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Preface

In this book, we aim to present the recent developments and applications of the perturba-
tion theory for treating problems in applied mathematics, physics and engineering. The
eight chapters presented in this book are written by 22 authors from 8 countries: Japan, Chi-
na, Algeria, France, Russia, Mexico, USA and Canada.

Each chapter is independent and self-contained, providing a contemporary overview of the
perturbation methods that are used in theoretical and applied sciences. The reference list at
the end of each chapter provides the reader a selected list of journal papers, books and con-
ference proceedings. The chapters can be summarized as follows: In the first chapter, a com-
putational technique is developed to predict the piezoelectric properties of materials using
the density functional perturbation theory (DFPT). In the next chapter, the development of a
sliding-mode perturbation observer-based control scheme for voltage source converter
based high voltage direct current systems is described. In the third chapter, a multiplication
operation is introduced and via this operation, it is allowed to give the Carleman operator
the form of a multiplication operator. In the same chapter, a formal perturbation theory of
Carleman operators is also established. The next chapter is devoted to optimal perturbation
techniques and various types of optimal perturbation techniques, namely optimal determin-
istic perturbation theory, optimal stochastic perturbation and simultaneous stochastic per-
turbation methods are introduced to demonstrate the efficiency of perturbation methods in
predictability of dynamical systems that arise in atmospheric and oceanographic sciences. In
the fifth chapter, a discussion of the nonlinear parametric systems is presented and the con-
ditions of motions of existence in the resonance zones are put forward. In the sixth chapter,
mechanical perturbations strategy is applied at the working electrode during one-step elec-
trodeposition process and the results are compared to the standard one-step electrodeposi-
tion. In the next chapter, an approximate analytical solution is constructed for the wellbore
pressure via the method of matched asymptotic expansions applied to the one-dimensional
saturation convection-dispersion equation. The solutions to this type of nonlinear equations
is of great importance in fluid mechanics and especially in petroleum engineering. In the last
chapter, a new inhomogeneous scheme based on perturbation methods to solve the solar/
infrared radiative transfer (SRT/IRT) problem is developed. This chapter contains significant
and applicable information in meteorological sciences.

The book is intended to reach to researchers, scientists and postgraduate students in aca-
demia as well as in industry and published as an open access book in order to significantly
increase the reach and impact of the information that is contained in the book.

Dr. ilkay Bakirtas

Istanbul Technical University
Department of Mathematics
Istanbul, Turkey






Chapter 1

Density Functional Perturbation Theory to Predict
Piezoelectric Properties

Kaoru Nakamura, Sadao Higuchi and
Toshiharu Ohnuma

Additional information is available at the end of the chapter

http://dx.doi.org/10.5772/intechopen.76827

Abstract

Among the various computational methods in materials science, only first-principles cal-
culation based on the density functional theory has predictability for unknown material.
Especially, density functional perturbation theory (DFPT) can effectively calculate the
second derivative of the total energy with respect to the atomic displacement. By using
DFPT method, we can predict piezoelectric constants, dielectric constants, elastic con-
stants, and phonon dispersion relationship of any given crystal structure. Recently, we
established the computational technique to decompose piezoelectric constants into each
atomic contribution, which enable us to gain deeper insights to understand the piezo-
electricity of material. Therefore, in this chapter, we will introduce the computational
framework to predict piezoelectric properties of polar material by means of DFPT and
details of decomposition technique of piezoelectric constants. Then, we will show some
case studies to predict and discover new piezoelectric material.

Keywords: density functional perturbation theory, ferroelectricity, piezoelectricity,
first-principles calculation

1. Introduction

In this chapter, we will introduce how recent computational techniques can successfully pre-
dict response properties, represented as piezoelectricity, by means of perturbation method.
Piezoelectricity is the polarization change in response to external mechanical force. Inversely,
if electrical field is applied to piezoelectric material, mechanical strain is induced (inverse
piezoelectric effect). Therefore, piezoelectric materials are widely used as vibrational censors,

© 2018 The Author(s). Licensee IntechOpen. This chapter is distributed under the terms of the Creative
InteChOpen Commons Attribution License (http://creativecommons.org/licenses/by/3.0), which permits unrestricted use,
distribution, and reproduction in any medium, provided the original work is properly cited. [{cc) ExgINEN
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surface acoustic wave devices, and actuators. Only the material having no inversion symmetry
shows piezoelectricity. For example, Figure 1 shows schematic illustration of the piezoelectric
effect. Positions of positively charged ion (cation) and negatively charged ion (anion) are rep-
resented as plus and minus symbols. Figure 1a shows the paraelectric phase, where ions are
orderly located with inversion symmetry. On the other hand, ions are slightly displaced by o
with respect to those in paraelectric phase, as shown in Figure 1b. Such small displacement
induces microscopic polarization P_along the ionic displaced direction.

Because ferroelectric phase is energetically more stable than paraelectric phase under low
temperature, P_is frequently referred as the spontaneous polarization. Above Curie tempera-
ture, ferroelectric properties are disappeared since paraelectric phase becomes more stable
than ferroelectric one. Figure 1c shows the schematic illustration of the principal of piezo-
electricity, where external stress (red-colored arrows) increases the ionic displacement and
resultant polarization. In this case, external stress increases the spontaneous polarization by
AP_= P -P_. Therefore, piezoelectric constant is defined as the derivative of the spontaneous
polarization with respect to the external field. More detailed and comprehensive description
of piezoelectricity is reviewed by Martin [1].

First-principles calculation based on density functional theory (DFT [2, 3]) has been widely
utilized as the computational method to predict the electronic properties of material under the
ground state. Ideally, required information to conduct the first-principles calculation is only
the crystal structure, including atomic species and position of periodic/nonperiodic struc-
ture unit. The most significant advantage of first-principles calculation is its predictability.
Since King-Smith and Vanderbilt showed the theoretical methodology to calculate change in
polarization per unit volume AP [4], dielectric and piezoelectric properties of wide range of
materials in which electronic correlations are not too strong [5-7] have been accurately pre-
dicted. The derivative of total energy determines various properties. For example, determined
forces, stresses, dipole moment (first-order derivatives), dynamical matrix, elastic constants,
dielectric and piezoelectric constants (second-order derivative), nonlinear dielectric suscep-
tibility, phonon-phonon interaction and Griineisen parameters (third-order derivative), and
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Figure 1. Ionic configuration of (a) paraelectric phase and (b) ferroelectric phase. (c) Ionic displacement according to the
external force.
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so on. Thus, first-principles calculation has been made use of calculating the perturbed total
energy of materials because of its accuracy. Although perturbations were made by hand up to
the early 1980s, sophisticated methodology of density functional perturbation theory (DFPT)
was proposed in 1987 by Baroni et al. [5]. They showed general formulation of total energy
change with respect to atomic displacement and opened the way to efficiently compute the
energy derivative with respect to the perturbation [5]. DFPT can compute response proper-
ties directly arising from the perturbations of strain, atomic displacement, and electric field
by making use of linear response theory [8-11]. Numbers of ferroelectric materials are theo-
retically investigated on the origin of their ferroelectric properties (including piezoelectricity
and dielectric properties) by using DFPT. Because of technological importance, such theo-
retical researches have been focused on Pb-based perovskite material (e.g., PbTiO,, PbZrO,,
and their solid solution [12-15]) because they have excellent piezoelectric properties and are
widely applied for actuators. However, due to the restriction of hazardous substance (RoHS)
directive, researches on lead-free ferroelectric materials have gathered great attraction. By tak-
ing advantage of the predictability of DFPT, various lead-free ferroelectric oxide and nitride
materials were theoretically investigated on their piezoelectric properties [16-25]. Moreover,
DEFPT calculations showed that piezoelectricity can be greatly enhanced by imposing isotro-
pic stress for PbTiO, [26, 27], uniaxial stress for SrHfO, [28], uniaxial and biaxial strain for
AIN-GaN solid solution alloy [29], and two-dimensional epitaxial strain for doped ZnO [30].
As latterly explained, those enhancements of piezoelectric constant are thought to be closely
related to the phase transition. In the next section, we will show the definition of piezoelectric
constants within the framework of DFPT.

2. Formulation of piezoelectric constants

Formulation and calculation methodologies to obtain response properties of materials in
the framework of DFPT have been developed in a step-by-step manner, because degrees of
freedom by perturbations of atomic displacement, homogeneous electric fields, and strain
are often strongly coupled. For example, piezoelectricity affects elastic and dielectric proper-
ties. Therefore, special care must be paid for the calculation of coupled properties. In 2005,
Hamann et al. demonstrated that elastic and piezoelectric tensors can be efficiently calcu-
lated by treating homogeneous strain within the framework of DFPT [31]. At the same time,
Whu et al. systematically formulated response properties with respect to displacement, strain,
and electric fields [32]. In this section, we will briefly introduce how piezoelectric properties
are formulated in the framework of DFPT. In each formulation, Einstein implied-sum nota-
tion is used. Cartesian directions {x, y, z} are represented as a and f. Subscription of j and
k=1, ..., 6 is the standard Voigt notation (represents directions of xx, yy, zz, yz, zx, and xy).
The subscripts m and n are the degrees of freedom in the cell. They range from 1 to 3i, where
i is the number of irreducible atoms because each atom has three degree of freedom along x,
y, and z directions.

Total energy of material under perturbation of atomic displacement u, electric field o, and
strain 1, E(u,0,1), is defined as follows:
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E(u,0,1) = QLO[EO—QG-P] (1)

where E’is the total energy of material under the ground state, () is volume of the unit cell (small-
est repeat unit of crystal), ( is deformed volume of the unit cell, and P is the electric polarization.
Following response functional tensor can be obtained by second-order differential of Eq. (1):

J0*E

Force constant matrix:K, = Q/ 3 ou y 2)
N . . cae . _ __PE
amped - ion term of electric susceptibility: X, = —5575- 3)
@ B un
Clamped - ion term of elastic tensor:C,, = —<2-C 4)
p TR J 7]] J T]k u,o
. _— ’E
Born effective charge tensor:Z = -Q 5. === ®)
m a Y}
Force — response internal - strain tensor: /A = —Q —2E (6)
p * mj 00 u, 0 77]'
. . . _ _&E
Clamped - ion piezoelectric tensor:z , = 5 =5 7 (7)
a j u

Clamped-ion term is a frozen quantity, which indicates that atomic coordinates are not
allowed to relax as the homogeneous electric field or strain. Therefore, dynamical term should
be added into the clamped-ion term in order to obtain proper response properties.

Simplest and physically well-understandable piezoelectric constant can be expressed as
follows:

ea]’ = 017[; (8)

In this expression, it is easily understood that piezoelectric ¢ constant ¢ is a measure of the
change in polarization induced by the external strain. As the atomic positions are changed
according to the strain, change of the polarization includes both electronic contribution
(clamped-ion term) and dynamical contribution (internal-strain term). The internal-strain
term of piezoelectric constant is represented as follows:

L _ 1 .
eaj - QO Zma (K l)nm An] (9)
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Thus, proper piezoelectric constant can be obtained by Egs. (7) and (9):

_ _0*E
% = 90,01

1 _
+5{]Zma (K ])mn Anj (10)

Here, the first and second terms on the right-hand side in Eq. (10) are the clamped-ion term
and internal-strain term, respectively. The former shows the electronic contribution ignoring
the atomic relaxation effect, and the latter shows the ionic contribution including the response
of the atomic displacement to the strain. The Born effective charge Z , force-constant matrix
K., and internal-strain tensor /A, are the second derivatives of the energy with respect to the
displacement and electric field, pairs of displacements, and displacement and strain, respec-
tively. The internal-strain term of the piezoelectric stress constants can be further decom-
posed into the individual atomic contributions when the above second-derivative tensors are
fully obtained.

On the other hand, the internal-strain term of the piezoelectric stress constant e, is frequently
described by the following equation, using the Born effective charge Z ; and displacement u
of each atom in the calculation cell:

6 =27 — (11)

where ou /on shows the response of the first-order atomic displacement to the first-order
strain. In this expression, the meaning of the piezoelectric stress constant, i.e., e, is a measure
of the change in polarization induced by the external strain, is much more visible than in Eq.
(9). In the DFPT formalism, ou /o1 is implicitly calculated as a displacement-response internal-
strain tensor I as follows [32]:

r,=4,K"H, (12)
Because the subscript n in I', indicates the degrees of freedom, I' - can be decomposed into
the individual atomic components, which also enables to calculate individual contribution of
each atom for total piezoelectric constant.

Here, piezoelectric e constant defined as Eq. (9) is frequently referred as “piezoelectric strain
constant.” On the other hand, it is much more natural and easy to control the stress (electric
field) than to control the strain in any case. In this case, the piezoelectric strain constant d , is
usually measured. It can be obtained from piezoelectric strain constant e ; using the following
relation:

=s.e (13)

aj jk ~ak

where s, is the elastic compliance, which is given by the inverse matrix of the elastic con-
stants C,.

5
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Those formulations are implemented in specific first-principles simulation packages such as
ABINIT [33] and Vienna ab initio simulation package (VASP) [34], and piezoelectric constants
can be calculated on a daily basis. From the next section, we will show how DFPT calculation
precisely gives piezoelectric properties of ferroelectric materials.

3. Introduction of target material

In this chapter, we selected LiNbO, as a target material to show the predictability of DFPT
calculation. LiNbO, is one of ferroelectric materials and widely used as surface acoustic wave
(SAW) and optical waveguide elements. Crystal structure of LiNbO,, which belongs to the
space group of R3c, is frequently referred as “strained perovskite structure.” Schematic illus-
trations of crystal structure of ABO, perovskite and LiNbO, are shown in Figure 2.

Crystal structures shown in the present chapter was visualized by using VESTA software [35].
Curie temperature of LiNbO, is quite high and ranges from 1140 [36] to 1210°C dependent
on the quality of sample (variation of Li/Nb relation can shift Curie temperature [37]). Below
Curie temperature, ferroelectric phase with R3c symmetry (crystal structure can be classified
into 230 types of space group according to the symmetry group) shown in Figure 2a is stable.
Paraelectric phase with R3c symmetry, shown in Figure 2b, becomes stable above Curie tem-
perature. In the paraelectric phase, it can be seen that both Li and oxygen is positioned with

» g-axis

Figure 2. Crystal structures of (a) ferroelectric phase with R3¢ symmetry and (b) paraelectric phase with R3¢ symmetry
LiNbO,. Yellow green-, green-, and red-colored balls represent Li, Nb, and oxygen atoms, respectively. Bonding
structures between Nb and surrounding oxygen atoms are represented as green-colored polyhedron. Two orthogonal
crystallographic directions are shown as both a- and c-axes.
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the same height along c-axis, and the position of Nb is just the center between two oxygen
layers along c-axis. On the other hand, both Li and Nb are shifted in ferroelectric R3c phase
along downward direction of c-axis with respect to those in paraelectric R3c phase.

Due to the different bonding nature between Li-O and Nb-O, atomic positions of Li and Nb
are off-centered within oxygen layers along c-axis. This structural characteristic is the fer-
roelectric nature of LiNbO,. One of the notable properties of LiNbQO, is its high-curie tem-
perature (~1400 K). However, piezoelectric properties of LiNbO, are not so much superior as
compared with Pb-based perovskites. Crystal structure of piezoelectric ABO, perovskite is
based on the cubic structure (of Pm3m symmetry), shown in Figure 3a.

Cubic lattice is symmetric and usually high-temperature phase, same as LiNbO,. The “strained
perovskite structure” expression for LiINbO, means that LiO, and NbO, polyhedron are
largely rotated with respect to the cubic perovskite structure. However, because of the simple
atomic configuration of cubic structure, atoms can be displaced along various directions and
change crystalline symmetry as shown in Figure 3a. Crystalline lattice is vibrated (referred as
phonon) under finite temperature. Some lattice vibrations along specific directions are unsta-
ble. This specific phonon is called as soft mode with imaginary frequency. In such case, atoms
are displaced along unstable phonon mode to lower the total energy. For example, coop-
erative atomic displacement along [001] direction shown in Figure 3b (referred as I'; mode)
changes symmetry from cubic to tetragonal (of P4mm symmetry), which leads polarization
along [001] direction. Thus, polarization direction of perovskite is not restricted and allowed
to be changed. This characteristic rotational polarization direction is favorable for piezoelec-
tricity because grains in polycrystalline material are oriented along various directions. Thus,
careful controlling of crystal structure is essential to obtain superior piezoelectric properties.

The most convenient way to control and drastically change the crystal structure is imposing high
pressure. Many compounds have found to be possible to form LiNbO,-type structure under the
high-pressure synthesis [38], and some of them were quenchable phase. For example, LiNbO.-

@ oon: Tetragonal (b)
[111] : Ehombaohedral

&=
[110] : Orthorhombic

Figure 3. (a) Crystal structure of cubic ABO, perovskite and possible polarization directions. (b) Representative unstable
vibrational mode of cubic ABO, perovskite showing as arrows.

7
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type structured ZnSbO, was successfully synthesized [39] under high pressure, and improve-
ment of the spontaneous polarization is suggested by enhancement of the covalency of Sn site
from first-principles simulation [40]. Moreover, high-pressure synthesized research on LiNbO.-
type structure is now extended to more complex compounds such as oxynitrides [41, 42].

The crystal structure of ABO, compound is generally determined by the balance between the
ionic radius of A and B element, which is frequently referred as tolerance factor. Due to the
small size of the Li ion with respect to the tolerance factor of LiNbO,, this compound cannot
form stably the popular perovskite structure under the ambient condition. On the other hand,
we predicted the crystal structures of high-pressure phase of LiNbO, [43], which were not com-
pletely elucidated by experimental study [44]. Revealed structures are NalO,-type structure
(Pnma) as room temperature high-pressure phase and apatite-like structure (P6,/m) as high-
temperature high-pressure phase. It should be noted that the NalO,-type structure is closely
related with the popular GdFeO,-type perovskite structure. The only difference between these
structures is that A-site position and B-site position are inter-exchanged. Therefore, there
seems to be a possible way to connect the perovskite structure and LiNbO,-type structure.

In our previous theoretical study on high-pressure phase, analysis was mainly concerned
with phase transition mechanism only from the viewpoint of subgroup symmetry and energy
barrier [43]. It will be instructive to deal with this phase transition phenomenon from the
viewpoint of lattice instability as discussed in the field of the ferroelectric instability analysis.
In the following section, we will show investigation on the potential piezoelectric properties
of LiNbO, with various hypothetical crystal structures by the method of DFPT, and possible
phase transition mechanism will be discussed from the viewpoint of soft mode.

4. Computational methodology

First-principles calculation was performed by using VASP code [34]. Interactions between ion
and electron were treated by projector augmented wave (PAW) method [45]. PBEsol functional
[46] was used to approximate exchanges and correlate interactions of electrons, which can be
used to reproduce the lattice constants of various materials [45]. Precise calculation on the lat-
tice constant is essential to predict piezoelectric properties because they depend on volume of
unit cell QO as shown in Eq. (1). The kinetic energy cutoff for plane waves was set at 500 eV, and
the k-point mesh was set at ~0.03/A intervals to obtain the converged total energy at less than
0.1 meV/atom. Before calculating the piezoelectric constants, atomic positions and cell param-
eters were optimized until the forces on each atom and cell converged at below 5 x 10 eV/A.

Since VASP does not directly calculate Eq. (12), we added routine to calculate displacement-
response internal-strain tensor I, and decompose piezoelectric constants into each atom. The
sum of the decomposed piezoelectric constants was confirmed to accurately reproduce the
total piezoelectric constants. Careful convergence tests with a higher energy cutoff and denser
k-point mesh showed that the numerical accuracy of the calculated I',, was less than 0.01. It
was confirmed that this error does not influence our discussion and conclusion. Moreover, it
was confirmed that the values of I obtained by the DFPT method were consistent with those
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calculated by the direct method, in which the strain-displacement relation of each ion was
explicitly calculated.

On the basis of cubic Pm3m phase, lattice instability analysis was performed by phonon calcu-
lation utilizing phonopy code [47]. Force constant matrix shown in Eq. (2) was constructed by
DEFPT calculation implemented in VASP code combined with supercell approach. Supercell
was constructed by using unit cell so that orthogonal three axes of the supercell exceed 10 A.
Note that although supercell is not required in DFPT approach, the present VASP code imple-
ments perturbation at the zone center.

5. Calculated piezoelectric properties of LiNbO,

Calculated piezoelectric properties of LINbO, in ferroelectric phase are summarized in Table 1.
Some experimentally measured values are also shown in Table 1. All properties are confirmed
to be well reproduced by calculation. In a technological importance, 33 components are the
most important because C-axis of LiNbO, is polarization direction. Calculated values of e,
C,, and ¢, are especially well reproduced. It should be mentioned here that chemical com-
position of LiNbO, used for experiment is congruent and includes Li vacancy. On the other
hand, calculation was performed by using stoichiometric LiNbO,.

Calculated value Experimental value

Piezoelectric stress constant (C/m?)
e 3.73 3.655 +0.022 [48], 3.7 [49]
ey 2.51 2.407 +0.015 [48], 2.5 [49]
ey 0.21 0.328 +0.032 [48], 0.2 [49]
e, 1.69 1.894 +0.054 [48], 1.3 [49]
Elastic constant (GPa)
C, 190.7 198.86 + 0.033 [48], 203 [49]
C, 58.3 54.67 +0.04 [48], 53 [49]
C, 62.4 67.99 + 0.55 [48], 75 [49]
C, 13.5 7.83 +0.02 [48], 9 [49]
C, 220.0 234.18 +0.75 [48], 245 [49]

" 492 59.85 +0.01 [48], 60 [49]
Dielectric constant

" 40.6 449 +0.4 [48], 44 [49]
€5 24.1 26.7 +0.3 [48], 29 [49]

Table 1. Piezoelectric constant, elastic constant, and dielectric constant calculated by DFPT and experimentally measured
values.
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Decomposed e,,” (C/m?) Born effective charge Z,, (e) Displacement-response internal-strain constant I',,
Li Nb (¢} Li Nb O Li Nb ¢}
0.1 0.05 0.16 1.03 6.77 -2.6 0.67 -0.05 -0.21

Table 2. Decomposed piezoelectric constants of LiNbO,.

Thus, Li vacancy is considered to have negligible influence on the piezoelectric properties.
Decomposed ionic contribution of piezoelectric strain constant e,, is summarized in Table 2.
Although the Born effective charge of Nb is larger than its formal charge +5e, displacement-
response internal-strain constant of Nb is negative value. This indicates that piezoelectric-
ity of LiNbQO, is mainly dominated by displacement of Li. Born effective charge indicates a
degree of polarization induced by atomic displacement and dominated by the change in the
orbital hybridization. Although anomalously large Born effective charge is crucial for supe-
rior piezoelectric properties of perovskite ABO, materials [50], the present study of decom-
position of piezoelectric constant shows that coupling degree between external strain and
atomic displacement is also indispensable to understand the piezoelectric properties.

6. Piezoelectric properties of perovskite-LiNbO,

Next, we will show how piezoelectric properties are affected by crystal structure, while
chemical composition is kept as LiNbO,. Various hypothetical crystal structures common for
perovskite-type structure were constructed, and their energetic stabilities were examined by
calculating enthalpy H = U + PV (U is total energy obtained by first-principles calculation, P
is external pressure, and V is equilibrium volume under pressure P) as a function of external
pressure. Imposing high pressure is most convenient method to modify crystal structure and
find unexpected stable phase. The following eight types of phases were considered:

Cubic, Pm-3 m; tetragonal, P4mm; and rhombohedral, R-3 m.
LiNbO,-ferroelectric phase, R3¢, and LiNbO,-paraelectric phase, R-3c.
Orthorhombic, Amm2 and Cmmm, and high-pressure phase, P63/m.

where names of space groups are used to distinguish each structure. Crystal structure of each
phase is shown in Figure 4a. Polyhedra shown in Figure 4a correspond to Nb-centered bond-
ing structure of Nb-O bondings. Figure 4b shows the enthalpy difference of each phases as a
function of external pressure. Here, external pressure is assumed to be isotropic. Standard of
enthalpy was set to be the enthalpy of most stable R3c phase under ambient condition. At the
positive (compressive) pressure region, P6./m phase becomes stable above 21 GPa, which is
close to the experimental phase transition pressure of 25 GPa [43]. Details of the phase transi-
tion behavior under high pressure are theoretically investigated in our previous work [44].
Unfortunately, P6./m phase is highly symmetric and shows no piezoelectricity. At the nega-
tive (expansive) pressure region, enthalpy difference becomes smaller as there is an increase
of negative pressure except for R3c and P6 /m phases.
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Figure 4. (a) Schematic illustration of eight types of perovskite-structured LiNbO, and their space groups. (b) Enthalpy
differences of each phase measured from the enthalpy of R3c phase as a function of pressure.

Imposing negative pressure can be achieved by solid solution with parent phase of larger lat-
tice constant. At -6 GPa, P4mm phase becomes stable, while R3m and Amm2 phases become
stable at -9 GPa. However, bond breaking occurs in Nb-O bonding above -6 GPa for P4mm
phase. The same bond breaking occurs in Amm2 and R3m phases at ~11GPa and -14 GPa,
respectively. Thus, those phase transitions occur just before bond breaking.

Within the eight phases shown in Figure 4a, only P4mm, R3m, R3c, and Amm2 phases show
piezoelectricity. Piezoelectric stress constant, elastic constant, and dielectric constant of P4mm,
R3m, and Amm2 phases are compared with those of R3¢ phase in Table 3. Various piezoelec-
tric properties are observed by each phase. Especially for P4mm and Amm?2 phases, high e,
and relatively low C,, values are predicted, which are advantageous for large piezoelectric
strain constant d,.. On the other hand, R3m phase was found to be unstable because following
mechanical stability conditions of rhombohedral symmetry:

Cll + ClZ > 0’ C33 > 0’ (Cll + Clz)* C33 >2 C

13/

Cu_clz >0, C44 >0, (Cn_clz)* C44 > 2C14 (14)

are broken because of C,, <0.

Figure 5a and b show piezoelectric properties of P4mm phase as a function of pressure and cor-
responding volume of unit cell. Dotted lines indicate zero pressure states. Piezoelectric stress
constant e,, of P4mm phase shows parabolic behavior and maximum value at zero pressure
state. On the other hand, elastic constant C,; of P4mm phase continuously decreases as volume
increases, because orbital hybridization of Nb-O bonding along polarization direction decreases
as bond length increases. At the pressure of -6 GPa, C,; of P4mm phase shows almost zero value.
This indicates that Nb-O bonding is broken. Piezoelectric stress constant d,, shown in Figure 5b
increases as volume, because of increase of elastic compliance. Especially at the pressure of
-5 GPa just before bond breaking, d., shows maximum value or approximately 1000 pC/N.

This giant piezoelectric constant is almost comparable to that of PZT material [51]. Giant
piezoelectric constant is understood as a result of phase instability in morphotropic phase
boundary [52]. The same as P4mm phase of LiNbO,, we revealed that ZnO also showed anom-
alously large piezoelectric constant just before phase transition [30].

11
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R3c Pdimm R3m Amm2
Piezoelectric stress constant (C/m?)
e 3.73 1.14 5.10 0.64
e, 251 — 1.19 -
e, 021 0.46 024 0.80
e, 1.69 3.28 1.92 2.99
Elastic constant (GPa)
C, 190.7 297.2 203.0 321.8
Ch, 58.3 489 169.0 91.6
Ch 62.4 77.7 90.6 92.8
c, 135 — -1 —
C,, 220.0 157.7 206.6 176.4
C, 49.2 39.5 -29.6 325
Dielectric constant
&, 40.6 56.2 36.6 282
3 24.1 12.3 16.2 13.3

33

Table 3. Piezoelectric constant, elastic constant, and dielectric constant of R3¢, P4mm, R3m, and Amm?2 phases calculated

by DFPT.
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Figure 5. (a) Piezoelectric stress constant e,, and elastic constant C,; and (b) piezoelectric strain constant d,, of P4mm
phase as a function of pressure and corresponding volume of unit cell.

Finally, we would like to show phase transition path between cubic perovskite structure and
LiNbQO, structure. Figure 6a shows the energy change of Pm3m phase as a function of Li dis-
placement along <001>, <011>, and <111> directions. Pm3m phase is paraelectric phase. Because
ferroelectricity and piezoelectricity of LiNbO, are dominated by off-centering and displace-
ment of Li, respectively, phase transition from Pm3m phase is also expected to be occurred by
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Li displacement. Li displacement along <001>, <011>, and <111> directions induces tetragonal,
orthorhombic, and rhombohedral phase transition from cubic phase. Figure 6a clearly shows
that tetragonal phase transition from Pm3m phase to P4mm phase is the most energetically
advantageous. Figure 6b shows the phonon dispersion curve of cubic Pm3m phase of LiNbO,.
Horizontal axis corresponds to sampling path along high symmetric reciprocal point (g-point).
Within the whole Brillouin zone of reciprocal space, unstable phonon modes with imaginary
phonon frequencies are observed. Here, imaginary phonon frequency is represented as nega-
tive value for convenience. Therefore, cubic Pm3m phase of LiNbQO, is thermodynamically
unstable and considered to show phase transition in accordance with specific phonon mode of
imaginary frequency (referred as soft mode). Thus, modulated structures were constructed by
imposing atomic displacement along normal modes at each symmetric g-points. Modulated
structures were structurally relaxed, and their space group and energy change from cubic
P4mm phase were investigated. Summary of such modulated structures are shown in Table 4.
At T point, tetragonal phase transition along with I', soft mode of cubic phase shown in
Figure 3b shows energy gain of —0.422 eV/formula unit (f.u.). On the other hand, it was found
that modulation at R point gives more stable energy gain of -0.682 eV/f.u. In this case, R, soft
mode induces phase transition from cubic Pm3m phase to R3c phase shown in Figure 2b.

(a) (b)
0.2

30
5 x5 |
= | 1
s E 15 - ~
2 00 z 10 - \ /’;-’;:-'H
:"_L & 5 ;/ TR\ },//:/./ /
E’-[},I = ) raa! iy A
i & e 7 > 1/
Y| T U S T E—— L R J— T —
0.0 04 08 12 16 20 4
displacement { A} r x M r E M

Figure 6. (a) Energy change of Pm3m phase as a function of li displacement along <001>, <011>, and <111> directions. (b)
Phonon dispersion curve of Pm3m phase.

g-point Frequency (THz) Structure Space group Energy gain (eV/f.u.)
r -7.22 Tetragonal P4mm -0.422
X -5.38 Orthorhombic Pmma -0.220
M -6.56 Orthorhombic Pmma -0.125
R -5.51 Rhombohedral R-3c -0.682

“Structure” indicates Bravais lattice of modulated structure from P4mm phase. Space group of the relaxed modulated
structure and energy gain is also shown.

Table 4. Summary of imaginary phonon frequency at each symmetric g-point in P4mm phase of LiNbO, and
corresponding structural phase transition.
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Put3m R-3c R3c
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: o 0J

Figure 7. Phase transition path between cubic perovskite structure (Pm3m) and LiNbO,-structure. Unit cell of LiNbO, is
enclosed with blue lines.

Figure 7 shows schematic illustration of phase transition mechanism from cubic perovskite
structure to LiNbO, structure. On the contrary to the result of Figure 6a, R, soft mode is
represented as rotation of NbO, polyhedra. Then, I, soft mode of R3c phase leads R3c phase,
which is ground state of L1NbO3 Although the present study shows that perovskite-struc-
tured LiNbQO, is thermodynamically unstable while its piezoelectricity is excellent, it can be
possible to control phase transition behavior by dopant substitution.

7. Summary and conclusion

In this chapter, we briefly introduced sophisticated method of density functional perturbation
theory. DFPT can effectively calculate the second derivative of the total energy with respect
to the atomic displacement within the framework of first-principles calculation. By using
DFPT method, we can predict piezoelectric constants, dielectric constants, elastic constants,
and phonon dispersion relationship of any given crystal structure. Moreover, we showed our
established computational technique to decompose piezoelectric constants into each atomic
contribution, which enable us to gain deeper insights to understand the piezoelectricity of
material. By using LiNbO, as a model material, we showed the predictability of DFPT for
piezoelectric properties. In addition, we showed that superior piezoelectric properties are hid-
den in perovskite-structured LiNbO,. Structural relationship and possible phase transition
path between LiNbO, structure and perovskite structure were discussed and concluded that
perovskite-structured LiNbO, is thermodynamically unstable. Further studies are expected to
control relative phase stability between perovskite and LiNbO, structure by dopant substation
and solid solution.
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Abstract

This chapter develops a sliding-mode perturbation observer-based sliding-mode control
(POSMC) scheme for voltage source converter-based high voltage direct current (VSC-HVDC)
systems. The combinatorial effect of nonlinearities, parameter uncertainties, unmodeled
dynamics, and time-varying external disturbances is aggregated into a perturbation,
which is estimated online by a sliding-mode state and perturbation observer (SMSPO).
POSMC does not require an accurate VSC-HVDC system model and only the reactive
power and DC voltage at the rectifier side while reactive and active powers at the inverter
side need to be measured. Additionally, a considerable robustness can be provided
through the real-time compensation of the perturbation, in which the upper bound of
perturbation is replaced by the real-time estimation of the perturbation, such that the
over-conservativeness of conventional sliding-mode control (SMC) can be effectively
reduced. Four case studies are carried out on the VSC-HVDC system, such as active and
reactive power tracking, AC bus fault, system parameter uncertainties, and weak AC gird
connection. Simulation results verify its advantages over vector control and feedback
linearization sliding-mode control. Then, a dSPACE-based hardware-in-the-loop (HIL)
test is undertaken to validate the implementation feasibility of the proposed approach.

Keywords: sliding-mode control, sliding-mode perturbation observer, VSC-HVDC
systems, HIL test

1. Introduction

In the past decades, the ever-increasing penetration of renewable energy (wind, solar, wave,
hydro, and biomass) requires an extraordinarily reliable and effective transmission of electrical
power from these new sources to the main power grid [1], in which hydropower has already

© 2018 The Author(s). Licensee IntechOpen. This chapter is distributed under the terms of the Creative
InteChOpen Commons Attribution License (http://creativecommons.org/licenses/by/3.0), which permits unrestricted use,
distribution, and reproduction in any medium, provided the original work is properly cited. [{(cc) ExgIN
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been fully exploited in many grids, such that a sustainable development can be achieved in
future [2]. The problems and perspectives of converting present energy systems (mainly thermal
and nuclear) into a 100% renewable energy system have been discussed with a conclusion that
such idea is possible, which, however, raises that advanced transmission technologies are needed
to realize this goal [3].

The need for more secure power grids and ever-increasing environmental concerns continue to
drive the worldwide deployment of high voltage direct current (HVDC) transmission technol-
ogy, which enables a more reliable and stable asynchronous interconnection of power net-
works that operate on different frequencies [4]. HVDC systems use power electronic devices to
convert alternative current (AC) into direct current (DC), they are an economical way of
transmitting bulk electrical power in DC over long distance overhead line or short submarine
cable, while advanced extruded DC cable technologies have been used to increase power
transmissions by at least 50%, which is also an important onshore solution. HVDC enables
secure and stable asynchronous interconnection of power networks that operate on different
frequencies. Different technologies have been used to design two-terminal HVDC systems for
the purpose of a point-to-point power transfer, such as line-commutated converter (LCC)-
based HVDC (LCC-HVDC) systems using grid-controlled mercury-arc valves or thyristors,
capacitor-commutated converter (CCC)-based HVDC (CCC-HVDC) systems, or controlled
series commutated converter (CSCC)-based HVDC (CSCC-HVDC) systems [5].

Voltage source converter-based high voltage direct current (VSC-HVDC) systems using insulated
gate bipolar transistor (IGBT) technology have attracted increasing attentions due to the intercon-
nection between the mainland and offshore wind farms, power flow regulation in alternating
current (AC) power systems, long distance transmission [6], and introduction of the supergrid,
which is a large-scale power grid interconnected between national power grids [7]. The main
feature of the VSC-HVDC system is that no external voltage source is needed for communication,
while active and reactive powers at each AC grid can be independently controlled [8, 9].

Traditionally, control of the VSC-HVDC system utilizes a nested-loop d-q vector control (VC)
approach based on linear proportional-integral (PI) methods [10], whose control performance
may be degraded with the change of operation conditions as its control parameters are tuned
from one-point linearization model [11]. As VSC-HVDC systems are highly nonlinear resulting
from converters and also operate in power systems with modeling uncertainties, many advanced
control approaches are developed to provide a consistent control performance under various
operation conditions, such as feedback linearization control (FLC) [12], which fully compensated
the nonlinearities with the requirement of an accurate system model. Linear matrix inequality
(LMI)-based robust control was developed in [13] to maximize the size of the uncertainty region
within which closed-loop stability is maintained. In addition, adaptive backstepping control was
designed to estimate the uncertain parameters by [14]. In [8, 9], power-synchronization control
was employed to greatly increase the short-circuit capacity to the AC system. However, the
aforementioned methods may not be adequate to simultaneously handle perturbations such as
modeling uncertainties and time-varying external disturbances.

Based on the variable structure control strategy, sliding-mode control (SMC) is an effective and
high-frequency switching control for nonlinear systems with modeling uncertainties and time-
varying external disturbances. The main idea of SMC is to maintain the system sliding on a surface
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in the state space via an appropriate switching logic; it features the simple implementation,
disturbance rejection, fast response, and strong robustness [15]. While the malignant effect of
chattering phenomenon can be reduced by predictive variable structure [16] and self-tuning sliding
mode [17], SMC has been applied on electrical vehicles [18], power converters [19], induction
machines [20], wind turbines [21], etc. Moreover, a feedback linearization sliding-mode control
(FLSMC) has been developed for the VSC-HVDC system to offer invariant stability to modeling
uncertainties by [22]. Basically, SMC assumes perturbations to be bounded and the prior knowl-
edge of these upper bounds is required. However, it may be difficult or sometimes impossible to
obtain these upper bounds, thus the supreme upper bound is chosen to cover the whole range of
perturbations. As a consequence, SMC based on this knowledge becomes over-conservative which
may cause a poor tracking performance and undesirable control oscillations [23].

During the past decades, several elegant approaches based on observers have been proposed
to estimate perturbations, including the unknown input observer (UIO) [24], the disturbance
observer (DOB) [25], the equivalent input disturbance (EID)-based estimation [26], enhanced
decentralized PI control via advanced disturbance observer [27], the extended state observer
(ESO)-based active disturbance rejection control (ADRC) [28], and practical multivariable
control based on inverted decoupling and decentralized ADRC [29]. Among the above listed
approaches, ESO requires the least amount of system information, in fact, only the system
order needs to be known [30]. Due to such promising features, ESO-based control schemes
have become more and more popular. Recently, ESO-based SMC has been developed to
remedy the over-conservativeness of SMC via an online perturbation estimation. It observes
both system states and perturbations by defining an extended state to represent the lumped
perturbation, which can be then compensated online to improve the performance of system.
Related applications can be referred to mechanical systems [31], missile systems [32], spherical
robots [33], and DC-DC buck power converters [34].

This chapter uses an ESO called sliding-mode state and perturbation observer (SMSPO) [35,
36] to estimate the combinatorial effect of nonlinearities, parameter uncertainties, unmodeled
dynamics, and time-varying external disturbances existed in VSC-HVDC systems, which is
then compensated by the perturbation observer-based sliding-mode control (POSMC). The
motivation to use POSMC, in this chapter, rather than SMC and our previous work [35-37]
can be summarized as follows:

*  The robustness of POSMC to the perturbation mostly depends on the perturbation com-
pensation, while the ground of the robustness in SMC [18-22] is the discrete switching
input. Furthermore, the upper bound of perturbation is replaced by the smaller bound of
its estimation error, thus an over-conservative control input is avoided and the tracking
accuracy is improved.

*  POSMC can provide greater robustness than that of nonlinear adaptive control (NAC) [35,
36] and perturbation observer-based adaptive passive control (POAPC) [37] due to its
inherent property of disturbance rejection.

Compared to VC [11], POSMC can provide a consistent control performance under various
operation condition of the VSC-HVDC system and improve the power tracking by eliminating
the power overshoot. Compared to FLSMC [22], POSMC only requires the measurement of
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active and reactive power and DC voltage, which can provide a significant robustness and
avoid an over-conservative control input as the real perturbation is estimated and compen-
sated online. Four case studies are carried out to evaluate the control performance of POSMC
through simulation, such as active and reactive power tracking, AC bus fault, system param-
eter uncertainties, and weak AC gird connection. Compared to the author’s previous work on
SMSPO [35, 36], a dSPACE simulator-based hardware-in-the-loop (HIL) test is undertaken to
validate its implementation feasibility.

The rest of the chapter is organized as follows. In Section 2, the model of the two-terminal
VSC-HVDC system is presented. In Section 3, POSMC design for the VSC-HVDC system is
developed and discussed. Sections 4 and 5 present the simulation and HIL results, respectively.
Finally, conclusions are drawn in Section 6.

2. VSC-HVDC system modeling

There are two VSCs in the VSC-HVDC system shown in Figure 1, in which the rectifier regulates
the DC voltage and reactive power, while the inverter regulates the active and reactive power.
Only the balanced condition is considered, e.g., the three phases have identical parameters and
their voltages and currents have the same amplitude while each phase shifts 120° between
themselves. The rectifier dynamics can be written at the angular frequency w as [14].

din __Ri; 4wy +u

a L ql T Ud1

diql Rl . .

ar L—llql — Wig1 + Uql 1

dVdcl _ 3usql iql iL

dr 2C1Vaa G

where the rectifier is connected with the AC grid via the equivalent resistance and inductance
Usql —Urq

R; and L, respectively. C; is the DC bus capacitor, ugq; = % and uq = i

The inverter dynamics is written as

digp Ry . .

Tl L g + wig + Udz

dig Ry . .

5 =" L—zzqz — Wigy + Ug 2)

dVae _ SuquiqZ 17]_
dt 2CVie G

where the inverter is connected with the AC grid via the equivalent resistance and inductance

. . . —Us Ugq2 — Ui,
Ry and L,, respectively. C; is the DC bus capacitor, ug, = % and ugp = %

The interconnection between the rectifier and inverter through DC cable is given as
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Us) Ug2
] L Lz R
Grid «I—D—M—|~ Grid;
. — -
k iz
Pi+ich Pt
Rectifier Invertar
Figure 1. A standard two-terminal VSC-HVDC system.
Vaais = Vaair + 2Roi} 3)

where Ry represents the equivalent DC cable resistance.

The phase-locked loop (PLL) [38] is used during the transformation of the abc frame to the dg
frame. In the synchronous frame, usq1, sz, sq1, and usq are the d, q axes components of the
respective AC grid voltages; iq1, iq2, iq1, and iy are that of the line currents; u,q, Uiq, tirq, and uiq
are that of the converter input voltages. Py, P>, Q;, and Q, are the active and reactive powers
transmitted from the AC grid to the VSC; V4 and V4., are the DC voltages; and iy, is the DC
cable current.

At the rectifier side, the g-axis is set to be in phase with the AC grid voltage us;. Correspond-
ingly, the g-axis is set to be in phase of the AC grid voltage us, at the inverter side. Hence, 154
and usqp are equal to 0, while usq; and usq are equal to the magnitude of ug; and ug. Note that
this chapter adopts such framework from [12, 14, 22] to provide a consistent control design
procedure and an easy control performance comparison, other framework can also be used as
shown in [8, 9, 11]. The only difference of these two alternatives is the derived system equa-
tions, while the control design is totally the same. In addition, it is assumed that the VSC-
HVDC system is connected to sufficiently strong AC grids, such that the AC grid voltage
remains as an ideal constant. The power flows from the AC grid can be given as

= E (”sql Z'ql + usdlidl) = _usqllql
3 )
5 (usqlldl - usdllql) ”sqlldl
: @
=3 (”ququ + ustZdZ) = *usq21q2
3 )
Q= B (qu2ld2 - usdzlqz) sqzldz

3. POSMC design for the VSC-HVDC system

3.1. Perturbation observer-based sliding-mode control

Consider an uncertain nonlinear system which has the following canonical form:
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{x = Ax + B(a(x) + b(x)u 4 d(t)) )

y=xn

where x = [x1, %2, -+, x,]" €R" is the state variable vector, # € R and y € R are the control input
and system output, respectively. a(x): R" » R and b(x): R" = R are unknown smooth functions,
and d(t): R* — R represents the time-varying external disturbance. The n x n matrix A and the
n x 1 matrix B are of the canonical form as follows:

0
0 0
A= , B=|: (6)
1 0
0 nxn 1 nx1
The perturbation of system (5) is defined as [35-37]
W(x,u,t) =a(x) + (b(x) — bo)u +d(t) 7)

From the original system (5), the last state x,, can be rewritten in the presence of perturbation
(6) as follows:

Xy = a(x) + (b(x) — bo)u + d(t) + bou = V(x,u,t) + bou 8)

Define a fictitious state x,+1 = W(x, u,t). Then, system (5) can be extended as

y=x1
XlixZ

Xy = Xus1 + bou
Jén+1 = ‘y()

The new state vector becomes x, = [x1, X2, -+, x,,,xn+1]T, and following assumptions are made
[35]:
* A1 byis chosen to satisfy: |b(x)/by — 1|<6 < 1, where 0 is a positive constant.

e A2 The functions W(x,u,t): R" xR xR*»R and W(x,u,t):R"x RxR"»R are
bounded over the domain of interest: |\W(x, u, )| <y, |‘I"(x,u, B <y, with W(0,0,0) =0

and ¥(0,0,0) = 0, where y, and y, are positive constants.

* A3 The desired trajectory y, and its up to nth-order derivative are continuous and
bounded.

The above three assumptions ensure the effectiveness of such perturbation estimation-
based approach. In particular, assumptions A.1 and A.2 guarantee the closed-loop system
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stability with perturbation estimation, while assumption A.3 ensures POSMC can drive the

T
system state x to track a desired state xq4 = |y, yg), I yg’_l) [39]. In the consideration of

the worst case, e.g., y = x1 is the only measurable state, an (n+1)th-order SMSPO [35, 36] for
the extended system (8) is designed to estimate the system states and perturbation, shown
as follows:

/)é] = 5C\2 + a1x1 + klsat(Scl)

(10)

~

Xy = W() + an¥1 + kpsat(%1) + bou

W(-) = ays1¥1 + kny1sat(Fy)

where ¥1 =x; — X1, ks and o, i=1,2,---,n+ 1, are positive coefficients, function sat(¥;) is
defined as sat(X;) = ¥1/|x1| when |X1] > € and sat(X1) = X1/e when |X1|<e. The effect and
setting of the SMSPO parameters are provided as follows:

*  The Luenberger observer constants «;, which are chosen to place the observer poles at
the desired locations in the open left-half complex plane. In other words, a; are chosen
such that the root of s"*! 4 a1s" 4+ a2s" ! + -+ + 11 = (s + Ay)" "' = 0 is in the open left-
half complex plane. A larger value of a; not only will accelerate the estimation rate of
SMSPO, but also will result in a more significant effect of peaking phenomenon. Thus, a
trade-off between the estimation rate and effect of peaking phenomenon must be made
through trial-and-error. Normally, they are set to be much larger than the root of the
closed-loop system to ensure a fast online estimation [37].

*  The sliding surface constants k;. k; > |X,|,,,, must be chosen to guarantee the estimation
error of SMSPO (9) will enter into the sliding surface Sepo(X) =%; =0 at t>t; and
thereafter remain Sg,, = 0, t>t; [35, 39]. While the poles of the sliding surface Ay are
determined by choosing the ratio ki/ki(i=2,3,---,n+1) to put the root of
p"+ (ko [k)p" ' + -+ + (kn/k1)p + (kua /K1) = (p+ Ak)" =0 to be in the open left-half
complex plane. Under Assumption A.2, SMSPO converges to a neighborhood of the
origin if gains k; are properly selected, which has been proved in [35, 40]. For a given k;,
a larger k; not only will accelerate the estimation rate of SMSPO, but also will result in a
degraded observer stability. Thus, a trade-off between the estimation rate and observer
stability must be made through trial-and-error [39].

¢  The layer thickness constant of saturation function €, which is a positive small scaler to
replace the sign function by the saturation function, such that the chattering effect can be
reduced. A larger € will result in a smoother chattering, but a larger steady-state estima-
tion error. Consequently, a trade-off between the chattering effect and steady-state estima-
tion error must be made through trial-and-error. In practice, a value closes to 0 is
recommended.

Moreover, the reduced estimation error dynamics on the sliding mode can be written as [35]
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=25 4%
2=t
fy= Bz 4z
3= T

: (11)
B k, . =
oy = — % + ()

kq
< Kyt - :
()= — g

ke

Lemma 1 [39]. Consider extended system (8), design an SMSPO (9). If assumption A.2 holds
for some value y,, then given any constant 0, the gains k; can be chosen such that, from an

initial estimation error x.(0), the estimation error x. converges exponentially into the neigh-
borhood

Ixell <o (12)

In particular,

- 0
lx;] <

T i=2-,n+1, Vt>t. (13)

where t; is the time constant which definition can be found in [39].

Remark 1. When SMSPO is used to estimate the perturbation, the upper bound of the deriva-
tive of perturbation y, is required to guarantee the estimation accuracy, and such upper bound
will result in a conservative observer gain. However, the conservative gain is only included in
the observer loop, not in the controller loop.

Define an estimated sliding surface as

n

S(x,t) = Zpi (?i - ygfl)) (14)

i=1
where the estimated sliding surface gains p; = C.} A", i =1, .-, n, place all poles of the
estimated sliding surface at —A., where A, > 0.

Besides, the actual sliding surface is written by
” (-1
s=>pix-u5") (15)
i=1

Hence, the estimation error of the sliding surface can be directly calculated as

§=5-5=N pi (16)

i=1
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Construct a Lyapunov function as follows:

v-1g? 17
- 17)

The attractiveness of sliding surface is achieved if V < 0forall 5c¢_§, that is, the control # needs

to be designed to enforce SS < 0 outside a prescribed manifold |§| < &

The POSMC for system (5) is designed as
o S - - gsa(5) - 90) a9

where C and ¢ are control gains which are chosen to fulfill the attractiveness of the estimated

sliding surface s.

Differentiate estimated sliding surface (13) along SMSPO (9), use the reduced estimation error
dynamics (10), it yields

e n—1

- ky ki
S:\I’()+bou+k B -y +Zp,<x1+1—yd>+k—xz> (19)

i=1

Substitute control (17) into the above Eq. (18), leads to
n
< k. o~ ~
_ ;piHJQ 65— (psat(S, ec> (20)
Consequently, the attractiveness of sliding surface can be derived as
- ki
sl +9 > 2 pig o @)
which will be fulfilled with the relationship of k; if
US|+ ¢ >k i K (22)
(p 1 — Pi k1
The above condition can be immediately satisfied if control gain ¢ is chosen as
>k zn: L (23)
¢ 1 — Pi ki
which, using gains k;, yields

¢ >k Zpl(:’ it (24)

27



28 Perturbation Methods with Applications in Science and Engineering

This condition ensures the existence of a sliding mode on the boundary layer S| < .. From
system (15) one can easily calculate

n

. -1
=3 ptia =Y i+ WO 25)
i=1

i=1

As S = §— 3§, the actual S-dynamics of sliding surface can be obtained with dynamics (19) as

n n—1
4 % = 3 I
+ <C+€—C>S= <C+€—C> ;pixﬂr;p,'xm +W() (26)

It is definite that the driving term of S-dynamics is the sum of the estimation errors of states
and the perturbation. The bounds of the sliding surface can be calculated by

~ - . o
S| Sec= [S—S| <ec=1S] < IS|+ec= S| < |Zp,x|+€c_/\£+lzpl/\k+sc, V> .
i=1 i=2

(27)

Based on bounds (26), together with the polynomial gains p;, the states tracking error satisfies
the following relationship [41]

i A
() — 2 (1< 20 5 Wz(‘j im0 1. 8)

Note that POSMC does not require an accurate system model, and only one state measurement
y = x1 is needed. As the upper bound of perturbation W(-) is replaced by the smaller bound of
its estimation error \W(-), a smaller control gain is needed such that the over-conservativeness
of SMC can be avoided [35].

Remark 2. The motivation to use SMSPO is due to the fact that the sliding-mode observer
potentially offers advantages similar to those of sliding-mode controllers, in particular, inher-
ent robustness to parameter uncertainty and external disturbances [42]. It is a high-
performance state estimator with a simple structure and is well suited for uncertain nonlinear
systems [31]. Moreover, it has the merits of simple structure and easy analysis of the closed-
loop system stability compared to that of ADRC which uses a nonlinear observer [28], while
they can provide almost the same performance of perturbation estimation.

The overall design procedure of POSMC for system (5) can be summarized as follows:
Step 1. Define perturbation (6) for the original nth-order system (5);
Step 2. Define a fictitious state x,,11 = W(-) to represent perturbation (6);

Step 3. Extend the original nth-order system (5) into the extended (1 4 1)th-order system (8);
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Step 4. Design the (n 4 1)th-order SMSPO (9) for the extended (1 + 1)th-order system (8) to

obtain the state estimate X and the perturbation estimate \/I\/() by the only measurement of x;;

Step 5. Design controller (17) for the original nth-order system (5), in which the estimated
sliding surface S is calculated by (13).

3.2. Rectifier controller design

Choose the system output y, = [y,1,¥,,]" = [Q1, Vaa]”, let Qf and V7, be the given references
of the reactive power and DC voltage, respectively. Define the tracking error
er = lem,en]’ = [Q — Q}, Vaa — V:;CJT, differentiate e, for rectifier (1) until the control input
appears explicitly, yields

T X u
B R A R 9)
€r2 fr2 VZCl Uql
where
3usql Rl .
fu = > <_L_11d1 + wigq
3qul . Rl . iql 3usqliql Z.L
= — e I i P 30
fa 2C1Vaa { Wit Ly fat Vaa \2C1Vaa G (30)
_ 1 (3usq1iq1 71'_]_7 3Llsq2iq2 l_L>
2RoC1 \2C1Vga C1 2GVae G
and
3”sq1
B, = 2L (31)
0 3u5q1
2C1L1V4a

The determinant of matrix B; is obtained as |B;| = 9u§q1 / (4C1L% Vdcl), which is nonzero within

the operation range of the rectifier, thus system (28) is linearizable.
Assume all the nonlinearities are unknown, define the perturbations Wy;(-) and W, (-) as

[w-)} _ [fﬂ

e AR o

uql

where the constant control gain By is given by

brlO 0
B = 33
° [0 bio } )
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Then system (28) can be rewritten as

][] oo

Ud1

Qi

VA
Vdcl

- (4

Define zj; = Q;, a second-order sliding-mode perturbation observer (SMPO) is used to esti-
mate Wy () as

A -~ 4 ~
21 =Y, () +a,0,+ l(rlsat(Ql) + briotar

i ~ i (35)
Wi() = a,Qq + I{rzsat(Ql)

where observer gains k,,, k.,, &, and a/, are all positive constants.

Define z11 = V4a and z12 = 211, a third-order SMSPO is used to estimate Wy, (+) as

Z11 =212 + an Vaa + knsat(Vga)

2 =Y() +anVaa + keosat(Vae1) + brootiqr (36)

\/I\Irz(') = ar3‘~/dc1 + kr35at(‘~/dc1)

)

where observer gains k1, ki, ki3, ar1, a0, and ay3 are all positive constants.

The above observers (31) and (32) only need the measurement of reactive power Q; and DC
voltage V4.1 at the rectifier side, which can be directly obtained in practice.

The estimated sliding surface of system (28) is defined as

(37)

Sﬂ _ /Z\lll - QT
5o p1(Zn = Via) +p2(Z12 = Vi)

where p; and p, are the positive sliding surface gains. The attractiveness of the estimated
sliding surface (33) ensures reactive power Q; and DC voltage V4 can track to their reference.

The POSMC of system (28) is designed as

By (39)

[%1] O ~W() + Q; - GS, — (p;sat(grl)
_\/I\Ir2(~) + V;cl — P (/27\12 — Vdcl — Cr§r2 — gorsat(grz)

uq1

where positive control gains C,, C;, @,, p1, and ¢, are chosen to ensure the attractiveness of
estimated sliding surface (33).

During the most severe disturbance, both the reactive power and DC voltage reduce from their
initial value to around zero within a short period of time A. Thus, the boundary values of the
system state and perturbation estimates can be obtained as [z};| < |Qjl, |‘T’r1(~)| < |Qil/A,
Z11] < [Vigl 212l € [Viql/A and W) £ [Vigl/ A?, respectively.
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3.3. Inverter controller design

Choose the system output y; = [y;, in]T = [Q,,P2]", let Q% and P; be the given references of
the reactive and active power, respectively. Define the tracking error ¢; = lei1, e) " = [Qr—
Q3, P, — P3]", differentiate ¢; for inverter (2) until the control input appears explicitly, yields

éi g )% u
[f]: famQal g |t (39)
€i2 fo—P; Haq2
where
3u 2 R . .
fq = 25q <—L—21d2+a)1q2>
: (40)
3uqu Rz . .
fiz = ) —L—zlqz—wldz
and

3usq2

0
B — | 22 (41)
0 3usq2
2L,

The determinant of matrix B; is obtained as |B;| = 9u2,/(4L3), which is nonzero within the
operation range of the inverter, thus system (35) is linearizable.

Assume all the nonlinearities are unknown, define the perturbations Wj; (-) and Wi, (-) as

\yfl(:) [/ +(Bi-Bo)| " @)
Yo()l  Lfa Ha2

where the constant control gain B is given by

B [bﬂo 0 ] (43)
P10 b
Then system (35) can be rewritten as
] Wi (- u )5
Fl}_[ 1()}+Bio @ Qz (44)
€ Wir() Ug P;

Similarly, define z5, = Q, and z; = P,, two second-order SMPOs are used to estimate Wy (-)
and W, (+), respectively, as
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A T A ~
2y = W, () + a4 Qs + kiysat(Qs) + biotar

: _ ! (45)
Wir(1) = apQ, + kipsat(Q,)

where observer gains ki;, ki, a!;, and &/, are all positive constants.
2o = W) +anPy + kinsat(P2) + biotig 46)

‘/I\lﬁ(') = ai2152 + kizsat(f)Z)

where observer gains kij, ki2, @1, and ajp are all positive constants.

The above observers (38) and (39) only need the measurement of reactive power Q, and active
power P, at the inverter side, which can be directly obtained in practice.

The estimated sliding surface of system (35) is defined as
] [m-a
Sip Zn —P;

Similarly, the attractiveness of the estimated sliding surface (40) ensures the reactive power Q,
and active power P, can track to their reference.

(47)

The POSMC of system (35) is designed as

™ ~Wu()+Q, - ¢S, - (pgsat(gﬂ)
= B! (48)

Uq —\f/iz(-) + P; — Cigiz — @;sat (giz)

where positive control gains (;, G, @, and ¢! are chosen to ensure the attractiveness of
estimated sliding surface (40).

Similarly, the boundary values of the system state and perturbation estimates can be obtained
as [25,1<1Q31, Wi ()1<IQ31/A, Exn|<|Pjl, and [P ()| <|PjI/A, respectively.

Note that control outputs (34) and (41) are modulated by the sinusoidal pulse width modula-
tion (SPWM) technique [6] in this chapter. The overall controller structure of the VSC-HVDC
system is illustrated by Figure 2, in which only reactive power Q; and DC voltage V41 need to
be measured for rectifier controller (34), while active power P, and reactive power Q, for
inverter controller (41).

Remark 3 The conventional linear PI/PID control scheme employs an inner current loop to
regulate the current [11], which could employ a synchronous reference frame (SRF)-based
current controller [43] to avoid overcurrent. In contrast, the proposed POSMC (34) and (41)
actually contains no current in its control law, while it cannot handle the overcurrent. Hence,
the overcurrent protection devices [44] will be activated to prevent the overcurrent to grow,
which can be seen in Figure 2.
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Figure 2. The overall controller structure of the VSC-HVDC system.

4. Simulation results
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POSMC is applied on the VSC-HVDC system illustrated in Figure 1. The AC grid frequency is
50 Hz and VSC-HVDC system parameters are given in Table 1. POSMC parameters are provided
in Table 2, in which the observer poles are allocated as A,, =100 and Ay = Ay = /\a; =20,

AC system-based voltage Vac base
DC cable base voltage Vbc base
System base power S base
AC system resistance (25 km) Ry, R,
AC system inductance (25 km) Ly, Ly
DC cable resistance (50 km) Ro

DC bus capacitance G, G

132 kV
150 kV

100 MVA
0.05 Q/km
0.026 mH/km
0.21 O/km
11.94 uF

Table 1. The VSC-HVDC system parameters.
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Rectifier controller gains
brip = 100 broo = 7000 p; = 800 pp=1
C:=20 =10 @, =20 @, =20

Rectifier observer gains

1 =300 aly =40 o =3 x 10* a = 400
as = 10° A =001 e=0.1 ke = 100
K,=75 ki = 10° K, =3.75x 10* ke = 2.5 x 107

Inverter controller gains

bing = 50 bing = 50 G=10 4=10
;=10 ¢, =10

Inverter observer gains

ay =40 oy =40 ap = 400 o, =400

ki =75 K, =75 kp = 3.75 x 10* K, = 3.75 x 10*

Table 2. POSMC parameters for the VSC-HVDC system.
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Figure 3. System responses obtained under the active and reactive power tracking.
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while control inputs are bounded as [uq;| <80 kVand |ug;| <60kV, wherei = 1, 2. The switching
frequency is 1620 Hz for both rectifier and inverter, which is taken from [22]. The control
performance of POSMC is compared to that of VC [11] and FLSMC [22] by the following four
cases. In addition, two identical three-level neutral-point-clamped VSCs model for each rectifier
and inverter from Matlab/Simulink SimPowerSystems are employed, which structure and
parameters are taken directly from [11]. The simulation is executed on Matlab/Simulink 7.10
using a personal computer with an IntelR CoreTMi7 CPU at 2.2 GHz and 8 GB of RAM.

(1) Case 1: Active and reactive power tracking: The references of active and reactive power are set
to be a series of step change occurs at t = 0.2's, t = 0.4 s and restores to the original value at
t = 0.6 s, while DC voltage is regulated at the rated value V}; = 150 kV. The system responses
are illustrated by Figure 3. One can find that POSMC has the fastest tracking rate and main-
tains a consistent control performance under different operation conditions.

(2) Case 2: 5-cycle line-line-line-ground (LLLG) fault at AC bus 1: A five-cycle LLLG fault occurs at
ACbus 1 when t = 0.1 s. Due to the fault, AC voltage at the corresponding bus is decreased to
a critical level. Figure 4 shows that POSMC can effectively restore the system with the smallest
active power oscillations. Response of perturbation estimation is demonstrated in Figure 5,
which shows that SMSPO and SMPO can estimate the perturbations with a fast tracking rate.
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Figure 4. System responses obtained under the five-cycle LLLG fault at AC bus 1.
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Figure 5. Estimation errors of the perturbations obtained under the five-cycle LLLG fault at AC bus 1.

(3) Case 3: Weak AC grid connection: The AC grids are assumed to be sufficiently strong such
that AC bus voltages are ideal constants. It is worth considering a weak AC grid connected to
the rectifier, e.g., offshore wind farms, which voltage ug is no longer a constant but a time-
varying function. A voltage fluctuation that occurs from 0.15 to 1.05 s caused by the wind
speed variation is applied, which corresponds to us; = 1+ 0.15sin (0.27tt). System responses
are presented in Figure 6, it illustrates that both DC voltage and reactive power are oscillatory,
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Figure 6. System responses obtained with the weak AC grid connection.
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Figure 7. The peak active power |P;| (in p.u.) to a —120 A in the DC cable current i, obtained at nominal grid voltage for
plant-model mismatches in the range of 20% (one parameter changes and others keep constant).

while POSMC can effectively suppress such oscillation with the smallest fluctuation of DC
voltage and reactive power.

(4) Case 4: System parameter uncertainties: When there is a fault in the transmission or distribu-
tion grid, the resistance and inductance values of the grid may change significantly. Several
tests are performed for plant-model mismatches of R, and L, with £20% uncertainties. All
tests are undertaken under the nominal grid voltage and a corresponding —120 A in the DC
cable current i, at 0.1 s. The peak active power |P;| is recorded, which uses per unit (p.u.) value
for a clear illustration of system robustness. It can be found from Figure 7 that the peak active
power |P;| controlled by POSMC is almost not affected, while FLSMC has a relatively large
range of variation, i.e., around 3% to R, and 8% to L,, respectively. Responses to mismatch of
R, and L, changing at the same time are demonstrated in Figure 8. The magnitude of changes
is around 10% under FLSMC and almost does not change under POSMC. This is because
POSMC estimates all uncertainties and does not need an accurate system model, thus it has
better robustness than that of FLSMC which requires accurate system parameters.

The integral of absolute error (IAE) indices of each approach calculated in different cases are
tabulated in Table 3. Here, 1AEq, = [) |Q; — Qi|dt, IAEy,, = [/ [Vaa — Viuldt, TAEg, =
fOT |Q, — Q5|dt, and IAEp, = fOT |P, — P5|dt. The simulation time T = 3 s. Note that POSMC has
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Figure 8. The peak active power |P;| (in p.u.) to a —120 A in the DC cable current i;, obtained at nominal grid voltage for
plant-model mismatches in the range of 20% (different parameters may change at the same time).

Method Power tracking
Case

TAEq, IAEy,, TAEq, IAEp,
vC 3.83E-02 4.44E-03 2.13E-02 2.71E-02
FLSMC 2.19E-02 1.73E-03 2.23E-02 2.18E-02
POSMC 2.33E-02 2.00E-03 2.42E-02 2.33E-02
Method Five-cycle LLLG fault Weak AC grid connection
Case

TAEq, IAEy,, TAEq, IAEy,,
vC 2.62E-02 2.15E-03 4.53E-03 4.13E-03
FLSMC 1.13E-02 4.13E-03 4.08E-03 3.33E-03
POSMC 5.64E-03 1.38E-03 3.88E-04 6.78E-04

Table 3. IAE indices (in p.u.) of different control schemes calculated in different cases.
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Figure 9. Overall control costs IAE, (in p.u.) obtained in different cases.
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a little bit higher IAE than that of FLSMC in the power tracking due to the estimation error,
while it can provide much better robustness in the case of 5-cycle LLLG fault and weak AC
grid connection. In particular, its IAEg, and IAEy,, are only 8.57 and 9.51% of those of VC,
16.42 and 20.36% of those of FLSMC with the weak AC grid connection. The overall control
costs are illustrated in Figure 9, with IAE, = fOT (Juar| + |uq| + |uaz| + |uge|)dt. It is obvious
that POSMC has the lowest control costs in all cases, which is resulted from the merits that the
upper bound of perturbation is replaced by the smaller bound of its estimation error, thus an
over-conservative control input can be avoided.

5. Hardware-in-the-loop test results

HIL test is an important and powerful technique used in the development and test of complex
real-time embedded systems, which provides an effective platform by adding the complexity
of the plant under control to the test platform. The complexity of the plant under control is
included in test and development by adding a mathematical representation of all related
dynamic systems.

A dSPACE simulator-based HIL test is used to validate the implementation feasibility of
POSMC, which configuration and experiment platform are given by Figures 10 and 11, respec-
tively. The rectifier controller (34) and inverter controller (41) are implemented on one dSPACE
platform (DS1104 board) with a sampling frequency f. = 1 kHz, and the VSC-HVDC system is
simulated on another dSPACE platform (DS1006 board) with the limit sampling frequency

| Measured
Signals

T . —P@“—J—QI

(5] Rectifier [~ T Vi

—sw}» Ean (- ' I

{AD] Inverter [ '.'E—I_QJ

| DS1006 Board I

S 1171
2 ]
I'—t— VA j———  TInverter Controller AT
ALY Al Egs. (22) - (25) b :
o Rectifier Controller Anle— | |
S
Eqs. (15) - (18) AJD J——
Control I I
pus | _DS1104 Board = _

Figure 10. The configuration of the HIL test.
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Computer for
DS1006

Controller
{Computer+D51104)

VSC-HVDC System
(DS1006)

Figure 11. The experiment platform of the HIL test.

f, = 50 kHz to make HIL simulator as close to the real plant as possible. The measurements of
the reactive power Q,, DC voltage V4., active power P,, and reactive power Q, are obtained
from the real-time simulation of the VSC-HVDC system on the DS1006 board, which are sent
to two controllers implemented on the DS1104 board for the control inputs calculation.

It follows from [37] that an unexpected high-frequency oscillation in control inputs may
emerge as the large observer poles would result in high gains, which lead to highly sensitive
observer dynamics to the measurement disturbances in the HIL test. Note that this phenome-
non does not exist in the simulation. One effective way to alleviate such malignant effect is to
reduce the observer poles. Through trial-and-error, an observer pole in the range of
Aq, €[15,25] and Ay = Ay, = Ay €[3,10] can avoid such oscillation but with almost similar
transient responses, thus the reduced poles A, =20 and Ay = Ay = /\a; =5, with b9 = 50,
bio = 5000, biyg = 20, and by = 20, are chosen in the HIL test. Furthermore, a time delay 7 = 3
ms has been assumed in the corresponding simulation to consider the effect of the computa-
tional delay of the real-time controller.

(1) Case 1: Active and reactive power tracking: The reference of active and reactive power changes
at t=04 s, t=0.9 s and restores to the original value at t =1.4 s, while DC voltage is
regulated at the rated value V}j; = 150 kV. The system responses obtained under the HIL test
and simulation are compared by Figure 12, which shows that the HIL test has almost the same
results as that of the simulation.
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Figure 12. HIL test results of system responses obtained under the active and reactive power tracking.

(2) Case 2: 5-cycle line-line-line-ground (LLLG) fault at AC bus 1. A 5-cycle LLLG fault occurs at
ACbus 1 when t = 0.1 s. Figure 13 demonstrates that the system can be rapidly restored and
the system responses obtained by the HIL test is similar to that of simulation.
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Figure 13. HIL test results of system responses obtained under the five-cycle LLLG fault at AC bus 1.

(3) Case 3: Weak AC grid connection: The same voltage variation ug =1+ 0.15sin (0.27tt) is
applied between 0.87 and 2.45 s. It can be readily seen from Figure 14 that the results of the
HIL test and simulation match very well.
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Figure 14. HIL test results of system responses obtained with the weak AC grid connection.

The difference of the obtained results between the HIL test and simulation is possibly due to
the following two reasons:

There exist measurement disturbances in the HIL test, which are, however, not taken into
account in the simulation, a filter could be used to remove the measurement disturbances,
thus the control performance can be improved.
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¢  The sampling frequency of VSC-HVDC model and POSMC is the same in simulation
(fs = f. = 1 kHz) as they are implemented in Matlab of the same computer. In contrast,
the sampling frequency of VSC-HVDC model (f, = 50 kHz) is significantly increased in
the HIL test to make VSC-HVDC model as close to the real plant as possible. Note the
sampling frequency of POSMC remains the same (f . = 1 kHz) due to the sampling limit of
the practical controller.

6. Conclusion

A POSMC scheme has been developed for the VSC-HVDC system to rapidly compensate the
combinatorial effect of nonlinearities, parameter uncertainties, unmodeled dynamics, and
time-varying external disturbances. As the upper bound of perturbation is replaced by the
smaller bound of its estimation error, an over-conservative control input is avoided such that
the tracking accuracy can be improved.

Four case studies have been undertaken to evaluate the control performance of the pro-
posed approach, which verify that POSMC can maintain a consistent control performance
with less power overshoot during the power reversal, restore the system rapidly after the
AC fault, suppress the oscillation effectively when connected to a weak AC grid, and
provide significant robustness in the presence of system parameter uncertainties. At last, a
dSPACE-based HIL test has been carried out which validates the implementation feasibility
of POSMC.
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Abstract

In this chapter, we introduce a multiplication operation that allows us to give to the
Carleman integral operator of second class the form of a multiplication operator. Also we
establish the formal theory of perturbation of such operators.

Keywords: Carleman kernel, defect indices, integral operator, formal series

1. Introduction

In this chapter, we shall assume that the reader is familiar with the fundamental results and
the standard notation of the integral operators theory [1-3, 5, 6, 8-12]. Let X be an arbitrary set,
u be a 0— finite measure on X (u is defined on a 0— algebra of subsets of X; we do not indicate
this 0— algebra), and L, (X, ) the Hilbert space of square integrable functions with respect to

u. Instead of writing “u— measurable,
“measurable,” “

u— almost everywhere,” and “(du(x)),” we write
ae” and “dx.”

A linear operator A: D(A) —— Ly (X, it), where the domain D(A) is a dense linear manifold in
Ly(X, u), is said to be integral if there exist a measurable function K on X x X, a kernel, such
that, for every f € D(A),

Af(x) = JXK<x,y>f<y>dy )

A kernel K on X x X is said to be Carleman, if K(x,y) € L, (X, u) for almost every fixed x, that
is to say

© 2018 The Author(s). Licensee IntechOpen. This chapter is distributed under the terms of the Creative
InteChOpen Commons Attribution License (http://creativecommons.org/licenses/by/3.0), which permits unrestricted use,
distribution, and reproduction in any medium, provided the original work is properly cited. [{cc) ExgIN
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JX|K(x,y)|2dy <o ae. ()

An integral operator A (1) with a kernel K is called Carleman operator, if K is a Carleman
kernel (2). Every Carleman kernel K defines a Carleman function k from X to L, (X, u) by k(x) =

K(x,.) for all x in X for which K(x,.) € Ly (X, )..

Now we consider the Carleman integral operator (1) of second class [3, 8] generated by the
following symmetric kernel:

K(x,y) =Y a0, ()9, (y), 3)
p=0
where the overbar in (3) denotes the complex conjugation and {I/Jp (%) }w . is an orthonormal
p:
sequence in L*(X, 1) such that
o 2
Z )z,bp(x)‘ <o ae, 4)
p=0
and {a, }::0 is a real number sequence verifying
- )
Zap‘lpp(x)‘ < cca.e.. )
p=0

We call {% (x) }::0 a Carleman sequence.

Moreover, we assume that there exist a numeric sequence {)/p} such that

p=0
Zyplpp(x) =0 ae, (6)
p=0
and
oo yp 2
< oo, )
p=0 ap — A

With the conditions (6) and (7), the symmetric operator A = (A*)" admits the defect indices
(1,1) (see [3]), and its adjoint operator is given by

aF) =Y (f.9,) 8,0, ®)
p=0

D(A") = {feB (X, 4) : iap (F v, el?(X, u)}- ©)

p=0
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Moreover, we have

=y
()= -y (x)eNy, AeC, A#a, k=12 ...
D= 20 ¥ 7 ¢ (10)

(pak (.X) = lpk (JC),

A being the defect space associated with A (see [3, 4])..

2. Position operator

Leti = {¢,}_ be a fixed Carleman sequence in L*(X, ). It is clear from the foregoing that 1
is not a complete sequence in L*(X, 11). We denote by £, the closure of the linear span of the
sequence {1pp (x)}p:o:

£y = span{y,,neN}. (11)

We start this section by defining some formal spaces.

2.1. Formal elements

Definition 1. (see [7]) We call formal element any expression of the form

f=> ap, (12)

neN

where the coefficients a,(n € N) are scalars.
The sequence (ay),, is said to generate the formal element f.
Definition 2. We say that f is the zero formal element, and we note f = 0 ifa, = 0 for all neN.

We say that two formal elements f =3 -y anp, and g =", o baip, are equal if a, = b, for all
neN.

If ¢ is a scalar function defined for each a,, we set
¢ (Z an%) =2 ey, (13)
n n

or in another form,
o(a,az,...,05,...) = (@(m),p(a2), ...,p(ay), ...). (14)

For example, let
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1
p() =~ (x#£0). (15)
If a, # 0 for all n €N, then the formal element

¢ (Z ﬂn%> = Z%% (16)

is called inverse of the formal element f =", a,1,.

Furthermore, we define the conjugate of a formal element f by

F=> ay, (17)

Denote by F the set of all formal elements (12).

On F,, we define the following algebraic operations:

the sum
+ .7:1;, X f¢ — flp
(18)
(Z “”) i (Z Wﬂ) = Y+,
and the product
C x .7:¢ — .7:¢
(19)

/\.<Zan¢n) = Z()\.an)lpn.

Hence, we obtain a complex vector space structure for F.

2.2. Bounded formal elements

Definition 3. A formal element f =" a,1, is bounded if its sequence (ay),, is bounded.

neN

We denote by By, the set of all bounded formal elements.
It is clear that B, is a subspace of F.

We claim that:

1. Ly is a subspace of By.

2. Furthermore we have the strict inclusions:

£¢ CBIJ)C}—[J,. (20)



A Formal Perturbation Theory of Carleman Operators
http://dx.doi.org/10.5772/intechopen.79022

We define a linear form (., .) on F, by setting:

<Zantp”,2bn¢”> = a,b, (21)

with the series converging on the right side of (21).
Proposition 4. The form (21) verifies the properties of scalar product.
Proof. Indeed, let

f = Za”l)bn’g = Zb”lpn’fl = Za}t#}nande = Z"zﬂ/’n

1nf¢,

We have then:

L <f7g> = Zn IZHE = Zn ana = < ’g>
(Af.g) = < (Z w) an> <Z<Aan>¢n72bnwn>

-z<Aan>a-A<zwn,zwu> Mg

N

(fi+f28 >—<Z<ﬂ )Y Db ‘Pn>
=20+ = Nalbe+ by = (f1:8) + (g

4 {f.f) = 5, laaf*20and(f.f) > 0if £ 0.

Remark 5. On Ly, the scalar product (.,.) coincides with the scalar product (.,.) of L*(X, ).

2.3. The multiplication operation

Here, we introduce the crucial tool of our work.

Definition 6. We call multiplication with respect to the Carleman sequence {gbn}n, the operation
denoted o and defined by:

fog: Z<f’¢n><g7¢n> :Zanbnl,bn/ v(f,g)E]'-sz (22)

Definition 7. We call position operator in Ly, any unitary self-adjoint (see [1]) operator satisfying
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U(feg) = (UfeUg), for all f,g€Ly. (23)

The term “position operator” comes from the fact (as it will be shown in the following
theorem) that for the elements of the sequence i) = {1, } , the operator U acts as operator of
change of position of these elements.

2.4. Main results

Theorem 8. A linear operator defined on Ly is a position operator if and only if there exist an
involution j (i.e., * = Id) of the set N such that for all n €N

Proof.

1. Itis easy to see that if (24) holds, then U is a position operator.

2. LetU be a position operator. According to 1, we can write

Uy, = ank p withy Jail* =1 (25)
k k

since Uy, € Ly..

On the other hand, we have

Dk Pe=Y %, U, (26)
k k
as
u¢11 = u(lil}ﬂ 017[171) = Ulibﬂ ° Ull}}’l

The equalities (26) lead to the resolution of the system:

{Zai,k =1,
n

ah = anr, keN.

(27)

We get then
(VneN) (3k, eN) : { o

Let us now consider the following application:

j + N — N,
n - jn)=k,.
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It’s clear that j is injective.
Now let m € N. Since U? = I, then

UUy,,) = Ut = i) = Yu-
Hence,

j(i(m)) = m.

Finally j is well defined as involution.
| |

Notation In the sequel, j(n) will be noted by n?. We write

uyp, = ‘l’j(n) = Eb,ﬁ

and

uf = U(Zan %) =Y a =1

Remark 9. The position operator U can be extended over F as follows:

Iff = Zn an lljn € ‘7_—1#’ then

Uf =f=> an s
3. Carleman operator in 7,

3.1. Case of defect indices (1,1)

Leta =3, ayy, € Fy; we introduce the operator A* defined in £y by

Aaf = a°f = Z <a7¢n><f’ lpn>¢n'

It is clear that Aa is a Carleman operator induced by the kernel
K, y) =D autp, (09, (),

with domain

() = {rece: Clontranf <~

n

(29)
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Moreover, if o« = @, ;la is self-adjoint.

2
Now let ©=3_,y,),€Fyand OE L, (i.e., P ’yp‘ = oo). We introduce the following set
Ho={f+u®:feLly,ucC} (34)

which verifies the following properties.

Proposition 10. 1. Hg is a subset of F.

2. Hg = Ly ®CO, i.e., direct sum of Ly with CO = {u@ TUE (C}.

Proof. The first property is easy to establish. We show the uniqueness for the second.
Letg, =f, +u,0and g, =f, + 11,0, two formal elements in Hg. Then

H=%efi—fr= (#2 _#1)6'

This last equality is verified only if 11, = u,. Therefore, f; = f,. m

Denote by Q the projector of Hg on Ly, that is to say: if g € He,

g=f+p0 with feLy and peC

then
Qg =f-
We define the operator B, by:
Bof = Q(aof), f€Ly. (35)
It is clear that
D(B,) ={feLy: (a-f)EHo}. (36)

Theorem 11 B, is a densely defined and closed operator.
Proof.

1. Since

span{y,,n €N} c D(B,)

and that {1, }, is complete in £, then

D(B,) = Ly.
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2. Let (f,), be a sequence of elements in D(B,). Checking:

{j; Zf,, : . (Convergence in the 12 sense).
We have then
Baf, = Qlacf,),

with

aef, =g, +10,g,ELy.
Then

g, =aof, —uOELy,
This implies that

<gn7 1l}m> = am<fn’ Iibm> - Hnym¢m VmeN.
Or, when 7 tends to e, we have
gn_)g andfn _)f
Therefore, there exist u € C such that

Lim u, = p.

n—oo

And as Q is a closed operator, then we can write
(aef)€He and g = Q(aef).

Finally f e D(B,) and g = B.f.

L]

It follows from this theorem that the adjoint operator B, exists and B,* = B,.
Let us denote by A, the operator adjoint of B,,

A, = B 37)

In the case a = @, the operator A, is symmetric and we have the following results:

Theorem 12. A, admits defect indices (1,1) if and only if

@, =(@—N)"0eLy. (38)
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In this case ¢, € N'A (defect space associated with A, [3]).

Proof. We know (see [3]) that A, has the defect indices (1, 1) if and only if its defect subspaces

NA and NV, are unidimensional.

We have

N7 =ker(A}; — AI) =ker(B, — Al).

So it suffices to solve the system:

{ Bap, = Ap,
P ELy

that is,

Qlacpy) =Apy _ (aeq,) =1, +u0,ueC
(P/\E‘CIP ({)AE£¢

— Ao, =0
@{(‘1 e,
P ELy

3.2. Case of defect indices (m, m)

In this section, we give the generalization for the case of defect indices (m,m), m > 1.

Let ©1, ©,, ..., Oy, m be formal elements not belonging to £y, and let

H@{erZyk@k, feLy ueC, k1,...,m}. (39)
k=1

We consider the operator B, defined by

Bof =Q(aef) feD(Ba),
D(B,) = {f€Ly:asfeHo)}

We assume that @« = @ and we set

A, = B". 41
o

By analogy to the case of defect indices (1,1), we also have the following:
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Theorem 13. The operator B, is densely defined and closed.

Theorem 14. The operator A, admits defect indices (m,m) if and only if

(pf\k>:(a—/\)OC"DkGﬁw,k:l,...,m. (42)

In this case, the functions (pﬁ\k) (k=1,...,m) are linearly independent and generate the defect

space N'A.

4. Conclusion

We have seen the interest of multiplication operators in reducing Carleman integral operators
and how they simplify the spectral study of these operators with some perturbation. In the same
way, we can easily generalize this perturbation theory to the case of the non-densely defined
Carleman operators:

m

Hix.y) = K(x,y) + 3 b, (0)o,(v),
=1 (43)

(¢ 12(X, ), yy L2 (X, 1) j = Tm),

with K(x,y) a Carleman kernel.

It should be noted that this study allows the estimation of random variables.
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Abstract

This chapter is devoted to different types of optimal perturbations (OP), deterministic,
stochastic, OP in an invariant subspace, and simultaneous stochastic perturbations (SSP).
The definitions of OPs are given. It will be shown how the OPs are important for the study
on the predictability of behavior of system dynamics, generating ensemble forecasts as
well as in the design of a stable filter. A variety of algorithm-based SSP methodology for
estimation and decomposition of very high-dimensional (Hd) matrices are presented.
Numerical experiments will be presented to illustrate the efficiency and benefice of the
perturbation technique.

Keywords: predictability, optimal perturbation, invariant subspace, simultaneous
stochastic perturbation, dynamical system, filter stability, estimation of high-dimensional
matrix

1. Introduction

Study in high-dimensional systems (HdS) today constitutes one of the most important research
subjects thanks to the exponential increase of the power and speed of computers: after Moore’s
law, the number of transistors in a dense integrated circuit doubles approximately every 2 years
(see Myhrvold [1]). However, this exponential increase is still far from being sufficient for
responding to great demand on computational and memory resources in implementing the

© 2018 The Author(s). Licensee IntechOpen. This chapter is distributed under the terms of the Creative
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optimal data assimilation algorithms (like Kalman filter (KF) [2], for example) for operational
forecasting systems (OFS).

This chapter is devoted to the role of perturbations as an efficient tool for predictability of
dynamical system, ensemble forecasting and for overcoming the difficulties in the design of
data assimilation algorithms, in particular, of the optimal adaptive filtering for extremely HdS.
In [3, 4], Lorenz has studied the problem of predictability of the atmosphere. It is found that
the atmosphere is a chaotic system and a predictability limit to numerical forecast is of about
2 weeks. The barrier of predictability has to be overcome in order to increase the time period of
a forecast further. The fact that estimates of the current state are inaccurate and that numerical
models have inadequacies leads to forecast errors that grow with increasing forecast lead time.
Ensemble forecasting aims at quantifying this flow-dependent forecast uncertainty. Today, a
medium-range forecast has become a standard product. In the 1990s, the ensemble forecasting
(EnF) technique was introduced in operational centers such as the European Centre for
Medium-range Weather Forecast (ECMWF) (see Palmer et al. [5]), the NCEP (US National
Center for Environmental Prediction) (Toth and Kalnay [6]). It is found that a single forecast
can depart rapidly from the real atmosphere. The idea of the ensemble forecasting is to add the
perturbations around the control forecast to produce a collection of forecasts that try to better
simulate the possible uncertainties in a numerical forecast. The ensemble mean can then act as
a nonlinear filter such that its skill is higher than that of individual members in a statistical
sense (Toth and Kalnay [6]).

The chapter is organized as follows. Section 2 outlines first the optimal perturbation (OP)
theory, on how the OP plays the important role for seeking the most growing direction of
prediction error (PE). The predictability theory of the dynamical system as well as a stability
of the filtering algorithm all are developed on the basis of OP. The definition of the optimal
deterministic perturbation (ODP) and some theoretical results on the ODP are introduced.
It is found that the ODP is associated with the right singular vector (SV) of the system
dynamics. In Section 3, the two other classes of ODPs are presented: the leading eigenvector
(EV) and real Schur vector (SchV) of the system dynamics. Mention that the first EV is the
ODS in the eigen invariant subspace (EI-InS) of the system dynamics. As to the leading
SchV, it is ODS in the Schur invariant subspace (Sch-InS) which is closely related to the EI-
InS in the sense that the subspace of the leading SchVs, generated by the sampling proce-
dure (Sampling-P, Section 3), converges to the EI-InS. In Section 4, we present the other type
of OP called as optimal stochastic perturbation (OSP). Mention that the OSP is a natural
extension of the ODP which gives insight into understanding of what represents the most
growing PE and how one can produce it by stochastically perturbing the initial state. One
important class of perturbations (known as simultaneous stochastic perturbation—SSP) is
presented in Section 5. It will be shown that the SSP is very efficient for solving optimization
problems in high-dimensional (Hd) setting. The different algorithms for estimating,
decomposing ... Hd matrices are also presented here. Numerical examples are presented
in Section 6 for illustrating the theoretical results and efficiency of the OPs in solving data
assimilation problems. The experiment on data assimilation in the Hd ocean model MICOM
by the filters constructed on the basis of the Schur ODSs and SSPs is presented in Section 7.
The concluding remarks are presented in Section 8.
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2. Optimal perturbations: predictability and filter stability

2.1. Stability of filter

The behavior of atmosphere or ocean is recognized as highly sensitive to initial conditions. It
means that a small change in an initial condition can alter strongly the trajectory of the system.
It is therefore important to be able to know about the directions of rapid growth of the system
state. The research on OP is namely aimed at finding the methods to better capture these
rapidly growing directions of the system dynamics, to optimize the predictability of the
physical process under consideration.

To explain this phenomenon more clearly, consider a standard linear filtering problem

x(k+1) = Px(k) + wk +1),z(k+1) = Hx(k+ 1) + v(k+ 1). )

PX" is an observation matrix. Under stan-

where ® € R"*" is the state transition matrix, H € R
dard conditions related to the model and observation noises wy, v, the minimum mean

squared (MMS) estimate X can be obtained by the well-known KF [2].
x(k+1) =x(k+1/k) + KC(k + 1), x(k 4 1/k) = Dx (k) )

where ((k+1) =z(k+ 1) — Hx(k + 1/k) is the innovation vector, x(k + 1) is the filtered (or
analysis) estimate, X (k + 1/k) is the one-step ahead prediction for x(k + 1). The KF gain K is
given by

K = MH"[HMH" +R] ™' 3)

From Eq. (2), it can be shown that the transition matrix for the filtered estimate equation is
expressed by L = [[ — KH|®.

For HdS, the KF gain (3) is impossible to compute. In a study by Hoang et al. [7], it is suggested
to find the gain with the structure

K=P,K, (4)

with P, € R"*™ —an operator projecting a vector from the reduced space R™ to the full
system space R", K, € R™*? is the gain for the reduced filter. One of very important ques-
tions arising here is how one can choose a subspace of projection and structure of K, to
make L to be stable? It is found in the work done by Hoang et al. [8] that detectability of the
input-output system (1) is sufficient for the existence of a stabilizing gain K and this gain
can be constructed with P, consisting from all unstable EVs (or unstable SVs, SchVs. See
Section 3) of the system dynamics.

2.2. Singular value decomposition and optimal perturbations

Consider the singular value decomposition (SVD) of ® [9],
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Oo=UDVT,D= diag[o1,02, ...,04), 01202... 20y, 5)
u= [Ul, Uz], D = block dlag [Dl, Dz}, V= [Vl, Vz}

where U;, V1 €R*™, D,,, € R"*™, n; is the number of all unstable and neutral SVs of ®@. In the

future, for simplicity, unless otherwise stated, we say on the set of all unstable SVs as that

including all unstable and neutral SVs.

Suppose the system is s-detectable (detectability of all the columns of U; or Vi). From the
research by Hoang et al. [10], there exists a stabilizing gain K (sufficient but not necessary
condition) with P, = U (see Eq. (4)) such that the transition matrix L = (I — K;H)® is stable. It
signifies that the filter is stable and the estimation error is bounded. The columns of U, i.e., the
left unstable SVs of @, serve as a basis for seeking appropriate correction in the filtering
algorithm.

On the other hand, in practice, for extreme HdS, one cannot compute all elements of U; but
only some of its subset U; € U;. Using U] instead of U; cannot guarantee a filter stability. The
ensemble forecasting has been proposed as an approach to prevent a possible large error in the
forecast and requires a knowledge on the rapidly growing directions of the PE. In this context,
the OPs appear to be important which allow to search the rapid growing directions of the PE
by model integration of OPs. They (i.e., OPs) are infact the unstable right SVs (RSV).

2.3. Optimal perturbation

Let 6x be a given perturbation, representing an error (uncertainty, deterministic, or stochastic)
around the true system state x*, ie., ff = x* + 6%, (at some instant k). The prediction of the
system state X, can be obtained by forwarding the numerical model (1) on the basis of xf—
filtered estimate, i.e., X, = ®xy. We have then

X, = Oxy = O[x* + 0x] = Dx™ + Dox, (6)

One sees the perturbation 6x in the initial system state “grows” into ®éx which represents
uncertainty in the forecast.

In general, the perturbation 6x may be any element in the n-dimensional space, R”, i.e., ox € R". For
e](cl) = (ij(fl) —asample of the filtered error (FE) ¢f, integrating the model by e results in e;,l) = (Déxj([l) —
a sample for the PE e,. By generating the ensemble of perturbations Ef(L) = {e}”,l =1,.., L}
according to the distribution of er, one can produce the ensemble of PE samples E,(L):=
{e;(f), I=1,..., L} and use them to estimate the distribution of the PE e,. This serves as a basis for
the particle filtering [11].

The ensemble-based filtering (EnBF) algorithm is simplified for the standard linear filtering
problems with ef being of zero mean and the error covariance matrix (ECM) P. This technique

is aimed to approximate the ECM without solving the matrix Ricatti equation (Ensemble KF—
EnKEF, [12]. Mention that at the present, one can generate only about O(100) samples at each
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assimilation instant. This ensemb]e size is too small compared to the system dimension. That is
why it is important to have a good strategy for selecting the “optimal” samples (perturbations)

to better approximate the ECM in the filtering algorithm.

2.3.1. Optimal deterministic perturbation

Introduce

{S(6x) : o, ||6x, =< ox,0x >=1}

)

where |.||, denotes the Euclidean vector norm (here < .,. > denotes the dot product). Let ®

have the SVD (5).
Definition 2.1. The ODP 6x° is the solution of the extremal problem

J(6x) = || O], — maxs,

under the constraint (7). One can prove
Lemma 2.1. The optimal perturbation in the sense (8) and (7) is

o’ = (+/-)n
where vy is the first right SV of ®.

2.3.2. Subspaces of ODPs

Introduce

T
D1 =P — 011114

Consider the optimization problem

J1(6x) = [|®6x[|, — maxgy

under the constraint (7). Similar to the proof of Lemma 2.1, one can prove

Lemma 2.2. The optimal perturbation in the sense (9) and (7) is

ox’ = (+/-)v2

where v, is the second right SV of ®.

By iteration, for

O;:=D;_1 — O','uz"UiT,l': 1,...n—1,0) = .

applying Lemma 2.2 with slight modifications, one finds that the OPs for ®;,i =0, 1, ...

are (+/—-)v,i=12,...n..
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Theorem 2.1. The optimal perturbation for the matrix ®;_1,i =1, ..., n is (+/—)v; where v; is
the ith leading right SVof ®;_4,i =1, ..., n.

The OP for ®;_; will be called the i OP for ® (or the i SOP—singular OP).

Comment 2.2. The OPs, presented above, are optimal in the sense of the Euclidean norm |.||,. In
practice, there is a need to normalize the state vector (using the inverse of the covariance
matrix M). The normalization is done by changing 6x' = M~"/26x, and all the results presented
above remain valid s.t. the new 6x/,

[6x'[|, =< M~Y26x, M~126x >=< 6x, M 1x > = |6x]|, 1

The weighted norm ||0x|| ;-1 is known as the Mahanalobis norm.

As to the PE, a normalization is also applied in order to have a possibility to compare different
variables like density, temperature, velocity ... In this situation, the norm for y = ®éx may be
seminorm [5].

2.4. Ensemble forecasting

The idea of ensemble forecasting is that instead of performing “deterministic” forecasts, sto-
chastic forecasts should be made: several model forecasts are performed by introducing per-
turbations in the filtered estimate or in the models.

Since 1994, NCEP (National Centers for Environmental Prediction, USA) has been running
17 global forecasts per day, with the perturbations obtained using the method of breeding
growing perturbations. This ensures that the perturbations contain growing dynamical
perturbations. The length of the forecasts allows the generation of outlook for the second
week. At the ECMWE, the perturbation method is based on the use of SVs, which grow even
faster than the bred or Lyapunov vector perturbations. The ECMWEF ensemble contains 50
members [13].

3. Perturbations based on leading EVs and SchVs

3.1. Adaptive filter (AF)

The idea underlying the AF is to construct a filter which uses feedback in the form of the PE
signal (innovation) to adjust the free parameters in the gain to optimize the filter performance.
If in the KF, the optimality is defined as a minimum mean squared error (MMS), in the AF,
optimality is understood in the sense of MMS for the prediction output error (innovation). This
definition allows to define the optimality of the filter in the realization space, but not in the
probability space as done in the KF.

The optimal gain thus can be determined from solving the optimization problem by adjusting
all elements of the filter gain. There are two major difficulties:
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i.  Instability: As the filter gain is estimated stochastically during the optimization process,
the filter may become unstable due to the stochastic character of the filter gain.

ii. Reduction of tuning parameters: For extreme HdS, the number of elements in the filter
gain is still very high. Reduction of the number of tunning gain elements is necessary.

3.2. Leading EVs and SchVs as optimal perturbations

Interest on stability of the AF arises soon after the AF has been introduced. The study on the
filter stability shows that it is possible to provide a filter stability when the system is
detectable [8]. For the different parameterized stabilizing gain structures based on a subspace
of unstable and neutral EVs, see [8]. As the EVs may be complex and their computation is
unstable (Lanczos [14]), in [8], it is proved that one can also ensure a stability of the filter if
the space of projection is constructed from a set of unstable and neutral SchVs of the system
dynamics. The unstable and neutral real SchVs are referred to as SchVs associated with the
unstable and neutral eigenvalues of the system dynamics. The advantage of the real SchVs is
that they are real, orthonormal, and their computation is stable. Moreover, the algorithm for
estimating dominant SchVs is simple which is based on the power iteration procedure
(Sampling-P, see [15]). As to the unstable SVs, although they are real and orthonormal, their
computation requires an adjoint operator (the transpose matrix ®”). Construction of adjoint
code (AC) is a time-consuming and tedious process. Approximating leading SVs without
(AC) can be done on the basis of Algorithms 5.2.

3.3. EVs as optimal perturbations in the invariant subspace

Let ® be diagonalizable. Introduce the set

{EVi(x,A) : xeC",|x|, =1,A€C" : Ox = Ax}. (11)

The subspace of x € C" satisfying ®x = Ax for some A € C! is known as an invariant subspace
of ®: the matrix ®x acts on to stretch the vector x but conserves the direction of x. Consider the
optimization problem

J(6x) = || Ddx||, — maxsy,

(6x,A) €EV1(6x, M), 12

It is seen that the optimal solution is the first EV x,;(1) of ® with the largest magnitude equal to
|A1]. We will call A; a first optimal EV perturbation (denoted as EI-OP).

For a symmetric matrix, the EI-OP coincides with the SOP. The EI-OP is not unique.

By solving the optimization problem (8) s.t.

{EVy(x,A) :xeC, x|, =1: @x = Ax,AeC, |A] < |4} (13)

one finds the second EI-OP x,;(2). In a similar way, by defining
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{EVi(x,A) :xeC |x], = 1: @x = Ax,AeC!, |A] < [Aia]}. (14)
fori=1,2,.,n—1, we obtain a sequence of EI-OPs x,;(i), i = 1,2, .., n. The first n, EI-OPs are
unstable SVs.

In general, for a defective case (not diagonalizable), ® does not have n linearly independent
EVs and the independent generalized EVs can serve as “optimal” perturbations to construct a
subspace of projection in the AF.

To summarize, let the EV decomposition be
XJX,;' =@ (15)
where | is a matrix of Jordan canonical form, X;l is the matrix inverse of X,; (see Golub and

Van Loan [9]). The columns of X,; are the EVs of @, ] is a block diagonal with the diagonal

blocks of 1 or 2 dimensions. The rank k decomposition is X,; 1/; 5(6“ where

EVii=Xei 1)1 Xei 1,

Xei = [Xei,1, Xeij2), ] = block diagl]y, /5], (16)
~ _ ~ T ~
Xei = Xeil = [Xei,vxg,z}/

with X, 1 e Rk Xei2 e R (k) Multiplying the right of EV by X,;1 yields X,;1]/;, i.e., we
obtain the k largest (in modulus) perturbations in the eigen (invariant) space of ®. The pertur-
bations being the column vectors of X,; 1 (i.e., the k first EVs of @) are the first k OPs of ® in the
eigen-invariant subspace (EI-InS).

3.4. Dominant SchVs as OPs in the Schur invariant subspace

The study of Hoang et al. [8] shows that the subspace of projection of the stable filter can be
constructed on the basis of all unstable EVs or SchVs of ®.

Compared to the EVs, the approach based on real Schur decomposition is of preference in
practice since the SchVs are real and orthonormal. Moreover, there exists a simple, power
iterative algorithm for approaching the set of real leading SchVs. According to Theorem 7.3.1
in Golub and Van Loan [9], the subspace R[X; 1] spanned by the n, leading SchVs converges to
the unique invariant subspace D, () (called a dominant invariant subspace) associated with
the eigenvalues Ay, ..., A, if [A,, | > |A,,11]. In this sense, we consider the leading SchVs as OPs
(denoted as Sch-OP) in the Schur invariant subspace (Sch-InS).

4. Optimal stochastic perturbation (OSP)

In Section 2, the perturbation Ox is deterministic (see Definition 2.1). In practice, it happens that
Ox is of stochastic nature. For example, the priori information on the FE is an zero mean
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random vector (RV) with the ECM P. The question arising here is how one determine the OP in
such situation and how to find it.

We will consider now 0x as an element of the Hilbert space H of RVs. This space H is a
complete normed linear vector space equipped with the inner product

<xy>u=E<xy> (17)

where E(.) denotes the mathematical expectation. The norm in H is defined as
x|l = VE <x x> (18)

All elements of H are of finite variance and for simplicity, we assume they all have zero mean
value.

Introduce the set of RVS

Ss(6x) = {ox : ||6x[|; = 1} (19)
Definition 4.1. The optimal stochastic perturbation (OSP) 0x° is the solution of the extremal

problem

J(6x) = ||Pox||y — maXsy, (20)

under the constraint (19). One can prove
Lemma 4.1. For 6x € 5,(6x), there exists 6y = (dy;, ..., 6yn)T € S5(6x) such that 6x = Y _;_; vx0y,.
Lemma 4.2. The optimal perturbation in the sense (20) and (19) is
ox’ = ¢
where ) is a RV with zero mean and unit variance, v, is the first right SV of ®.

Comment 4.1. Comparing the ODP with OSP shows that if the ODS is the first right SV (defined
up to the sign), the OSP is an ensemble of vectors lying in the subspace of the first right SV with
the lengths being the samples of the RV of zero mean and unit variance.

Introduce

T
D :=P — g1u1714

and consider the objective function

J(0x) = [|16x([; — maxey, 1)

Lemma 4.3. The optimal perturbation in the sense (21) and (19) is 6x° = v, where 1 is an RV
with zero mean and unit variance, v; is the first right SV of ®.
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By iteration, for

O;:=D;_1 — G,‘I/liU,T, i=1..,1n-10 =0 (22)

applying Lemma 4.3 with slight modifications, one finds that the OSP for &3, k =0,1,...,n -1

are Yug, k = 1,2, ...n., where 1 is an RV with zero mean and unit variance, vy is the K" right SV
of ®.

Theorem 4.1. The optimal perturbation for the matrix ®;_4,i =1, ..., n is Yv;, where 1 is an RV
with zero mean and unit variance, vy is the k" right SV of ®.

5. Simultaneous stochastic perturbations (SSP)

n [16], Spall proposes a simultaneous perturbation stochastic approximation (SPSA) algo-
rithm for finding optimal unknown parameters by minimizing some objective function. The
main feature of the simultaneous perturbation gradient approximation (SPGA) resides in the
way to approximate the gradient vector (in average): a sample gradient vector is estimated by
perturbing simultaneously all components of the unknown vector in a stochastic way. This
method requires only two or three measurements of the objective function, regardless of the
dimension of the vector of unknown parameters. In a study by Hoang and Baraille [17], the
idea of the SPGA is described in detail, with a wide variety of applications in engineering
domains. The application to estimation of ECM in the filtering problem is given in the work
done by Hoang and Baraille [18]. In the research by Hoang and Baraille [19], a simple algo-
rithm for estimating the elements of an unknown matrix as well as the way to decompose the
estimated matrix into a product of two matrices, under the condition that only the matrix-
vector product is accessible, has been proposed.

5.1. Theoretical background of SPGA: gradient approximation

The component-wise perturbation is a method for numerical computation of the cost function
with respect to the vector of unknown parameters. It is based on the idea to perturb separately
each component of the vector of parameters. For very HdS, this technique is impossible to
implement. An alternative to the component-wise perturbation is the SSP approach.

Let

T
DJ(6y) = [a—]a(gf) : ...,—agéioq

denote the gradient of J(8) computed at 0 = 6. Suppose A;,j =1, ..., n are RVs independent
identically distributed (i.i.d) according to the Bernoulli law which assumes two values +1 or —1
with equal probabilities 1/2. It implies that
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E(a)) =0,E(A)" =1 E(A7") =0,E(A ):1,j=1,2,...,n (23)

Suppose J(6) is infinitely differentiable at 6 = 6. Using a Taylor series expansion,

AJ=] (6o + 86) —(60) = 66" DJ(6o) + (1/2)56" D*](00)56 + ... (24)

where D?](6y) is the Hessian matrix computed at 6 := 0. For the choice

56:= (861, ...,00,,)" = cA A= (A1, Ay, ... Ay, (25)

c is a small positive value, from Eq. (24)
AJ(6) = cA' DJ(6o) + (2/2)A DY (60)A + ...

Dividing both sides of the last equality by 06; = cAy implies

Jn —*, =
AJ(60)/66x = DJ(60) K" + (c/2)K" "D*(60)A + ... 26)
Ek;=(A1Ak S ..
Taking the mathematical expectation for both sides of the last equation yields
E[A](60)06; '] =
(27)

DJ(60)" (") (c/2)E {KTD2](60)K]<}+

One sees that from the assumptions on A, E(Kk> =(0,...,1,...,0)" it follows DJ (1) E (Zk) =
9J(69)/d0k. Moreover, as all the moments of the Bernoulli variables A; and A;! are finite,

E [KTDz ] (Go)Kk = 0 since there exists a finite D?](6y), one concludes that
E[A](60)66; "] = 9] (60) /36k + O(c?) (28)

The result expressed by Eq. (28) constitutes a basis for approximating the gradient vector by
simultaneous perturbation. The left of Eq. (28) can be easily approximated by noticing that for

an ensemble of L i.i.d samples [K(l) s ,K(L)} , we can generate the corresponding ensemble of

L ii.d sample estimates for the gradient vector at 8 = 6y,

AJ9(0y)  AJD(60)

DjY(6y) = [ 1=12..,L (29)

where A,gl) is the k™ component of the I"" sample A" The left of Eq. (28) is then well approxi-
mated by averaging L sample gradients in Eq. (29),
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= o o N6
E[AJ(80) /6] = (1/1) > += 0 (30)
=1 k
Introduce the notations
L 0]
i == E[A](60) /06k], mi (L) = (1/L) Zq ,ep=my(L) — (31)
=1

Theorem 1 (Hoang and Baraille [19]) states that the estimate m(L) := (n; (L), ..., m,,(L))" con-
verges to the gradient vector DJ(0p) as L — e and ¢ — 0 with the order O(1/L) where

=y,

5.2. Algorithm for estimation of an unknown matrix

Let A= (A, ..., An)T, A;,i=1,...,n be Bernoulli independent and identically distributed (i.i.d.)
variables assuming two values +1 with equal probability 1/2. Introduce [A] T=(1/A ..
1/A,)", A =cA, ¢ > 0 is a small positive value.

Algorithm 5.1. Suppose it is possible to compute the product @x = b(x) for a given x. At the
beginning let [ = 1. Let the value u be assigned to the vector x, i.e., x:=u, L be a (large) fixed
integer number.

Step 1. Generate A" whose components are [ samples of the Bernoulli i.i.d. variables assum-
ing two values +/— 1 with equal probabilities 1/2;

Step 2. Compute 6b") = q)(u + KEI) ) — Dy, Kil) N

71
Step 3. Compute gl@ = 6bl@ [Agl)} , Ob; is the i component of &b, gl@ is the column vector

consisting of derivative of b;(u) w.rt.u,i=1, ..., m.
Step 4. Go to Step 1if [ < L. Otherwise, go to Step 5.
Step 5. Compute

. Lo ~ T
g=1t ¢ i=1,..,m®L)=Db=3,..3,]"

5.3. Operations with ® and its transpose

Algorithm 5.1 allows to store (/I\)(L) as composed from the two ensembles of vectors elements:

Eng (6x) = [6xD, ..., 0xP)], 6x(V) = A
(32)

m

T
Eny (8b) = [6b™), ... 517(”}, b = (5b§’>, ...,5b<’>) Jd=1,...,L
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~ R sy
The productz = ®(L)y, y € R", can be performed asz; = > ¢ ; ¢, = > iy { S 50 }yk, orin
k

a more compact form

n

- y
> b, = - (33)
k

z= Tk
=1 =1 0x

=

Eq. (33) allows to perform z = ®(L)y with L(m + 2n) + 1 elementary operations.

Similarly, computation of z; of z = &)T(L)y, y €R" is performed as

L 1 m
LZ—>kZ Cei=1, (34)
:1 —1

1

| —

5.4. Estimation of decomposition of

Let @ be a matrix of dimensions (m x n). For definiteness, let m<n with rank(®) = m. We
want to find the best approximation for ® among members of the class of matrices

®, = AB", AeR™",BeR"". (35)

under the constraint
Condition (C) A, B are matrices of dimension m x 7, r X 1, r<m, rank (ABT) =7.
Under the condition (C), the optimization problem is formulated as
J(A,B) = ||®— @[> = ||®— AB"|2 = min4 5, (36)

where ||.||; denotes the Frobenius matrix norm. Consider ® and let ULV be SVD of @ (5). Let
D=0+ AP, =ULV" and G1>65... >G5, 64 be the k" singular value of ®. Then, we have

J(A,, By) Z o2 (37)

k=r+1

where A,B! is a solution to the problem (36) s.t Condition (C) (Theorem 3.1 of Hoang and
Baraille [19]).

Theorem 3.1. Hoang and Baraille [19] implies that @ := A,B! is equal to the matrix formed by
truncating the SVD of @ to its first r SVs and singular values. It allows to avoid storing

elements of the estimate ®(L) of ® (their number is of order O(10"*")).

5.4.1. Decomposition algorithms

Let the elements of ® (or @) be available (may be in algorithmic form). By perturbing stochas-
tically simultaneously all the elements of A and B, one can write out the iterative algorithm for
estimating the elements of A and B. For more detail, see Hoang and Baraille [19].
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5.4.2. Iterative decomposition algorithm

Another way to decompose the matrix @ is to solve iteratively the following optimization
problems

Algorithm 5.2
At the beginning let i = 1.
Step 1. For i = 1, solve the minimization problem

Ji= [0~ ab[[; - ming;, a€R",bER".

®':=®, rank(ab") =1

Its solution is denoted as (i), E(z)

Step 2. For i < r, put i:=i+ 1 and solve the problem

Jin = |[@ —ab"|[> = min,,, a€R™ be R, & = — YL G(0D (K),
rank(abT) =1

Step 3. If i = r, compute

(1), A(r) = @(1), .., 30)), BO) = [6(1), ... b(r)].

and stop. Otherwise, go to Step 2.

~ ~T

d=A(r)B

From Theorem 3.2 of Hoang and Baraille [19], the couple ;l(r),ﬁ(r) is a solution for the
problem (36)(C).

6. Numerical example

Consider the matrix ® € R**2

¢11 =5 ‘f’lz =7 ¢21 =-2 ‘Jbzz =4

The singular values and the right SVs for @ are displayed in Table 1 which are obtained by
solving the classical equations for eigenvalues of ®’®.

First, we apply Algorithm 5.1 to estimate the matrix ®. Figure 1 shows the estimates produced
by Algorithm 5.1. It is seen that the estimates are converging quickly to the true elements of ®.

Next Algorithm 5.2 (Iterative Decomposition Algorithm) has been applied to estimate the
decomposition of the matrix ®. After each i iteration, the algorithm yieds E(l),fm.

The different OPs are shown in Table 2 where x/, (i), x.i(i), and x4 (i) are the theoretical SV-
POs, EI-POs, Sch-POs. The vectors Xy (i) are the components of X; computed by Algorithm 3.1
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Element (pii ¢i]_ i (PZ_]_(Z)
1,1 5.00 4.677 4914 —0.237
1,2) 7.00 7.07 7.662 —0.592
@1 -2.00 —2.041 -1.08 -0.962
2.2) —4.00 —4.081 —1.683 -2.398
Table 1. Estimates of @ obtained by Algorithm 5.2.
5L ' ' T (1,1)element
(1,2)-element
(2,1)-element
10 (2,2)-element
5
0
50 100 150 200 250 300 350 400
iterations

Figure 1. Estimates of elements of the matrix ®.
Perturbations Vector Predictor Amplification
(1) (0.554,0.833)7 (8.597, —4.438)7 9.676
X (2) (0.833,—0.554)" (0.284,0.551)7 0.62
xei(1) (0.962, —0.275)" (2.885,-0.824)7 3
Xei(2) (0.707, —0.707)" (—1.414,1.414)7 2
Xson (1) (0.707,0.707)" (8.485,—4.243)7 9.487
Xscn(2) (0.707, —0.707)" (—1.414,1.414)7 2
Xsen(1) (0.962, —0.275)" (-8.1,44)7 9.22
Xsan(2) (-0.275,-0.962)" (2.885,-0.824)7 3
o (0.54,0.842)" (8.592, —4.447)" 9.674
P (0.372,0.928)" (8.358, —4.457)" 9472

Table 2. Different OPs.

75



76  Perturbation Methods with Applications in Science and Engineering

(Sampling-P). As to E,(f ), they are the results of normalization (with the unit Euclidean norm)

of 2.

Looking at the first OPs, one sees that x7, (1), x5 (1), X5 (1), and O produce almost the same
amplification. The first x,;(1) has the amplification three times less than those of x7, (1), x5 (1).
The second x,(2) is much less opimal than x/,(2) and e By comparing x7, (i) with e for
i = 1,2, one concludes that the obtained results justify the correctness of Theorem 3.1 of Hoang
and Baraille [19]. Mention that only X, (i) and 2\ can be calculated for HdS.

In Table 1, we show the results obtained by Algorithm 5.2 after two consecutive iterations
(matrix estimation in R' subspace). The elements of the true ® = [‘f’i]} are displayed in the

second column, whereas their estimates—in the third column,

S AW a0 2 20um g0 207 _ 20T
b =0 +0" =37 b7 =[] b

~(1
The estimates, resulting from the first iteration, are the elements of CD( ) (Table 1, column 4).

~a
After the first iteration, 2 :=® — &' = b@ @7 and the optimization yields the estimates

(A;i)l(jz) displayed in the column 5. From the columns 4-5, one sees that the first iteration allows to
well estimate the two biggest elements ®1; =5, @1, = 7. In the similar way, the second itera-

tion captures the two biggest elements of ®?.

7. Assimilation in high-dimensional ocean model MICOM

7.1. Ocean model MICOM

To see the impact of optimal SchVs in the design of filtering algorithm for HdS, in this section,
we present the results of the experiment on the Hd ocean model MICOM (Miami Isopycnal
Ocean Model). This numerical experiment is identical to that described in Hoang and Baraille
[15]. The model configuration is a domain situated in the North Atlantic from 30°N to 60°N
and 80°W to 44°W; for the exact model domain and some main features of the ocean current
produced by the model, see and Baraille [15]. The system state x = (h, u,v) where h = h(i, ], k)
is a layer thickness and u = u(i,j, k), v = v(i,j, k) are two velocity components. Mention that
after discretization, the dimension of the system state is n = 302400. The observations available
at each assimilation instant are the sea surface height (SSH) with dimension p = 221.

7.1.1. Data matrix based on dominant Sch-Ops

The filter is a reduced-order filter (ROF) with the variable / as a reduced state and u, v are
calculated on the basis of the geostrophy hypothesis. To obtain the gain in the ROF, first the
Algorithm 3.1 has been implemented to generate an ensemble of dominant SchVs (totally 72

SchVs, denoted as En(SCH)). The sample ECM M*(SCH) is computed on the basis of the
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En(SCH). Due to rank deficiency, the sample M“(SCH) is considered only as a data matrix. The
optimization procedure is applied to minimize the distance between the data matrix M?(SCH)
and the structured parametrized ECM M(SCH) = M, ® M), which is written in the form of the
Schur product of two matrices M(SCH) = M, (6) ® M;,(0). Here, M, is the vertical ECM, M}, is
the horizontal ECM [18]), (0) is a vector of unknown parameters. Mention that the hypothesis
on separability of the vertical and horizontal variables in the ECM is not new in the meteorol-
ogy [20]. The gain is computed according to Eq. (3) with R = al, a > 0is a small positive value.
The ROF is denoted as PEF (SSP).

7.1.2. Data matrix based on SSP approach

The second data matrix M*(SSP) is obtained by perturbing the system state according to the
SSP method. The SSP samples are simulated in the way similar to that described above for

generating En(SCH), with the difference that the perturbation components 6k (i, j, k) are the i.
i.d. random Bernoulli variables assuming two values £1 with the equal probability 1/2. The
same optimization procedure has been applied to estimate M(SSP). The obtained ROF is
denoted as PEF (SSP).

Figure 2 shows the evolution of estimates for the gain coefficients k(1) computed from the
estimated coefficients of ¢y of M?(SCH) and M?(SSP) on the basis of En(SCH) (curve” schur”)
and En(SSP) (curve “random”), during model integration. It is seen that two coefficients are
evolved in nearly the same manner, of nearly the same magnitude as that of k(1) in the CHF
(Cooper-Haines filter, Cooper and Haines [21]). Mention that the CHF is a filter widely used in
the oceanic data assimilation, which projects the PE of the surface height data by lifting or
lowering of water columns.

Evolution of calculated gain coefficients

2':'5 L] T T T T T T T
random
200 schur 1

195 | ]
190 } ]
985 | ]
980 } ]
=

a75 | ]
170
165

0 10 20 30 40 50 €60 70 80 90 100
iterations
Figure 2. Evolution of estimates for the gain coefficients k(1) computed from €y on the basis of En(SCH) (curve “Schur”)

and En(SSP) (curve “random”), during model integration. It is seen that two coefficients are evolved in nearly the same
manner, of nearly the same magnitude as that of k(1) in the CHF. The same picture is obtained for other ¢;, k = 2,3,4.
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The same pictures are obtained for the estimates ¢k, k = 2,3,4. Mention that in the CHEF,
Cp =C = 0.

7.2. Performance of different filters

In Table 3, the performances of the three filters are displayed. The errors are the averaged
(spatially and temporally) rms of PE for the SSH and for the two velocity components u and v.

The results in Table 3 show that two filters PEF (SCH) and PEF (SSP) are practically of the
same performance, and their estimates are much better compared to those of the CHF, with a
slightly better performance for the PEF (SSP). We note that as the PEF (SCH) is constructed on
the basis of an ensemble of samples tending to the first dominant SchV, its performance must
be theoretically better than that of the PEF (SSP). The slightly better performance of PEF (SSP)
(compared to that of PEF (SCH)) may be explained by the fact that the best theoretical
performance of PEF (SCH) can be obtained only if the model is linear, stationary, and the
number of PE samples in En(SCH) at each iteration must be large enough. The ensemble size
of En(SCH) in the present experiment is too small compared with the dimension of the
MICOM model.

rms CHEF (cm) PEF (SCH) (cm/s) PEF (RAN) (cm/s)
ssh(fcst) 7.39 5.09 495
u(fest) 7.59 5.36 5.29
v(fest) 7.72 573 5.64

Table 3. rms of PE for ssh, and u, v velocity components.

Variance of SSH prediction error
300 T . . ;

SCH
250 | RMAE
200 |
g
s 150 |
g
100 | E
50 |
0 R —

0 10 20 30 40 50 60 70 80
assimilation instant

Figure 3. Variance of PE resulting from three filters PEF (SCH), PEF (SSP), and AF. It is seen that the AF yields much
better performance compared to the two other nonadaptive filters PEF (SCH) and PEF (SSP).
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To illustrate the efficiency of adaptation, in Figure 3, we show the cost functions (variances of
innovation) resulting from the three filters PEF (SCH), PEF (SSP), and AF (i.e., APEF based on
PEF (SCH); the same performance is observed for the AF based on PEF (SSP)). Undoubtedly,
the adaptation allows to improve considerably the performances of nonadaptive filters.

8. Conclusion remarks

We have presented in this chapter the different types of OPs—deterministic, stochastic, or
optimal, the invariant subspaces of the system dynamics. The ODPs and OSPs play an impor-
tant role in the study on the predictability of the system dynamics as well as in construction of
optimal OFS for environmental geophysical systems.

One other class of perturbation known as SSP is found to be a very efficient tool for solving
optimization and estimation problems, especially with Hd matrices and in computing the
optimal perturbations.

The numerical experiments presented in this chapter confirm the important role of the differ-
ent types of OPs in the numerical study of Hd assimilation systems.

Author details

Hong Son Hoang* and Remy Baraille
*Address all correspondence to: hhoang@shom.fr

SHOM/HOM/REC, Toulouse, France

References

[1] Myhrvold N. Moore’s Law Corollary: Pixel Power. New York Times. June 7, 2006
[Retrieved: 2011-11-27]

[2] Kalman RE. A new approach to linear filtering and prediction problems. Transactions of
the ASME-Journal of Basic Engineering. 1960;82:35-45

[3] Lorenz EN. Deterministic non-periodic flow. Journal of the Atmospheric Sciences. 1963;20:
130-141

[4] Lorenz EN. Atmospheric predictability experiments with a large numerical model. Tellus.
1982;34:505-513

[5] Palmer TN, Barkmeijer J, Buizza R, Petroliagis T. The ECMWF ensemble prediction sys-
tem. Quarterly Journal of the Royal Meteorological Society. 1997;4(4):301-304

79



80 Perturbation Methods with Applications in Science and Engineering

(6]

[7]

8]

[%]

[10]

[11]

[12]

[13]

[14]

[15]

[16]

[17]

[18]

[19]

[20]

[21]

Toth Z, Kalnay E. Ensemble forecasting at NMC: The generation of perturbations. Bulletin
of the American Meteorological Society. 1993;74:2317-2330

Hoang HS, De Mey P, Talagrand O, Baraille R. A new reduced-order adaptive filter for
state estimation in high dimensional systems. Automatica. 1997;33:1475-1498

Hoang HS, Talagrand O, Baraille R. On the design of a stable adaptive filter for high
dimensional systems. Automatica. 2001;37:341-359

Golub GH, Van Loan CF. Matrix Computations. 2nd ed. Baltimore-London: Johns Hopkin
Press, 1993

Hoang HS, Baraille R, Talagrand O. On the stability of a reduced-order filter based on
dominant singular value decomposition of the systems dynamics. Automatica. 2009;
45(10):2400-2405. DOI: 10.1016/j.automatica.2009.06.032

Doucet A, Johansen AM. A tutorial on particle filtering and smoothing;: fifteen years later
(PDF). Technical report. Department of Statistics, University of British Columbia; 2008

Evensen G. The ensemble Kalman filter: Theoretical formulation and practical implemen-
tation. Ocean Dynamics. 2003;53:343-367

Kalnay E. Atmospheric Modeling, Data Assimilation and Predictability. Cambridge Uni-
versity Press; 2002

Lanczos C. An iteration method for the solution of the eigenvalue problem of linear
differential and integral operators. Journal of Research of the National Bureau of Stan-
dards. 1950;45:255-282

Hoang HS, Baraille R. Prediction error sampling procedure based on dominant Schur
decomposition. Application to state estimation in high dimensional oceanic model. Applied
Mathematics and Computation. 2011;218(7):3689-3709. DOI: 10.1016/j.amc.2011.09.012

Spall JC. Accelerated second-order stochastic optimization using only function measure-
ments. In: Proceedings of 36th IEEE Conference on Decision and Control; 1997. pp. 1417-1424

Hoang HS, Baraille R. Stochastic simultaneous perturbation as powerful method for state
and parameter estimation in high dimensional systems. In: Baswell AR, editor. Advances
in Mathematics Research. Vol. 20. New-York: Nova Science Publishers; 2015. pp. 117-148

Hoang HS, Baraille R. On the efficient low cost procedure for estimation of high-dimensi-
onal prediction error covariance matrices. Automatica. 2017;83:317-330

Hoang HS, Baraille R. A simple numerical method based simultaneous stochastic pertur-
bation for estimation of high dimensional matrices. Multidimensional Systems and Signal
Processing. 2018. DOI: 10.1007/s11045-018-0551-y

Daley R. The effect of serially correlated observation and model error on atmospheric data
assimilation. Monthly Weather Review. 1992;120:165-177

Cooper M, Haines K. Altimetric assimilation with water property conservation. Journal of
Geophysical Research. 1996;101:1059-1077



Chapter 5

Periodic Perturbations: Parametric Systems
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Abstract

We are not going to present the classical results on linear parametric systems, since they
are widely discussed in literature. Instead, we shall consider nonlinear parametric systems
and discuss the conditions of new motion existence in the resonance zones: the regular
ones (on an invariant torus) and the irregular ones (on a quasi-attractor). On the basis of
the self-oscillatory shortened system which determines the topology of resonance zones,
we study the transition from a resonance to a non-resonance case under a change of the
detuning. We then apply our results to some concrete examples. It is interesting to study
the behavior of a parametric system when the ring-like resonance zone is contracted into a
point, i.e., to describe the bifurcations which occur in the course of transition from the
plain nonlinear resonance to the parametric one. We are based on article, and we follow a
material from the book.

Keywords: resonances, quasi-attractor, periodic solves, parametric perturbations

1. Introduction

Consider the following system:

dﬁ - LH(X’ ) +eg(x,y,vt),

dt oy (1)
dy _ OH(x,y)

- or +&f (x,y,vt),

where ¢ > 0 is a small parameter, v is perturbation frequency, and g, f are continuous periodic
functions of period 2 with respect to ¢ = vt. The Hamiltonian H as well as f and g will be

assumed to be sufficiently smooth in a domain GCR* x S' (or GCR' x §' x §' = R' x T?).

© 2018 The Author(s). Licensee IntechOpen. This chapter is distributed under the terms of the Creative
InteChOpen Commons Attribution License (http://creativecommons.org/licenses/by/3.0), which permits unrestricted use,
distribution, and reproduction in any medium, provided the original work is properly cited. [{(cc) ExgIN
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Also, we shall assume that the unperturbed (¢ = 0) Hamiltonian system is nonlinear and has at
least one cell D filled with closed phase curves.

We especially emphasize the following condition.
Condition A. g—§ +% £0.
This implies that system (1) is nonconservative.

Along with (1), we shall consider the autonomous system:

dx OH(x,y)
B ey

dy  OH(x,y)
E - ax + éf()(x7y)/

(2)

where g, =< g>, and f; =< f>,,.

We also assume the following condition.

Condition B. System (2) has a finite set of rough limit cycles (LCs) in cell D.

Changing the variables x, y to the action I and angle 6, we obtain the system in the form

[ =¢Fy(1,0,9)
0 = w(l) + eF,(1,6,¢) (©)

P =7,
where

Fi =fxg — 8y F2=—fx;+gy; (4)

are periodic of period 27 with respect to 0 and ¢. System (3) is defined on the direct product
A x §' x S' = A x T?, where T? is two-dimensional torus, A = (I",I7), [T =I(h*).

The definition of resonance. We say that in system (3) a resonance takes place if
@(Ipg) = (a/p)v, (5)

where p, g are relatively prime integer numbers.
The energy level I = I,; (H(x,y) = hy;) of the unperturbed system is called the resonance.

The behavior of solutions in the neighborhoods

U, ={(I,0) : Iy — Cu < I <Ip;+Cu, 0<0<2m,C=const}, pu=+/e

of individual resonance levels I = I,,, (H(x,y) = hy,) can be derived, up to the terms O(p?),
from the pendulum-type equation [1, 2]
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d*v dv

a2 bAg (wlpq) = #U(v?lw) dr’ (6)

1 27p
b= da)UPﬂ)/dI’ T = pt, A (U§IW) = %Jo F(Ipqvv +q¢/p, (p)d(p,
@)

1 (7 (3g(x,y,9) Of(x,y,¢)
%L( T oy )‘*P'

O(U’IW) =

where X = X(L,0+qp/p), Y =Y(Ipg,v+qe/p) is the unperturbed solution on the level
I = Iy For nondegenerate resonance zones we consider here, it holds that b # 0. Functions
Ao (v; 1), 0(v; Iy) are periodic of period 27t/p with respect to v.

From Eq. (7) follows.
Theorem 1

If the divergence of the vector field of Eq. (6) depends on v, then the divergence of the vector field of the
original system (1) contains terms which depend on both the time t and the spatial coordinates.

In many cases the converse is also true. For example, it holds for the system

dx/dt =y, dy/dt = —x — x> + (P1 + Pox* + Paxsin(vt) )y + Pysin(vt). 8)

The terms mentioned in Theorem 1 are called nonlinear parametric terms. Our goal is to study
systems of the form (1) with such terms. The existence of those leads to new motions in
resonance zones [1-3]. We shall demonstrate these motions on examples.

2. Investigation of Eq. (6)

The following representations hold:

Ao (v;1,9) = Au(031,g) + B(Iy), B =< Ag>,,

9
0(v;Ipg) = 04 (v;Iyg) + Bi(Lpg),  Bi =< 0>, ©)

where B(I) is the generating function of the autonomous system (2) and B (I) is the derivative
of B(I). We shall focus on the case when o is sign-alternating. In this case, from Eq. (9) follows
the inequality:

|B1 (Ipq)l < maxy|o, (07 Ipq)l. (10)
When studying the pendulum Eq. (6), we shall distinguish two cases: (I) B(Ipq) # 0 and (II)
B(I,4) = 0.

In case II system (2) has a rough limit cycle (LC) in a neighborhood of the level H(x,y) = hp,.
There is no such cycle in case L.
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Case I. Neglecting terms of order p in Eq. (6), we arrive at the integrable equation

d*0/dt* —bAy(0,1,4) =0 (11)

If |B (Ipq)| > max,|A. (v, I pq) |, then Eq. (11) has no equilibrium states. The resonance level I = I,
is then referred to as passable. Note that the term “passable” has its origin in the topology of
the resonance zone, as opposed to the same term used in physics, where “passing” stands for a
change in perturbation frequency v. In the case under consideration, there are no periodic
solutions in the vicinity of the resonance level. The most interesting case is when Eq. (11) has
equilibrium states, i.e., when the condition

|B(Ipq)| < maxy|A, (v, Ipq)| (12)

is satisfied. The resonance level I = I, is then said to be partly passable.

Under condition (10), Eq. (6) may have limit cycles. In order to find them, one must construct
the Poincaré-Pontryagin generating function.

Figure 1(a) shows the phase portrait of Eq. (6) under conditions (10) and (12), and p = 3. On
the period 27t/3, there is a single limit cycle (note that on the period 27t (which is the period of
the unperturbed solution) there are three limit cycles). If the cycle lies outside the neighbor-
hood of the separatrix loop of Eq. (11), then there is a corresponding two-dimensional invari-
ant torus in the original system. Since the period of the limit cycle of Eq. (11) is of order O(1/y),
we then have a long-periodic beating regime in the original system (6) (the generatrices of the
torus are of different order).

However, if the limit cycle lies in the neighborhood of the separatrix loop, then the two-
dimensional invariant torus in the original system (1) is destroyed. The bifurcation scene in
which the cycle is caught into the separatrix loop is shown in Figure 1(b). Taking into account
the nonautonomous terms, which were discarded in deriving Eq. (6), leads to the homoclinic
structure. Such a structure is shown in Figure 1(c) for the Poincaré map with p = 3. Because of

| [l o

rra

S o

R
%

Figure 1. (a) Phase portrait of Eq. (6), (b) bifurcational case, and (c) Poincaré map for the initial system in case (b).
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the presence of non-compact separatrices, in this case we merely have an irregular transition
process.

Case II. Now, Eq. (6) always possesses equilibrium states, and we have the third kind of
resonance zone, namely, an impassable zone. In order to better understand the structure of
such a zone, we introduce in Eq. (6) the detuning y between the level I = I,; and the level
I = Iy, near which the autonomous system (2) has a limit cycle:

B(Ipg) = (dB(Io)/dl)(I,y — Io) + O((Ipq - 10)2) =y (13)

Then, Eq. (6) can be rewritten as

dujdt = A, (v; 1) + (o (v Lg)u +y), 14)
dv/dt = bu.

In Eq. (14) we change the variables from (u,v) to the action | and the angle L (in both the

oscillatory and the rotational zones) and average the resulting system over the “fast” angular

variable L. As a result, we arrive at the equation

a
o= ub()/2m,

where @(J) is the Poincaré-Pontryagin generating function [2] and it is discontinuous at | =],
when y # 0. Here, ] corresponds to the contour in the “unperturbed” system

du/dt = A, (v; 1),

dv/dt = bu. 13

formed by the saddle and two separatrix loops embracing the phase cylinder.

We shall therefore use Melnikov’s formula [4] to determine the relative position of the
separatrices which in the shortened system (15) constitute the contour formed by the outer
separatrix loops:

A= pAf +0(?)
AT =b |7 (04(v03 Ipg) + Bi (Ig) Jugdt 27y

Here, vy, uy is the solution of Eq. (15) on the contour consisting of the saddle and the outer
separatrix loops. Setting d = maxq|0.(v; Iyg)| = llo.ll, @ = |By (Ipg)|/d we find from the formula
for A} that AT = d(a + pa) & 2y, where

=

a= bJ (vo; Ipq)uddt, B = bJ ujdt, 6 = O
0 0 lloxll

From the condition Af = 0, we get
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y=y* = Fd(a+pa)/2n. (16)

In system (14) the upper contour exists when y = y*, and the lower contour when y =y~.
Eq. (16) defines two straight lines in the (a,y) plane. They intersect each other at (a*,0), where
a* = —a/B. When [a| > 1 the function ¢ (v; L) is sign-preserving, and when |a| < 1 it is sign-
alternating.

In virtue of Eq. (10), the second case is the most interesting. The case || < 1 is somewhat
special since system (14) may then have limit cycles in both the oscillatory and rotational
domains, which have no generating counterparts in system (2). Limit cycles in Eq. (14) can
result from the following phenomena [5]: (a) from a degenerate focus, (b) from a separatrix
loop (contour), and (c) from a condensation of trajectories. However, if the number of limit
cycles does not matter, it suffices to consider the case when there is no more than one limit
cycle in the oscillatory domain. Then, we can make a general conclusion on the change of
qualitative dynamics of Eq. (14) under variation of the detuning. However, beforehand, we
should study the problem for the case when f and g are trigonometric polynomials of degree N
in ¢. Then, A, and o, are also trigonometric polynomials of degree N <N:

Ny

—bA.(v;1p) = Z(aicos(ipv) + bisin(ipv))
o (17)

0. (vi1,g) = > _(dicos(ipo) + cisin(ipv)).

i=1

From the definition of functions A.(v) and o(v) (see Eq. (7)), it follows that, in general, different
harmonics in the perturbation contribute to A, and o. This means that different harmonics can
dominate in Eq. (17). We count only these main harmonics in Eq. (17) (for A, = 1 and 0, = n).
We then derive from Eq. (6) the equation

z +sin(z) = p|(cos(nz) +a)z + /|, (18)

wherez =pv+ 1, ¢ = arctan(b;/ay).

The generating function ®(]) for Eq. (18) can be presented as [3]

O(J(p)) = @) (p) = aF(p) + Fy(p) + d2s27y
Fy' (p) = 16[(p — 1)K + EJ, F{"(p) = 16[(1 — p)K + (2p — 1)E]/3, (19)
F (p) = 8E//, ¥ (p) = 8[2(p — 1)K + (2 — p)E]/3p°"

where s = 1 corresponds to the oscillatory domain and s = 2 to the rotational domain. K, E are
the complete elliptic integrals with modulus k (p = k¥*). Note that p = (1 + )/2 in the oscillatory
domain and p = 2/(1 + /) in the rotational domain, and /1 = /(J(p)) is the value of the energy
integral of the equation z' + sin(z) = 0. Function F ](.5) (p) is the generating function defined by the
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perturbation term z cos(jz). The plus in Eq. (19) corresponds to the upper half of the cylinder,
the minus to the lower half, and 6 is the Kronecker delta. This enables us to find all the
bifurcation sets (except the one corresponding to a contractable separatrix loop) explicitly [6].

We shall first consider the case when y = 0. In this case Eq. (18) is identical to the standard
equation [2], and ®(p) is continuous at p = 1. Thus, it determines the limit cycles up to the
separatrix. This case was considered in Figure 2(a-e) that the rough topological structures are
shown for n = 1. Note that the limit cycles can “disappear at infinity” only when B; = 0. This is
impossible when Condition B is satisfied. Figure 2(e) shows the bifurcation when the limit
cycle “clings” to the separatrix contour (®(p) has the simple root p = 1). Figure 2(f) shows the
corresponding behavior of the invariant curves (separatrices) of the Poincaré map for the
original system with p = 3. The neighborhood of the homoclinic contour is attracting. More-
over, a complicated structure exists in the neighborhood [7], and, consequently, we have a
quasi-attractor, i.e., a nontrivial hyperbolic set, and stable points can exist in it.

u
| | | '
1 | | Y
wl i 3 | l
P | | | =
@ ®) ©
I

Figure 2. Phase portraits of Eq. (18) (a—e) and the Poincare map (f) for the case (e) and p = 3.
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When y # 0 the generating function ®(p) is discontinuous at p = 1. The bifurcation of the cycle
clinging to the separatrix must, therefore, be considered separately.

Using Melnikov’s formula, we compute A}, which measures the split of the unperturbed
separatrix for Eq. (18). One can see that equation A} = 0 is equivalent to ®?(1) = 0. Then,
using Eq. (19) and assuming (for concreteness) n =1, we find the bifurcational values
y* = F4(a+1/3)/n. When y = y* 4+ O(u), we have a non-contractable separatrix loop lying
in the domain z’'>0, and when y =)~ + O(u), we have a loop in the domain z'<0. From
Eq. (19) we obtain the asymptotic formula, ®?(p) ~7t(8a/,/p + /b £ 4y)/2, as p — 0. This
implies that the straight line = 0 in the plane (g, y) is singular. Furthermore, from Eq. (19) we
find in the parametric form the line of the double cycles:

o = ag(p) = _(F<2))//<F<z>)’/ v =7,(0) = % (F<2> <F512>)’ _ (p<z>)’p<2>>/7_7T . (F<2>)’,
pel0,1], or y=y5(a).

It is observed that the transformation of the phase portrait of Eq. (18) for p = 1 involves the
creation of a contractable separatrix loop. By Condition B, we have a # 0, which implies that
the saddle number is nonzero. The separatrix loop can, therefore, give rise to one limit cycle
only [5]. The corresponding bifurcational set y;i (4) in the parameter plane can be found
numerically.

We thus obtain a partition of the parameter plane (4,y) into domains corresponding to differ-
ent topological structures for Eq. (18), as well as the structures themselves (they are shown in
Figure 3) for n = 1. The structures corresponding to cases 8-12 are not shown in Figure 3, since
they can be obtained from structures 5, 6, 3, 2, and 14, respectively, by the directions of the
coordinate axes.

Note that, along with a non-contractable separatrix loop, Eq. (18) has either a stable limit cycle,
or a stable equilibrium state, or the stable “point at infinity.” This means that no quasi-attractor
can exist in the original nonautonomous system when y # 0. Remark that the homoclinic
structure exists for a small range of y values (|y — y*|~exp(-1/u)).

Those limit cycles of Eq. (18) which do not lie in the neighborhood of the unperturbed
separatrix contour correspond to the two-dimensional invariant tori in the original system
(like in the case B # 0). Unlike when B # 0, two kinds of such tori may exist in Eq. (18)
corresponding to the limit cycles in the oscillatory and rotational domains. The tori
corresponding to the cycles in the rotational domain (with one exception) have no generating
“Kolmogorov torus” in the perturbed Hamiltonian system, while the (asymptotically stable)
tori corresponding to the limit cycles in the oscillatory domain are images of the tori occupying
the next level in the hierarchy of resonances.

Remark The cases of odd and even n should be considered separately. When n is even, an
unstable cycle clings to the separatrix loop. For odd # the same thing happens to a stable cycle.
Only the case of odd n is therefore interesting when one studies the problem of existence of a
quasi-attractor.
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Figure 3. Bifurcation diagram and the corresponding rough phase portraits of Eq. (18).

According to the bifurcation diagram (Figure 3), it is convenient to break the case |a| < 1 into
three sub-cases: (a) —1 <a <a,, (b) 4, <a <0, and (c) 0 <a <1, a, =1/(1—4n?). Let n be
odd. Then considering the solutions on the original cylinder {v(mod2m),u}, we derive the
following theorem.

Theorem 2

There are u,, y*(a), y§ (a), yli (@), and a, such that, if |u| < p, and n are odd, the following three
intervals of a (in Eq. (18)) can be chosen: 1°. a€(-1,a,);2°. a€(a,,0);and3°. a€(0,1).

1. Letae(—1,a.). Then, (1) wheny > y{ > 0, Eq. (14) has exactly one stable limit cycle (LC) in the
rotational domain and no more than p(n — 1) LCs in the oscillatory domain (OD); (2) when
y{ <y <y", there are p additional LCs in the OD, which are born from the separatrix loops at
y =y{; (3) when y = y*, the stable LC in the rotational domain clings to the separatrix contour
r ; consisting of p saddles and their outer separatrices going from one saddle to another, while the
“free” unstable separatrices approach an LC in the OD; (4) when y~ < y < y™, there are no LCs in
the rotational domain and no more than pn LCs in the OD; (5) when y = y~, there appears a
separatrix contour T, which consists of p saddles and their outer separatrices but has orientation

and location different from those of 1"; ; (6) when y7 <y < y~, there are no more than pn LCs in
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the OD and one stable non-contractible LC; and (7) when y < y7, Eq. (14) has one stable non-
contractible LC which lies in the lower half-cylinder u < 0 and no more than p(n — 1) in the OD.

2. Let a€(a.,0). Then, in the OD there are p(n — 1) LCs, and in the rotational domain, (1) when
y >y, Eq. (14) has one stable LC for u > 0; (2) when y = y~, a contour I, appears; (3) when
yT <y <y, one stable LC exists on the upper half-cylinder (u > 0) and one stable LC on the
lower half-cylinder (u < 0); (4) when y = y*, a contour F;r appears; and (5) when y < y™, one
stable LC exists for u < 0.

3. Letae(0,1). Then, there are at most p(n — 1) LCs in the OD, and in the rotational domain, (1)
wheny >y~ and u <0, Eq. (14) has one stable LC; (2) when y = y~, a contour I, appears; (3)

when yy <y <y~ and u <0, there is a stable LC born from I', and an unstable LC; (4) when
y =7V, the stable and unstable LCs merge together; (5) when y§ <y < yy, no LCs exist; (6)
when y = yg, a semi-stable LC is formed for u > 0; (7) when y* <y < yg, one stable and one
unstable LCs exist for u > 0; (8) when y = y™, a contour 1“; is formed; and (9) when y < y™, one
unstable LC exists for u > 0.

3. Example 1
Consider system (8) which is equivalent to the equation [3]
% +x+2° = (Py + Pyx® + Paxsin(vt) )& + Pysin(vt), (20)

where P;, (i =1,2,3,4) are parameters. Here, we focus only on the effects which are due to the
nonlinear parametric term xxsin(vt). Let us assume v = 4. Then, for small P;(i=1,2,3,4)
system (20) can have only two “splittable” resonance levels: H(x,y) = hy1, H(x,y) = h31 and
h31 < hi1. The corresponding autonomous system (P3 = P4 = 0) has at most one LC. The
passage of this LC through the resonances under a change of parameter P, was considered in
[2]. If this LC lies outside the neighborhoods of resonance levels H(x,y) = hi1, H(x,y) = h31,
then in the original nonautonomous system (20), there is a two-dimensional invariant torus T2
corresponding to the cycle. There is a generating “Kolmogorov torus” in the Hamiltonian
system (P; = P, = P3 =0).

A computer program was developed by the author for a simulation of Eq. (20). The results
of such simulation are presented in Figures 4-6. In the numerical integration, the Runge-Kutta-
type formulae are used with an error of order O(h6) per integration step k. In Figure 4(a) we
present the Poincaré map for P; = 0.0472, P, = —0.008, and P3; = 0.018, which determines
the structure of the main resonance zone (p = 1,9 = 1). Along with the separatrices of the
saddle fixed point S, a closed invariant curve encircling the unstable fixed point O is shown,
which corresponds to a stable LC in the oscillatory domain of Eq. (6). This closed invariant
curve appears for P3~0.014 when the fixed point O loses its stability. As P3 increases, so does
the size of the closed invariant curve, and for P3~0.0487 the curve clings to the separatrix of
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Figure 4. Poincaré map for Eq. (20) with P; =0.0472, P, = —0.008, P, =2, and v=4 and (a) P; =0.018 and (b)
P3 = 0.0489755.
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Figure 5. Poincaré map for Eq. (20) with P; = 0.0472, P, = —0.008, P3 = 0.15, P4 =2, and v = 4.

the saddle point S, forming a contour (see Figure 4(b)). As P; increases further, two closed
invariant curves appear, shown in Figure 5 for P; = 0.15. The structural changes of the reso-
nance zone observed in the experiment are in good agreement with the theoretical results for
y = 0. The observations for y # 0 are consistent with the theory, too.
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(a) (b)
Figure 6. Poincaré map for Eq. (20) with P; = 0.0472, P, = —0.008, P3 = 0.0487, P4 = 8, and v = 4 (a) and quasi-attractor (b).

In the case presented in Figure 6, the transversal intersection of the separatrices of S cannot be
detected visually. We, therefore, increased P4 to obtain a better picture of the homoclinic
structure. When P4 = 8, the structure can be seen clearly (Figure 6(a)). The corresponding
quasi-attractor is the only attracting set (Figure 6(b)). Stable periodic points with long periods
can exist inside the quasi-attractor itself. However, they are extremely difficult to detect
numerically.

4. Example 2

As opposed to Example 1, this one pursues a different goal, namely, to study the transition
from the classical parametric resonance to the nonlinear resonance. One of the problems for
which this can be done is that of the pendulum with a vibrating suspension.

The pendulum with vibrating suspension is a classical example of a problem in which a
parametric resonance can be observed. A large number of publications (see, e.g., [8, 9]) are
devoted to this problem. Other problems of this sort include the bending oscillations of
straight rod under a periodic longitudinal force [10], the motion of a charged particle (electron)
in the field of two running waves [11], etc. The parametric resonance in this kind of systems
appears when a fixed point of the corresponding Poincaré map loses its stability and is,
therefore, usually described by the linearization near this point.

It is interesting to study the behavior of a parametric system when the ring-like resonance zone
is contracted into a point, i.e, to describe the bifurcations which occur in the course of
transition from the plain nonlinear resonance to the parametric one. This paragraph is devoted
to the solution of this problem in the case of a nonconservative pendulum with a vertically
oscillating suspension.
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The motion of the pendulum with vertically oscillating suspension (under some simplifying
assumptions) is described by the equation [13]

X + sinx + p, cosptsinx + p,x = 0, (21)

where p,, p,, p are parameters.

Let us now complicate the model even more and consider the equation

X 4 sinx + p, cosBtsinx + (p, + p;cosx)x = 0, (22)

with the phase space R' x S' x S'. The term p,icosx appears, for example, in the case of the
pendulum in which the force of resistance is created by a vertical plate perpendicular to the
plane of oscillations. Consider Eq. (22) when it is close to integrable, i.e., for small values of
parameters p,(i = 1,2,3). Denote p; = ¢C;, where ¢ is a small parameter. Then, the original
Eq. (22) takes the form

X 4 sinx = ¢ [CycosBtsinx + (C, + Cscosx)x], (23)

Eq. (23) in the conservative case, when C, = C3 = 0, is considered in many publications. For
instance, for small angles of the deviation x, the case p = 2 is studied in [8]. The criterion of
resonance overlap is applied in [11] to estimating the width of the “ergodic layer.” The
existence of homoclinic solutions is discussed in [12] without the assumption on smallness of

parameter ¢.

Phase curves of the unperturbed mathematical pendulum equation are determined by the
integral H(x,x) = %2 — cosx = h, where h€ (—1,1) in the oscillatory domain and & > 1 in the
rotational domain. The peculiarity lies in the way period T depends on h in the oscillatory
domain.

We have

t(h) =2n/w = 4K(k), K = (1+h)/2, —1<h <1, 24)
t(h) = 2kK, K =1/(1 +h),h > 1. (
Here, K = K(k) is the complete elliptic integral of the first kind, k being its modulus. From
Eq. (24) it follows that the period 7 changes noticeably only for & close to 1, ie., in the
neighborhood of the separatrix. Therefore, small intervals of period 7, which determines the
width of resonance zones, correspond to fairly large intervals of variable x.

4.1. Structure of resonant zones

In the investigation of the perturbed equation, we first focus on the structure of resonance
zones in domains G' = {(x,%) : =1 < h_<H(x,y)<h, <1} and G* = {(x,%) : H(x,y)>h, > 1}.
The resonance condition 7(hy,,) = (p/q)(27/B), where p, q are relatively prime integers, deter-
mines the resonance levels of energy H(x,y) = hy,.
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(a) (b)

Figure 7. Invariant curves (separatrices) of Poincaré map for Eq. (22) with p; = —0,1, p; =0,1, p = 1.6, and p, = —0,07
(a) with p, ~ —1/30 (b).

The structure of individual resonance zones U, is described (up to the terms O(¢%2)) by the
pendulum-type Eq. (6). Since functions A and o have different forms in the oscillatory and

rotational domains, we introduce the notations A(()S) (z;, hpq) and ¢ (v, hpq), where s = 1 corre-
sponds to the oscillatory domain and s = 2 to the rotational one.

In our case the divergence of the vector field of Eq. (23) contains no terms explicitly depending
on t; hence, ¢ does not depend on v, i.e., 0 = const.

The functions A((f) and ¢® in an explicit form were obtained in [13]. It is also found that the
width of the resonance zone decreases rapidly with the increase of p when g = 1.

A computer-generated picture of invariant curves of the Poincaré map for Eq. (22), with
B = 1.6, is shown in Figure 7. In Eq. 21(a) a case of synchronization of oscillations in the
subharmonic withp =2,q=1 (p, =0,1, p, = 0,07, p; = —0, 1) is shown, and in Figure 7(b),
a partly passable resonance withp =2,4 =1 (p; =0,1, p, = 1/30, p; = —0, 1) is shown. In the

domain G? the synchronization of oscillations on the main resonance (p = g = 1) takes place.

4.2. Neighborhood of the origin

Denote U, = {(x,y) : 0<H(x,y)<Ce*"} and substitute in Eq. (23):

x = ¢e/ng, y=x= el/”r]

As aresult, we arrive at the system

E=mn 1= —&+e[Crécos(Bt) + (Co + Ca)n] + ¥/"E% /6~

—61+2/"(C1§3cos(ﬁt) /6 + 5277) + ... @)
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System (25) is defined in D x S' where D is a certain domain in R%. In the neighborhood
U; (n = 1), system (25) assumes the form

E=n n=—-E+e[Cr-& cos(Bt) + (Co+ C3)n) + O(e?). (26)

By discarding in Eq. (26) the terms O(¢?), we arrive at the Mathieu equation with the extra
term resulting from the viscous friction. It is clear that in the framework of a linear equation
one cannot observe the (nonlinear) effects which accompany the transition from the nonlinear
resonance to the parametric one. So, let us consider a wider neighborhood U, (1 = 2) of the
origin. In Eq. (25) we discard the terms O(¢?) and, for the resulting system, consider the
resonance cases when w =1 = gf/p (p and q being relatively prime integers). We then study
the bifurcations pertaining to the transition from the parametric resonance to the ordinary one.
We once again introduce the detuning 1 — gf/p = y,¢. As a result, the system in question will
be rewritten as

&= (aB/p)n+ e

(27)
i = —(qB/p)& + €[CrEcosBt + (Co + Ca) — ;& + E3/6).

Now, we introduce the action (I) — angle (9) variables. Since the unperturbed system is linear,

the substitution has the simple form & = v/2Isin8 and 1 = v/2Icosd. In terms of this variables,
system (27) will be written as

I=¢F(I,8,9), =qB/p—eR(I,9,9), ¢=5 (28)

where F = 2IGcosd — y, V2Ising, R = Gsind + y,€0s9/ V21
G = Cisindcosg + (Cy + C3)cosd — y,sind + (I/3)sin9.
Let us introduce in Eq. (28) the “resonance phase” ¢y = 9 — q@/p and average the resulting

system over the “fast” variable ¢. As a result, we arrive at the two-dimensional autonomous
system

u = €[C1/2)usin2v + (C; + C3)u]

29
0 = ¢[(Cy1/4)cos2v — u/8 =y, /2] @9

when p =2 and g = 1 and to the system
i =¢e(C+Cs) (30)

0 =¢e(—u/8-7y,/2)

when p # 2 and/or g > 1. Asweknow, u =1+ 0(¢), v=1¢ + O(sz). From Eq. (29) and (30),
it follows that (in our approximation) only one resonance with p = 2,4 =1 appears in the
neighborhood Us.
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Figure 8. Phase portraits of system (29) with C3 + C3 # 0.

The investigation of system (29) when C3 + C3 # 0 for different values of detuning y, presents
no difficulty, because, according to the Bendixson criterion, there are no limit cycles. The most
typical rough phase portraits are presented in Figure 8 where, parallel with the phase portraits
in the (u,v) plane, the corresponding phase portraits in Cartesian coordinates (x,y = x)
are shown. Figure 8(a) corresponds to the case when we have y, >y, >0, v, =

\/C2 — 4(Cy + C3)*/2, Figure 8(b) when |y,|<y,, and Figure 8(c) when |y,| >y, and y, < 0.

In addition, in all three cases, we assume C, + C3 < 0.

4.3. Conclusion

The number of splittable resonances is bounded, when C3 + C3 # 0. For the actual pendulum
(Eq- (22)), when the small nonconservative forces are present, we, most likely, have one
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resonance regime with p = 2,4 = 1 in the oscillatory domain and the one withp =1,4 =1 in
the rotational domain.

In conclusion we make the following remarks on Egs. (22) and (23).

1. The transition from Figure 8(a)—(c) corresponds to two period-doubling bifurcations, while
the passage from the parametric resonance (Figure 8(b)) to the ordinary nonlinear reso-
nance (Figure 8(c)) corresponds to the birth of two periodic (of period 2) saddle points and
a node (focus) from a multiple saddle fixed point.

2. The bifurcation which involves the birth of a quasi-attractor (Figure 7(b)) in the neighbor-
hood of the unperturbed separatrix is the most interesting one. It may take place at any

magnitude of the external force (parameter C;). It suffices to have B®)(1) =0, (C, =
—C3/3), e(Cy — C3) <0, for example, C; = —1/30,C3 =0.1, & > 0..

3. In the quasi-integrable nonconservative case, there appear no resonances with g > 1 and
odd p in the oscillatory domain and no resonances with g4 > 1 and even p in the rotational
domain.
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Abstract

Applying mechanical perturbations at the working electrode during the electrodeposi-
tion process is a novel strategy for materials synthesis that has been used for Cu(In,Ga)
Se, (CIGS) thin film synthesis. A mechanical perturbations strategy was applied during
one-step electrodeposition, and the results are compared with the traditional one-step
electrodeposition where no mechanical perturbations were applied. In both cases, a
potentiostatic mode was employed, where DC potential is applied to the working elec-
trode with respect to the reference electrode; the potential is regulated by the current at
an auxiliary electrode. The CIGS films obtained from both strategies were analyzed as
electrodeposited and after being annealed in a selenium atmosphere. The annealed film
morphology obtained with the potentiostatic mode plus periodical mechanical pertur-
bations was denser and more compact than the film without mechanical perturbations.
Using contour lines, the morphology evolution and mass transport distribution on the
working electrode during the electrodeposition process are explained.

Keywords: mechanical perturbations, electrodeposition, thin film, morphology

1. Introduction

Advance of new materials is an important issue in different areas of the technological devel-
opment; however, the challenges are still diverse and important. A necessary aspect of human
survival is the use of renewable energies, especially the solar energy. A technology that can
convert the solar radiation in electricity directly is the use of solar cells. Different methods for

© 2018 The Author(s). Licensee IntechOpen. This chapter is distributed under the terms of the Creative
InteChOpen Commons Attribution License (http://creativecommons.org/licenses/by/3.0), which permits unrestricted use,
distribution, and reproduction in any medium, provided the original work is properly cited. [{(cc) ExgINN
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materials synthesis have been widely investigated for solar energy conversion. These meth-
ods can be classified into physical and chemical. Electrodeposition is a chemical method that
has been used to obtain metallic or semiconducting films on substrates, with the aim of pro-
tecting the surface against the oxidation and corrosion, giving a better esthetic appearance,
and providing some mechanical and electrical characteristics, different to the base material, to
improve its physical properties. Electrodeposition has been considered for solar cell applica-
tions for a long time [1], with a considerable potential for the fabrication of a low-cost thin
film for solar cells [2]. It is simple, versatile, and economical as compared to physical methods,
such as high vacuum processes. Some of its advantages are requiring less capital investment,
saving raw material, application on irregular surfaces, and industry scalability potential. It
has been used for materials synthesis for perovskite [3], Cu,ZnSnS, [4], and Culn Ga, Se,
(CIGS) solar cell [5]. It is also used for nanoparticle synthesis for solar collectors [6] and to
develop technology in the energy storage [7].

The electrodeposition method is considered difficult; perhaps because the electrodeposition
process is affected by many variables. Some of them are concentration of the solution, solu-
tion temperature, pH, working electrode potential, working electrode resistivity, and distance
between electrodes. During the electrodeposition process, there are phenomena that affect
the film growth, among them, the diffusion layer, the depletion region, and the natural flow
by convection. For such reasons, the electrodeposition method is still under investigation to
improve the material quality.

2. Conventional electrodeposition

A conventional three-electrode electrolytic cell connected to potentiostat equipment is used
for material synthesis investigation in solar cell applications by electrodeposition. A direct
current (DC) potential is applied to the working electrode (WE) with respect to the reference
electrode (RE). The DC potential in the WE is regulated in a closed-loop control system by
adjusting the current at an auxiliary electrode (AE). According to the electrolytic solution, dif-
ferent materials can be deposited on the WE. Synthesizing a material by the electrodeposition
technique consists of finding the values of the variables that produce a film growth with the
desired characteristics. Thin films of materials with homogeneous growth and compact mor-
phology are desirable. If the material to be formed consists of two or more elements, there are
diverse electrodeposition alternatives, principally (1) electrodeposition of elements in layers,
followed by annealing, to get the desired structure, and (2) electrodeposition of elements in
a simultaneous way, also followed by annealing, to increase crystallinity. The latter alterna-
tive is known as a one-step electrodeposition in which the electrochemical conditions must
be met in such a way that the material composition is homogeneous from the first instant of
formation. The advantage of the one-step electrodeposition alternative is that the film that
is obtained is electro-crystallized. In addition, a single electrolytic solution with ions of the
precursor elements is used, while in the electrodeposition by layers, an electrolytic solution is
used for each layer.

The basic modes of crystal growth on a WE under electrochemical conditions have been
established; the electrodeposition takes place at the electrode-electrolyte interface under the



Mechanical Perturbations at the Working Electrode to Materials Synthesis by Electrodeposition
http://dx.doi.org/10.5772/intechopen.78544

influence of an electric field [8]. A scheme of load distribution as well as a simple electrical
model of a three-electrode electrolytic cell is represented in Figure 1. Charge distribution in
the electrode-electrolyte interface is analogous to charge distribution in a capacitor which
is called the electrical double layer. The electric field lines are defined only at the interface,
where C ;. and C, are the equivalent capacitances between the WE and AE and the solution,
respectively. R., is the solution electric resistance. In a three-electrode-electrolytic cell, the
electrode-solution interface is principally important in the WE and AE. Other detailed electric
models [9] for the electrode-solution interface suggest that the interface is affected by the
capacitance of the double layer, the resistance in the charge transfer zone, and the impedance
due to adsorption and mass transport, and the parameter of the electrical model, mentioned
earlier, can be obtained by electrochemical impedance [10].

In an electrodeposition process, the charge, which consists of electrons, is considered to be
evenly distributed on the WE surface. When M* ions are present in the solution, the electro-
chemical of M* + 2e — M is carrier out on the WE. When more than one type of ions must be
reduced, the transport mechanism of the ions until the load transfer zone plays an important
role. It is assumed that the ratio at which the ions are consumed by the charge transfer reac-
tion is equal to the ratio at which the ions arrive at the charge transfer zone.

At the beginning of the electrodeposition process, the first nuclei grow on the WE surface. At
that time, the solution around the nuclei is depleted of ionic species, and the only factor that
influences the ion movement is diffusion [11], through which the depleted zones around the

AE potential
4 & i
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' WE potential la
WE RE AE
Substrate - » : lonic solution
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Figure 1. A diagram of a simple electrical model of a three-electrode electrolytic cell.
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nuclei start to propagate throughout the WE surface; as the electrodeposition time elapses,
these zones begin to overlap [12]. Figure 2 shows a schematic representation of the ion move-
ment distribution on the WE surface at the initial stage of the film formation. The arrow lines

First nuclei

WE surface

Figure 2. A schematic representation of the mass transport distribution at the initial stage of the film formation by
electrodeposition (modified from [12]).
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Figure 3. A graphic representation of electrodeposition signals versus time obtained during the electrodeposition
process: (a) WE potential and (b) WE current density [13].
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show the ion movement from the bulk solution to the WE vicinity. In this region, the ions
concentration is different from their value in the bulk solution; this region is known as the
diffusion layer.

When the DC potential is applied at the WE, the current density versus time shows a transi-
tory stage evolution, followed by a stage where the current variation is lower than the transi-
tory stage. Also, the potential has a transitory stage; after that, the WE potential reaches the
set value. With acquisition data software, the voltage and current signals can be plotted as
time function, as it is shown in the graph in Figure 3. According to the above, the electric
model of the three-electrode-electrolytic cell represents an average model of the electrical
phenomena that take place in the electrode-solution interface during the electrodeposition
process.

3. CIGS thin film by electrodeposition

The semiconductor CIGS is a promising absorber in thin film solar cells, due to their direct
band gap and large optical absorption coefficient. Small-area CIGS solar cells with efficiencies
reaching 22.6% have been built with this semiconductor synthesized by the high vacuum
deposition method [14]. A compact absorber morphology is a quality indicator to obtain high
performance CIGS solar cells. To improve solar cell efficiency, the CIGS absorber should have,
in cross view, large grains extending from the back to the front [15]. The CIGS absorber has
the highest potential to develop large-scale solar cells. Employing high vacuum deposition
method, high efficiencies have been achieved; however, economical deposition methods with
the possibility of implementing in large area still need to be developed [16, 17]. It is consid-
ered that the CIGS absorber can be synthesized in a large area and with compact morphology
employing the electrodeposition method. However, when CIGS solar cells have been built by
synthesizing the absorber by electrodeposition, solar cell efficiencies of 11.3% for a one-step
electrodeposition [18] and 14.17% for layers electrodeposition [19] have been achieved. The
low efficiency is attributed to lack of absorber quality when it is obtained by the electrodeposi-
tion method, usually associated with the morphology. Microcracks have been identified in the
CIGS film obtained by a one-step electrodeposition [20], which is one reason why relatively
low efficiencies are obtained in the CIGS solar cell by electrodeposition.

To develop the CIGS solar cells on a large scale by electrodeposition, there are still aspects
that must be investigated. The major challenges and required strategies have been identified.
Among them, (1) the precise control of film stoichiometry (optimization of Ga content and
Ga distribution), (2) novel deposition strategies, (3) understanding on the mechanism of Ga
incorporation, and (4) establishing the strategy that allows electrodepositing the semiconduc-
tor with homogeneous composition and uniform morphology throughout the film [16, 21].

In several works, electrodeposition strategies for thin films synthesis have been used. It has
been established that by using a pH-regulating solution, stability is provided to the electro-
deposition process. No oxides or hydroxides are obtained in the solution, and it is possible to
incorporate a higher percentage of gallium in the film [20]. In the first stages of Cu-In-Se on
Mo-coated glass by electrochemical deposition, the first nuclei are made of a copper-rich Cu-Se
without indium and the nucleation is developed by a quasi-instantaneous three-dimensional
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nucleation [22]. In CulnSe, (CIS) one-step electrodeposition, it has been established that the
Cu-Se phase is formed at a low potential, and a reaction path has been established as a function
of the potential. The Cu-Se phase acts as a nucleation site for indium incorporation [23, 24].
The CIS film morphology deposited at various potentials has been analyzed [23]. At low
polarizations between 0.4 and - 0.5 V, platelets characteristic of the Cu-Se were observed;
when the polarization increased, the morphology was nodular. The mechanisms of Ga to CIS
incorporation also have been established. It is incorporated as gallium selenide and GaO,
[25]. The CIGS film morphology obtained by the one-step electrodeposition with potentiostat
mode has been described as nodules with a cauliflower-like growth [22, 26]. The as-electrode-
posited CIGS film morphology is strongly influenced by the bath composition. Microcracks in
the films have been observed when the films were deposited at low concentrations of CuCl,,
InCl,, and GaCl, salts and at high concentrations of H,SeO, [27].

Many studies have examined ways of improving the CIGS film morphology by a one-step
electrodeposition. The effect of sodium sulfamate as a complexing agent on the film mor-
phology was evaluated [28]. An improvement on CIGS thin film morphology was obtained
when a short electrode pretreatment of a 1-min deposition at -0.5 V was carried out prior
to deposition of the film [29]. The pulse electrodeposition process can produce a CIGS film
that is more smooth, compact, and homogeneous than the one deposited by the DC potential
electrodeposition [30]. Electrochemical studies in CIGS electrodeposition, generally, use an
electrochemical cell with electrodes suspended vertically. However, an electrochemical cell
with electrodes in a horizontal position has advantages over a cell with vertical electrodes,
principally because the ion transport mechanism as well as the natural flow by convection
allows a better uniformity on the WE surface; in this way, the composition is homogeneous
through the film [31].

3.1. Characterization of CIGS films obtained by electrodeposition

An electrochemical cell system of three horizontal electrodes was installed with a scheme like
the one shown in Figure 4. A glass substrate covered by an Mo film (1 um of thickness and
4x10™* Q cm of resistivity) was the WE. The RE and AE were made of a platinum mesh. The
CIGS films were electrodeposited by applying —1.0-V DC potential to the WE versus the RE,
employing an electrolytic solution with copper, indium, gallium, and selenium ions. At the
start, it was the electrodeposition process, where a stage of nucleation and electrocrystallization
of the CIGS film on the WE electrode was obtained. After the electrodeposition process, the WE
with the CIGS film was removed from the electrochemical bath, rinsed with deionized water,
and placed vertically for drying. Although copper, indium, gallium, and selenium ions have
different reduction potential, a situation that complicates a simultaneous ED process, the CIGS
films have been obtained with the composition ratios of Ga/(In+Ga) =0.31 and Cu/(In+Ga) = 0.9,
close to those reported in the high efficiency cells [32, 33]. The film composition was measured
by atomic emission spectroscopy (ICP-AES). The current evolution indicates that the steady-
state value can be reached after 5 min, with a limiting current density of # 1 mA / cm? The WE
surface changes during the film formation affect the limiting current density in the steady state
in such a way that it decreases with very slow dynamics. The above also indicates that diffu-
sion layer thickness increases. During the steady stage, the reaction at the WE is affected by the
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transport of the chemical species from the bulk solution to the charge transfer zone. By increas-
ing the electrodeposition time, the film obtained is more rugged and darker in color; this is due
to the lack of ions near to WE and to the increase of the diffusion layer thickness. The stirring of
the solution is desirable since it enhances ion transport to the substrate and decreases the thick-
ness of the diffusion layer [34]. However, the agitation method of stirring for a laboratory-scale
deposition leads to gradients of thickness in the flow direction of the electrolyte [35].

The CIGS films characterized by scanning electron microscope (SEM) are shown in Figure 5.
Figure 5(a, b) shows micrographs of surface and cross section. In both cases, the morphol-
ogy consists of vertical nodules with a well-defined boundary between them. Some nod-
ules are larger than others, which apparently have stopped growing. The stunted nodules
increase the boundary between the nodules that have a greater growth. Figure 5(c) shows
the surface morphology of the vertical nodules with a cauliflower-like growth. The surface
morphology among the nodule boundaries is shown in Figure 5(d). The film morphology
in the nodule has differences with the one that exists in the boundary. Apparently, the film
formed between boundaries is less compact than those formed in the nodule. In general, the
CIGS films that were obtained through the one-step electrodeposition are not very compact
and have a low crystalline structure, so that they do not have the properties to be used in
solar cells. The principal morphology consisted in groups of atoms forming the cauliflower-
like growth. The annealing process in a selenium atmosphere is necessary to transform
the as-electrodeposited film into a more crystalline, with large grains and with compact
morphology.

The CIGS thin films that were subjected to an annealing process in a selenium atmosphere
are shown in Figure 6. The selenization temperature was 550°C for 180 min. Figure 6(a,b)
shows the surface and cross-section micrographs. In the micrographs, there is evidence that
the nodules are of different length. On increasing the deposition time, some nodules continue

WE

|

RE

AE

Figure 4. A diagram of an electrolytic cell with three horizontal electrodes.
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Figure 5. Micrographs of the CIGS film that has been electrodeposited in a conventional mode: (a) surface, (b) cross
section, (c) nodule with a cauliflower-like growth, and (d) morphology in the nodule boundary [13].

to grow and others stop growing. The cross-section film micrograph shows the Mo layer and
over it, a CIGS film with a compact morphology with 300 nm of thickness; this layer is also
evident from the as-electrodeposited film shown in Figure 5(b). It was noticeable that the
compact layer is due to the initial growth when the current density is in a transitory state and
the diffusion layer is thin. Over the compact CIGS film, there are only formations of isolated
nodules of different sizes with very large boundaries between them; in this stage of formation,
the current density and the mechanism of mass transport are not locally uniform. In order to
reduce the activation energy and grow large grains during the annealing process, a Cu-rich
film was prepared. The film composition ratios were Ga/(In+Ga) = 0.29 and Cu/(In+Ga) = 1.18.
The Cu content of the film determines the activation energy for grain boundary motion. It has
been determined that by increasing the Cu content of the film from 17.9 to 25.7%, the activa-
tion energy decreases from 3.5 to 3.0 eV [36]. The micrographs of annealed films are shown in
Figure 6(c, d). From these micrographs, it can be noted that there is also a compact CIGS film
over the Mo film, which shows that in the copper-poor and copper-rich films, the films are
compact in the first stage of growth, up to a thickness of 300 nm. A nonuniform grain growth
is identified. There is only a grain growth in the boundaries indicating that the kinetic of grain
growth during selenization process in the nodule boundaries was different, which is believed
to be caused by the non-homogeneity in the film composition originated by the nonunifor-
mity of the current density during the one-step electrodeposition process. Copper-rich films
were formed in the nodule boundaries. In this way, the atomic composition in the films is not
uniform, the nodules are copper-poor, and the boundary nodules are copper-rich. That is, the
film locally will have different electrical, structural, and optical characteristics.
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Figure 6. Micrographs of surface and cross section of the CIGS films with (a, b) composition ratio Cu/(In + Ga) = 0.9 and
(¢, d) composition ratio Cu/(In + Ga) = 1.18 [13].

4. Conventional electrodeposition plus periodical perturbations

In the electrodeposition theory, it is assumed that the WE surface is homogeneous so that
the current density in the macroscopic level is uniformly distributed over the WE surface [8].
However, at the microscopic level, if the surface of the WE is considered as a surface with
roughness, there will be a greater electric field strength in the peaks than in the surface val-
leys, as shown in Figure 7(a), where the WE roughness has been amplified. Thus, the electro-
chemical kinetic is affected. For this reason, the electric load will be concentrated in the crests
of the WE. With the formation of the first nodules, the WE roughness increases in such a way
that the current density and therefore the mass transport mechanism are concentrated at the
nodules. The foregoing has been observed in other studies, where it has been determined that
the nonuniformity in the local current densities can exist even when the macroscopic current
distribution over a given surface is completely uniform [34]. Assuming that there is a direct
relationship between the load transfer ratio and the current density that is demanded during
the electrodeposition process, the load transfer process can be analyzed using the current
density. The points of greatest intensity of the electric field are the crests of the WE. In this
way, they produce a greater current density during the ion reduction process, in such a way
that, in the crests, the growth of the film originates grains that grow perpendicularly with
respect to the WE. In the valleys, the current density is lower, and therefore, the density of
ions is reduced and the growth speed of the film is slower. From the previous results, it can
be established that as a consequence of nonuniformity in the local current densities through
the WE, due to the diffusion layer growth, the CIGS morphology consists of isolated nodules
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with a cauliflower-like growth. It is evident after the transitory stage in the electrodeposi-
tion current density, and this is more noticeable when the electrodeposition time increases, a
representation of isolated nodules is shown in Figure 7(b).

The contour lines are used in topographic maps to represent points of the same elevation.
Here, we use it to represent the CIGS film morphology as shown in Figure 8. The contour
lines were traced according to the film morphology shown in Figures 5 and 6. The contour
lines represent the CIGS film morphology of the same thickness. According to the micro-
graphs, the CIGS films morphology is not uniform through the WE surface, being a function
of the current density distribution during the electrodeposition process. Thus, the contour
lines also represent the mass transport mechanism during the electrodeposition process.
Figure 8 shows the contour lines that represent the electrodeposition process evolution. The
highest mass transport density and the nodule formation are represented in zones with a
dark color while less mass transport density and the boundary layer formation between nod-
ules are represented with a light gray color. When the electrodeposition process begins, a
large number of nodules grow randomly distributed. The nodules distributions, which can
be appreciated after the current transitory stage, are represented in Figure 8(a). When the first
nodule has a cauliflower-like growth, the mass transport mechanism is concentrated in them;
however, not all nodules grow at the same rate and eventually some stop growing. When
the deposition time elapses, the nodules become more and more isolated and the boundary
between them grows, because the mass transport mechanism is concentrated at very isolated
points; this is represented as contour lines in Figure 8(b, ¢). The above causes the CIGS film
morphology to appear as isolated nodules with a high roughness, and this is evident when
the electrodeposition time increases. In previous studies, it has been shown that in the CIGS
film synthesized by electrodeposition, the composition is related to the current density; if

Equipolential plane

CIGS film morphology

(a) (b)

Figure 7. Growth model of CIGS films, obtained by the one-step electrodeposition: (a) effect of the WE roughness on the
distribution of the electric field and (b) effect of the distribution of the electric field on the film morphology.
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Figure 8. Contour lines that represent the CIGS film morphology, mass transport, and current density distribution in
three different stages of the electrodeposition process [13].

the current density is high, the CIGS film composition is copper-poor. On the other hand,
if the current density is low, the CIGS film composition is copper-rich [31]. Therefore, the
CIGS film has a composition that varies according to the contour line; the zones with a dark
color are cooper-poor while the zones with a light gray color are copper-rich. The above is
evident in the surface morphology of CIGS films that were subjected to an annealing process
as shown in Figure 6(c, d). At the initial stage of the electrodeposition process, the ratio of
ion reduction in the WE surface is much greater than the speed at which the ionic species
arrive at the load transfer zone; for this reason, the diffusion layer increases up to maintain
an electric load balance. In this way, the zone of the depletion varies according to the contour
plot. At this microscopic level, the diffusion layer is not uniform along the working electrode.
It acquired this principal shape after the transient of the electrodeposition current density.
At the macroscopic level, experimental results [37] revealed that the electrochemical kinetic
behavior of CIGS thin films is strongly influenced by the electrical double layer existing
between the substrate. With an increase in the electrodeposition time, the kinetic behavior of
this electrodeposition system was gradually dominated by the diffusion process rather than
charge transfer process.

5. CIGS thin film by electrodeposition plus periodical mechanical
perturbations

The strategy of applying mechanical perturbations to the WE during the electrodeposition
process was the result of analyzing the morphology of CIGS film produced by electrode-
position using DC potential at the WE; details of film preparation can be found in [13].
As it was shown with the cross-section micrographs, during the initial stage of CIGS film
growth, a more compact CIGS layer is produced. This is evident in the as-electrodeposited
film and in the annealed film. In order to promote this formation, a mechanical perturba-
tion to the working electrode was applied every 0.066 C/cm? during the electrodeposition
processes. With the mechanical perturbation, the solution near the WE, producing perhaps
turbulent flow, the diffusion layer tends to disappear for a moment and a new nucleation
and growth center was originated, and if the perturbation is periodical, the film will be
more compact.

109



110 Perturbation Methods with Applications in Science and Engineering

Figure 9(a, b) shows the typical signal of the WE potential and current density versus time
collected during the electrodeposition process by applying periodical mechanical perturba-
tions to the WE. The average current density value was 2.4 mA/cm? The WE potential and the
current density were periodically related to the periodicity of the mechanical perturbations.
The WE potential had a variation of -1.0 to -0.995 V at each mechanical perturbation. With
the periodical mechanical perturbations, it was possible to make CIGS films with 1.2-1.5 pm
in 20 min, and the growth was faster with respect to not using mechanical perturbations.
The film composition rations were of Ga/(In+Ga) = 0.28 and Cu/(In+Ga) = 0.93. With the
mechanical perturbations, no film dissolution was produced as is presented in pulse reverse
electrodeposition.

5.1. Characterization of CIGS films obtained by electrodeposition plus mechanical
perturbations

The surface and cross-section morphology of the as-electrodeposited CIGS film are shown in
Figure 10(a, b). It is identified that by applying mechanical perturbations, the films are more
compact and with less roughness compared to those obtained without applying mechanical
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WE current
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Figure 9. A graphic representation of electrodeposition signals versus time obtained during the electrodeposition
process plus periodical mechanical perturbations: (a) WE potential and (b) WE current density [13].
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perturbations. Films were grown with two different thicknesses, 1200 and 500 nm, that were sub-
jected to the annealing process. The morphology of the annealed films is shown in Figure 10(c-
f). In both cases, it is identified that the films are more compact when it is compared to the one
obtained by not using mechanical perturbations during the electrodeposition process. As it can
be seen on the micrographs, there is coalescence of grains along the film cross section, and the
morphology is dense and crack free. Coalescence is achieved due to the fact that the composition
is more homogeneous, zones with copper-poor and cooper-rich have been minimized, and the
activation energy for grain growth is more uniform throughout the film. This film morphology
is completely different from that obtained without applying mechanical perturbations, where
there was only coalescence in the first 300 nm of thickness. This is because a more compact

Figure 10. Micrographs of the surface and cross section of the films that have been grown in a potentiostatic mode with
mechanical perturbations. (a,b) without annealing, (c,d) annealed films with a thickness of 1200 nm, and (e,f) annealed
films with a thickness of 500 nm [13].
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Figure 11. GIXRD diffraction pattern of CIGS films obtained with mechanical perturbation and without mechanical
perturbation: (a) as-electrodeposited films and (b) annealed films [13].

morphology was obtained from the electrodeposition process with mechanical perturba-
tions, and it represents a route for obtaining CIGS films by electrodeposition with improved
morphology.

Figure 11 shows the GIXRD diffraction pattern for the film deposited with a potentiostatic
mode with and without periodical mechanical perturbations with an incidence angle of
1.5°. The CuInXGa(l_X)SeZ, Mo, and MoSe, structures are identified according to PDF#35-1102,
PDF#42-1120, and PDF#29-0914. First of all, the films exhibit a highly (112) preferred ori-
entation. From Figure 11(a), it can be seen that the as-electrodeposited film shows a poor
crystallinity, which is a characteristic of CIGS films before annealing. Also, a diffraction peak
of the Mo, which is the substrate and back contact, is identified. The main difference in the dif-
fraction patterns is that there is a greater intensity in the film formed with mechanical pertur-
bation than the film formed without mechanical perturbation. This indicates the presence of
higher crystallinity in the film obtained with the mechanical perturbation. Figure 11(b) pres-
ents the diffraction patterns of the annealed films in selenium atmosphere; these show a high
crystalline quality, which is revealed by the well-defined chalcopyrite peaks. The annealing
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process clearly increased the grain size, as indicated by the reduction of the peak full-width
at half-maximum (FWHM). For the CIGS film formed without mechanical perturbation, the
crystal size was 26.6 nm, and for the CIGS film formed with mechanical perturbation, the
crystal size was 26.0 nm. This can be expected because the peaks of both films have FWHM
that are alike. The annealed films, in a similar manner to the as-electrodeposited film, have
a greater intensity in the diffraction peaks for the film formed with mechanical perturbation
than for the film formed without mechanical perturbation. Probably, one of the reasons is
that the films obtained with mechanical perturbation are denser. The results shown by XRD
and SEM clearly demonstrate the advantages of applying periodic perturbations during the
electrodeposition process, this being a new route to synthesize thin films.

6. Conclusion(s)

Employing periodic mechanical perturbations during the electrodeposition process allows a
better distribution of ionic species on the working electrode surface. This methodology rep-
resents a novel approach for the fabrication of thin films by electrodeposition. This has been
demonstrated successfully in the synthesis of compact CIGS thin films. It has the advantage to
obtain a homogeneous morphology CIGS films in the as-electrodeposited films, as well, in the
annealed film. In this strategy, there is no dissolution of the film during the electrodeposition
process, as taking place in pulse-reverse electrodeposition. It is a route to obtain CIGS films
by electrodeposition with compact morphology and large grains. Further studies should be
done about the mechanical perturbation frequency and the effect on the solar cell efficiency.
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Abstract

In this work, we apply the method of matched asymptotic expansions to solve the one-
dimensional saturation convection-dispersion equation, a nonlinear pseudo-parabolic
partial differential equation. This equation is one of the governing equations for two-
phase flow in a porous media when including capillary pressure effects, for the specific
initial and boundary conditions arising when injecting water in an infinite radial piece-
wise homogeneous horizontal medium containing oil and water. The method of matched
asymptotic expansions combines inner and outer expansions to construct the global solu-
tion. In here, the outer expansion corresponds to the solution of the nonlinear first-order
hyperbolic equation obtained when the dispersion effects driven by capillary pressure
became negligible. This equation has a monotonic flux function with an inflection point,
and its weak solution can be found by applying the method of characteristics. The inner
expansion corresponds to the shock layer, which is modeled as a traveling wave obtained
by a stretching transformation of the partial differential equation. In the transformed
domain, the traveling wave solution is solved using regular perturbation theory. By
combining the solution for saturation with the so-called Thompson-Reynolds steady-state
theory for obtaining the pressure, one can obtain an approximate analytical solution for
the wellbore pressure, which can be used as the forward solution which analyzes pressure
data by pressure-transient analysis.

Keywords: method of matched asymptotics, boundary layer approximation, nonlinear
pseudo-parabolic partial differential equation, convection-dispersion phenomenon,
multiphase flow in porous media
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1. Introduction

In this chapter, we show how to generate a semi-analytical solution for the wellbore pressure
response during a water injection test. In the petroleum industry, well testing is a common
practice which consists of wellbore pressure and wellbore flow rate data acquisition in order to
estimate parameters that govern flow in the porous media, i.e., the reservoir rock which stores
the hydrocarbons. Well tests give an insight into the oil and gas field production potential and
profitability and allow the estimation of reservoir parameters. Estimated parameters can be
used to calibrate the reservoir numerical simulation model that are used to describe the fluid
flow in these reservoirs and forecast their performance as well as to maximize the productivity
of the wells. Injections are important tests on reservoirs containing high amount of harmful
gases like carbon dioxide and sulfur dissolved in the oil, causing conventional production
testing in the exploratory phase of offshore field development inviable. Multiphase flow is the
norm in petroleum reservoirs, and an injection test consists of a period of water or gas injection
into an oil reservoir (Figure 1), a common technique known as waterflooding or gasflooding
that is used to displace oil to a producing well. Data from an injection test can be used to
estimate the reservoir rock absolute permeability (k), the skin zone permeability (k;), and the
water endpoint relative permeability (a,). The skin zone permeability is the rock permeability
in the zone around the well which was stimulated or damaged during the wellbore drilling
operation, while the water endpoint permeability is a measure of how easy water can flow in a
specific porous media when there is immobile oil present. In the pursuance of modeling the
wellbore pressure response during a water injection test, the Rapport-Leas equation [1], a
nonlinear pseudo-parabolic convection-dispersion equation, is used to determine the water
saturation distribution in the reservoir as a function of time by assuming a one-dimensional
homogeneous medium containing incompressible fluids. Water saturation (S) is the fraction
of water in a given pore space, and it is expressed in water volume by pore volume. In [2—4], it
has been shown how to obtain the wellbore pressure response for the case when capillary
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Figure 1. Sketch of the injection test. Reservoir is assumed to be at rest at the beginning of the test with constant pressure
and immobile water saturation distribution (a). Water is injected at constant flow rate leading to pressure change that
propagates from the well (b).
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Figure 2. Relationship between the water saturation (S,), solid blue curve, the dimensionless total flow rate profile (q,),
and dotted red curve, during injection.

pressure effects are negligible, i.e., when dispersion effects are not significant. In this case, the
Rapport-Leas equation reduces to the Buckley-Leverett [5] equation, a nonlinear hyperbolic
equation. In this work, we have extended their model to include capillary pressure. Although
the wellbore pressure during injection seems to be insensitive to capillarity effects insensitive to
the accuracy of the calculated saturation distribution in the reservoir, knowledge of the correct
saturation profile at the end of injection represents the initial condition and hence is required to
calculate the saturation distribution during subsequent tests as shut-in (falloff) and flowback
(production) test which would allow the estimation of relative permeabilities and capillary
pressure curves. Once the water saturation distribution is determined for each time, the
corresponding pressure solution can be obtained by integrating the expression for the pressure
gradient, given by Darcy’s law, from the wellbore radius to infinity while assuming an infinite-
acting reservoir. Because Darcy’s law does not assume incompressible flow, the pressure solution
is transient and does not need to assume incompressible flow even though the saturation profile
is generated from a incompressible assumption. To actually evaluate this integral which repre-
sents the pressure solution, however, we must assume that the reservoir rate profile becomes
constant in a region from the wellbore to a radius such that all the injected water is contained
within the reservoir volume within this radius (Figure 2); this radius increases with time [6]. The
region within this radius is referred to as the steady-state region or zone. Intuitively, the assump-
tion that this steady-state zone exists appears to be more tenuous as the total compressibility of
the system increases. However, the assumption that this steady-state zone exists has shown to
yield accurate semi-analytical pressure solutions for gas-condensate systems [7].

2. Mathematical model

The solutions presented assume infinite-acting one-dimensional radial flow from and to a fully
penetrating vertical well with no gravity effects. We apply the method of matched asymptotic
expansions to solve the one-dimensional saturation convection-dispersion equation, a
nonlinear pseudo-parabolic partial differential equation. This equation is one of the governing
equations for two-phase flow in a porous media when including capillary pressure effects, for
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the specific initial and boundary conditions arising when injecting water in an infinite radial
piecewise homogeneous horizontal medium containing oil and water. The method of matched
asymptotic expansions combines inner and outer expansions to construct the global solution.
In here, the outer expansion corresponds to the solution of the nonlinear first-order hyperbolic
equation obtained when the dispersion effects driven by capillary pressure became negligible.
This equation has a monotonic flux function with an inflection point, and its weak solution can
be found by applying the method of characteristics. The inner expansion corresponds to the
shock layer, which is modeled as a traveling wave obtained by a stretching transformation of
the partial differential equation. By combining the solution for saturation with the so-called
Thompson-Reynolds steady-state theory, one can obtain an approximate analytical solution for
the wellbore pressure, which can be used as the forward solution which analyzes pressure data
by pressure-transient analysis. Let us start by finding the saturation distribution in the reser-
voir during injection and show how to find pressure.

2.1. Saturation

The water mass balance equation, in radial coordinates, leads to the following nonlinear partial
differential equation [5]:

Sy 09, OFy,(Sw)
ot Jr271rh(j) o @

where throughout we assume that porosity (¢) is homogeneous; g, is the total liquid rate in
RB/D; 0 represents in general a unit conversion factor where in the oil field units used here,
0 =5.6146/24; the reservoir thickness, i, and the radius, r, are in ft; and time, ¢, is in hours. Let us
use Darcy’s equation in radial coordinates without gravity for the oil (0) and water (w) flow
rate in RB/D given by

j, = —KO(S) ( %,

p S5 ), for p =o,w. )

For field units used throughout, a = 141.2. p,, is the phase p pressure. The A, is the phase p
mobility, given by the ratio of the phase permeability (k., or k), which are functions of the
water saturation, by the phase viscosity (u,, or u,). To find the water fractional flow (F,), we
can subtract Eq. (2) for water from Eq. (2) for oil, to get

aq, agy _< %, r%)

k(r)hAo(Sw)  k(r)hAw(Sw)

®)

Rearranging Eq. (3), substituting the capillary pressure p. given by the difference of the oil
pressure (p,) and the water pressure (p,,), and dividing the resulting equation by the total flow
rate, g,, yield

Aw(Sw) B aq,

E, Fulo(Sw) _ k(r)hAo(Sw) (rapc(sw)),
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Figure 3. Water fractional flow curve (dark solid curve) and its derivative (dotted curve).

where F, and F, are the oil and water fractional flow given by g, and g,, respectively. We
assume throughout that water is the wetting phase. Finally, substituting F, =1 — F;, in Eq. (4)
and solving for F,, we have the following expression for the water fractional flow including
capillary pressure effects

1+ k(r)hAo(Sw) ( fipc) , k(r)hky, ( r%) 3
aqy aqt, r p
Fy(Su) = ! = o = fuo + €K()f (S0 )Kro(Sw) =~
o(Sw) Ao(Sw) Ao(Sw) w w !
L+ I+ 1+ne) or
®)

where f_ is the water mobility ratio (Figure 3), i.e., the ratio of water mobility and the total
mobility (A;), given by

R S ¥ Aa(Su) ©
1+ %  Ao(Sw) + Aw(Sw) Ao(Sw) + Aw(Sw)”

w\Pw

fu(Sw)

which usually assumes an S-shape. € is the perturbation parameter, defined by

h
€= )
aqtl’la
and the permeability is a function of radius because we consider a skin-damaged zone:
ksr T ST < Tskin
k(r) = 8
( ) { k/ r2 rSkiI’ll ( )

where 1, is the wellbore radius, rgqn is the radius of the damaged zone, and k; is the perme-
ability in the skin zone. Grouping all the parameters that are the function of water saturation,
we can define (Figure 4)

dv ape

E (Sw) = _fw(Sw)kro(Sw) dSw (Sw)r (9)
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Figure 4. 4 versus water saturation for a partially water wet reservoir (b). For a strong water, we reservoir, ¥, 0 at
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S,
Sw = Siw-

and rewrite Eq. (10) as

B d¥(S,) 0Sy
FulSu) = fu(Su) = erk(n) 22 5. (10)
For simplicity, we use the Brooks and Corey model [8] given by
Sw - Swi K
P(Sw) =P, (SZ’ + 1_5,201_50’) , (11)

to represent capillary pressure. Here, S;, is the immobile water saturation and S,, is the
residual oil saturation. A, where 0.4<A1<4.0, is a measure of the pore size distribution (the
greater the A value, the more uniform is the pore size distribution), and p, is the threshold
pressure. The threshold pressure is a measure of the maximum pore size [9], i.e., the minimum
capillary pressure at which a continuous nonwetting phase exists in the imbibition case and a
continuous wetting phase exists in the drainage case [10]. The greater is the maximum pore
size, the smaller is the pressure threshold. According to [11], the extrapolation of the capillary
pressure curve obtained from experimental data to S;, = 1 yields the correct threshold value.
In practice, we introduce a small variable, sv, to limit the maximum value of p, to a finite value.
We can relate the relative permeabilities and the capillary pressure through A by using the [12]
model for the water phase (wetting phase)

241

Sw — Siw !
S G R 12
k ¢ fo (1 - Siw - Sor) ( )

and the [8] model for the oil phase (nonwetting phase) [13]

247

Sw - Siw 2 Sw - Siw Ea
ko=1-———— 1-|——F— . 13
" ( 1- Siw - Sor) ( <1 - Siw - Sor) ) ( )
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Now that we have defined the fractional flow rate and its parameters, let us go back to our
governing equation for saturation (Eq. (1)). Inserting Eq. (10) into Eq. (1) and defining

0
c= %, (14)
yields
3, Co, Cd W\
ot T2 or ‘%&(M 5) =0 (15)

which is the nonlinear “pseudo-parabolic” governing equation for saturation. If we insert same
common values for the parameters in Eq. (7) to have an idea of its order of magnitude, we can
see that epsilon is a very small number. This suggests that the effect of the third term in Eq. (15)
may be treated as a perturbation to the first-order hyperbolic equation [5], given by

. Y,
of  2ror

(16)

where f_ is considered to be an S-shaped function along this chapter. During injection, for a
partially water wet reservoir, the capillary pressure dispersive effect will be non-negligible
only in a small region around the water front (hypodispersion phenomenon) [14, 15] where the
capillary pressure derivative and the saturation gradient are significant (Figure 5). The capil-
lary pressure smears the water front during injection balancing the self-sharpening tendency of
the shock. [16] have developed an exact analytical solution for linear waterflood including the
effects of capillary pressure, but their solution is limited to a particular functional form to
represent relative permeabilities and capillary pressure curves and does not consider radial
flow, which makes their solution very restrictive. As done by [17, 18] for Cartesian coordinates
and by [19] for streamlines and streamtubes, the perturbation caused by the capillary pressure
effects can be modeled as a shock layer (water front) which moves with the same speed as the
shock wave. By applying the method of matched asymptotic expansions [20, 21], we can
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Figure 5. Capillary pressure curve (a) and saturation profile at a time t during water injection (b). The dashed green lines
represent the capillary pressure derivative (a) and the saturation gradient (b) at the water front.
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combine the solution of the Buckley-Leverett equation (Eq. (16)) with this steady traveling
wave to generate an approximate solution of the Rappaport and Leas equation, i.e., the
solution of the convection—dispersion saturation equation. In order to solve the [1] equation
for the injection period, with the following initial and boundary conditions

Sw(r,0) = S, (17)
Folrw,t) =1, (18)
lim S, = Sip. (19)

r—ro0

we divide the domain into two regions, outer and inner regions (Figure 6), where the inner
region, the region around the water front, is modeled as a shock layer which propagates with
the same speed as the shock would be obtained when € — 0, i.e., when the capillary pressure
effects are null. The combination of the self-sharpening tendency of the shock (S, > Si,) with
the dispersive effect from the capillary pressure balance against each other leads to the shock
layer [22]. Note: in order to guarantee pressure continuity, we have assumed that the capillary
pressure gradient is zero at the wellbore, which means that F,, = f,, = 1 is the wellbore, so
Sw(rw,t) =1 — Spr. This boundary condition will be used for both the Buckley-Leverett and the
Rapoport-Leas solutions. Ref. [23] presented the idea of using the method of matched asymp-
totic equations to solve the Rapoport-Leas equation, while [18, 24, 19] showed how the mass
balance could be used to present a closed solution for the saturation distribution. Ref. [24]
derived an approximate solution for the [1] in Cartesian coordinates for both water and oil
injections into a core considering end effects by also applying the method of matched asymp-
totic expansions. The method of asymptotic expansions uses the inner and outer saturation
solutions combined with a matching function in order to obtain a composite solution which
avoids abruptly switching from the outer to the inner solution or vice versa. The inner and
outer solutions are each capable of representing the real solution in two distinct regions—the
“inner region” and the “outer region” of the boundary layer (Figure 6). Similarly, we approx-
imate the saturation solution of Rapoport-Leas equation by forming a composite solution
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Figure 6. True saturation distribution in the reservoir (S,) compared with the outer solution (SS,L) and the inner solution

(SISUL). The dashed square shows the saturation transition zone between the outer and the inner solution where none of
these two are capable of approximate S,,.
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given by the combination of three saturations: S°", the solution obtained when the capillary
pressure effects are neglected; S°, the saturation distribution in the shock layer obtained by

magnifying the dispersion effects in the saturation governing equation; and S, the shock
wave represented by a Heaviside function:

Su(r, ) = SBE(r, t) 4+ S3E(r,t) — S3H (1, 1), (20)

where BL stands for Buckley-Leverett, SL for shock layer, and SH for shock function.

2.1.1. Outer solution (S-)

The outer solution, SP%, is obtained by letting € — 0 in Eq. (15):

7 w7

BL .
tH = 1 t,e). 21
Sw (1’, ) e—0, (}'rtl;l fixed Sw(T, ' G) ( )

That is the nonlinear hyperbolic convection equation known as the Buckley-Leverett saturation
equation given by Eq. (16) which is obtained when capillary and gravity effects are neglected.
The well-known unique admissible weak solution of this Riemann problem, with the following
initial condition

1-5 for r<r
SBL 0) = { ors w 27
w(r0) Siws for r > ry, @2)
can be obtained by the application of the method of characteristics and is given by [5].
— Sors r? < ri,
S (r, 1) = (dsu) ( ror > 2 < <7 + Dt (23)
Siwr »>Dt+12,

that is, by a family of rarefaction waves, a semi-shock wave, and a constant saturation zone
where water is immobile. The shock jump is caused by the S-shaped form of the fractional flow
curve, which leads to a gradient catastrophe and consequently a shock solution. This semi-
shock has a constant speed, satisfying the Rankine-Hugoniot condition [25]:

_ [fw (Swf) _fw(slw)}
D= By =S @

where S, and Sj;, are the shock saturations. In this case, in order to satisfy the conservation of
mass, the shock speed should correspond to the slope of a tangent line to the water fractional
flow curve, i.e,,

fw (Swf) _fw(siw) _ dfw(SuU()
Swf = Siw dSy .

(25)
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The details of this solution can be found in [5]. Figure 7 shows the shock jump slope tangent to
the fractional flow curve at S, = Sy and the saturation distribution in the reservoir at a time ¢.
The rarefaction wave family spans from 1 — S, to S,¢ from r,, to r = 25 ft, the water front
position, ie., the shock front position, r,. Ahead of the water front position, there is an
immobile water. Figure 8 compares this solution, the outer solution, with the true solution;
there is the convection-dispersion saturation profile. Here, we call the true solution the solu-
tion obtained from a numerical simulator.

2.1.2. Inner solution (S3")

As mentioned, the inner solution intends to represent the saturation profile in the “inner” region
around the water front, which is a shock layer (a boundary layer) around the shock traveling
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Figure 7. The shock jump slope tangent (blue curve) to the S-shaped fractional flow curve at S, = S, (a) and the saturation
profile in the reservoir at a time t (b). The rarefaction waves family spans from 1 — S,, 1 to S and from r;, to r = 25 ft, the
water front position, i.e., the shock front position, y ;. Ahead of the water front position, there is immobile water.
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Figure 8. Saturation distribution during the injection period for the outer solution (S&"), without capillary pressure, and
for the true solution (S,), with capillary pressure. Both profiles agree in the region far from the water front, the region
outside the dashed square.



Application of the Method of Matched Asymptotic Expansions to Solve a Nonlinear Pseudo-Parabolic Equation...
http://dx.doi.org/10.5772/intechopen.76828

with the same speed as the shock itself (Figure 9). In order to find S:"

w

we magnify the shock
layer by using a stretching traveling wave coordinate. Similarly, as defined in [24, 18, 19]

2_ 2
w=uw(rt) = s\ ers ®) , (26)
where 7, is the shock front position:
r2(t) = 12, + CDt, 27)

w is zero at r = r; and goes to £ as € — 0. We rewrite Eq. (15) in terms of moving coordinates,
(r,t) = (w,t), where T = 7(t) = t. Using Eq. (26) in the transformed equation and multiplying
the resulting equation by e yield

€0Sy 0S, of, O 5 ) oy
The inner solution is obtained by letting € — 0 in Eq. (28):
Sii(w,t) = lim  Sy(ew+72(1),1,€), (29)

e—0, (w,7) fixed

as presented in [26]. Therefore, neglecting the terms of order € in Eq. (28), we have

Sk g d R4
%o+ Lo 2 (aak(Aw) 3 ) <0 30

Note that here we are treating the permeability k as function of the shock position radius, ,
only, by assuming that in the limit of the inner solution, €(r — r;(7)). Intuitively, this assump-
tion does not seem valid when the shock layer is crossing heterogeneity interfaces, i.e., inter-
faces between two different permeability zones. However, for the water injection in a field

a az n k= E ] 365 a7 a8 38 40 4
r (it

Figure 9. Saturation distribution during the injection period for the inner solution (Sif) and for the true solution (S,),
with capillary pressure. Both profiles agree in the region around the water front, i.e., in the shock boundary layer which
we have defined as the inner region.
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scale, the skin zone will be crossed by the water front in a very short time, and we will only
need to use the pseudo-parabolic equation (Eq. (15)) to find saturation for the end of injection
period (to be used as initial condition for falloff and flowback tests, as mentioned in the
introduction). Consequently, we can simplify the problem as shown above. Integrating the
ordinary differential equation given by Eq. (30) with respect to w for any fixed time 7 and
applying the chain rule gives

AW (S5) aSSt (w, )

—DSy + £, (Sy) = 22 (0k(r2(r) —¢ 50

=a(1), (31)

where a(7) is constant for the injection case, as we will show later. As mentioned, the inner
solution is modeled as a traveling wave with a constant speed —the shock speed —and the
boundary conditions (for the inner solution) given by

SL
W SE=5,, By
w ow ’ (32)
asSL
wW — —oo S;SUL = Swf, —a£ =0,

as the inner solution goes asymptotically to the shock saturations. This necessity of this
behavior will be clearer very soon when we compare the inner solution with the matching
saturation solution. Using the first boundary condition given by Eq. (32) in Eq. (31) leads to

a(t) = —DSiu, (33)

while using the second boundary condition given by Eq. (32) yields

a(1) = ~DSus + ., (Suy): (34)

implying that —D ( S_{iw} — S_{wf}) — f_w(5_{wf}) = 0, which it is indeed correct from the
definition of D in Eq. (24). As we can see from Egs. (33) and (34), a(7) is a constant and it will be
called simply by a from now on. Substituting the constant a (Eq. (33)) in Eq. (31) and dividing it

by D(Sw — Syy) +£,,(S5) yield
av(sy)

2 2 4, 08y (w,7) _
2O g, sy 45T ow

1. (35)

Integrating Eq. (35) from wy, = w(ry, T) to any w at any time 7 gives us the relationship

between any S°F and w:

A N
212k (12 J © dsst :J dw. 36
H) |t Dm0 =8 &) Jan 0

At S = Sy, the integral in the left side of Eq. (36) diverges as the integrand denominator goes

to 0. This behavior is consistent with our boundary condition assumptions for Sz,L (Eq. (32)). At
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Sk = S, the integral in the left side of Eq. (36) does converge when the integrand numerator
also goes to zero (Figure 4), a behavior which is consistent when trying to model a
hypodispersion phenomenon (for a partially water wet reservoir). In another reservoir wetta-
bility scenario, e.g., a strong water wet rock, the capillary pressure would not be bounded at
Siw, and the integral in the left side of Eq. (36) would diverge. Note: we still do not know the
value of SZ,L at w well. In order to find a closed form for this problem, mass balance can be

used, but first let us present the matching saturation, since this solution will be necessary for
the mass balance.

2.1.3. Matching solution (S3/")

The matching saturation S5/ is defined using the matching principle by applying Prandtl’s
technique [26]:

li B(r,t) = lim S'(w,t); 37
o Jm San) = Jim Syt @)
and in the injection case is given by
Siw, 1*272(t) =12 + CDt,
s = { oo TR0 =T (38)
Swpr T <1i(t).

which is plotted in Figure 10 against the outer and inner solutions. As we were searching for,
S°H matches with the outer solution in the inner region and with the inner solution in the outer
region, being able to subtract their effect in the composite solution in their “non-
correspondent” zones. Figure 11 compares the saturation distribution during the injection
period for the true solution obtained from the numerical simulator IMEX with the outer, inner,
and matching saturation solutions.

2.1.4. Mass balance

Now that we have defined all the three saturations that are composed of the approximate
solution for the convection dispersion saturation equation, let us try to find a closed form for
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Figure 10. The matching saturation function (SZH) compared with the outer solution (Sgl‘) (a) and with the inner solution
(S5 (b). S5 matches with the outer solution in the inner region and with the inner solution in the outer region, as desired.
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Figure 11. Saturation distribution during the injection period with (true solution) and without capillary pressure (outer
solution), the traveling wave (inner solution), and the matching saturation (a). SZH matches with the region inner solution
in the outer region, the region far from the water front.

the saturation distribution based in the mass balance. Since both the Buckley-Leverett (S°-)
solution and the composite solution (S,) must obey material balance, the following equality

oo

qt= J (Sw(r,t) — Si)mthdr* = J (SBL(r,t) — Siw) thdr®. (39)

2
w rﬂ'

must hold. From Eq. (20) and Eq. (39), it follows that

=

J (SBL 4 S5k — S5H — Sy ) mhdr® = J (SBL(r,t) — Siw) mthdr?, (40)

2
"0

which, upon simplification, gives

J (S3E—s:Hyar* =o. (41)
Rearranging Eq. (41) using Eq. (38) for SZSUH gives

T

o0 2 oo
J SSkdr? = J Surdr’ +J Siwd?® = Suf (2 —13) + (siw[

2

- 2
dr* — sin d#). (42)

Using Eq. (27) in Eq. (42), it follows that

J SLar? = (Swf — Siw)CDt + Sin dr’. (43)

Transforming Eq. (43) from (r,f) — (w, 7) and using Eq. (26), Eq. (43) becomes

oo

EJ SECLL(w)dw = (Swf - Siw)CDT + eSin dw. (44)
_CDt _cDhe
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From Eq. (35),

dv
dw = 272k (1 45w dsst. 45
BT ET A “

Substituting Eq. (45) in Eq. (44) and solving the resulting equation divided by €S, for

ch dw = 2r§k(r§) Jsiw SSL gg:, (S‘IilL) dSSL _ (Swf - Slw)CDT (46)
o S Js(ce) Y D(Si — SI) +f(SS) Y €S '

Setting S, = Si, in the upper limits of the integrals of Eq. (36) and exchanging the two sides of
the equation yield

r dw = 277k(1?) JS 5. (50) dssL. 47)
7% ’ ’ Si}(f%) D(Slw - Slva) +fw (Slva) ¢

As the left sides of Eqs. (46) and (47) are the same, the right sides of these two equations must
be equal which gives

SL
22%(7) JS fSasy 2k JS e (S3)4SE (Su = Sw)CDr
’ ’ Sot _%) D(Siw - S‘LSUL) +fw (SZSUL) Siw stuL(_%) D(siw - SZSUL) +fw(ScSUL) €Siv .

(48)

Multiplying Eq. (48) by €S;, and rearranging the resulting equation give

2%k (r)e JS (S — Si) i (S0) dSS = (Sur — Sw)CDT.  (49)
’ ’ Si%(f%) ‘ D(Siw - SEUL) +fw(SfUL) N

Once the value S;"(—<%) (i, the inner solution saturation in the wellbore Si-(wyen)) is
determined numerically by solving Eq. (49) using the bisection method at each time 7,
Eq. (36) is used to determine the saturation profile in the stabilized zone. It is important to
note that, as S5 should reach Surand Sj, asymptotically as w — 4o, here we did not have to
fix a finite distance in which the traveling wave would reach its open bounds as done by
[18, 19, 24]. With our approach, as shown in the validation section (Figure 12), we can obtain
essentially a perfect match with the numerical solution, with a “smoother” water front, which
is expected from the dispersive effect of capillary pressure, contrary to the sharp transition
between the saturation at the water front foot (r,) which is the finite position at which water
can be considered immobile—and the initial water saturation in the oil zone exhibited by
solutions of previous authors.
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Figure 12. Comparison of the saturation distribution from analytical solution and IMEX during the injection period with
capillary pressure.

2.2. Wellbore pressure

As mentioned previously, after finding the saturation distribution, we can obtain the wellbore
pressure by applying the pressure solutions presented by [2]. During injection at a constant
flow rate, g,(rw,t) RB/D, where t =0 at the beginning of the water injection, by integrating
Darcy’s law as in [6, 2], given by

q;

K O O
.y (Atg—)h,,g), (50)

where p,, = p, — p.. Eq. (50) can be solved for the oil pressure gradient by integrating it from
the wellbore radius to infinite, assuming an infinite-acting reservoir. The bottom hole pressure
difference from the reservoir initial pressure (p,;) can then be expressed as

= oo

ag,(r.t) d dp, 0Sx
AP () = Prg(t) = poi = JW; - Jf dr,

Tw Tw

w s, or b

where it is assumed that p (ry,t) =p,(rw,t), ie, p.=0 at r =r,, in order to satisfy the
compatibility condition [27], i.e, to guarantee phase pressure continuity at the wellbore.
Eq. (51) can be rewritten as

oo Ty

)
— aqt(r7 t) ﬂ _ J dpc asl
Ay (t) = Jh/\t(n Hk(r) r fo dS, or a, (52)

Tw Tw

by assuming that the second term in the right-hand side of Eq. (52) is zero from 7,y to oo,
considering f. (Si») = 0 and % = 0 for r > ry(t), since the water in the region ahead of the
water front foot is assumed immobile. r,; can be defined as the position at which
(Sw — Siw) < 6, where 0 is a very small number. For the hypodispersion phenomenon, we can
find a finite r,; where 6 — 0, i.e., at which S, = Sj,. Using the [6] steady-state theory, which
assumes that, g,(r,t) = q,(rw, t), for r<ry(t), Eq. (52) becomes
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Twf (1) o Twf ()
aq,(rw,t) J 1 r a J q,(r,t) dr J dp, 95,
Apys(t) = e Pugy (53
Pur (1) h A (7, Atprog) k() +h As(r, O)k(r) r fa dS, or " ©3)

Tw Tof (t) Tw

where for any practical set of values of physical properties [28] indicate that this assumption is

w‘t n ro\Pwi) 3 o 1
M% where A, = ki—s) is the endpoint oil

rwf (t)
J L
o Mok(r) o

valid. Adding and subtracting the term ¢

mobility at Sy, = Syi, Eq. (53) can be rewritten as

i Twf O] Tuf (1)
’t wy w
W)= 5 [T k) & 20lren) | ( L —i>i_ [ fo e Oy

: A, r h Ai(rt) A, ) k(r)r YdS, or
(ru.f) Taf (t) 3 14 Taf(t) i3S
~ aq;\Tw, 0 r P 90w
=Av (t — -1]—- — & ——dr. 4
PO, J (At(r, 0 )k(r) : Jf wds, or 62

Ap ,(t) is the single-phase oil transient pressure drop, the known pressure drop solution that is
obtained if we inject oil into an oil reservoir (injection period), whose well-known approximate
solution can be approximated as

~ aq, |1 ﬁkﬁgt
Ap (t) = f)—p =—= |zIn| = +0.4045 + s
Polt) pwf’o( )= khA, [2 (‘Pctor%u

. (55)

Here, 8 is a unit conversion factor in which oil field unit is 0.0002637 and the single-phase total
compressibility is

Eto = Co(l - Swz) + Cwswi + ¢ (56)

3. Validation

We have compared our pressure and saturation solution including capillary pressure effects with
the commercial numerical simulator IMEX, using the properties shown in Table 1. Figure 12
compares the saturation distribution obtained from our analytical solution with the one obtained
with IMEX, while Figure 13 shows the comparison of the wellbore pressure response from our
analytical solution and IMEX during injection test. In order to be able to match saturation and
pressure obtained from our solution with IMEX, we have to use a very refined grid (0.01 ft)
around the wellbore in the zone invaded by water and then increase it exponentially to a very
large external radius (10,000 times the wellbore radius) in order to reproduce an infinite acting
reservoir. In addition, we have to start with very short time steps, 1077 day. Figure 14 presents
the log-log diagnostic plots of injection. We can see that at early times of injection, there is a
plateau (stabilization) in the wellbore pressure derivative plot, which by inspection reflects the
original total mobility (endpoint oil mobility), while, at late times, we find that the derivative
shows stabilized radial flow, which by inspection reflects the endpoint water mobility.
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Property Value Unit Property Value Unit

q 3000 RB/DAY B, 1.003 RB/STB
h 60 ft ;M 1.002 RB/STB
ro 0.35 ft ¢ 8x107° 1/psi

I 6800 ft Cu 3.02%10°° 1/psi

k 300 ft ¢ 5x107° 1/psi

B 0 mD H, 3.0 cp

Siw 0.10 ey 0.5 cp

Sor 0.25 A 2

P 2500 psi P 0.5 psi

o 022

Table 1. Reservoir, rock, and fluid properties for simulation and analytical solution.
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2900 | [ Analylical
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Figure 13. Comparison of the wellbore pressure response from analytical solution and IMEX during water injection test
with capillary pressure (a).
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Figure 14. The log-log diagnostic plots for wellbore pressure data (blue curve) and its derivative with respect to time (red
curve) during water injection (b).
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4. Conclusions

In this work, an accurate approximate analytical solution was constructed for wellbore pres-
sure during water injection test in a reservoir containing oil and immobile water. Our solution
was validated by comparing the bottom hole pressure calculated from the analytical model
with the data obtained from a commercial numerical simulator. Our solution presented here
for water injection together with the wellbore pressure and flow rate history for subsequent
tests as shut-in and flowback can be used as forward model in a nonlinear regression in order
to estimate relative permeabilities and capillary pressure curves in addition to the rock abso-
lute permeability, the skin zone permeability, and the water endpoint relative permeability.
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Nomenclature

B Unit conversion factor (0.0002637)
Single-phase oil pressure drop (psi)
A, Oil mobility (1/cp)

A+ Total mobility (1/cp)

Aw  Water mobility (1/cp)

u,  Oil viscosity (cp)

u,  Water viscosity (cp)

1,  Water endpoint relative permeability
F,  Qil fractional flow

F,  Water fractional flow

f.,  Water mobility ratio
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T's
Yskin
Ty
Sw
S iw
S or
t

C

m

> S >

Absolute permeability (mD)
Skin permeability (mD)

Oil relative permeability (mD)
Water relative permeability (mD)
Capillary pressure (psi)
Reservoir initial pressure (psi)
Oil pressure (psi)

Pressure threshold (psi)
Water pressure (psi)

Oil flow rate (RB/D)

Total liquid rate (RB/D)

Shock front position (ft)

Skin zone radius (ft)

Wellbore radius (ft)

Water saturation

Immobile water saturation
Residual oil saturation

Time (h)

O3,
mthe

Constant given by

Shock speed

Reservoir thickness (ft)

Radius (ft)

Traveling wave coordinate

Unit conversion factor (141.2)
Perturbation parameter

Pore size distribution index
Porosity

Unit conversion factor (5.6146/24)

Oil compressibility (1/psi)
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¢, Rock compressibility (1/psi)

co  Water compressibility (1/psi)

¢y Single-phase total compressibility (1/psi)
Author details

Cintia Gongalves Machado* and Albert C. Reynolds

*Address all correspondence to: cintia-machado@utulsa.edu

McDougall School of Petroleum Engineering, University of Tulsa, Tulsa, OK, USA

References

(1]

(2]

(3]

(4]

(5]

(6]

Rapoport LA, Leas W]J. Properties of linear waterfloods. Society of Petroleum Engineers.
Journal of Petroleum Technology. 1953;5(5):139-148

Peres AMM, Reynolds AC. Theory and analysis of injectivity tests on horizontal wells.
SPE Journal. 2003;8(2):147-159

Machado CG, Reynolds AC. Approximate semi-analytical solution for injection-falloff-
production well test: An analytical tool for the in situ estimation of relative permeability
curves. Transport in Porous Media. January 2018;121(1):207-231

Machado CG, Firoozabad MM, Reynolds AC. Carbon dioxide effects on wellbore-
pressure response during injection/falloff test. SPE Journal. January 2018. DOI: https://
doi.org/10.2118/185824-PA

Buckley SE, Leverett MC. Mechanism of fluid displacement in sands. SPE. Transactions of
the AIME. December 1942;146(1):107-116

Thompson LG, Reynolds AC. Well testing for radially heterogeneous reservoirs under
single and multiphase flow conditions. SPEFE. 1997;12(1):57-64

Thompson LG, Reynolds AC. Pressure transient analysis for gas condensate reservoirs. In
Situ. 1997;21(2):101-144

Brooks RH, Corey AT. Hydraulic properties of porous media. Hydrology Paper No 3. 1964

Honarpour MM, Koederitz F, Herbert A. Relative Permeability of Petroleum Reservoirs. CRC
press. 1986

Li K. Generalized Capillary Pressure and Relative Permeability Model Inferred from Fractal
Characterization of Porous Media. In: SPE Annual Technical Conference and Exhibition, 26-
29 September, Houston, Texas. 2004. DOL: https://doi.org/10.2118/89874-MS

137



138 Perturbation Methods with Applications in Science and Engineering

[11]

[12]

[13]

[14]

[15]

[16]

(17]

(18]

(19]

[20]

[21]

[22]

[23]

[24]

[25]

Donaldson EC, Ewall N, Singh B. Characteristics of capillary pressure curves. Journal of
Petroleum Science and Engineering. 1991;6(3):249-261

Purcell WR. Capillary Pressures-their Measurement Using Mercury and the Calculation of
Permeability. Journal of Petroleum Technology. 1949;1(2):39-48

Li K, Horne RN. Numerical Simulation with Input Consistency between Capillary Pres-
sure and Relative Permeability. In: SPE Reservoir Simulation Symposium, 3-5 February,
Houston, Texas. 2003. DOI: https://doi.org/10.2118/79716-MS

Bacri ], Rosen M, Salin D. Capillary hyperdiffusion as a test of wettability. EPL (Europhysics
Letters). 1990;11(2):127

Novy R, Toledo P, Davis H, Scriven L. Capillary dispersion in porous media at low
wetting phase saturations. Chemical Engineering Science. 1989;44(9):1785-1797

Yortsos Y, Fokas A. An analytical solution for linear waterflood including the effects of
capillary pressure. Society of Petroleum Engineers Journal. 1983;23(01):115-124

Barenblatt GI, Entov VM, Ryzhik VM. Theory of fluid flows through natural rocks.
Boston: Kluwer Academic Publishers; 1989

Bedrikovetsky P, Rodrigues JRP, Britto PRF. Analytical model for the waterflood honouring
capillary pressure (with applications to laboratory studies). In: SPE Latin America/Carib-
bean Petroleum Engineering Conference, 23-26 April, Port-of-Spain, Trinidad. Society of
Petroleum Engineers. January, 1996. DOL: https://doi.org/10.2118/36130-MS

Deng L, King MJ. Capillary corrections to Buckley-Leverett flow. In: SPE Annual Technical
Conference and Exhibition, 28-30 September, Houston, Texas, USA. Society of Petroleum
Engineers. 2015. DOI https://doi.org/10.2118/175150-MS

Van Dyke M. Perturbation Methods in Fluid Mechanics/Annotated Edition. Vol. 75. Stan-
ford, California: The Parabolic Press; 1975

Holmes MH. Introduction to Perturbation Methods. Vol. 20. New York: Springer-Verlag
Science & Business Media; 2012

Rhee HK, Aris R, Amundson NR. First-Order Partial Differential Equations. Theory and
Application of Single Equations. Vol. I. Mineola, New York: Dover Publications; 2001

King M, Dunayevsky V. Why waterflood works: A linearized stability analysis. In: SPE
Annual Technical Conference and Exhibition, 8-11 October, San Antonio, Texas. Society of
Petroleum Engineers; 1989

Hussain F, Cinar Y, Bedrikovetsky P. A semi-analytical model for two phase immiscible flow
in porous media honouring capillary pressure. In: SPE Annual Technical Conference and
Exhibition, 8-11 October, San Antonio, Texas. Transport in Porous Media. 2011;92:187-212

Knobel R. An Introduction to the Mathematical Theory of Waves (Student Mathematical
Library, V. 3). 1st ed. Rhode Island: American Mathematical Society; 1999



Application of the Method of Matched Asymptotic Expansions to Solve a Nonlinear Pseudo-Parabolic Equation...
http://dx.doi.org/10.5772/intechopen.76828

[26] Nayfeh AH. Introduction to Perturbation Techniques. New York: A Wiley-Interscience
publication; 1981

[27] Settari A, Aziz K. A computer model for two-phase coning saturation. Society of Petro-
leum Engineers Journal. 1974;14(3):221-236

[28] Peres AMM, Reynolds AC. Theory and analysis of injectivity tests on horizontal wells. In:
Proceedings of the SPE Annual Technical Conference and Exhibition. SPE 71582; 2001

139






Chapter 8

Perturbation Method for Solar/Infrared Radiative
Transfer in a Scattering Medium with Vertical
Inhomogeneity in Internal Optical Properties

Yi-Ning Shi, Feng Zhang, Jia-Ren Yan,
Qiu-Run Yu and Jiangnan Li

Additional information is available at the end of the chapter

http://dx.doi.org/10.5772/intechopen.77147

Abstract

A new scheme based on perturbation method is presented to solve the problem of solar/
infrared radiative transfer (SRT/IRT) in a scattering medium, in which the inherent optical
properties (IOPs) are vertically inhomogeneous. The Eddington approximation for SRT and
the two-stream approximation for IRT are used as the zeroth-order solution, and multiple-
scattering effect of inhomogeneous IOPs is included in the first-order solution. Observations
show that the stratocumulus clouds are vertically inhomogeneous, and the accuracy of SRT/
IRT for stratocumulus clouds by different solutions is evaluated. In the spectral band of
0.25-0.69 um, the relative error in absorption with inhomogeneous SRT solution is 1.4% at
most, but with the homogeneous SRT solution, it can be up to 7.4%. In the spectral band of
5-8 um, the maximum relative error of downward emissivity can reach —11% for the
homogeneous IRT solution but only —2% for the inhomogeneous IRT solution.

Keywords: perturbation method, radiative transfer, vertical inhomogeneity

1. Introduction

Solving the radiative transfer equation (RTE) is a key issue in radiation scheme for climate
model and remote sensing. In most numerical radiative transfer algorithms, the atmosphere is
divided into many homogeneous layers. The inherent optical properties (IOPs) are then fixed
within each layer and the variations of IOPs inside each layer are ignored, effectively regarding
each layer as internally homogeneous. The standard solar/infrared radiative transfer (SRT/IRT)

© 2018 The Author(s). Licensee IntechOpen. This chapter is distributed under the terms of the Creative
InteChOpen Commons Attribution License (http://creativecommons.org/licenses/by/3.0), which permits unrestricted use,
distribution, and reproduction in any medium, provided the original work is properly cited. [(cc) ExgIEN
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solutions are based on this assumption of internal homogeneity [1-4], which cannot resolve
within-layer vertical inhomogeneity.

It has been well established by observation that cumulus and stratocumulus clouds (hereinaf-
ter, collectively referred to as cumulus clouds) are inhomogeneous, both horizontally and
vertically [5-9]. Inside a cumulus cloud, the liquid water content (LWC) and the cloud droplet
size distribution vary with height, and so the IOPs of cloud droplets depend on vertical height.

How to deal with vertical internal inhomogeneity in SRT/IRT models is an interesting topic for
researchers. Li developed a Monte Carlo cloud model that can be used to investigate photon
transport in inhomogeneous clouds by considering an internal variation of the optical proper-
ties [10]. Their model showed that when overcast clouds become broken clouds, the difference
in reflectance at large solar zenith angles between vertically inhomogeneous clouds and their
plane-parallel counterparts can be as much as 10%.

However, the Monte Carlo method is very expensive in computing and not applicable to
climate models or remote sensing [11]. The albedo of inhomogeneous mixed-phase clouds at
visible wavelengths could be obtained by using a Monte Carlo method to compare such clouds
with plane-parallel homogeneous clouds [12].

In principle, the vertical inhomogeneity problem of the SRT/IRT process can be solved by
increasing the number of layers of the climate model. However, it is time-consuming to
increase the vertical resolution of a climate model. Typically, there are only 30-100 layers in a
climate model [13], which is not high enough to resolve the cloud vertical inhomogeneity. To
completely address the problem of vertical inhomogeneity by using a limited number of layers
in a climate model, the standard SRT method must be extended to deal with the vertical
inhomogeneity inside each model layer. The primary purpose of this study is to introduce a
new inhomogeneous SRT/IRT solution presented by Zhang and Shi. This solution follows a
perturbation method: the zeroth-order solution is the standard Eddington approximation for
SRT and two-stream approximation for IRT, with a first-order perturbation to account for the
inhomogeneity effect. In Section 2, the basic theory of SRT/IRT is introduced, and the new
inhomogeneous SRT/IRT solution is presented. In Section 3, the inhomogeneous SRT/IRT
solution is applied to cloud as realistic examples to demonstrate the practicality of this new
method. A summary is given in Section 4.

2. SRT/IRT solution for an inhomogeneous layer

2.1. SRT solution

The azimuthally averaged solar radiative transfer equation [1-4, 10-12] is

T

dls (T, 1 B
#%:Is(%#) —@J IS(T#)P(T,%#/)W_#FOP(T% _u)eH )
-1 T

where p is the cosine of the zenith angle (u > 0 and p < 0 refer to upward and downward
radiation, respectively), P(t,u, ') is the scattering phase function, 7 is the optical depth
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(t=0 and T = 1) refer to the top and bottom of the medium, respectively), w(t) is the
single-scattering albedo, and Fj is the incoming solar flux. For the Eddington approxima-
tion, P(t,u, 1) =1+ 3¢(t)uy’ (=1 < p <1) and g(7) are the asymmetry factors. For the
scattering atmosphere, the irradiance fluxes in the upward and downward directions can
be written as

+1
Fi(0) =2 | (o) @

To simulate a realistic medium such as cloud or snow, we consider w(t) and g(7) to vary with
7, and we use exponential expressions here to simplify the process. The single-scattering
albedo and asymmetry factor are written as

w(T) =@ + &, (e*“” — e*‘l”(’/z) (3a)
g(1) =8 +& (e‘“ZT - e‘“m/z) (3b)

where 1 is the optical depth of the layer, @ is the single-scattering albedo at 79/2, and g is the
asymmetry factor at the same place. Both ¢, and ¢,, are small parameters that are far less than g
and @, respectively, in a realistic medium.

According to the Eddington approximation, the radiative intensity Is(, ) can be written as
Is(v, ) = Iso(T) + Isa (T)p )

Using Egs. (1), (2), and (4), we obtain

.
dF;T(T) =71(DFs (1) = 7,(DFs (1) = 7/3(’()(0(17)1—“0[% (5a)
ngT(T) — y,(T)FE (1) =, (0)F; (7) + [1 = y5(7) (1) Foe T (5b)
F5(0) = 0, F(t0) = RayFs (o) + RartigFoe 50

where y, (1) = 17 - [4 4 3g(0)]0(0)}, 7, (v) = {1 - [4 - 3g(0)]w(1)}, and y5(1) = 1 [2 - 3g(0)po);
70 is the optical depth of the single layer; and Rgjr(Ry;r) is the diffuse (resp., direct) reflection from
the layer below or the diffuse (direct) surface albedo. Substituting y,(7), y,(7), and y,(t) into
Eq. (3) and ignoring the small second-order parameters ¢,?, ¢,%, and ¢,¢,, we get

Y1(1) =1+ pleg (7 — e ) 4 e (e — o) (6)
)/2(’[) = )/g + )/;Ea, (e—ﬂﬂ _ e‘mm/Z) + y%é‘g (e—uzT _ e_azT0/2> (6b)

7/3(7-—) _ Vg + V%'Sg (e—azr _ e—az”(o/z) (6C)
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where P! =1[7-(4+33)@], ) =3[1-(4-33)@], 73=302-381,), 7i=74+33),
yi=—30, 75 =514 -3%),73=-3®,and ¥ = — 3y,

By perturbation theory [14], the corresponding flux can also be expanded by using the pertur-
bation coefficients ¢, and ¢,:

F§ = Fi + eoFg; + &5Fs, (7a)

Fg =Fg + eoFg + &5Fg, (7b)

Substituting Egs. (6) and (7) into Eq. (5) yields

drt
d_s _ {y(l) + V%Ew (e—aﬂ _ e—aﬂo/Z) + V%Eg (e—az’f _ e—azTo/Z)} (F;O + EwFS+1 + é‘gng)
T

—[2Hvaga(enT e 2) g (e — e )] (Fy + euFs + &F )
—[@73 4+ Yew (67T — e7@0/2) 4 ByReg (e — e2/2) | Foe o

(8a)

dFg
d_TS = [72 + 7280 (37&11 - 37””0/2) + 726 <37W - eiumﬂ)} (Fso + ewFéy + €gF)

—[0 4 Yleg (e — e mT0/2) 4 y2e (67T — e m/2)| (Fyy + 0Fy; + £5F5)) (8b)
+[0Y] + Y80 (67T — e mT0/2) — Gyleg (67T — e’“zTO/z)]Foe_ﬁ

where 1§ = 1 — 3. And, Eq. (8) can be rewritten as separate equations for Fg,, Fs;, and Fg,. We

obtain the following equations for the scattered flux Fgy:

dFg,

20 = V1Fs = VoFso — V5@ Foe 0 (%)
dFsp _ o 05+ 0@Fee T b
it =VyFso — y1Fso + y4@Foe #o (9b)
_To
Fgy(0) = 0, F§y(0) = RairFso(0) + RairftyFoe ™ (9¢)

Eq. (9) is the standard SRT equation for a homogeneous layer [15] and has the following

solution:
Fi = K& + TKoe ¥ + Gye o 10a
S0
Fgy = TK1 & + Kpe ™ + Gpe i (10b)
h (F Rdxf)ere kto — (GI*RderZ*Rdir#(JFO)ei;% . .01 0 0.0
where K; = (1R 1) 0 (T—Ryy JTe o , Kb =-TKy -Gy, G = [Vg (H_o - V1) - 7/27/4]

UFO

B8, Gy = —[A(L+ ) + o8] e, T = 1 2 and 1 = (0 +78) (3 - ). And,

the equations for the perturbation terms Fg, (i =1, 2) are
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drg, , , . _x
S = PG = 35 + (70 — ) (VP — ViFa) — i TRo(e T —e ™R )e R (1a)
dFg; : : ; _x

S = Y0 — iFs + (0 — ) (4FG —yiFs) i TR —e )R (11b)
T

Fg;(0) =0, F4(t) = RyifFg;(0) (11c)

where y} = —yl = @y3. Letting M; = F{; + F; and N; = F&, — Fg;, Eq. (11a) and (11b) yields

% = (9 O\N: + =\ ,—(k+a))T + -\ (k—a))T n N (aﬁﬁ)z

M A VN 0+ ) (64 5 (i e 120
_E—ﬂiT0/2|:(¢i+ + lp;)e_h + (Cl-%— + Ci—)ek’f + (Xj +Xi_)37ﬁ}

dN; _ O/O _ )/O)M 4 (¢+ _ lpf)ef(kwtui)’r + (C+ _ C?)e(kiu’)T + (X* _ )(47)6_ a,+ﬁ T

dt 1 2 ! 1 1 1 i i i (12b)

S (O e i ey Ea e o T

where W/ =Ky(yilT —v4), W7 =Ko(il —v}), G =Ki(yi —)AD), G =Ki(yh— D),
X =71G1 =73Gy =75 'Fo and x =95G1 = 1Ga + )y Fo.

From Eq. (12), we obtain

dZMl 7( i L) T T
. CM; + nfie’(k”")T + 1726“‘”")T + nge o + T]Iie”“ + n;e’” + nge o (13a)
2N, 7( ,- L) .
ot = N e T el e TR e e e (13b)

where ;= () £09) (W F¢) — k+a)(@f £97),  mi=(k-a) (G £G) + (01 £9)
(CFG) M= 0 %) 08 £98) = (a+ ) (6 70), 1 = —e 2[00 £09) (¥ % 97)-
k(h £97)) 15 =~ Pk £G) + (01 £9)(G FG)], and 5 = —e 2 [(x 7 x7)
M £72) =5 (6 F=x7)]-

The solutions of Eq. (13) are

+ + + .2
M; = Afe ™ 4 B ¢ Pi+67<k+a,‘)1 n Qlﬂ»e(kfa,‘)'[ i Ri*e7 (‘”%)T _ @e*k'ﬁ i @ekf n Neito o
2k 2k 1— w2k

N = Are ¥ 4 B-ét 4 pre et 4 Q- plb-a)t | R (aﬁ-ﬁ)”f _ i ke Tlsi Meito o i
1 i i i i 1 2k 2k 1_ ‘Ll%kz
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where Pi* = (H:;’ ,QF = e a”;’ ,and R = (+n—3i>kze_ﬁ. Finally, we can obtain Fg; and F¢;
ail) -

Ho
as

1L .

Fé = Die ™ + Dye™ + e 0T 4 e 4 e (o) " pfe T e 4 e
(15a)

it - _ _ T

Fg; = Dye 4 Dyet™ o+ e 1007 4 e 4 e ¢ *°>T+(p4ﬂe STt 5t + pge
(15b)

_a b o— +
= — Afa*F . D =Bfa* +_1 _k ‘:e”’m/z(ufwl)_ U
where D = A'a*® + X, Dj = Bja* Y, a* =} (1% yi’w%)’ Xi = e Eay

E*ﬂi‘fg/z(@;*{;)

Yi = 2()/(1]+yg) + (y?ﬁ_yo)' Cpi = % (PIJr :EP;), Cpi = % (QIJr + Q;)’ (P?:)tz = % (Rer + R;)’

t4+ nhEn ud .
(pjfi = Tl 4]:’4', ¢51 = °'4 05,, and (p& = % B; and A; are determined by the boundary
0

conditions as

B

1

Gt Pa+ 5 @g) (@ — Rapat)e ™™ + at [(§7; — Raypy;)e "% + (¢ — Raypyy) e )]
a- (a— — Rdlfw)e—’“ﬂ —at(at— Rya~ )ekTO

N < ‘+‘ ) - —kT - T -\ -2
4—6t+ [93: = Raydsi)e N "/ + s — Ragdy)Toe ™™ + (¢, — RurPs;) o™ + (Pg; — RaiPi)e ]
a~(a= — Rgpat)e ¥ — at(at — Ryra~)eko

n (X,‘ + Yi) (0(7 — Rdifaﬂe’km + (X,‘ + Rdiin)(X+€7kT° + (Y,‘ + Rd,-in)aW’“U
a(a= — Rggart)e ko — at(a — Rypar— ) ek

(16a)
Af = (X4 Y- B — 6 - 93— 05— 05) (16b)
All detailed calculation about solar radiation can be found at [16].
2.2. IRT solution

The azimuthally averaged infrared radiative transfer equation for intensity Iy (7, 1) is [1-4, 10-12]

T (T 1 ! !
L AE) (e g) - %L (@) (8 )dyt' = [1 = (D) B(T) (17)

where i, 7, P(7,u, 1t'), and w(t) are same as in Eq. (1). B(T) is the Planck function at temper-
ature T, which represents the internal infrared emission of the medium.
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The Planck function is approximated lineally as a function of optical depth [2] as
B[T(1)] = By + Bt (18)

where § = (B; — By)/70 and 7 are the total optical depth of the medium. The Planck functions
By and B are evaluated by using the temperature of the top (7 = 0) and the bottom (t = 1¢) of
the medium.

According to the two-stream approximation, the intensities can be written as I (t, u;) = I; (1)
and I1(t,u_,) = I; (1), respectively, where y; = —u_, = 1/1.66 is a diffuse factor that converts
radiative intensity to flux [17]. ﬁl Iy (t,u)P(t, u, ' )dy’ can be written as

Lﬁ&wﬁ@wwww=h+%@wﬂﬁ@+h+%ﬁW¢Mﬂw (19)

where g(7) is the asymmetry factor.

Using Egs. (17) and (19), we can obtain

dli (t B
Lli ) 71O (7) =y, (DI (1) = y3(1)B(7) (20a)
dli (t -
Zi ) V(DI (1) — y, (D1 () + 5(1)B(7) (20b)
where y, (r) =BG y, (1) = 2055, and y, () =

For IRT, we also use Eq. (3) to represent an inhomogeneous medium such as cloud or snow, in
which w(7) and g(7) vary with 7. By substituting Eq. (3) into y,(7), y,(7), and y,(t) and by
ignoring the second order of the small parameters of ¢2, sg, and ¢, &g, we can obtain

y(1) = y? + y%em (e*”” - e’“lT°/2> + y%eg (e’”ﬂ - e’“m/z) (21a)
ya(t) = P+ Yhew (77 — &) 4 pRey (e — o) (21b)
Ya(1) =15+ Yhen (7 — e me2) 210)

In the above formula, ?, y!, and y? (i=1, 2, 3) are the known factors of @ and . These known

_1-0(143) 2

factors are introduced for simplifying original expressions, in which )9 = —
0_90%8) o_12 1_ 148 1_1% 1_ _1.2_2__@a 2 _
Vo= "o V3T Vi T T V2T 3 V3T Ty V1= V2 T Ty and y3 = 0.

Same as in Eq. (7), the upward and downward intensity can be written as
I} =Ly + eoli; + &l (22a)

Iy = Iy + eolpy + &I, (22b)
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By substituting Egs. (21)-(22) into Eq. (20), we obtain

drf
d_l _ [7/(1) n V%Em (e—m’[ _ e—mTO/Z) + V%‘Sg (e—azr — g—azTo/Z)} (1;6 + Ewlﬂ + :Sgla)
T
_ [78 + V%gm (e—aﬂ _ e—ﬂl’fo/z) + V%gg (e—flz’[ _ e—azTO/Z)] (I;O 4 gmlﬂ 4 Eglfz> (23a)
— b/g + V%gm (e—alr _ e—aﬂo/Z)]B(T)
dly
71 _ [yg I V%Ew (671111 _ e—u110/2) + V%Eg (efazf — e*azm/Z)} ([;6 + eolf] + églfg)
- (23b)

_ [7? + V%Em (e—aﬂ _ e—mTo/Z) + V%Eg (e—az’( _ e—azTo/Z)] (Ifo + el + Eglfz)
+[V(3) + V%SM (e—aﬂ _ e—ﬂﬂo/Z)]B(T)

By removing the second-order and higher-order perturbation terms, we can also separate
Eq. (23) into three equations of I}; (=0, 1, 2). The equations of I;, can be written as

Iy, _

g = Vil = yydl = y3B(7) (24a)
iho _op 0p +93B(7) (24b)
ar 2o T o T3

Ii5(0) = 0, Iy (o) = (1 — &) (T0) + €:B(Ts) (24¢)

where T, and ¢; are surface temperature and surface emissivity, respectively. Eq. (24) is
the standard homogeneous two-stream infrared radiative transfer equation [3, 15] with

solutions
Iy = a" Koe M™% 4 o~ Hoe ™ + Gyt + G5 (25a)
Iip = & Koe M™% 4 a"Hoe ™ + Git + G, (25b)
where K= (A +8)08-18), o =1(15p5), Gi=ilaB G = iR+l
o = - C ) bon (L R G g - L and R =1~
The equations for Ilf (i=1,2)are
LN Y (e =) il — kg — Y4B(0) (262)
dt ! !
= YA =95+ (0 =) DAL — il + 48] s
I;(0) = 0, ;i (10) = (1 — &)I;; (7o) (260)

Let M; = I} +I; and N; = I; — I;;. Eq. (26a) and (26b) yields
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dM;
dt

dN; o . (ki ke _ _ .
d’[l = (] = V)M + xyze AT 4 e T g gm0 e ™ 4 xG + X" (27b)

a;T

— (y(lJ + Vg)Nl + Xitiefk’foﬂkfﬂi)’r + X;ef(kﬂz;)”f + X;riefk(mf’r) + Xiiefk’r + X5+i + Xgiefair (27a)

+X7T + Xg;TE™

where xf; = Ko(a" Fa7) (¥ £75), x5 = FHola"Fa") (v} £75), x5 = —Kola" Fa ) (yit
ya)e W, xg = EHo(at FaT)(yp £75)e 0, xg = —(Gy —Gy) (ry +h)e P xi= -
(G5 +Gy) (yh — yh)e /2 +2Bgyie /2, xt=(G3 —Gy) (Vi +14), xa= (G +Gy)(yi—
5) = 2Boys, X7 = [2G1 (Y — 75) + 2573] e~™/2, and xg; = 2G i—-1) - 2B%.

From Eq. (27), we can obtain

d*M;
o — IgM + qblz —k70+ (k—a;)T + ¢21 (k—+a;)T + ¢+ k(to—1) + (lerie—kf + (l); + (Z);rie—u,-r (28a)
7T + pge
dzNi 2 — —kto+(k—a;)T — —(k+ai)t — —k(to—71) — —kt - — —T
g2 — KNi+ e + Qe + Pye T Qge " + 5+ Ogie (28b)

e

where 63, = ()] £99)xf + (k—a)xt, oy = (N £V9)xF — (k+ )i, 3= () £99)xd +
kg, 0= 00 £y)xs kg o= +9)x5 05 = 0 = v)xs +x7 06 = 00 +7)
Xoi = tiXgy O = () = V) Xa — aiXei + Xair O = (3 +99) X7 i = (] +79)Xg and ¢y =
—a;xg;- Thus, the solutions are

M; = Kye™ k(to—1) + Hye™ kt +P+ —kto+(k—a;)T +P+ —(k-+a;)t +P3-:Te—k(70—7) +P1—i,.[e—k7

» (29a)
+PL + Ple™" + Pt + Pgte ™"
N; = Kye™ k(to—1) + Hae —kt + P e*kTo‘F(k a;)T + szief(kﬁ»ai)’( + Pgi,refk(mf’[) + PZiTefkT (29b)
+P5; 4 Pgie™ " 4 Pgite™™"®
i 95 95 _ 95 95 (k) +2095
Where P%:l = (k—ai)lz—kz, Pi = (k+ai)22—k2I szl = Ti/ Pj:l 2‘;(/ P5il = 7?/ szl = %,
+
P = ‘i? and Pg; = aj)f}é
The expressions of Ij; are
Iiil- _ Diriefk(fof'[) + D;efk’[ + O_;riefkngr(kfu,v)T + a;ef(ker)T + O;Tefk(rofr) 4 O.Ii,l.efkr (30a)
+04; + 05e™ " 4 07T + ogTe "
Iy = Dije M7 4 Dye ¥ gpe 00t gy (10T - gpre K070 et

+05; + 046" 4 07T + ogTe "
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+ + + T e Pihy = _1(p+op-) (i
where Dj; = Kyja™ £ X;, Dy, = Hya® £ Y, Xy = 2400 Y = A0 o =5 (P £ P ). (j=1
1i li ir Ui 1i iy M 2(}/(1)‘*"/2)’ i 2(},(1)_'_)/[2))/ ji 2 \Yji ji (] ’

2,345 6,8), o7 = %P;ri, and Kj; and Hy; are determined by boundary conditions. By
substituting Eq. (30) into the boundary conditions of Eq. (26¢), we can obtain

(a" —Ra™)(Xie "0 +Y; —oje ™" — 0y — 05 — o) + @ e O [(R+1)X; + (R+1)Yie <]
at(at = Rygra~) —a~ (a~ — Rgpa~)e 20
a~e ¥ [(Roy; — of;)e™™ + (Roy; — o3;)e” ¥4 4 (Ro3; — 03;) 10 + (Rog; — a3;) Toe ™ ]
at(at — Rgra~) —a (a= — Rgra~)e 20
a~e ¥ [(Roz; — 0%) 4+ (Rog; — 08;)e ™ + (R — 1)o7it0 + (Rog; — 0g;) e ™ ™]
at(at — Rgga~) —a~ (a— — Rypa e 2o

Hy; =

(31a)
1 —kt — —kt - - -
Ky = m (X,‘E ko +Y;— 0[+H1,' —0q€ ko _ 0y — 05 — 061’) (31b)
Finally, the upward and downward fluxes are obtained by
F{ (0) = i (0) (32a)
Fy (o) = mly (70) (32b)

All detailed calculation about solar radiation can be found at [18].

3. Results and discussion

We apply the two schemes to idealized medium to investigate its accuracy, and the result has
been shown on [16] and [18].

For true cloud medium, because ice clouds’ optical properties strongly depend on the complex
particle habits [19-21]. Therefore, we limit our discussion here to water cloud only. According to
the observation, the internal LWC (g m ™) and droplet radius of the cloud tend to increase with
height [22]. To take this feature into account, LWC and droplet cross-sectional area (DCA; cm 2,
m ) should increase linearly from the cloud base to the position near the top of the cloud:

LWC = 0.22 + 0.00008z (33a)
DCA =100 + z (33b)

where 0 <z < zy. The terms z and z, denote the height from the cloud base and the height of the
cloud top, respectively. From Eq. (33a) to (33b), the cloud effective radius (r.; um) and liquid
water path (LWP; g m~?) can be obtained:

L
re(z) = 3 LWC 10%0

Z0

LWP = J LWCdz (34b)
0
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where p (g m ) is the liquid water density. In this case, LWC varies from 0.22 to 0.30 g m ">,
and r, varies from 2.06 to 16.50 um, in which both ranges are consistent with observation [23].
According to [24], we choose LWP = 260 (g m?) to represent low cloud. In the benchmark
calculations, z, is divided into 100 internal homogeneous sub-layers, although other numbers
can be chosen (e.g., 200). In principle, more internal sub-layers should result in more accurate
results. We use 100 internal sub-layers throughout this study because having any more makes
little difference to the calculated results. Using 100 sub-layers are sufficiently accurate to
resolve the vertical internal inhomogeneity of the medium. We use the optical properties of a
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Figure 1. For the band of 0.25-0.69 um, (a-b) show cloud asymmetry factor/single-scattering albedo versus cloud optical
depth (a for asymmetry factor; b for single-scattering albedo), (c-d) show the reflectance/absorptance versus solar zenith
angle (c for reflectance; d for absorptance) and (e-f) show the relative errors of the homogeneous and inhomogeneous
solutions (e for reflectance error, f for absorptance error).
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water cloud in the solar spectral band of 0.25-0.69 um and at 0.94 um and in the infrared
spectral band of 5-8 um and 11 pm.

In Figure 1a and b, the benchmark values of the inhomogeneous IOPs and the parameterized
results for the spectral band of 0.25-0.69 pm are shown. The parameterized inhomogeneous

IOPs are
1— (1) =3.979 x 107 — 1.897 x 10~ (e—°-1539f - e—°-1539fo/2) (35a)
(1) = 0.8359 + 0.0289 (e—°-1539f - e_0‘1539“’/2) (35b)
0.87 T T Y 4 K|‘|||||||||||||||||||||||;|||||
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Figure 2. Same as Figure 1 but for the wavelength 0.94 pm.
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where 7p = 110.84. The corresponding results for reflection and absorption are shown in
Figure 1c—f. For reflection, the relative error with the homogeneous solution increases from
0.25 to0 0.71% as L increases from 0.01 to 1, whereas the relative error with the inhomogeneous
solution increases from 0.05 to 0.14%. For absorption, the relative error is not sensitive to plo; it
is around 7.4% with the homogeneous solution but around only 1.4% with the inhomogeneous
solution.

In Figure 2a and b, the benchmark values of the inhomogeneous IOPs and the parame-
terized results for the wavelength 0.94 pm are shown. The parameterized inhomogeneous
IOPs are

1— (1) =1.936 x 1074 — 5.263 x 107+ (e_0'03577 - e—°-°357fo/2) (36a)

3(T) = 0.8321 — 0.0403 (2187 — (P02157/2) (36b)

where 15 = 54.46. Figure 2c—f shows the corresponding results for reflection and absorp-
tion. For reflection, the relative error with the homogeneous solution increases from 1.1 to
3.0% as o increases from 0.01 to 1, whereas the relative error with the inhomogeneous
solution increases from 0.7 to 2.0%. For absorption, the relative error is not sensitive to p;
it is around 10% with the homogeneous solution but around only 5.7% with the inhomo-
geneous solution.

The benchmark values of IOPs and parameterized results for the band of 5-8 um are shown in
Figure 3a and b. Here, we assume

w(t) = 0.6757 — 0.3697 (001427 _ (~0014202) (37a)

$(T) = 0.8644 +0.1023 (¢ 01T — P015570/2) (37b)

where 7y = 55.85. For upward emissivity (Figure 3c and d), the relative errors of both solutions
are not sensitive to FI+ (7o); the errors are around —3% for homogeneous solution and around
1% for inhomogeneous solution. For downward emissivity (Figure 3e and f), the relative error
of homogeneous solution is 4% when F{ (79) = 0, while the error of inhomogeneous solution is
only 1%. With F (1o) increasing from 0 to 5nB(T), the error of homogeneous solution
decreases to 0 firstly but then negatively increases to around —10%. The error of inhomoge-
neous solution shows a similar decreasing-increasing pattern, but the negative increase only
reaches about —2%.

The benchmark values of IOPs and parameterized results for the band of 11 um are shown in
Figure 4a and b. In this case, we assume

(1) = 0.4623 — 02155 ¢ 01017 _ ¢-01015,2) (382)

3(T) = 0.9118 — 0.0083 (e 107 — (1057012 (38b)
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where 7y = 28.23. For upward emissivity (Figure 4c and d), the relative error of homogeneous
solution is —1.2%, while the error of inhomogeneous solution is less than 0.5%. For downward
emissivity (Figure 4e and f), with F/ (7o) increasing from 0 to 57B(T), the error of homoge-
neous (inhomogeneous) solution varies from 3 to —11% (from 0 to —1%).
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Figure 3. For the band of 5-8 um, (a-b) show the cloud single-scattering albedo and asymmetry factor versus cloud
optical depth, black dots represent the exact values and the blue lines is the fitting results (a for single-scattering albedo; b
for asymmetry factor); (c-d) show the upward/downward emissivity versus the ratio of the radiation incident from the
bottom to the internal infrared emission of the medium (c for upward emissivity; d for downward emissivity) and (e-f)
show the relative errors of the homogeneous and inhomogeneous solutions (e for upward emissivity; f for downward
emissivity).
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Figure 4. Same as Figure 3 but for the wavelength of 11 um.

4. Summary and conclusions

In the above, we have considered the vertically inhomogeneous structures of only cloud and
snow, whereas all physical quantities in the atmosphere are vertically inhomogeneous (e.g., the
concentrations of all types of gases and aerosols). In current climate models, the vertical layer
resolution is far from that required to resolve such vertical inhomogeneity. In this study, we
have proposed a new inhomogeneous SRT/IRT solution to address the vertical inhomogeneity
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by introducing an internal variation of IOPs inside each model layer. This scheme is based on
standard perturbation theory and allows us to use the standard solar Eddington solution and
standard infrared two-stream solution for homogeneous layers to identify a zeroth-order
equation and a first-order equation that includes the inhomogeneous effect. The new SRT/IRT
solution can accurately express the inhomogeneous effect in each model layer, and it reduces
to the standard solution when the medium is homogeneous.

The new inhomogeneous SRT/IRT solution is a good way to resolve cloud vertical inhomoge-
neity. In the spectral band of 0.25-0.69 um, the relative error in the inhomogeneous SRT
solution is no more than 1.4%, whereas the error with the homogeneous SRT solution can be
up to 7.4%. At the specific wavelength of 0.94 um, the relative error with the inhomogeneous
solution is not more than 5.7% but can be up to 10% with the homogeneous SRT solution. In
the band of 5-8 um, the homogeneous IRT solution is not sensitive to F; (19), and its relative
error may reach —3.2% for upward emissivity, whereas the error of inhomogeneous IRT
solution is only 1%. With F; (7o) increasing from 0 to 57B(T), the error of downward emissiv-
ity for homogeneous solution varies from 4 to —10%, while the error ranges from 1 to —2% for
inhomogeneous IRT solution. In the band of 11 pum, the relative error of homogeneous IRT
solution is around —1.2% for upward emissivity, and the error of inhomogeneous IRT solution
is only less than 0.5%. For downward emissivity, the maximum error of homogeneous IRT
solution can be up to —11%, and the maximum error of inhomogeneous IRT solution is only
around —1% when F{ (79) = 5nB(T).

In specific spectral bands or at particular wavelengths, the vertical variations in IOPs can
typically be fitted easily into Eq. (3) to obtain the required parameters. A simple fitting
program can be easily incorporated into a climate model to produce the inhomogeneous IOPs
of stratocumulus clouds. If no such cloud inhomogeneity information is available in the
current climate models, the vertical variation rates of cloud LWC and DCA can be derived
empirically from observations, which show that the vertical variation rates of LWC and DCA
in stratocumulus clouds are not very different [5, 7, 8].

In this study, we presented only a single-layer inhomogeneous SRT/IRT solution. To imple-
ment the new solution in a climate model, the adding process for layer-to-layer connections
has to be solved. Under the homogeneous condition, the single-layer result in reflection and
transmission is the same for an upward path and a downward path, but this is not true for an
inhomogeneous layer. Therefore, the adding process has to be modified. We will present an
algorithm for this multilayer adding process in our next study, in which the climatic impact of
inhomogeneous clouds and inhomogeneous snows will be explored. The code base for the
inhomogeneous SRT/IRT solution is available from the authors upon request.

Acknowledgements

The work is supported by National Natural Science Foundation of China (41675003) and the
Priority Academic Program Development of Jiangsu Higher Education Institutions (PAPD).



Perturbation Method for Solar/Infrared Radiative Transfer in a Scattering Medium with Vertical Inhomogeneity... 157
http://dx.doi.org/10.5772/intechopen.77147

Author details

Yi-Ning Shi', Feng Zhang'*, Jia-Ren Yan', Qiu-Run Yu' and Jiangnan Li*
*Address all correspondence to: fengzhang@nuist.edu.cn

1 Key Laboratory of Meteorological Disaster, Ministry of Education, Nanjing University of
Information Science and Technology, Nanjing, China

2 Canadian Centre For Climate Modelling and Analysis, Environment and Climate Change
Canada, University of Victoria, Victoria, British Columbia, Canada

References

[1] Lenoble J. Radiative Transfer in Scattering and Absorbing Atmospheres: Standard Com-
putational Procedures. Hampton, VA: A. Deepak Publishing; 1985. 314 pp

[2] Toon OB, McKay CP, Ackerman TP. Rapid calculation of radiative heating rates and
y P &
photodissociation rates in inhomogeneous multiple scattering atmospheres. Journal of
Geophysical Research. 1989;94:16287-16301

[3] Fu Q, Liou KN, Cribb MC, Charlock TP, Grossman A. Multiple scattering parameteriza-
tion in thermal infrared radiative transfer. Journal of the Atmospheric Sciences. 1997;54:
2799-2812

[4] Li]J, Dobbie S, Raisanen P, Min Q. Accounting for unresolved cloud in solar radiation.
Quarterly Journal of the Royal Meteorological Society. 2005;131:1607-1629

[5] Vane D, Tourville N, Stephens G, Kanekiewicz A. New observations of hurricanes from
the cloudsat radar. In: AGU Fall Meeting Abstracts. 2006:A13A-0885

[6] Boutle IA, Abel S], Hill PG, Morcrette CJ. Spatial variability of liquid cloud and rain:
Observations and microphysical effects. Quarterly Journal of the Royal Meteorological
Society. 2014;140:583-594

[7] Young AH, Bates ], Curry J. Application of cloud vertical structure from cloudsat to
investigate modis-derived cloud properties of cirriform, anvil and deep convective clouds.
Journal of Geophysical Research. 2013;118:4689-4699

[8] Luo ZJ, Jeyaratnam J, Iwasaki S, et al. Convective vertical velocity and cloud internal
vertical structure: An a-train perspective. Geophysical Research Letters. 2014;41:723-729

[9] Chen MN, Lu CS, Liu YG. Variation in entrainment rate and relationship with cloud
microphysical properties on the scale of 5m. Scientific Bulletin. 2015;60:707-717

[10] Li J, Geldart DJW, Chylek P. Solar radiative transfer in clouds with vertical internal
homogeneity. Journal of the Atmospheric Sciences. 1994;51:2542-2552



158 Perturbation Methods with Applications in Science and Engineering

[11]

[12]

[13]

[14]
[15]

[16]

(17]

(18]

(19]

[20]

[21]

[22]

(23]

[24]

Liou KN. An Introduction to Atmospheric Radiation. 3d ed. USA: Academic Press; 2002.
583 pp

Mackel A, Mitchell DL, Bremen LV. Monte Carlo radiative transfer calculations for inhomo-
geneous mixed phase clouds. Physics and Chemistry of the Earth, Part B. 1998;24:37-241

von Salzen K et al. The Canadian fourth generation atmospheric global climate model
(CANAMS4). Part I: Representation of physical processes. Atmosphere-Ocean. 2013;51:
104-125

Kato T. Perturbation Theory of Linear Operator. Germany: Spring-Verlag; 1966. 18 p

Meador WE, Weaver RE. Two-stream approximation to radiative transfer in planetary
atmospheres: A unified description of existing methods and a new improvement. Journal
of the Atmospheric Sciences. 1988;37:630-643

Zhang F, Jia-Ren Yan ], Li K, Wu H, Iwabuchi, Yi-Ning Shi. A new radiative transfer
method for solar radiation in a vertically internally inhomogeneous medium. Journal of
the Atmospheric Sciences. 2018;75:41-55

Elsasser WM. Heat Transfer by Infrared Radiation in the Atmosphere. USA: Harvard
University Press; 1942. 107 p

Shi Yi-Ning F, Zhang, Jia-Ren Yan H, Iwabuchi, Zhen Wang. The standard perturbation
method for infrared radiative transfer in a vertically internally inhomogeneous scattering
medium. Journal of Quantitative Spectroscopy and Radiative Transfer. 2018;213:149-158

Husi L, Nakajiama TY, Matsui TN. Development of an ice crystal scattering database for the
global change observation mission/second generation global imager satellite mission: Inves-
tigating the refractive index grid system and potential retrieval error. Applied Optics.
2012;51:6172-6178

Husi L, Ishimoto H, Jerome R, et al. Investigation of ice particle habits to be used for ice
cloud remote sensing for the gcom-c satellite mission. Atmospheric Chemistry and Phys-
ics. 2016,;8:4787-4798

Yang P, Liou K, Bi L, Liu C, Yi B, Baum B. On the radiative properties of ice clouds: Light
scattering, remote sensing and radiation parameterization. Advances in Atmospheric
Sciences. 2015;32

Noonkester VR. Droplet spectra observed in marine stratus cloud layers. Journal of the
Atmospheric Sciences. 1984;41:829-845

Chen R, Wood R, Li Z, et al. Studying the vertical variation of cloud droplet effective
radius using ship and space-borne remote sensing data. Journal of Geophysical Research.
2008;113:762-770

Fu Q. Parameterization of radiative processes in vertical nonhomogeneous multiple scat-
tering atmospheres [PhD thesis]. University of Utah; 1991. 259 pp






Edited by Ilkay Bakuwrtas

The governing equations of mathematical, chemical, biological, mechanical and
economical models are often nonlinear and too complex to be solved analytically.
Perturbation theory provides effective tools for obtaining approximate analytical
solutions to a wide variety of such nonlinear problems, which may include differential
or difference equations. In this book, we aim to present the recent developments and
applications of the perturbation theory for treating problems in applied mathematics,
physics and engineering. The eight chapters cover a variety of topics related to
perturbation methods. The book is intended to draw attention of researchers and
scientist in academia and industry.

978-1-83881-668-1

Published in London, UK

ISBN
L
T R IntechOpen 9781838816681

6



	Perturbation Methods with Applications in Science and Engineering
	Contents
	Preface
	Chapter 1
Density Functional Perturbation Theory to Predict Piezoelectric Properties
	Chapter 2
Sliding-Mode Perturbation Observer-Based Sliding-Mode Control for VSC-HVDC Systems
	Chapter 3
A Formal Perturbation Theory of Carleman Operators
	Chapter 4
On Optimal and Simultaneous Stochastic Perturbations with Application to Estimation of High-Dimensional Matrix and Data Assimilation in High-Dimensional Systems
	Chapter 5
Periodic Perturbations: Parametric Systems
	Chapter 6
Mechanical Perturbations at the Working Electrode to Materials Synthesis by Electrodeposition
	Chapter 7
Application of the Method of Matched Asymptotic Expansions to Solve a Nonlinear Pseudo-Parabolic Equation: The Saturation Convection-Dispersion Equation
	Chapter 8
Perturbation Method for Solar/Infrared Radiative Transfer in a Scattering Medium with Vertical Inhomogeneity in Internal Optical Properties

