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Etude du transfert du rayonnement polarisé dans I’atmosphere solaire

Résumé

L’interprétation des spectres compliqués de 1’atmosphere solaire magnétisée requiert des
modeles théoriques adéquats de transfert radiatif hors ETL. Dans la premiere partie, la théorie
quantique de la polarisation est revue ainsi que celle du transfert radiatif hors ETL de 2° espece.
Une notation générale est introduite pour traiter numériquement la matrice densité atomique.
Une technique de “lambda-operator splitting” est présentée et utilisée pour développer une
méthode originale de préconditionnement analogue a l’algorithme itératif de Jacobi. De nom-
breux processus sont pris en compte: l'effet Zeeman, 'effet Paschen-Back, 1'effet Hanle, la
polarisation atomique, les croisements de niveaux, le pompage optique, la (dé)polarisation par
collisions. Une technique multigrille non linéaire est développée dans le cadre du transfert de
rayonnement polarisé et 'efficacité de la méthode est discutée. Les possibilités de ce nouveau
solveur sont démontrées sur I’exemple d’une raie optiquement épaisse d’'un atome multiterme
dans le régime de 'effet Paschen-Back. Dans la deuxieme partie, la polarisation par impact de
la raie H-alpha de I’hydrogene est étudiée. Les modeles semi-empiriques de la chromosphere
éruptive sont utilisés pour déterminer les effets différentiels du faisceau de protons sur les profils
d’intensité et de polarisation. Il est montré qu’il est improbable que les faisceaux de protons
soient la source de la polarisation linéaire observée. Dans le dernier chapitre, il est montré que
les courants électriques de retour sont un ingrédient significatif de la formation des raies et ils
sont proposés comme une source possible de la polarisation observée.

Mots clés: polarisation, transfert radiatif, raie: formation, champs magnétiques, méthodes:
numerique
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Polarized radiative transfer in solar atmosphere

Abstract

The adequate theoretical models of the NLTE radiative transfer are needed for interpretation
of the complicated spectra emerging from the magnetized solar atmosphere. In the first part
of the thesis, the quantum theory of polarization is reviewed along with the problem of NLTE
radiative transfer of the 2nd kind. A general notation for a numerical treatment of the atomic
density matrix is introduced. A lambda-operator splitting technique is presented and used for
development of a novel preconditioning method analogous to the Jacobi iteration algorithm.
Number of processes is taken into account: atomic polarization, level-crossings, Paschen-Back
effect, Hanle and Zeeman effects, optical pumping, collisional (de)polarization. A nonlinear
multigrid technique is developed in the framework of polarized radiative transfer theory and
the efficiency of the method is discussed. The potential of this new solver is demonstrated
on an example of transfer of the optically thick line of a multiterm atom in the Paschen-Back
effect regime. In the second part of the thesis, the particular problem of impact polarization
of the hydrogen H-alpha line in solar flares is considered. The semi-empirical models of the
flaring chromosphere are used to find the differential effects of the proton beam on the line
intensity and linear polarization profiles. Proton beams are shown to be an unlikely source of
the observed linear polarization. In the last chapter, it is shown that the electric return currents
are significant ingredient of the line formation and they are proposed as being a possible source
of the observed linear polarization.

Key words: polarization, radiative transfer, line: formation, magnetic fields, methods: nu-
merical
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Chapter 1

Introduction and summary

The rapid progress in the instrumentation for solar spectropolarimetry rises new demands
for theoretical interpretation of the data. The complicated polarized spectra of different atoms
and ions in the solar atmosphere often result from multiple scattering of the photons. The lack of
tools suitable for NLUTE modeling of the 2nd kind for a wide variety of multilevel atomic models
and magnetic field regimes makes it difficult to understand the physical conditions leading to
the observed polarization signature of the emergent radiation. The aim of the thesis is twofold:
Firstly, it concerns a problem of synthesis of the line Stokes profiles in the one-dimensional
optically thick magnetized atmospheres taking into account a number of ingredients of the
spectral line formation (atomic polarization, level crossing coherences, Paschen-Back effect,
Hanle and Zeeman effects, optical pumping, collisional (de)polarization). Secondly, the thesis
concerns the problem of impact polarization of the hydrogen Ha line in solar flares.

The outline of the thesis is as follows. In Chapter 2 the problem of interaction between
an atomic system and a bath of radiation and perturbers in external magnetic field is briefly
reviewed within the framework of non-relativistic quantum electrodynamics. The theory of
master equation for the density operator is recalled and a particular emphasis is paid on the
problems of different models of atomic levels (multilevel, multiterm, and multilevel picture with
hyperfine structure), level-crossing coherences, joint action of Hanle and Zeeman effects, and
the NLTE equations. The interaction of radiation and atoms is treated in the so-called complete
frequency redistribution approximation. Although a solution of the NLTE problem in a closed
form is not possible in general, an idealized two-level problem can be solved analytically to
a certain extent. A simple generalization of the so-called y/e-law to the case of non-thermal
collisional rates is presented in the end of Chapter 2. In Chapter 3, a unified notation for the
NLTE equations is established. This simple notation is useful for development of the numerical
solvers and is used throughout this thesis. Hereafter a modification of the so-called lambda-
operator splitting technique with the short-characteristics formal solver is used for construction
of the generalized accelerated lambda iteration (ALI) numerical scheme. An advanced non-
linear multigrid (MG) technique is introduced into the field of polarized radiative transfer (RT)
in Chapter 4. After a brief introduction of the philosophy of the method, the specific properties
of the MG strategy in the density matrix framework are pointed out. An implementation of the
so-called Standard MG and Nested MG methods is described. The convergence properties of the
MG method are analyzed using an example of RT in the *S—3P multiplet in a magnetized semi-
infinite model atmosphere. The second part of the thesis is based upon a particular application
of the methods described so far. The problem of interest is a modeling of the impact polarization
of chromospheric hydrogen in solar flares. There is an overview of the problem of proton beam
bombardment contained in Chapter 5. Proton beams are often considered as being responsible
for the linear polarization of Balmer lines observed from time to time close to the limb during
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Chapter 1: Introduction and summary 26

the impulsive or gradual phase of the flares. The emergent linear polarization signal could be
used for diagnostics of the 100 keV proton beams. After a brief review of the recent works
on this subject, a closer reinvestigation of the beam propagation through the chromospheric
plasmas is made. The semi-empirical models of the flaring chromosphere are used to find the
differential effects of the proton beam on the line intensity and linear polarization profiles.
The detailed NLTE calculations using the three-principal-level plus continuum hydrogen model
shows that resonance scattering polarization dominates over the effect of impact polarization
in the emergent linear polarization profiles of the Har line. This result contradicts some of the
recent theoretical investigations which did not take properly into account the deceleration effect
of the chromospheric plasmas, underestimated the effect of RT, and the depolarizing effect of
the background electrons and protons. In conclusion, proton beams are shown to be an unlikely
source of the observed linear polarization of the Ha line. Another phenomenon possibly leading
to the Balmer line impact polarization is discussed in Chapter 6. It is the effect of an electric
beam injected into the solar chromosphere and accompanied by a neutralizing return current
(RC) formed of the ambient electrons. The effect of RC on the first three Balmer line intensity
profiles is studied. Using a simple monoenergetic model of RC it is shown that RC plays an
important role in the line formation process. A discussion of the possible impact polarization
effect of RC is presented.

The numerical methods for solution of the NLTE problem of the 2nd kind described in this
thesis have been implemented in the code called Monopost. The architecture of the code and
some of the algorithms are described in Appendix A. Appendix B contains a brief review of the
representation of the irreducible spherical tensors for the atomic density matrix and radiation
field. Finally, the remaining appendices C to G contain some papers that have resulted from
my thesis.

Convention, notation, and units

The bold italic font (eg., «) is used for the vectors and matrices. The symbol 1 denotes the
identity matrix,

10 --- 0
01 --- 0

1= L ] ) (1.1)
00 --- 1

Complex conjugation, adjoint, and transpose are, respectively, denoted by A*, A’ and AT.
The trace operator is denoted by Tr, the partial trace over the subspace X is denoted by Try.
The symbol “4” in superscript indicates the quantities calculated in the previous iteration
step.
I prefer the compact notation

X]=2X+1, [XY - ]=@2X+1DQY +1)---. (1.2)

I often use the number of grid nodes, the number of independent density matrix elements
of a given atomic model, the number of transitions, the number of discrete frequencies, and the
number of discrete rays used in the numerical model. These quantities are denoted by N (N,
in the case of grid Gy), N, Ng, F, and Ng. The volume density of the atoms is denoted by N

Density matrix is denoted by p. The density matrix of radiation field is denoted by pg.
Atomic density matrix is denoted by p4 or just by p if there is no risk of confusion. If the
density matrix is printed in the bold font (p) it refers to the formal vector composed of the
density matrix elements of the discretized atmosphere.



Chapter 1: Introduction and summary 27

Einstein coefficients for spontaneous emission, absorption, and stimulated emission are,
respectively, denoted by A,_¢, Br_., and B,_,. I use k for the wave vector and €2 for the unit
vector in the direction of wave propagation.

The operators in the interaction representation have a tilde above them (p).

The time variable is always denoted by ¢ (or ¢/, t”, etc.). The same symbol is sometimes also
used for an optical path which is usually denoted by 7. If there is no risk of misunderstanding
then the explicit time dependencies are often dropped.

The quantum theory of polarization used in this thesis has been recently developed in the
extensive monograph of Landi Degl’Innocenti & Landolfi (2004). I tried to follow the conven-
tions used in this book where possible. However, I decided to use slightly different convention
in some cases. For instance, I prefer to use the angular frequency w instead of frequency v. The
Planck constant A is used instead of h. The CGS system of the physical units is consistently
used throughout the thesis.



Chapter 2

Elements of NLTE polarized radiative
transfer

2.1 Introduction

In this chapter, I briefly review some of the most important physical ideas standing behind
the contemporary theory of multilevel polarized radiative transfer as they were developed in the
previous years. The discussion is made with a particular emphasis on the conceptual constraints
and numerical issues of the NLTE solutions.

The aim of this chapter is to briefly review the basic concepts of the radiative transfer theory
of the 2nd kind and to build a basis the subsequent chapters. All the calculations in this thesis
are based upon the non-relativistic limit of quantum electrodynamic (QED). The velocities of
particles are supposed to be small compared with the light speed c. Within this approximation,
particles (except photons) cannot be created nor destroyed.

Outline of this chapter is as follows. In Section 2.2, I recall the framework of the density ma-
trix formalism which is used throughout this thesis. Section 2.3 contains a quantum-mechanical
description of the atomic states affected by an external magnetic field. In that section, there
is a brief discussion of angular momenta coupling, Zeeman, and Paschen-Back effects. In the
subsequent Section 2.4, I review the definition of Stokes parameters, the common procedure of
quantization of free electromagnetic field, I mention the definition and properties of the density
operator for an incoherent ensembles of photons. After that, the master equation theory is
sketched in Section 2.5. I begin by formulation of a non-relativistic QED Hamiltonian. The
interaction of radiation and matter is then treated in the lowest order perturbation of the
interaction potential. As a result, the equations of statistical equilibrium and the radiative
transfer equations are derived in the so-called impact approximation. In the end, the effect
of collisions with particle perturbers is briefly recalled. The role of the so-called flat-spectrum
approximation on the resonance scattering problem is also addressed along with the discussion
of simplified models of atomic levels suitable for polarized radiative transfer studies. The re-
sults obtained in Section 2.5 are used in Section 2.6 where a closer attention is paid on the
formulation of the NLTE problem. In the last Section 2.7 an example of partial analytical
solution of a simple NLTE problem is shown.

With the small exception of Section 2.7, which contains a few original ideas, the chapter
is entirely an overview of well established physical concepts. It is partly based on the non-
relativistic quantum mechanics of atomic systems whose description is contained in the classical
books of Landau & Lifshitz (1977) and Messiah (1961). The density matrix theory is well
covered by Blum (1981). In the section on quantization of the electromagnetic field, the chapter
draws mainly from the texts of Mandl (1960), Greiner (1998b), and Cohen-Tannoudji et al.
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Chapter 2: Elements of NLTE polarized radiative transfer 29

(1997). The section on the master equation theory follows the works of Cohen-Tannoudji
(1977), Bommier & Sahal-Bréchot (1991), Bommier (1991), and Cohen-Tannoudji et al. (1998).
The work of Landi Degl’'Innocenti (1983), in which the equations of statistical equilibrium and
the radiative transfer equation have been derived in a unified manner, influenced significantly
the later parts of the chapter which deal with phenomenological line profiles and the NLTE
equations in general. Most of the material contained in this chapter, though sometimes derived
using a slightly different approach or in a bit different notation, is covered in very much detail in
the monography of Landi Degl'Innocenti & Landolfi (2004). The amount of material addressed
in this chapter is enormous. It was thus impossible (and even not worth) to present all the
details that can be found in the literature. Most of the derivations — especially in Section 2.5
— are only outlined. The detailed discussion can be found in the works listed above.

2.2 Density matrix

Density matrix formalism originally introduced by von Neumann (1927) is a natural ingre-
dient of the astrophysical line-polarization problem. Density matrix approach can be advanta-
geously used for a description of the sate of weakly coupled incoherent ensembles of atoms and
photons; and it is the problem we meet in the physics of stellar atmospheres.

The approach used in this thesis is based on the works of Fano (1957), Cohen-Tannoudji
(1977), Omont (1977), and Blum (1981).

Definition and properties

An isolated quantum mechanical system in the Hilbert space H with the orthonormal basis
{|m)} is, in pure state, described by the state vector

=" cult) m) | (2.1)

where ¢,, () are the time-dependent amplitudes. An equivalent description of such a pure state
is in terms of the pure-state density operator (or density matriz),

p(t) = [W(0) ()] =Y em(t)es(t) [m) (n] = men (n] . (2.2)

mn

In the following, I will suppress the explicit time dependencies. The diagonal density matrix
elements, pm = cnCh,, can be interpreted as being the probabilities of the system to be in the
pure state |m) or, in other words, populations of states |m). The off-diagonal elements (m # n)
are the so-called quantum coherences between the states |m) and |n). The distinction between
populations and coherences obviously depends on the particular choice of basis. For instance,
one can always choose {|m)} to be eigenvectors of the density operator in which p is diagonal.
Let us now consider an incoherent ensemble of N particles of the same kind whose mutual
interaction can be neglected so that collective effects are negligible. A good example of such a
system is a statistical ensemble of atoms or photons in solar atmosphere where typical distances
among atoms are rather large compared to typical size of the atoms and the successive interac-
tions of photons can be supposed to be uncorrelated to a high degree of confidence. The density
operator of such a statistical ensemble is defined as the ensemble-averaged density operator,

P = Zp(i) = Z W}(i)> <¢(i)} = men |m> <TL| ) (2‘3)
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where -
pmn = (m[p|n) =) el (2.4)
ij

are the average density matrix elements. The important properties of the density matrix
following directly from its definition are Hermiticity,

ph=0p, (2.5)

and the normalization condition,
Trp=> pom=1. (2.6)

Density matrices contain all the measurable information about the system. The expectation
value of any quantity with the associated operator G can be obtained from p as

(G) =TrGp, (2.7)

where Tr denotes the trace operator. The density operator is a solution of the Schrédinger (or
Liouville) equation,

P = Z_[H’ p}’ (28)

where H is a Hamiltonian of the system.

Density matrix of a subsystem

Let us consider a system that consists of two subsystems, X and Y. Let {|i)} be the
orthonormal basis of X indexed by the Latin letters and let {|a)} be the orthonormal basis of
Y indexed by the Greek letters. The orthonormal basis of the state space is {|i, ) = |i) |o) }.

If we are interested only in the variables of X then we can define the reduced density operator
of X as

px = Try p, (2.9)

with the elements

(ilpx| i) =D (i,alplda) . (2.10)
The partial trace over the Y degrees of freedom, Try , allows one to deal only with the X
variables: The expectation value of the quantity Gx acting only on X variables is given by

<Gx> :TI'X Gpr. (211)

For derivation of Eq. (2.11) see Cohen-Tannoudji (1977)

An important case to be investigated is if the systems X and Y can be decoupled, i.e., the
correlation between the systems is negligible. Then the total density matrix can be decoupled
as

p=px @ py. (2.12)

If Gx and Gy are, respectively, the operators acting only on the variables of X and Y then
Eq. (2.12) implies

TI'GXGYp = TI“X GX,OX Try Gypy, (213)
i.e., the expectation value of the product is equal to the product of the expectation values.

This condition obviously holds for any number of non-correlated subsystems and it has deep
consequences for the development of the NLTE equations.
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2.3 Atom in an external magnetic field

Atomic electrons follow the laws of quantum mechanics. Depending on approximations
used in the description of the atomic state, possible presence of nuclear spin, and strength of
external magnetic fields, one can distinguish several models of atomic levels that require slightly
different treatment. This section deals with a set of models of increasing complexity which can
be usually encountered in solar atmospheric applications.

If external fields are switched off then the rotational invariance of the atomic system implies
that the common eigenvectors of the square of the total angular momentum operator, J2, of
its projection to the z-axis, J,, and of the total Hamiltonian ,H, make up an orthogonal basis
of states. This basis can obviously be used even if the symmetry is broken by external fields.
However, in such a case, the energy eigenvectors are, in general, no-longer coincident with the
angular momentum eigenvectors.

2.3.1 Spinless atom
Unperturbed Hamiltonian

We start by considering an atom with spinless electrons in an electrostatic potential field
of the spinless nucleus.! Coulomb interaction among the atomic electrons and the nucleus is
given by the unperturbed Hamiltonian,

Hozz P > Vebar =) +Z v (r, (2.14)

1<J

where p; is the momentum of i-th electron, and V&, is the mutual Coulomb potential of
electrons. The last term stands for the Coulomb potential of electrons in the nuclear field. The
electron mass is denoted by m..

In this model, the total angular momentum of electrons equals to the total orbital momen-
tum, L. The commuting operators are thus Hy, L?, and L., with a common set of eigenvectors
denoted by |aLM}) and satisfying

HO |(1/LML> = EaL |O./LML> s (215)
L*|aLMy) = L(L+1)|aLMy), (2.16)
Lz |CYLML> = ML ‘OéLML> . (217)

From now on, o denotes a set of quantum numbers describing the electron configuration.

Spinless atom in a uniform magnetic field

Let us turn a uniform magnetostatic field B on.? In order to investigate the effect of the
field, one has to define a position operator, r = ). 7;, as a sum of the position operators of
atomic electrons. The total Hamiltonian is thus given by the expression

2

H = Hy + poB - L+ |B xrl*, (2.18)

I The problem is formulated in the atomic rest frame and the nuclear mass is supposed to be infinite compared
to the electron mass.
2We use the following gauge conditions for the scalar and vector potentials: (7, t) = 0 and A(r,t) = %B XT.
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where e is the absolute value of electron charge and

_e¢h
Ho = 2mec

~9.27x 10" erg G, (2.19)

is the so-called Bohr magneton. The quantity oL represents the operator of magnetic moment
related to the orbital motion of the electrons. The third term in Eq. (2.18) is called the
diamagnetic term. It is negligible when compared to the other terms in all the solar-physics
applications. In the following, it will always be neglected.

From now on, I will use the coordinate system with the z-axis oriented in the direction
of magnetic field. This choice, though physically arbitrary, makes many calculations more
effortless.

It is easy to find the energy spectrum of the spinless atom in magnetic field: It follows from
Egs. (2.18) and (2.17) that

H ’OéLML> = (EozL + IU()BML) ‘CKLML> . (220)

We see that the unperturbed (2L + 1)-fold degenerated levels E,j, are equidistantly split by
magnetic field (the so-called Zeeman effect) as

EQLML = EaL + NOBML . (221)

2.3.2 Fine structure of levels
Unperturbed Hamiltonian

Since real electrons possess the spin s = 1/2, there is an associated magnetic moment
s
H=ple = 248, (2.22)

with each of the electrons. The quantity u. follows from the Dirac’s relativistic theory:?

eh
He =

— = 1N . 2.23
2mec Ho ( )

Since electrons move in the electrostatic field, there is an additional interaction of their
spin magnetic momentum and the electrostatic field: the so-called spin-orbit interaction. The
precise form of the interaction can be deduced from the correspondence principle and, in general,
follows from the relativistic quantum mechanics. It can be shown that the interaction potential
is proportional to the operator L-S, where § =) . s; is the total spin of atomic electrons. The
operator L-S commutes with the total angular momentum, J = L+ S, and with L2, However,
it does not commute with L. The same is true for Hy + Hg,. Thus the orbital momentum is no
longer conserved. A suitable basis of states is now |aJM) with M being a quantum number
associated with the J, operator. We have

(Ho + Hy) laJM) = E.j|aJM) , (2.24)
JlaJM) = J(J+1)|aJM) , (2.25)
J.|aJM) = M|aJM) . (2.26)

eh
2mec

3The more precise investigations lead to the expression g = ge s with g, ~ 2.0023, where g, is the

so-called g-factor of electron. In this work I will always use g, = 2.
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One can often approximate S and L as being good quantum numbers (the so-called Russel-
Saunders or LS coupling). In the LS-coupling scheme, the spin-orbit Hamiltonian is often given
by (Condon & Shortley 1935)

Hy, = ((aLS)L - S, (2.27)

where ((aLS) has the dimension of energy and determines a degree of splitting of the LS
term into the fine-structure levels with the angular momenta,

J=|L-S8|,|L—S|+1,....L+S—1,L+85. (2.28)

The eigenvectors of Hy can be found in the |« LSJM) representation. Using the fact that
L.-S = (J?— L*— S?)/2, the eigenenergies of Hy, are given by

Fars(J) = 50(@LS) [7(J 4 1) = L(L +1) — S(S + 1] (2.29)

whenever Eq. (2.27) holds. In some cases (such as in the case of helium atoms) this simple
relation cannot be applied. Even though the analysis described below can be applied with the
use of experimental values for E,s(J).

Uniform magnetic field

A new term 2u¢B - S has to be added into the atomic Hamiltonian to take into account
the interaction between the external magnetic field and atomic spin. The total Hamiltonian

becomes
H:H0+HSO+[LQB'(L+2S):H0+HSO+HB. (230)

One can find a new energy spectrum by diagonalization of the operator Hy, + Hp. After some
algebra (for details see Landi Degl'Innocenti & Landolfi 2004) one arrives at

(@LSJM |Hyy + Hp|o/L'S' ' M') =
Ooc’ 011055 00 s <CYLSJM |HSO + HB| (XLSJ’M) . (2.31)

The matrix to be diagonalized is block-diagonal with one square block per each degenerated
level (aLS, M). J is no longer a good quantum number.

2.3.3 Paschen-Back effect

In the LS-coupling scheme, the only non-zero matrix elements we get from Eq. (2.31) are
the diagonal ones,

(aLSJM |Hy + Hp| aLSIM) = Ears(J) + ptoBgrs(J)M (2.32)

where
1LJ(J+1)+5(S+1)—L(L+1)

J)=14 = 2.33
is the so-called Landé factor, and the off-diagonal ones,
(alLSJ—1M |Hyg, + Hg|«LSIM) = («LSJ M |Hy, + Hg| LS J — 1 M)
kB [(J+SH+H L+ =S+ L)+ S - L)(=J+ S+ L+1)(J*— M?) (2.34)
2J (2J +1)(2J — 1) ' '
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The unknown energy eigenvectors can be expressed as linear combinations of the |aLSJM)
basis,
laLSjM) =) " Ci(aLS, M) |aLSIM) (2.35)
J

where transformation coefficients Cf}(OzLS, M) are found by diagonalization of the Hy, + Hp
submatrices for every particular every degenerated level (aLS,M). Since the matrix with
elements (2.32) and (2.34) is tridiagonal, real, and symmetric, the C% (LS, M) coefficients can
be chosen to be real. In a common notation, the energy eigenvalues of Hy, + Hp are denoted
by Aj(aLS, M). Finally, we have

H|aLSjM) = [Eqrs + Aj(aLS, M)] |aLSjM) . (2.36)

If the magnetic field is so strong that the Hg becomes comparable to Hy, then we say that
the levels are in the so-called Paschen-Back effect regime. The ratio of magnetic and spin-orbit
interactions can be naturally quantified by the dimensionless quantity

poB

v = {@LS) (2.37)

The levels (LS, M) are degenerated and in the presence magnetic field strength of about vy &~ 1
some of them cross. This so-called level-crossing effect gives rise to an interesting phenomena in
a polarization state of scattered quasi-resonant radiation (Bommier 1980, see also Chapter 4).

2.3.4 Limiting case of weak and strong magnetic field

The general case studied in the preceding subsection is rather complicated. This procedure
can be avoided in two extremal cases in which perturbation theory can be advantageously
applied:

Zeeman effect regime

If the magnetic field is weak enough so that Hp can be considered as perturbation to the
spin-orbit interaction, i.e., v < 1, (the so-called Zeeman effect regime) then

O (aLS, M) — d;;, (2.38)
and the first-order correction to E,rs(J) is just
EW (J) = poBgrs(J)M . (2.39)

In this approximation, the angular momentum eigenvectors |aLS.JM) remain coincident with
the energy eigenvectors and no Hamiltonian diagonalization is necessary.

Complete Paschen-Back effect regime

An opposite case to the preceding is the limit of strong magnetic field, v > 1. In that case,
orbital and spin momenta precess independently around the quantization axis (i.e., around the
magnetic field direction) since they are strongly coupled to the external magnetic field rather
than to each other. Both L and S are good quantum numbers and the suitable basis is the one
composed of the vectors |«LSMMg), where Mg denotes the projection of the spin moment.
The eigenvalues of the magnetic Hamiltonian spread linearly with the magnetic field intensity
as poB(Mp + 2Mg). This strong-field limit is called the complete Paschen-Back effect regime.



Chapter 2: Elements of NLTE polarized radiative transfer 35

2.3.5 Hyperfine structure of levels
Unperturbed Hamiltonian

If the nuclear spin, I, of a given isotope is non-zero then the interaction between magnetic
moment of the nucleus and the electron shell leads to the so-called hyperfine splitting of the
levels. Since the hyperfine interaction is some three orders of magnitude weaker than is the
fine structure energy, the hyperfine splitting is often directly unobservable in the astrophysical
lines whose width is dominated by the Doppler broadening. In spite of this fact, the existence
of hyperfine splitting has important consequences for formation of the line polarization.

The nuclear spin and the total electron angular momentum J get coupled and the total
angular momentum of the atom (including the nucleus) is usually denoted by F = J + I. The
fine-structure level J is now splitted into the hyperfine components with the angular momenta

F=|J—1I|,|J—1I|+1,....J+1—1,J+1. (2.40)

A suitable basis is composed of the common eigenvectors of total angular momentum and the
Hamiltonian, |aJIF f), where f denotes the quantum number associated with the F, operator.

The most important role in the hyperfine interaction is played by the magnetic dipole and
electric quadrupole moments of the nucleus. Higher moments can usually be neglected because
the dimension of the nucleus is much smaller than is the dimension of electron cloud. The
magnetic dipole contribution reads

n  a(aJI)
E}st) -

K, (2.41)

and the electric quadrupole contribution is given by
4
E? = (o) |K(K +1) — S/ DI+ (2.42)

where

K=FF+1)—-JJ+1)—-1(I+1). (2.43)

Experimental values for a(aJI) and b(aJI) can be found in tables.

Uniform magnetic field

If the external magnetic field is turned on then one has to diagonalize the magnetic and
hyperfine-structure Hamiltonians in a way analogous to Subsection 2.3.3. The appropriate
replacements

L—JS—=1j—i,M—Ff,

have to be done, where ¢ denotes the quantum number of the states of the degenerated sub-
space corresponding to the level (a1, f). The same approximations concerning a strength of
the magnetic field can be done as long as Zeeman splitting of the hyperfine levels is smaller
than is the fine-structure splitting of the levels. If this condition is not satisfied (as it is usu-
ally the case for atomic hydrogen) then more general picture is necessary (see for instance
Casini & Manso Sainz 2005).
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2.4 Radiation field

2.4.1 Stokes parameters classically

Suppose we have a right-handed coordinate system and the monochromatic electromagnetic
wave with the angular frequency w propagating in the direction of the unit vector €. We
can define two real orthonormal vectors, e,(€2) and e,(€2), for every direction €2, which are
perpendicular to £2. The vector e, is called the reference direction vector and e, is the so-called
associated vector. One can also define a set of two complex vectors eL(£2) by

es(Q2) = % Fea(Q) +iey(Q)] (2.44)

These vectors do satisfy the following relations:

e () e () = oy, where AN ==+,
ex()-Q = 0, (2.45)
e () = —ex(),

and since they have simple spherical components, they are preferably used in theoretical deriva-
tions.

It is shown in the classical theory of electromagnetism (Greiner 1998a) that the electric
vector* of a monochromatic transverse wave is, in the plane perpendicular to €2, described by
the plane waves

E(t) = —= [E“" + Ee] (2.46)

V2
where £ is a complex amplitude of the wave. The trajectory of the tip of the electric vector
of the wave is, in general, elliptic. The so-called polarization ellipse can be described in terms
of “size”, shape, orientation, and the sense of the electric vector precession (Chandrasekhar
1960). An equivalent and more useful description is in terms of the so-called polarization
tensor (Stenflo 1994),

J=EE. (2.47)

One can relate J with the so-called Stokes parameters (Stokes 1852; Born & Wolf 1999) which,
in the basis {e,, ey}, read

I = b(Jaa + Jbb) y
Q = b(Jaa - Jbb) >
U = 0(Juy+ o), (248)
Vo= ib(Jwp — Jpa),
or, equivalently, in the basis {e,,e_},

I = b(Jey +J-),

Q = —b(Ji-+J_4),

U = —ib(Jo —J ), (2:49)

Vo= b(Jep—J_).

The constant b is a dimensionality constant making Stokes parameters of dimension of specific
intensity. An elegant relation between the polarization tensor and Stokes parameters can be

4Magnetic component of the wave is, up to a convention concerning the pseudovector direction, uniquely
determined by the electric vector. However, magnetic interactions of electromagnetic waves will be ignored in
this work because of their little physical importance for the problems under consideration.
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found by use of the 2 x 2 Pauli matrices (Stenflo 1994; Landi Degl’Innocenti & Landolfi 2004).
It is often useful to construct a formal vector of Stokes parameters

Iy I
L @

= M=l (2.50)
Iy 1%

This indexing notation is especially useful in the theory of polarized radiative transfer. The
convention for definition of Stokes parameters differs slightly from author to author. Here I
adopt the convention consistent with Landi Degl’Innocenti & Landolfi (2004).

Monochromatic waves are just a mathematical abstraction. Real electromagnetic beams
always consist of a superposition of different wave modes. In this work I only consider the
incoherent superposition of waves. For such a radiation, one can use the so-called addition
theorem for Stokes parameters which states that Stokes parameters of the incoherent beams
of radiation add together. This approximation seems to be well justified in the conditions
of solar atmosphere. A close relation of this approximation with the additivity of radiation
density matrices (cf. Section 2.2) will be pointed out in Subsection 2.4.3. In the case of quasi-
monochromatic beams, the quantities of interest in measurements are the time-average values
of Stokes parameters,

I — (I)ine - (2.51)

We say that radiation beam is polarized if (Q,U, V') # (0,0,0). If the only nonzero Stokes
parameter is I then there is no mean coherence between different polarization modes of the
ensemble of electromagnetic waves and the beam is said to be unpolarized. If the radiation is
monochromatic, it is I? = Q* + U? + V2. From the quantum-mechanical point of view, this
situation arises for an ensemble of photons in a pure state. In a more realistic case of quasi-
monochromatic beam, one always has I? > Q% + U? 4+ V2 and usually even 12 > Q? + U? +V?
because the so-called polarization degree,

V@ + U+ V2
p= 7 ) (2.52)

is typically small in the conditions of the solar atmosphere.

2.4.2 Quantization of the electromagnetic field

One can easily construct the Hamiltonian of free electromagnetic field, Hg, from the corre-
spondence principle (Mandl 1960; Greiner 1998b),

Hp=> hwa'(k,Na(k,\), (2.53)

where

k=20, (2.54)
C

is the wave vector and A is the given polarization state defined by Eq. (2.45). a(k, ) and
a'(k,)\) denote, respectively, the annihilation and creation operators of the mode (k, \). Note
that the vacuum energy, fuw/2, has been removed from the definition of Hg.

An operator of electric field can also be expressed in terms of creation and annihilation
operators,

Ep) =1/ 27;?&) [a(k, Nex(2)e*™ — al(k, A)ej(Q)e *7] | (2.55)
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where V is the volume of normalization box (Cohen-Tannoudji et al. 1997). The quantum
counterpart of the polarization tensor (2.47) or, more precisely, of the quantity bJ, is the
operator (Landi Degl’Innocenti 1983)
1 hw?
lap(k) = 1 5—5a "(k,a)a(k, ). (2.56)
The operators of Stokes parameters can be constructed in a way analogous to Eqs. (2.49). For
explicit expressions see, for instance, Landi Degl’Innocenti (1987).

2.4.3 Density matrix of radiation

One can describe the one-photon radiation field on the basis of state vectors for polarized
plane waves, |[kA) (Omont 1977). A statistical ensemble of partially polarized monochromatic
plane waves is thus well described by the density operator (cf. Section 2.2)

=> (k) [kA) (kN | (2.57)

AN

where pyy (k) is the 2 X 2 monochromatic density matrix. This density matrix is easily general-
ized to the case of multi-wavelength field by summation over the different wave vectors k. This
density matrix will be denoted by pgr. Calculation of the expectation value of the operator G
acting on the radiation field is calculated from

<GR> = TI'GRpR. (258)

The expectation value of the operator (2.56) is — up to the factor b — the classical polarization
matrix. In fact, there is a simple relation between the density matrix of radiation and the
polarization matrix (Bommier & Sahal-Bréchot 1978),

s

s = 2.
Pas = 3 - (2.59)

Approximation concerning radiation field

Radiation incoherency means that the expectation value of any quantity which is linear in
electric field is zero. One also expects that there is no correlation between states of different
occupying numbers with different energy. In the language of annihilation and creation operators
these conditions read (Landi Degl’Innocenti 1983):

Tra(k,\)pr = Tra' (k, \)pr = Tra(k, \a(k',N)pr = Tra'(k,\)a' (', \)pr = 0.  (2.60)

Also, there is no correlation between modes of different k. The only permitted correlation is
the one between different polarization modes,

Tr [a'(k,N)a(k',X)pr] =0, unless k=F'. (2.61)

2.5 Master equation

Dynamics of the system of charged particles and electromagnetic field in the Coulomb gauge
is fully described by the Hamiltonian (Cohen-Tannoudji et al. 1998)

1 9i4i
H=3 5 lpi— aAr)] + Z ( ) B(r) + Voou + Hp.  (2.62)

2m;
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The first term represents the kinetic energy of the particles indexed by i. A is the vector
potential of electromagnetic field. The second term stands for the interaction of spins s; with
the magnetic field B, and the third term is the potential energy due to longitudinal electrostatic
interaction (the Coulomb energy). ¢; and g; denote, respectively, the charge and the g-factor
of the particles (see the footnote on page 32). The last term is the free-field Hamiltonian.

2.5.1 Atom-photon interactions

For the purposes of the studies of the interaction among the atomic system in magnetic field,
radiation, and other perturbers, it is useful to reorganize the Hamiltonian (2.62) as follows

H=Hj,+Hr+ Hsp+ Hp+ Hap+ Hpp, (2.63)

where H 4 is the atomic Hamiltonian including the effect of magnetic field, is the Hamiltonian
of the atom of interest, H 4y is the atom-radiation interaction potential, Hp is the Hamiltonian
of the particle colliders (electrons, ions, ...), and Hasp and Hgp are, respectively, the atom-
perturbers and radiation-perturbers interaction potentials.

In this work, I do not take consistently into account the external degrees of freedom of
atoms. Only internal state is considered (see also Section 2.6). The interaction of the atom
with particle colliders will be discussed Subsection 2.5.7. The interaction term Hgrp will not
be discussed (it describes the effects like Thomson scattering or absorption by different atomic
species).

In solar-physics applications, one can suppose that the radiation field is weak. In other
words, the Rabi frequency is very small compared to the inverse of the life-time of the levels
(Blum 1981). Thus the perturbation theory is sufficient for description of the atom-radiation
interaction.

The state of the global system “atom + radiation” is described by the density matrix p(t).
Moreover, both radiation and atoms are supposed to be incoherent statistical ensembles as
stated above. We can express the problem in the interaction picture in which the operators
have the form

plt) = ei(HA+HR)t/hp(t)e_i(HA+HR)t/h (2.64)
ﬁA(t) _ eiHAt/hpA<t)e—iHAt/h (265)
Hap(t) = HATHRUME , poi(HatHR)/R (2.66)

where pa(t) = Trg p(t) denotes the reduced density matrix of the atomic system A. Similarly
one can define pr(t) = Tra p(t) for the density matrix of the radiation R (cf. Eq. 2.9). The
Schrodinger equation (2.8) becomes

()= [Hanl®),5(0)] (267

In the forthcoming perturbative development, we will need a formal solution of Eq. (2.67),
which is given by

ple+80) — ) = 8500 = - [ e [, 0] (2.68)

and can be rewritten after one iteration as
1 t+At 5
8ot) = g [t [fan®).500)
t

e () [ [ [, [ ae]] @)
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Our aim in this section is to find the so-called master equation for dpa(t)/dt and dpg(t)/dt,
and, consequently, the NLTE equations of the polarized problem. In contrast to time evolution
of p(t), time evolution of A, which is not isolated, reads

palt) = Tri Solt) = = S Tn [an(t). (1) (2.70)

It is not driven by a Hamiltonian operator — there is, in general, no Hermitian operator equiv-
alent to H that would determine the evolution of p4 in a way analogous to Eq. (2.8). This fact

has deep consequences for the evolution of p4: Due to the complicated term Trg [ﬁ ARs ﬁ] that

couples A to R, the evolution of A is basically a dissipative processes that makes the evolution
of A irreversible. The same conclusions can be made for evolution of R. To make the problem
trackable, we suppose the radiation field to be uncorrelated with the atomic state,

5(t) = pa(t) ® pr(t), for t>0. (2.71)

Since we want to study the interaction between the radiation field and matter, the decom-
position (2.71) is obviously somewhat inadequate. However, it is justified in the lowest-order
approximation. One can consider distinct time scales of the scattering process: The interaction
time, 7., with an incident wave whose spectral width Aw is sufficiently large is, due to the
Heisenberg uncertainty principle, of the order of Aw™!. This time is typically very short when
compared to the typical evolution time of the atom, 7', which is comparable to the lifetime
of the level, I'"!. If we are interested in the processes on the time scale 7. < At < T the
perturbations exerted by radiation on A (and vice versa) can be averaged over the time. The
system can be studied on the so-called coarse-grained time scale At. It can be shown (see
Section IV.D.4 of Cohen-Tannoudji et al. 1998) that the relative error due to decomposition
(2.71) is of the order of 7./At. For At > 7, the approximation is well justified.

Interaction potential, dipolar approximation

In the dipolar approxzimation, the interaction potential H4x can be deduced from Eq. (2.62),
Hipn=-D-E, (2.72)

where D = er is the operator of atomic electric dipolar moment, and FE is the electric intensity
of the field (Eq. 2.55, or, more precisely a superposition of possible field modes) at the position
of the nucleus.

2.5.2 Evolution of the atomic system
State of the radiation

Let us focus our attention on evolution of the atomic system A. Since there are no coherences
between radiation modes of different k, the radiation density matrix commutes with Hgr and
we have

Pr(t) = pr(t) . (2.73)
Following Cohen-Tannoudji et al. (1998) we can consider A as being surrounded by the reservoir
of radiation R with a huge “heat capacity” so that there is no macroscopic modification of R

due to its interaction with A (this is the so-called no back-reaction approrimation). We may
also assume that R is in a stationary state, dpr/dt = 0, hence

pr(t) = pr(0) = pr, (2.74)
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and one can write
p(t) = pa(t) ® pr. (2.75)
Moreover, it follows from Egs. (2.72) using Eq. (2.60) that

Trr Hag(t)pr =Y D,TrE,pr=0. (2.76)
Coarse grained rate of evolution

Evolution on the coarse grained scale can be obtained from Eq. (2.69) by applying the
partial trace operator over the radiation degrees of freedom. Using Eq. (2.75), we get

A[Zl;t) _ Ait (%)Q/tﬁmf dt’ /tt, dt"Trp [ﬁAR(t,), [I:IAR(t”),ﬁA(t) ® pRH . (2.77)

We have replaced pa(t”) — pa(t) which allows us to get the lowest-order approximation to the
solution. Note that the first term on the r.h.s. of Eq. (2.69) vanished due to Eq. (2.76) and
only the second order term remained.

Apa/At is the so-called coarse-grained rate of variation of p4. By averaging over the short
(7.) interactions during the coarse-grained time At we lose the chance to study the history of the
system. The evolution of the state is, in this approximation, determined by the instantaneous
state p4(t) and not by the past evolution: We have the Markov process.

Atomic master equation

Without going into technical details,® it is worth to note the following: The quantities that
appear in the commutators in Eq. (2.77) are bilinear in the electric field, i.e., either of the form
prEX)E{") or prE(t")E(t'). Traces of such quantities over the radiation degrees of freedom
leads naturally to the definition of the so-called two-time average functions g(7) dependent only
on the time difference 7 = ¢’ — ¢” and having a narrow peak about 7 = 0. For |7| > 7. the
two-time average functions drop rapidly to zero due to destructive interferences of the complex
exponentials of different modes of the field. The integrations in Eq. (2.77) can be replaced by

t+At t At t+At
/ dt’ / dt" — / dr / dt’ (2.78)
t t 0 t+1

and the upper limits of the integration over 7 can safely be extended to infinity. The lower
bound of the integration over ¢ can be extended to ¢. In fact, the transition At — oo must
be understood as follows: The condition At > 7, allows to extend formally the integration
to infinity because there is always a negligible contribution to the integral from the (At, o)
interval if At > 7.. In the same time, the condition At < T has to be satisfied as stated above.
This condition allows us to approximate the coarse time derivatives by differences.

Let us now consider the basis {|a)} of H, eigenstates, Hu|a) = E, |a). Expansion of the
commutators in Eq. (2.77) leads to the equation (omitting the index A in p4)

- 2 el t)ell) (2.79)

°For the derivations and discussion of all the expressions see Cohen-Tannoudji et al. (1998).
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where 44 cq(t) is the double time integral of the combination of the two-time average functions
of 7 and the bilinear terms in the atomic dipole operator D (cf. Eq. 2.72); all divided by At.
The integral over ¢’ can be easily evaluated: The atomic terms are proportional to e!(“Was—wea)t’
where

E,— E,
wij = Tj s (280)
is the Bohr frequency between the states |i) and |j). The integral over ¢’ is thus
At ( :
li dt/ i(wab—wea)t’ ) b — We gz— 2.81
Jim t e T (Wap — Wea) + 1 s (2.81)

where 0 is the Dirac delta-function and & is the Cauchy principal value. Finally, fom dr = At,
which cancels out with the difference At in the denominator.

Replacement A/At — d/dt and transition from the interaction picture to the Schrodinger
picture gives the master equation for atomic system in the form

dpab<t)
dt

= _iwabpab(t) + Z Ralﬂ—cdpcd(t) ) (282)

cd

where R4y are the time-independent coefficients. The first term on r.h.s. of Eq. (2.82)
represents a free evolution of py,. This term is responsible for modification of the coherences
due to magnetic field and gives rise to the so-called Hanle effect, i.e., modification of atomic
coherences and, consequently, modification of the polarization state of the emitted radiation
(Hanle 1924). Obviously, this term is zero if levels |a) and |b) have the same energy. The
coefficients Rqpq describe the rates of electric dipolar transitions of the atom due to its
interaction with real and virtual photons. All the non-vanishing rates are proportional to a
square of the reduced dipolar moments, | (m ||D|| n) %, i.e., to the line strengths or Einstein
coefficients A, B. Magnitude of these rates is of the order of the inverse lifetime of the levels,
ie, [ ~T7 %

Some of the coefficients R, .q vanish due to the so-called secular approximation: Taking
into account a finite width of the levels (which cannot be directly revealed by the lowest-order
perturbation theory), coupling of the coherences p,, and peg With |wep —weq| > At~ disappears
in the integral over ¢’ due to the destructive coherence of the complex exponentials. Moreover,
if |wep — wea| > T7', the coupling is also negligibly weak because |Rap—ca| ~ T'. Since
T > AT, the coupling will also vanish if |w., — weq| ~ At~1. The secular approximation can be
understood as a consequence of the Heisenberg uncertainty relation between time and energy
as pointed out by Bommier & Sahal-Bréchot (1991).

2.5.3 Equations of statistical equilibrium

It is useful to rewrite Eq. (2.82) in the form highlighting a physical content of the coefficients.
To this end, one usually introduces the rates T4, Tg, Ts and R4, Rg, Rg for coherence transfer
and coherence relaxation respectively (Landi Degl'Innocenti 1983). The indices A, E, and S
denote, in this order, absorption, emission, and stimulated emission processes. Dropping the
explicit time dependencies, Eq. (2.82) becomes

dpab
dt

= —1WabPab + Z TA(CL, b; ¢, El)pﬂ' + Z [Ts(aa b; u, u/> + TE(CL7 b; u, U/)] Puw’

Y w,u’

— Z [Ra(a,b;n',n") + Rs(a,b;n',n") + Re(a,b;n’,n")] ppmr . (2.83)

n,n’
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As indicated by the indices ¢ and u, the first and the second summation is performed only
over lower and upper levels respectively relative to p,,. On the other hand, in the relaxation
sums, the coherences p,,» and p,, pertain to the same manifold of levels with possibly non-
negligible coherences. The relaxation rates are themselves defined as a summation over the
optical transitions to the lower and upper levels relative to pu (pnn). Egs. (2.83) are the
so-called statistical equilibrium equations (ESE). The equations of statistical equilibrium have
been previously formulated by Bommier & Sahal-Bréchot (1978) in order to study the Hanle
effect

Explicit expressions for T4 g ¢ and R4 g s can be found in Landi Degl’Innocenti (1983). For
some particular cases they will be given and analyzed in the following chapter. Here we limit
our discussion to the qualitative analysis of their dependence on the radiation field.

The rates for spontaneous emission, Tr and Rg, do not depend on the incident radiation.
The rates for absorption and stimulated emission, on the other hand, are proportional to the
angle- and frequency-averaged polarization matrix,°

I.g= / g/dw I,5(k)P(wy —w), (2.84)

where ®(wy — w) is a phenomenological complex profile introduced by Landi Degl'Innocenti
(1983) and used in the lowest-order theory instead of the profiles (2.81) in order to overcome
the impossibility of the theory to deal with the natural broadening of the levels. The real
part of the profiles is determined by the lifetime of the levels. The imaginary part contains an
information on the Lamb shifts of the levels. However, this information can be formally included
into the atomic Hamiltonian, H 4. The frequency wy denotes a particular Bohr frequency of the
transition.

2.5.4 Flat-spectrum approximation

It is important to highlight the inconsistency of the 2nd order perturbation method de-
scribed so far. The problem of finite width of the levels can be solved by introduction of the
phenomenological profiles ®(wg — w). In fact, there are often different Bohr frequencies for
transitions between different coherences making up the upper and lower manifolds of a given
spectral line. These differences cannot be properly taken into account in our approximation
of the matter-radiation interaction if the radiation is not spectrally flat across the frequency
interval Aw much broader than the frequency separation of the levels in coherence. In such a
case the oscillations of atomic coherences known as quantum beats appear (Blum 1981). This
phenomenon cannot be correctly described by the present theory.

The flat-spectrum approrimation states that the incident radiation has to be spectrally flat
across the frequency interval larger than the Bohr frequency between the non-degenerated levels
involved in a coherence. Moreover, it must be spectrally flat over the frequency interval much
larger than the natural width of the levels.

In the NLTE problem, one has to deal with subsequent scatterings of the photons in a given
spectral line. Since the medium is not optically thin, the line formation process itself leads to
a non-flat character of the spectrum. The flat-spectrum approximation can be fully satisfied
in the case that the upper and lower levels of the line are degenerated. In fact, this situation
is rarely met in the magnetized solar atmosphere. Another possibility is that there are no
coherences at all. Such a situation can be found in the problems with cylindrical symmetry (cf.
Chapter 5) and in the situations in which the magnetic field or collisional depolarization are

6The factor (wp/w)? in the integrand has been approximated by 1.
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strong enough to destroy the coherences. However, coherences between non-degenerated levels
often appear both for Zeeman sublevels of given J-level and for the crossing fine- and hyperfine
structure levels. Fortunately, the Doppler width of typical lines in the solar atmosphere is much
larger than their natural width, hence the thermal motion leads to redistribution of the line-
core photons and the spectrum can be often considered to be flat across the frequency interval
comparable to natural width of the line.

An important property arising out of Eqs. (2.83) is the fact that the larger is a separation
of the levels, the smaller is their mutual coherence. For example, if the magnetic field is so
strong that Zeeman splitting of the level is larger than its natural width — so that it could
be potentially comparable to the Doppler width — the Zeeman coherences vanish due to the
secular approximation. The same rule applies to the well separated fine structure levels. If the
coherence between the levels is negligible, the flat-spectrum approximation is automatically
satisfied. That is the reason why it is useful to define different approximations depending on
the complexity of the manifolds of the coherences (see Subsection 2.5.6). Attention must be
paid to case of “intermediate splitting” and to some special multiplets in which coherences play
a significant role despite a large separation of the levels (such as in the case of sodium).

The flat spectrum approximation is analogous to the complete frequency redistribution ap-
proximation (CRD) of the unpolarized radiative transfer theory. The present multilevel theory
cannot give correct results for the lines for which the effects of partial frequency redistribution
(PRD) are important. This can be especially the case of strong resonance lines with well de-
veloped wings. While the radiation is incoherently redistributed in the Doppler core, coherent
scattering may actually be important in the wings. There are attempts to incorporate the PRD
effects into the polarized radiative transfer theory. The models restricted to the case of two-level
atoms and based on the master equation theory have been developed in the past (Bommier
1997a,b). A heuristic approach to a multilevel solution of the PRD problem has been presented
by Landi Degl'Innocenti et al. (1997). There is also a multilevel approach based on the master
equation theory by Bommier (1999), but a consistent and useful framework is still missing.

2.5.5 Radiative transfer equation

The derivation of master equation for the density matrix of radiation or radiative transfer
equation (RTE) can be done in a way analogous to the derivation of ESE. In the case of RTE,
one considers a radiation mode R as a small system weakly coupled to an ensemble of atoms A.
Now the atoms play the role of a reservoir with huge heat capacity, unaffected by interaction
with R. The quantity of interest is indeed the operator I,z(k).

The density matrix of radiation is still supposed to have no coherences between the modes of
different energy, [pr(t), Hr] = 0, so that pg(t) = pr(t). But now dpg(t)/dt # 0. On the other
hand, the atoms are now assumed to be in a stationary state, dpa(t)/dt = 0, hence pa(t) = pa.
The decoupling condition for the density matrices,

p(t) = pa @ pr(t), (2.85)
now holds.
The transfer equation for radiation gives a variation of the mean polarization tensor,
d{Zas(k))
’ 2.86
P (2.86)

(or, equivalently, the Stokes parameters) along the ray path parametrized by the geometrical
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length s. Since the radiation propagates with the velocity ¢, we have’

d 1d 1d 1 d

1 Has(k)) = == (Las(k)) = —=Trp [Las(k)pr(t)] = —Tip {]a,@(k)amz(t)} - (287)

The master equation for radiation, dpg(t)/d¢, can be derived in a way similar to the derivation of
dpa(t)/dt. The first derivation of the general polarized RTE was presented by Landi Degl’Innocenti
(1983). A detailed derivation of the equations using the master equation formalism can be found

in Bommier (1991). We will not go into technical details and we only write down the resulting
transfer equation for polarization tensor expressed in the basis {e,} for a pencil of radiation
propagating with a wave vector k,

d

3 Las(k)) = = Z [9e (L (k)) + g5, (L (K))]
+ ; (e (L (B)) + i Tn(R)] + 5 s+ Fa), (2889)
where
oy = Z—;N Z/(D - €a)mn(D - €5)nrmPrn ®(Wynn — W) (2.89)
hay = %Nmi<D-ea>mn<D-e;>mnpmfm¢><wm—w>, (2.90)
fog = %hw. (2.91)

As in ESE the delta-function profiles have been replaced by the the phenomenological complex
profiles ®. The quantity A denotes the volume density of atoms and it appears in the equations
in order to take into account a number of atoms in the normalization box V of the radiation
field.

The physical meaning of the individual terms in Eq. (2.88) is as follows: The first term
represents an absorption of the photons by excitation from the coherence p,,, to the upper
level |m). The second term represents the process of stimulated emission from the coherence
Pmrm to the lower level [n). The last term represents the creation of photons due to spontaneous
emiISSLON.

The Bohr frequencies wy,, in Eqgs. (2.89-2.91) are modified by the Zeeman effect. Shifts of
the individual profiles are especially important for development of the antisymmetric Stokes-V'
signal. If the external magnetic field is weak enough so that Zeeman coherences can survive
(Hanle effect) and, in the same time, Zeeman splitting is strong enough for emergence of the
Stokes-V signal, we speak about the Hanle-Zeeman regime. It is worth to say that while Zeeman
effect leads to shifts of the transition profiles, Hanle effect is a dynamical mechanism related to
time evolution of the levels. The joint action of these two effects provides a very general tool
for analysis of the physical conditions in the solar atmosphere.

Eq. (2.88) can be easily transformed into the transfer equation for the set of Stokes parame-
ters (Landi Degl’Innocenti 1983). In such a form one can identify several physically important
phenomena that will be addressed in Section 2.6.

"Note that we consider only stationary models. In the general case, one would use d/dt — 8/0t + cd/ds.
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2.5.6 Particular models, spherical statistical tensors

An incoherent ensemble of identical atoms in solar plasmas can be described in terms of
mean density matrices (cf. Section 2.2),

pPA = Z/)Amn |m> <n| ) (2-92>

where |m) is the vector of a particular basis associated with a model of levels introduced above
(for example |aLSJM) in the case of multiterm atom in LS coupling). We say that atom
is polarized if there is an imbalance of population of the Zeeman sublevels and/or there are
coherences among them. It follows from Eqs. (2.83) and (2.88) that atomic polarization is
intimately related to the polarization of absorbed/emitted radiation.

The so-called standard representation of atomic density matrix in the dyadic basis of opera-
tors |aJ M) (aJ'M’| is usually replaced by the the so-called basis of spherical statistical tensors
or the basis of irreducible tensorial operators (ITO) (see Appendix B for details). In this basis,
the transformation rules under rotation are significantly simpler than in the standard basis,
and the physical interpretation of the density matrix components is more straightforward.

Following Landi Degl’Innocenti & Landolfi (2004), it is useful to define several models de-
pending on whether there are coherences between fine structure levels or not, whether there is
a hyperfine splitting of the levels, and depending on the intensity of external magnetic field:

1. Multilevel atom in the Zeeman effect regime. This model can be used if I = 0 and if all
the coherences between different J-levels can be neglected due to secular approximation.
Magnetic field is supposed to be weak, v < 1, so that the first-order perturbative Zeeman
splitting can be used. The effect of profiles separation can be often neglected. If there
is no illumination by circularly polarized light, such a model can be relatively easily
implemented for only the subset (I,Q,U) of Stokes parameters and be used for studies of
many lines in the Hanle effect regime. The natural basis for construction of the multilevel
density matrix is |aJM). The density matrix elements taken into account in the multilevel
model read in the standard representation

plaJ M, aJM'). (2.93)

The multipole moments of p are
po(a). (2.94)

2. Multiterm atom. 1t is more complicated model than the multilevel one in which one takes
into account possible interferences between the different J-levels of the same term. Again,
I = 0. Any limitation on magnetic field intensity is removed® and the atomic Hamiltonian
has to be diagonalized in order to find new energy spectrum and the transition coefficients
C’ﬂ. Separation of the absorption/emission profiles is generally taken into account so that
this model is suitable for modeling of the joint action of Hanle and Zeeman effects in
the full set of Stokes parameters. The density matrix elements read in the standard
representation

p(aLSIM,aLSJ M'), (2.95)

and in the representation of spherical tensors,

po (LS J,aLSJT'). (2.96)

8However, different atomic terms have to remain well separated.
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3. Multilevel atom with hyperfine structure. Coherences between different J-levels are negli-
gible but there is a nonzero nuclear spin, I # 0, leading to the hyperfine splitting of the
levels. The situation is formally analogous to the multiterm case. The role of the aLS
terms is now played by levels a.J, the role of total angular momentum, J = L + S, is
now played by F' = J + I. Diagonalization of the Hamiltonian has to be performed in
order to take into account the effect of mixture of different hyperfine levels. The density
matrix elements taken into account in this picture read in the standard representation

plaJIFf aJIF'f'). (2.97)
The multipole moments of p then read

po(aJIF,aJIF"). (2.98)

All the models listed above can be treated in a unified formalism that will be developed
in the following chapter. Even more general models can be considered (such as the multiterm
atom with hyperfine structure, see Casini & Manso Sainz 2005).

2.5.7 Collisions

So far, we have ignored the effect of collisions of the atom with other atmospheric particles
except photons. In fact, collisions with neutral or charged perturbers are known to play a
significant role in the formation of spectral lines. Moreover, in polarization studies, a new
problem of collisional (de)polarization arises. The theory of collisions and collisional broadening
is quite complex and here it is only possible to point out some of the most important results
for the line polarization.

We suppose that all collisions are very short in time in the sense that one can apply the im-
pact approximation. Hence collisions can be decoupled from the interactions with the radiation
field. The radiative and collisional rates can be simply added together in the equations of statis-
tical equilibrium. This approximation is usually well satisfied in the solar atmosphere (see the
discussion of Bommier & Sahal-Bréchot 1991). Similarly, the profiles of transitions should be
modified in order to take take into account the shortened lifetime of the levels due to collisions.
However, more complicated line broadening effects (such as in the case of hydrogen) cannot
be correctly described within the impact approximation. We usually do not take into account
the effect of external magnetic fields on the collisional rates (Landi Degl’'Innocenti & Landolfi
2004).

Collisional transitions do not obey as strong selection rules as the optical transitions do. One
often needs to take into account not only collisions with thermal electrons but also the collisions
with other complex species, especially with neutral hydrogen. On the other hand, there are
usually strong geometrical constraints limiting the collisional processes that make the problem
tractable: The velocity distribution of particles is often isotropic and can even be, to a high
degree of confidence, approximated by the Maxwell-Boltzmann distribution (Jefferies 1968;
Mihalas 1970). The rotational symmetry then imposes strong limitations on the collisional
rates between different multipoles of the atomic density matrix. A general rule states that
isotropic processes lead to decrease of atomic polarization. This indeed applies to the case of
isotropic collisions, hence the term collisional depolarization. However, there are also examples
of processes in stellar atmospheres in which anisotropic velocity distributions of colliders play
a role. Such anisotropic collisions can result in creation of atomic polarization (see below).

We can basically distinguish the two kinds of collisions:
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Inelastic collisions

which involve transfer of energy between the collider and the atom. Depending on whether
atom is left in a state with higher or lower energy after the collision, we can distinguish between
exciting and deexciting collisions respectively (or inelastic and superelastic collisions). Inelastic
collisions play a significant role in the NLTE line transfer since they couple the density matrix
to the local thermodynamical properties of the medium. The weaker the inelastic collisions
the stronger the NLTE effects. Physically this is due to reduction of the information transfer
through the medium by radiation: If the radiatively excited state is deexcited by a collision, the
information transfered from the non-local sources is dissipated into the local thermal energy of
the medium. On the other hand, if scattering terms are dominating, collisional destruction of
the photon is unlikely and the information can spread out through the extended regions of the
atmosphere giving rise to the NLTE effects. Departures from the Saha-Boltzmann equilibrium
populations can be rather significant. The main contribution to the collisional (de)excitation
rates in the solar atmosphere comes from collisions with the thermal electrons.

Elastic collisions

do not involve transfer of energy between the perturber and the atom and do not lead to
complete destruction of the information transferred from different parts of the atmosphere.
However, the state of the atom is modified by the elastic collision since it involves transfer
of coherences between different Zeeman sublevels. Elastic collisions are highly responsible for
collisional depolarization of the lines. In this sense, elastic collisions also couple the density
matrix to the local plasma conditions which leads to a reduction of the information transferred
by radiation from point to point. In some cases, elastic collisions can significantly affect pop-
ulations of the levels (see Section 10.7 of Landi Degl’Innocenti & Landolfi 2004) Typically, the
main contribution to the collisional depolarization rates comes from the collisions with atomic
hydrogen (in the case of the lines of the second solar spectrum) and with electrons and protons
(in the case of ion forbidden lines of the corona and hydrogen lines of solar prominences and
flares).

Particular case of hydrogen

Neutral hydrogen atom is the main constituent of the solar atmosphere. It has somewhat
exclusive status in the polarization studies, since its levels show high degree of accidental
(quasi)degeneration. The fine-structure levels of the given Bohr level n (i.e., the levels nlj and
nl’j’ in common notation) are very close to each other; not mentioning the hyperfine splitting.
A typical separation of the fine-structure levels is of the order of 107 to 107°eV for small n.
Radiative transition between such levels is of negligible importance but it can be shown that
collisional transitions induced by electrons and especially by protons play a significant role in
the depolarization process (Bommier et al. 1986). Since the thermal energy of the perturbers
is orders of magnitude above the transition threshold, the most efficient transitions are the
dipolar ones, nlj — nl+17’. Strictly speaking, these transitions are inelastic but they have a
depolarizing effect in first place. As such, they are also called the depolarizing collisions.

Isotropic collisional rates

As for the radiative interactions, there are both coherence transfer and relaxation rates for
collisions that enter ESE. These rates can be derived using the master equation theory by con-
sidering an appropriate interaction potential Hap in Eq. (2.63). Example of such calculations
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in the semiclassical approximation can be found in Bommier et al. (1986); Sahal-Bréchot et al.
(1996); Derouich et al. (2005).

Let us now assume the Maxwellian velocity distribution of multilevel atoms and colliders.
Ignoring the radiative transitions, one can write for the evolution of the atomic density matrix
due to collisional processes,

d
e Klad) = Z aJ — apJy)pgy (e Jy)
agdy
+ > ad « a,J)pS (@ d,) (2.99)
oy Juy
- (ZC’ (o Jy — aJ) —i—ZC (apJy +— aJ) + DE (aJ)) po (),
audu aydy

where C’}K) and C’éK) denote, respectively, the inelastic and superelastic contributions to coher-
ence transfer from lower (ayJ;) and upper («,J,) levels. Similarly, the rates C}O)(O@Ju —alJ)
and Cé0)<agjg « aJ) denote, respectively, the relaxation rates of the coherence pfj(a.J) to the
upper and lower levels. The coefficient DY) (a.J) denotes the collisional depolarization rate of
pg (a]) due to elastic collisions. Obviously DO(aJ) = 0.

The multipole expansion of the density operator has been used in Eq. (2.99) because the
collisional part of ESE has so extremely symmetric form independent of rotation of the reference
frame: Due to symmetry of the interaction, only the multipoles of the density matrix with the
same K () are coupled by collisions and the same collisional rate applies to all the ()-coherences
of given rank K. The structure of collisional part of ESE is thus very simple.

There is a general relation connecting the inelastic and the inverse superelastic rates that
comes from very principle of detailed balance (Derouich et al. 2007),

[Jz} EauJu_EaéJZ

CY agdy — ) = ge Y (audy — andy) (2.100)

Calculation of the inelastic rates requires an integration of the cross-sections o (o, J,, < apJp, v)
over the relative velocity distribution f(v) of the colliders and atoms (i.e., the Maxwell-
Boltzmann distribution in our case). The zero-rank multipole of the rate due to electron
collisions can be obtained as easily as

C}O)(oquu —aydy) = Ne/a(oquu — ayJy,v)uf(v)do, (2.101)

where N, is the electron volume density. Calculation of the rates of higher ranks is less straight-

forward. In some case, however, relatively simple estimates for C’}K) can be made (see Ap-
pendix 4 of Landi Degl’'Innocenti & Landolfi 2004).

Anisotropic collisions and impact polarization

If the velocity distribution of particles is anisotropic, the symmetry of the interaction ap-
pearing in Eq. (2.99) is broken. Different ranks of levels can be coupled by collisions and
these interactions can even lead to creation of atomic polarization. This effect is known as the
so-called impact polarization.

The problem of impact polarization will be studied in more detail in Chapter 5 in the
particular case of impact polarization of hydrogen levels in solar flares. Here, we only point
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out that creation of level polarization by inelastic collision is simply due to velocity-vector
dependence of transition cross-sections o(o/J'M' «— aJM,v) leading to an uneven population
of the Zeeman sublevels.
In order to account for general velocity distributions, one has to introduce te more general
collisional rates of the form
CEH (T —ald), (2.102)

for both coherence transfer and relaxation.

2.6 NLTE problem of the 2nd kind

In the impact approximation, radiative and collisional rates can be simply added together.
The statistical equilibrium equations in the most compact form thus become

d

&pab = Z abpgPpq (2.103)
pq
where
Ha(y_pq == iéapébqwabpab + Rab<—pq + Cab<—pq . (2104)

is the total transition rate. The symbols Rgp—pq and Cqppg denote, respectively, the total
radiative and collisional rates of the ab < pq transition.
In this work, I only suppose the steady-state models. Thus the condition

d
P =0 (2.105)

is satisfied and the system of differential equations (2.103) is reduced to the system of linear
algebraic equations,

> Tappgppg = 0. (2.106)
pq

Since det IT = 0, one has to close the system by replacing one of the equations by the normal-
ization condition (2.6).

The radiative transfer equation for Stokes parameters can be deduced from Eq. (2.88) and
written in the compact form

S Ik) = (k) K(R)I(K) (2.107)

where (dropping the dependence on the wave vector)
€Q
J = ) (2.108)

is the formal vector of spontaneous emission, and

K=K"'-K~, (2.109)
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is the so-called 4 x 4 propagation matrix. It consists of the absorption part, K4, and the
stimulated-emission part, K°. The general form of the propagation matrix is

nr nNe Nu nv
Nnu —pv N1 PQ
v pPu  —pPQ NI

where n; = nt — 0P, p; = pt — p?. Explicit expressions for ¢, 7' and 1y can be deduced from
Egs. (2.89-2.91) and can be found in Landi Degl'Innocenti (1983). Their form in the particular
models of atomic levels and magnetic field strength will be discussed in the following chapter.

One can identify several interesting features in the propagation matrix: (1) The coefficient
1 is equivalent to the absorption coefficient of the standard theory of 1st kind, i.e., the NLTE
problem with polarization neglected. The diagonal part of K is thus referred to as the ab-
sorption matriz. (2) The part of K involving only first row and first column (excluding 7;
coefficient) is the so-called dichroism matriz. It is responsible for selective absorption of dif-
ferent polarization states. (3) The antisymmetric submatrix of p’s is the so-called dispersion
matriz and is responsible for dephasing of the different polarization states.

Egs. (2.106) and (2.107) form a system of coupled equations defining, along with the bound-
ary conditions, the so-called NLTE problem of the 2nd kind (Landi Degl’Innocenti 1987), i.e.,
the NLTE problem including the line polarization phenomena. One has to find the atomic
density matrix throughout the atmosphere which is consistent with the solution of RTE and
given boundary conditions. The system is basically nonlinear and nonlocal (Trujillo Bueno
1999, 2003). The density matrix in every point is determined by the local radiation field
which itself is determined by the density matrix in every point of the medium through the
radiative transfer equation. One has to take into account proper collisional rates and the
magnetic field vector which is spatially dependent. It follows that one needs, in general, to
diagonalize the Hamiltonian in every point of the atmosphere and to take into account differ-
ent orientation of the magnetic field vector which complicates the choice of the local reference
frame (the effect of turbulent fields is not discussed in this work). Solution of such a sys-
tem is nontrivial task that requires advanced numerical techniques such as those developed
by Trujillo Bueno & Manso Sainz (1999); Manso Sainz & Trujillo Bueno (2003a). For a simple
analytical analysis see the next section. In realistic applications, one usually has to extend
the problem by taking into account the bound-free radiative and collisional transitions and the
effect of continuum opacity. These processes can be easily incorporated into the present theory
but they are left apart here to keep the formalism simple. The problem here was even more
reduced by ignoring all the magnetohydrodynamical contexts which define the atmospheric
model.

Doppler broadening

The radiative transfer coefficients and the coefficients of the radiative rates have been derived
in the rest frame of the atom. As indicated in Subsection 2.5.4, in real atmospheres there is
always a thermal motion of the atoms leading to redistribution of the radiation in the line
Doppler core. In general, one needs to take into account a dependency of the density matrix on
the atomic velocity (cf. Sahal-Bréchot et al. 1998, and references therein). However, it is often
possible to suppose that the external and internal degrees of freedom of the atom are decoupled
in the way that one only needs to consider one density matrix for internal degrees of freedom
of the whole ensemble. Since we do not consider any macroscopic motions of the medium
and velocity distribution of the atoms is supposed to be Maxwellian, we have to replace the



Chapter 2: Elements of NLTE polarized radiative transfer 52

complex profiles ® in Egs. (2.107) by the convolution with the local Gaussian profile. Resulting
absorption/emission profile is thus the Voigt and Faraday-Voigt profile for real and imaginary
part of @, respectively (Mihalas 1970; Landi Degl’Innocenti 1983).

2.7 A generalized /e-law

This short section is an extract of the paper by Stépan & Bommier (2007), from now on
referred to as Paper I. The entire paper can be found in Appendix C. Here, I only point out
the key ideas that can demonstrate a partial analytical solution of a simple NLTE problem.

The NLTE problem can be solved analytically to some extent. The well-known /e-law for
a two-level atom is one of the rare examples of such solution (Avrett & Hummer 1965; Mihalas
1970). It connects a surface value of the line source function, S = €/7, to the common photon
destruction probability e (Mihalas 1970). The law was generalized for the case of polarized
radiation by Ivanov (1990) who found a relation in a closed form between the destruction
probability and the surface value of the source function tensor. The model considered was the
non-magnetic, plan-parallel, semi-infinite, and homogenous atmosphere. The lower atomic level
with angular momentum j was supposed to be unpolarized and stimulated emission from the
upper level j° was neglected. These approximations simplify the NLTE problem significantly.
In particular, the problem becomes linear. A further generalization of the y/e-law accounting
for a homogenous magnetic field was found by Landi Degl'Innocenti & Bommier (1994).

In our work, we have used the idea of unphysical terms (cf. Frisch 1999), eg , introduced
into ESE in order to derive the simple analytical formulas for the surface value of the source
function tensor,
20y 25 +1

& AT
The unphysical collisional terms we add into ESE are analogous to the nonthermal collisional
rates in realistic situations. Note however that generalization to a realistic case would involve
collisional coupling of different multipoles of the upper level; such a problem would no longer
be linear. However, such a generalization can be, in addition to the academic interest, useful
for testing of the accuracy of the radiative transfer codes intended for solution of the NLTE
problems with the presence of non-thermal collisional processes (for instance in the impact
polarization studies of solar flares). The interest of our approach in contrast to the approach
of (Frisch 1999) is not only to provide the handy closed-form formulas but also to connect the
unphysical collisional terms to the realistic problems of impact polarization. An example of
application can be the nonthermal excitation of 1s—2p transition of hydrogen by anisotropic
electrons. In this case, elastic collisions are negligible and the collisional coupling of the level 2p
with the metastable level 2s can be formally treated as the depolarization term (for a motivation
see Vogt et al. 1997).

The numerical interest arises from fact that in the realistic atmosphere models, it is usually
1SY| > |Sg |, while the unphysical terms can be used to amplify the higher-rank components of
the source tensor.

One can introduce the dimensionless parameter of depolarization rate,

Sh = (2.111)

DEK)
5 = : (2.112)
Ay
and the irreducible tensor which plays the role of generalized photon destruction probability,
CEIS

Ajj
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where (C7};)§ is the de-excitation rate of the upper multipole p(j'). In the case of thermal

collisional rates (ef; = dxodgo), negligible depolarization (%) = 0), and zero magnetic field,
one recovers the y/e-law in the form

€
1+¢€

VIS0 + 83(0)° = | [ ——Be = VB, (2114)
which is the result derived in different notation by Ivanov (1990). Here Bp is the Planck
function. If collisional depolarization is strong enough to destroy upper level polarization, one

obtains
€

1+¢

S0(0) = Bp = VeBp, (2.115)
which is the common y/e-law of the unpolarized theory. A general result is expressed by Eq. (23)
of Paper I.

In the following, I will neglect the effect of magnetic field; it is not necessary, but the expres-
sions would become too complicated. In particular, let us assume an example corresponding
to the relative velocity distribution of particles axially symmetric with the axis of symmetry
parallel to the vertical of the atmosphere. The process can thus be described by only the first

two even multipole moments. Setting €) = €5 = € leads to

6/

VIS30)2 + 300 = VT (2116)

where Wy = [wJ(?J)]Q is the coefficient defined by Landi Degl’Innocenti (1984).



Chapter 3

Iterative methods for the NLTE
problems of the second kind

3.1 Introduction

This chapter deals with the iterative methods for a solution of the NLTE problems of the
2nd kind. The polarized NLTE models — being a generalization of the 1st kind problems —
share many characteristics with the standard unpolarized case: The problems rely on ESE and
RTE. The structure of equations is formally similar in both cases even though the polarized
equations are generally much more complicated. A computation complexity is certainly higher
in the polarized case but the convergence rate is driven by the same physical principles behind
the propagation of photons in optically thick media. In contrast to the unpolarized case, the
polarized NLTE equations usually contain complex quantities. Instead of just level populations,
a state of the polarized multilevel atoms has to be described in terms of quantum mechanical
density matrix. From a numerical point of view, lot of attention has to be paid to a particular
model of the atomic levels. Different equations are employed for different pictures of levels and
different strength of the external magnetic field. (Hyper)fine-structure interferences can play
a significant role along with the Zeeman coherences. The new degree of freedom of radiation
— polarization — gives rise to the vector RTE (2.107) for the set of four Stokes parameters.
Coupling of different Stokes parameters due to dichroism and dispersion requires a special
treatment in formal solvers.

This chapter extends the previous multilevel methods developed by Trujillo Bueno (1999)
and Manso Sainz & Trujillo Bueno (2003a) by inclusion of level-crossing coherences within a
quite general picture of atomic levels.

The aim of this chapter is to develop a simple notation for the 2nd kind problems suitable
for a derivation of the iterative scheme and useful for a numerical implementation in the same
time. In a later part of the chapter, I introduce a modification of the so-called operator-
splitting technique that can be used for the development of a general Jacobi iteration scheme
suitable for solution of the transfer problems involving atoms in the Paschen-Back effect regime.
The methods described in this chapter have been partially presented at the Solar Polarization
Workshop 5 (Stépan 2008). The paper can also be found in Appendix D.

Outline of this chapter is as follows: Section 3.2 introduces some of the general aspects of
numerical iterative solution of the NLTE problems. The basics of the preconditioning strategy
of numerical linear algebra is recalled and it is connected to the radiative transfer problem in
the optically thick medium. Discretization of the continuous models and the question of choice
of a suitable reference frame is presented. In Section 3.2, I introduce the notation suitable for
a numerical solution of the NLTE problem of the 2nd kind disregarding a particular atomic

o4



Chapter 3: Iterative methods for the NLTE problems of the second kind 55

picture. I expand the radiative rates of ESE in terms of the average profile tensors of radiation.
The radiative transfer coefficients of RTE are also decoupled with respect to atomic multipoles.
The definition of the “decoupling matrices” in Subsection 3.3.3 opens a convenient way for
efficient implementation of the formal solvers. The last Section 3.4 begins with a review of
the formal solver DELOPAR (Trujillo Bueno 2003) which is used for calculating the formal
solution of RTE. The section continues by an introduction of the new lambda-operator splitting
technique based on the simple analogy with the unpolarized radiative transfer solutions. In the
end of the section, a generalization of the iterative scheme is presented. This scheme can be
understood as a generalization of the present iterative schemes based on the Jacobi iteration
method.

3.2 Iterative approach to the NLTE problem

3.2.1 Discretization of the model

This work deals with the one-dimensional plan-parallel geometry of the medium. Variation
of the properties of the medium can thus be parametrized by a single spatial coordinate z. In
the radiation transfer theory, it is natural to define the so-called optical path in addition to the
usual geometrical path s. The optical path can be introduced by the differential relation

dr(k) = n;(k)ds. (3.1)

Optical path is a dimensionless quantity whose physical interpretation is the number of photon
mean free paths in a given direction and frequency. Moreover, one usually defines the optical
depth scale of the one-dimensional atmosphere by the relation d7(z,w) = —n;(z,w) dz, where
the absorption coefficient is measured in the direction of z axis (cf. §2-2 of Mihalas 1970).

The NLTE problem as it was formulated in the preceding chapter can be expressed in rather
general form

Llp(2)] =0, (3.2)

where £ is a functional acting on the density matrix. The problem is well defined if the
boundary illumination conditions of the atmospheric slab are defined. Explicit expressions for
the nonlinear operator £ can be found by expressing all the radiative rates in terms of integrals
over the density matrix multipoles of the medium.! The resulting expressions would be quite
complicated and useless for practical purposes: It is not possible to find a full analytical solution
of the NLTE problem in a closed form even for the simplest models. Numerical solutions have
thus to be implemented.

The problem needs to be discretized on a grid G with N nodes. The atomic density matrices
in the individual grid nodes can be organized in the formal column vector with total number
of N x N complex elements. In the self-evident notation we can write

P = (p1(1)7p2(1)v"' 7pN(1)7p1(2)7p2(2)v"' 7PN(2)7"' apl(N)7p2(N)>"' apN(N))T' (33)

The operator £ can now be replaced by the block-diagonal matrix with II-matrices on the
diagonal. As noticed in the preceding chapter, the normalization condition, Eq. (2.6), has to be
used to close the system. This is reflected by a nontrivial right-hand side f of the discretized
problem,

Lp=Ff. (3.4)

!Note that in the problems of the 1st kind the density matrix can be replaced by only populations of the
levels.
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It is obvious that the problem is only quasi-linear and quasi-local: The non-linearity and non-
locality due to resonance scattering is hidden in the radiative rates. Next discretization concerns
the wave vector k.

Figure 3.1: A laboratory reference frame of the NLTE problem. For each ray direction €2,
described by the polar angle # and the azimuthal angle y, the reference direction vector e, and
the associated vector e, are defined according to the figure: {e,, e, 2} make up a right-handed
coordinate system with e, lying in the meridian plane. Note that {—e,, —e;, Q} basis leads to
the equivalent equations. The direction of the magnetic field B is described by the polar and
azimuthal angles, 0 and Y p respectively.

The integrations of the radiation field over the ray directions, § d€2/4w, become quadratures
in the discretized model. In the particular implementation described in Appendix A, I use the
Gaussian quadrature in the polar angle 0 < 6 < 7 (i.e., =1 < u < 1 for g = cosf) and the
trapezoidal rule for the azimuthal angle 0 < y < 2.

After all, discretization in the radiation frequencies is implemented. In this work, I use the
trapezoidal rule for the integration over the spectral line frequencies.

Solution of the discrete problem is always affected by the so-called truncation error. Gen-
erally, the finer is the model discretization, the smaller is the truncation error. This problem
will be discussed in more detail in Chapter 4.

3.2.2 Preconditioning technique

There are basically two possible approaches to the solution of the NLTE problem: direct and
iterative. Since the direct methods involve inversions of large matrices and are only applicable
to the linear models, they are not very suitable for solution of the complex multilevel problems.
As in the modern numerical linear algebra, the method of choice is the iterative solution.

As indicated by Eq. (3.4), the iterative solutions of the multilevel NLTE problem of both 1st
and 2nd kind involves application of the methods of numerical linear algebra to the linearized
transfer problem. In this subsection I briefly review the basics of the preconditioning technique
which are essential for development of efficient NLTE solvers.
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Preconditioning of the linear system

Let us consider the system of linear algebraic equations,
Ax =0, (3.5)

where A is a square matrix, b is a known vector and @ is an unknown vector. The number of
operations needed for a direct solution of Eq. (3.5) by inversion of the matrix A is proportional
to N3, where N denotes the dimension of A. It is thus difficult to find the solution for high V.
To overcome this difficulty one can use an iterative preconditioning method. The initial guess
of the solution  will be denoted by (®. In the k-th iteration step we have an approximate
solution of the system denoted by ). By iterative solution of the system (3.5) one means the
process

20 20 o B k) (3.6)

of successive approximations of the exact solution generated by the linear mapping
x* ) = Mx™ + Nb, (3.7)

where M is the so-called iteration matrix which is constant during the iteration and N is a
constant matrix. The process is said to be convergent if limy_o, [|& — ®|| = 0, where || - || is
an arbitrary norm.

One defines the so-called residual vector or residuum of the k-th iteration (Press et al. 1994;
Trujillo Bueno & Fabiani Bendicho 1995) by

r®) =p— Az® (3.8)

Note that some authors define the residuum with an opposite sign (cf. Hackbush 1985). The

error vector is defined as a difference of the exact solution and its current estimation,
e® =g —ax® (3.9)

Using the previous definitions it becomes clear that

r® = Az — 2®) = Ae® | (3.10)
while for the error vector we get
e®) = A7 1p) (3.11)
From Eq. (3.9) it follows that
x=x® + A7 r® (3.12)

The second term on the right-hand side is as difficult to evaluate as the original problem (3.5).
On the other hand, Eq. (3.12) is a good point from which to start an iteration process: We can
replace the matrix A in Eq. (3.12) by an approzimate matriz A* in order to get the approzimate
error ). The iterative scheme then becomes

D) — 20 L AF—1p(k) — 5 (0) 4 gx(k) | (3.13)

The form of the approximate matrix is not unique. From a practical point of view, A* has to
be efficiently invertible, i.e., it should be possible to find the inverse within O(N) operations.
The second condition concerns convergence properties of the iteration process. From Eq. (3.13)
we obtain for the new estimation of the solution:

2t — k) A Hb — Aa:(k)) = Gz™ + A b, (3.14)
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where
is the so-called amplification matrix.
From the definition (3.9) one gets
e*t) — g — g*t) — ¢ — Gz™ — A 'p. (3.16)

Multiplying Eq. (3.9) from left by G and subtracting the result from Eq. (3.16) leads to the
important result
et = Gel®) (3.17)

In other words, the error in the (k + 1)-th iteration is obtained from the one of the k-th
iteration by applying the amplification matrix. Let us suppose that the matrix G has a set of
N orthonormal eigenvectors {u;} with a set of associated eigenvalues {\;},

We can express the error vectors in the basis of these eigenvectors,

WE

N
P, el Z Dy, (3.19)

i=1

(%)

where €, is the i-th coordinate of the error vector in the k-th iteration step. From Eq. (3.17)

we arrive at Ny
i=1

=1 =1

'MZ

The dot product of this equation with u; leads to

hrl — )\je;?. (3.21)

J

It is thus clear that the convergence of the iterative process is achieved if all the eigenvalues of
the amplification matrix are (in absolute value) smaller than 1. Independently of a particular
definition of the norm, the iterative process is asymptotically governed by the largest eigenvalue,

le®] oc  max|\|*. (3.22)

assympt.

The number of iterations required to decrease the error by a given factor is proportional to

—1/logo, (3.23)

where one usually defines the so-called spectral radius o = max |\;| of the amplification matrix.
From the definition of G it becomes clear that o is small if A* is “close” to A in some sense.

A motivating example: Two-level unpolarized problem, A-iteration

Application of the iterative methods in the NLTE line transfer can be clearly demonstrated
on the example of the two-level unpolarized transfer in the spectral line with complete redis-
tribution in a homogenous isothermal atmosphere (Olson et al. 1986).

The formal solution (FS) of the NLTE problem can be expressed in the form of the so-called
A-operator (see §2-2 of Mihalas 1970). The angle- and profile-averaged radiation intensity in
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every point of the grid is given by a formal vector J (do not mismatch with the Stokes emission
vector). It can be expressed as a function of the source function vector, S (Mihalas 1970),?

J =AlS], (3.24)

where A is the A-operator matrix. Since the selected problem is linear with respect to atomic
populations (or source function), the intensity is related to the source function by the simple
relation

S=(1—-¢J+eBp, (3.25)

where € denotes the collisional destruction probability (cf. Section 2.7) and Bp is the vector of
the Planck function. Combination of Eq. (3.24) and Eq. (3.25) leads to the equation

1 —(1—¢)A]S =¢€Bp (3.26)

for the unknown vector S. Using the analogy with Eq. (3.5), one can identify A = [1—(1—¢)A]
and b = eBp and use the approximate matrix A* to define A* = [1 — (1 —¢)A*]. The iterative
scheme then reads

SH =8 4+ 11— (1 - A {-[1 - (1—¢)A]S® +eBp}
= 8® 41— (1- AT 1[(1—6) J® 4 eBp — SW]. (3.27)

It is worth to say that the A-matrix does not have to be constructed physically in the computer
memory. The intensities J*) are obtained via FS of RTE from known S®*). On the other hand
the elements of the approximate operator [1 — (1 — €)A*] have to be found. However, it is
usually a straightforward task since A* can be chosen to have a rather simple form.

The well known A-iteration method (or Piccard iteration, see §5-3 of Mihalas 1970) is
recovered from Eq. (3.27) by setting A* = 0, i.e., A* = 1. The amplification matrix then
reads G = 1 — A and its spectral radius is ¢ ~ (1 — €)(1 — T~!), where T is the total profile-
integrated optical thickness of the slab (Olson et al. 1986). It is clear that o ~ 1 if T" is large
and € < 1. That is the reason why A-iteration is useless in practical applications to optically
thick atmospheres where one typically has ¢ ~ 10~ or lower. Physically, this is due to a slow
propagation of information at large optical depths.

3.2.3 Accelerated lambda iteration

Cannon (1973) has introduced the idea of approximate lambda operators into the field of
radiative transfer. Different choices of A* were proposed by different authors (e.g. Scharmer
1984). It was pointed out by Olson et al. (1986) that a suitable choice of the approximate
N*-operator is the diagonal part of A. This choice corresponds to a separation of local sources
of the radiation in a given grid node from the radiation transmitted from other parts of the
atmosphere. This technique is numerically analogous to the Jacobi iteration algorithm of linear
algebra and is now known as the so-called accelerated lambda iteration (ALIL) technique. In
the following, this approach will be applied to the solution of a multilevel polarized radiative
transfer problem.

It is worth to say that different choices of A* can be made. The local operator can be replaced
by a finite-band operator leading to even better convergence properties with the cost of inversion
of matrices connecting the successive grid nodes. Trujillo Bueno & Fabiani Bendicho (1995)
introduced a set of quite efficient numerical techniques based on the Gauss-Seidel iteration (GS)

2T assume zero illumination at boundaries to keep the notation simple.
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and the successive overrelaxation (SOR). To achieve the same accuracy as the Jacobi method,
these techniques can be factor of 4 faster (in the GS case) or even need only O(Nlog N) iterations
in the case of optimal SOR (see also Trujillo Bueno & Fabiani Bendicho 1995; Paletou & Léger
2007). The Jacobi iteration is naturally a O(N?) algorithm and its usefulness decreases with
increasing number N of grid nodes. However, it is a useful method for numerical radiative
transfer especially in connection with the multigrid methods (cf. Chapter 4).

Although the first NLTE models of polarized radiative transfer were developed some decades
ago (for example Rees & Saliba 1982, and references therein), the progress in this field was
substantially slower in comparison to the models of the 1st kind. In the following paragraphs
I quickly go through the history of development of the NLTE techniques. However, the list of
the significant contributions is far from being complete.

Polarized linear problems

The simplest NLTE model of the 2nd kind is the two-level atom with unpolarized lower level.
The privilege status of this problem lies in the fact that it is linear and thus not as difficult as
the general case. The matrix £ can be found as independent on p and, from a numerical point
of view, one recovers the linear problem formulated in the preceding subsection.

The direct methods of solution involving inversions of the large matrices can be used for so-
lution of both unpolarized and polarized linear problems (Mihalas et al. 1978; Faurobert-Scholl
1991; Bommier & Landi Degl'Innocenti 1991, 1996). However, the time required for construc-
tion of the A-matrix and especially the time demands on inversion of the matrices makes the
direct methods limited in practical use.

Thus the iterative methods for the linear problems of resonance polarization and Hanle
effect have been extensively developed in the previous decade (Faurobert-Scholl et al. 1997;
Nagendra et al. 1998; Trujillo Bueno & Manso Sainz 1999). For a generalization to the multidi-
mensional geometries and for a review of the iterative methods see Manso Sainz & Trujillo Bueno
(1999).

Unpolarized multilevel problems

The use of multilevel ALI models for unpolarized radiation transfer has been initiated by the
works of Werner (1986); Scharmer & Carlsson (1985) and further stimulated by Rybicki & Hummer
(1991, 1992, 1994) whose multilevel ALI (or MALI) technique attracted lot of attention and
has been used in both one- and multi-dimensional geometries (Heinzel 1995; Auer & Paletou
1994; Paletou 1995; Auer et al. 1994). This method uses the A-operator splitting technique for
derivation of the preconditioned ESE. The fact that the radiative rates depend on the atomic
populations through the RTE leads to a natural nonlinearity of the multilevel problem. The
equations need a straightforward linearization with respect to atomic populations. In contrast
to the linear problems, matrix £ is no longer constant during the iterations. The successive
approximations of the preconditioned matrices £'®) are found in each iteration step following

the scheme?
p(U) — 0 p(l) BN CONN ...p(k) N R (3.28)

The new populations (density matrices) are found in each iteration from the equation

L'Epkl) — £ (3.29)

3 Although the use of density matrix formalism is not necessary for the unpolarized problem, I prefer to keep
the formalism consistent.
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The MALI technique is not the only method available for solution of the multilevel transfer.
The complete linearization method of Auer & Mihalas (1969) is another possibility. For a de-
tailed comparison of the MALI and linearization methods see Socas-Navarro & Trujillo Bueno
(1997). Implementation of even more rapidly convergent GS and multigrid techniques was
done by Fabiani Bendicho et al. (1997) who extended the previous works on the two-level GS
technique (Trujillo Bueno & Fabiani Bendicho 1995) and the linear multigrid method (Steiner
1991) to the full multilevel NLTE problem.

Polarized nonlinear problems

The most general problem involves both nonlinearity and light polarization. Approximate
solutions based on the so-called field-free approzimation (Rees 1969) and the polarization-free
approximation (Trujillo Bueno & Landi Degl’Innocenti 1996) have been developed to make the
problem trackable. For other approximate solutions see, for instance, Faurobert-Scholl (1996),
Sanchez Almeida & Trujillo Bueno (1999). However, a general self-consistent solution was
missing for a long time.

A generalization of the linear two-level problem to the non-linear two-level problem with a
polarized lower level was proposed by Trujillo Bueno (1999). Later on, a full multilevel solution
based on the ideas of the work just cited has been presented by Manso Sainz & Trujillo Bueno
(2003a). The authors presented a self-consistent solution of the transfer in the Ca II infrared
triplet in a weakly magnetized solar chromosphere. They generalized the standard A-operator
to the case of 36 operators A, 7, j = 0,...,5, acting on the multipoles pg, pg, p> 1, pT p*,, and p3
of the aligned upper level of a given line. Application of these operators leads to the averaged
line radiation tensors, JJ, J3, J2, Ji, J*,, and Ji. The authors successfully implemented
the iteration scheme based on the Aj,-operator splitting and the DELOPAR formal solver of
Trujillo Bueno (2003). They used the method for a study of the Hanle effect and zero-field
dichroism in the transfer of Ca II infrared triplet (Manso Sainz & Trujillo Bueno 2003b).

3.2.4 Choice of the reference frame

In contrast to the problems of the 1st kind, geometry plays a much more important role
in the polarization scattering case. Both ESE and RTE have different coefficients in different
coordinate systems. The attention must be paid to the choice of the reference frame in which
the equations are formulated.

The reference frame fixed in the atmosphere (the zyz system in Figure 3.1) shall be called
the observer’s frame whereas the coordinate system in which ESE are expressed will be called
the atomic frame. In general, there are two possibilities for choice of the atomic frame: (1)
the observer’s frame is identical to the atomic frame, or (2) it is not. Each choice has its
advantages and disadvantages. In the first case, one has to formulate the equations in the
frame independently of orientation of the local magnetic field vector. The expressions are then
more complicated than in the case 2 in which one can choose quantization axis to be parallel
to B. The disadvantage of the case 2 is that one needs to transform the quantities from one
frame to another. The case 2 is implemented in Monopost (see Appendix A). In particular,
calculation of the radiation transfer is done in the observer’s frame whereas ESE are solved in
the atomic frame (see Appendix A for details). In general, the case 1 is a better choice. For
instance, one can easily incorporate the effect of other symmetry-breaking phenomena such as
the effect of external electric fields.
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3.3 Unified notation for the NLTE equations

3.3.1 Structure of the atomic manifolds

One may consider the atomic levels to be organized in the well separated manifolds M,,
Mg, ete. (see Fig. 3.2). Each manifold M, consists of a group of the discrete levels |am). 1
use the Latin indices to denote the quantum numbers distinguishing the individual states of
the manifold. Quantum numbers distinguishing different manifolds are identified by the Greek
indices. We can always choose the |am) states to be eigenvectors of the atomic Hamiltonian,

Hylam) = Eqp, |am) | (3.30)

where F,,, is the energy of the given level. The levels of the manifold are supposed to be close
to each other in comparison to the separation of the different manifolds,

|Eam — Egn| > |Eap — Eag| if a# 8. (3.31)

On the other hand, a separation of the manifolds is supposed to be much larger than their
natural width,
| Eam — Egn| > max(I'y, ') if a#p. (3.32)

As a consequence of the secular approximation, quantum coherences between the manifolds can
be neglected. In the same time, separation of the manifold’s sublevels is supposed to be small
enough so that their natural width is comparable or smaller than their separation,

‘Eoém - Eom‘ S Fm7 Fn7 (333)

and the mutual coherences can be taken into account. The condition (3.33) can be weaken to
take into account the case |Eqyy — Eoy| larger than I, and T, if the flat spectrum approximation
holds for the manifold M. The manifold M, can represent a single quasi-degenerated J-level,
a LS-term, a group of hyperfine-structured levels, or even a more general group of close levels.
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Figure 3.2: Manifolds of the atomic Hamiltonian H4. The horizontal lines represent differ-
ent sublevels of the manifolds. The radiative transitions (the solid vertical line) couple the
coherences of different manifolds whereas collisions (the dashed lines) couple between differ-
ent manifolds (inelastic collisions; the vertical line) and different levels of the same manifold
(depolarizing collisions; the curved lines).

The coherences taken into account in the atomic density matrix have thus the general form

Pam.pn = {am |p| Bn) = dag (am |p| an) . (3.34)
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In the following, I will systematically use the basis of ITO. This basis has several benefits over
the standard basis as summarized in Appendix B. In order to simply the expressions, I shall
use the notation

{pamvan}standard representation - {pl }irreducible representation ’ (335)

i.e., there is only one Latin index for each coherence of the density matriz in the irreducible
representation. There is no risk of confusion between the standard representation and the ITO
basis since the number of indices clearly distinguishes these two representations. The manifold
index of a given coherence will still be indicated by a Greek index. In spite of the “one-index per
coherence” notation can make a direct physical interpretation of the equations more difficult, it
is especially useful for a numerical treatment of the problem.In the particular pictures described
in Subsection 2.5.6 one can construct the indices as in the Table 3.1.

It is useful to extend the notation and to define some relations among the coherences and
manifolds:

e «; denotes the manifold M, that contains the multipole p;

e X; is any quantum number associated with the density matrix coherence i (for instance,
Jy would denote the total angular momentum of the multilevel atom). Similarly for L,
Ja, etc., if such quantities are well defined for given manifold.

e af denotes a multiplet between the manifolds M, and M (for instance, J5 (af3) is the
profile-averaged radiation multipole).

e A, 3 denotes the Einstein coefficient for spontaneous emission for given transition. Sim-
ilarly for other Einstein coefficients.

e m = n: multipoles m and n are identical.
e m ~ n: m belongs to the same manifold as n.

e a > 3 (a < f): the manifold M, has higher (lower) energy than My (similarly for
m = n, i > a, etc.).

Picture Manifold Coherence p;
Multilevel aJ plad)
Multiterm aLSJ  USp5(J,.J)

Multilevel with hyperfine splitting aJl ot ng (F, F")

Table 3.1: Indexing notation for different atomic pictures. The second column contains a set
of quantum numbers defining a given manifold. The third column stands for a description of a
multipole ¢ representing a particular atomic coherence.

For notational convenience it will be useful to use the single symbols representing transitions
between different Zeeman sublevels or between whole manifolds (depending on whether the
Zeeman splitting is negligible or not). In order to distinguish the transitions from other indices,
I shall use the Fraktur font face, t, etc. The transition’s lower and upper levels description differ
for different pictures. These are summarized in Table 3.2 (cf. Landi Degl’'Innocenti & Landolfi
2004).

The density matrix elements driving the convergence of the NLTE problem are popula-
tions, i.e., the density matrix multipoles of zero rank (see Trujillo Bueno & Manso Sainz 1999;
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Manso Sainz & Trujillo Bueno 1999). These elements require a special treatment in the itera-
tive solvers, hence they need to be clearly distinguished from the higher-rank components. I
use the notation of ¢ to indicate that p; is a population multipole.

Picture Lower — upper level of the transition t
Multilevel apdp — oy Jy,
Multiterm OéngnggMg - OéuLuSujuMu
Multilevel with hyperfine splitting apdelyiofo — vy Ju Lyt fu

Table 3.2: Indexing notation for the transition index t in different pictures. The multilevel
picture is only considered in the Hanle effect regime in which Zeeman splitting of the profiles
can be neglected.

3.3.2 Equations of statistical equilibrium

Eq. (2.106) reads, in the notation introduced in the previous subsection,
> Mijp; =0, (3.36)
J

with the additional normalization condition which, in the basis of ITO, reads

Z VImlpm =1, (3.37)

where Ji; denotes the total angular momentum of given level (Landi Degl’Innocenti 1984).

The total number of independent atomic multipoles taken into account in the particular
model will be donoted by N throughout the rest of this thesis. The density matrix obeys
the conjugation relations reducing the number of independent quantities required for the full
description of the state. Obviously the rate matrix II also obeys some symmetries. There is a
discussion of possible reduction of ESE in Appendix A.

Let us now ignore the collisional part of II. For reasons that will become clear later it
is advantageous to express the elements of IT as a linear combination of the mean radiation
field tensors.Due to the flat-spectrum approximation, the precise position of the profiles is not
crucial for the rates if ESE and only one line profile can be for calculation of the line mean
radiation tensor which, in the ITO basis, can be defined as

T (ap) = / 0 JE () (was — ). (3.38)

where p(wag — w) is the real part of the line absorption/emission profile centered at the line
frequency wqs. The monochromatic multipole components Jg (w) can be calculated from the
Stokes parameters via Eq. (B.8). Note that, in the CRD approximation, one has Jg (ap) =
J& (Bar). The TI-matrix elements can be expanded as follows:

I = —iNy; + Y _ si(aKQ)J5 (aa) + s . (3.39)
aKQ

where NV;; is the magnetic kernel (cf. Landi Degl’Innocenti 1985) and the coefficients s;;(a K Q)

and s% arise from a particular model of the levels. In general, N;; only couples coherences

within a given manifold and it is uniquely determined by the external magnetic field. Its
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explicit expression is given below. The coefficients s;;(aKQ) describe the transition rates
due to absorption and stimulated emission of radiation. Finally, s denotes the spontaneous
emission rates.

The important property of s;; (K () and s;-Ej is that they do not depend on local physical
conditions of the atmosphere and they can be pre-calculated only once in the model and used
in every point and every iteration of the model. The time demands of such approach are thus
negligible. On the other hand, the magnetic kernel has to be calculated and stored in every
point of the atmosphere.

The most difficult coefficient in Eq. (3.39) is s;;(a/Q). It must be, in general, calculated
not only for every combination of atomic coherences but also for every multipole of radiation
field. In fact, most of these coefficients vanish due to selection rules. The explicit expressions
for this and the other coefficients can be derived from the expressions for T g g and R4 g s used
in Eq. (2.83). In order to follow the compact notation, replacements like T's(a, b; ¢, (') — TZ?
(and analogously for the other rates) have to be performed. The coherence p,; is replaced by
pi and pge by p;. Matrix element of the system (2.83) can thus be rewritten in the form

My = —i(j ~ )Ny + (G = )T5 + (G = )T +T5)
—(j ~ i) (R + RS + R, (3.40)
where
(J~i) = dajais (3.41)
. 1 if 57 <4
G =9) = { 0 otherwise - (3-42)
The radiative rates can be expanded in terms of radiation multipoles, i.e.,
Ty = Zt (KQ)J§ (ajaui). (3.43)
TS = Zt (KQ)J5 (ajes) (3.44)
E _ E
7-;,] - tzj ) 345)
Rj = ) Y ri(aKQ)J§ (aa), (3.46)
KQ ara;
R = ) ) ri(aKQ)Jf (aw), (3.47)
KQ a<a;
E _ E
Ry = i, (3.48)

- AE,S AE,S : . :
where the coefficients ¢;;77” and r;;7” are to be derived for each particular picture of levels.*

It follows from a comparison of Eq. (3.39) and Egs. (3.43-3.48) that

Sij(aKQ) = (j=1i)d aayt (KQ) (j = 1)d aayt (KQ)
—(j ~ ) [rij(aKQ) + i (aKQ)] (3.49)
si;o= (J =it —(j~i)rs (3.50)
Explicit expressions for the ¢, r, and N in the particular level models can be extracted from ex-

pressions for 7', R, and N given by Landi Degl’Innocenti & Landolfi (2004). These coefficients
read:

AE,S AE,S

‘Do not confuse the symbols ti; and Tii with the quantities t4pgs and r4ps of
Landi Degl’Innocenti & Landolfi (2004) deﬁned by their Eqgs. (7.20a)—(7.20f).
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Multilevel atom
HAKQ) = [Jj]Bay—asy/31EKs Kj; K)(—1)55+
Ji J;o 1 A ‘
Xy S Ji 1 (_% gj, _@) (3.51)
Ki Kj K g J
Ji J;o 1 A A
x q S Ji 1 (_[22 g], _%) (3.52)
Ki K] K g J
ek | J K
tf; = 5K1KJ QzQ] [Jj]AO(j*)ai(_l)l‘i’Jz‘i’J]‘i’Kz{ Jz L]-Z 1 } , (353)
_J [ K, K; K
ri(@KQ) = [J]Bayma/3[K: Ky K|(=1)"" “K%{ A
8 §{Ji Ji Ja}<Qi —Q; Q)[H( 1) ], (3.54)
r(aKQ) = [J]Ba—a 3[Ki;Kj;K](_1)1+JaJ¢+Qj{ K ]§J 5(}
11 1 K K, K. K o
< 3o 0l 2o 0 )oren T e
7’5 = 5ijZAai—>;L7 (356)
p=ay
Nij = 0ijwrga,s;Qi s (3.57)
where .
WL:—MOH ) (3.58)
is the so-called Larmor frequency.
Multiterm atom
Ji Jjo 1
t5(KQ) = [Lj]Baj_’ai\/g[Ji;Jz’,;Jj;J],‘;Ki;Kj;K](—1>Kj+Qj+JJ/'_J7 T
K, K; K
Li Lj 1 L; Lj 1 K; Kj K
x{Jj JiS}{J]’. Jgs}(_Qi Q, _Q>, (3.59)
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Ji Jpo 1
tfj(KQ) = [Lj]Baj_,ai\/S[Ji;J{;Jj;JJ’.;Ki;Kj;K](_l)K+Kj+Q]-+JJ’.—Jj JoJ1
K, K; K

X{JZ- JjS}{Ji’ JJ’.[}<_QZ. Q; —Q)’ (3.60)

ey | JK;
tfj = Or.k,;00:0,[L ]Aa]—mcz\/[JuJZI,J JJ’J]/]( )1+KZ+J,L+JJ{ AN }

J

Ji J! i L L L; 1
X{ - }{ }{Jz J;S}’ (361)

L, L K

ij 1 1 L
K, K; K , L K K, K
< (o 28 o) a5 5 TS

L, L, K K;
I Ji—Jr Kbk rK ) i L
+ 5JiJj [J’MJ]( 1)~ { Jp Ji S }{ J; A

ri(@KQ) = [Li|Bai—a 3[K K;; K)(—1)"+he- S+J+Q]{

=
=
—
| E—
A~
w
D
N7

<

| Lo

)

-
-
S =
——

r2(aKQ) = [Li|Ba—a [K Kj; K)(—1)*Le- S+Ji+K+Qj{
K
S

K K K , , Ll Lz KZ Kj K
(o %, [5 Vs 5 s 15
/ L. L K K, K, K
/71 . J— T+ Kt K+ K i i B
7’5 — 4, Z Ags (3.64)
p<aog

' T 4O K, K, 1
Nij = 0w +00,0,@L0a,L,(—1) 5T [Ké;Kj]( ~0. Q0 > [5J;J;FL 1(Ji, J5)
K, K; 1 } oI . { K, K; 1 H
+ 6y (=) J;, J; J , 3.65
{ Jj J; Jz‘/ JZJJ< ) L;S ( ) Jj Jz/ F, ( )
where 5 J 5 7
inJZ( _ aLS( z) ; aLS( z) . (366)

Multilevel atom with hyperfine structure

The coefficients for a multilevel atom with hyperfine splitting are formally identical to the
multiterm case with substitutions

L—J S—1I J—F. (3.67)
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3.3.3 Radiative transfer equation

The slowest part of the numerical calculation of the NLTE model is typically the formal
solution of the radiative transfer equation Eq. (2.107). In a general model, it is necessary to
solve the equation for every discrete frequency w and every direction €2 of the ray. I will denote
the total number of the discrete frequencies of radiation by F, and a number of the discrete ray
directions by Ng.

The transfer coefficients €,, 1,, and p, for the individual Stokes components p (p =0, ..., 3)
can be expressed in terms of atomic density matrix elements (Landi Degl’Innocenti & Landolfi
2004). Their form which is very general and very useful for iterative solvers at the same time,
is

m, (k) = Re Zai(p,k)pi], (3.68)

7

(k) = Re Zbi(p,k)pi], (3.69)

p;l(k:) = nﬁ(k){Re — Im }, (3.70)
py(k) = n;(k){Re —Im}, (3.71)
(k) = %m‘f(k), (3.72)

where “{Re — Im }” denotes a replacement of “Re” by “Im” in the last expression.

In the discrete model, coefficients a;(p, k) and b;(p, k) become F x N matrices. When applied
to a formal N-vector of atomic multipoles, p, it results in formal vector of transfer coefficients
(nﬁ’s , ppA’S , or €,) with one frequency per row. In the matrix notation, this can be expressed

by
7, (2) = Rela(p.Q)p], (3.73)
m, () = Re [b(p,Q)p], (3.74)
Py () n, (2){Re — Im }, (3.75)
p5(Q) = n)(){Re —Im}, (3.76)
Q) = S ni(@) (377

It is worth to say that the matrices @ and b have to be calculated in every point and every
direction €2 of the ray. In the following, I will call them the decoupling matrices. Memory
demands of using the decoupling matrices are negligible even for complex atomic models: Only
one instance of the matrices has to be created and it is used over and over again during the
formal solution.

Calculation of the decoupling matrices

Calculation of the transfer coefficients can be rather time consuming. Number of transitions
necessary to take explicitly into account increases significantly if Zeeman splitting of the levels
cannot be neglected in the emission and absorption profiles. A further complication arises in the
Paschen-Back effect regime in which one needs to take into account a coupling of different .J-
or F-levels. The symmetry of the equations is thus lost and one has to deal with an enormous
number of terms.
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In general, the absorption profiles between separate Zeeman levels |aJM), |« LSjM), etc.,
have to be explicitly taken into account. The Bohr frequencies between the the shifted levels
can be calculated from Eq. (2.39), Eq. (2.36), etc. The individual transitions t and profiles
can be indexed according to Table 3.2. In the following, the expression ¢; (u;) denotes the
lower (upper) manifold of the given transition t. Similarly, M, denotes the magnetic quantum
number associated with the lower level of t, and analogously for another quantum numbers.
The total number of transition profiles to be taken into account in the model will be denoted
by Ng.

It is worth to find an efficient way of calculation of the decoupling matrices. In the NLTE
models, it is necessary to take into account a non-homogenous magnetic field across the medium
and the fact that transfer coefficients in every point have to be calculated repeatedly (typically
thousand-times in every point: 100 directions, 10 iterations). A suitable decomposition of
the decoupling matrices elements is thus desirable. The computational time demands can
be preferred above the memory demands in the contemporary computers. It is thus possible
to calculate all the spatially-dependent parts of the @ and b matrices and store them in the
computer memory. This approach can lead to an increase of the calculation speed of the transfer
coefficients by orders of magnitude in comparison to the straightforward calculation directly
from the definition. The cost is an increase of memory demands but still easily tractable
by contemporary workstations. A more detailed discussion of the optimal implementation of
pre-calculations can be found in Appendix A. Here, I only give a general recipe.

The local part of the decoupling matrices is to be stored in a suitable grid. Taking into
account the general structure of transfer coefficients, we can decompose the complex matrices
a and b as follows,

awi(pa Q) = NUJ Z Z TQK(pv Q)q)t(w)fit,(pa K7 Q) ) (378)
KQ t

boi(p, Q) = Nwd > T3 (0, 2)w)xu(p. K, Q) , (3.79)
KQ t

where 7 (p, ) is the geometrical tensor defined in Table B.1, ®y(w) = ®¢(w¢—w) is the profile
of transition t, and £ and x are the coefficients depending on a given picture and transition.
Note that the index w in a,; and b,; denotes a given discrete frequency. The coefficients £ and
x are calculated from the Einstein coefficients for absorption and stimulated and spontaneous
emission, and, eventually, from the Hamiltonian diagonalizing coefficients Cﬁ.

It is important to point out that the summation over the transitions t only involves those
with p; in the lower (upper) manifold. This fact is reflected by the definition of ¢ and x
coefficients including corresponding Kronecker ¢’s: 04,0, (9a;u ). The N X N matrices € and x
obviously contain a large number of zero elements. In a practical implementation it is thus not
useful (and practical with respect to memory demands — note that & and x data have to be
stored separately for each grid node) to store the whole matrices. The better idea is to generate
a list of transitions for each atomic multipole (see Figure A.3).

The decomposition (3.78-3.79) into the geometrical part (7;}), the frequency part (®), and
the “atomic part” has to be slightly modified if one considers the systematic motions in the
atmospheric plasmas by taking the {2-dependence of the profiles into account.

The explicit expressions for &;(p, K, Q) and xu(p, K, Q) are as follows:
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Multilevel atom in the Hanle effect regime

h 1 1 K
&t(p, K, Q) = E(SKZ,K(SQZ.Q(SQZ[{[Jg(]BgtHut\/g(_1)1+Jé‘+Jut+K{ J& J& Jm } (380)

h 1 1 K
Xif(p7 Kv Q) = EdKiK(SQiQdaiut [JM]BM—%\/g(_l)H—Jet—i_Jut { Jug Jm JZt } (3'81)

Multiterm atom

§ilp, K, Q) = —0ae, Z Z (Lo, | Boy g /B[ K] (— 1)1 Mot

JeJudl, Myqq’
. . .u .ut 'u 1
C’f,i‘ (€£)0§ft (&)C’tj]; (ut)C‘J]& (u)\/[Jed] T L] Me —q )

(J; ng)(l )(J J! Kz-)
—M,, M; —¢ q o —M; —Q;
1
S

M,
u Lé Lu Lé
t t t t
{ b }{ e } (3.82)
Xit(p. K. Q) = —baue > > [LuBume /3K KJ(— 1) /Mt
JngJ’M{qu
CU (1) O (0) OO () O () [T T T Ju o e
5 (L)C (L) (w) Ot () [ e S Si] M, M, —q

(Ji J 1)(1 1 K)
M, M, —¢ q —q¢ —-Q

Ly, Ly 1
{ 7 S} (3.83)

Multilevel atom with hyperfine structure

The coefficients for a multilevel atom with hyperfine splitting are formally identical to the
ones of the multiterm case if one uses the following substitutions for the quantum numbers:

L—J S—I J—F j—i. (3.84)

3.4 The iterative scheme

3.4.1 Formal solution

Let us recall a formal solution (FS) of the radiative transfer equation along the ray in the
direction Q. Rewriting RTE using the optical path (3.1) it is easy to verify (Rees et al. 1989)
that F'S of Eq. (2.107) is given by the integral equation

I(r) = I(m)e (™) 4 / “a (S(t) — K'(t)I(t)] e~ (1| (3.85)

T1
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where we assume 75 > 7. K’ denotes the so-called modified propagation matriz,

K
K=—-1, (3.86)
nr
and 7
S=—, (3.87)
nr

is the formal source function vector. The symbol 1 represents the 4 x4 identity matrix. Consider
three successive points of the grid, M, O, and P. Then Eq. (3.85) becomes

TO
I(O) = I(M)e4™i0 ¢ / dr [S(7) — K'(1)I(7)] e~ (077, (3.88)
™™

where ATy0 = 7o — 7. FS in the discretized atmosphere can be calculated by different numer-
ical methods. In this work, I adopt the approach based on the so-called short characteristics
method (Olson & Kunasz 1987). In this method, one integrates FS over the range of few suc-
cessive grid nodes between which the integrand in Eq. (3.85) is interpolated by polynomials.
Rees et al. (1989) generalized the method for a treatment of the full Stokes vector transfer using
the linear interpolation of the integrand. Their DELO method has been further improved by
Trujillo Bueno (2003) in his DELOPAR technique with a parabolic interpolation of the source
vector among the points M OP whereas the K'(7)I(7) term is interpolated by a linear function
between M and O. This approach leads to a method of higher accuracy with only little com-
putational time penalty. The DELOPAR formal solver is the method of choice in the present
work.

The interpolation coefficients are easily obtained from the grid spacing, €2, and the absorp-
tion coefficients. After the integration, one has for the Stokes vector at point O:

I(0) = I(M)e ™0 4 4, S(M) + 10S(0) + 1pS(P)
— iy K'(M)I(M) — ¢y K'(0)I(0), (3.89)

where ¥y 0 p and ¥}, 5 are, respectively, the quadratic and linear interpolation coefficients. To
extract I(O) from Eq. (3.89) one can define the matrix

k=[1+¢y,K'O)]", (3.90)
and finally get (cf. Trujillo Bueno 2003)
I(O)=Tyo + k[YuS(M) +1voS(O) +¢¥pS(P)] , (3.91)
where
Tuo = K [Le 2™0 — ) K'(M)] I(M). (3.92)

Since the formal solution proceeds along the ray starting at the boundary of the integration
domain (where the illumination is known a priori), the Stokes vector in each successive node is
computed from the current guess of the source function and the fraction of radiation transmitted
from the preceding point.

The coefficients a0 p and 9}, can be found in Olson et al. (1986)

es — (Atop + 2ATm0)ex

Vv = eo+ Ao - Aror) (3.93)
(ATMO + ATop)el — €9
94
@Z}O ATMoATOP ’ (3 ! )
—A
Yp = 2 2TMoc (3.95)

ATOP(ATMO —|— ATOP) ’
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and
/ €1
= — 3.96
M €o ATMO ) ( )
/ €1
= 3.97
wo ATMO ) ( )
where
g = 1—e Ao, (3.98)
€ = ATMO — €p, (399)
er = ATho —2e;. (3.100)

3.4.2 Operator splitting

In order to find the approximate solution of the polarized NLTE problem we need to re-
formulate the operator splitting technique and find a suitable preconditioning strategy in the
formalism of atomic density matrix. In this subsection, I use an analogy with the unpolarized
ALI solution to build a new iterative scheme for the polarized problem (see also Paper II in
Appendix D).

Unpolarized operator splitting

If polarization of radiation can be neglected then only the specific intensity component, I,
needs to be taken into account. The vector equation (2.107) is reduced to the scalar equation
with K reduced to ;. Obviously K’ = 0 in Eq. (3.85) and F'S becomes

I(ry) = I(m)e” ™) + / dt S(t)e™ (=7 (3.101)
This can be expressed in the compact form
I(TZ) = A(TQaTl)[S(t)] +T<7-277—1) ) (3102)
where .
Ao, 71)[S(t)] = / dt e =D S(¢) (3.103)

is the monochromatic lambda operator (cf. Rybicki & Hummer 1991) and
T(TQ, T1) = I(Tl)e_(m_“) s (3104)

is the fraction of radiation transmitted from 7 to 7.
The operator (3.103) can be rewritten as (dropping the 7 5 dependencies for the sake of
notational convenience)
A=A+ (A—-AY), (3.105)
where A* is the approzimate monochromatic lambda operator. As stated in Section 3.2, A* can
be constructed as the diagonal of A. The iterative scheme can thus be developed as

A[S] = A[ST+ (A = A9)[S]
o AMS] (A — AM)[ST] = A[SH] + A*[S — §7], (3.106)

where “+7 denotes the quantities calculated in the previous iteration, i.e., the known quan-
tities (the terms “old” and “new” will be also occasionally used). Note that the A-operator
(and A*) is always calculated using old level populations. Substitution of the scheme (3.106)
into ESE and linearization of the equations with respect to atomic populations leads to the
standard ALI iteration scheme. For a detailed discussion see Rybicki & Hummer (1992) and
Socas-Navarro & Trujillo Bueno (1997).
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Polarized operator splitting

In a general polarized model, the upper manifold of the transition consist of number of
coherences of multiple levels whose decay contributes to the line emission. In analogy with the
unpolarized transfer of overlapping lines (Rybicki & Hummer 1992) one expects that the desired
iterative scheme will require an additional summation over the levels of the upper manifold.

We begin by rewriting the formal solution (3.85) using the common lambda operator defined
by Eq. (3.103)

I(15) = Ao, 1) [S(t)] — A(r2, 7)) [K'(t)I(t)] + T(72,71) . (3.107)

Radiative transfer in the dispersive and dichroic medium leads to a coupling of the different
Stokes parameters (the second term in Eq. (3.107)). To avoid the complications caused by this
coupling, we apply the operator splitting procedure (3.106) only in the first term of Eq. (3.107),
ie.,

A[S] — A[ST] + A*[S — S7]. (3.108)
From this we get a new guess for the Stokes vector,

I(TQ) = A(TQ,Tl) [S+(t>] +A*<TQ,T1> [S(t) — S+<t)]
—AN(ro, 7)) [K'(t)I(t)] + T(12,71) - (3.109)

To complete the iterative scheme, I use the substitutions
K K" I—-I", T—T", (3.110)
in the last two terms of Eq. (3.107) to get
I(r) = A(m2,m) [S(H)F] + A(r2, ) [S(t) — S(1)]
—A(r, ) [K'(6)TI(t)"] + T(12, 1) (3.111)

We see that the first, third, and fourth term in the right-hand side make up the Stokes vector
calculated in the previous iteration. Thus we arrive at

I(15) = I(m2)" + A*(m2,m) [S(t) — S(t)*] . (3.112)

This iterative scheme is analogous to the one of the unpolarized theory. The unpolarized limit
is easily obtained by ignoring the @), U, and V' components of I.
In the discrete grid model, taking into account that A* is the local operator, Eq. (3.112) is
simplified to
I(m)=I(m)* + A*(m,m) [S(m) — S(m)"] , (3.113)

where m identifies a given grid node of interest and A*(m,m) denotes the diagonal element
of the N x N matrix A*. In the following, the index m will be ignored without any risk of
confusion.

Preconditioning of L

The spherical components of the radiation tensor can be calculated from the Stokes param-
eters using Eq. (B.8). From Eq. (3.113) it follows that

I§@) =TS @* + 3 p T G A RS, R - 5,071} (3114)
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where all the quantities correspond to the same node of the grid. The explicit dependence of
A* on k needs to be emphasized in the integrations. Radiation field enters ESE through the
averaged line radiation tensors J§ (a3) defined by Eq. (3.38). Substitution of the iteration
scheme (3.114) into Eq. (3.38) leads to

I (0B =I5 @)+ 3 [Avpustw) § TTE 0. OX WIS, () - S,(K) ], (3115)

where I have used po3(w) = @(wWap — w).

For the use in the preconditioning of ESE, it is worth to express the source function vector in
terms of the density matrix multipoles of the upper manifold of the given line. This procedure
is analogous to the one of Rybicki & Hummer (1992) intended for their unpolarized MALI
method. For the source function vectors in the new and the old iteration step we can write
respectively:

S,(k) = RS (3.116)
S,(k)t = ﬁ:% (3.117)

The absorption coefficient 7; is always calculated using the old density matrix. It is an essential
property of the technique that only the density matrix elements contributing to emission (i.e.,
those of the upper manifold) are explicitly used in the preconditioning scheme because the emis-
sion vector is a linear combination of these elements. The nonlinear dependence on the lower
manifold elements is advantageously hidden by the formal solver. Note that Rybicki & Hummer
(1992) use the name V¥ instead of A for their analogous operator. An expansion of S in terms
of p; follows from Egs. (3.69) and (3.72),

hw?,
Sp(k) = 922 ok ————Re

Zb pk ] . (3.118)

Substitution of this expression into Eq. (3.115) gives

3
huw? d(2

K _ 7K (. 3\

Jo (af) = Jg(ap) +p§:0/dwm¢aﬁ(w) e

Zbi(pﬁ)(pi —pf)] : (3.119)

Following Rybicki & Hummer (1991, 1992) and the polarized generalization of Trujillo Bueno
(1999) and Manso Sainz & Trujillo Bueno (2003a), we can apply the operator splitting only to
the mean intensity component of radiation J§ that is a convergence-driving component (see also
the discussion of Trujillo Bueno & Manso Sainz 1999). Furthermore, only the real population
multipoles, p;, shall be preconditioned. After all, one arrives at

X TQK(p, Q)%Re

I@B) = JoaB)" + ) Loslp— i), (3.120)

Jo(af) = J5(ap)t if K>0. (3.121)
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Note that p; are populations of the upper levels of the af transition. Using the fact that
T3 (p, ) = 0y0 (see Table B.1) the real quantity L,g; introduced in Eq. (3.120) reads

Fo? dQ A*(k)
L.g;= [ dw-——= — ———Re[b;(0,k)]. 122
afi W 27202 9004/3((")) f An ﬁ[(k)+Re[ Z(O7 )] (3 )

Putting (3.120) and (3.121) into the radiative rates (3.39) of L, one obtains a nonlinear
system of equations since the quantities bilinear with respect to the density matrix appear,

TS (@B)p; = J(@B) pi + D Lagilpp; — pFp;), (3.123)

where p; is a lower multipole of the a3 transition. The term p;p; is a source of nonlinearity.
Following Rybicki & Hummer (1992) and Trujillo Bueno (1999), we can linearize the equations
by setting p;p; — pgpj. The desired iterative scheme thus reads

J@B)p; = J3@B) pi+ Y Lagilpioy —pip;), (3.124)

7

J5(@B)p; = J5@B)tp; if K>0. (3.125)

This scheme leads to a new guess for the density matrix multipoles from the old ones in rather
general picture of atomic levels. The coefficients L4 can be easily calculated from the known
A*-operator. The integrands of Eq. (3.122) are accumulated and integrated along the way
of the formal solution for different k’s. It is worth to say that the iterative scheme (3.124)—
(3.125) is, in the limiting case of weak magnetic fields and in the multilevel picture of levels,
numerically equivalent to the technique of Manso Sainz & Trujillo Bueno (2003a). In the case of
negligible polarization it is equivalent to the full-preconditioning strategy of Rybicki & Hummer
(1992) which is more general than the method for non-overlapping transitions discussed in
Rybicki & Hummer (1991). Our scheme is more general than the previous works in the sense
that it can also be used in the case of overlapping lines (such as in the case of fine structure of
hydrogen) and for more general pictures of atomic levels (multiterm, multilevel with hyperfine
splitting, or more general ones).

Calculation of A*(k)

The advantage of using the diagonal approximate operator is that ESE remain local and
it is easy to evaluate the expressions for L. This approach is especially advantageous for
the multidimensional problems. Although other choices of A* (such as a tridiagonal operator)
can lead to improvement of the convergence rate, the use of multigrid methods makes these
differences of secondary interest (Chapter 4).

The A-matrix elements can be obtained during the formal solution of RTE. Since the A-
operator used in our development is exactly the one used in the 1st kind theory, we can just use
the expressions of Olson & Kunasz (1987) for A*(m,m) = A(m,m) which is the only element
explicitly required in the solution. In our notation for F'S at the point O, the diagonal element
reads

A*(m,m) = Pre ™M L)y . (3.126)



Chapter 4

Nonlinear multigrid techniques for
radiative transfer

4.1 Introduction

The Jacobi iteration developed in the preceding chapter is quite useful since it overcomes the
main disadvantage of the lambda iteration algorithm, i.e., extremely slow propagation of the
information throughout the optically thick atmosphere. However, efficiency of this approach
declines rapidly with the increasing number of grid nodes. This problem becomes especially
weighty in multi-dimensional applications but it is also of interest to study the more advanced
techniques in the one-dimensional case (especially in the complicated models of the 2nd kind).
This chapter describes a significant improvement of the convergence time by the use of the
so-called multigrid methods (MG). This approach was applied in the previous decades in a wide
range of applications of numerical linear algebra. Since it is straightforwardly applicable to
the nonlinear problems it is also of great importance for the radiative transfer modeling. The
numerical polarized radiative transfer in spectral lines achieved a great progress in recent years
Steiner (1991); Auer et al. (1994); Fabiani Bendicho et al. (1997). However, the superior MG
methods have not yet been systematically used in solar physics research. This chapter contains
an extension of the unpolarized MG techniques developed in the past years to the general NLTE
problem of the 2nd kind that was discussed in the previous chapter. This work has been partly
published in Stépan (2006) (from now on referred to as Paper I1T). This paper can also be found
in Appendix E.

Outline of this chapter is as follows: In Section 4.2, I define a reference model problem
which is used in the subsequent sections for the convergence analysis and demonstration of the
NLTE effects on the emergent radiation. I recall a definition of the Euclidean norm that is
used for measurement of the length of the formal vectors constructed from the density matrix
components. The suitable quantities for an analysis of the error of the approximate solutions
are then defined. It is demonstrated quantitatively that the Jacobi iteration process slows
down significantly if the grid refinement increases. In the subsequent Section 4.3 a philosophy
of the MG approach is presented along with a review of the existing applications in the field
of unpolarized RT. A general description of the essential element of every MG method, the
so-called coarse-grid correction, is presented in the later part of the section. Finally, the so-
called restriction and prolongation operators are introduced into the density matrix framework.
In Section 4.4, I describe a robust MG algorithm called Standard MG method. Furthermore,
there is Section 4.5 containing a description of a superior MG method, the so-called Nested
MG, saving approximately a half of the CPU time when compared to Standard MG. In the last
Section 4.6, examples of the particular solutions of the NLTE problem are shown.

76
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4.2 Measurement of convergence

4.2.1 The reference problem

For the studies of the convergence properties of the iterative methods, it is useful to introduce
a reference problem. In this work, I consider a simple model of the two-term atom devoid
of hyperfine structure (see Chapter 2). In the same time, this problem is complex enough
for demonstration of interesting physical phenomena and requires implementation of all the
numerical methods developed in this thesis. The lower atomic term will be S and the upper
term will be 3P. Thus the lower term consists of one level with total angular momentum
Jy = 1 and the upper term consists of the three fine-structure levels with the respective angular
momenta J, = 0, 1, and 2. Let us suppose that the fine structure of the upper term obeys
the Landé interval rule with (, defined in Eq. (2.27). The total number of density matrix
multipoles is 90 (taking into account the Zeeman and level-crossing coherences). Both lower
and upper terms can be polarized. The fine-structure splitting of the upper term can be
related to the natural width of the levels by a dimensionless quantity (cf. Eq. (10.142) of
Landi Degl'Innocenti & Landolfi 2004)

G
2hAu—>€ 7

(4.1)

where A,_., is an Einstein coefficient for spontaneous emission from the upper to the lower
term. In the particular model used in this chapter it is = 0.5. This means that fine-structure
splitting of the upper term is comparable to the level widths.

The flat-spectrum approximation (see Subsection 2.5.4) is satisfied in all the following cal-
culations due to sufficient Doppler broadening: The Doppler width

2kgT
AXp = Aline? / S = 2 (4.2)
atom

is set to be approximately 300-times the natural level width. Even in the case of maximum
Zeeman splitting considered in this chapter, v = 6 (cf. Eq. 2.37), the flat-spectrum approx-
imation holds. In the present numerical solution, I only assume Doppler broadening of the
line — natural broadening is ignored. The range of the magnetic field strength is chosen so
that the upper term is mostly in the incomplete Paschen-Back effect regime. Magnetic field is
supposed to be uniform in the atmosphere and horizontal, i.e., 0 = 90° (see Figure 3.1). Even
though the lower-level Hanle effect is naturally taken into account, the field strength is always
strong enough to destroy the lower-level coherences in the examples below. In the assumed
range of field strengths (v = 0.01 to 6) the lower-level coherences are well relaxed since the
lower-level relaxation time is much longer due to weak irradiation (see below). However, there
is non-negligible amount of polarization contained in the lower term due to imbalance of the
Zeeman sublevel populations (in the atomic frame; cf. the effect of depopulation pumping,
Trujillo Bueno 2001).

The plan-parallel atmosphere considered in the reference problem is semi-infinite with zero
illumination on the surface. The atmosphere is isothermal and the photon destruction proba-
bility (generalized to the two-term atom) is set to

OO = )

|
<
~—
|
—_
9
S

(4.3)

This value is constant for the whole atmosphere. No depolarization collisions are assumed.
Density of the atmosphere increases exponentially with z.
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Radiation in the atmosphere is very weak. In the deep parts of the atmosphere the av-
erage number of photons per mode at the line central frequency (cf. definition (10.62) of
Landi Degl’Innocenti & Landolfi 2004) is of the order of 107%. In the parts of the atmosphere
close to the surface it is still smaller. Even though the stimulated emission effects are negligible,
they are incorporated in the NLTE equations.

There is no background continuum radiation assumed in the reference problem.

4.2.2 Numerical errors
The norm

In order to measure the convergence properties of the method, one has to define a norm
of the approximate solutions. The norm can be used for a quantitative measurement of the
differences between the complex formal (N x N)-vectors in the solution space. In this work, I
adopt the Fuclidean norm,

N
1
lell = § DLl (4.4)
i=1

normalized with respect to the number of grid nodes, N.

This norm has its advantages and disadvantages for the NLTE polarized problems. The
advantage is that it can be easily evaluated and it is unique for the density matrix as a whole.
On the other hand, the last property is also a disadvantage since it is clear that the norm | p||
will be dominated by populations mostly from the regions close to the local thermodynamical
equilibrium which are not particularly interesting (at least in the reference problem under
consideration). These populations have usually much larger values than the coherences and
populations close to the surface. However, this is not a big constraint for the purposes of
measuring convergence errors, i.e., the differences between two approximate solutions ||p — p'||:
The equilibrium populations in the deep layers do not change between iterations hence do not
contribute to the error. A similar conclusion can be made concerning the so-called truncation
residual vector introduced below.

Measuring the convergence

From now on, grids with different finesse will be used. The individual grids will be identified
by a lower index (Gy). Similarly for other quantities related to a given grid: Ny, pék), pe ete.

There are three quantities usually used for an analysis of the convergence properties of
the iterative solver (cf. Auer et al. 1994; Trujillo Bueno & Fabiani Bendicho 1995). These are

relative change Hpék) — pékil)H, convergence error Hpék) — pgx’) pék) — pS;i") :

These quantities are related to a given iteration k and the grid Gy. They express, respectively,
the difference between two successive iterations, the difference between the iteration k£ and the
fully converged solution, and the difference between the iteration k and the exact solution on
the grid with infinitely small spacing of grid nodes. In practice, one usually deals with following
relative quantities:relative change

, and true error ’

k k—1
|t o]

Re(k, ) i
o]

(4.5)
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relative convergence error

(k) (o0)
HP@ Py H
Ce(k,l) = T el (4.6)
Cal
and relative true error
s
Py Pco
T, 0) = (47)
el

Since the exact solution pc(f)o ) is not known, it will be approximated by the solution calculated

using the grid with very fine refinement of 23.4 points per decade (PPD). In the following, T
will also use the notation p, = péoo) for the fully converged solutions.

Worth to say that different definitions can be used for norm (4.4) and the quantities (4.5)—
(4.7). One often uses the a-norm to define the quantities above as

«

, (4.8)

3 1 | Qe
RC:E Z

=1

k k—

", — (o)
k

(PE ))i

(py

and analogously for the other quantities (see for instance Auer et al. 1994; Fabiani Bendicho et al.
1997). Such quantities, especially if o = oo, provide a good information on actual error of the
individual components of the solution. In the models of the 1st kind, all the level populations
are larger than zero. In contrast, it is common in the models of the 2nd kind that several ele-
ments of the density matrix are zero; either identically across the medium (due to a particular
symmetry of the problem) or accidentally. It is always possible to determine the identically
vanishing atomic multipoles and remove them from the model. For example, all p}z components
would identically vanish in a cylindrically symmetric atmosphere in the Hanle effect regime
if it is not illuminated by a circularly polarized radiation (cf. Manso Sainz & Trujillo Bueno
2003a). On the other hand, such removal can be more complicated if the element vanishes
(or nearly vanishes) only in several nodes or in several iterations. This problem may arise in
the large optical depths where the radiation becomes more or less isotropic and consequently
the coherences become extremely small. Also in the regions where a density matrix multipole
changes its sign the value of |p;] may become extremely small and the quantities |Ap;|/|pi
behave unpredictably due to numerical perturbations. The definitions (4.4)—(4.7) guarantee
a smooth variation of the relative change and the relative errors. A demonstration of typical
convergence behavior of the ALI technique is shown in Figure 4.2.

Taking into account the asymptotic behavior of the iterative process discussed in Subsec-
tion 3.2.2 and the definitions (4.5) and (4.6), one can show (cf. Auer et al. 1994) that, in
the asymptotic limit, the convergence error and the relative change are closely related by the
expression

Ce =~ R, Tg (4.9)
Moreover, if the estimation is close to the correct solution, one gets (cf. Trujillo Bueno & Fabiani Bendicho

1995)
(k+1) (k1)
0= lim C—k lim e—, (4.10)
hence the spectral radius of the method can be estimated even from the slope of R. during the
iterative process. It is important to note that these expressions are applicable regardless the

particular definition of the norm and the errors (4.5)—(4.7).
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Figure 4.1: Variation of the relative true error with the iteration number of the surface value
of the upper term invariants p°(J = 1, J' = 1) (solid line), p?>(J = 1, J' = 1) (dashed line), and
p*(J = 1,J" = 2) (dotted line). From up to bottom, the panels show the error variation on
the grids with 3, 5.9, and 11.7 PPD (see Subection 4.3.1). The plateaus in the later iterations
indicate that the truncation error is reached. The convergence is slower for the grids with
smaller meshes. The error of solution in the finest grid is about 0.1% and it is almost the same
for both population and coherence multipoles. As an initialization of the model, I always use
the LTE populations of the levels.
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Figure 4.2: A comparison of different quantities describing the convergence process in the grid
with 11.7 points per decade. The thin lines show the relative change of populations (solid line)
and coherences (dashed line) of the atmosphere calculated using the Euclidean norm applied to
the |Ap;|/|pi| quantities (see text for details). The lower cut-off for coherences has been set to
10~* multiple of the smallest population multipole to avoid divergencies. The thick lines show
true relative error calculated using Eq. (4.7): The dash-dotted line corresponds to population
multipoles, the dotted line corresponds to the multipoles of higher rank, and the solid line
corresponds to the error of all multipoles.

4.3 Introduction to multigrid methods

4.3.1 Multiple grids

As it is clear from FS of RTE (3.85), radiative coupling of different points in the atmosphere
decreases exponentially with their optical distance. In large optical depths of the atmosphere,
the optical distance between two successive grid nodes is typically much higher than 1. The
A-matrix becomes strongly diagonally dominated in these regions and the convergence of the
simple lambda-iteration process is quite bad. The use of approximate local operator A* in the
Jacobi method does analytically eliminate the dominating local photon scatterings and lets
the wing photons to transfer the information effectively. Convergence of the Jacobi method
in such nodes is very good. On the other hand, in the optically thin regions close to the
surface, the off-diagonal elements of A become more important. The local scatterings become
less crucial and the convergence deteriorates. The smaller is the grid spacing the stronger
is the effect of the neighboring nodes and the slower is the convergence. This is the reason
why Jacobi iteration convergence decreases significantly with increasing N. In fact, Jacobi
iteration acts as a smoothing procedure: It mostly averages the error among the neighboring
points (see Figure 4.4), i.e., the high-frequency errors. On the other hand, reduction of the low-
frequency errors is poor (Briggs et al. 2000). The observation that Jacobi iteration is efficient
in smoothing the errors is advantageously applied in the MG technique below.
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Figure 4.3: Evolution of R. (dotted line), C, (dashed line), and T, (solid line) in the Ja-
cobi iteration on the same grids as in Figure 4.1. The convergence radius of these models is,
respectively, o3ppp = 0.78, and 059ppp = 0.90, 011.7ppp = 0.95.

Progress in the multigrid techniques

The MG approach is based on using the coarse grids to reduce the low frequencies and
the fine grids to smooth the high-frequency components (see Figure 4.5). Such a process can
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Figure 4.4: Jacobi error smoothing process. High-frequency error components are usually
reduced quite effectively (a). On the other hand, the low frequencies survive quite well (b). It
is shown in the numerical linear algebra that Jacobi acts more or less like an error averaging
process in which the error e; of solution in grid node 7 is smoothed to %(ei,l + €;+1) in the
successive iteration (Briggs et al. 2000). The terms “low frequency” and “high frequency” is
always relative to the mesh of a given grid.

lead to the asymptotically optimal CPU time demands of O(N) in the number of grid nodes.
The MG methods have been originally developed in order to get an efficient solver for the
elliptic boundary value problems (Brandt 1977). Later the MG strategy has been used for a
solution of the Fredholm integral equations of the second kind. The strong points of the MG
methods are their generality and the possibility of solving nonlinear problems in the so-called full
approximation storage (see the extensive monograph of Hackbush 1985). The first application
of MG to the RT problems has been presented by the pioneering work of Steiner (1991) who
used the MG strategy to solve the two-level unpolarized problem and showed the potential of
this approach. This potential was used by implementation of these methods into the massively
parallel three-dimensional two-level atom code of Vith (1994). The use of multiple grids (but
not a MG method) in the so-called grid-doubling strategy has been applied to the nonlinear
multilevel problems by Auer et al. (1994). This method has been further extended to the full
MG technique by Fabiani Bendicho et al. (1997), who used the GS iteration as the smoothing
method because it is more efficient than Jacobi (see Trujillo Bueno & Fabiani Bendicho 1995).
These methods have been recently implemented in the models for studies of solar prominences
by Léger et al. (2007). An extension to the case of one-dimensional polarized multilevel transfer
in hydrogen lines of the non-magnetic atmosphere has been presented in Paper III.

Although the MG algorithms are of particular interest for multidimensional problems in
which, typically, N > 10%, an improvement of the convergence rate thanks to multigrid’s O(N)
behavior is not only important in the asymptotic limit N — oo. It also leads to a significant
improvement of the solution time in one-dimensional problems with only N ~ 100.

Multigrid for the one-dimensional RT

As indicated above, the MG methods are built on the advantageous use of the differently
coarsened grids. In this work, I use the grids Gy, Ga, ..., Gy, where M denotes the index
of the finest grid whereas (G; denotes the coarsest grid. The associated mesh sizes are hy, hg,
..., hyr. The node spacing is constant for each grid and it is always hy,; = hy/2.! Since the
density of the atmosphere increases exponentially with z, the spacing of the nodes in optical
depth scale also increases exponentially with depth. In the problem under consideration, the
line-center optical depth 7 varies between 10~% and 107, i.e., in the range of 11 decades of log;, 7.

!These conditions are not necessary. However, they are useful in most cases and straightforwardly generalized
if necessary.
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Figure 4.5: Philosophy of the MG technique. The picture of Josef Lada can be used for
illustration of the effect of a different mesh size. A big brush can be used for efficient painting
of large areas of a same color (panel 1). Corrections to this coarse painting can be done using
smaller brushes until the desired accuracy is achieved (panels 2 to 4). The use of big brushes
(coarse grids) is most efficient for finding the low-fregencies of the solution whereas the tinny
brushes (fine grids) are used to find the small-scale corrections. (Note that the analogy is not
perfect: In the MG methods one always uses the coarse grids to correct the solution in the
fine-grid. That would correspond to repainting the detailed picture by a big brush...)

This number of grid nodes, Ny, should vary from the lowest physically relevant approximation
(typically 3 PPD) to a number leading to sufficiently precise predictions (typically 10 PPD).
In the reference problem of this chapter, I usually use 3 grids with Ny = 33 (3 PPD) and
N3 = 129 (11.7 PPD). The coarsest grid that has been considered in tests has 17 grid nodes
(i.e., 1.5 PPD what is on the physical limits of the radiative transfer models). On the other
hand, an extremely fine grid with N = 257 (i.e., 23 PPD) has been used for estimation of the
truncation error of the coarser grids and calculation of the Stokes profiles/Hanle diagrams in
Section 4.6.

For discretization of the spatial directions € T used 22 directions for the polar angle 6 € [0, 7]
and 28 directions in the azimuthal angle xy € [0,27). The total number of ray directions
considered in the model is thus 616 (see Subsection 3.2.1).

The wavelength quadrature of in the line profile ® is always such that the constant spacing
of the discrete wavelengths is 0.2A\p.

4.3.2 Coarse grid correction

The more or less intuitive principles discussed in the previous subsection can be formulated
in a more rigorous way (see also Hackbush 1985; Fabiani Bendicho et al. 1997). The discrete
NLTE problem (3.4) can be formulated on each grid G,. Let us call G, the fine grid for the
moment. Since only estimates Lgk) are known in every successive iteration k, the problem to
be solved reads

cPpd =, (4.11)

where Eék) is the matrix calculated from the density matrix pg,k) obtained in the previous

iteration k (cf. Eq. 3.28). Using the approximate lambda operator technique from the previous
chapter, one can preconditionate the system Eq. (4.11),

Vo = 1, (4.12)
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from which one gets a new guess for the density matrix, pékﬂ).

A suitable measure of quality of a given approximation can be expressed in the form of
residuum (cf. Eq. 3.8)

k k k k k k k k k
Lo £ = Llpl? + o)~ £0010 = 5 L0 =2 (a3

where
(k) (k)

pe=p, +e . (4.14)
is the desired correct solution on G,. Residuum is the quantity of crucial importance since it
contains an information about the error of solution. Note that since the problem is nonlinear,
we cannot determine the exact value of residuum, f, — Egpék), only the estimate given by
Eq. (4.13) is available in every iteration. However, it is a good approximation if pék) is close to

Pe.
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Figure 4.6: The effect of coarse grid correction. High-frequency components of the error are
reduced by a few presmoothing Jacobi iterations. CGC reduces significantly the low-frequency
error components but introduces a further noise into the fine-grid solution due to the interpo-
lation process. This noise is swept out by the additional postsmoothing ALI iterations.

As stated above, Jacobi iteration smoothes effectively the high-frequency errors. In the
following, the procedure of successive application of several Jacobi iterations will be symbolically
represented by the smoothing (or sweeping) operator . acting on the formal density matrix
vector pék). At this stage of solution, one uses vy (13 = 1,2,3,...) of the so-called presmoothing
iterations. This process can be represented by action of the .7, operator. Due to action of this
operator the residuum becomes smooth, i.e., there are no high-frequecy Fourier components
of the residuum in GGy. The remaining low-frequency components can also be reduced via the
coarser grids: The problem (4.13) can be transfered to the coarse grid G,_; without loss of

accuracy,
k k k
Loaper — L2701 = 2], (4.15)
where Z is the so-called restriction operator mapping the vectors from the fine grid to the

coarse grid,
X : Ly = Lyp_1 . (416)

The matrix Eéli)l has to be determined from %[pék)] using an additional F'S of in G, (see
Algorithm 4.1). Eq. (4.15) is the so-called coarse grid equation (CGE, cf. Hackbush 1985) that
can be used for estimation of the fine-grid error eék). Eq. (4.15) can be rewritten in the standard
form of the (quasi)linear equation

Lo 1pi—1= fo1. (4.17)

Solution of this equation is equivalent to the solution of the NLTE problem on G,_; with a
modified right-hand side f,_;. For this reason it is important to keep in mind that p,_; is not



Chapter 4: Nonlinear multigrid techniques for radiative transfer 86

equivalent to the normal NLTE solution formulated on Gy_;. From Eq. (4.17) the vector p,_;
can be found and the correction

Api1 = pi1 — Zlpi)] (4.18)
can be projected onto the fine grid by the so-called prolongation operator,
P oxp— Ty (4.19)

It is obvious that Z2[Ap,_1] gives the low-frequency correction to the error egk),

el ~ P[Ap,_], (4.20)
hence we arrive at the new guess for py:
P = p + 2[Ap, ). (4.21)

Finally, the high frequency corrections must be found by use of the so-called postsmoothing
<, in the fine grid. This is because the interpolation process introduced an additional noise
into the fine-grid solution. The number of postsmoothing iterations will be denoted by 5. The
process of solution of the NLTE problem by correcting the long-wavelength errors by the coarse
grid is usually called the coarse grid correction (CGC, see Figure 4.6) or full approximation
storage (FAS) (Brandt 1977).

repeat
presmooth p@k_yl) by vy Jacobi iterations, .7, — pgk)
calculate one more FS to get [,gk) consistent with pék)
calculate residuum rék) = fr— Eék) pg,k)
restrict rék) to Gy_q1 — %[rék)]
restrict pék) to Go_y — X [pék)]
restrict fy to Gy — Z|[f]
calculate FS in Gy_; consistent with % [pgk)} — Eéli)l
get fr—1 and 1,_; form Eq. (4.22)
solve CGE — py_1
calculate Ap,_; from Eq. (4.18)

project these corrections onto Gy — pgk“)

perform v, postsmoothing iterations, .#,, — pg’””’@)
1

| 7ell == 5 |71l

calculate the residuum 7, := f, — £~ plFt>=1
until ||r|| < |||

Algorithm 4.1: Coarse grid correction.

From Egs. (4.13), (4.15), and (4.17) one obtains for the right-hand side of CGE,
for = R+ LA = AL P = HUf] + 70 (4.22)

7,1 has a direct numerical interpretation. It is the so-called relative truncation error (or relative
truncation residual) of Gy_; with respect to G, (Press et al. 1994). As already mentioned in
Section 3.2, solution of the problem on a given grid is always affected by a truncation error. The
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presence of 7,_; guarantees that the solution on the coarse grid will have the same precision as
the fine-grid solution.? In terms of the analogy in Figure 4.5 one would say that 7y_; guarantees
that colors in the coarser paintings correspond to the averaged colors of the fine-brush painting.
If the truncation error is ignored then it would lead to systematically darker/brighter colors of
the coarse spots. Such a ground-color would be useless since it would need to be completely
repainted by the fine brush in the same way the low-frequency errors would need to be corrected
in the fine grids.® Algorithm 4.1 summarizes the CGC process.

A crucial observation is now the following: Time required to solve the RT problem on the
fine grid is constant, i.e., there are only few v, +15 sweeps necessary to reduce the high-frequency
errors. The CPU time required is thus proportional to the size N, of the problem. Evidently,
the time required for solution of CGE can be significant but it will turn out in Section 4.4 that
the conclusion on O(N;) behavior of MG does not have to be modified if clever approach is
used.

Restriction and prolongation operators

Mapping of the solution formal vectors between the fine and coarse grids is done by use
of the restriction and prolongation operators. For the applications in the numerical radiative
transfer a suitable choice of these operators is as follows.

The most straightforward type of the restriction operator is a direct injection of the density
matrix from the fine-grid nodes to the corresponding coarse-grid nodes. A better and more
accurate choice for Z is the adjoint to the linear interpolation operator. This operator is used
in our implementation. For a discussion of this restriction operator see (Press et al. 1994).

The lowest-order prolongation operator would use a linear interpolation of the coarse grid to
the fine grid. Again, it is more accurate to use a higher order projection in the RT applications.
A common choice is the cubic centered interpolation operator (see Press et al. 1994; Hackbush
1985, for detals).

Application of the #Z and & operators is rather efficient. It requires O(N;N) operations
and it is much faster than solution of ESE which is a O(N,N?) process.

Consistency of density matrix

Processing Z and & involves construction of the linear combinations of density matrices.
Let, in the notation of Eq. (2.4), pmn(i) be the density matrix coherence in the grid node i.
Both # and & are supposed to be linear operators mixing the density matrices of different
grid nodes into a new density matrix of another grid,

Pran = Z CiPmn(D . (4-23>

It is easy to show that both normalization, Trp = 1, and the Hermiticity, g}, = pnm, are
satisfied if ) . ¢; = 1 and ¢;’s are real. Both conditions are satisfied by the operators described
above. The MG process thus does not violate the consistency of the solution.

2In the sense that a value of the density matrix elements in both grids will be approximately the same. The
coarse grid can describe the same solution as the fine grid with exception of the highest frequencies due to the
Nyquist theorem.

3However, the analogy is not perfect. The coarse grids can be advantageously used for finding an initial
guess of the fine-grid the solution. See Section 4.5 for details.
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Stopping criterion

It is pointless to iterate the model anymore if the error of solution is dominated by the
truncation error. A suitable measure of the error is the residuum vector: It is only worth to

iterate until
|7ell < [|7el| - (4.24)

It is difficult to estimate the truncation error in the common ALI models with one grid only.
However, if multiple grids are used, the relative truncation error of the coarse grid, 7,_1, can
be used for estimation of the fine-grid truncation error. It can be shown (Press et al. 1994)
that for the method of second order and for the mesh-size relation hy, = 2hy,; the fine-grid
truncation error can be approximated by

1
I7ell = 5 llme-all (4.25)

(cf. also Fabiani Bendicho et al. 1997). This general criterion should be used for verification
of the CGC after performing the postsmoothing iterations. If the criterion is not satisfied one
should run another CGC for the finest grid. For a different criterion based on an estimation of
the relative truncation error T, see Auer et al. (1994).

4.4 Standard multigrid method

There is a number of approaches to the MG philosophy. The so-called Standard MG is a
natural generalization of the CGC described in the preceding section.

One easily realizes that the coarse-grid equation can be solved recursively: A solution of
Eq. (4.17) can also be found using CGC with G,_5 and so forth. Since the presmothing and
postsmoothing Jacobi iterations always cost a constant CPU time, the whole process remains
O(Ny). The Jacobi sweeps are only used to find a solution in the coarsest grid G;. Since there
is only small number of grid nodes in this grid, the time to find this solution is quite small.
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Figure 4.7: Standard MG iterations. The V-cycles are drawn for the case of 4 grids. As
mentioned in the text, ., Z, and & denote, respectively, the Jacobi smoothing procedure,
restriction, and prolongation operators. In the lowest grid, the coarse grid equation must always
be solved with a sufficient accuracy.

It is not necessary to find an exact solution on each grid within just one Standard MG
iteration from Gy to Gy and back. Instead, few of these so-called V-cycles (see Figure 4.7)
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can be employed to find the successive approximations to the solution on Gy. The solution
on a given grid G, can also be obtained by a few CGC iterations before the corrections are
projected onto Gyyq. In this way, one can develop the more complicated iterative shemes (V-
cycles, W-cycles, etc.; see Hackbush 1985; Fabiani Bendicho et al. 1997). In this work I only
consider the V-cycle scheme. The extension of CGC to the Standard MG scheme is described
in Algorithm 4.2.

initialize LTE populations on Gy
repeat

if / =1 then

solve CGE by .

exit the function

else

presmooth pﬁkf'/l) by 11 Jacobi iterations, ., — pék)
calculate one more FS to get Eék) consistent with pék)
calculate residuum rék) =fr— L,(Zk) pﬁk)

restrict rék) to Gy — %[rék)}

restrict pgk) to Gy — %[pék)]

restrict fy to Gy — Z|[f]

calculate FS in G,_; consistent with ?Z[pg“)] — ,Cé]i)l
get fr—1 and 1,1 form Eq. (4.22)

call recursively this algorithm for G,_;

calculate Ap,—; from Eq. (4.18)

project these corrections onto Gy — pékﬂ)
perform 15 postsmoothing iterations, .7, — pékﬂ#m)
if £ =M then
7]l == 5 el
calculate the residuum 7y := f, — £512) p{Ft2)
else
| exit the function
end

end
until ||r.|| < ||7]]

Algorithm 4.2: Standard MG scheme.

The convergence properties of the Standard MG method are shown in Figure 4.8. A compar-
ison with the convergence behavior of the ALI technique (the bottom panel of Figure 4.3) shows
that the iteration to the level of the truncation error is not only faster in the Standard MG
case but also that the relative convergence error C, is always smaller than the relative change
of density matrix corresponding to the same iteration (cf. Fabiani Bendicho et al. 1997). R, is
thus a sufficient estimate of the upper limit of C.. From Eq. (4.10) one obtains the spectral
radius of the problem of about ¢ ~ 0.015 which is rather small. If follows from Eq. (3.23) that
number of iterations required to minimize the error is quite small. Typically only two or three
MG iterations are sufficient to reach the convergence.
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Figure 4.8: Evolution of R. (dotted line), C, (dashed line), and T, (solid line) in the Standard
MG scheme with 4 grids. The finest grid was the one with 11.7 PPD. The numbers v, = 4
and vy = 5 of the pre/postsmoothing iterations have been used. CGE was solved by Jacobi
iteration which was stopped once the mazimum relative change of populations was below 1074,
The finest grid with 11.7 PPD has been considered. It follows from Eq. (4.9) that the spectral
radius is o = 0.015. Since p < 1 it is also C, < R, in contrast to the ALI method. The full
convergence is reached after very few MG iterations and within a significantly shorter CPU
time.

CPU time demands

It follows from Algorithm 4.2 that number of Jacobi iterations performed in each grid is
(y + 11 +1). Let ty the CPU time required for one Jacobi iteration on the finest grid Gy
and let togg be the time of solution of CGE. Since the time spent on one Jacobi iteration is
proportional to Ny, one gets for the Standard MG V-cycle with M grids a total computation
time* of

M -1
1 1
tCGE + (Vl + 141 + 1)tM E (§> = tCGE + (1/1 + 1%} -+ 1)tM <2 — —QM_1> . (426)
/=1

We see that the computation time only slowly increases with the number of grids. In fact, it
saturates at the limit tcgg+2(v; +v1 + 1)ty Since ty o< Ny, we see that the the computational
time scales linearly with Ny if tcqp < 1.

The effectivity of the MG methods is even better in the multidimensional geometry. Not only
that the solution time scales linearly with Ny but also the number  in the sum of Eq. (4.26)
becomes ;11 and % in the two and three dimensions respectively.

Worth to say that the smoothing ability of the Jacobi iteration is not quite optimal (see also
Trujillo Bueno & Fabiani Bendicho 1995). The use of Gauss-Seidel iteration in .# can lead to a
decrease of (v141v,+1) by factor of 2 or 3 with virtually same ty;. For a very detailed convergence

analysis of the MG technique with a Gauss-Seidel smoother see Fabiani Bendicho et al. (1997).

“Note that the time demands of restrictions and prolongations have been neglected.
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4.5 Nested multigrid method

Another approach to the MG technique is possible. In the so-called Nested MG method one
starts in the coarsest grid G; and successively interpolates the approximate solutions onto the
finer grids by 2. The Standard MG iteration is then applied in each grid to find the correct
solution. The process can be visualized as in Figure 4.9.
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Figure 4.9: Nested MG iteration for an example of 4 grids.

initialize LTE populations on G
solve CGE by .
project the solution onto Gg: py := Z|p]

for ¢ from 2 to M do
solve for p, by Algorithm 4.2 in which Ml — /¢

if ¢ <M then project the solution onto Gi1: pey1 := P |[pd]
end

Algorithm 4.3: Nested MG scheme.

This approach is generally more efficient than Standard MG since one starts the iteration
in the fine grid using a more accurate guess for solution provided by the coarse grid (and
contaminated by the relative truncation error, of course). From Figure 4.10 it becomes clear
that the Nested MG method has rather fast convergence towards the correct solution. It is
about a factor 2 faster than the Standard MG method. In the typical applications, one only
needs one nested iteration cycle to reach the convergence.

4.6 Examples of solution

In addition to the convergence analysis, it is worth to illustrate the model by a particular
solution. In this section, two figures are presented to demonstrate the properties of the emergent
radiation of the 3S-°P triplet.

There are the so-called Hanle (or polarization) diagrams in Figure 4.11. They show a
fractional linear polarization of Q/I and U/I of in the line core. These diagrams are plotted for
three different polar angles of observation and reflect the effect of magnetic field on the linear
polarization state. Typical signatures of level-crossings in the incomplete Paschen-Back effect
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Figure 4.10: Comparison of the convergence behavior of Standard MG (solid line) and Nested
MG (dashed line). There is the true relative error T of the solution in the vertical axis plotted
against the CPU time in the horizontal axis. The circles on the Nested MG line indicate the
value of T, after a postsmoothing iteration on a given grid, which itself is indicated by the
number 1 to 4 for grids G; to Gjy.

Figure 4.11: Hanle diagrams for the line centre of the 3S — 3P triplet observed at = 0.085 (left
panel), 0.56 (central panel), and 0.89 (right panel) and horizontal magnetic field. Thick line in
each diagram corresponds to a fixed line-of-sight azimuth with respect to magnetic field vector:
X — x5 = 0° (left branch), and x — xp = 180° (right branch). Thin lines correspond to a fixed
magnetic field strength of v = 0.01, 0.3, 1.2, and 6.0. Solid parts of the curves correspond to
0° < x — xB < 180°, dotted lines correspond to the case 180° < y — xp < 360°. As expected,
polarization degree decreases towards the disk centre. However, a non-negligible amount of
linear polarization is present even in the disk centre. Note the various scaling of the axes.

regime of the upper term are found: The closed loops are due to evolution of the coherence
between the crossing Zeeman sublevels with AM = 4+2 (Bommier 1980).

Figure 4.12 contains the synthetic emergent line Stokes profiles for several strengths of the
magnetic field and for different inclinations of the line of sight (LOS). The LOS is always
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such that x — xp = 0°. Both Hanle and Zeeman effects are taken consistently into account.
By comparison of the linear polarization profiles at B = 0G with the results of the !S-!P
singlet line transfer (Rees & Saliba 1982; Trujillo Bueno 1999) the depolarizing effect of the
fine structure is well exhibited (cf. Section 10.16 of Landi Degl’Innocenti & Landolfi 2004).
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Figure 4.12: Stokes profiles of the 3S — 3P triplet observed at azimuth y — xz = 0°. The
observation is made close to the limb (u = 0.085, left column), at g = 0.56 (central column),
and close to the disk centre (1 = 0.89, right column). The profiles have been synthesized for four
different magnetic field strengths: v = 0.01 (dotted line), 0.3 (dashed line), 1.2 (dash-dotted
line), and 6.0 (solid line). The intensity profiles are not significantly modified by the Zeeman
splitting of the strength considered. The Stokes-V profiles are not perfectly antisymmetric
since there is a small contribution of symmetric component due to the alignment-to-orientation
mechanism (Landi Degl’Innocenti & Landolfi 2004). However it is only small contribution in
the present configuration. Note that negative () corresponds to the linear polarization parallel
with the limb.



Chapter 5

Hydrogen Ha impact polarization in
solar flares

This chapter deals with the problem of impact atomic polarization of the hydrogen Ha
line in the flaring solar chromosphere due to bombardment by the directive proton beams. The
detailed results of the theoretical modeling of this process can be found in Stépan et al. (2007a)
(from now on referred to as Paper IV, see also Appendix F). This chapter is just a very brief
summary of this work. For more reviews see also Stépan et al. (2006) and Stépan (2007).

The observations of the solar flares in the hard X-ray band indicate a bremsstrahlung
radiation of the electron beams with energies of the order of 10-100 keV or even more. These
beams are injected into the matter of the chromosphere from a coronal magnetic reconnection
site. However, the superthermal electron beams are not a satisfactory explanation of all flare
observations (e.g. Doschek et al. 1996). Furthermore, different accelerating mechanisms can
also lead to acceleration of protons (Orrall & Zirker 1976). In contrast to electrons, it is difficult
to detect the bremsstrahlung radiation of the proton beams at the energies below 1 MeV because
they do not radiate with enough efficiency (Brown et al. 1990).

Different techniques have to be used in order to detect the low-energy proton beams: One
of the candidates for such a measurement is the Stokes polarimetry of the hydrogen lines. As
explained in Subsection 2.5.7, anisotropic bombardment by charged particles can lead to impact
atomic polarization and consequently to emission of linearly polarized radiation (Hénoux et al.
1990). In the case of vertical beams, the maximum degree of linear polarization is expected
close to the solar limb.

In fact, there are observations indicating the existence of linear polarization of the Ha line
in solar flares. The degree of such polarization is often of the order of 5% or higher and is
usually interpreted as due to the impact polarization by proton beams (Hénoux & Chambe
1990; Vogt & Hénoux 1996; Xu et al. 2005). The preferential orientation of the polarization is
towards the disk center (radial) or parallel to the limb (tangential) in some cases.

There are also observations of other authors which indicate no linear polarization in an
extensive group of flares (Bianda et al. 2003, 2005). These authors argue for isotropization
of the proton beam in the relevant atmospheric depths where the hydrogen Balmer line core
is formed. Another crucial effect that has to be taken into account is an increase of density
of the background electrons and protons due to higher degree of plasma ionization. Con-
sequently, the collisions can lead to a significant depolarization effect (Bommier et al. 1986;
Sahal-Bréchot et al. 1996).

The first quantitative models taking into account the effect of collisional depolarization
have been considered by Vogt et al. (1997) and Vogt et al. (2001). Basically, these models
consisted of the two parts: (1) A self-consistent unpolarized NLTE radiative transfer model of

95
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the chromosphere affected by the proton beam. This model provided the hydrogen ionization
degree and the average radiation intensity at the Ha line optical depth equal to 1. To this
end, several semiempirical models of the chromosphere have been considered by the authors:
the quiet atmosphere model VAL C, the hotter plage model VAL F (Vernazza et al. 1981),
and the flaring atmosphere model F1 (Machado et al. 1980). The effect of proton beam was
taken into account in the calculation following the approach of Hénoux et al. (1990). (2) The
equations of statistical equilibrium and the radiation transfer equations have been decoupled
and the Ha line has been assumed to be optically thin. The proton beam energy distribution
at the injection site has been taken to be similar to the one deduced for the electron beams,
i.e., the power law

F(E) =

{ kE for E > E. (5.1)

0 for E < E.

where F, is the lower energy cut-off, k£ is the normalization constant, and ¢ is the spectral
index. The lower energy cut-off is usually considered between 100 to 200 keV. This energy
approximately corresponds to the energy necessary for the proton to reach the Ha line-forming
layers. The authors used the assumptions that the power-law distribution retains its shape
as the beam propagates in the upper chromospheric plasmas. Taking into account the effect
of depolarizing collisions, the rates of anisotropic excitation by the proton beam, and the
anisotropy of radiation (in Vogt et al. 2001), the authors calculated the polarization degree
eg/er of the radiation emitted at the unit optical depth. Depending on the atmosphere model
and the particular beam properties (the spectral index § = 3,4, 5, the energy cut-off, the total
energy flux £) they found the polarization degree of Ha up to 4.5 %, i.e., consistent with the
reported measurements.

It is worthwhile to calculate the line profiles self-consistently to verify whether the emergent
linear polarization is significantly affected by radiation transfer. The aim of this chapter is
thus to show a self-consistent solution of the problem taking into account the NLTE radiative
transfer of the 2nd kind. The goal is to clarify whether the proton beams are likely to be a
source of the observed linear polarization.

Description of the atomic model

We use a one-dimensional static atmosphere model with a fixed temperature structure and
we solve the NLTE radiative transfer model to find the differential effects of the proton beam on
the line Stokes profiles. The initial properties of the atmosphere are given by the semiempirical
models F1 and VAL F. The atomic model is restricted to the three Bohr levels n = 1,2,3
plus the continuum. In the range of electron and proton densities in our model, the adequate
description of the hydrogen state is in terms of the fine structure levels (see Sahal-Bréchot et al.
1996, for the discussion of this approximation). Hyperfine splitting is neglected. The magnetic
field in the chromosphere is supposed to be vertical. We neglect the Zeeman splitting of the
levels. This approximation seems to be adequate for typical fields in the chromospheric flares
which are well below ~ 1kG for which the Zeeman sublevels of a given term overlap (Vogt et al.
1997). For symmetry reasons, there are no Zeeman coherences (@) # 0) in the atomic density
matrix once the quantization axis is set to be vertical. The only non-vanishing density matrix
multipoles of the levels are populations, p9, and alignments, p3. Due to cylindrical symmetry of
the problem, the only non-vanishing Stokes parameters are I and @), i.e., the linear polarization
is either radial or tangential.
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Beam propagation

We suppose that the proton beam penetrates the chromosphere vertically. A horizontal
motion of the protons is neglected in order to keep the calculation simple and also to maxi-
mize the effect of impact polarization (Hénoux et al. 1993). We adopt the power-law energy
distribution of the beam number flux given by Eq. (5.1). In a partially ionized medium, the
superthermal proton beam is decelerated by the collisions with the background electrons, ions
and by the (in)elastic collisions with neutral atoms (Emslie 1978). The injection energy of the
protons necessary to reach the Ha line-core formation region is of the order of 100 keV. A
typical example of the shape of the differential energy distributions of the beam at different
atmosphere depths is plotted in Figure 5.1.
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Figure 5.1: Energy distribution F'(E,N) of the proton beam with § = 4 and E. = 150 keV
in two different column depths N of the chromosphere: The upper curve represents the initial
distribution at the injection site whereas the lower curve is the typical distribution of protons in
the Ha formation layer. The vertical axis of the plot is in arbitrary units. See Canfield & Chang
(1985) for details.

Collisional rates

For the purpose of calculation of the superthermal proton-hydrogen excitation rates of the
key transitions 152 — nlj,

Cﬁ;—olslm = N/dgvf(v)vaﬁjf_olsm (U) (52)

we use the close-coupling cross-sections of Balanga & Feautrier (1998). It can be shown (Vogt et al.
2001) that the other nonthermal rates are negligible. The impact polarization of the n = 3
level is most efficient for collision energies below 10 keV and the emitted light has the radial
direction of polarization for the collision energies below approximately 200 keV (Hénoux et al.
1990). The cross-sections of depolarizing dipolar transitions nlj — nl 4+ 1j" induced by the
background electrons and protons are calculated via the semiclassical perturbation method of
Sahal-Bréchot et al. (1996). The other collisional rates are calculated from the data of Atomic
and Molecular Data Information System (http://www-amdis.iaca.org). For more details see
Paper 1V.
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Results and conclusions

We found that the approximation of the energy distribution of the proton beam used in the
previous works is inadequate. The initial power-law distribution is dramatically modified in
the Ha formation layers (cf. Figure 5.1). The use of the power-law distribution at this layer
(Vogt et al. 1997, 2001) leads to an overestimation of the number of low-energy (< 10 keV) pro-
tons which are most efficient in creation of the atomic alignment. Consequently, a polarization
degree of the emitted radiation is overestimated.
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Figure 5.2: Electron density of the VAL F chromosphere affected by the nonthermal proton
beams with 6 = 4 and E. = 150 keV. The thermal case is plotted by the solid line. The models
including the beam are calculated for the total energy fluxes of 108 (dotted line), 10° (dashed
line), 10! (dash-dotted line), and 10" ergem™2s™! (the line with three dots per dash).

The unpolarized NLTE model of Vogt et al. (1997, 2001) was based on the lambda iteration
method. We have verified that these models did not provide a fully converged solution. The
ionization degree of the chromosphere predicted by these models was underestimated. Con-
sequently, the rates of collisional depolarization by the thermal electrons and protons were
also underestimated. Even in the cooler model VAL F, the fully converged solution leads to a
significant increase of the electron density (see Figure 5.2).

Even though the excitation collisions at energies below approximately 200 keV lead to
emission of polarization with radial direction, the typical line polarization obtained from our
models is not only very small but also tangential. This orientation is due to the resonance
scattering polarization. A typical synthetic )/ profile of Ha is plotted in Figure 5.3. In the
VAL F model,! the degree of fractional polarization is about 0.3% and only a small contribution
of impact polarization is seen. In the F1 flare model the degree of linear polarization is of the
order of 0.01% since the depolarizing collisions are strong (see Appendix F). In all our models
the effect of the proton beam on the /I profile is practically negligible and the polarization
degree is well below the value of 5% suggested by the observations of Hénoux and collaborators.

Our conclusion is that the proton beams are very unlikely to be a source of the observed
linear polarization of the Ha line as long as the approximations introduced above are applicable.

! This cooler model seems to be more reliable than F1 since the linear polarization of Ha is mostly found out
of the brightest footpoints of the flares (Xu et al. 2005).
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Figure 5.3: A fractional linear polarization profile of the emergent Ha line close to the limb
(= 0.11). The semiempirical model VAL F has been used and the effect of nonthermal proton
beam has been included. The individual profiles represent the same beam fluxes as in Figure 5.2.
Note that in the current definition, the positive-Q) sign means tangential polarization. The
polarization signal is mainly due to resonance scattering of the photons. The effect of the proton
beams is small and it cannot be distinguished from the effect of collisional depolarization in
these profiles. Note that there is always a change of the optical depth scale of the atmosphere
due to nonthermal bombardment resulting in modification of the polarization profile.

However, the joint effect of the beam, of the magnetic fields, and of the dynamics of the flare
event is quite complicated. The same applies to the complicated measurements of the emergent
linear polarization in flares. It is thus possible that a stationary one-dimensional model like
ours is not sufficient for drawing definitive conclusions about this issue.



Chapter 6

Hydrogen Balmer line formation
affected by electric return currens

There is another promising mechanism that could be possibly responsible for creation of the
Ha linear polarization in solar flares. The electron beams propagating in the solar chromosphere
can be accompanied by the so-called electric return currents (RC). The importance of RC in for-
mation of the spectral lines in solar flares has been recently pointed out by Karlicky & Hénoux
(2002) and Karlicky et al. (2004). These authors suggested that the role of the neutralizing
RC can be at least as important as the role of the primary beam itself. This results from the
fact that RC’s are expected to have typical energies of few deca-eV, i.e., the range of energies
for which the excitation cross-sections of hydrogen are high. Moreover, a number density flux
of the return-current electrons is enough to neutralize the electric flux of the primary beam.
These two facts make the RC problem of interest for the line formation studies.

In this chapter, I briefly recall some of the results of the recent modeling of the Balmer
line formation under the conditions of flaring atmosphere affected by the primary electron
beam and the associated RC formed by the so-called runaway electrons (Rowland & Vlahos
1985; van den Oord 1990; Norman & Smith 1978). These preliminary calculations do not take
into account the polarization state of radiation. Only the intensity component of the Stokes
vector is considered. However, qualitative conclusions concerning polarization of the emergent
radiation can be made and this work can be considered as a first step towards modeling of the
linear polarization signal. Since the matter contained in this chapter is discussed in detail in
Stépan et al. (2007b) (from now on referred to as Paper V, see also Appendix G), only a brief
review of motivations and results is presented here.

The models of the RC formation

The electron beam injected into the cold chromosphere evolves under the influence of several
processes (e.g., Karlicky (1997), Paper V): (a) the beam generates RC that decelerates the
beam in the RC electric field, (b) the beam generates the plasma waves causing the quasi-linear
relaxation of the beam, and (c) the beam electrons are decelerated and scattered due to collisions
with the background plasma particles. In our model, the plasma waves are neglected and RC
is supposed to be formed by the runaway electrons. The RC losses are thus strongly reduced
(Rowland & Vlahos 1985; Karlicky et al. 2004) and only the collisional losses are responsible
for deceleration of the electron beam (Emslie 1978).

The physics of RC formation in the chromospheric conditions is quite complicated and it is
not yet fully understood. However, one can use several approximations. Our model of the RC
formation is the following. For the reasons of simplicity, we approximate the power-law energy
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distribution of the electron beam by a monoenergetic beam. Taking high-energy electrons into
account (i.e. releasing the monoenergetic approximation) would lead to modification of the line
wings (cf. Kasparova & Heinzel 2002). However, the importance of RC in the lower layers of
the chromosphere is supposed to be of secondary importance.

Let ® = ngvg be the number density flux of the beam, where ng is the number density of
the beam electrons, and vg is its velocity. We suppose that the beam is propagating vertically
along the magnetic field lines. According to Norman & Smith (1978) and Karlicky et al. (2004),
a fraction of background thermal electrons, o = ng/n., forms the current that moves in the
opposite direction in order to neutralize the electric current e® associated with the primary
beam. Thus we have the condition

engug = ed. (6.1)

In this equation ng is the number density of the the RC electrons and vg is their velocity. Like
in the case of the primary beam, we assume that all the RC electrons move with the same
superthermal velocity.

Two models estimating ng have been used in Paper V: Following Norman & Smith (1978)

we have set ,
nr 1 1 5]) &
= —_—__— — _— - '2
«a o 5 exp 5 (\/ 7 _5D ; (6.2)

where £/Ep = npvp/neur, is the ratio of the electric field generated by the electron beam and
the so-called the Dreicer electric field (see Karlicky et al. 2004; Xu et al. 2005), and v, denotes
the thermal velocity of the background electrons. In the second model, we have assumed that
RC is formed by a fized fraction of the background electrons everywhere in the relevant layers
of the upper chromosphere,

a="R _ const. (6.3)
Ne

In our approach, o has been obtained by averaging the values from the previous model in the
Balmer line formation layers. The value of o depends on the total flux of the beam. In the
range of fluxes we have considered in our solution (i.e., 4 x 10! to 1.0 x 10" ergecm™2s71), the
typical value of « is of the order of 0.1 (see Paper V| for details).

The model inputs and outputs

For the purposes of this work, we have used the 5-Bohr-level plus continuum model of
hydrogen atom. The atmosphere has been approximated by the plane-parallel F1 model with
a fixed temperature structure (see the preceding chapter). The initial energy of the beam
electrons at the injection site has been set to 10 keV. This energy is typical for the electron
distribution cut-offs considered in the previous models (e.g. Kasparova & Heinzel 2002). We
have calculated the differential effect of the beam and RC on the profiles of the hydrogen He,
HG, and H~y line.

Results and conclusions

The excitation and ionization cross-sections of the low-energy return-current electrons are
larger than those for the fast beam electrons. Along with the fact that the collisional rates
of the beam and RC are both proportional to ®, the return-current effects on line formation
become important.

The synthesized Balmer line profiles can be found in Figure 6.1. The approach to the calcu-
lations with RC neglected is analogous to that of Fang et al. (1993) and Kasparova & Heinzel
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Figure 6.1: Hydrogen Balmer line profiles affected by 10 keV electron beams (left panels) and
by the beam associated with RC (right panels). From upper to lower panel: Ha, HG3, and H~y
disk-center line profiles for £ = 0 (dotted line / black), 4 x 10! (thick solid line / blue), 6 x 10!
(thick dash-dotted line / green), 8 x 10! (thin solid line / red), and 1.0 x 10'? ergem 257!
(thin dash-dotted line / violet). Note that the nonthermal profiles in the “beam-only solution”
almost overlap because the range of the beam fluxes is small. In contrast, the spectral line
response to the RC effects is more sensitive.

(2002). Taking RC into account by means of the theory of Norman & Smith (1978) (Eq. 6.2)
leads to the new line profiles shown in the right-hand side of the figure. One can see that
RC leads to a significant increase of emission in the line center of all the Balmer lines. Our
calculations indicate that, in the layers of Balmer line formation, a remains approximately
independent of depth. Similar profiles are thus obtained for the approximation of « given by
Eq. (6.3) (see Figure 3 of Paper V).

In the region of Balmer line formation the energy of RC is comparable to the excitation
threshold of the n > 3 levels. Since the RC energy and density are sensitive to the beam flux,
the resulting variation of the nonthermal collisional rates leads to a significant variation of the
line profiles. For both models under consideration, a maximum emission is found for the beam
flux of 6 x 10!t ergecm ™2 s71. The reason that the higher beam fluxes lead to a lower emission in
the lines is that the energy of the return current is not sufficient to excite the hydrogen atoms.
The excitation threshold effects seem to play an important role for higher fluxes, but they are
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very likely only a consequence of the monoenergetic approximation we have used.

Outlook

Recent numerical simulations of Karlicky (2008) indicate that the electron velocity distri-
bution in the chromospheric plasmas can be dramatically modified by the presence of the beam
and RC: It is no longer possible to distinguish the beam, RC, and the thermal component of the
velocity distribution. Instead, one has to take into account a complicated distribution function
with a significant anisotropy in the vertical direction. Such a distribution is to be considered
in the Balmer line impact polarization studies. The resulting impact linear polarization can be
high since a huge number of anisotropic electrons has the energies in the interval of 10 — 100 eV.
The linear polarization observed in flares by Hrioux and collaborators is predominantly radial.
That is consistent with this range of energies since the electron impacts imply the polarization
direction parallel to the direction of the velocity anisotropy for energies < 200 eV. A detailed
study of the effect of RC on the Balmer line polarization is now in progress.



Chapter 7

Conclusions and future prospects

The methods developed in chapters 2 to 4 and implemented in the computer code described
in Appendix A allow to solve the NLTE problems of the 2nd kind for a wide variety of spectral
lines and the one-dimensional plane-parallel geometry of the medium. The basic properties of
the solver can be summarized as follows:

e The density matrix formalism for description of the atomic state.
e Representation of the irreducible tensorial operators.

e A unified notation for the NLTE equations useful for a general iterative scheme based on
the Jacobi method.

e Short-characteristics formal solver for RTE.

e The solution can be performed for the problems formulated in terms of atomic mani-
folds satisfying the flat-spectrum approximation (the explicit expressions for multilevel,
multiterm, and multilevel picture with hyperfine splitting were given).

e Multigrid method: Implementation of the nonlinear multigrid methods (Standard MG,
Nested MG) leads to a significant decrease of the time required for solution of the problem.

e As a result, the problems involving a joint action of both Hanle and Zeeman effect can
be solved. All the basic radiative and collisional processes are taken into account.

In Chapter 5 it was shown by solution of the NLTE radiative transfer in hydrogen lines of
solar chromosphere that proton beams are the unlikely explanation of the linear polarization
of the Ha line. The study of the effect of electric return currents in Chapter 6 shows that
return currents can affect significantly the line profiles of the hydrogen Ha, H3, and H~ lines.
A future work should reveal whether the electron beams accompanied by return currents can
also lead to a significant modification of the emergent linear polarization.

Extension of the NLTE code to the multi-dimensional geometries would allow to model the
realistic optically thick structures of outer solar atmosphere. These regions are known to be
highly structured and the approximation of one-dimensional geometry is not adequate in most
cases. Diagnostics of the magnetic fields in such a regions is a non-trivial task. The use of
the forward NLTE modeling of the emergent spectra in optically thick lines (such as those of
HT or Hel) can provide a useful quantitative information on the actual atmospheric plasma
conditions.
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Appendix A

Design of Monopost

Monopost (for modeler of the non-LTE polarized structures) is the computer code imple-
menting the numerical techniques described in the preceding chapters. The code has been
developed in the C++ language and it is based upon the object-oriented design. This ap-
pendix contains few remarks to the algorithms and design of the code.

Monopost structure

The code consists of several components (see Figure A.1). The parser interprets a list of
commands stored in a text file (the model script). The scripts are written using a simple high-
level language and providing a functionality of the core. The core encapsulates all the classes
used in the numerical calculations. The data describing the model (description of the levels,
collisional rates, magnetic fields, structure of the atmosphere, ...) are stored in the data files.
These data are accessed by the core via the data input layer. The results of a particular model
(as specified in the model script) are provided by the core through the output layer.

model script
parser data files
core -— | data input layer

i

output layer

Figure A.1: Monopost code design.

The Monopost system can be used for the studies of a wide variety of the radiation-matter
interactions from modeling of a single resonance scattering event to the complex NLTE multigrid
models of realistic atmospheres. The system provides a set of advanced data types for the
density matrices, radiation tensors, and model grids. These high-level structures make the use
of the scripting language quite straightforward a efficient.
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An example: Internal representation of the atomic density matrix

The atomic structure is read from a data file. An appropriate classes are used by the core
to represent the atomic model taking into account any eventual symmetries of the problem and
the magnetic field regime (see Figure A.2).

CDMS

_— ! D

CDMSMultilevel CDMSMultiterm CDMSMultilevelHFS I CDMS... |

/ AN AN

CDMSMultilevelHanle CDMSMultilevelZeeman| 00000 0. ..

Figure A.2: Inheritance of the density matrix structure classes. The generic class CDMS provides
the basic data structures for a data storage and manipulation with the atomic multipoles
(preconditioning, solution of ESE, calculation of residuals, etc.). The inherited layer of classes
provide an additional functionality specific for a particular picture of levels (such as reading
of the atomic data, generation of the lists of s;;(aK Q) and s;Ej coefficients, treatment of the
magnetic kernels, etc.). The third layer can be used if more specific constrains can be applied.
For example, CDMSMultilevelHanle is a class providing only the atomic population a alignment
components that can be used for an efficient solution of the problems in which the Zeeman
splitting is negligible, circular polarization is neglected, and only Hanle effect takes place (in
fact, this model corresponds to the multilevel picture considered in Table 3.2). An extreme
case is the model taking into account only the populations of levels.

The classes for the density matrix data p; are derived from the generic class CDM. One
instance of such an object is allocated in every grid node. The reference frame for p; is selected
in every point of the atmosphere so that the quantization axis is parallel to the magnetic field.

Construction of s;;(aKQ) and sj; coefficients

The coeflicients s;;(«K Q) and Sg- are generated once the atomic model is loaded. A list
of the non-vanishing coefficients is generated for each of these quantities. The radiation part
of ESE is then always generated from these lists and from the local radiation field tensors
Jg (af). In the NLTE model, the equations are then modified according to the precondition
strategy by the use of the coefficients L,g; defined in Eq. (3.122). The use of the lists makes
the construction of ESE optimal since it reduces the numerical work to a minimum possible
number of operations (note that radiation field changes between iterations).

Collisional rates are added into ESE as well as the magnetic kernels which need to be
precalculated and stored in every grid node.

Solution of ESE

Atomic density matrix obeys the conjugation relation (B.6). It follows that each multipole
pi has its unique counterpart p; such that

p; = Zip; (A1)
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where Z; = Z; is either +1 or —1. Each pair of multipoles {p;, p;} is fully described by the two
real numbers. If p; is identically real then i = 7. In conclusion, the number of real numbers
needed for a full description of the state of the ensemble is the same as the total number of
complex multipoles p;. This number is denoted by N in this thesis. In the following, I will
adopt the notation p; = Re p; and p; = Im p;.

The use of the real arithmetics leads to an improvement of the ESE solution time approxi-
mately by a factor of 4.

The ESE matrix has obviously to satisfy certain conjugation relations in order to lead to the
solution of the form given by Eq. (B.6). The algorithm transforming the complex ESE matrix
to the real matrix of the same dimension follows. From

dp,
= Tuwps, A2
1t ; bPb (A.2)
and Eq. (A.1) it follows that
dpa _, dpi
=g = ;Habpb, (A.3)
from which 4t
p
©C =N gy Zupp - A4
a zb: bZafPb (A.4)
Using the definitions
Kab = Hab + ZaH&b 5 (A5)
Lab - Hab - ZaHdba (A6>
we can write the summation and subtraction of the equations (A.2) and (A.4) as
dpa
9 - Ko, AT
dt ; Po b ( )
oW _ > L (A.8)
dt - bLiab - .

We can formally split the summation over the independent multipoles p, and the associated
dependent multipoles p; by rewriting the sums in the form

dp,
2 dt - ; poKap + ; IOBKaB ) (A9>
o 8a _ > oLa+ Y L (A.10)
dt - b~ab 5 b~ab :
Using the fact that II}, = Z,Z,I1; it is easy to verify that
Kg = %Ky, (A.11)
L; = —Z,L,, (A.12)
from which we arrive at
dﬁa * ok
24 = zb:(Kabpb + Khypt) =2 Eb: Re Kpps , (A.13)
dpq

24 = ;(Labpb — Lipf) = 2Xb:ImLabpb. (A.14)
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where the summations run only over the independent multipoles p,. Finally, we can write

7 .
= K, — 0K Al

& zb:(Pb ab — Polap) 5 (A.15)

dp, A -

(ﬁﬁ = Z(prab + pvLab) , (A.16)

b

what is the desired recipe for the construction of the real ESE. Note that summations over the
pp and py are still restricted to the independent components and the equations are restricted to
the independent components of p,.

Generation of a and b matrices

Efficient calculation of the @ and b matrices (see Subsection 3.3.3) is a crucial point of the
solution since the formal solution of RTE is usually a “bottleneck” of the code.

B it | i |- | I, P |5t Sew| - - - - - |§£1tc

O, i | ig, [ it, O el - E

i

o [ b Bud-oo

Figure A.3: Indexing of the {-coefficients. A list of the transition indices iy, is constructed
for each lower-level multipole p,,. Only exciting transitions from the manifold containing py,
are taken into account for each multipole. At first, the list of the relevant transition indices is
constructed (left). Then the coefficients &, are calculated by the summation over the quantum
numbers as described in Subsection 3.3.3 (right).

In every iteration, these matrices (or the blocks from which they are composed of ) have to be
calculated in every point of the grid and for every characteristic direction. To this end it is useful
to precalculate and store the coefficients ¢ and x defined in Eqs. (3.78) and (3.79) in every grid
node. These coefficients depend, in general, on the local magnetic field and they are calculated
by the diagonalization coefficients C§ (cf. Subsection 2.3.3). Precalculation of the £ and x
coefficients before the iteration process starts can be performed quite efficiently. Note that the
calculation of the decoupling matrices a and b (in other words, the calculation of the transfer
coefficients of RTE) directly from the definition would lead to unbearable time demands. To
save the memory and to maximize the efficiency, Monopost uses the data structures described
in Figure A.3 for the storage of the £ coefficients (and analogously for x).

Note that there are 19 non-trivial tensors TQK (p, Q) (including the negative-Q) tensors; see
Table B.1). The & (p, K,Q) and y;(p, K, Q) coefficients have to be stored for each of these
tensors.

Calculation of the a(£2) matrix proceeds following the Algorithm A.1. An analogous algo-
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rithm can be used for calculation of the b(€2) matrix.

input : direction of propagation 2, Stokes parameter index p, profiles ®
output: complex (N x F)-matrix a(€2)

initialize the a(§2) matrix
forall Stokes parameters p and KQ multipoles for which (TQK(p, Q) #0) do
get geometrical tensor 7, (€2)
forall lower-level multipoles p; do
forall absorption transitions t from p; do

get &i(p, K, Q)-matrix value

forall frequencies w involved in t do

| add 75 (p, Q)P(w)ulp, K, Q) to ai,
end

end
end

end
Algorithm A.1: Calculation of the a,, matrix. Note that several optimizations can be made
in the algorithm to avoid the repetitive calculations. The present version of the algorithm is
just to demonstrate the approach to the generation of the matrix.

Note that & and y coefficients depend on the reference frame. In Monopost, they are calcu-
lated in the atomic frame (see Subsection 3.2.4). For calculations of F'S in the observer’s frame
it is necessary to transform the absorption (1¢, N, po, pv) and emission (eq, €y) coefficients
of the linear polarization components. The remaining coefficients are invariant under rotation
(see Section 5.5 of Landi Degl’Innocenti & Landolfi 2004). The time penalty of this approach
is small when compared to the total time needed for F'S of RTE.
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Representation of the irreducible
spherical tensors

Irreducible components of the atomic density matrix

The vectors of the standard basis, |aJJM), transform under rotation of the reference frame
as

T M) uew = > _[JaT M")]oaPipns(R) (B.1)

M/

where R is the rotation that brings the old reference frame into the new one, and 2y, (R) is
the associated rotation matriz (Fano & Racah 1959). The density matrix elements expressed
in the standard basis thus transform according to the rule (Brink & Satchler 1962)

[paJM,a’J’M’]new = Z -@,;]M(R)*[paJu,a’J/u’]old-@,{/,M/(R) . (B2>
p!

It is more convenient to use the irreducible representation of the density matrix (Sahal-Bréchot

1977),

_ J J’' K
pg(@J7 O/J’) = Z(—l)J M\/ [K] ( M —M —Q )paJM,a’J’M’> (B3>
MM’
where
J-J|<K<J+.J and ~-K<Q<K. (B.4)

In this representation, the transformation law for the rotation becomes
(06 (0, &' T )] new = Z[pg,(aj, o' INea25q(R), (B.5)
Q/

which is obviously simpler than Eq. (B.2). It is more convenient for use in the numerical codes
because only one matrix multiplication is necessary for calculation of the rotation. Moreover,
only the multipoles of the same rank K are coupled by the rotation.

Since the density matrix posarar0 e is self-adjoint, we deduce from Eq. (B.3) that

po (e, o’ J')* = (—l)J*J/*Qp[fQ(O/J/,aJ). (B.6)

The number of complex elements representing a state of the isolated J-level is [J]?. Thanks to
the relation (B.6) the number of independent real numbers required for representation of this
level is the same. If the level-crossing coherences are taken into account (a.J # o/J’) then the
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number of required elements increases but the conjugation relation still guarantees that the
total number of complex and independent real elements is the same.

A physical interpretation of the multipoles (B.3) is more intuitive than is the interpretation
in the standard basis. The rank K = 0 components stand for populations of the levels,

N(aJ)

: B.7
% (B.7)

polat) =

and they are invariant under rotation of the reference frame. The pf (K > 0) multipoles
express an imbalance of populations of the Zeeman sublevels. The ) # 0 multipoles stand for
the quantum coherences in a given basis. The elements of an even rank (K = 2,4,...) are
called the alignment components. They represent an imbalance of populations of the Zeeman
sublevels of different |M|, i.e., an alignment of the atomic angular momentum. The elements
with odd rank (K = 1,3,...) are called the orientation components are they represent an
imbalance of populations of the Zeeman sublevels |aJM) and |aJ — M).

Irreducible representation of the radiation field tensors

The radiation enters ESE through the angle-averadged Stokes parameters. One can intro-
duce the irreducible radiation field tensor (Landi Degl’Innocenti 1984)

3
Q
TE(w) =Y (i—WTQK(p, Q) (k), (B.8)
p=0

where [,(k) are the Stokes parameters and ’Z'(f (p, Q) is the geometrical tensor whose compo-
nents in a given reference frame are obtained from the components of the rotation matrix 2.

The explicit expressions for TQK (p, Q) are given in Table B.1.
The important property of the irreducible radiation tensor of the zeroth rank follows directly

form its definition, namely

Rw) = $ Trialk) = I(w). (B.9)

where J(w) is the mean radiation intensity.
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p=0 p=1

72(0,Q) =1 7,(1,92) =0

7,1(0,22) =0 71(1,92) =0

71(0,92) =0 71(1,92)=0

73(0,9) = 55(3cos?0 — 1) T(1,Q) = % cos 27 sin” f

T2(0,9) = —Lsin G cosfeix  T2(1,Q) = —%3(cos 27 cos § + isin 27) sin felx

77(0,9) = ‘f; sin® fe?ix 72(1,Q) \/Tg [cos 29(1 + cos® ) + 2isin 2 cos §] e

p= p=

G0 =0 ) =0

T5H(3,9Q) = /3 cos b 75(2,Q2) =0

T(3,Q) = —¥% sin felx 71(2,Q) =0

77(3,Q2) =0 14(2,Q) = %sm 2+ sin” 6

T2(3,922) =0 T2(2,Q) = */75(5111 27 cos ) — icos 2) sin fe'X

T2(3,Q2) =0 77(2,Q) = \/Tg [sin 279(1 + cos? §) — 2i cos 2 cos 0] e*x
Table B.1: Components  of the irreducible spherical tensors TQK (p, Q)

(Landi Degl'Innocenti & Landolfi 2004).  For the definition of the angles 6 and x see
Figure 3.1. The angle v defines the orientation of the reference polarization vector e, with
respect to the meridian (see Figure 5.14 of Landi Degl'Innocenti & Landolfi 2004). In our
definition it is always 7 = 0 with the exception of Chapter 5 where v = 7/2. The negative-Q)
components of the tensors are given by the relation 7%, (p, ) = (—1)975 (p, Q)*.
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ABSTRACT

Context. A derivation of a generalized v/e-law for nonthermal collisional rates of excitation by charged perturbers is presented.
Aims. Aim of this paper is to find a more general analytical expression for a surface value of the source function which can be used
as an additional tool for verification of the non-LTE radiative transfer codes.

Methods. Under the impact approximation hypothesis, static, one-dimensional, plane-parallel atmosphere, constant magnetic field of
arbitrary strength and direction, two-level atom model with unpolarized lower level and stimulated emission neglected, we introduce
the unphysical terms into the equations of statistical equilibrium and solve the appropriate non-LTE integral equations.

Results. We derive a new analytical condition for the surface values of the source function components expressed on the basis of

irreducible spherical tensors.

Key words. line: formation — polarization — radiative transfer

1. Introduction

In the series of papers of Landi Degl’Innocenti et al. (1991a,b),
Landi Degl’Innocenti & Bommier (1994) (from now on refer-
enced as Paper I), the general formalism of resonance line po-
larization scattering for a two-level atom has been developed.
The non-LTE problem of the 2nd kind for an arbitrary magnetic
field, three-dimensional geometry of the medium and arbitrary
irradiation by external sources has been discussed. The effect of
inelastic collisions with charged perturbers has been considered
for the particular case of a relative Maxwellian velocity distribu-
tion.

Paper I analysed the analytical properties of the solutions in
the particular case of a one-dimensional, semi-infinite, static at-
mosphere with a constant magnetic field of arbitrary strength
and direction and assuming zero external irradiation of the at-
mosphere. They derived a generalization of the well known +/e-
law (e.g. Avrett & Hummer 1965; Mihalas 1970; Hubeny 1987)
for the case of polarized radiation and extended the previous re-
sults of Ivanov (1990) who studied scattering in a non-magnetic
regime.

In most cases of practical interest the polarization degree is
rather small. The purpose of this paper is to find a new analytical
solution of the non-LTE problem in unphysical conditions in or-
der to better verify the accuracy of the polarized radiation trans-
fer codes. This is done by introduction of an unphysical source
term in the polarization into the equations of statistical equilib-
rium. Such a generalization can be useful in testing the accuracy
of the radiative transfer codes whose purpose is to deal with the

non-thermal collisional processes (for instance in the impact po-
larization studies of solar flares).

Following the approach of the papers quoted above, we adopt
the formalism of density matrix in the representation of irre-
ducible tensorial operators (e.g. Fano 1957). We consider the
lower level with total angular momentum j to be unpolarized.
This level is completely described by the overall population
which is set to 1 for normalization reasons. The upper level with
angular momentum j” is described by the multipole components
of the statistical tensor p%. Coherences between different levels
j and j’ are neglected but coherences between Zeeman sublevels
of level j* are in general taken into account. The calculation is
performed in the Wien limit of line frequency whose assump-
tion makes it possible to neglect stimulated emission effect, and
to preserve the linearity of the non-LTE problem.

2. Equations of statistical equilibrium

The suitable coordinate system X, for atomic state description
is the one with the z-axis directed along the magnetic field (see
Fig. 1).

Radiative rate contributions to the evolution of statistical op-
erator pg are given by (Landi Degl’Innocenti 1985)

dog w(-D2

0 . K K Ji K

—E| = —iATOpE Ayl + —B;; T, (1)
4 Jpap V27 +1

In this equation Ay; (Bj;) is the Einstein coefficient of spon-
taneous emission (absorption) from level j* (j) to level j (j).
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I' = 2ngjyvL/Aj; with g, being the Landé factor of the level
Jj" and vy, is the Larmor frequency. The transition-dependent nu-
merical factor w%) has been defined by Landi Degl’Innocenti
(1984) as have the irreducible components of the mean radiation

tensor Jg. Besides the radiative rates, collisional rates have to
be considered in the statistical equilibrium, because the source
of radiation in a semi-infinite atmosphere is the collisional exci-
tation followed by radiative de-excitation. Thus, the source term
of the radiative transfer equation originates in the inelastic col-
lision effect. As the purpose of the present paper is to consider
unphysical source terms in the non-zero ranks (K, Q) of the ir-
reducible tensorial operator basis Tg , we will introduce an un-
physical (K, Q)-dependence to the inelastic collisional rates of
the statistical equilibrium equation below. The purpose here is
not to thus describe anisotropic collisions, which would require
a proper formalism that is out of the scope of the present pa-
per (see, for instance, Landi Degl’Innocenti & Landolfi 2004,
for a two-level atom, and Derouich 2006, for polarization trans-
fer rates in a multi-level atom due to isotropic collisions). We
introduce as usual the depolarizing rate due to isotropic elastic

collisions. Thus, the contribution of collisional rates reads
dpX
Q K R \K K K) K
5| = Cing = (CFapg D pg. 2
COLL

The terms (C; j,)IQ( and (le, [)IQ{ on the right-hand side of Eq. (2)
are the multipole components of collisional rates of excitation
and relaxation respectively. D) is the depolarization rate due to
elastic collisions!.

The radiative and collisional rates can be added under the
impact approximation hypothesis (Bommier & Sahal-Bréchot
1991) dpfy/dr = [dp§/dtlrap + [dpf/dtlcorr. Using Egs. (1),
(2), and the condition for static atmosphere, dpg /dt = 0, we ob-
tain the equations of statistical equilibrium

[i4;,T0 + A+ (C8 )l + DX pf 3)
K 1\0
w, (=1) —K
7 K
=———B;iJ_o+(Cji)p-
21 Jrd-o irlo
By applying the relation between Einstein coefficients for spon-
taneous emission and absorption,

_2j+1 c? @
i 2j+1 2hv(3) 7
and dividing formula (4) by A ; ;, we obtain the equation
. -k 2j+1
(1 + eg +6% + 1I“Q)p’é = (—I)Qw;{?LQﬁ ©)
» 2 (C././")IQ('
2/’11/3 Ajrjr

One can introduce the dimensionless parameter of the depolar-

ization rate
(K)

o = D

, (6)
Ajj

! This process cannot change a total population of the level.
Therefore it is always D© = 0. We take formally into account only
the depolarization rate D to use a formalism coherent with the previ-
ous papers. A general treatment of physically more relevant transfer of
multipole components of the upper level is out of scope of this paper.

J. St&pan and V. Bommier: A generalized ve-law (RN)

Fig. 1. The reference frame X, has its Z-axis oriented vertically with
respect to the atmosphere, while the z-axis of the reference frame X is
parallel to the direction of magnetic field B. The axes X and x lie in the
same plane defined by Z-axis and B; the axes Y and y are defined to
complement the right-handed orthogonal coordinate systems.

and the irreducible tensor which plays the role of generalized
photon destruction probability

(€56
K IeY
€= ——- ()
27 Ay

If the relation (C?,j)IQ( # 0 is satisfied we may define the quantity

2 2j+1 (ij')g.
c? \12]7 +1 (Cﬁ'])g

It is easy to show (see below) that in the particular case of a
Maxwellian velocity distribution of colliders the relation B0Y =
Bp is satisfied, where Bp is the Planck function in the Wien limit
at given temperature. Using the definition of irreducible compo-
nents of the two-level source function (cf. Paper I)

BKOD — 8)

Kzzh"g 2j+1 ok
9 2 W (o4

we obtain the statistical equilibrium equations in the compact
form

©)

. —K
(1+ef +6% +irQ)s§ = w127, + e BXY. (10)

3. Solution of the Wiener-Hopf equations

From now on we reduce our analysis to the case of semi-infinite,
plane-parallel geometry with constant magnetic field along the
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atmosphere. The velocity distribution and volume density of col-
liders is also constant along the atmosphere but it is in general
non-thermal. The only position coordinate is the common line
optical depth 7.

Following the procedure of Paper I a formal solution of ra-
diative transfer equation is substituted into the definition of ten-

sor 7IQ(; after that we obtain a set of integral Wiener-Hopf equa-
tions of the 2nd kind,

(1+€5+6"% +irQ)s§(r) =

Z f Kioxo (T 7)SE (e + egB(KQ),
&g Jo

(11

which describe coupling of the tensors p’Q((‘r) at different opti-
cal depths via radiation. Several important properties of kernels
EKQJ(»Q»(T, 7’) have been discussed by Landi Degl’Innocenti
et al. (1990) and in Paper I. Using their indexing notation one
can rewrite the Eq. (11) in the shorthanded form

(l,‘S,‘(T) = Z f Kij(lT - TI|)S_,'(T,)dT, + b,‘, (12)
7 Jo

with

a = 1+ eg +6% +irQ, (13)

bi = ey B*?. (14)

The index i in these expressions runs between the limits 1 and
N, where N is the number of g—multipoles. In the following
we briefly repeat the derivation performed by Frisch & Frisch
(1975) emphasizing the differences due to presence of b; terms.
Calculation of the derivative of (12) with respect to 7, split-
ting the integral on the right-hand side into two parts, multiplica-
tion of the equation by S ;(7), summation over index i, and finally
integration with respect to 7 leads to the set of equations

* dsi(n) *
Za,- fo S,-(T)d—:dT:%:S 1(0) fo Kij()S (t)dr

° © , ds (")
+ IZJ“ L dTS,'(T)](; dr'K;;(It" - 7l) dj-r’ - (15)
The left-hand side of (15) is easily evaluated as
1
5 Z ai[Si(c0)? - 5,(07?]. (16)

The first term on the right-hand side of (15) is evaluated using
the kernels symmetry K;;(t) = K;;(¢) and Eq. (12), so that we
obtain

1

Z S1(0) [aiS 1(0) - b, (17
while the second term equals

% 2. ai[Si(e0 = SH0P| = D hilSi(0) = $:(0)]. (18)
We put these results into (15) to get

Dl asi0) = )" biS i(co). (19)

799

Calculation of the limit 7 — oo of both sides of Eq. (12) leads
to the set of linear algebraic equations for the components of
source function tensor in the infinite depth:

D [a 64 — f K j(t)dt] S j(c0) = by, (20)
j —00

We can solve these equations and write

S(c0) = L7'b, (21)

where S is the formal vector of §; components, b is the formal
vector of b; components, and the elements of matrix L are de-
fined by relation

{L},‘_,‘ = a_/éi_, - f K,‘_,'(l)dl‘. (22)

Establishing a new matrix £ = L~! and substituting (21) into (19)
leads to the generalized form of the +/e-law

> @S0 =) bibjti.
ij

(23)

1

4. Particular solutions

Setting the special conditions for magnetic field and collisional
rates, one recovers the less general but more common and ex-
plicit formulations of the +/e-law than the one given by (23).
In the following sections we will verify this result in the limit-
ing conditions assumed in recent papers and we will analyse the
simple examples of non-thermal collisional excitation.

4.1. Maxwellian velocity distribution of colliders
In the case of Maxwellian velocity distribution of colliders, re-
laxation rates of all multipole components p’Q( are the same:

R \K _ R
€y =C;

b 24)

where C ‘; - 1s the usual relaxation rate for collisional deexcitation
from j’ to j. For excitation rates one has

Ci
(Cip)g = ],]

V27 +1

where the factor (2j/ + 1)"!/2 has been introduced to make a
connection with the usual collisional rate C;; of standard unpo-
larized theory. In this isotropic case, there is no collisional exci-
tation of higher ranks of density matrix. From the assumption of
thermodynamic equilibrium one has

Cjy _ 2j + 1e—hv0/kBT
Ci}j 2j+1 ’

0k0000, (25)

(26)

where kg stands for the Boltzmann constant and 7' for a tem-
perature of the atmosphere. From (24) and (7) it is evident that
eg = € for all possible K and Q, where € is the common photon

destruction probability. Further
B*? = Bp6xodgo. @27)

Substituting the rates (24) and (25) into formula (22) and em-
ploying the general identity f_ 0:0 Ki(dt = 6; (see Paper I)
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together with b; = ¢;;, we recover form (23) the formula (16)
of the previously cited paper:

Z(l +e+ 6% +irQ)S KO = eB}.
X0

(28)

Assuming that there is zero magnetic field, i.e. I’ = 0, the source
function tensor reduces due to symmetry reasons to the two non-
vanishing components S 8 and S (2) in the reference frame X;. This
reference frame is suitable for descriptions of the atomic system
under these conditions, so that we may identify Xy = X;, with X
and Y axes oriented arbitrary in the plane parallel to atmospheric
surface. Further, assuming that there is no depolarization of the
upper level (6% = 0), we realize from (28):

VISSOL +[$30)[ = 7B = VeBr,

which is the same result derived in different notation by Ivanov
(1990). For simplicity the common alternative to the photon de-
struction probability has been introduced: € = €/(1 + €).

If depolarization of the upper level is high enough to destroy
atomic level polarization (8 — oo for K > 0), or the upper
level is unpolarizable, the common +/e-law for scalar radiation
is recovered,

€
59(0) = ,/1 . Br= Ve Bp.

4.2. Anisotropic alignment (de)excitation

29

(30

K

The relation € =€ is not in general satisfied for all the mul-

tipoles because the relaxation of the pg state depends on the
velocity distribution of colliders. In the following text we will
neglect the effects of magnetic field.

Let us assume an example of a relative velocity distribution
of particles that is axially symmetric with the axis of symmetry
parallel to the vertical of the atmosphere (so that it is as in the
former case Xy = X;) and that the collisional interaction can be
fully described by only the first two even multipole components
of this distribution. Thanks to these assumptions the only non-
vanishing excitation collisional rates are (C;;)§ and (Cj;);, the
relaxation rates (C?,j)g and (C?,j)g and for the same reasons the

only non-zero source function components are S 8 and S2.

An explicit evaluation of the integrals of kernels
f_ “; Kkox o (r,7)dr” under these conditions shows that
the only non-zero ones are given by (AS) and (A12) of Landi
Degl’Innocenti et al. (1991b). In our notation they read

f Koooo(r, 7)d7’ = 1, 3D

o0

7
—Wa,

10 (32)

f Kao20(7, 7')d7’

with W, = (w?})z. Substituting these results into (23) we see that

(1 + 6(())) (58)2 + (1 + eg) (5(2))2 o (B(OO))Z
()

+—.
2 _ T
1+EO IOWZ

(33)

To check the validity of polarized radiative transfer codes, it is
advantageous if one can verify that the transfer of higher ranks of

J. St&pan and V. Bommier: A generalized ve-law (RN)

the radiation tensor is accurate enough. In the realistic scattering
polarization models the polarization degree does not exceed a
few percent so that |S 8(0)| > |S ’Q<(O)|. By setting arbitrary (even
unphysical) collisional rates it is possible to verify transfer codes
in conditions with S| < |S .

To privilege transfer in higher ranks of the radiation tensor
one can artificially suppress the excitation rate (C j]")g. In the
extremal case one can set (C; j,)g — 0. The easiest way to do
this is the formal interchange of the role of excitation rates of
population and alignment, i.e. (C;;)) < (Cj;)j of the original
Maxwellian velocity distribution:

Cir
(Cijl = ——

V27 + 1

(no collisional excitation to upper level population) and the re-
laxation rates set to the Maxwellian ones

(Cji) =0, (34)

(€ = (C5 5 = CF. (35)
In this case we have

B =, BCY=p,, (36)
and again

68 = eg = €. 37

Substituting this into (33) we find out the v/e-law in the form

VISYO2 +[SFO)? = E—/Bp.
Y11= Wil - ¢€)

The particular collisional rates (34) are in fact arbitrary and
have been chosen to obtain a formula similar to the one of the
Maxwellian distribution case.

This relation is useful to test polarized radiative transfer
codes, because in this unphysical case S 5(0) is the largest term,
unlike the physical case where the largest term is S 8(0) and S (2)(0)
is only a few percent of it. By applying Eq. (38) the test is much
more sensitive to the polarization, and the polarization is better
tested. We have thus successfully tested a multilevel non-LTE
radiative transfer code that we are developing, but this code and
its results are the subjects of a forthcoming paper.

(38)

5. Conclusions

We have derived a more general formulation of the so-called
v/e-law of radiation transfer. This analytical condition couples
the value of source function tensor of a two-level atom with
other physical properties of the atmosphere. The simplest re-
sult obtained in conditions of a non-magnetic, isothermal, plane-
parallel, semi-infinite atmosphere with thermal velocity distri-
bution of particles and unpolarized atomic levels (e.g. Mihalas
1970) has been generalized by Ivanov (1990) to account for scat-
tering of polarized radiation and polarized upper atomic level.
Further generalizations done in Paper I, which account for a
magnetic field of arbitrary strength and direction, has been ex-
tended in the present paper to account for non-thermal colli-
sional interactions. It was done by introducing the tensor of
the photon destruction probability Eg and by defining the func-
tion BKQ),

The resulting formula (23) reduces to the cases mentioned
above if the physical conditions become more symmetric. On
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the other hand, situations with a high degree of perturbers ve-
locity distribution anisotropy and especially ones with unphysi-
cal collisional rates result in a wide range of models which can
be calculated both numerically and analytically. Thus they of-
fer new possibilities for verification of the non-LTE radiation
transfer codes.
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NLTE effects in the transfer of polarized lines of
multiterm atoms
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Astronomical Institute, Academy of Sciences of the Czech Republic,
v.0.4., Fricova 298, 25165 Ondrejov, Czech Republic,

LERMA, Observatoire de Paris — Meudon, CNRS UMR 8112, 5 place
Jules Janssen, 92195 Meudon Cedex, France

Abstract.  The formation of spectral lines in a magnetized atmosphere is a
complex issue both from the conceptual and computational point of view. The
NLTE effects have been shown to play a significant role in many astrophysical
situations both for unpolarized and polarized cases. We present a code for the
NLTE radiative transfer calculations in a plane-parallel magnetized atmosphere
for the so-called multiterm picture of atomic levels. We discuss the effects of
NLTE radiative transfer on the polarization state of emergent radiation.

1. Introduction

We have developed a numerical code for the self-consistent NLTE modeling of
polarized radiative transfer in spectral lines. Here we present a brief overview of
the capabilities of the code. We also show a solution of a simple 1D model. We
adopted the so-called multiterm picture of atomic levels in the Paschen-Back
effect regime. Coherences between different J-levels of the same term are taken
into account (Landi Degl’Innocenti & Landolfi 2004). The main attributes of
the code are summarized below.

1. Density matrix description of the atomic state. Density matrix is expressed
within the spherical tensors representation.

2. LS coupling. Quantum interferences between fine structure levels pertain-
ing to the same term are allowed. Density matrix elements have the form
S (J, ).

3. Incomplete Paschen-Back effect regime. Atomic Hamiltonian is diagonal-
ized at each point of the atmosphere.

4. Collisional effects can be added within the impact approximation.

5. Flat-spectrum approximation. Spectrum of the radiation must be flat over
the frequency interval larger than separation of the J-levels pertaining to
the same term and than their width (cf. Landi Degl’'Innocenti & Landolfi
2004)

6. Formal solution of the radiative transfer equation is calculated using the
parabolic version of the short characteristics method (DELOPAR, Trujillo
Bueno 2003). The full Stokes vector I = (I,Q,U,V) is treated.

1
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7. Efficient self-consistent NLTE. Multigrid technique (MG) with modified
accelerated lambda iteration method as a smoother is implemented. Linear
convergence rate in the number of grid nodes is guaranteed.

2. Iterative scheme

We follow the operator-splitting ideas of Rybicki & Hummer (1992) (unpolarized
multilevel radiative transfer of overlapping lines) and Trujillo Bueno (1999) (first
formulation of the multilevel preconditioning strategy for the polarized case). We
use a rather general lambda-operator splitting that leads to the preconditioning
of the equations of statistical equilibrium (ESE) of the multiterm atom. A
kind of accelerated lambda iteration (ALI) or Jacobi technique is obtained after
linearization of the equations. We use these ALI iterations as a smoothing
procedure in our implementation of the multigrid method (Stépén 2006). Below,
we give a brief overview of several aspects of the ALI method.
The formal solution of the radiative transfer equation

dI
—=J-KI 1
P (1)
can be expressed in the form
I=AS-AK'IT+T, (2)

where T is the transmitted part of radiation from the surface, A is the com-
mon A-operator of the radiative transfer theory, S = J/n; is the formal source
function vector, and K’ = K /n; — 1 is the modified propagation matrix (Rees
et al. 1989). Expressing S as a linear combination of unknown density matrix
elements of the upper term, splitting the first A-operator in the r.h.s. of Eq. (2)
into its diagonal and off-diagonal parts (A — A* + (A — A*)), one arrives, after
several steps, at the preconditioning scheme

@B)p; — JSaB) pi+ > Logilopel — pte;), (3)
k

IS (@B)p; — J5(@B)ps, (K >0). (4)

Here index j is the abbreviation of density matrix multipole (i.e., j = §LSJJ' KQ).
k is the index of the population multipoles of the density matrix, i.e. the p8 ele-
ments of the upper term. The « and S indices identify the lower and upper term
of the transition respectively. Jg (af3) is the mean radiation field tensor of the
o-f line. The exlicit form of the coeflicient L g will be given elsewhere. It can
be calculated at each point of the atmosphere quite efficiently along with the
formal solution. The superscript “4” means a guess of the quantities calculated
in the previous iteration step.

It is worth to say that the method of Manso Sainz & Trujillo Bueno (2003)
for the multilevel atoms in the Zeeman effect regime is obtained as a limiting
case of the present scheme for low magnetic fields and multilevel picture of the
levels.
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The ALI scheme plotted above is used as an error-smoother in the efficient
MG technique. A detailed description of the implementation of the method is
out of scope of this work and it will be given in a forthcoming paper. For a brief
review of the subject see also Stépan (2006).

3. Toy model

In this section, we show a simple demonstration of the NLTE solution. We
consider the transfer in the multiplet >S—3P. Both lower and upper terms can
be polarized, stimulated emission is taken into account. The ratio of the fine-
structure levels splitting of the upper term and their natural width is set to
x = 0.5 (see Eq. (10.142) of Landi Degl’Innocenti & Landolfi (2004) for the
exact definition of z). We assume pure radiation scattering. All collisional
effects, both inelastic and elastic, have been neglected.

Worth to emphasize that the method can only be used if the flat-spectrum
approximation holds (cf. point 5 in the Section 1). That is not true in general for
the fine-structure splitting. However, we suppose that both natural width and
frequency separation of the J-levels are much smaller than the Doppler width
of the line, hence the spectrum is well smoothed out by the Doppler motions.

A geometry scenario of the model is showed in Fig. 1. The optical thickness
of the homogeneous slab has been varied to discover the radiation transfer effects
on the linear polarization state of the emergent radiation (we ignore the Stokes
V' parameter in this work).

LOS ~ e Y\
B

reference direction -—
X

Figure 1.  Infinite slab with the line-center optical thickness T is irradiated
by the unpolarized anisotropic radiation from solar surface. Anisotropy factor
of the incident radiation is w = 0.1. The magnetic field is perpendicular to the
slab and the line-of-sight is perpendicular to the solar radius (the prominence
case). Number of incoming photons per mode at the line frequency is @ = 0.03.

Polarization diagrams for three optical thicknesses of the slab are plotted
in Fig. 2. As expected (cf. Landi Degl’Innocenti et al. 1987) the polarization
direction is rotated with respect to the limb even in the zero magnetic field case.
It is a pure radiation transfer effect. Linear polarization degree is obviously
decreased due to transfer. The Hanle effect demonstrates itself in the diagrams
as a rotation of the linear polarization direction and by modification of the
polarization degree. Increased magnetic field leads to transition from the Zeeman
to Paschen-Back effect regime. One can see the signatures of the level-crossing
coherences in the 3P term as the closed loops in the plots (see Bommier (1980)
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for details). The symmetry of the Hanle diagram (the fundamental ambiguity’
is obviously broken in the optically thick case.

0.12
0.08 D
S o.06 I
o Ne— Lo -
ST
9N
0.04 £y
0.02
o)
-0.04 -0.02 o 0.02 0.04
u

Figure 2. Hanle diagram of the emergent radiation observed at g = 37°
(right branch) and 8 = 143° (left branch; see Figure 1). Solution for three
different line-center optical thicknesses of the slab are plotted: T = 0 (solid
line), T = 1 (dashed line), and T' = 3 (dash-dotted line). The integral frac-
tional linear polarization in Q/I and U/T are calculated for the magnetic field
intensity varying between v = 0 (pointed by the arrows) to v = 2.8 in all plots
(see Eq. (3.63) of Landi Degl'Innocenti & Landolfi (2004) for the definition
of ).
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Multigrid Methods for Polarized Radiative Transfer
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Abstract. A new iterative method for non-LTE multilevel polarized radiative
transfer in hydrogen lines is presented. Iterative methods (such as the Jacobi
method) tend to damp out high-frequency components of the error fast, but
converges poorly due to slow reduction of low-frequency components. The idea is
to use a set of differently coarsed grids to reduce both the short- and long-period
errors. This leads to the so-called multigrid (MG) methods. For the grid of N
spatial points, the number of iterations required to solve a non-LTE transfer
problem is of the order of O(NN). This fact could be of great importance for
problems with fine structure and for multi-dimensional models. The efficiency of
the so-called standard MG iteration in comparison to Jacobi iteration is shown.
The formalism of density matrix is applied to the demonstrative example of 1D,
semi-infinite, non-magnetic, 3-principal level hydrogen atmospheric model. The
effect of depolarizing collisions with thermal electrons is taken into account as
well as general treatment of overlapping profiles.

1. Formulation of the Problem

In this paper we briefly discuss the usage of multigrid (MG) iteration schemes to
solve the non-LTE problem of the 2nd kind as defined by Landi Degl’Innocenti
(1987). The era of extensive development of MG methods started in 1970’s by
the work of Brandt (1977). Several steps in using MG methods applied to radia-
tive transfer were made by Steiner (1991), Véth (1994), and Fabiani Bendicho,
Trujillo Bueno, & Auer (1997). These authors showed that this technique leads
to a great improvement of the convergence rate. This paper demonstrates how
to apply these methods to a more general solution of polarized radiative transfer
with realistic multilevel atomic models and complicated structure of overlapping
lines. The effects of depolarizing collisions is taken into account.

For the description of the atomic state, we adopt the density-matrix formal-
ism and the representation in the basis of irreducible tensorial operators (e.g.,
Fano 1957). The elements of atomic density matrix have the usual form! p];(a 7)s
where «j is the energy level of total angular momentum j, and (k,q) are the
multipolar components of the level (k =0,...,2j, ¢ = —k, ..., k). In stationary

We suppose that all coherences between different energy levels vanish due to further assump-
tions.
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regime, the density-matrix elements are solutions of the local statistical equilib-
rium equations,

Z Ue ik, agikg PS(OZJ) =0. (1)
ajkq

The structure of the II-matrix has been extensively discussed by Sahal-Bréchot
(1977), Bommier (1978), and Bommier (1980). We assume that this matrix has
the form IT = R + C, where R is the matrix of radiative rates, and C is the
matrix of collisional rates (impact approximation).

The radiative transfer equation for the set of four Stokes parameters S =
(I,Q,U, V)T has the usual form

ds <
P J-(K-K%S,

where J is the emission vector of the local sources, K is the absorption matrix,
and K?® is the matrix of stimulated emission. All these quantities are dependent
on radiation frequency, v, position vector, &, and direction of propagation de-
termined by the unit vector €2. Finally, s is the parametrization of the radiation
path along the € direction.

2. Standard Multigrid Method

Most of the existing non-LTE solvers use the methods based on A-operator
splitting similar to the one of Rybicki & Hummer (1991, 1992). Depending on
organization, these schemes are numerically equivalent to the Jacobi or Gauss-
Seidel smoothing procedures (for details, see Paletou & Léger 2005). These
smoothing procedures do reduce high frequencies of the solution fast, but poor
convergence is achieved for low frequencies. (With “high frequencies” we mean
those which are comparable to the spatial frequency of grid points approximating
the continuous scale.) The principles of MG schemes are based on the idea of
using coarse grids to reduce the low frequencies, and fine grids to smooth their
high-frequency components. It can be showed that such a process may lead to
the optimal CPU time demands of O(N), N being the number of points per
decade of optical scale. For comparison, the Jacobi and Gauss-Seidel methods
scales approximately as O(N?). We have applied the non-linear version of the
standard multigrid scheme based on the coarse grid correction (CGC) technique
(for details, see Hackbush 1985).

CGC is the process of correction of the fine-grid approximation of the solution
using the solutions on the coarse grids. Schematically, it can be described in
the following way: the defect (or residuum) of the fine-grid approximation is
computed by several calls of the sweeping procedure (Jacobi, etc.); then both
defect and the initial guess of the solution are restricted to the coarse grid, and
a new solution on the coarse grid is obtained using these data. This coarse-grid
solution is interpolated to the fine grid, and the density-matrix components are
corrected. This process can be repeated recursively for every grid in order of
increasing grid steps. This recursive process leads to the so-called V, W, or
more complicated diagrams, depending on the way in which the recursion is
implemented (Hackbush 1985).
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In our code we use the parabolic short-characteristics technique of Kunasz &
Auer (1988), and as a smoothing algorithm we use the Jacobi iteration, similar
to the one of Manso Sainz & Trujillo Bueno (2003), with modifications to include
the effects of line overlapping.

3. Detailed Model Parameters

For demonstrating the possibilities of this technique, we chose the model of a
semi-infinite, plane-parallel, H 1 atmosphere. The atmosphere is isothermal (1" =
5300 K), with constant volume density of neutral hydrogen, Ng = 10'2 cm~3,
thermal electrons, N, = 10'° cm ™3, and protons, Np = N.. No magnetic field is
taken into account. The scattering of radiation is supposed to fulfill the condi-
tions of complete frequency redistribution, and the U and V' Stokes parameters
vanish due to the symmetries of the problem.

We adopted a hydrogen atomic model with 9 fine-structure energy levels (1 st/2
to 3d°/2) and all the non-vanishing multipole components pf(nlj) of density
matrix. All the coherence elements (¢ # 0) are identically zero due to the
model’s symmetries. The coherences between different energy levels have been
neglected due to the small natural widths of the levels in comparison to their
separations, and due to the selection rules for dipole radiative transitions.

Collisional rates with thermal electrons and protons for fine structure transi-
tions, Cﬁg’ﬁ/n,l/ 1> were computed in part using the semiclassical theory of Sahal-
Bréchot et al. (1996), for transitions within the same shell, and in part using the
data of collisional cross-sections from the Atomic and Molecular Data Informa-
tion System (AMDIS; http://www-amdis.iaea.org/), for transitions between
different shells.

The number of logarithmically spaced nodes in the fine grid is N5 = 257 and
5 grids were used in total. The number of nodes in the “G — 1”7 grid is equal to
Ng-1 = (Ng—1)/2+1. The initial guess for the atomic density-matrix elements
is given by the LTE populations determined in the unpolarized case.

4. Convergence Properties and Conclusions

Figure 1 shows a comparison between the convergence rates of the Jacobi and
the MG methods. The effect of coarse-grid solutions is reflected by the dramatic
evolution of the maximum relative change of the populations. The coarser the
grid the shorter the evaluation time, and the higher the rate of approaching to
the truncation error of the grid. The maximum relative error dominated by the
long-period components is strongly reduced by the recursive CGC during the
V-cycles.

The time saving of the MG method in this particular model is about a factor
4 compared to the Jacobi method. It must be noticed that the efficiency of MG
increases as fast as the efficiency of the smoothing procedure. The most impor-
tant benefit from MG’s is the asymptotical O(N) behavior, which designates
the method for use in solutions of problems that necessitate strong refinements.
Moreover the presented 1D geometry is the slowest case as pointed out by Steiner
(1991) and Fabiani Bendicho et al. (1997).



Appendix E: Paper I1I: Multigrid methods for polarized radiative transfer 128

Multigrid Methods for Polarized Radiative Transfer 151
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Figure 1.  Convergence of the MG method with Jacobi smoothing procedure
compared to the Jacobi method. The maximum relative change R, of atomic
populations, p3, in the MG case (solid line) is compared to the Jacobi solution
(dashed line). The maximum relative error T, (with respect to the fully
converged solution) for MG case (dotted line) and Jacobi case (dot-dashed
line) is showed as well. The norm used is ||- - +||oo (see Fabiani Bendicho et
al. 1997). The graph shows the effect of 11 V-cycles with 2 pre- and 15
post-smoothing Jacobi iterations.
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ABSTRACT

Context. We present a theoretical review of the effect of impact polarization of a hydrogen He line due to an expected proton beam
bombardment in solar flares.

Aims. Several observations indicate the presence of the linear polarization of the hydrogen Ha line observed near the solar limb
above 5% and preferentially in the radial direction. We theoretically review the problem of deceleration of the beam originating in the
coronal reconnection site due to its interaction with the chromospheric plasma, and describe the formalism of the density matrix used
in our description of the atomic processes and the treatment of collisional rates.

Methods. We solve the self-consistent NLTE radiation transfer problem for the particular semiempirical chromosphere models for
both intensity and linear polarization components of the radiation field.

Results. In contrast to recent calculations, our results show that the energy distribution of the proton beam at Ha formation levels
and depolarizing collisions by background electrons and protons cause a significant reduction of the effect below 0.1%. The radiation
transfer solution shows that tangential resonance-scattering polarization dominates over the impact polarization effect in all considered
models.

Conclusions. In the models studied, proton beams are unlikely to be a satisfying explanation for the observed linear polarization of

the He line.

Key words. Sun: flares — polarization — atomic processes — radiative transfer — line: formation

1. Introduction

Observations of solar flares in the hard X-ray spectral region
indicate a non-thermal origin of this radiation (Frost 1969).
There are several mechanisms that can be identified as a pos-
sible source of this emission (Korchak 1967). Presently, there is
wide consensus among solar physicists that the most likely ex-
planation is the bremsstrahlung radiation of electron beams with
energies of the order 10—100 keV, which are injected into denser
layers of the solar atmosphere from a coronal reconnection site.
The differential energy spectrum of these beams at the injection
site is usually assumed to have a power-law distribution ~E~¢
with ¢ between 3 and 5 (Brown 1971).

Although there is also observational evidence of high en-
ergetic protons (above 10 MeV) in the y-ray spectrum, radia-
tion induced by protons at energies below 1 MeV is difficult to
detect because they do not radiate efficiently at such energies.
Several processes that lead to electron acceleration at the recon-
nection site can also lead to acceleration of protons (see Orrall
& Zirker 1976, and references therein) The existence of low
energy proton beams in solar flares is still uncertain, but it is be-
lieved that they may also play a significant role in flare physics.
Furthermore, energetic electron beams cannot be used as a satis-
factory explanation for all flare observations (e.g., Doschek et al.
1996). For a comparison of the effects of electron and proton
beams see Brown et al. (1990).

There are several techniques that can be used to detect low
energy proton beams. The emission peak in the Ha core due
to proton beam bombardment was proposed by Hénoux et al.
(1993). It has been recently shown by Xu et al. (2005a) that this
effect does not exist. Another technique is based on measure-
ments of the red-shifted emission in line wings, especially in the
hydrogen Lya line, which is a consequence of the charge ex-
change effect (Orrall & Zirker 1976; Canfield & Chang 1985;
Brosius et al. 1995; Fang et al. 1995; Zhao et al. 1998; Brosius
& Woodgate 1999). A different approach is based on the fact that
anisotropic excitation of the chromosphere atoms by a directed
proton (or electron) beam induces a preferential population of
particular Zeeman sublevels, i.e., the impact atomic polarization
and, consequently, an emission of linearly polarized radiation
(Hénoux et al. 1990).

Some observations indicate the existence of linear polar-
ization of the Ha line in solar flares above 5% or even as
high as 10% (Hénoux & Chambe 1990; Vogt & Hénoux 1996;
Xu et al. 2005b) and preferentially oriented towards the disk
center (it will be denoted as radial in this paper) and also par-
allel to the limb (i.e., tangential). This effect is usually inter-
preted as a consequence of the impact polarization by a verti-
cal proton beam with energy below 200 keV in the Ha core
forming layers. Contrary to these measurements, there are ob-
servations that indicate no linear polarization in a wide range
of flares (Bianda et al. 2005) and argue for isotropization of
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the beam at crucial atmospheric depths. Studies of Ha polar-
ization in solar prominences show that transitions between fine
structure levels within the shell n = 3 of hydrogen caused by
collisions with background electrons and protons lead to a sig-
nificant depolarizing effect (Bommier et al. 1986b) even at den-
sities of the order of 10'°cm™. The electron (proton) density
in a flaring solar chromosphere at the Ha formation levels is
above 10'2 cm™3, therefore this effect could significantly reduce
measurable polarization.

In recent years, a first quantitative estimation of the hydro-
gen impact polarization under the flare conditions has been done
by Vogt et al. (1997) and Vogt et al. (2001). In these calcula-
tions, a self-consistent radiative transfer code for unpolarized
radiation has been used to find the hydrogen ionization degree
and the radiation intensity at unit optical depth of Ha for sev-
eral semiempirical atmospheric models and under the effect of
proton beams having several parameters. In these calculations,
the following approximation has been used: The equations of
statistical equilibrium and the radiation transfer equations have
been decoupled and the Her line has been assumed to be opti-
cally thin. The proton beam energy distribution at an injection
site has been assumed to be similar to the one deduced for elec-
tron beams, i.e., a power law. The lower energy cut-off E. is
usually set between 100 to 200 keV. This energy approximately
corresponds to the energy necessary for a proton to reach the
Ha line-forming layers. Using an assumption that the power-law
distribution preserves its character while the beam propagates to
the upper chromosphere, these authors calculated the polariza-
tion degree of emitted radiation. Depolarization by collisions
with electrons and protons of the ambient medium have also
been taken into account. Depending on the atmosphere model
and beam parameters, the predicted polarization degree has been
up to 4.5%. However, a complete solution of the coupling of
the polarized radiative transfer to the atomic equilibrium has not
been tackled.

The aim of this paper is to present a theoretical analysis
of the proton impact polarization phenomenon in the hydrogen
He line based on NLTE polarized radiative transfer. Our goal
is to verify the assumption that the measured linear polarization
can be interpreted as due to this mechanism. In particular, we
have focused our attention to a limiting case of unidirectional
non-deflecting beams, which are supposed to generate highest
polarization due to their extremal anisotropy. For simplicity we
use a static 1D model of the flaring chromosphere.

In the second section, the deceleration effect of the chromo-
sphere on proton beams is reviewed and some conclusions are
made about the low-energy beam fluxes in Ha-forming layers.
These are compared with the assumptions made in the previ-
ous works. The third section describes our NLTE solution of the
unpolarized transfer in an atmosphere affected by non-thermal
excitation and ionization by proton beam. This solution is simi-
lar to that of KaSparova & Heinzel (2002), which has been per-
formed for electron beams. We use the same approach to cal-
culate the volume densities of thermal electrons and protons in
the chromosphere. These densities are then used in our polar-
ized transfer code. After that we describe the framework of the
quantum density matrix and equations of atomic statistical equi-
librium on the basis of irreducible tensorial operators. The fifth
section is dedicated to the problem of collisional rates for all
transitions used in our modeling. Section 6 contains a compar-
ison of results obtained by Vogt et al. (2001) with our calcula-
tions in the last scattering approximation. A brief description of
polarized transfer solution and the method used in our calcula-
tions can be found in Sect. 7. The results and their discussion are
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summarized in Sect. 8. In the last section our conclusions are
made and the main consequences for the interpretation of obser-
vations are pointed out. All expressions in this paper are written
using the CGS system of units.

2. Solar atmosphere models and beam propagation
2.1. Proton beam propagation

Let us briefly review the interaction of a proton beam with the
solar chromosphere. We assume a beam in the coronal reconnec-
tion site, which vertically penetrates the chromosphere. A hori-
zontal motion of the protons is neglected to obtain as anisotropic
a velocity distribution as possible. The energy of protons neces-
sary to reach the He formation levels is of the order of 100 keV
at the top of the chromosphere (see below). Protons of such
high energy do not lose a lot of energy in the interaction with
extremely hot coronal plasma (Hénoux et al. 1993), hence we
may neglect any interaction with the coronal mass in this paper.
In all our calculations, the energy of the superthermal protons
(>1 keV) of the beam is high above the average energy of ther-
mal motions in the chromosphere where Ha is formed, thus we
can use the so-called cold target approximation (Emslie 1978).

In a partially ionized medium, a superthermal proton beam is
decelerated by collisions with the background electrons and ions
and also by elastic and inelastic collisions with neutral atoms,
especially the atmosphere’s main constituent, hydrogen. We will
use the approach of Emslie (1978) to describe this deceleration
and the beam energy deposition into the atmosphere. The decel-
eration by charged electrons and protons can be quantified by
means of the Coulomb logarithm A. The inelastic and elastic
scattering on the neutral hydrogen is similarly described by A’
and A", respectively. These logarithms vary slightly according
to atmospheric properties, but these changes are small within a
wide range of physical characteristics and it will not affect our
results significantly if we suppose these quantities to be con-
stant. The values adopted in this paper have been set according to
typical physical properties of the upper chromosphere: A = 23,
A’ = 3. Elastic scattering of the proton beam on neutral hydro-
gen is negligible in comparison to other processes and will be
neglected.

Let F(E, N) be the energy distribution of the number flux of
beam particles at the column depth N. At the injection level we
set N = 0. The general form of this distribution is (Canfield &
Chang 1985)

F(E,N) = F( E2+E12V,O)L~ (1)

JE:+E2

For the purposes of our calculations, we have used an initial
power-law energy distribution at the injection site, which is
usually considered in the non-thermal flare heating problems
(Brown 1971)

F(E,0) = (6 — 2)ES2&E(E - E.), )
where
o= {4620

is the Heaviside function, E. is the lower energy cut-off of the
distribution, and & is the total initial energy flux of the beam.
E. is usually assumed to lie between 100 keV and 200 keV, ac-
cording to minimal energy necessary for protons to reach the
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He formation layers. The formula (1) for the particular case of
initial distribution (2) gives (Zhao et al. 1998)

E
F(E,N) = (6 - 2)ES 28—, for E > Ey, , 4)
(E2+E3)™
where
[2 _ 2
En(N) = E; - EN, (Ev < Eo) 5)
0, (EN > Ec)

is the minimum energy of the distribution at a given depth.
The energy deposition rate into the neutral hydrogen is
given by

s
_KnH ,mpa() N\: o1
Iu,(N) = > (0-2)1-xA meEE(Nc) Bxc(z,z), (6)
where
_ J N/Ne, (N <No)
x°‘{1, (N > No), @

and By(a, b) is the incomplete beta function. N, is the depth that
can be reached by protons with the initial energy E.. Eq. (6) is a
special case of the Eq. (1) of KaSparova & Heinzel (2002), here
for a non-deflecting vertical proton beam. This energy deposition
rate has been used in calculations of the ionization degree of the
chromosphere described in Sect. 3.

2.2. Flux distribution at Ha formation level

The distribution (4) has been plotted in Fig. 1 for several values
of Ey, typical energy cut-off E. = 150 keV and two initial spec-
tral indices d. The first fact that should be pointed out is that the
energy cut-off does not significantly depend on Ey if Ey < E.
until Ey =~ E.. It is because high energy protons are decelerated
inefficiently. Only if Ey — E., protons are slowed to energies
close to 5 keV'. Using Eq. (4) we find that the flux of the beam
at the local energy cut-off Ey, is lower by factor (E./Ey)°En/Ex
compared to the flux F(E.,0). Hence we have a strong decrease
of flux close to the interesting energy range (i.e., E, < E.) by
the factor of approximately E,/E.. The total flux is rapidly re-
duced in deeper layers (Ey > E.). It can be shown that the flux
maximum is at the energy Ey/ V6. After crossing some critical
depth, the flux of the beam with lower ¢ dominates the one with
higher ¢ at all energies — because initially there is a higher num-
ber of high energy protons in the small-6 case, which are now
decelerated to low energies. As a result, energy is more effec-
tively deposited by small-6 beams in lower depths, while high-¢
beams are decelerated in upper layers. In any case, the decrease
of flux OF(E, Ey)/JEy is steep for any ¢ and one could expect
that impact polarization will be sensitive to the E. value because
there is only a small AEy interval in which low-energy flux is
not negligible, and this depth interval should overlap with the
He line center formation region as much as possible. It is not
possible to have a power-law-like distribution at this layer with
a local cut-off of about 5 keV for beams starting at the top of
chromosphere with energies above 100 keV or higher.

This leads us to the second conclusion. The energy distribu-
tion of the flux cannot be approximated by the power-law curve
if Ey is close to E.. If these energies are comparable (and that

I As we will show later, the low-energy protons (45 keV) are most
effective in producing impact polarization of n = 3 hydrogen level.
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Fig. 1. Energy distribution of the beam with initial energy cut-off E, =
150 keV at depths with different E. Solid curves correspond to spectral
index § = 5, dashed curves to 6 = 3. From upper to lower, the curves
are plotted for Ey = 0, 145 and 230 keV. The cut-off energy at depths
close to N, is still of the order of E.. At deeper depths the distribution
¢ = 3 dominates over ¢ = 5 at all energies.

is the case of our interest here because we have for maximum
impact polarization E. ~ 5keV < E.), the use of the power-law
distribution leads to an unrealistic overestimation of the polar-
ization degree. Such an approximation has been used by Vogt
et al. (1997) and by Vogt et al. (2001) with lower energy cut-off
varied from 1 keV to 20 keV and with a total beam number flux
and ¢ conserved. The theoretical values of polarization obtained
from these calculations should therefore be revised.

3. Unpolarized radiation modeling and background
electron and proton densities

Our solution of unpolarized radiation transfer follows the ap-
proach of Hénoux et al. (1993) and Ka$parova & Heinzel (2002).
We take a 1D static atmosphere with fixed temperature structure
and other plasma properties given by the semiempirical chro-
mosphere model of the flaring atmosphere F1 (Machado et al.
1980), and following Vogt et al. (1997) and Vogt et al. (2001)
we also use the model VAL F (Vernazza et al. 1981) for com-
parison. These models have been created using a number of line
and continuum observations.

The non-thermal proton beam dissipates its energy while
propagating through the matter of the chromosphere causing its
heating and the modification of atomic level populations and
ionization. The non-thermal heating is already included in the
semiempirical flare models to explain the observed emission.
Our approach to the modeling follows the approach of Hénoux
et al. (1993) and KaSparovd & Heinzel (2002). We consider a
fixed temperature structure of the atmosphere as given by the
semiempirical atmosphere models. The pressure and statistical
equilibrium equations are solved together with radiation transfer.
Then we study an influence of the non-thermal collisional rates
on the line profiles in comparison to the thermal model (differ-
ential approach). It is important to notice that the temperature of
the flaring atmosphere described by semiempirical models is in
general overestimated because it has been determined to explain
the increased radiation emission regardless of the non-thermal
excitation and ionization. The same approach has been used for
the solution of the polarized radiative transfer (Sect. 7) to ob-
tain the changes of the Ha Q/I-profiles after introduction of the
non-thermal collisional rates into statistical equilibrium equa-
tions. The only difference is that the polarized solution uses the
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electron and proton densities precalculated by the unpolarized
transfer code. We have used the same MALI code as Kasparova
& Heinzel (2002), now adapted to treat proton beam bombard-
ment described in Sect. 2. The code has been run with a four-
level plus continuum hydrogen atomic model and non-thermal
collisional rates have been calculated from the energy deposi-
tion rate into hydrogen (6) using the expressions (10) and (11)
of Hénoux et al. (1993).

The electron densities (which are close to proton densities
at Ha core formation layers) are plotted in Figs. 2 and 3 for
both models under consideration, several beam fluxes, and three
different values of 6. These calculations show that ambient elec-
tron (and proton) densities used by Vogt et al. (1997) are un-
derestimated (cf. Tables 2 and 3 therein) and the same is true
for the mean radiation intensities. These values have been com-
puted in the layers of total (coronal + chromospheric above Ha-
forming layers) column mass depth 2.484 x 10~ gcm™2 (VAL F,
see Table 15 of Vernazza et al. 1981) and 3.186 x 10~* gcm™
(F1, see Table 3 of Machado et al. 1980), where the optical depth
of He is approximately unity. Because our background particle
densities did not correspond to the ones presented by Vogt et al.
(1997), we have used their radiation transfer code which is based
on the standard A-iteration process. We have found that this code
setting (the accuracy of 1073 in maximum relative change of
atomic populations between subsequent iterations) leads to in-
sufficient convergence and consequently to the underestimation
of electron and proton densities. An increase of accuracy led to
values close to ours, but at the cost of an extremely large number
of A-iterations (for similar tests see also KaSparovd & Heinzel
2002).

In Fig. 4 one can see the theoretical Ha line profile for the
same beam fluxes as in Fig. 2. These profiles are consistent with
the results of Xu et al. (2005a). In comparison to profiles pre-
sented by Hénoux et al. (1993), the central emission in the line
core does not appear.

4. Formalism of density matrix and local
equilibrium

The electron densities in the layers of interest do not ex-
ceed 103 cm™3. Following Bommier & Sahal-Bréchot (1982)
and Bommier et al. (1986a), the hyperfine splitting of the hydro-
gen levels is completely negligible. In fact the hyperfine splitting
of the relatively long-living 3s'/? level (about 50 MHz) is higher
than its inverse radiative lifetime (of the order of 1 MHz) and
thus the hyperfine levels do not overlap. However, it was veri-
fied by Bommier et al. (1986a) that taking the hyperfine structure
into account does not affect the linear polarization of the Balmer
lines in any significant way. Moreover, in the conditions under
consideration, the lifetimes of the levels are strongly reduced
by collisions with the charged perturbers. The lifetimes of the
n = 3 levels are of the order of a few 100 MHz in the Ha core-
forming layers due to the dipolar transitions n/j — nl = 1 (cf.
Sahal-Bréchot et al. 1996); hence, much greater than hyperfine
splitting. Therefore, we take into account only the fine structure
splitting of the levels. We suppose that there are no quantum
coherences between different energy levels. This assumption is
valid in our model of the hydrogen atom where the individual
level widths are smaller than distances between them or where
the selection rules for dipolar optical transitions prevent creation
of coherences. As a result, the fine structure levels are supposed
to be completely separated.

To describe the state of hydrogen atoms in an equilibrium
with the radiation field and charged colliders, we adopt the
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Fig. 2. Electron density for the model F1. The plots correspond to the
case 0 = 3 (upper panel), 6 = 4 (middle panel), and § = 5 (lower panel).
The thermal case is plotted by a solid line, the non-thermal beam fluxes
are & = 10® (dot), 10° (dash), 10'° (dash-dot), and 10" ergcm=2 !
(dash-dots). All beams have E. = 150keV.

framework of the atomic density matrix p (e.g., Fano 1957). In
the dyadic basis |n/jm) of hydrogen states, we adopt the common
notation: n is the principal quantum number, / the orbital one,
and j is the total angular momentum. Magnetic quantum number
is represented by m. The natural basis for the density matrix op-
erator in polarization studies is that of irreducible tensorial oper-
ators (ITO or the multipole expansion) Té‘ (Sahal-Bréchot 1977).
In all our development we suppose that all the particle velocity
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Fig. 3. Same as Fig. 2; here for the VAL F model.

distributions and the radiation field are axially symmetric with
the symmetry axis in a vertical direction. We also assume that
the magnetic field lines are oriented along the vertical axis and
that the strength of the magnetic field is at most a few hundred
gauss (thus we can neglect the Zeeman splitting of the levels).
All of these assumptions lead to a great simplification of calcula-
tions because most of the density matrix elements vanish: All the
coherences between the wave functions of the states vanish. In
the basis of ITO only the components "o remain. These diago-
nal elements represent population (k = 0) and alignment (k = 2)
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Fig.4. He line profiles for the model F1 and § = 4. The particular
profiles correspond to the same beam fluxes as in Fig. 2.

components of the different levels. Again, due to symmetry rea-
sons (Ontjm = Puij-m)» the elements with odd & vanish. One could
take into account the anti-level-crossing effect (Bommier 1980)
related to the so-called alignment-to-orientation mechanism (cf.
Landi Degl’Innocenti 1982), which can lead to creation of some
non-zero density matrix components of odd rank (so-called ori-
entation), even if no circularly polarized radiation is present. In
fact, this effect is of little importance in our current model be-
cause the magnitude of the created orientation remains well be-
low the magnitude of the alignment. Therefore we can safely
exclude this effect from our study. The higher multipoles (k > 2)
do not affect the solution under given the physical conditions
and they have been neglected?. We limit our analysis to the three
principals levels of the hydrogen atom.

Our calculations concern a static model. The local hydrogen
equilibrium is expressed by the equations of statistical equilib-
rium (ESE)

Hop=u. (3

The elements of matrix I1 consist (in the impact approximation)
of the collisional and radiative rates simply summed together:

ey = RE L + Gk Ly, (Bommier & Sahal-Bréchot
1991). The diagonal elements in nlj = n’l’j’ stand for relax-
ation of the level n/j to another levels, while the nondiagonal el-
ements stand for populating a given multipole component. The
relaxation rates will be marked by the index “R” in this pa-
per. The detailed analysis of the structure of II can be found
in Sahal-Bréchot (1977). p is the formal vector of density ma-
trix components ”%S. The normalization condition on the den-
sity matrix has to be introduced: The sum of all level populations
is equal to 1. We know that the relative population of level nlj
is equal to 4/2j + 1"jp°, and hence we may replace the first row
of II by the appropriate constant elements and the right-hand-
side of Eq. (8) reads u = (1,0,...,0)T.

The particular expressions for the R-matrix elements can be
found in Landi Degl’Innocenti (1984). They are calculated in the
lowest order of quantum electrodynamics from a known radia-
tion field. Only the single events of emission and absorption are
considered. We adopt the approximation that there is no coher-
ence between the frequency of absorbed and emitted photons.
This approximation is known as a complete frequency redistri-
bution (CRD; cf. also Sect. 7). The elements of the matrix of

2 The only non-zero multipole k > 4 in the third-principal level hy-

3d3 .4 . 3d3 2 3d3 0

10343 4, as
drogen is *“2p; and one has *“2pj < *“205 < *%3p.
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collisional rates C can be calculated taking into account sev-
eral collisional processes as will be described in the following
section.

5. Collisional rates in detail

First of all we stress that we limit our analysis of collisional
transitions to density matrix multipoles of kK = 0 and k = 2.
Higher ranks do not significantly affect polarization in the stud-
ied problem and will be neglected. Collisional rates C*>¥

nlj-n'l'j/

and RCk>¥ ~ of hydrogen can be calculated from cross-
nlj-n'l j
sections oK

ol (v) of appropriate transitions by integration
over the relative velocity distribution f(v) of particles

Ck*?k'

3 k—k’
ol = prd v [, @), )
and similarly for relaxation rates. Np stands for the perturbers
volume density.
The processes taken into account in our analysis are the
following:

1. Fine structure dipole transitions induced by ambient elec-
tronse” + (HD)"™ — e~ + (H1)"*!/ .

2. Fine structure dipole transitions induced by ambient protons
p+ + (H I)nlj N p+ + (H I)nlj:lj’.

3. (De)excitation by ambient electrons e~ + (HI)"Y — e~ +
(H I)n’[’j’ .

4. Excitation by proton beam pf + H1 — pf; + (HD".

5. Charge exchange excitation pj, + H1 — (HD); + p*.

The index “B” is reserved for particles of the beam and an
asterisk (*) is used for an excited state of the neutral hydro-
gen HIL. p* and e™ denote protons and electrons, respectively.
The other possible collisional transitions have been neglected
due to their negligible effect. The cross-sections of these pro-
cesses have been obtained in several ways.

The fine structure transitions within the same shell (nlj —
nl = 1j’) have been calculated using the semiclassical perturba-
tion method (Sahal-Bréchot et al. 1996). This approach is accu-
rate for calculation of transitions between close levels (in com-
parison to collision energy) in a dipolar approximation. Using
the formalism of the previously referenced paper, rates can be
expressed in the form

ok _ © 0
Cotjswry = NP(6kk’Ck, o Cntjowr
©) @)
+e? s n,ﬁn,,,j/), (10)
kK _ RO (0
nljont = N"(‘;""’ Chjmr i Cnt o't
R (2) 2)
+ ckak,’jﬂj,anljﬁn,l,j,), an
with
© _ v [ o 3
iy = VAT fo T pjmr y O So@)vdo, (12)
@ B L e 3
il = ?L T ptjmsmrr ) 2(0)0"dv. (13)

The cross sections o*,. . have been defined by expres-
nlj—-n'l' j

sions (59) and (60) of the referenced paper. fp and f, are the
monopole and quadrupole components of the relative velocity
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distribution with axial symmetry. The angular coefficients ¢ have
been defined by expressions (66)—(69) of Sahal-Bréchot et al.
(1996). Although this method is limited only to treatment of
dipolar transitions / — [ + 1, these transitions are dominant
in the important range of collisional energies at chromospheric
temperatures.

Excitation transition probabilities from the ground state ls%
to upper levels induced by thermal electrons have been calcu-
lated using the cross-section data of database AMDIS?. These
data are provided for 1s — nl transitions neglecting the fine
structure of the levels, and therefore we use an approximation by
the angular coefficient to obtain the fine structure cross-sections
(Vogt et al. 2001).

bl

0ok (q)itleke) 2j+1 { 11 (14)

0_04?/(
Is%ﬂnlj \/E ] ,] % } 1s—nl*
At the present time, we do not have any adequate cross-section
data for the fine structure transitions between levels n = 2 and
n = 3. Therefore we have calculated these cross sections us-
ing the same semiclassical perturbation method, although these
cross sections are overestimated and cannot be used for non-
dipolar transitions 2s — 3d.

The cross sections of direct excitation to levels n = 2 and
n = 3 by protons have been calculated using the data of Balanca
& Feautrier (1998). These authors give cross sections o-?:’_’fnl for
population and alignment excitation in the energy range of 1 keV
to 100 keV. As well as in the case of excitation by thermal elec-
trons, we use the expression (14) to obtain data for the fine struc-
ture transitions. The transitions n = 2 — n = 3 have been
neglected. The self-consistent solution of radiation transfer re-
quires us to know the cross sections at energies above 100 keV.
This is due to the behavior of the energy distribution of pro-
ton beams at different depths. Although the total flux of the
beam decreases quickly as the depth exceeds N., the role of
high energy protons increases: the maximum of the distribution
F(E,N > N,)is at the energy Ex/ V6. This leads to the emission
in the near He line wings and neglecting these energies leads
to unrealistic line profiles. We have used the semiclassical per-
turbation method to calculate dipolar cross sections at energies
above 100 keV. The transitions 1s — 3d cannot be calculated
by this method, and therefore we used a similar approximation
as Vogt et al. (1997) and set these transitions to one tenth of the
value of 1s — 3p cross-sections. This approximation is based
on the observation that the electron cross-sections for 1s — 3d
excitation are approximately 1/10 of 1s — 3p at high energies
(Aboudarham et al. 1992), and it is also true for 100 keV protons
(Balanca & Feautrier 1998). While this is not fully justifiable, it
should improve accuracy of the solution.

The effect of the charge exchange has also been taken into
account using the data of Balanca & Feautrier (1998). On the
one hand this process is efficient at energies around 25 keV, on
the other hand its cross section decreases fast at higher energies.
A more detailed analysis of the effect of the charge exchange and
the associated Doppler shift of the line can be found in Sect. 7.
Contrary to direct excitation, no approximation of the cross-
sections at energies above 100 keV has been used. These cross-
sections can be safely neglected due to their small magnitude.

3 Atomic and Molecular Data Information System,
http://www-amdis.iaea.org/
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6. Impact polarization without polarized transfer

In this section, we will compare several results of atomic impact
polarization obtained by Vogt et al. (2001) with our calculations
performed by a similar method. We will consider the emission of
radiation under the proton beam bombardment in chromospheric
conditions. The local atmosphere conditions (temperature, ther-
mal electron and proton densities, and mean radiation intensity
in the hydrogen La, L3, and He lines) are obtained from the un-
polarized radiative transfer solution. These conditions are taken
at unit Ha line center optical depth. Following Vogt et al. (1997,
2001) we assume that proton beam energy distribution is given
by a power law with the same spectral index ¢ as at the injec-
tion coronal site. The emitted radiation, which is polarized due
to beam impacts, is assumed to be unaftected by radiation trans-
fer in upper layers in this approach. Although a rough approxi-
mation, it can serve as a comparison of our calculation of colli-
sional rates and local equilibrium, which will be used in further
self-consistent solutions.

After calculation of the density matrix elements from Eq. (8)
one can calculate the ratio €p/¢€; of emission coeflicients of the
Stokes parameters Q and /. When observed at solar limb (i.e.,
90 degrees from the vertical direction) and through the optically
thin layer, this ratio could provide an estimation of the emergent
light polarization degree. From known atomic density matrix el-
ements, the polarization of emergent radiation reads

392
poo(n — n') = _2\/519(0)——19(2)’ (15)
with
L i J ok
9, = Y (= (2]+1>Anz,w,v{{ 1 j,} by (16)
wjj

The quantity A,;;_,,» j is the Einstein coefficient for spontaneous
emission and the entities in the braces are the so-called 6 sym-
bols. At the level of unit He optical depth, the beam energy cut-
off is, by definition, close to zero. This cutoff has been varied in
the interval 1 keV to 20 keV by Vogt et al. (2001) to find the de-
pendence of the polarization degree. These authors show that the
polarization degree can be expected as high as 2.5% for model
VAL F and 0.7% for model F1 (6 = 4), or 5% for model VAL F
and 1.2% for model F1 (6 = 5). The results of Vogt et al. (2001)
contained in their Table 1 are plotted in Fig. 5.

We have repeated these calculations for the same conditions,
with E.(ty, = 1) varied between 1 keV and 20 keV and to-
tal initial beam energy flux between 10% to 10''ergs™' cm™2.
The physical conditions of the atmosphere have been taken from
Tables 2 and 3 of Vogt et al. (1997). The corresponding polar-
ization degree for VAL F model is plotted in Fig. 6.

Although the order of both results agrees, there are differ-
ences between these solutions. The most important difference
is a steeper decrease of polarization degree at higher energies.
The reasons for these differences are the different cross-sections
used for electron-hydrogen excitation and especially the differ-
ent technique of numerical integration used for calculation of
non-thermal collisional rates. While the Gauss-Laguerre quadra-
ture has been used in Vogt’s calculations, we have chosen an
adaptive Simpson rule with a very fine energy grid refinement
at low energies, where fast changes of cross-section data play a
role (cf. Fig. 11c of Balanca & Feautrier 1998)

A further step of our analysis has been the evaluation of the
polarization degree in the same approximation but under local
physical conditions calculated using the correct solution of the
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Fig. 5. Emergent polarization degree (in percent) of the on-limb obser-
vation calculated by Vogt et al. (2001) in the last scattering approxima-
tion. The horizontal axis shows the value of the local energy cut-off, and
the vertical axis shows the values of the initial beam flux.
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Fig. 6. Same as Fig. 5; here calculated using another numerical integra-
tion technique and different cross-section data for the electron excitation
(see text for details).

unpolarized radiation transfer (see Sect. 3). An increase of the
mean radiation intensity and higher depolarization due to in-
creased ionization degree lead to a significant decrease of the
polarization degree by more than one order of magnitude (see
Fig. 7). The expected polarization degree is very sensitive to
nlj — nl + 1 depolarizing transitions between fine structure
levels of the same shell caused by background perturbers. The
results of this section show that the line polarization is in fact
smaller than the previously reported calculations, even if we use
the not fully correct approximation (2) for the energy distribu-
tion of the beam at the He core-forming layer.

7. Polarized radiation transfer solution

A self-consistent NLTE solution of the polarized transfer may
provide additional information about the polarization degree of
the He line and the effect of the proton beam. In contrast to the
results of the previous section, it also provides complete emer-
gent intensity and fractional Q/I polarization profiles. In this
section, a short description of the polarized transfer solution is
contained. It is beyond the scope of this paper to review the
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Fig. 7. Same as Fig. 6; here calculated with correct densities of the back-
ground electrons (and protons) and modified mean intensities of the ra-
diation field.

complex problem of self-consistent modeling of the polarized
transfer in hydrogen lines and thus we limit our explanation to
a few notes about the method. The detailed description of this
problem is a subject of other papers (Stépan 2006, 2007, in
preparation).

It is advantageous to describe the polarized radiation
field by means of the so-called Stokes vector S(v,Q) =
(I, 0, U, V)T (v, Q), in which I is the specific intensity, Q and U
correspond to the linear polarization parameters with respect to
two axes, and V stands for the circular polarization. We limit
our analysis to the cylindrically symmetric problem where the
natural choice of the reference frame leads to a reduction of the
Stokes vector to only two nonvanishing parameters, S(v, Q) =
I, Q)" (v, Q), while U and V are identically zero. Stokes param-
eters are computed from the radiation transfer equation (RTE)
formally identical to the unpolarized transfer case (all depen-
dences on the radiation frequency v and direction of propagation
Q are suppressed):

ds
i 6—(7]—175)5.

ds a7

The 2-component vector € stands for the spontaneous emis-
sion in Stokes parameters,  is the 2 X 2 symmetry ma-
trix of the absorption, and 7 matrix stands for the stimu-
lated emission. Explicit forms of these quantities can be found
in Landi Degl’Innocenti (1984). For the purposes of this pa-
per, it is only important to notice that values of these quanti-
ties can be calculated directly from the atomic density matrix
coefficients pﬁl/' In the solar chromosphere, nonlocal cou-
pling of atomic states between different points due to radia-
tion is strong. Therefore we have to solve the nonlinear sys-
tem of RTE (17) together with ESE (8) at every point of the
atmosphere. This so-called NLTE problem of the 2nd kind
(Landi Degl’Innocenti 1987) can be solved numerically using
efficient iterative NLTE solvers.

We have used our new multigrid technique that calculates
the Stokes profiles for a given temperature and density struc-
ture of the atmosphere for an arbitrary line overlapping, and the
CRD approximation. This method uses the accelerated lambda
iteration technique applied to polarized radiation together with
the multigrid acceleration technique (cf. Fabiani Bendicho et al.
1997), which improves the convergence rate from O(N3/?)
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to O(N), where N is the number of spatial discretization points
in the atmosphere). The formal solver of our method is based on
the short characteristics approach (Olson & Kunasz 1987) with
the parabolic interpolation of the source function.

The effect of stimulated emission is taken into account as
well as the continuum opacity and emissivity. In the present
calculations, we have restricted our solution to the first three-
principal levels of the hydrogen atom and the transfer has been
solved in three spectral lines, i.e., La, LS, and Ha. A 50-point
quadrature in frequency for each line and a 14-point quadrature
for ray directions has been applied.

Finally, one simplification of our approach should be men-
tioned. While in common situations the density matrix is treated
as independent of atomic velocity, this is not the case for
anisotropic charge exchange interaction. In this case, there is a
systematic Doppler shift in emission dependent on the direction
of observations (Canfield & Chang 1985; Fang et al. 1995). This
effect is dominant in the La and L lines, while the He line pro-
file is not much affected. In our approximation we do not take
into account any Doppler shifts and assume charge exchange to
be symmetric with respect to the center of the line. This approx-
imation could lead to a slight overestimation of the impact po-
larization effect on the He line.

8. Results and discussion

Particular results of the Ha polarization in the approximation
neglecting polarized transfer have been presented in Sect. 6.
Using our multigrid method, in Sect. 7 we have solved the self-
consistent NLTE transfer problem of the 2nd kind for a grid of
atmospheres based on F1 and VAL F models affected by proton
beams of different fluxes and energy distributions.

Figures 8 and 9 show the theoretical emergent linear polar-
ization profiles Q/I of the He line for the F1 and VAL F mod-
els respectively. The intensity /-profiles (not shown) are simi-
lar to the profiles plotted in Fig. 4, although the intensity in the
line core and near wings is overestimated by factor of approxi-
mately 1.3—1.5. These differences between intensity profiles are
due to different collisional rates used in both calculations and
because the polarized solution was restricted to three-principal
levels of the hydrogen atom. However, neglecting the upper level
should not affect the emergent polarization profile much. In our
notation, a positive sign in Q/I plots means the tangential di-
rection of polarization, while a negative sign is the radial one.
Because of the symmetry reasons the highest fractional polariza-
tion is expected at the limb (u = 0) and the degree of polarization
decreases to zero at the disk center (u = 1).

The resonance polarization of the Ha line in thermal at-
mosphere (no beams) shows a small tangential polarization of
degree 0.01% for F1 and 0.4% for VAL F. This shows the domi-
nant role of resonance polarization due to scattering over the im-
pact polarization by the proton beam. The increase of tangential
polarization in the F1 model with the beam flux shows the com-
pletely negligible effect of the impact polarization in comparison
to other effects: the variation of the polarization is driven mainly
by shifts of the optical depth scale due to higher ionization de-
gree, which can lead to an increase of the resonance scattering
effect on polarization. Another effect is the increase of radia-
tion intensity due to non-thermal excitation in the lower chromo-
sphere layers and an increase of the density of background col-
liders. All these effects compete in the formation of these small
fractional polarizations. The impact polarization contributes by
only a small fraction to the total polarization degree in all the
studied cases, as was expected from Fig. 7.



Appendix F: Paper IV: Hydrogen Ha line polarization in solar flares 138
J. Stépan et al.: Hydrogen He line polarization in solar flares 629

0.04 T ] O ]
o.osf— — OA? 7
g ] 03f 3
Ef ? E
— C | — 0.2 =
s ] S ]
: ] orE
; ;
70‘015 1 Ll Ll ] 701% “““““ L et e e, e e ;
-2 =1 0 N 1 2 —2 1 0 1 2

A [A4] o [
OO4pTTTTTIIT ] L ]
0.03F E 042’ ’
g ] 03F 3
® f ] .
— [ | B E |
< E ] = o2F E
=4 r 3 > = 3]
2 E C’ : ]
g 0.1 — 7
-0.01 E L L L E ; ;
) N o 1 P 01 I [ [ 3
» (A -2 -1 0 1 2

o (4

0.04 T ]

0.03F E 7
_ 0.02F (/‘\\ E E
X F R E _ E
— = /’/ N 1 s E
> r [ \\ 1 — E
= 1 E S E
001t | L . ]
-2 -1 0 1 2 ]
M (4 2

Fig. 8. Emergent fractional linear polarization Q/I profiles computed
close to limb (¢ = 0.11) for the F1 model and different beam energy
distributions: & = 3 (upper), 6 = 4 (middle), and 6 = 5 (lower). The
different lines correspond to the same beam fluxes as in Fig. 2. All the
calculations have been done for E. = 150keV.

Contrary to the conclusions of Vogt et al. (2001), the vari-
ation of spectral index ¢ does not affect the emergent polariza-
tion degree much. This is because of the negligible impact po-
larization effect and because the number of low energy protons
in the Ha formation layers is similar across the ¢ values — the
initial difference in energy distribution of lower energy protons
is quickly lost at depths Ey ~ E.. An effect that could play a role

Fig. 9. Same as Fig. 8; here for the VAL F model.

is the variation of E. energy. The energy distribution of the beam
of protons is sensitive to the chromospheric depth parametrized
by Ey (see Sect. 2). One expects that a fine tuning of E. with
the energy necessary to reach the Ha-forming layers can lead
to a more significant effect of impact polarization. We have cal-
culated the dependence of the line center polarization on E. for
a wide range of cut-off energies. The results can be found in
Figs. 10 and 11. It is easy to find the effect of impact polariza-
tion that emerges at cut-off energies comparable to the energy
necessary to reach the Ha-forming layer. This effect is seen as a
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Fig. 10. He line center polarization as a function of a lower energy cut-
off E. at the injection site. The atmosphere model F1, beam flux &, =
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Fig. 11. Same as Fig. 10; here for the chromosphere model VAL F and
the E. energy range 85-900 keV.

decrease in the total polarization degree (i.e., increase of radial
atomic polarization due to impacts that has an opposite orien-
tation than the tangential polarization formed preferentially by
scattering). In the F1 model, the thermal case of 0.01% polariza-
tion is increased as protons have enough energy to change the
structure of the atmosphere at Ha formation levels. The effect of
impact polarization is seen at about 150 keV when the density
of protons is high enough to decrease the dominant tangential
polarization. Further increase of E. again leads to a negligible
number of protons with small energies at the Ha formation layer.
Similar effects can be seen in the VAL F case, where the reso-
nance polarization scattering effect is much stronger. The total
number of thermal perturbers is always lower than in the F1 case,
but high enough to decrease the thermal atmosphere polarization
of 0.4% even for a small energy cut-off. The impact polarization
is best seen at energies around 200 ke V: in this cooler model the
total column mass above 7y, = 1 is higher than in the F1 case.
In any case the emergent linear polarization is low, below the
stated 5% value, and it is even possible to expect a decrease of
the total linear polarization due to proton impacts.

J. St&pan et al.: Hydrogen He line polarization in solar flares

9. Conclusions

The purpose of this paper was to verify whether the anisotropic
excitation of the n = 3 level of hydrogen caused by proton beams
can lead to Ha line polarization and what degree of polarization
can be expected. In our considerations, we have chosen a unidi-
rectional vertical beam with an initial power-law energy distri-
bution at the chromosphere injection site, which is not deflected
by collisions with constituents of the chromosphere although
it is decelerated. For this extremely anisotropic beam we have
calculated new chromosphere conditions with a wide range of
beam parameters. For all the calculated models we have found
the polarization degree well below the values reported in the
past. Furthermore, the theoretical polarization degree is mainly
caused by resonance scattering.

The absence of impact polarization is consistent with mea-
surements of Bianda et al. (2005), although their conclusions
about the beam isotropization are not necessary for explana-
tion of the missing polarization. In fact, a sufficient number of
unidirectional low-energy protons at the Ha-forming layer can-
not be achieved for beams with initial power-law distributions.
Although the proton beam may significantly affect the line in-
tensity profile, impact atomic polarization is destroyed by colli-
sions with background electrons and protons and by the strong
radiation field. The density of background perturbers is actu-
ally higher than that calculated in previous works. In addition,
the beam energy distribution at the line formation layers cannot
be approximated by a power-law distribution and the effect of
a steep increase of fractional polarization with spectral index &
is not observed. Therefore we believe that the polarization oc-
casionally measured (i.e., by some authors) has another source
than impacts by proton beams.

Low impact polarization of the He line by proton beams in
solar flares does not seem to be a good candidate for straight-
forward proton beam diagnostics, at least if most of the usual
initial distributions of proton beam energies are considered. It
is possible to imagine different initial energy distributions of the
same energy flux with very narrow band of energies, which pref-
erentially excite the hydrogen at low energies and in the Ha-
forming layers. However, the question remains if such a distri-
bution is physically possible and if it can lead to measurable
impact polarization.

Recent spectropolarimetric measurements of an M6.3 flare
performed by Xu et al. (2005b) indicate the presence of both ra-
dial and tangential polarization of the He line and radial polar-
ization of the Hp line at the edges of flare kernels. The process
that is believed to play a significant role is the effect of return
currents (Karlicky & Hénoux 2002). Investigation of this phe-
nomenon remains the subject of further observational and theo-
retical research.
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ABSTRACT

Aims. We investigate the effect of the electric return currents in solar flares on the profiles of hydrogen Balmer lines. We consider the
monoenergetic approximation for the primary beam and runaway model of the neutralizing return current.

Methods. Propagation of the 10 keV electron beam from a coronal reconnection site is considered for the semiempirical chromosphere
model F1. We estimate the local number density of return current using two approximations for beam energy fluxes between 4 x 10!!
and 1 x 10'? erg cm™2 s7!. Inelastic collisions of beam and return-current electrons with hydrogen are included according to their
energy distributions, and the hydrogen Balmer line intensities are computed using an NLTE radiative transfer approach.

Results. In comparison to traditional NLTE models of solar flares that neglect the return-current effects, we found a significant increase
emission in the Balmer line cores due to nonthermal excitation by return current. Contrary to the model without return current, the
line shapes are sensitive to a beam flux. It is the result of variation in the return-current energy that is close to the hydrogen excitation

thresholds and the density of return-current electrons.

Key words. Sun: flares — plasmas — line: formation — atomic processes

1. Introduction

The ongoing study of nonthermal excitation of the flaring chro-
mospheric plasmas has been mainly concentrated on the effect
of particle beams coming from the coronal reconnection site
(Canfield et al. 1984; Hawley & Fisher 1994; Fang et al. 1993;
KaSparovi & Heinzel 2002; Stépan et al. 2007, and references
therein). However, Karlicky & Hénoux (2002) and Karlicky
et al. (2004) recently suggested that the role of neutralizing re-
turn currents can be as important as the role of the primary beam
itself, both for intensity and linear polarization profiles. Karlicky
et al. (2004) proposed a simple model of return current formed
by the runaway electrons and compared the rates of atomic tran-
sitions due to collisions both with the thermal electrons and with
the electrons of the primary beam, and due to collisions with the
return current formed by the runaway electrons. They showed
that the rates due to the return current would dominate the colli-
sional processes in the atmospheric region of Balmer line for-
mation. However, no calculations of theoretical spectral line
profiles were presented.

The aim of this paper is to take a first step towards self-
consistent modeling of the Balmer line formation with return-
current effects taken into account. We use a semi-empirical
model of the flaring atmosphere as a basis for our NLTE radiative
transfer model. Then we use a standard model for electron-beam
deceleration due to Coulomb collisions with the ambient atmo-
sphere and combine it with the two different physical models of
the return-current generation. We incorporate the relevant pro-
cesses that enter the atomic statistical equilibrium equations and

solve them with the non-local equations of radiation transfer. At
the end, we discuss the results and validity of our models.

2. Electron beam and return-current propagation

We assume an electron beam that is accelerated in a coro-
nal reconnection site and injected into the cold chromosphere
along the magnetic field lines. During its propagation, the
beam evolves under the influence of several processes (Karlicky
1997): (a) the beam generates the return current that decelerates
the beam in the return-current electric field, (b) the beam gen-
erates the plasma waves causing the quasi-linear relaxation of
the beam, and (c) the beam electrons are decelerated and scat-
tered due to collisions with the background plasma particles.
In the following model, we neglect the plasma wave processes
and the return current is taken in the form of runaway electrons
(Rowland & Vlahos 1985; van den Oord 1990; Norman & Smith
1978). In this form, the return-current losses are strongly re-
duced (Rowland & Vlahos 1985; Karlicky et al. 2004). Thus,
only collisional losses, as described by Emslie (1978), deceler-
ate the electron beam in our case.

Let @ = ngvp be the particle flux of the monoenergetic beam
of the energy Ep = mesz /2, where np is the density of the
beam electrons, vg their velocity, and m. the mass of the elec-
tron. According to Norman & Smith (1978) and Karlicky et al.
(2004), a fraction of background electrons a = ngr/n. forms the
current that moves in the opposite direction in order to neutral-
ize the electric current e® associated with the primary beam. We
use ng for the number density of the return-current electrons and
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Fig. 1. From upper panel: He, HB, and Hy disk-center line profiles for
F1 = 0 (dotted line, black), F; = 4 x 10" (thick solid line, blue),
6 x 10! (thick dash-dotted line, green), 8 x 10'! (thin solid line, red),
and 1.0 x 10'? (thin dash-dotted line, violet) erg cm™2 s~!. No return-
current effects are taken into account. Note that nonthermal profiles al-
most overlap in this range of beam fluxes.

n. for the number density of the background electrons. The neu-
tralization condition can be expressed as

engiRr = ed. €))]

We assume that all the return-current electrons move with the
same superthermal velocity vr. Note that the return-current flux
only depends on the total flux of the beam. For a realistic power-
law distribution of the beam, the main part of the beam flux is
given by electrons with energy close to the low-energy cutoff of
this distribution. For these reasons and for simplicity, we con-
sider the monoenergetic beam in our model.

We used two models for estimating ng. First, following
Norman & Smith (1978), the number of runaway electrons can
be estimated as

2
g _L I 1f & &
T 2P 72\ VE T &

where E/Ep = npug/nevr, (see Karlicky et al. 2004; Xu et al.
2005, for definition of the electric field & generated by the elec-
tron beam and the Dreicer electric field Ep), and vy, stands for
the thermal velocity of the background electrons. In the second
model we assume that the return current is formed by a fixed

, @)

Fig. 2. Same as Fig. 1 plus including collisions with return-current elec-
trons. The value of « is given by Eq. (2).

relative number of background electrons everywhere in the up-
per chromosphere:
a= "R const. 3)
Nne

In this model, a is obtained by averaging the values from the pre-
vious model over the Balmer line formation layers. The resulting
value for each beam flux can be found in Table 1.

The normalized energy distribution of electrons can be lo-
cally expressed in the form

FE)AE = [emfm(E) + cg6(E — Eg) + cr6(E — ER)IAE, (4

where ER = mev}z{ /2 is the return-current energy and c; stands for
the normalization coefficients (i.e., cg = nr/(nm+ng +ng), etc.).
The index M stands for the background electrons (without the
runaway ones), and they obey the Maxwell-Boltzmann energy
distribution.

3. Hydrogen-electron collisions

To take the effect of the beam/return current into account, we
have to calculate all the electron-hydrogen excitation rates, the
rates of ionization by electron impacts, and the rates of the
inverse processes. We use the data for total collisional cross-
sections for the bound-bound and bound-free transitions by
Janev & Smith (1993), retrieved through the GENIE database
(http://www-amdis.iaea.org/GENIE/). We do not consider
any atomic polarization or angular dependence of the collisional
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o E, = E; — E, — E, is known, one can write the total recom-
= bination rate as
K : (e FEDE)
lg Z Con = L\fov dEaj; dE, ﬁEisnc(Eis E,), @)
g E where L = n2n?h3/167m? ~ 6.97 x 107?n2n? in cgs units,
g and h stands for the Planck constant. The expression (7) can
= . be reduced to the well-known expression CTremal = 2 (06 x

1 [107% erg s™' cm™ ster™ Hz™']

1 [107 erg s7' cm™ ster™ Hz™']

Fig. 3. Same as Fig. 1 plus including collisions with return-current elec-
trons. The value of « is constant along whole beam trajectory.

processes in this work. The excitation or deexcitation rate of the
n — m transition between the two shells can be calculated using
the common formula

Com = 1o f 4k |2 By, 5)
0 Mme

where 0 ,,,(E) is the total cross-section of n — m at impact en-
ergy E, and f(E) is electron energy distribution (4). The cross-
sections for deexcitation m — n (m > n) were calculated using
the n — m cross section and the principle of detailed balance
(e.g., Jefferies 1968),

E+E
o-mn(E) = ﬂiﬂm

m

oum(E + E,), (6)

where E,,, is the excitation threshold of the transition and g,/
the statistical weight of the given level.

The rates of the inverse process of ionization by an elec-
tron impact, the three-body recombination e +e +p — Hi+e,
must be treated separately due to the nonthermal nature of
the problem. Using the arguments of detailed balance (Fowler
1955; Jefferies 1968) in the quasi-classical approximation of the
electron-hydrogen collisions, one can derive a formula for the
recombination rate. Let us consider the ionization of level n
with the ionization energy E, by an electron with energy E;.
Once cross-section S,.(E;, E;) = do,./0E, of the encounter
after which we find the two electrons with energies E, and

1071027 32p, exp (E, /kgT)CMe™a! in the particular case of
Maxwell-Boltzmann distribution, where 7. is the temperature
of electrons and kg the Boltzmann constant. For the cross sec-
tion S,. we used the approximate data of Omidvar (1965) at
lower energies and the classical formula of Thomson (1912) at
high energies. In our case, the electron energy distribution func-
tion given by (4) leads to 9 terms that contribute to the recom-
bination rates. We verified numerically that, in all our models,
the rates of three-body recombination involving the nonthermal
electrons of the return current are more than one order of magni-
tude below the rates of the same processes involving the thermal
electrons. Our tests show that neglecting the nonthermal three-
body recombination affects the resulting profiles in a very neg-
ligible way. The three-body recombinations involving the beam
electrons are completely negligible since their rates are several
orders of magnitude below the thermal ones. Thus, we took only
the thermal term containing m? fu(Eq) fu(Ep) into account.

4. Results

We calculated the NLTE radiative transfer for a 5-level plus
continuum hydrogen using the semiempirical 1D plane-parallel
flare model F1 (Machado et al. 1980) in which the tempera-
ture structure was kept fixed; in this way, we found the differ-
ential effects on the Ha, HB, and Hy lines (cf. KaSparovd &
Heinzel 2002). We used the preconditioned equations of sta-
tistical equilibrium (Rybicki & Hummer 1991) and solved the
coupled system of NLTE equations by the accelerated lambda
iteration (ALI) method. For further details, see Heinzel (1995).
We found the equilibrium state for several beam fluxes with or
without the return current. The initial beam fluxes chosen in our
calculations were: 71 = 4 x 10'1, 6 x 10!, 8 x 10'!, and 1 x
10" erg cm™2 s7!. If the fluxes were lower, the number of run-
away electrons would decrease fast and their energy would ex-
ceed the beam energy in most depths. This gives a limit for using
of this simple model. Higher fluxes, on the other hand, would
be unrealistic. The initial energy of beam electrons was set to
Ep =10 keV.

In Fig. 1, there are first three Balmer line profiles that result
from the nonthermal bombardment by the primary beam. The
effects of return current were completely ignored. In this sense,
these calculations are similar to the ones of Fang et al. (1993)
and KaSparovd & Heinzel (2002). In spite of their probably lim-
ited physical relevance, these profiles are useful for demonstrat-
ing the effects of return currents in the more appropriate models
that follow. Figure 2 shows the situation where « is calculated
using Eq. (2); i.e., the relative number of runaway return-current
electrons is calculated at each depth in the atmosphere. Finally,
in Fig. 3, there are profiles for the model with @ constant along
the atmosphere. In the layers of Balmer line formation, a re-
mains approximately constant and its mean values are shown in
Table 1. Comparing Fig. 1 with Figs. 2 and 3, one can see that the
effect of return current is very significant: All three lines show a
prominent increase emission in the line center.



Appendiz G: Paper V: Hydrogen Balmer line formation in solar flares affected by return

currents

145

L58

Table 1. The properties of the return currents. ¥, stands for the initial
flux of the 10 keV beam, « is the mean relative number of runaway
return-current electrons in the Balmer lines formation region, and Ex
stands for the typical energy of the return-current electrons in these lay-
ers. Both @ and Eg are average quantities which can roughly character-
ize the return-current properties in the region of interest.

F1[10" ergem™2 7] «  Er[eV]
4 0.01 100
6 0.05 14
8 0.11 6
10 0.16 3.8

In the region of Balmer line formation, the energy of the re-
turn current can be close to the excitation threshold of n > 3 lev-
els of hydrogen, and it remains approximately constant along
an extended trajectory. The beam is finally stopped on a very
short path. The overall path of the beam is, however, sensitive
to the initial energy of the beam. In order to model the beam
propagation and line formation accurately, one has to interpo-
late the original F1 model of Machado et al. (1980) by a number
of grid points in the layers of the Balmer line formation. Since
the return-current energy and density are sensitive to the beam
flux (see Table 1), the resulting variation of the nonthermal col-
lisional rates leads to a significant variation in line profiles. For
both models under consideration, a maximum emission is found
for the beam flux of 6 x 10! erg cm™2 57!, although the result-
ing profiles from these models differ slightly from each other.
In contrast to the case of 4 x 10!! erg cm™2 s~!, for which we
found the least emission among the studied flux intervals, the
return-current density is higher by a factor of 5. It leads to a sig-
nificant increase in nonthermal excitation rates. The disagree-
ment of the profiles at fluxes below 6 x 10'" erg cm™2 57! is the
result of the significant dependency of @ on the beam flux and
atmospheric depth. The values of @ at low fluxes (shown in the
Table 1) are only a rough approximation for the Balmer line for-
mation layers, and the model with @ = const. seems to be less
accurate than the one given by Eq. (2). On the other hand, good
correspondence between the models is found for high fluxes. In
this case, the variation in « is less sensitive to the beam flux
and does not strongly vary with atmospheric depth. Then, the
a = const. model seems to give the appropriate results. The rea-
son the higher beam fluxes lead to a lower emission in the lines
is that the energy of the return current is not sufficient to excite
hydrogen atoms as can be seen in Table 1.

5. Conclusions and outlook

In this paper we used a simple model of the 10 keV electron
beam propagating in the chromosphere. We used two different
models of the return-current formation and calculated the differ-
ential effect on the profiles of the hydrogen Ha,, H3, and Hy lines
of the semiempirical F1 model.

The return-current flux only depends on the total flux
of the beam. For a realistic power-law distribution of the
beam, the main part of the beam flux is given by electrons
with energy close to the low-energy cutoff of this distribution.
Therefore, for simplicity we used the monoenergetic beam in our
model. Moreover, the excitation and ionization cross-sections of

J. St&pén et al.: Balmer line and return current

low-energy return-current electrons are larger than those for
beam electrons, which makes the return-current effects on line
core formation stronger. Taking high-energy beam electrons into
account (i.e. using power-law distribution) would lead to in-
creased emission in the line wings due to penetration of those
electrons into the deeper atmospheric layers. However, the to-
tal flux of the beam in these layers is significantly lower than
the initial beam flux, and the return current and corresponding
effects are also strongly reduced.

Even our simple model shows that the effect of return cur-
rent is very important for future study of the hydrogen lines for-
mation since the energy of the return current can be expected
to be on the order of the excitation threshold energies of up-
per hydrogen levels, for which the excitation cross-sections are
high. Moreover, the fluxes ® are high enough to excite a suf-
ficient number of atoms. As shown by Karlicky et al. (2004),
the collisional rates from the nonthermal collisions can domi-
nate the collisional rates in the Balmer line formation regions.
The two models used in this work lead to similar results for
higher energy fluxes, but the result differs for lower fluxes. The
excitation threshold effects seem to play an important role for
higher fluxes, but they are very likely only a consequence of the
monoenergetic model we used. The difference between the two
models shows the used approximations to be incompatible for
lower fluxes, where the the approximation of constant « is not
applicable. A detailed description of the energy distribution of
the return-current electrons would lead to more realistic line in-
tensities. This complex issue will be subject of a forthcoming pa-
per, which will also study the impact polarization of the Balmer
lines.
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