with renovation and feedback
was studied in [33], [34], where the retrial queueing system with renovation
and recurrent input flow was investigated.

The generalisation of renovation mechanism was proposed in 2008 by
professor A. V. Pechinkin [35]: at the moment of the end of service the packet
may drop from the buffer with probability q(7) exactly ¢ (i > 1) other packets
and leaves the system or may just just leave the system without any effect on
it with the complementary probability p = 1 — ZZ_ L q(3).

In [12], [13], [35]-[39] queueing systems with different types of renovation and
service disciplines were presented. It was proved that for Gi/M /n /oo systems
with general renovation (or just renovation) the steady-state probability
distribution has the geometric form and sojourn time distribution of a served
(lossed) packet has an exponential form.

The study of queueing systems with renovation mechanism and thresholds
was started in [12], [13].

3.2. The mathematical model with renovation and one threshold

The simplest mathematical models of renovation mechanism with thresholds
are the models with one threshold ), for queue length.

If the current queue length ¢ is larger than @ (¢ > @) then a packet on
the server at the moment of the end of its service may either leave the system
with probability p or may drop a packet (packets) from the buffer and leave
(renovation mechanism).

The next types of renovation may be considered:

— the “simple” renovation of the first type — the fixed size group of k
(k > 1) packets will be dropped with fixed probability ¢;

— the “simple” renovation of the second type — the fixed size group of k
(k > 1) packets will be dropped with fixed probability ¢, (but @, will
remain anyhow)

— the “complete” (“full”) renovation (or just renovation) — all packets from
the buffer will be dropped with probability ¢ = 1 — p, the system will be
empty;

— the “incomplete” renovation — all packets (that are after the threshold)
willbe dropped with probability ¢ =1 — p, @; packets will remain in the
system;

— the general renovation of the first type — exactly k (k > 1) packets from
the buffer will be dropped with probability ¢(k) if in the buffer there are
more then k packets or the system will be empty if in the buffer were
were less (or equal) then k packets;

— the general renovation of the second type — exactly k (k > 1) packets
from the buffer may be dropped with probability ¢(k) if there were more
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then £+ @), packets in the buffer, or (); packets will remain in the system
if in the buffer were less (or equal) then k + @), packets.

For the last two cases of general renovation the following condition on
probabilies p and ¢(k) (k > 1) must be met:

P+ k) =1,
k=1

p is the probability, that a served packet will just leave the system without
dropping other packets.

The minus of the first, the third and the fifth drop mechanism is that too
many packets may be dropped, the minus of the second, the fourth and the
sixth drop mechanism is that the buffer may remain overflowed. Models with
two thresholds allow to get rid of these minuses.

3.3. The mathematical model with renovation and two thresholds

In this part of the article we will discuss models of RED-like algorithm based
on queueing systems with renovation and two thresholds.

The thresholds of the first type: the first threshold (); determines when
packets start to be dropped, the second threshold Q,(Q, > Q) sets the
maximum value of drop probability.

The types of renovation policy. At the moment of the end of a packet
service the current queue length ¢ is compared with thresholds and if ¢ < @4
then no one of the packets from the buffer is dropped.

— If Q; +1 < ¢ < Q, then the fixed size group of k (k > 1) packets will
be dropped with fixed probability g,. If § > Q)5 + 1 then the fixed size
group of k packets in the buffer will be dropped with maximal probability
Qmax(qk < max < L.

— If Q, +1 < ¢ < Q, then the fixed size group of k packets will be dropped
with probability ¢, (q), 0 < q;(7) < ¢uax- If § = Q5+ 1 then the fixed size
group of k packets in the buffer will be dropped with maximal probability
Guax (this model was considered in [12] for k = 1 (the last packet is
dropped) and the steady-state probability distribution of packets in
the system(for imbedded Markov chain) as well as some probabilistic
(the probability that the arriving packet will be dropped or served) and
sojourn time characteristics for served packets were obtained).

— If Q, +1 < ¢ < Q, then the fixed size group of k packets will be dropped
with fixed probability ¢;. If ¢ > Q5 + 1 then all packets except the first
(), will be dropped with probability g.

— If Q, +1 < ¢ < @ then the fixed size group of k packets will be dropped
with probability ¢, (q). If § > Q4 + 1 then all packets except the first Q)
will be dropped with probability gq.

— If Q; +1 < ¢ < @, then the arbitrary size group of k packets will be
dropped with given probability q(k) (0 < q(k) < 1). If § > Q, + 1 then
all packets except the first (); will be dropped with probability q.
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For all types of renovation policy the following condition on probabilies g,
qk<é)7 q(k) » Qmaxy 4 (k > 1) must be met:

prtae=1 pe(@)+a (=1 k=1, p—l—Zq(k):l,
k=1

where py, p.(¢) (kK > 1) and p are the probabilities that the served packet

will leave the system without dropping any other packets from the buffer (if

Q1 +1<3<Qy), and piis + gy, = 1, p® + ¢ =1, plils and p® are the

probabilities that the served packet will leave the system without dropping
any other packets from the buffer (if ¢ > Q5 + 1).

The thresholds of the second type: the first threshold ); determines when
packets start to be dropped, the second threshold (), determines the place
to which packets will be dropped from the queue (Q; > Q). If the current
queue size ¢ is less than @), then a served packet just leave the system. But
if ¢ > @ + 1 then the following types of renovation (dropping) mechanism
may be applied:

— the fixed size group of k (k > 1) packets will be dropped with fixed
probability ¢, (anyhow @, packets will remain in system);

— with probability ¢ only @), packets will remain in system, all others
packets will be dropped;

— the arbitrary size group of k packets will be dropped with given probability
q(k) (0 < gq(k) < 1) (anyhow @, packets will remain in system).

For all types of renovation policy the following condition on probabilies ¢,
q,(q) (k> 1) and ¢ must be met:

pta. =1 p+Y ak)=1, p@+q=1,
k=1

where p, (k > 1), p and p? are the probabilities that the served packet
will leave the system without dropping any other packets from the buffer (if
Q) +1< ).

The minus of these policies is that the drop probability ceases to depend
on the queue length and it is impossible to set the maximum drop probability.
Models with three thresholds allow to get rid of this minus.

For the third model in [13] the steady-state probability distribution of pack-
ets p; (i > 0) in the system(for imbedded Markov chain), some probabilities
were obtained and represented by geometric form (when the threshold @, is
overcomed):

Q1
P = Z py(—p)7 T T ()
j=i1

+pQ1+1gi_Q1_2 (g —a(p) — /A(QJU)@_WdA(I)) , 1=1,0Q;+1,
0
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p; = pQ1+19i_(Q1+1), 1> Q)+ 1,

where ¢ is the unique solution of the equation g = a (u(1 — gQ(g))), and
belongs to interval (0;1), «(s) is the Laplase—Stieltjes transformation of
interrarrival time distribution function A(z), Q(g) is the probability generating
function for probabilities (I, k) that [ packets will be served and k packets
will be dropped from the buffer,

Qy+1—i (izg)! Qy+1—i-1 |
Algr)= >, =~ D wlLig
=1 : =0

Also the probability that the arriving packet will be dropped and sojourn
time characteristics for dropped packets were obtained in form of integral
equations.

3.4. The mathematical model with renovation and tree thresholds

In this part of the article models with renovation and three thresholds (@, @5
and @3) will be formulated. The first threshold (), determines when packets
start to be dropped, the second threshold Q,(Q5 > Q) sets the maximum
value of drop probability, the third threshold Q4(Q5 < @) determines the
place to which packets may be dropped from the queue.

The following types of renovation mechanism may be defined. At the
moment of the end of a packet service the current queue length ¢ is compared
with thresholds and if ¢ < @) then no one of the packets from the buffer is
dropped.

— If Q; +1 < ¢ < Q, then the fixed size group of k (k > 1) packets will
be dropped with fixed probability ¢,. If ¢ > Q)5 + 1 then the fixed size
group of k packets in the buffer will be dropped with maximal probability
Goax (U < Gaxe < 1, but Q4 packeta anyhow will remain in the system.

— If Q, +1 < ¢ < Q, then the fixed size group of k packets will be dropped
with probability ¢, (q), 0 < q;,(7) < @uax- If § = Q5+ 1 then the fixed size
group of k packets in the buffer will be dropped with maximal probability
Gmax> DUt Q5 packeta anyhow will remain in the system.

— If Q, +1 < ¢ < Q, then the fixed size group of k packets will be dropped
with fixed probability ¢;. If ¢ > Q5 + 1 then all packets except the first
(), will be dropped with probability g.

— If Q, +1 < ¢ < Q, then the fixed size group of k packets will be dropped
with probability ¢, (q). If § > Q4 + 1 then all packets except the first Q)
will be dropped with probability gq.

— If Q; +1 < ¢ < @, then the arbitrary size group of k packets will be
dropped with given probability q(k) (0 < q(k) < 1). If § > Q, + 1 then
all packets except the first (); will be dropped with probability q.
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For all types of renovation policy the following condition on probabilies ¢,
s 4(0); 46(@); a(F) ; Gax> ¢ (K > 1) must be met:

o0
petae=1 pp(@ +aq(@=1 k=1, p+ZQ(k>:1,
=1

where p., p.(¢) (k > 1) and p are the probabilities that the served packet

will leave the system without dropping any other packets from the buffer (if

Ql + 1 < (./Z\ < Q2)7 and pl(”rizx + qmax = 15 p(2) + q = 17 pl(ga),x and p(2> are the

probabilities that the served packet will leave the system without dropping
any other packets from the buffer (if ¢ > Q4 +1).

4. The comparison of some renovation models
with RED algorithm

In this section we will compare values of the probability of packet being
dropped from the system p'°* for RED and TailDrop algorithms [4], [6], [7]
and values of the probability p'®*, obtained by formulas derived for queueing
system with general renovation [11], queueing system with general renovation

and feedback [33], [34] and queueing system with general renovation and two
thresholds [12].

As can be see from the table 1, according to the values of the p'°*, renovation
mechanism can perform as good as RED in the wide range of the offered
load p.

Table 1
The value of the loss probability for Taildrop, RED, general renovation, general renovation
with feedback, general renovation with two thresholds

Loss probability

Taildrop | RED | renov. | ren-fd. | ren-thr.
p=0.5
0 0.002 | 0.002 | 0.002 0.003

p=1
0.051 0.091 | 0.104 0.11 0.109
p=2

0.500 | 0.500 | 0.502 0.54 0.524

p=3
0.667 | 0.667 | 0.667 | 0.71 | 0.0.679
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5. Conclusion

The main task of the authors in this work was to formulate different types
of models with various renovation policies and one or more threshold values in
a buffer of a system. These thresholds allows to control the drop probability
of renovation mechanism. Some of the described models have already been
researched or are in the process of research (links to scientific publications
are provided)

The presented numerical experiments show that the results remain qualita-
tively the same for RED-type AQM with other dropping functions. Being
defined by N parameters, the renovation mechanism is very flexible and this
constitutes its strength and weakness. By varying the values of the renova-
tion probabilities ¢(7), it is possible to carry out conditional optimisation, but
good searching procedures are required here.
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Pabora mocesiiena HEKOTOPBIM aCIEKTAM HMCIIOJIh30BaHUS MEXaHU3Ma OOHOBJIEHUST
(pasuuHbIE BADUAHTHI OOHOBJIEHUsI PACCMOTPEHbBI, OIIPEJIeIeHUs U KPATKuii 0030p
[IPEJICTABJIEHBI) C OJHUM MM HECKOJIbKUMU [IOPOraMy B KAYECTBE MATEMATUICCKUX
MOJIeJIell MEXaHU3MOB aKTUBHOT'O YIIPABJIEHUS OYEPE M.

OnwmcaHbl cUCTEMBI MACCOBOIO OOC/TYy?KUBaHUsI, B KOTOPBHIX PEAJTM30BaH MEXAHU3M
OOHOBJIEHUS C TIOPOTaMU, TTO3BOJISIIONINIA YIIPABJIATD YUCIOM 3a5BOK B CUCTEME ITyTEM
nx cOpoca U3 HAKOIMTEJIsI B 3aBUCUMOCTHU OT 3HAUEHUS HEKOTOPOIO YIIPABJISIIOIIE-
ro mapaMeTpa U IOpOroBbiX 3HadeHui. COPOC 3aIBOK M3 HAKOIMTES IIPOUCXOIUT
B MOMEHT OKOHYaHUs ODC/IYy?KMBAHUS 3asiBKU Ha [IPUOOPE, YTO OTJINYAET JAHHBIN
Mexauu3M copoca or RED-110106HbIX ajropuTMoB, /i KOTOPBIX COPOC BO3MOYKEH
B MOMEHT IOCTYILJIEHUSI B CUCTEMY.

HpeﬂCTaBﬂeHBI MoOZIe/mm ¢ OAHUM, ABYyMdAd UJIX TPpEMA ITOPpOTraMu. B ATUX MOJEIAX
[IOPOTOBbIE 3HAYEHUSI OMPEIENIAIOT HE TOJHKO MECTO, C KOTOPOI'O B HAKOIIUTEJE HAYM-
HaeTcs cOPOC 3asBOK, HO M JI0 KAKOH MMO3UIUU 3asiBKU MOT'YT ObITH cOporeHbl. Jljist
HEKOTOPBIX U3 OIINCHhIBaACMbIX MO,Z[GJIefI yxKe IoJIy4I€Hbl aHAJIUTUICCKUE U YUCJIEHHbIC
pe3ysbTaThl (CChUIKU Ha pabOTHI MPEJICTABIIEHBI), HO OOJIbINAst YaCTh MOJIEJIeH HAXO0-
JIATCST B TIPOIECCE M3YUeHUsl, TIOITOMY IPEJICTABIEHBI TOJBKO OIUCAHUS U HEKOTOPBIE
TEeKyIIre JTaHHbIC.

IIpuBeeHBI HEKOTOPBIE PE3YIBLTATHI CPABHEHUS KJaccudeckoro ajaroputma RED
€ MEXAHU3MOM OOHOBJIEHUS.

KaroueBble cjioBa: CHCTEMa MACCOBOI'O OOC/IYKUBAHWS, aKTUBHOE yIIpaBJIEHUE
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In this investigation, we consider an M/G/1 queue with general retrial times
allowing balking and server subject to breakdowns and repairs. In addition, the
customer whose service is interrupted can stay at the server waiting for repair or
leave and return while the server is being repaired. The server is not allowed to begin
service on other customers until the current customer has completed service, even
if current customer is temporarily absent. This model has a potential application
in various fields, such as in the cognitive radio network and the manufacturing
systems, etc. The methodology is strongly based on the general theory of stochastic
orders. Particularly, we derive insensitive bounds for the stationary distribution of
the embedded Markov chain of the considered system.

Key words and phrases: Retrial queue, Markov chain, balking, breakdowns and
repairs, stochastic orders, bounds, ageing classes

1. Introduction

The study on queueing models have become an indispensable area due to its
wide applicability in real life situations. Retrial queues occupy an intermediate
situation between an Erlang model with loss and classical model with wait,
which constitute their limiting models in the case of low and high retrial rates.
Retrial queueing systems are characterized by the requirement that customers
finding the service area busy must join the retrial group and retry for service
at random intervals. Queues in which customers are allowed to retry have
been extensively used to model many problems in telephone switching systems,
cognitive radio network, manufacturing systems, telecommunication networks
and computer systems for competing to gain service from a central processor
unit [1]-[3].

Retrial queueing systems with general service times and non-exponential
retrial time distributions have been received little attention because of the
complexity of the known results. Indeed, in most cases, we are faced with
systems of equations whose resolution is complex, or having solutions not

(© Boualem M., 2020
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easily interpretable. For instance, Pollaczek-Khintchine formula requires
a numerical inversion of the Laplace transform to compute the distribution of
the waiting time. In many cases, even the Laplace transform or probability
generating functions are not available in explicit forms. To overcome these
difficulties, approximation methods are often used to obtain quantitative
and/or qualitative estimates for certain performance measures. For all these
reasons, in this study, a particular interest is devoted to the stochastic
comparison method based on the general theory of stochastic orders [4], [5].

The stochastic comparison method is a mathematical tool used to study
the performance of some systems modeled by continuous or discrete time
Markov chains. The general idea of this method is to bound a complex
system with a new system that is simpler to solve providing qualitative
bounds for these performance measures. These methods represent one of the
main research activities in various scientific fields, such as economy, biology,
operation research, reliability theory, decision theory, retrial queues and
queueing networks [4]-[15].

In the present study, stochastic comparison analysis of an M /G/1 queue
with server subject to breakdowns, general service times and non-exponential
retrial time distributions by considering the both balking and reneging be-
havior of the customer is presented.

The rest of the paper is organized as follows. In the next Section, we
describe the considered queueing system. In Section 3, we introduce an
overview on stochastic orders. In Section 4, we present some lemmas that
will be used in what follows. Section 5 focusses on monotonicity properties
of the transition operator. Insensitive bounds for the stationary number of
customers in the system at a departure epochs are discussed in Section 6.

2. Mathematical model description

Primary customers arrive in a Poisson process with rate A. If an arriving
primary customer finds the server idle, it begins service immediately and
leaves the system after service completion. If the server is found to be blocked,
the arriving primary customer either enters a retrial queue (according to
a FCFS discipline) with probability p or leaves the system with probability
1—p. The service times follow a general distribution B(z) with corresponding
Laplace-Stieltjes transform B*(s) and the first two moments 3; and ;.

The customers in the orbit try to require the service later and the inter
retrial times have a general distribution A(x) with corresponding Laplace-
Stieltjes transform A*(s). The retrial customer cancels its attempt for service
if a primary customer arrives first and either returns to its position in the
retrial queue with probability q or quits the system with probability 1 — q.

We assume that the server may fail (or break down), but only when
a customer is in service. The time until failure is exponentially distributed
with mean 1/u, but failure of the server can occur only when a customer is
being served. When the server fails, the repair starts immediately and the
customer just under service waits for the server until repair completion in order
to accomplish its remaining service. The repair time is a random variable
with probability distribution function C'(x), Laplace-Stieltjes transform C*(s)
and the first two moments ~y; and ~,.



M. Boualem, Stochastic analysis of a single server unreliable queue ... 321

Upon failure of the server, the customer in service either remains in the
service position with probability «. until the server is up or enters a service
retrial orbit with probability 1 —a and keeps returning at times exponentially
distributed with mean 1/6, until the server is repaired. If the customer in
service enters the service retrial orbit upon server failure, after repair the
server must wait for the customer to return. We refer to this time as the
reserved time.

The performance characteristics of our queueing system are available in Wu
et al. [16]. Under the stability condition pAS; (1+u(15%+7,)) < 1—g-+qA*(N),
the one-step transition probabilities are given as:

r, it i=0, j>0,
po_ (1—q+qA*(N\))rg, if i>0, j=i—1,
g q(1— A*()\))rj_l +(1—q+ qA*(N)rj_i1,if i >0, j>i—1,

0, otherwise,

(1)

where
+oo

)\ m
rm:/(pnf') exp{—pAz}dB*(z), m=0,1,2,..

0

is the distribution of the number of primary customers which arrive during the
generalized service time of the (n + 1)th customer. We define the generalised
service time as the length of time from when a customer begins service
until service completion (that includes: some eventual repair times (X)) and
reserved times (Y;)) with common distribution

B'(2) =YY" / (J) 01— ) I om0 y)any)
0

i=0 j=0

3. Overview on stochastic orders and ageing notions

Stochastic ordering is useful for studying internal changes of performance
due to parameter variations, to compare distinct systems, to approximate
a system by a simpler one, and to obtain upper and lower bounds for the
main performance measures of systems. For a comprehensive discussion on
these stochastic orders, see [4], [5].

Let X and Y be two random variables non-negative with distribution

functions F and G, respectively.
+00 +0o0

Laplace order (<;): X <, Y & / e TdF (x) > / e **dG(x),Vs > 0.
0 0
Stochastic order (<,;): X <, Y < F(x) > G(x),Vx € R.

Convex order (<,): X <, Y & /(1 — F(t))dt < /(1 —G(t))dt,Vz > 0.

x
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Proposition 1. Let X be a random variable with distribution function F
and finite mean m.
(a) F'is New Better than Used in Expectation (NBUE) iff F' <, F*,
(b) F'is New Worse than Used in Expectation (NWUE) iff F* <, F,
(¢) Fis of class £ iff F >; F*, where F* is the exponential distribution
function with the same mean as F.

4. Comparison bounds for the probability r,,

This subsection presents several useful lemmas which will be used later in
establishing the main results. For this, we consider two M /G/1 queue with
general retrial times allowing balking and server subject to breakdowns and

repairs with parameters A\¥), g9, o® p@ C® B for i = 1,2 respectively.
Lemma 1. AN < A®), g1 < 4@, a0 > o@ 40 < 4@ 00 <, @),
B <, B?, then {r% <ot {rn' )

Lemma 2. IFAY <A@, ¢ < ¢@), o) > o, 40 < 4@, ¢ <, 0O,
BW <, B, then (M} <, {7«5?}.

Proof. To show both lemmas, we have to establish the usual numerical
inequalities

7_05711) _ Z r%l) < 77721) (for <,=<),

By definition, we have

j=m j=m

A ) o .
Z / ' :I:) e-p(”A(”(L‘dB.(") (x)’ 'L — 17 2

jzm j=zm l>j

The rest of the proof is known in the more general setting of a random
summation. O

5. Monotonicity properties of the transition operator

Let T be the transition operator which associates to every distribution

= {w;} ;50 a distribution Tw = {v,} 5, such that v; = ng
2

i

Theorem 1. The transition operator T is monotone with respect to the
orders stochastic (<) and convex (<,).
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Proof. It is well known that an operator is monotone with respect to <,
if and only if P ~ P, ; 2 0, and is monotone with respect to <, if and only

’L

it Py + Py — 2P..>0 i, j.
In our case, P;; Z ., and TDZ-J- =Dy 0
=3

Now, we consider two M /G /1 queue with general retrial times allowing
balking and server subject to breakdowns and repairs with parameters \(%),
¢?, a®, p® cW AW BW_ for i = 1,2 respectively. In the followmg
theore;n, we give comparabﬂlty condltlons of two transition operators T!
and T~.

Theorem 2. [f)\ )\( )7 q(l) < q(2)} @(1) > 04(2), /’L(l) < /'6(2)7 C(l) <S
c®, BY £, B? and A D < AR then T <, T2, where <, is one of the
symbols < or <,. Le. for any distribution w, we have T'w <, Tw.

2

Proof. It is well known that to prove T! <, T2, we have to show the

following numerical inequalities for the one-step transition probabilities PZ(J >,

=1) =2
Psz) (see Stoyan [5]): P<1 Pij , Vi, j, (for <;=<), and P;; < P, Vi,j,
(fOI‘ <s_gv)'

After algebraic manipulations, we obtain the result searched. 0

6. Bounds for the stationary distribution

Now, we add the the corresponding stationary distributions of the number

of customers in the system 777(11) and 7T1(¢2) .

Theorem 3. If AV < A2, ¢V < ¢@, oV > a®, pV) <@, CW

C®, B L, B® and AV <; AP, then {ngl)} < {77,%2)}, where <, is one
of the symbols < or <,.

Proof. Using Theorems 1 and 2 which state that T? are monotone with
respect to the order <, and T! <, T?, we have by induction T!"w <, T?"w
for any distribution w. Taking the limit, we obtain the stated result. 0

Theorem 4. We consider an M /G /1 queue with general retrial times allow-
ing balking and server subject to breakdowns and repairs. If we have, the service
time distribution B(x) and the repair time distribution C(x) are NBUE and the
retrial time distribution is of class £, then {m,} <, {7}, where {n}} is the
stationary distribution in the Markoman retrial queue with the same parameters.

Proof. Consider an auxiliary Markovian M /M /1 retrial queue allowing
balking and server subject to breakdowns and repairs, having the same
parameters as the model considered in our study , but with exponentially
distributed retrial time A*(x), service time B*(x) and repair time C*(x). We
have also, if B(z) and C'(z) are NBUE and A(z) is £, then B(x) <, B*(z),
C(z) <, C*(z) and A(x) < A*(x). Therefore, by using Theorem 3, we
deduce the statement of this theorem. 0
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7. Conclusions

In this work, we investigated the monotonicity of the transition operator of
the embedded Markov chain with respect to stochastic and convex orderings.
In addition, we done comparability conditions of the transition operators
of the considered systems, associated with two Markov chains. Further, we
obtained comparability conditions for which the stationary distribution in the
considered model is bounded by the stationary distribution of the Markovian
retrial queue, if the service time and the repair time distributions are NBUE
and the retrial time distribution is of class £.
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CroxacTuiecKuil aHaJIN3 CUCTEMbI THUIIA
«KJIMEHT—CEPBEP» C HEHAJAEXKHOUN OYepeIbIO
c OJIOKMPOBKOI M OOIIMM BpeMeHeM OOHOBJIEHUS

Moxamen Byanem

Hccaedosamenvcroe nodpasdeserue LaMOS
Daxysvmem mexnorozutl, YHusepcumem Bedocas, Anrocup

B crarbe paccMarpmBaeTCs CHCTEMa MacCOBOro obciyzkupanus tuma M /G/1
¢ ODOOIIIEHHBIM BpeMeHeM ODHOBJIEHUS, JTOIYCKAIOIasd OJOKUPOBKY, BBIXOI M3 CTPOS
u Bo300OHOBJIeHHE paboThI cepBepa. Kpome Toro, KianeHT, 00C/IyKUBAHUE KOTOPOTO
IPepPBaHO, MOXKET OCTABATbCsl HA CEPBepe B OXKUJIAHUU BOCCTAHOBJIEHUsI €r0 pado-
ThI, a MOZKET IMOKUHYTHb CUCTEMY W BEPHYTHCA B IMEPUO BOCCTaAHOBJICHUA pa6OTBI
cepBepa. CepBepy He pa3peniaeTcs HaUYNHATH OOC/IY?KUBaHUE JIPYTUX KJIUEHTOB JI0
TeX TOp, MOKa TEKYITUi KJIMEHT He 3aBepIIuT OOCIyKUBAHWE, JaXKe €CJIU OH Bpe-
MEHHO OTCYTCTBYET. STa MOJEJIb UMeeT ITOTEeHIINAJIbHOE IIPDUMEHCHNE B PA3JIMIHBIX
00JTACTSAX, TAKUX KAaK CeTh KOTHUTHBHOTO PAJINO, TIPOU3BOJICTBEHHDBIE CUCTEMBI U T.
1. MeromoJiorust cTporo basmpyercss Ha, OOIEil TEOPUU CTOXACTUIECKUX TTOPSIJIKOB.
B wacTHOCTH, TTOJIyYeHBI OIMEHKH CTAIIMOHAPHOTO PACIpPEIeIeHNS BJIOYKEHHON IIeTn
MapkoBa paccMaTpUBAEMOM CHCTEMBI.

KiroueBsbie cioBa: odepelib ¢ 00HOBJIeHUEM, TIenb MapkoBa, 6JIOKMPOBKA, BHIXOJT
U3 CTPOA M BOCCTAHOBJIEHVE, CTOXACTUYCCKUN ITOPAIOK, I'PAHUIIBLI, KJIACCHI CTApECHUA



Y. Ying, M. D. Malykh, On the realization of explicit RK schemes ... 327

Research article
UDC 519.872:519.217
PACS 07.05.Tp, 02.60.Pn, 02.70.Bf
DOI: 10.22363/2658-4670-2020-28-4-327-345

On the realization of explicit Runge—Kutta schemes
preserving quadratic invariants of dynamical systems

Yu Ying', Mikhail D. Malykh?

U Kaili University
3, Kaiyuan Road, Kaili, 556011, China
2 Peoples’ Friendship University of Russia (RUDN University)
6, Miklukho-Maklaya St., Moscow, 117198, Russian Federation

(received: October 23, 2020; accepted: November 12, 2020)

We implement several explicit Runge-Kutta schemes that preserve quadratic
invariants of autonomous dynamical systems in Sage. In this paper, we want to
present our package ex.sage and the results of our numerical experiments.

In the package, the functions rrk solve, idt solve and project 1 are constructed
for the case when only one given quadratic invariant will be exactly preserved.
The function phi_solve 1 allows us to preserve two specified quadratic invariants
simultaneously. To solve the equations with respect to parameters determined
by the conservation law we use the elimination technique based on Grébner basis
implemented in Sage. An elliptic oscillator is used as a test example of the presented
package. This dynamical system has two quadratic invariants. Numerical results of
the comparing of standard explicit Runge-Kutta method RK(4,4) with rrk _solve are
presented. In addition, for the functions rrk solve and idt solve, that preserve only
one given invariant, we investigated the change of the second quadratic invariant
of the elliptic oscillator. In conclusion, the drawbacks of using these schemes are
discussed.

Key words and phrases: Explicit Runge-Kutta method, quadratic invariant, dy-
namical system, Sage

1. Quadratic invariant and conservative RK scheme

One of most widespread mathematical models is an autonomous system of
ordinary differential equations, i.e., the system of the form

dx
%:f(l'), t>o7 (1)
2(0) = 29,

where: t is an independent variable, commonly interpreted as time; x is
a vector (zq,...,x,); fis a vector function (fy, f5, ..., f,,), when in applications
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its element f;, (i = 1,2,...,n) is often taken as a rational or an algebraic
function of the coordinates x4, ..., x, or one can be reduced to this form by
some transformation of variables.

Definition 1 (Goriely [1]). If there exists a function I of x, such that, for
any solution z(t) of system (1), the condition

“< dx;, O - ol
Vi@ @) =3 g = 3 Sla0) g =0,
1

k=1 k=

holds, then I is called the first integral or invariant of the system (1). If x(¢)
is any exact solution of system (1) then I(z(t)) is independent of ¢. If [
is a polynomial of degree 2 with respect to = then it is called a quadratic
invariant.

Any quadratic invariant after a linear transformation can be rewritten in

the form
I(z(t)) = (t)TSx(t) = (Sz(t),z(t)) = const, (2)

where (- ,-) denote the Euclidean inner product on R™ and S € R™ " is
a symmetric, constant matrix.
To determine an uniform grid (with a step At) of the time interval [0, T

we take
t, =nAt (n=0,...,N).

We will interpret {z"} as an approximation to the exact solution z(t) at
time t5 + n At, i.e.
x(ty + nAt) ~ x".
For the system (1) Runge-Kutta scheme (RK scheme) with s stages can
be written as

ki:x”—FAtZaijf(k:j), i=1,2,...,s (3)
j=1
and s
2 =g ALY b f (k). (4)
i=1

Below the parameters a,; and b,(i = 1,2,...,5,j = 1,2,...;s) will be ar-
ranged in an array

C1 | @11 G2 G
Co | Qg1 Qoo Qo
Cs 5 a’52 ass

by by by

where
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is known as the Butcher table [2], [3] and will be called the coefficients of
the RK scheme. The RK method is explicit if a,; = 0 for 7 < j, otherwise is
implicit.

We want to construct numerical solutions z°,z!,...,2" such that the
quadratic invariant I(x) is preserved numerically, i.e.

(Sz™, 2"y = (Sx%, 2% i =1,..., N. (5)

In this case the RK method will be called S-conservative RK scheme.
Ref. [4]-[6] indicated that the RK method preserves the quadratic first
integrals of system (1) iff the coefficients of such RK method satisfy
b,a.. +b.a

1] J jl_blbj :Oa Z?j: ]-7"'78- (6)
Such Runge-Kutta methods are called symplectic.

Obviously, no explicit RK schemes satisfies the symplectic condition [6], [7].
Unfortunately, during using the implicit schemes, we must solve a system of
non-linear algebraic equations at each step. This is very complex problem,
so implicit schemes require more resources than explicit RK schemes [8].
Furthermore numerical solutions of nonlinear system (for ex., by the Newton
method) introduce new errors that sometimes we cannot estimate effectively
[9]. Thus, the integrals could not be preserved exactly. For this reason,
many authors try to construct numerical methods for solving the system of
differential equations (1) with the preservation of algebraic integrals without
the need to solve nonlinear algebraic equations.

To overcome these difficulties Buono and Mastroserio [10] suggested
a method that uses explicit RK schemes for the construction of new finite-
difference schemes which exactly preserve invariants. Below we will call it the
Buono method for shorthand. Of course, these new schemes are not standard
RK schemes, but they are usually called an explicit RK scheme preserving
invariants [8]. These schemes preserve only one specified invariant. We imple-
mented several such schemes in Sage and investigated what happens to other
invariants. Next, we investigated the method from th article [11] by Calvo
et al. which is an extension of the Buono method and can be used as a con-
servation one or more invariants. Below we will call it the Calvo method for
shorthand.

2. Explicit RK scheme of preserving one quadratic
invariant

2.1. The Buono method
To make the explicit RK scheme conservative, we follow to Buono and

Mastroserio [10]. We scale the weights b, by a parameter v,, € R at the step
n, i.e. use

el =2+ ALY 7, b f (k) (7)
=1



330 DCM&ACS. 2020, 28 (4) 327-345

instead of ™! obtained by the formula (4) numerical solution after one time
step.
Using the shorthand

S
A, =) bf(ky),
i—1
the parameter v, could be estimated by the conservative condition, i.e.

<Sa:fyl+1 Ty — (S a™) = v, At(2(Sz™, A,) + 7, AHA,,AL)). (])

1y
Thus, we preserve the invariant (Sx, ), if we take

O 2(Sz™A)
TN, A, )

For Runge-Kutta schemes of order p this expression is close to 1, i.e
T =1+ 0(AP)

as At — 0, see Buono at al. [10, prop. 4] for p = 4 and Zhang at al. |8,

lemma 3.3|. Thus, the new numerical solution xfy‘“ can be considered as an

approximation either to x(t,, + At) with the RK weights scaled by =,,, or to
x(t, + v,At) with the time At scaled by 7,. Zhang at al. [8] denote the
method defined by (3) and (7) with the interpretation

et~ x(t, + v, At)

as the relazation Runge—Kutta method (RRK), while the method using

it~ x(t, + At)
this is called the increment direction technique (IDT). Note that the value of
the scalar parameter -, at each step depends on the quadratic invariant that
appears in rrk or idt method.

Theorem 1 (Zhang et al. [8]). Let the original RK scheme be defined by
(3) and (4) has order p, then the method defined by (3) and (7) has:

— (RRK method) If the solution :/I:,’y’”r1 15 interpreted as an approrimation to

x(t,, + v, At), the method has order p.

— (IDT method) If the solution JJZ“ 1s interpreted as an approximation to

x(t, + At), the method has order p — 1.

In our package ex.sage for Sage [12] the function rrk_solve(P1,F,ics)
returns the numeric points (0, 2°), (7,At, x!), - with the parameters:

— P1 is a quadratic invariant;

— F is the right sides of system (1)

— ics is the initial condition

— the default At =0.1,7 = 10

— 4-stage explicit RK scheme with the Butcher table
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— NN O

oo O N O
W= O = O O
W= o O O
oo O O O

Function idt_solve () returns the numerical points (0, z°), (At, z!), - with
the parameters:

— P1 is a quadratic invariant;

— F is the right sides of the system (1)

— ics is the initial condition

— the default At =0.1,7 =10

— 4-stage explicit RK scheme with coefficients the same as the previous
table.

Users can redefine these variables in both functions, for ex., by adding
dt=0.01 or new explicit RK method.

2.2. Elliptic function test

To test this routine, we investigate a nonlinear oscillator. By the definition of
Jacobi functions [13|, p = snt, ¢ = cnt, r = dnt is a particular solution to
a nonlinear autonomous system of differential equations

p=qr,q=—pr, i =—k’pq (10)
with the initial conditions
p=0,g=r=1att=0.
This autonomous system has two quadratic integrals of motion
pP’+¢>=1 and Ek*p?+r2=1 (11)

We can solve the autonomous system (10) by rrk or idt methods that
preserve only the first or second integral. For certainly, we take k = 1/2 and
indicated above initial condition.

sage: var('p,q,7")

sage: load('ez.sage')

sage: k=1/2

sage: s=4

sage: F=[r*q,-p*r,-k~2*pxql

sage: list_of_integral=[p~2+q~2,k~2*p~2+r~2]

sage: ics=[p==0,q==1,r==1]

sage: idt_solve(P1=list_of_integral[0],ics=ics,F=F,dt
sage: rrk_solve(Pl=1list_of_integral[0],ics=ics,F=F,dt
sage:

< Bl=rrk_solve(P1=1list_of_integral[0],ics=ics,F=F,dt=0.1,T=40)
sage:

- B2=rrk_solve(P1=list_of_integral[1l],ics=ics,F=F,dt=0.1,T=40)
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sage: G=line([[t,p] for [t,p,q,r] in
< B1],color='red',axes_labels=['t’', 'p'])+point ([[t,p] for
- [t,p,q,r] in B2],frame=true)
sage: max(abs(k~2*p~2+r~2-1) for [t,p,q,r] in B2 )
sage: max(abs(p~2+q~2-1) for [t,p,q,r] in B2)
sage: max(abs(k~2*p~2+r~2-1) for [t,p,q,r] in Bl )
sage: max(abs(p~2+q~2-1) for [t,p,q,r] in B1)
sage: Gl=line([[t,k~2*p~2+r~2-1] for [t,p,q,r] in
< B1l],axes_labels=['§t$’', '$k~2p-2+r-2-
«~ 1$'],tick_formatter=[None,RR(10e-
< 18).n(digits=1)],frame=true)
sage: G2=line([[t,p~2+q~2-1] for [t,p,q,r] in

[N

<

Y

B2] ,axes_labels=['§t$’', '$p-2+q~2-
18'] ,tick_formatter=[None,RR(10e-
18) .n(digits=1)],frame=true)

In figure 1 we can see a graph of the solution found by rrk method with
exact conservation of p? 4+ ¢? = 1. Rrk give a condensation of the greed points
in those arches of the graph where the curvature has a maximum.

-0.51

0 5 10 15 20 25 30 35 40

t

Figure 1. Graph of p(t), rrk, dt = 0.1

The second integral k?p? + r2 — 1 is not exactly preserved, but its value
fluctuates with a small amplitude of 10~7 (figure 2). We also use rrk with
exact conservation of k?p? 4+ 72 = 1. In this case first integral grows by
leaps bounds and quickly becomes larger than 1072 (figure 3). Thus, the
preservation of one integral does not preserve others

Let’s compare the Buono method with the standard rk4 at the same step
size dt (which denote At in the rrk method).

sage:
sage:
end_points=20)

<

var('p,q,r,t")
QRK=desolve_system_rk4(F, [p,q,r], ics=[0,0,1,1,], ivar=t,
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sage: G3=line([[t,p~2+q~2] for [t,p,q,r] in
~ B2],color='red')+point([[t,p~2+q~2] for [t,p,q,r] in
< QRK] ,axes_labels=['$§t$’', '$p-2+q~28'], tick_formatter=[None,
< RR(10e-18).n(digits=1)],frame=true)

sage: G4=line([[t,k"2*p~2+r~2-1] for [t,p,q,r] in

B1] ,axes_labels=['$t$’', '$k~2p-2+r-2-1$'] ,tick_formatter=[None,
~ RR(10e-18).n(digits=1)], color='red’') +
o point([[t,k~2xp~2+r~2-1] for [t,p,q,r] in QRK],frame=true)
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Figure 2. Second invariant for rrk method with exact conservation of first invariant
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Figure 3. First integral for rrk with exact conservation of k?p? +r2 =1

The rrk method with the exact conservation of the first invariant p?+¢% = 1
preserves both integrals better than rk4 (figure 5) but the rrk with the exact

conservation of k%p? + 72 = 1 preserves the first integral worse than rk4
(figure 4).
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Figure 4. First invariant for rrk method with exact conservation of second invariant
k%p? + 12 =1 (red) and for standard rk4
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Figure 5. Second invariant for rrk method with exact conservation of first invariant
p? + ¢? =1 (red) and for standard rk4 (blue)

From the numerical experiments, we came to the conclusion that preserving
multiple integrals requires a different approach.
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3. The Calvo method for one invariant
3.1. The Calvo method

Let us take two popular explicit RK methods for examples: the RK4 and
Euler methods. RK4 method has 4 stages and 4th approximation order. We
calculate four axillary quantities at nth step

k‘lil‘n,

ky=a™ + 5 f(ky)At,

ka=a™ + 5 f(ky)At,

ky=x" + f(kg)At
and then the quantity

1

Bam) = o + At (1) + 30 0) + 57 0) + 5T R))  (12)

which is used in standard way as z™*!. Similarly, by the Euler method, we
calculate in the step n one axillary quantity k; = 2™ and the quantity

¢r(2") = a™ + f(ky) At (13)

which is used in standard way as 2"*!. We can describe this scheme by
Butcher table with additional row:

0O]/]0 O O O
1 | 1

11l 00 0
1 1

1o 2 00
110 0 1 O
¢ 15 5 5 &
d11 0 0 0

Calvo et al. [11] extend the Buono method by coupling these two schemes:
in the step n we take

23 = g(a") — A (6(a") — 6y (a™)), (14)

where A\, € R is the scalar parameter that can be determined by the conser-
vation law, i.e.

I(zi™) = I(zm). (15)
Using (12) and (13) we have

1 5 1 1
it = gn 4 (E - EA"> f(ky)At + (g + §>‘n> f (ko) At+

+ (5450 ) Flmae+ (4 00, ) fk)ae (10
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Thus, (15) gives an algebraic equation to determinating the parameter A,
at each step. Calvo et al [11] proved that approximation order of this new
scheme is equal to 3. They investigated more general case when coupling any
two explicit RK scheme.

If I is a quadratic invariant then we have a quadratic equation for A,
one of the roots of which goes to 0 at At — 0 and the other goes to co. In
numerical experiments we choose the parameter A\, as real number which is
close to the value 0. In CAS sagemath, we use symbolic calculation to solve
this equation (15) with respect to A,,, and use the function roots to get this
value, since our calculation is performed in the ring R (Real Field with 53 bits

of precision). So, there is a small error, since in Q will get the exact value,
but it is very time-consuming.

3.2. Elliptic function test

We implement the described scheme in Sage as the function project_1().
Function project_1() returns the numerical points (0, z"), (At, x!),--- with
the parameters:

— list_of_integral is an invariant required to be conserved;
— F is the right sides of the system (1)

— ics is the initial condition

— dt is the step size,T'is the end point of time t.

Let us take the elliptic function for example.

sage: load('ez.sage')

sage: var('p,q,7, k")

sage: k=1/2

sage: list_of_integral=[p~2+q~2,k~2*p~2+r~2]

sage: F=[rxq,-p*r,-k~2*p*q]

sage: ics=[p==0,q==1,r==1]

sage: Bl=project_1(list_of_integrall[0],F,ics,dt=0.1,T=20)
sage: max([abs(p~2+q~2-1) for [t,p,q,r] in B1])

sage: P=line([[t,p] for [t,p,q,r] in

- B1],axes_labels=['$t$’', '$p$'] ,tick_formatter=[None,RR(10e-
< 15).n(digits=1)],frame=true, color='red’')+point([[t,p] for
s [t,P,q,r] in Bl])

sage: P1=line([[t,p~2+q~2-1] for [t,p,q,r] in

~ B1l],axes_labels=['§t$’', '$p~2+q~2-

« 18'],tick_formatter=[None,RR(10e-

- 15).n(digits=1)],frame=true,

- color='red’)

sage: P2=line([[t,k"~2*p~2+r~2-1] for [t,p,q,r] in

< B1l],axes_labels=["'§t$’', '$k"2*p-2+r-2-

o 18'],tick_formatter=[None,RR(10e-

- 15) .n(digits=1)],frame=true)

sage: B2=project_1(list_of_integrall[1l],F,ics,dt=0.1,T=20)
sage: max([abs(p~2+q~2-1) for [t,p,q,r] in B2])

sage: PO=line([[t,p] for [t,p,q,r] in

. B2],axes_labels=['$t$’', '$p$'] ,tick_formatter=[None,RR(10e-
< 15).n(digits=1)],frame=true, color='red’')+point([[t,p] for
- [t,p,q,r] in B2])
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sage: PO1=line([[t,p~2+q~2-1] for [t,p,q,r] in

< B2],axes_labels=['$t$’', '$p-2+q~2-

«~ 1$'],tick_formatter=[None,RR(10e-

< 15).n(digits=1)],frame=true)

sage: P02=line([[t,k~2*p~2+r~2-1] for [t,p,q,r] in
< B2],axes_labels=['§t$’', '$k-24p-2+r-2-

- 18$'],tick_formatter=[None,RR(10e-

< 16).n(digits=1)],frame=true)

In figure 6 we can see that the solution founded by the Calvo method with
exact conservation of the first invariant p? + ¢?> = 1 and the second invariant
k?p? + r? = 1 gives a condensation of greed points in those arches of the
graph where the curvature has a maximum.

1.0 4
) /\ A /\
,  0.00
- \/ v \/
—1.0 1
5 10 15 20
t
1.0 4
) /\ /\ /\
. 0.00
- \/ v \/
—1.0 1
5 10 15 20
t

Figure 6. Graph of p(t), for the Calvo method with exact conservation of p? + ¢ = 1,
dt = 0.1(up one) and that of k2p? + r2 = 1 (down one)




338 DCM&ACS. 2020, 28 (4) 327-345

The second integral k?p? 4+ r2? = 1 in not be exactly preserved, but its value
fluctuates with a small amplitude 1077 (figure 7) by the Calvo method with
exact conservation of the first invariant p? 4+ ¢ = 1. The Calvo method with
exact conservation of the second invariant k?p? + 2 = 1 shows that the first
invariant p? + ¢ = 1 grows with an error of no more than 10~° (figure 8).
Thus, preserving one integral does not preserve the other.

0.00

0.00 A

S
+ _1axi00
(o]
%
—2.0x 1071 4
—2.5x 1071 4
0 5 10 15 20
t
0.00 . A N f\ A
—5.0x107% 4
-7 4
—_ —1.0x 10
|
] _ 74
L -L5x10
+
[ . -7 ]
g, ~20x10
*
[a\]
e —2.5x1077
—3.0x10°74
—3.5x1077 4
0 5 10 15 20

Figure 7. First and second integrals for the Calvo method with exact conservation of
2, 2
p +q =1
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Figure 8. First and second integrals for the Calvo method with exact conservation of
E?p?2 +r2 =1

4. Scheme for preserving two invariants
Theoretically, the Calvo method allows to construct schemes that preserve

several invariants. We take two pairs of RK methods defined by the following
two extended Butcher tables:

00 0 0 0 00 0 0 0
1 |1 1 |1
11l 0 0 0 11l 00 0
1 1 1 1
510300 0 3]0 5 00
10010 0]1 0 10
¢ 15 5 5 3 15 5 5 &
¢ |1 0 0 0 ¢ |0 1 0 0
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The first embedded RK method corresponding to the first table is con-
structed by combining the standard RK4 method, which has order 4, with
the Euler method, which has order 1. The second embedded RK method cor-
responding to second table is constructed by combining the standard RK4
method, which has order 4, with a second order explicit RK scheme.

We are trying to find an explicit RK scheme of the type:
oot = o(a") — an (6(a”) — dy(2")) = B, (d(a") — dy(2™)),  (17)

where «,,, 5,, € R are two scalar parameters, which can be determined by
using the conservation laws, i.e.

Lzt = L(z™), i=1,2, (18)

where I; and I, are two invariants of system (1).
By definition, we have

5

6™ = on(am) = (=g flk) + (k) + (k) + (R ) At

and . ) X ,
6(™) = 6a(a) = (Ghy — ko ks + by ) AL

Thus, (18) gives us a system of two equations with respect to two unknowns
a,, and (3,. In numerical experiment, we choose the parameters «,,, 5,, as
real numbers close to the value 0.

In this way we have a system of algebraic equations for calculating pa-
rameters and we must solve this system at each step. Thus, we lose the
main advantage of the exact methods. Sage has numerous tools for apply-
ing operations on the field of ideals. In our numerical experiments we use
the elimination technique based on Grobner basis [14] to solve (18). Namely,
in each step n, after constructing multivariate polynomial ideal in variables
a,,, B, generated by (18), we use Sage built-in function elimination_ideal
to obtain an univariate equation in variable 3,,. The function roots over ring
R is used to solve this equation. Substituting one of the value of 3, which
is close to 0 to (18), the value of another parameter «,, can be obtained by
using the function roots again.

Consider elliptic function test.

We construct the function phi_solve_1() to implement the routine de-
scribed above.

We implement the described scheme in Sage as the function phi_solve_1().
Function phi_solve_1() returns the numerical points (0, z°), (At, z!), .- with
the parameters:

— list_of_integral is two invariants that are required to be conserved;
— F is the right sides of the system (1);

— ics is the initial condition;

— dt is the step size,T'is the end point of time t.

Let us take the elliptic function as example.
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sage: var('p,q,r,t")

sage: k=1/2

sage: s=4

sage: F=[r*q,-p*r,-k~2*pxq]

sage: list_of_integral=[p~2+q~2,k~2*p~2+r~2]

sage: ics=[p==0,q==1,r==1]

sage: L=phi_solve_1(list_of_integral=list_of_integral, F=F,
< ics=ics, dt=0.1, T=20)

sage: max([abs(k~2*p~2+r~2-1) for [t,p,q,r] in L])
sage: G4=line([[t,k~2*p~2+r~2-1] for [t,p,q,r] in
- L],axes_labels=["'§t$’', '$k-2+p-2+r-2-

o 18'],tick_formatter=[None,RR(10e-

- 20).n(digits=1)],frame=true)

sage: max([abs(p~2+q~2-1) for [t,p,q,r] in L])
sage: G5=line([[t,p~2+q~2-1] for [t,p,q,r] in

~ L],axes_labels=["'§t$', '$p-2+q-2-

o 18'],tick_formatter=[None,RR(10e-

- 20).n(digits=1)],frame=true)

The Calvo method allows to preserve both invariants and thus significantly
surpasses the other methods presented in the previous sections. Figure 9
shows that the error k%p? 4+ r? — 1 remains constant in size at 1076, while
figure 10 shows the error p? 4+ ¢? — 1 remains constant in size at 1073, We
can say that these errors are due to the implementation of the calculation in
solving equation (18) over the ring R instead of the algebraic closed field Q in
CAS Sage [15]. From this point of view, we can conclude that this method
can be considered as a method that exactly preserves exactly both quadratic
invariants in the elliptic function test.

Al
W J W

—5.0x 10716 4

~1.5x 1071 4

0 5 10 15 20
t

Figure 9. The first integral k?p? 4+ r2 — 1 for T = 20, dt = 0.1
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Figure 10. The second integral p? + ¢ — 1 for T' = 20, dt = 0.1

5. Conclusion

We have investigated several implementation of explicit RK schemes that
preserve invariants. To preserve one invariant the Buono and Calvo methods
require solving one algebraic equation with one unknown at each step. In
our example, this equation is quadratic, so we can find its numerical solution
without any difficulties. From the numerical experiments, we concluded that
the exact conservation of one invariant is not an obstacle for changing of
the other invariants. Thus, the conservation of multiple integrals requires
a different approach.

The Calvo method which preserves several invariants has a drawback: it
requires solving a system of algebraic equations with several unknown variables
at each step, i.e. has the same drawback as standard implicit RK methods
have. Fortunately, in our tests the system we obtained is much simpler than
the system described by the midpoint scheme.
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O peanmuzanuu aBHbIX cxeM PyHre—KyTTbI
C COXpaHeHWEeM KBaJpPaTUIHBIX NHBAPUAHTOB
AMHAMUYIECKUX CUCTEM

FOit u!, M. . Manerx?

L Vinusepcumem Katiau
Katiau, 556011, Kumat
2 Poceutickuti ynueepcumem 0pysctvs napodos
ya. Muxayzo-Maxaas, 0. 6, Mocxsea, 117198, Poccus

ABTOpamMu peasin30BaHO HECKOJIBKO ABHBIX cxeM PyHre—KyTThl, KOTOpbIE COXpaHs-
IOT KBa/I[paTUIHbIC NHBAPDUAHTHI aBTOHOMHBIX JUHAMUYICCKUX CUCTEM B Sage. B CTaThe
MIPEICTABJIEH IAKET €X.Sage U Pe3yJIbTAThl YUCIEHHBIX SKCIIEPUMEHTOB.

B nakere dynxiun rrk _solve, idt _solve u project 1 mocTpoeHsr Jj1st cirydast, KOIIa
TOJILKO OJIWH 33/ IAHHBIN KBAAPATUIHBIN WHBApUAHT OyaeT coxpanéu Touno. OyHKins
phi_solve 1 mo3BosseT COXpaHUTL OJHOBPEMEHHO IBA YKA3AHHBIX KBATIPATHIHBIX
nHBapuaHTa. 1 pelreHust ypaBHEHUI OTHOCUTEIHLHO ApPaMeTPOB, OIIPEIeIIeMbIX
3aKOHOM COXPaHEHUsl, UCIOJIb30BaHA METO/INKA UCKJIIOUeHNsT Ha OCHOBe OasmcoB I'péo-
Hepa, peaju3oBaHHasd B Sage. B KadecTBe TECTOBOTO NpUMEPA IPEICTABIEHHOTO
[MaKeTa UCIHOJIb3YeTCs SJIIANTHIECKUH OCHUJIIATOD. DTa JAMHAMUYIECKAs CHCTEMa,
HAMEET JIBa KBAIPATUIHBIX MHBapHaHTa. IIpecTaBieHsl YUC/IeHHbIE PE3YJILTATE CPaB-
HeHus1 craHgaprHoro sisHoro meroia Pynre—Kyrrer RK(4,4) ¢ rrk_solve. Kpowme
Toro, ana dyuxkmnuii rrk solve m idt solve, coxpaHsomuxX TOJHKO OIWH WHBaPU-
AHT, MCCAEIOBAHO U3MEHEHIE BTOPOIO KBAAPATUYHOIO MHBAPUAHTA, SJLIUIITHIECKOTO
OCIMJLIATOpA. B 3aK/Ii0UeHre paccMaTPpUBAIOTCsT HEJOCTATKU UCIIOJIB30BAHUS ITUX
CXEM.

Karouessbie cjioBa: siBHBIA MeTon PyHre—KyTThl, KBagpaTudHbIil HHBAPUAHT, JUHA-
MHUYECKas CUCTEMA, Sage
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The paper investigates the methods of quantitative analysis of hidden statistical
relationships of the financial indicators of companies under conditions of high invest-
ment risk. A new semi-parametric method for estimating tail dependence indicators
using BB1 and BB7 dependence structures is proposed. For a dataset containing
the cost indicators of leading Russian companies, computer experiments were car-
ried out, as a result of which it was shown that the proposed method has a higher
stability and accuracy in comparison with other considered methods. Practical appli-
cation of the proposed risk management method would allow financial companies to
assess investment risks adequately in the face of extreme events.

Key words and phrases: financial indicators, dependency structures of extremal
type, tail ratio, copula

1. Introduction

The global changes currently taking place in the world financial markets
caused by the global pandemic of the coronavirus COVID-19, along with a cata-
strophic decline in oil prices, will obviously entail the need for serious changes
in the business structure of both individual companies and entire industries,
regional economies and countries. In the Russian conditions of high volatility
of financial markets, a successful solution to this problem is impossible without
the application of an analysis of the company’s resistance to the effects of
the external environment, the implementation of constant monitoring of the
behavior of a number of indicators of the enterprise profitability. In particular,
trigger analysis [1] is one of such effective methods of analysis. The use of
trigger analysis to study the sensitivity of a business structure to the impact
of disturbing factors is important, since it allows identifying in advance its
most weakly protected, most risky business lines, the socalled trigger points.
Examples of these are individual lines of business of a company, credit and
debt obligations, etc., precisely those areas of activity that potentially pose
a threat of an emergency in the company. Therefore, in order to weaken

(©) Shchetinin E. Yu., 2020

This work is licensed under a Creative Commons Attribution 4.0 International License
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E. Yu. Shchetinin, On methods of quantitative analysis of the company’s ... 347

their influence on the structure as a whole, and on its individual lines, we
proposed instead of the trigger point in its vicinity on the scatter diagram to
form an aggregate set with the statistical properties of the meta-elliptic type
dependence structure [2]. This allows weakening to certain limits the impact of
the statistical dependence of the rest of the business lines on the problematic
one and redistributing the aggregate damage to the rest of the business
structure lines. In addition, the transition from an extreme dependence to
a meta-elliptic one simplifies the calculation of structural risk indicators by
the usual summation of the marginal risks for this structure. Examples of
such an approach to managing extreme risks are debt-restructuring, transfer
of fixed assets to subsidiaries and offshore companies, insurance, hedging
(issuance of credit derivatives), limiting and securitization operations in the
banking sector, etc.

This paper considers effective methods for analyzing the financial perfor-
mance of companies in the face of increased volatility in stock markets
associated with the global COVID-19 pandemic, as well as declining oil
prices. Using the example of analyzing the value of shares of leading Russian
companies, the advantages of their application are shown in comparison with
the classical multivariate analysis using a Gaussian distribution.

2. Methods for the quantitative analysis of structure
indicators of statistical dependences

Let (X,Y) be a two-dimensional random variable characterized by a joint
distribution function F and partial distribution functions F; and Fi, respec-
tively. Then the coefficient of the lower tail dependence and the coefficient of
the upper tail dependence are respectively the limits

. < —1 < —1
A= lim P(X < P @Y < F(), )
Ay = lil{noP(X>Fl_l(v)|Y>F2_1(v)). (2)
v—1—

From equations (1)—(2) it obviously follows that the coefficients A; and
Ay can take the values within the limits from 0 to 1. The case A\; > 0
(Ay > 0) is referred to as the presence of a tail dependence or the appearance
of a contagion [2] between the random variables X and Y. The situation
A, =1 (A\y =1) corresponds to full contagion |[3].

Using the concepts of copula theory [3]|, we can write expressions for the
coefficients of the tail dependence in the following form:

_ . Cu)
)\L - UE%)I}-O v ’ <3)
B 1—2v+4 C(v,v)
)\U - UEIIIEO 1—v ’ <4)

where C'is the copula of the joint distribution of random variables. It follows
from this representation that the tail dependence coefficients are a property
of the dependence structure and do not depend on the partial distributions.
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In the general case of d-dimensional distribution of random variables
(X W X (d)), to describe the nature of the extreme dependence using

d(d—1
the coefficients of the tail dependence, it is necessary to estimate the ¥

pairs of values of the coeflicients \;;, 1 <4, j < d. When using nonparamet-

ric methods, each pair of tail coefﬁcients can be estimated separately, while
when using para-metric and semi-parametric approaches, it is necessary to
take into account the structure of the relationship between all d components
of the multivariate distribution.

3. Nonparametric estimation methods

Let X,,Y, be samples of independent identically distributed random
variables. We define the empirical copula function as

Z 1{Rank j)<n-u,Rank(Y;)<n-v}

Introducing the notation Uj = Rank(Xj), V; = Rank(Y;), by definition of
tail dependence coefficients we get

- n k k 1 &
Apn(k) = 7 Cn (ﬁ’ ﬁ) =5 > L, <k, v <ip (5)
g

b= (14 -] -

1 & 1
:Ez {U;>n—k,V;>n— k}_2__zl{U>n kor V;>n—k}> (6)

i=1 J=1
where C,, ((a,b] X (¢,d]) is the empirical probability measure of the copula

k
function on a rectangle (a,b] x (¢,d], k = k(n) — oo, — — 0 at n — oo. The
n

consistency and normality of the estimates were proved in [4|. Logarithmic
parametric estimates for A\; and A\ can be obtained using equations (3), (4).
Thus, the expression for the coefficient of the lower tail dependence can be
represented as

C(v,v) . —2v+C(v,v) . In(1—2v+ C(v,v)).

A = lim =2— lim =2— lim

v=0+0 W v—0+0 —v v—0+0 In(1—v)

According to this formula, the value of \; can be estimated as

i (G, (5 1] x (51])) _, ™ (£ toron) .
ln(l—ﬁ) ln(l—%) 7

n

)\LOG(k) —9_

L,n
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k
where index k = k(n) — 0o, — — 0 when n — oco. Similarly, for the coefficient
n

of the upper tail dependence, the representation

1—-2 -1 1
Ay = lim v+Cw) o o Clow) =1, . In(C(v,0))
v—1-0 1—v v—1-0 v—1 v—1—0 ln('u)

is valid, as well as the estimate

A (e, (1-E1- )
)\Iﬁ?S(k)ZQ_ nk = =
In (1——)
n

ln( Zl{Ujgn—koergn—k})
j

—
In <1 — E)
n
k :
k=k(n) — oo, — — 0 at n — oco. Estimates (7), (8) have the property that
n

they are sharp for all k£ in the limiting cases of statistical independence and
comonotonicity. Indeed,

SENS

2 —

(8)

LOG In(1 — 2v + II(v,v)) In(1 —2v +v?)
)\inde L:2_ =2- :07
P In(1 —wv) In(1 —w)
LOG In(1 —2v+ M(v,v)) In(1—2v+v)
)\comL:2_ =2- =1,
’ In(1 —v) In(1 —v)
In(T1(v, v)) In(v?)
Moy =2————— =2— =0
indep, U In(v) In(v) ’
NOG g In(M (v,v)) 5 In(v) _1
cottt In(v) In(v)
where II(u,v) = uwv is the function of the copula of independent random
variables, M (u,v) = min(u,v) is the copula of comonotonic (completely

dependent) random variables. The consistency and asymptotic normality of
the estimates was proved in [4]. Figure 1 plots the values of the tail ratios
estimates depending on the choice of the threshold k for the joint distribution
of fifteen-minute logarithmic increments in the value of Rosneft and Lenta
equities in the period from December 15, 2019 to September 30, 2020. In
the range of stability 30 < k& < 70 of estimates, the value of the tail ratios is
significantly greater than zero, which indicates a strong dependence of the
investigated financial indicators in the area of extreme values.
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Figure 1. Estimation of indicators of the lower (left) and upper (right) tail coefficients of the
joint distribution of the logarithmic increments of the value of Rosneft and Lenta shares
depending on the parameter k. === standard estimate (6), (7), logarithmic
estimate (8), (9)

4. Parametric estimation methods

The parametric approach to estimating the values of tail coefficients is
based on the use of a mathematical model of the initial data structure in
the form of a parametric copula Cy. In this case, estimates of the lower and
upper coefficients of the tail dependence can be found as a function of the

model parameters Cy: A = A(#). To obtain estimates of the parameters of the
dependence structure function, it is necessary to pass from the set of initial

samples XY = (X %Z), v Xﬁf )>, 1 <7 < d to samples of uniformly distributed
on [0, 1] random variables Ug) = (Ul(z), e »,@), 1 <i < d. It is necessary
to characterize the partial distributions F;, 1 < i < d. If any of the partial
distribution functions is characterized by a set of parameters ¥;, 1 < ¢ < d,
the approach is referred to as fully parametric. Otherwise, if the partial
distributions are replaced with empirical ones (i.e., the ranging operation is
applied) the approach is referred to as semiparametric.

Parametric estimation can be done in one or two stages. In the first case,
the parameters of the partial distributions ¥, 1 < ¢ < d, as well as the
parameters 6 of the dependence structure, are estimated together. Typically,
the maximum likelihood method is used. In the second case, the assessment
takes place in two stages. Due to the very useful property of the copula
function, according to which the copula function does not depend on the
partial distributions, it is possible to separate the operations of estimating
the parameters of the partial distributions ¥;, 1 <+ < d and the parameters
of the dependency structure 6. At the first stage, the parameters 9, of the
partial distribution functions F; are estimated for 1 < ¢ < d. Then, based on
the estimates found, a set of samples is formed

(O, 00) = (Fy g, (R Py g, (X))

using which the parameters 6 of the dependency structure are estimated. This
method is also known as the pseudo-maximum likelihood method.
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The semi-parametric approach implies that partial distributions F;, 1 <7 <
d are replaced by empirical distribution functions. Then, as in the previous
method, the parameters 6 of the dependency structure are estimated using
the maximum likelihood method. As shown in [5], the estimate of the model
parameters obtained in this way, as well as the estimate of the tail coefficients,
is asymptotically stable and normal. Numerical experiments [4] show that
in their properties semi-parametric estimates are almost identical to fully
parametric estimates. It should be noted that the use of parametric models
of partial distributions Fj;, 1 < ¢ < d can lead to significant errors at the
stage of estimating the parameters of the structure of dependence, and, as
a consequence, inaccurate and inadequate estimates of the values of the
coefficients A\. The semi-parametric approach is more stable in this sense,
since it does not have the described disadvantage.

It is convenient to use functions from the number of two-parameter
Archimedean copulas [3| as models of the structures of statistical depen-
dence capable of simulating the tail dependence in the two-dimensional case.
Below are the expressions for the copula function and the Archimedean
generator of models BB1 and BB7

Cpn(w,0) = (14 (@ =1 + (0 = 1)%)%) * (9)

§>1,0>0,0pp (w) = (w’—1)%

=

Cppr(u,v) =
—1— (1 - ((1 —1—w) (- (1—u)?) = 1)_

) . (10)
>0, 0>21, o¢pp(w)=(1—-(1 —w)e)*‘s.

These models are convenient in that they allow one to obtain explicit
expressions for the tail dependence coefficients. Thus, for model (9)

=
D

=g
m"“

Ap=2—25, A, =200, A\ =275, A\j=2—25.

As can be seen from the last formula, the coefficient of the upper tail
dependence A\ of the model (10) depends only on the model parameter 0
and does not depend on the model parameter §, whereas the coefficient of
the lower tail dependence \; depends only on the parameter § and does not
depend on 6. This allows parameterization of the model using the coefficients
A and A

1 0— 1

log, Az’ log, (2 —Apy)’
as well as construction of the modified copula models of Clayton, BB7 and
some others [1]. Figure 2 plots the density of the copula BB7 with the

corresponding parameters of the tail relationship between the Rosneft and
AO Lukoil equities.
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Figure 2. Density of copula BB7, parameterized by the coefficients of the tail dependence.
Parameter values: left A\; = 0.2, A\y; = 0.8, right A;, = 0.5, A;; =0.1

5. Parametric approach for elliptic distributions

The case when the investigated distribution (X W X (d)) is elliptic de-
serves a separate consideration. Since distributions of elliptic type are
symmetric, it is obvious that for Vi,j A;; , = A;;y (below the notation

A;j is used). In [5], it was shown that the coefficient A;; of the tail depen-

dence between the components X and X depends only on the index v
of regular variation of the elliptic generator, if it is regularly changing, and
the value of the parameter p,;. In this case, the tail dependence coefficient is

expressed through these parameters as follows [6]:

_ [1—p,.
Ao =21 v/ 1,/ ——Y

where ¢, is the survival function of the Student’s distribution with v + 1
degrees of freedom.

When studying the behavior of the logarithmic increments in the value of
shares of the largest issuers of the Russian stock market, we found that the joint
distribution of these indicators could be described by the multidimensional
Student’s distribution, which is known to belong to the class of elliptic
distributions [7]. We selected shares of companies Rosneft, Lukoil, Lenta,
Mosenergo, Rostelecom; the data were obtained on the website of the Finam
company [8]. The results of estimating the parameters of the joint distribution
are shown in table 1. The values correspond to the period from 12/15/2019 to
09/30/2020 (ARCH (2) time series model). Table 2 shows the tail dependence
matrix calculated from these values, containing pairwise coefficients A; ;.

The values of \;; in table 2 are significantly greater than zero, which indi-
cates the presence of an extreme type dependence structure. The investigated
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statistical dependence cannot be correctly described by the multivariate nor-
mal distribution. In practice, this can lead to a significant underestimation of
the risks of extremely high losses when investing in this block of shares.

Table 1
Parameters of joint distribution of logarithmic increments in the value of shares
of Russian companies

Extreme index v = 4,1

Correlation matrix
Lukoil | Mosenergo | Rostelecom | Lenta | Rosneft

Lukoil 1 0,59 0,70 0,72 0,70
Mosenergo 0,59 1 0,57 0,54 0,48
Rostelecom | 0,70 0,57 1 0,67 0,60

Lenta 0,72 0,54 0,67 1 0,62

Rosneft 0,70 0,48 0,60 0,62 1

Table 2

Tail dependence matrix of the logarithmic increments distribution of the value of shares
of Russian companies

Lukoil | Mosenergo | Rostelecom | Lenta | Rosneft
Lukoil 1 0,30 0,39 0,40 0,39
Mosenergo | 0,30 1 0,29 0,27 0,24
Rostelecom | 0,39 0,29 1 0,36 0,31
Lenta 0,40 0,27 0,36 1 0,32
Rosneft 0,39 0,24 0,31 0,32 1

6. Methods for estimating tail dependence indicators
using the theory of extreme values

Let us consider the case when the considered distribution function of random

variables F'lies in the attraction domain of the distribution of extreme values
G [3]: F € DA(G), i.e.,

lim P =

n—oo

\xa

a,, c

maxicic, X, —b maxicic, Y, —d
( j<n “*n n< j<n *n ngy
n

= lim F"(a,z +b,,c,y+d,) = G(z,y), (11)

n—oo
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where a,,,c,, >0, b,,,d,, € R. Let us introduce the concept of the limiting in-

dicator of the tail dependence: A2V = lim, ,;_o P(X > G71(v)|Y > G531 (v)),
where G, G5 — partial distribution functions of the extreme joint distribution
function G. Then the following theorem is true:

Theorem 1. For a distribution function lying in the attraction domain of
the distribution function of extreme values G, the tail dependence index A\

coincides with the extreme tail dependence index /\EV.

Proof. We use the transformation proposed in [9], passing to the distribu-

R =F<(1_1F1)_1 o (5) <y>) ,

that lies in the attraction domain of the distribution

G.(r.) =G (<_13G1>_1 0 (cng) <y>> )

The partial distributions G,;,G,5 have the form of Frechet distribution
functions with the parameter v = 1 (standard Frechet distribution):

1
e =, iI?>O,

G, =G =P() {
0, z < 0.

Limit relation (??) for functions F, and G, takes the form

lim F"(nx,ny) = G, (z,y),

n—oo
or, similarly
lim n(1— F,(nz,ny)) = —InG,(z,y). (13)

n—oo

Omitting the intermediate derivations, we obtain from equation (13)

~InG, (1) = lim n (1—F<<1_1F1>1 (nt), (1_11:2)1 (nt))) _

11 1 2\
nggo"<nt ot Unt) ¢

By definition (12), the distribution of extreme values G, is obtained from
the original distribution G using a monotonic transformation. This means
that the copula functions of these distributions coincide. Using this fact and
the result obtained above for In G, (¢,t), we have:

1—-2 C
G = vgllqio - ;_— fV@’ 2 - UE]EO 1—w -
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1= 20+ v 1 =—204 0¥
= lim = lim = Ay
v—1-0 1—w v—1-0 1—w

A similar result is, of course, also valid for the lower tail coefficient and the
limiting distribution of block minima. This property allows, when estimating
the tail coefficient, to go from the entire available sample to its extreme values
(block extrema). At the same time, a distinction is made between semi- and
fully parametric approaches to estimating the parameters of the resulting
distribution. In the case of using a semi-parametric approach, the parameters
of the limiting structure of dependence [3] are estimated from

<ﬁmaxi7 ‘Znaxi) = (Rank (Xmaxz) 7Rank (?maxi)> ’ 1 < 1 < {%J 5
k . n
maxi j\z/lyv(i—l)]f_;_j, 1< k < n, 1 <1 K \\EJ

As a model of the structure of the dependence of the limiting distribution of
extrema, we have proposed various functions of copula of the extreme type,
in particular, the Gumbel model (logistic model):

~ k ~
where Xmaxi = j\z/lX(i—l)k+ja Y,

Cpy(u,v) = exp (— ((—lnu)R—l—(—lnv)R)%) , R>1 (14)

The estimate of the coefficient of the upper tail dependence for model (14)

has the form A\ZV(k) =2 — 9T . The formulas for estimating the coefficient
of the lower tail dependence are completely similar. They were obtained by
passing to the distribution of the maxima of the quantities (—X, —Y):

~

mini — lrg% (_X(ifl)kﬂrj) R N 1%?2% (_Y(z‘ﬂ)kﬂ') )

X
1<k<n, 1<i< L%J?
(ﬁminia ‘Znini) = (Rank (Xmini) 7Rank (@mini)) ) 1 < i < L%J )
1
Ap(k) =2 —2Rr(k),

An alternative approach to characterizing the distribution function of
extreme values is the peaks over threshold (POT) method. A detailed
description of this approach can be found in [10]. We only note that the idea
of the method is to characterize the limiting distribution of excesses that
have exceeded a given threshold value. In [4], it was proposed to evaluate the
value of the upper tail coefficient by considering the values of the points of
the investigated structure of the dependence (U, V) lying in the region [t, 1]?,
where t is the threshold parameter tending to 1:

(O, Vi) ={(U;,V;) : (U, V;) € [t,1] x [t, 1]}, 0<t<L1.
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To estimate the lower tail coefficient, values from the region [0,¢]%, t — 0
should be considered:
(C1. Vi) ={U;,v;): (U;,V;) € [0,8] x [0,¢]}, 0<t<1
In [9], a relation was proved that makes it possible to estimate the parameter
Ap in the case when the quantities (X, Y') under consideration are related by
the Archimedean structure of the dependence. The authors showed that if

a copula C has an Archimedean generator with an index of regular variation
a > 0, then the lower threshold copula

Cpi(u,v) = P(U<u,V <o|lU <tV <), (15)

converges in the limit at £ — 0 to the Clayton copula C,, with parameter
0=
lim Cp, 4 (u,v) = Cgy(u,v), Vu,v e [0,1],

t—0

_1
B

where Cgy(u,v) = (u™® +v7% —1)
tor ¢(w) = w9 —1, § > 0. This dependence structure model has a lower tail

is an Archimedean copula with genera-

dependence with coefficient A, = 275,

In the case when the type of the investigated structure of dependence (U, V')
is not Archimedean, one should choose another model of the limiting copula
capable of simulating the tail dependence. For example, it is convenient to
use the Gumbel model in the form (14) to model the upper threshold copula

Cyi(u,v) =PU >u,V>olU>t,V>t), 0<t<l, (16)

and the inverse Gumbel copula Cpiu,v) = Cgi(l —u,1 —v) +u-+v—1 for
modeling the lower threshold copula (15).

The disadvantage of the threshold method is that when the threshold
parameter t is close to 0 (when estimating the coefficient of the lower tail
dependence) and 1 (when estimating the coefficient of the upper tail depen-
dence), too few points fall into the region where the threshold is exceeded,
which makes it impossible to estimate tail parameters with sufficient accu-
racy. If the threshold is too low, the extreme copula (14) ceases to be an
adequate model of the truncated structure of the dependence, which leads
to significant systematic errors. The so-called bias-variance problem arises.
To solve it, it was proposed to use a combined threshold approach [3]. The
essence of the method is that the threshold model of the structure of depen-
dence could adequately describe both the behavior of the entire sample and
its points lying in the region of extreme values for different values of the pa-
rameters. Then, even at low values of the threshold ¢, one can count on the
stability of the estimates obtained. We propose to use models (9), (10) as
such flexible structures of dependence. These models are very versatile and
make it possible to simulate both the integral structure of dependence and
its behavior in extreme areas.

To test the described models of tail dependence, we used samples X, ,
Y, from a two-dimensional distribution with the structure of a mixed-type
dependence
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1 1—
Criz (s v) = §CCZ1 (u,v) + ECC’I2 (u, ), (17)

where C¢,; is the Clayton copula with parameter §; = 3.11, 6’@2 is the
inverse Clayton copula with the parameter d, = 1.36. The coeflicients of the
lower and upper tail dependences of copula (17) are, respectively, equal to

1 1

1 1 1
/\*L:§)\L,1+§)\L,2: "2 61+§'0:0'4O’

2
1

1 1 1 1
U:§>‘U,1+§/\U,2: 0+§2 2 = (.30.

2

Figures 3, 4 show the plots of the estimates obtained by the block extremum
method and the threshold method. As can be seen, the combined threshold
method provides greater stability of estimates depending on the parameter ¢.

1 1
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Figure 3. Estimation of indicators of tail distribution coefficients of block minima (left) and
block maxima (right) depending on the parameter k
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Figure 4. Estimation of indicators of the lower (left) and upper (right) tail distribution
coefficients depending on the threshold parameter ¢. === model BB1, model Gumbel
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7. Conclusion

This paper proposes and investigates methods for analyzing the financial
performance of companies in the context of increased volatility in stock markets
associated with the global COVID-19 pandemic, as well as a decline in oil
prices during the period 12/15/2019 — 09/30/2020. Computer experiments are
carried out to assess the riskiness of investments in leading Russian companies
and to analyze the value of shares of leading Russian companies, and the
advantages of their application are shown in comparison with the classical
multivariate analysis using a Gaussian distribution. Analysis of the properties
of estimates of the tail dependence coefficients showed their high sensitivity
to extreme changes in the value of companies’ shares, which makes it possible
to use them as indicators of the occurrence of extreme events in the stock
markets and to make timely decisions on the management of their investment
projects.
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B pabore wucciieioBaHbl METOJBI KOJIWYECTBEHHOI'O AHAJIM3Aa CKPBITBIX CTaTHU-
CTUYECKUX CBsA3ell (DUHAHCOBBIX II0Ka3aTeseil KOMIIAHWII B YCJIOBUSX BBICOKOI
PHUCKOBAaHHOCTH WHBeCcTHpoOBaHUdA. Ilpenjoxken HOBBIHM HOJynmapaMeTPHIECKANl Me-
TOJ, OLICHUBAaHNA II0Ka3aTesell XBOCTOBOU 3aBUCUMOCTH C UCIIOJIb30BAHUEM MOZEJICH
cTpykTyp 3aBucumoctu BB1 u BB7. [I1g rabopa HaHHDBIX, COIEPAKAIIIX CTOUMOCTHDBIE
MOKA3aTeIN BEIyIUX POCCUIACKMX KOMIIAHUM, TPOBEIECHbI KOMIIBIOTCPHBIC 3KCIIEPH-
MEHTBI, B PE3YJIbTATE KOTOPBIX [IOKA3aHO, YTO IPEJIJIOKEHHBIN MeTo]1 0b1aaeT 6osee
BBICOKOH yCTOMYMBOCTBIO U TOYHOCTBIO II0 CPABHEHUIO C JAPYTUMU PACCMOTPEHHBIMU
Meroznamu. [IpakTuyeckoe npruMeHeHne IIPEJICTABIEHHOIO METO/Ia YIIPABJIEHNs PHUCKa-
MU [TO3BOJIHIIO ObI (DMHAHCOBBIM KOMIIAHHAM aJ[eKBATHO OIEHUBATH MHBECTUIMOHHBIE
DPHCKH B YCJIOBUSX HACTYILJICHUS SKCTPEMAJIBHBIX COOLITHI.

KimroueBbie ciioBa: (hbMHAHCOBBIE TOKA3aTesn, TVIyOOKMEe CTaTUCTUYIECKUE CBSI3W,
CTPYKTYPbI 3aBUCUMOCTH, XBOCTOBOI KO3 (DUIIUEHT, KOITYJIa,
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This paper investigates the waveguide propagation of polarized electromagnetic
radiation in a thin-film integral optical waveguide. To describe this propagation, the
adiabatic approximation of solutions of Maxwell’s equations is used. The construction
of a reduced model for adiabatic waveguide modes that retains all the properties
of the corresponding approximate solutions of the Maxwell system of equations
was carried out by the author in a previous publication in DCM & ACS, 2020, No
3. In this work, for a special case when the geometry of the waveguide and the
electromagnetic field are invariant in the transverse direction. In this case, there
are separate nontrivial TE- and TM-polarized solutions of this reduced model. The
paper describes the parametrically dependent on longitudinal coordinates solutions
of problems for eigenvalues and eigenfunctions — adiabatic waveguide TE and TM
polarizations. In this work, we present a statement of the problem of finding solutions
to the model of adiabatic waveguide modes that describe the stationary propagation
of electromagnetic radiation. The paper presents solutions for the single-mode
propagation of TE and TM polarized adiabatic waveguide waves.

Key words and phrases: waveguide propagation of polarized light, integral optical
waveguide, adiabatic approximation, eigenvalues and eigenfunctions, Kantorovich
method, single-mode regime

1. Introduction

In works [1]-]5] a cycle of studies of the propagation of polarized light in
integrated-optical smoothly irregular thin-film waveguides was carried out
within the framework of the model of adiabatic waveguide waves. They
showed the advantages of the model and its advantages over other models in
the description of open dielectric waveguides [6]—[8]. At the same time, until
recently, the question of substantiating this model remained open. In work [9]
the substantiation of the model was carried out, which is a reduction of a more
complex in use general model based on Maxwell’s equations. In the present
work, within the framework of the model of adiabatic waveguide waves, the
problem of stationary propagation of polarized light in a smoothly irregular

(©) Sevastianov A.L., 2020
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integral-optical waveguide is posed, an auxiliary problem for eigenvalues and
eigenfunctions (adiabatic waveguide modes) is formulated and solved. The
solution of the stationary problem by the generalized Kantorovich method is
proposed, its solution is obtained in the single-mode propagation mode.

2. Basic concepts and notation

Waveguide propagation of monochromatic polarized electromagnetic radi-
ation in integrated optical waveguides is described by Maxwell’s equations.
The electromagnetic field is described using complex amplitudes. The mate-
rial environment is considered, consisting of dielectric subdomains that fill the
entire three-dimensional space. The latter means that the dielectric constants
of the subdomains are different and real, and the magnetic permeability is
everywhere equal to the magnetic permeability of the vacuum. It follows
from the foregoing that in the absence of external currents and charges, the
induced currents and charges are equal to zero.

In the absence of external charges and currents, the scalar Maxwell equa-
tions follow from the vector ones, and the boundary conditions for the normal
components follow from the boundary conditions for the tangential compo-
nents. The constitutive equations of connection in the case under consideration
are assumed to be linear. Thus, the electromagnetic field in a space filled with
dielectrics in the Gaussian system of units is described by the equations [10]:

10B 10D
tE = ——— tH=———, D=c¢E, B=yH 1
Tro c at ) Tro c 8t 9 6 ) I’L ) ( )
where E, H are the vectors of electric and magnetic field strength; D is the
electric displacement vector, B is the magnetic flux density vector; c is the
velocity of electromagnetic wave propagation in vacuum.

In this case, the boundary conditions
HT|1 - HT|27 ET|1 - ET|2' (2>
and the asymptotic boundary conditions at infinity

Bl —— 0. 1] ——0. 3)

|z|—o00

are assumed to hold for guided modes, which ensures the uniqueness of the
solution to problem (1)—(2).

In equations (1): ¢ is the permittivity of the medium; u is the permeability
of the medium, E, H are the electric and magnetic field strength vectors. We
denote by n = /e the refractive index of the medium (here and below — of
a layer of the multilayer dielectric structure under consideration).

All subdomains are infinite and bonded by planes parallel to the yOz-plane

and surfaces, asymptotically parallel to the yOz-plane, so that below we have
e=¢(x), p=1.
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3. Model of adiabatic guided modes

In Ref. [9] the adiabatic approximation of the guided solution of Maxwell’s
equations is found in the form:

E(l’,y, <, t) EO<QE;y’ z) ] )
- = N ex LWt — ij , Z , 4
{H(x,y,z,t)} {H()(Sll;y,z)} p {iwt 0Py, 2)} (4)

where

Ox oy
OH¢ 0N\ Ly a¢><a¢> .
Far = iky <5N <_z> ) Ly —ikg (82 By Eg,
dp 1 dp 1 Jp 1 Op 1
E} —-H;+——-HY, HY=-—"-FE;—-—"——F.
0 Oy e 0t gz o L T zp 0

After additional differentiations from four first-order ODEs, four second-
order ODEs are obtained, two of which take the form:

O2EY dp\?  [8p\?
i (- (52)" - (52)) -

0*HY dp\ 2 o\
o Tk (eu— (8_y> - (g) Hy = 0.

in the case when the layers (three or four) of a multilayer waveguide are
homogeneous.

The rest four components are calculated from the system of linear algebraic
equations (SLAE)

o V- B V. D e o Opo OH{

tkoge E§ + Zkoﬁ_yHo = zko—zHg, ikge B§ — sza—y 0= 8x0 ) -
L Op .. . Op . .., O0p __  OE]
zkoa—yEO —ikgpuH§ = zkang, —tkouHG — zkoa—yEo = _8:(:0 .
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4. Waveguides regular in y and electromagnetic fields

First, let us consider the case when neither the integrated optical waveguide
geometry, nor the solutions to Maxwell’s equations for the adiabatic guided
mode (AGM) depend on one of the horizontal coordinates, i.e., the case

/0y = 0.

For fields harmonic in time in the Cartesian system of coordinates, the
system of Maxwell’s equations has the form:

( OH oOFE
aHZ . Y — ikera;, aEZ _ Y
oy 0z Yy 0z
0H OH OF oF
4 Tz z _ ; z z _
0z Ox tkoe By, 0z ox
0H oOF
y OH, —ikyeE,, Y _ OF, _
\ Oz oy ox oy

In the case 0/dy = 0, system (8) takes the form

( OH, 0B,
— 5, = thoeEy,  —— = —ikouH,
oF oF 0H OH

Z T Z — gk uH hdnint' 2NN z
0z Ox olHy: - T, Ox

OH, oE,

\8_]) = Zkofsz, W = —ZkoﬂHz

A substitution of the first and the third equations (9) into the second ones

leads to the equivalent systems

( 82Ey 82Ey )
02 o2 T KoenEy =0,
! 9B m
Oz LRo L1 4
ok, )
(G~ Ront
for TE polarization and
(9*°H, 0*H
y y 2 _
022 * Ox? T koendd, =0,
) -
Oz - 0 T
oH,
\8_11) = ’lkoﬁEz

for TM polarization.

(11)
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In this case, the system of equations (6), (7) is split into two independent
subsystems:
for TE polarization:

(d*EY dp\?
dmZO + k2 (5,u— <d—i> ) Ey =0,

d

dz
dE?
— ikouHE = —2
LRt Az

(12)

and for TM polarization:

(d*HY dp\”
— 2= HY =
dx? +ho | en (dz) 0 =0
ng (13)
dx ’

s _ d¢
KSEO = EHg.

A\

ikoe EBE =

For thin film multilayer waveguide consisting of optically homogeneous
layers, the system of equations (12) and (13) should be completed with the
conditions of the electromagnetic field matching at the interfaces between the
media that follow from (2):

ix E-+nxE* =0, (14)
nxH +nixH" =0 (15)
and the asymptotic conditions that follow from (3):
0 0 170 170
E), B9, H), HY —— 0. (16)

5. Setting of the physical problem

The solution of the first equation of system (10) is found using the gener-
alized Kantorovich method [11], [12], which is analogous to the method of
separation of variables proposed in [13]. We find the solutions to an auxiliary
problem analogous to a problem of finding eigenvalues and eigenfunctions
that depend on a parameter.

Auziliary eigenvalue problem

For each fixed z we consider the problem

2 | |
(@ + k2n?(x, Z)) Ej(x;2) = kg 53 (2) By (x;2), —oo <w <oo, (17)
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d
where ((z) = d—(p(z), with the boundary (asymptotic) conditions
z
J (e
Ey(flf, Z) m 0. (18)

Let us normalize the eigenfunctions with a condition
(ELES) = [ Bl(n 2Bl 2o = (19)

It is known that for any fixed z € R problem (17)—(19) is a problem of
finding normal guided TE modes of a regular planar reference waveguide [14],
[15]. At any real-valued e, 1 and any finite thickness of the reference waveguide
it allows a finite number N¥ of forward and NT* of backward TE modes [16]-
[18].

We restrict ourselves to considering such smoothly irregular waveguides in
which the number of guided modes is constant throughout the change and
the degree of irregularity is so small that the transformation of the energy
of guided modes is limited by the adiabatic approximation. In this case, we
seek a solution to problem in the form of an expansion:

NTE

EY(z,2) = Y _ CI¥(2)Ej(x;2), (20)
_NTE
satisfying the condition
OE? NT .
8—;(x,z) =—i > koBI"(2)CTE(2)E)(x; 2). (21)
_NTE

Substituting expansion (20),(21) into Eqs. (10) with relations (19) taken
into account, after cumbersome but not complicated transformations, we
arrive at a system of ODEs for the expansion coefficient functions C'jTE(z).

6. Solution of a single-mode problem for zero
contribution to the AGM

As an example, let us carry out the above calculations for the particular
case (20), (21), which describes the single-mode propagation of a TE-polarized
AGM, namely:

~ -

Ej(x,z) = CF"(2) Bj (w3 2), (22)

satisfying condition

357{/ ‘1. QTE TE J
E(m,z) = —ikoB; 7 (2)C; " (2) Ey(w; 2). (23)
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We differentiate (23) with respect to z and substitute the result into the
first equation of the system (10) taking into account (17) (following [13]). As
a result, we arrive at a system consisting of a single ODE

dCTE dBrE
d—]z(z)ﬁjTE(Z) + d—jz(z)CjTE(Z) = 0. (24)
We substitute the solution of Eq. (24) into relation (22) and obtain the

ultimate explicit form of the component Ej of the electromagnetic field of
the single-mode TE polarized AGM:

iy B5(0) Bj(a; )

Ej(z,z) = CTE(0) BTE(s) (25)
By means of the second equation of the system (10) we obtain

2z, 2) = —Zklou%(x,z> (26)
and using the third equation of the system (10) we obtain

iz, 2) = i ];<Z)EZ(9&, 2). (27)

In analogy with the above calculations, we solve the system (11) using the
auxiliary problem

2 . .
(% + k3n2(a:7z)> Hj(x;z) = k%,@f(z)Hg,(a:, z), —oco<xz<oo, (28)

with boundary (asymptotic) conditions

Hi(z;2) — 0. (29)

T—r400

The eigenfunctions are normalized by the condition

(. 1) = [ Hi(as o) H(w52)de = 8y (30)

The single-mode solution for the TM-polarized AGM has the form

sy B (0) Hy(x;2)

Mt 2) = ooy Ao Gs) e
Bl ) = — Wi (32)

~ ikge dx
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El(z,2) =— Iz, 2). (33)

7. Search for adiabatic guided mode phase using
the Cauchy method

In the model of adiabatic guided modes, in addition to the coefficient
functions CJ¥(z) and C™(z), the explicit dependence on the horizontal
coordinate is present in the exponential factor exp{iwt — ikyp(y, z)} in ex-
pression (4) [9]. The mode evolution in the horizontal direction, besides the
dependences (24) for the coefficient functions in the case 9/dy = 0, is formed
by the dependence of d¢/dz on the obtained eigenvalues of problems (17). It
is convenient to formulate the description of phase evolution law ¢(2) in terms
of the algebraic model of adiabatic guided modes [9] for thin-film waveguides.
A constructive representation of this dependence for thin-film waveguides
consisting of homogeneous layers is obtained in Refs. [19]-[21]. Namely, the
general solutions in the homogeneous layers have the form

B\ (i explkori()a) Al
HS | _ 7% (2) exp{kong(z)x}A; (34)
H; ie s exp{kont(z)x} A2
5] \i(e) explkord (=)} A2
E{j Z'Hf (exp{—kon;<z)x}A?c — exp{—kon;(z)x}A}>
1! | _ [ ) (expl-hor0) A} + ep{-ho@pa ) | o
HJ i€ s (exp{—kon;(z)m}Ai — exp{—konﬁc(z)x}A‘})
, : , .
2 mp(2) (exp{—kon}(2)z} A} + exp{—kgn}(2)x} A3)
ES\  ( ipeexpllnl(z)(—o + )} A3
He | _ | ez ) exp{kon?(2)(—z + h)} A3 : (36)
me | T | e, expihyi(z) (— + B} A2
E¢ m(2) exp{kom(z)(—z + h)} A
where 177,(z) = B3(z) —n2, a=s,f,c

The system of boundary Maxwell’s equations (2) with the explicit form
of solutions (34),(36) taken into account leads [22]-[24] to the systems of
homogeneous linear algebraic equations

~ T T
MTE (AL AL A3 A3) = (0000) (37)
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for TE modes, where

ine  ipgexp{koni()h}  —ippexp{—koi(z)h} 0
o] 9 Uy —Uy i
0 e omla) 13(2)
me(z) —np(2) explkoni(z)h}  —mp(z) exp{—komi(z)h} 0
(38)
and .
M™ (A2 A2 A4 A%) =(0000)" (39)
for TM modes, where
0 _ng ‘ ng ' l.EfS
X ie,  —iesexplkoni(2)h} ie pexp{—kom(2)h} 0
me(z) —np(2) explkoni(z)h}  —mp(z) exp{—komi(z)h} 0
0 —1}(2) —n3(2) 13(2)
(40)

The systems of homogeneous linear algebraic equations (37) and (39) have
nontrivial solutions under the conditions

det MTF (d™ /dz) = 0, (41)
det M™ (dp™ /dz) = 0 (42)

In terms of ordinary differential equations for dp™® /dz and d¢™ /dz, equa-
tions (41) and (42) are written in the form

F (%2005 he), L) o) =0 (43)

d A
where F'is a transcendental function of d_gO, including expressions 73(z2) =
z
ﬁ?(z) —n2, a=s, f,cand exp{ikoné(z)h(z)}, a = s, f,ci.e., radicals of
dz

Equations (41) and (42) of the form (43) are solved symbolic-numerically
using the Cauchy method (see [25], [26]).

don 2
( gp) and exponential functions of these radicals.

8. Basic equations of the adiabatic guided mode model

The problem of propagation of polarized electromagnetic radiation in
regular waveguides was successfully solved both in closed [27]-[30] and in
open waveguides [31]. In both cases the base method is the method of
separation of variables, which reduces the initial problem to an auxiliary
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spectral problem with a discrete spectrum in the case of closed waveguides
and a mixed spectrum in the case of open ones.

Problems with dielectric and magnetic filling of waveguides, intricate in the
cross section but regular in the longitudinal direction (along the radiation
propagation axis) were reduced to considerably more complicated spectral
problems, which have been subsequently also solved (see, e.g., [32]-[39]). These
physical models gave rise to new mathematical problems and description of
new electromagnetic phenomena, which are beyond the present discussion.

In contrast to this line of study, the mathematical modeling of waveguides
irregular in the longitudinal direction began to develop from the middle of
the 20th century. Here we should mention the pioneering works [40]|-[42] in
the English-language literature. However, the dominant contribution to the
development of mathematically substantiated methods was made by Russian-
language authors. Their works can be conventionally divided into congeneric,
in fact, to the ideology of Kantorovich method [43] generalizing the Fourier
method of separation of variables (e.g., [44]-[54]) and those using the ideology
of asymptotic approach (see, e.g., [55]). It is worth noting that the studies in
the first line have acquired rigorous mathematical completeness in the works
by Sveshnikov and his disciples (see, e.g., [56]-[66]).

The present paper combines the Sveshnikov ideas in both approaches and

bases on technique of exploiting the Kantorovich method, implicitly used by
Fedoryuk.
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OHOMO/ZIOBBIII pPEXKUM PACIIPOCTPAHEHUS
amadbaTndecKuX BOJTHOBOJHBIX MOJI
MJIAaBHO-HEPETYJ/JISIPHbIX MHTErPpaJIbHO-ONTUYECKUX
BOJIHOBO/IOB

A. JI. CeBacThbIHOB

Poccutickut ynusepcumem dpyorcoHvr Hapodos
ya. Murayzo-Maxaas, 0. 6, Mocxea, 117198, Poccus

B pabore mpesncraBiieHO uUCCIEIOBaHUE BOJHOBOJHOTO —PACIPOCTPAHEHUS
MTOJITPU30BAHHOTO SJIEKTPOMATHUTHOTO U3JIyYEHUsI B TOHKOIIEHOYHOM HUHTETPAJILHO-
OIITUYIECKOM BOJIHOBOJE. JIjis1 ommcanmsi 3TOro pPacCIpOCTPAHEHUsT HUCIIOJIb3yeTCs
ajmabarndeckoe npubsmkenue perrenuit ypasuenuiit Makcsesura. [locrpoenue pe-
JIyIIUPOBAHHOM MOJENN JIJist aauabaTuaecKuX BOJTHOBOIHBIX MOJI, COXPAHSIOIIEH Bce
CBOHCTBA COOTBETCTBYIOININX PUOIMKEHHBIX PEIICHUI CUCTEMbI ypaBHeHut Makc-
BeJLjIa, OBLIO IPOBEIEHO aBTOPOM B mpeablayinei mybaukanun B DCME&ACS, 2020,
Ne 3. B macrosmeit paboTe uCC/IeI0BaHUE MPOBEJIEHO JJIsi YaCTHOIO CJIydas, KO-
I7Ia TeOMETPUA BOJTHOBOMIA U IJEKTPOMATHUTHOE IT0JI€ MHBAPUAHTHBI B TIOIIEPEIHOM
HalpaB/ieHuu. B 3TUX yCJIOBUAX CYIIECTBYIOT pa3jiesibHble HeTpUBHaJbHbIE TE-
u TM-mosisipu3oBaHHbIE PEIIEHUs YKA3aHHON PeyIMpOBanHOM Mojiesin. B pabore omnm-
CBIBAIOTCS TMTAPAMETPUYECKU 3aBUCIIINE OT ITPOJOJIbLHBIX KOOPIUHAT PENIeHUs 33034
Ha COOCTBEHHBIE 3HAYECHUS U COOCTBEHHBbIE (PYHKIINY — aInabaTUIeCKue BOJTHOBO/I-
oele TE- u TM-niosispusamuu. B paboTe mpuBOAUTCA MOCTAHOBKA 33,189 OTHICKAHUS
pelreHnit Mojies I aIuabaTUIeCKIUX BOJTHOBOIHBIX MO/I, OIMUCHIBAIOIIUX CTAITHOHAD-
HOE PACHPOCTPAHEHUE SJEKTPOMATHUTHOTO M3JydeHus. llpeacraBiiennbl penieHust
I7st omaEOMOomoBoro pacupoctpatnerust TE- n1 TM-monsapn3oBaHHBIX aanabaTHIecKuX
BOJTHOBO/THBIX BOJIH.

KimroueBbie cjioBa: BOJHOBOJHOE PACIPOCTPAHEHUE IOJIsIPU30BAHHOIO CBETA, WH-
TerpaJbHbIil ONTUYECKUiT BOJTHOBOI, aanadbaTudecKkoe MpudIn:KeHne, cCOOCTBEHHBIE
3HaYeHUsT U cOOCTBeHHbIe (QyHKIMH, MeTon KaHTOpOBUYa, OTHOMOMIOBLIM PEXKIM
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The paper describes a methodology for determining the optical and physical
properties of anisotropic thin film materials. This approach allows in the future
designing multilayer thin-film coatings with specified properties. An inverse problem
of determining the permittivity tensor and the thickness of a thin film deposited
on a glass substrate is formulated. Preliminary information on the belonging of
a thin-film coating to a certain class can significantly reduce the computing time
and increase the accuracy of determining the permittivity tensor over the entire
investigated range of wavelengths and film thickness at the point of reflection and
transmission measurement

Depending on the goals, it is possible to formulate and, therefore, solve various
inverse problems:

— determination of the permittivity tensor and specification of the thickness of
a thick (up to 1 cm) substrate, often isotropic;

— determination of the permittivity tensor of a thin isotropic or anisotropic film
deposited on a substrate with known optical properties.

The complexity of solving each of the problems is very different and each problem
requires its own specific set of measured input data. The ultimate results of solving the
inverse problem are verified by comparing the calculated transmission and reflection
with those measured for arbitrary angles of incidence and reflection.

Key words and phrases: transmittance, reflectance, refractive indices determina-
tion, thin films, multilayers, optical coatings, optical properties

1. Introduction

The efficiency of production of existing devices for solid-state micro- and
nanoelectronics and successful creation of new ones largely depend on the
level of development of the technology for manufacturing layers of various
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materials with a thickness from several nanometers to tens of micrometers [1].
The design and manufacture of multilayer structures with desired properties
from dielectric and/or metal films requires an accurate knowledge of the
optical parameters of each layer [2], [3].

Methods for evaluating the electrophysical parameters of dielectric and
semiconductor thin-film materials [4] based on regularized methods [5] for
solving inverse problems allow accurate determination of the electrophysical
parameters of thin-film semiconductor materials [6]-[8]. It becomes possible
to create multilayer structures with predetermined properties [9].

The advantage of non-contact methods, which include spectrophotometric
and polarimetric methods, is the possibility to carry out measurements without
destroying the material and without changing its properties. When using
these methods, the interaction of electromagnetic waves in the optical range
with the sample material is considered and the intensities of the transmitted
and reflected waves are measured. The obtained intensities can be then used
to calculate both optical and geometric parameters of the samples [10]-[12].

The advantage of spectrophotometric measurements is the possibility to
determine several parameters using one measuring device and one sample
[13]. To determine the thickness, permittivity, and electrical conductivity of
nanometer films in layered structures, one can use the results of measurements
of the reflection and transmission spectra of the optical radiation interacting
with them, provided that the mathematical model of their interaction is
known [14], [15].

Finding the electrophysical parameters of layered structures from the re-
flection and transmission spectra of electromagnetic waves is associated with
the need to solve inverse ill-posed problems of electrodynamics.

The developed program “Multilayer” serves both for modeling the trans-
mission of light through multilayer thin-film layered media [16]-[18] and for
determining the dielectric (permittivity tensor of anisotropic films) and geo-
metric (film thickness) parameters of various thin-film coatings. The program
was created based on many years of experience of collaboration with organi-
zations engaged in the design of thin-film coatings [11] used in the production
of liquid crystal displays.

2. Formulation of extended inverse problem

Methods described in [19] for description of the transmission of an electro-
magnetic wave through an optical system are also used in solving the inverse
problem for determining the optical characteristics of materials. Let us con-
sider formulation of the inverse problem to determine optical parameters of
thin film coating.

Within the framework of the inverse problem, it is required to determine,
using data on the transmission 7, ();) and reflection R,,();) for various
angles of incidence and various polarizations (m € [1,...,n], here n is the
number of different spectrophotometric measurements for each wavelength
Aiyi € [1, ..., p] from desired range [A,oy; Aepa]); the elements of the permittivity

tensor £(\) of a homogeneous material in a preset wavelength range [\ oy, Aenal-
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Mathematically, this problem reduces to minimization of the variance
functional with respect to the unknown parameter €(\;).

= / (i@-(k)—Ti<sj(A>,A>>2+§n:<Ri<A>—Ri(ej@),x)f) dx. (1)

=1 =1
A= Abeg

As was noted above, an additional unknown parameter can be the layer
thickness d, which has to be especially thoroughly determined for thin films.
In such cases, the target functional is written as F(g,d).

An important feature of the problem under consideration is that the optical
parameters have to be found in a continuous wavelength interval [Ay,o,; Aopal;

rather than at separate points in this interval. Typically, the interval of
interest covers the visible spectral range from 400 to 800 nm. The search
for parameters defined over a given spectral range implies the requirement
that the spectral dependences of these parameters would be smooth functions,
which influences the structure of solutions.

Solving the task of minimization [20] of the functional (1) frequently involves
procedures requiring considerable computational time. The time consumption
can be significantly reduced by taking into account certain special features of
the system (isotropic vs. anisotropic materials, thick vs. thin layers), that is,
by selecting a proper model of light propagation [21]-[23]|. Problems related
to the classification of materials are considered in the next section.

Note. From mathematical standpoint, the inverse problem of restoring
the parameters of a differential operator belongs to the class of so-called
ill-posed problems [5], which implies that small variations in the initial data
may lead to large changes in the coefficients that have to be calculated. Such
behavior of the solution is called unstable. The problem of reconstruction
of the elements of the permittivity tensor €(\) is the typical example of an
ill-posed problem. The problem of correctness poses additional requirements
both to the accuracy of initial data and to the stability of solution algorithms.
In order to effectively solve an ill-posed problem, it is also highly desirable to
take into account all the information known a priori about the system. Finally,
it should be noted that poor (uncertain) initial data on the transmission
T,.(A;) and reflection R, ();) of light in the system (for example, in the case
of a significant level of light scattering) may not allow eliminating all the
difficulties related to incorrect formulation of the problem.

3. Classification of media

In the adopted approach to formulation of the inverse problem, the prop-
erties of materials determined by the permittivity tensor are considered as
most important [7], [24], [25]. For the Berreman matrix method [26], special
features of a material (isotropic vs. anisotropic) are not of principal signif-
icance in solving the direct problem. However, the knowledge about such
features may significantly simplify solution of the inverse problem by reduc-
ing the number of unknown parameters and by making possible the use of
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simplified computational schemes [27]. In connection with this, we present
a classification of the materials of interest [25].

The classification is closely related to the relative values and orientations
of the principal axes of the refractive index ellipsoid (figure 1).

Figure 1. A general orientation of a principal axes of the permittivity ellipsoid. 8 nutation
angle, 1 precession angle, ¢ spin angle

Classification with respect to the principal values of the permittivity tensor:

— Biaxial anisotropic material. In this case, all three principal axes of the
refractive index ellipsoid are different, for example, e 4 < eg < £4. Such
materials have two optical axes.

— Uniaxial anisotropic material. Two of the three optical axes are equal
to each other, for example, € 4 = €5 # €. Such materials have a single
optical axis coinciding with C' axis.

— Isotropic material. In this case, all three principal axes of the refractive
index ellipsoid are equal to each other: ¢4 =ep = €.

In uniaxial materials, directions corresponding to equal principal axes of
the refractive index ellipsoid (or equal values of the refractive indices) are
called ordinary (¢p = €4 = €5 or n,), while the remaining direction is
called extraordinary (¢, = - or n,). It should be recalled that e, = n2,
where €,,n, are complex quantities and n_ is the refractive index. Such
materials are frequently characterized by the value of birefringence (or double
refraction), which is defined as the difference An =n_, —n,.

For n, > n, we deal with a positive birefringence, while n, < n, corresponds
to a negative birefringence. Now we will consider the commonly accepted
classification of uniaxial anisotropic materials with respect to the ratio of
ep and e, and the orientation of a special axis. Here, the main parameter
determining the type of a material is the angle of nutation 6.

Classification of uniaxial materials with respect to orientation of the princi-
pal axes of the refractive index ellipsoid:



382 DCM&ACS. 2020, 28 (4) 378-397

— o-Plate:
This case corresponds to the general arrangement of a uniaxial refractive
index ellipsoid with an angle of nutation within 0 < 6 < 7/2, figure 1.
In cases, when the principal axes of the ellipsoid coincide with the
axes of the laboratory frame, the notation € 4, g, e~ will be changed to
ExrEyr €z

— (C-Plate:

4 dg . /
A
i, T [

(a) C-plate positive (b) C-plate negative

Figure 2. [0 = 0; 1 = 0; v (the angle of rotation measured from OX axis) has arbitrary

value
— A-Plate:
+z +z
e -5 —g g.=g_>g
- c (@
A / y A / y
% =
(a) Positive A-plate (b) Positive A-plate

Figure 3. A-plate (positive): 8 = 7w/2; ¢ = 0; ¢ = 0, A-plate (negative):
0==n/2; p=m; =0

The above classification of uniaxial materials, depending on the orientation
of the principal axes of the refractive index ellipsoid of the samples, allows
the calculations to be limited to a small number of options for choosing
calculation schemes, provided that there is a preliminary information about
the belonging of the material under study to one of the classes.
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4. Classification of inverse problems

In solving the inverse problem, the material should be classified primarily
with respect to two factors: anisotropy and thickness. It should be also taken
into account that thin materials (with a thickness of several microns and
below) cannot be considered without a substrate bearing this layer. In such
cases, calculations of the properties of a thin layer will involve the parameters
(refractive index and thickness) of the substrate.

In accordance with a scheme presented in figure 4, the inverse problems
are classified as follows.

INVERSE PROBLEMS
/ \
THICK SUBSTRATE THIN LAYER ON SUSTRATE
/ \
ISOTROPIC ANISOTROPIC
ISOTROPIC ANISOTROPIC

Figure 4. Classification of inverse problems

Problems of determination of refractive indices
Calculation of optical parameters for a thick layer — usually substrate (one-
layer model).

— Calculation of the optical parameters (refractive indices) of an isotropic
substrate.

— Calculation of the effective optical parameters of an anisotropic substrate
for a given direction in the plane.

— Calculation of the optical parameters (permittivity tensor) of an
anisotropic substrate.

Calculation of optical parameters for a thin film on thick substrate (two-layer
model).

— Calculation of the optical parameters of a thin isotropic film on isotropic
substrate with known parameters.

— Calculation of the effective optical parameters of thin anisotropic film on
isotropic substrate with known parameters, for a given direction in the
plane.

— Calculation of the optical parameters (permittivity tensor) of a thin
anisotropic film on isotropic substrate with known parameters.

The problem of calculation of the effective refractive index of an anisotropic
material in a given direction on the plane is solved using the same method as
that used for determining the parameters of an isotropic material. However,
calculations of the effective refractive index in a certain direction, while being
of independent interest, may also perform an auxiliary role. On the one
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hand, the effective refractive indices calculated in two mutually perpendicular
directions (par/per) quite well characterize the given material for the normal
incidence of light.

On the other hand, calculation of the principal axes of the refractive
index ellipsoid for an anisotropic material in the case of small Euler angles
(e.g., for a material with well oriented structure, where deviations of the
principal axes from axes of the laboratory coordinate system are small) can
start with calculation of the components lying in the sample plane. These
par/per components can be used in subsequent calculations as very good
initial approximation for the complete calculation of the permittivity tensor.

It should be borne in mind that the inverse problems of various types
require using different sets of initial data, which will be considered below.

Note. In present version of the program, calculations of the parameters of
a thin layer on substrate can be performed only for an isotropic substrate.

5. Classification of solution structures

Various methods of calculation of the propagation of light [22], [28] described
previously (matrix and classical methods) are based on the relations valid
for a given wavelength. In this context, calculation of the spectrum of the
refractive index can be performed either point wise (in a given wavelength
interval) or using a certain preset parametric dependence (figure 5).

Both point wise and parametric methods of calculation have their own
advantages and drawbacks.

Pointwise method

Advantages. Provides effective solution of the inverse problem in the case
of calculations of the optical parameters of a single thick layer. The solution
is sufficiently stable. The level of oscillations in the obtained solution (noise)
corresponds to the noise level in the initial data. Requires relatively small
computational time.

Drawbacks. Gives highly unstable solutions in the case of calculations of the
optical parameters of a thin layer in a two-layer structure (strongly ill-posed
problem). Satisfactory solution can be obtained using various additional
(physically justified) restrictions and regularization parameters.

Parametric structure of solutions

Advantages. Provides smooth solutions consistent with the physical meaning
of the problem. The method is sufficiently universal, especially when the
Kramers-Kronig relations are used [29].

Drawbacks. Computational time increases as compared to that required
for the point wise calculations. Sometimes it is difficult to select a proper
parametric structure of the solution for materials transparent in the entire
range [)\bcg7 )\cnd]‘

It should be noted that the requirement of smoothness is especially impor-
tant for the real part of the complex permittivity, that is, for the refractive
index (n). The spectral dependence of the absorption coefficient (k) is usually
smooth even for a pointwise solution.

The main, effective method of solution of the inverse problem consists in
obtaining a parametric solution using the Kramers-Kronig relations [29]. In
this method, an important step is related to simulation of the absorption peaks.
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SOLUTION STRUCTURES

/\

POINTWISE PARAMETRIC

“LINEAR” (Cauchy model) KRAMERS-KRONIG

/

n-index parametrization

pointwise calculation
of absorption coefficient &

Parametric optimization
by n-index parameters,
using known k spectra

Kramers-Kronig relation

Gaussians or Lorentz
parametrization
of absorption coefficient &

»

Kramers-Kronig relation

pointwise calculation
of absorption coefficient &

Parametric optimization
by n-index const parameter,

Parametric optimization Gaussians (Lorentz) parameters
by m-index const parameter of coefficient &

Figure 5. Inverse problems and alternative solution structures. Red field color indicates
the most widely used structures

The software “Multilayer” allows the absorption peaks to be approximately
described using both Gauss and Lorentz curves. The experience gained in
practical calculations shows that the Gauss approximation has to be preferred.
Questions pertaining to the Kramers—Kronig relations are considered in more
detail in the next Section.

6. Kramers—Kronig relations for permittivity function

Assuming that the permittivity function (¢ = ¢’ +i¢’’) is analytic, we
can write the well-known Kramers-Kronig relations between the real (¢”) and
imaginary (¢'") parts [7]:

+oo
w) —1=1p [ T8y,
o8, . (2)
e’(w)=—1P [ —69@; dz,
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where w is the circular frequency and P is a symbol indicating the principal
value of the integral.

For our purposes, the most important relation is (2) which, by virtue of
the odd character of €'’ (w) [7], is equivalent to the following expression:

C(w)—1= 2P / ) g (3)

Experimental measurements can provide sufficiently reliable data on the ab-
sorption coefficient k(w) (within a certain limited spectral interval [wy,,, Wenal),

which is related to the complex permittivity and the refractive index n(w) by
the following expressions:

e = (n(w) + ik(w))? = n(w)® — k(w)? + 2in(w)k(w),
£ (w) = n(w)® — k(w)?, & (w) = 2n(w)kw), (4)

where the absorption coefficient k is a dimensionless quantity.

Using equations (4) and (3), one can readily obtain an expression relating
the refractive index at a given frequency to the spectrum of the absorption
coefficient:

2 2 2¢ +Ooxn(av)k:(ac)
7T 0/ X

Thus, the main problem in determining the spectral dependence of the
refractive index proceeding from the measured absorption spectrum reduces
to solving an integral equation (3) with respect to n(w). In practice, the
absorption spectrum is measured in a certain limited spectral interval [w;, wy].
In such cases, equation (5) can be rewritten as

w_end
2c xzn(x)k(x
w_beg

where an error arising on the passage to a finite integration interval is repre-
sented by a constant C, which, generally speaking, also has to be calculated
from experimental data.

Let us consider the results of numerical solution of equation (6) for several
model systems, where the absorption coefficients k are defined by a certain
set of Gauss functions (Gaussians).

In figure 6 curves drawn in the same type of lines refer to the absorption
coefficients (thin lines) and the corresponding refractive index profiles (thick
lines) representing solutions of the nonlinear integral equation based on the
Kramers—Kronig relations. An interesting example is offered by the pair
of curves drawn by dashed lines, which just corresponds to the case under
consideration with several absorption bands. The absorption is stronger in
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the initial part of the spectral interval and then decreases. The restored
refractive index also exhibits several maxima.
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Figure 6. Kramers—Kronig relations. Two solutions (n_1, k1) and (n_ 2, k_2) of integral
equation (6)

The main approach to solution of the problem of determination of the re-
fractive indices and absorption coefficients using the Kramers-Kronig relations
consists in modeling the absorption coefficient by a sum of base functions de-
scribing the absorption bands of a given material. Since the spectral interval
of measurements [Ay,q,; Ayq] contains by no means all absorption bands of the

given material, it is necessary to provide for the possibility of extending the
base functions outside this interval to a wider wavelength range [AF . A¥ ]

beg’ “‘end
where AF g < Abeg < Aena < A .o It is assumed that the main absorption

bands of the materials under consideration fall within the interval [A,.y, Acpd]
or go slightly outside.
The base functions are usually expressed on the frequency scale and then

converted to the wavelength scale. For simulations using the developed
software, the base functions can be selected in the following forms.

— Gauss functions: G(w,x) = A -exp (_(WX)O)Q) '

Lorentz functions: L(w,z) = ey
As was noted above, Gaussians are more convenient in use, but Lorentz func-
tions require a shorter time for calculations within each cycle of the iterative
process. Use of the Lorentz curves is related to the following disadvantage:

— The shapes of the spectral curves of n and k are less perfect than those
obtained by using Gauss functions.

— A significant error arises at the right-hand end of the spectral interval
in the course of calculation of the degenerate integral for the refractive
index (n). This error can be eliminated by artificially expanding the
integration domain (approximately by 40-50 nm) outside the right-hand
boundary of the given spectral interval.
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7. Calculation of optical parameters for a thick layer.
One-layer model

Let us consider some particular examples of calculations of the optical
parameters of thick films based on the results of solutions of the corresponding
inverse problems.

We'll take as a sample Quartz glass (KU-7 grade) [30].

The transmission and reflection spectra of a sample were measured on
a spectrophotometer. The transmission intensity was measured at a zero
incidence angle, while the reflection was measured at an angle of 7° (measured
from the normal to the sample surface). The refractive index calculated for
the spectral range from 450 to 750 nm is presented in figure 7. The maximum
deviation from the standard is 7.0 x 10~ at a wavelength of 633 nm (for the
curve calculated using the Kramers-Kronig algorithm).

The pointwise algorithm provides a strongly oscillating solution, which is
related to insufficient accuracy of the spectral measurements (noisy spectrum)
used as the initial data.

1,47

® n_Standard

x e Kramers_Kronig
1,465 A A

L M n_PointWise
1,46 Ml\ A

1,455

refractive index (quartz)

1,45

450 500 550 600 650 700 750
Wavelength,nm.

Figure 7. Refractive index of quartz: (Thin) pointwise algorithm; (Thick) Kramers-Kronig
algorithm; (Points) standard (tabulated) values

Display glass

The transmission and reflection spectra of a sample were measured on
a spectrophotometer using the same angles of incidence as those in the
preceding example — see figures 8 and 9.

The refractive index calculated for the spectral range from 400 to 800 nm
using the pointwise algorithm and the Kramers-Kronig algorithm (based on
the Gaussian approximation of the absorption band) is presented in figure 10.
The spectrum of the absorption coefficient is presented in figure 11.

The pointwise algorithm provides a strongly oscillating solution, which is
related to insufficient accuracy of the spectral measurements (noisy spectrum)
used as the initial data. It should be also noted that the accuracy of mea-
surements in the beginning and at the end of the spectral interval is reduced

because the employed polarizers operate more reliably in the middle of this
interval than at the ends.
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Figure 8. Measured transmission spectra of the glass sample
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Figure 9. Measured reflection spectra of the glass sample
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Figure 10. Refractive index of display glass:
(magenta) pointwise algorithm; (blue) Kramers-Kronig algorithm
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Figure 11. Absorption coefficients of display glass:
(magenta) pointwise algorithm; (blue) Kramers-Kronig algorithm

8. Calculation of optical parameters for thick and thin
layers. Two-layers model

Calculations of the refractive indices of thin-film materials is complicated
by the fact that their transmission and absorption characteristics cannot
be measured directly and independently, since such materials are usually
deposited onto substrates (with a thickness on the order of 1 mm) in the
course of fabrication. For this reason, the problem is usually solved in at least
two steps. First, it is necessary to determine the parameters of a substrate.
Then, the calculated values of the refractive indices and absorption coefficients
are used in solving the inverse problem for determining the characteristics of
a thin coating.

Let us consider examples of the calculation of refractive indices and absorp-
tion coefficients for a tested real thin-film material.

In order to simplify and accelerate the computation procedures, the charac-
teristics are first calculated for a slow direction of a sample. This approach
provides sufficiently fast and more accurate evaluation of the film thickness
as compared to the standard mechanical measurements with the help of
profilometer.

Then, the refractive indices and absorption coefficients are calculated in
the perpendicular — fast — direction, with the initial thickness approximation
obtained in the first step. After that we can take those solutions as initial
ones for solving the problem of index estimation in the third direction — along
the vertical axis OZ in local coordinate system. The results of calculation are
presented on figures 12 for real parts (refraction indices) and 13 for imaginary
parts (absorption coefficients). Figures show the calculated values of principal
axes of the refractive index ellipsoid as functions of the wavelength.

Optimization with respect to all components of the refractive index ellipsoid,
the Euler angles, and the film thickness at each point of measurements gives
the results of fitting for measured transmitted and reflected light depicted in
figures 14-15.

Figures 14 and 15 illustrate the degree of approximation for all eight
measurements used in the solution of the inverse problem. The measured
and calculated intensities of light transmitted via a thin film deposited onto
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a display glass are compared in figure 14. The intensities of light reflected in
various directions for different angles of incidence are presented in figure 15.
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Figure 12. Refractive indices along three axes in local coordinate system

0,16
—« Kka
0,14 b
€ 0,12 \ ke
£
£ 0,10
)
2 s |\
S 0,08
g0\
< 0,06
g ' \
¢ 0,04 [y —
\
0,02 <
M~ -~
0,00 e e T ™ S St o c— — e ——— — — —

400 450 500 550 600 650 700 750 800
Wavelength, nm.

Figure 13. Extinction coefficients along three axes in local coordinate system

It should be noted that the results of fitting with respect to transmission
are better than those for reflection, which is related to the fact that the
measurements of reflection are more influenced by the scattering of light. Nev-
ertheless, the positions of extrema in the calculated and measured reflection
spectra exhibit good coincidence.

9. Conclusion

The paper describes a practically tested methodology for the sequential de-
termination of the optical and physical properties (permittivity and thickness)
of anisotropic thin-film materials. This approach ensures the determination
of the required parameters with high accuracy, which makes it possible in the
future to design multilayer thin-film coatings with specified properties. Such
coatings can have the properties of absolute mirrors or absolutely black bodies
in a given wavelength range, optical filters with desired characteristics, etc.
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Figure 14. Result of fitting procedure. Calculated (dashed) and measured (solid lines)
transmittances for different angles of incident s- and p-polarized light
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Figure 15. Result of fitting procedure. Calculated (dashed) and measured (solid lines)
reflectances for different angles of incident s- and p-polarized light

Depending on the types of the investigated coatings, the user is offered sev-
eral options (models) for carrying out (executing) calculations. The simplest
approach is to solve the inverse problem at each wavelength using the trans-
mission and reflection measured at this wavelength only. In this case, the
problem has an (infinite) set of feasible solutions. The choice of the one that
is suitable in terms of physical meaning is very difficult for algorithmisation
and laborious.

The second approach is to use a priori information on the continuity of
the components of the permittivity tensor depending on the wavelength.
From a practical point of view, the most successful variant seems to be the
approximation of the imaginary part of the tensor by a set of Gaussians (the
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parameters of which are to be determined). The real part of the permittivity
tensor is calculated in accordance with the Kramers-Kronig relation.

The complexity of solving each of the problems is very different and each
requires its own specific set of measured input data. Therefore, the solution
to each problem is implemented as a separate option within the software
package, although the solution methodology remains the same.Examples of
determining the permittivity of two different standard samples, namely, the
KU-7 silica glass and the display glass, from the measured transmission and
reflection in the visible range are considered. The obtained values of the
refractive index coincide with the values declared by the manufacturer with
an accuracy of 4 decimal places.

The efficiency of the method and algorithm for the sequential determina-
tion of the permittivity tensor of a thin film deposited on a glass substrate
is demonstrated. First, the permittivity of the isotropic substrate is deter-
mined and its thickness is refined. At the second stage, after the deposition
of a thin anisotropic film on the substrate, the parameters of which must be
determined, a series of measurements of transmission and reflection from the
two-layer surface is carried out at different angles and in mutually perpen-
dicular directions. The ultimate results of solving the inverse problem are
verified by comparing the calculated transmission and reflection with those
measured for arbitrary angles of incidence and reflection.
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Penienne O6paTHOI71 3aJla4M oIlpede/ieHUA OIITUYIEeCKHUX
XapaKTepuCcTukK MaTepuajioB

K. II. Jlosenkuii', A. A. 2Kykos?, M. B. ITaykmTo?®,
JI. A. CeBactbsinos!, A. A. TioTIoHHUK'

L Poceutickuti ynusepcumem dpyorcto 1apodos
ya. Muxayzro-Maxaas, 0. 6, Mocksa, 117198, Poccus
2 ITL Consulting
Oavzosckasn, d. 16, xopn. 5, Mocxsa, 105066, Poccus
3 Pibralign Corporation
Aunveapado-Hadine Poyd, d. 32930, opuc 350, FOnuon-Cumu, CA 94587, CIIA

B pabore nzoxkeHa METOIOIOTUST ONIPEAEIEHNAST ONTHIECKUX U (PU3MIECKNX CBONCTB
AHU30TPONHBIX TOHKOILIEHOUYHBLIX MaTepuajaoB. Takoil IOIXOo. IO3BOJILET B JAJlb-
Heiimem IIPOEKTUPOBATH MHOT'OCJIOMHBIE TOHKOHHéHOquIe IIOKPBITUA C 3aJJaHHBIMA
cBoiicrBamu. CpopmynupoBana oOpaTHas 3aada OIpeIesIeHrsT TeH30pa IUJIEKTPH-
YeCKO IPOHUIAEMOCTH U TOJIIWHLI TOHKON IJIEHKM, HAHECEHHON HA CTEKJISHHYIO
TOJIJTOYKKY, C MI3BECTHBIMU ONITUIECKUMU CBO¥icTBaMu u ToJiuHoi. [IpeaBapurenprast
nHMOpMAIAT O MPUHAJIEKHOCTA TOHKOIIJIEHOTHOTO TTOKPBLITUS K ONPEIeIEHHOMY
KJIACCY MO3BOJISIET 3HAUYUTEBHO COKPATUTH BPEMS PACUETa U YBEJIUIUTH TOYHOCTH
OIIPEIEICHUS TEH30PA, UJICKTPUIECKON IPOHUIIAEMOCTH Ha BCEM UCCIIELYeMOM UHTEP-
BaJie JJIMH BOJIH W TOJIITMHDI H.HéHKI/I B TOYKE U3MepeHUud OTPpazKeHUA 1 HpOHchaHI/IH.

B 3aBucuMOCTH OT IOCTABJIEHHBIX IIeJIefl BO3MOXKHA [TOCTAHOBKA U, CJIEJ0BATEILHO,
PellIeHne Pa3InYHbIX OOPATHBIX 3aJa4:

— OIIpeJie/IeHre TEH30Pa JINIJIEKTPUIECKON TPOHUIIAEMOCTH U YTOYHEHUE TOJIIIUHBI
ToJicTOl (710 1 €M) TOMJIOKKH, YaCTO U30TPOITHO;

— ompeiesieHne TeH30pa JUIJIEKTPUIECKON TTPOHUIIAEMOCTH TOHKONW M30TPOITHON
WV aHW30TPOITHON IJIEHKU, HAHECEHHON Ha TOJJIOXKKY, C U3BECTHBIMHU ONTUYECKUMUA
CBOMCTBaMU.

CII0KHOCTD pellleHnst KaxKI0i U3 3a1a4 BeCbMa, PasIndHa 1 KaxKIas TpeOyeT CBOEro
ompeaeIEHHOr0 Habopa M3MEPEHHBIX BXOAHBIX JaHHBIX. OKOHYaTEIbHBIE PE3Y/IbTaThl
perennst 0OpaTHOM 3aa491 BepUMUIMPYIOTCS C TOMOIIBIO CPABHEHUST BHIYUCJIEHHBIX
K03 PULIMEHTOB MPOIYCKAHUS U OTPAYXKEHUsSI C U3MEPEHHBIMU JJIsl IIPOU3BOJIbHBIX
YIJIOB MAJEHUS U OTPAKEHUSI.

KaroueBbie cjioBa: orpejiejieare KoM OUIMEHTOB TPOIYCKAHUS, OTPAXKEHUS, 110~
KazaTeJsell mpejioMIeHns, TOHKAE TIJIEHKA, MHOTOCJIOMHBIE MATEPHUAJIBI, ONITHIECKUE
TIOKPBITHUA, ONITUYECKNE CBOUCTBA
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In this paper, we report a numerical simulation of laser ablation of a material
by ultrashort laser pulses. The thermal mechanism of laser ablation is described in
terms of a one-dimensional nonstationary heat conduction equation in a coordinate
system associated with a moving evaporation front. The laser action is taken into
account through the functions of the source in the thermal conductivity equation
that determine the coordinate and time dependence of the laser source. For a given
dose of irradiation of the sample, the profiles of the sample temperature at different
times, the dynamics of the displacement of the sample boundary due to evaporation,
the velocity of this boundary, and the temperature of the sample at the moving
boundary are obtained. The dependence of the maximum temperature on the sample
surface and the thickness of the ablation layer on the radiation dose of the incident
laser pulse is obtained.

Numerical calculations were performed using the finite difference method. The
obtained results agree with the results of other works obtained by their authors.

Key words and phrases: Numerical simulation, ablation, pulsed lasers, heat con-
duction equation

1. Introduction

In recent years, pulsed laser ablation [1]-[3] (any process of laser-stimulated
removal of matter, including the emission of electrons) of various materials
has attracted more and more interest from the point of view of fundamental
study of processes in matter under extreme conditions of ultrafast energy
supply. This implies constructing a new physical theory describing strongly
nonlinear effects.

For a detailed analysis of the processes in the experiment, it is required
to measure various characteristics of the ablation processes with pico- and
femtosecond time resolution, which in itself is a rather difficult task. Therefore,
the problem of mathematical modeling of physical phenomena in this area
becomes extremely urgent.

To describe the dynamics of fast processes in a substance, the method
of molecular dynamics (MD) can be used [4]. MD is quite effective for

(© Amirkhanov I. V., Sarker N.R., SarkhadovI., 2020
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microscopic analysis of the mechanisms of melting and evaporation under
overheating conditions both in the bulk of the target [5] and for a system with
a free surface [6]. The emergence and propagation of pressure waves generated
by laser radiation [7], [8], as well as the dynamics of laser ablation [9], is well
modeled using MD.

In this paper, we consider continuous methods (various modifications of
the heat equation) for modeling the effect of laser radiation on matter.

The evaporation process is mathematically described within the framework
of the boundary value problem of thermal conductivity for a condensed
medium in a coordinate system associated with a moving solid-vapor interface
or a melt-vapor interface on which evaporation occurs. If we do not take
into account the lateral removal of the laser radiation energy due to thermal
conductivity, which is valid under the strict condition r, > /a7, where 7 is
the duration of the laser beam exposure to the material, a is the thermal
conductivity, 7, is the radius of the overheating spot, then the problem of the
motion of the evaporation boundary can be considered within the framework
of the one-dimensional model [3]. In Ref. [10], the primary results of numerical
simulation of ablation of materials were published. In this paper, the required
work is presented in a more extended form.

2. Setting of the problem

Numerical modeling of laser ablation of materials was carried out based on
the heat conduction equation written in a moving coordinate system associated
with the evaporation front, with initial and boundary conditions [2]:
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where ¢(T'), A(T), p(T') are the specific heat, thermal conductivity and density
of the material at the temperature T'(z,t), h(t), respectively is the depth of
the crater on the surface of the sample at time ¢, z,, is the maximum distance,
v(T}) is the velocity of the boundary displacement due to evaporation, L, is

the specific heat of sublimation. The source function A(z,t) has the form |2]

A(z,t) = f1(2) f2(t),

fi(2) = Ajaeose=ah, A =1-R(T). h(t) =LA@, )

Here I is the laser intensity, R(T}) is the reflection coefficient of the laser
from the sample surface, o, «

;4 are the absorption coeflicients of the laser
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pulse in the sample material and in the vapor, respectively. The irradiation
dose @, the intensity of the source I; and the temporal form of the source
f(t) are related by the relation:

o =1, | f(t)dt.
/

Here the source function has a factorized form, as in the work [11], when
the material is affected by a pulsed beam of charged particles rather than by
a laser pulse. In general, the heat capacity, thermal conductivity, and density
of the material depend on temperature. In a particular case, the dependence
of some parameters of the sample material can be neglected. In this work,
the temperature dependence of the density of the sample material and the
laser reflection coefficient is neglected.

3. Discussion of numerical results

In Ref. [2]|, problem (1)-(4) was solved by the method of moments for
a polyimide material. In our work, this problem was solved using the finite
difference explicit scheme [12]. The temporal shape of the source f(t), the
temperature dependence of the boundary motion velocity due to evaporation
v (T), the specific heat ¢(T") and the thermal conductivity A\(T") are taken for
the polyimide material similar as in Ref. [2]:
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Figure 1 shows plots of these dependencies.
Figure 2 shows the temperature profiles of a polyimide sample at different
times: t; = j-5 ns; j = 1.10, the dynamics of the sample boundary motion

due to evaporation, the velocity of this boundary motion, and the sample
temperature at the moving boundary = h(t), when exposed to energy fluence
® =10% J/m? with parameters A, = 0.93, a = 4.25-10" m™' (o, = 0.4501),
L., =5-10°J/kg, p = 1420 kg/m3.

Figure 3 shows the dependencies of the maximal temperature at the sample
surface T, .. (h(t),t) and the crater depth h(¢) on the radiation dose ® for

max
four sets of values of parameters A, and o:

1) A, =0.93, a =4.25-10" m~;

2) A, =0.88, « =3.1-10" m™};

3) A, =0.89, a = 10" m™};

4) A, =09, a=0.32-10" m~*.

The source intensity I, in this case varies from 3 - 10° W/ cm’ to 3 -
10”7 W /em®. The obtained results agree with those of Ref. [2].
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Figure 1. Source temporal shape f(t), temperature dependence of specific heat ¢(T'),
thermal conductivity A(T") and boundary motion velocity v(T') due to evaporation
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Figure 2. Temperature profiles of polyimide sample at different times:

J

t.:=j-5mns; j=1,10, dynamics of sample boundary motion due to evaporation, velocity

of this boundary and the sample temperature at the moving boundary « = h(t) under
the exposure to energy fluence ® = 103 J/m?
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Figure 3. Dependencies of the maximal temperature at the sample surface T, .. (h(t),t)
and the crater depth h(t) on the irradiation doze ® for four sets of values for A, «

s

4. Conclusion

For a given dose of the sample irradiation, the profiles of the sample
temperature at different times, the dynamics of the displacement of the
sample boundary due to evaporation, the velocity of this boundary and the
temperature of the sample at the moving boundary were obtained. The
dependencies of the temperature maximum on the sample surface and the
thickness of the ablation layer on the radiation dose of the incident laser pulse
are determined.

Numerical calculations were performed using the finite difference method.
The obtained results agree with the results of works of other authors. When
using shorter laser pulses in the ablation kinetics, arised features that can no
longer be described within the framework of the conventional thermal model.
In this case, studies are carried out within the framework of other models
(two-temperature model, hydrodynamic model, etc.), which is the subject of
further research.
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YucieHHoe MoaeJIMpOBaHME JIA3€PHON abJIsIium
MaTepuaJIoB

N. B. Amupxanos, H. P. Capkep, . Capxagos

Jlabopamopus uHBOPMAUUOHHDIT TETHOA02UT
O63edunénmbll uncmumym AJePHBIT UCCAIO8GHUT
ya. 2Koauo-Kropu, 0. 6, Jlyora, Mockosckan obaacmo, 141980, Poccus

B pabore nposeneno qucaeHHOE MOEIUPOBAHIE JTA3EPHON ab Ny MaTepraa, Mo
JefCTBHEM YJIBTPAKOPOTKHUX JIA3EPHBIX UMILYJILCOB. TeIIoBoOil MEXaHU3M JIa3€PHOM
a6.HHI_H/H/I OIIUCBIBACTCA B PpaMKaX OJHOMEPHOT'O HECTaIlMOHapHOI'O ypaBHeHI/IH TEI1JI0-
ITPOBOJIHOCTH B CHCTEME KOOPIUHAT, CBSI3QHHOW C JBUKYIIUMCS (PPOHTOM UCIIAPEHMS.
HeiicTBre jtazepa yInTHIBaeTCs depe3 (pyHKIMH UCTOYHUKA B YPABHEHUH TEILIOIPO-
BOJHOCTH, 3aJiaBasd KOOPJIMHATHYIO U BPEMEHHYIO 3aBUCHMOCTH MCTOYHHUKA JIa3€pa.
g 3aganna0il 10361 00 Ty UeHnsT 00pa3iia Moy YeHbl Tpod i TeMIepaTypbl 00pa3ia
[P Pa3HBIX BPEMEHAX, JJMHAMUKE IepPeMeIleHns IPAHUIbI 00pa3ia n3-3a NCIapeHus,
CKOPOCTH IIEPEMEIIEHUsI 9TOI IPAHUILI M TEMIIEPATYPbl 00pa3iia Ha IBUKYIIEHCs Ipa-
uwutie. [lomy4uennl 3aBUCUMOCTh MAKCUMYMa TEMIIEPATYPhI HA TOBEPXHOCTHU 00PA3Ia
¥ TOJIIIWHBI CJIOS abJISIANA OT O3Bl M3/IyIeHUs A A0IMIEr0 Ja3ePHOI0 UMITYIbCA.

YHucsieHHbIE pacdeThl IPOBEIEHBI ¢ IPUMEHEHNEM METOa KOHEYHBIX PA3HOCTE.
[TosyuerHbIe PE3YABTATHI COTJIACYIOTCS C PE3YJIbTaTaMu pabOT JIPYTUX UCCIe0BATE-
JICHA.

KimroueBbie cjioBa: YHCJIEHHOE MOIECIUPOBAHUE, abJIAIMs, UMILYJIbCHBIE JIA3€PHI,
ypaBHeHI/Ie TEeJIOIIPOBOJIHOCTHU





