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The important thing is not to stop questioning.
— Albert Einstein






1 Introduction

Since ancient times people have witnessed the appearances of bright transient phenom-
ena that accompany the violent death of stars. These “new starsdvae, supernovae

— some of them bright enough to be visible even during daylight, have fascinated as-
tronomers and scholars all over the world. Long before the advent of telescopes, reports of
observations, some of which are accurate enough to allow the reconstruction of the light
curve of the object$tephenson & GreeB002 Green & StephensoB003, were pre-

pared. The first modern European astronomers who reported the systematic observation of
supernovae were Tycho Brahe in 15Bdhel573 and Johannes Kepler in 1604.

It was another 300 years before more serious and systematic research on supernovae was
published by Ernst Hartwig. On August 20th, 1885 he first discovered a supernova outside
our own galaxy in the Andromeda galaxy M31 (&fartwig 1898. A measure for the
tremendous brightness of this object became apparentlaftetmark (1920 estimated

the distance to the Andromeda galaxy to be TC°ly: Hartwig’s supernova had been
several 1000 times brighter than normal novae.

The term “supernova” was actually introduced laterByade & Zwicky (1934 who

made the first clear distinction to classical novae. Supernovae were found to be among
the most powerful events in the universe — with luminosities at maximum light of
10*2 — 10*3erg s, comparable to the luminosity of an entire galaxy. The total release of
energy in these events can reach values betwedrtda®3 erg.

With only a few observations available, supernova events seemed to show only slight vari-
ation in their peak brightness and fairly similar post-maximum spectra. Thig/lktn

(1939 andZwicky (1939 to consider using these extremely bright objects as distance in-
dicators. In the following years more detailed spectral observation#fefeint supernovae
revealed that, while some objects show strong Balmer-lines in their spectra near maximum
light, others do not seem to contain any visible hydrogen at all. Thislialowski(1941)

to suggest distinguishing between twdreient classes for these events: the objects with
hydrogen spectral features are called Type Il supernovae, the ones without hydrogen are
referred to as Type I. However, it still remained unclear whether these objects had the same
origin or if the spectral distinction reflected the presence éént physical mechanisms
leading to their respective appearance.

AlthoughBaade & Zwicky(1934ha) andZwicky (1939 already suggested the potentially
important role of the transition of a normal star to a neutron star in supernova events, it
was 1960 beforéloyle & Fowler(1960 discussed the two basic processes leading to the
phenomenon of supernovae. They concluded that in Type | supernovae a star reaches a



1 Introduction

state of high electron degeneracy that is unstable with regard to thermonuclear burning.
The resulting thermonuclear explosion leads to the complete disruption of the star leaving
no compact remnant. This picture has been refined by the suggeslinuraih et al(1967)
andColgate & McKeg(1969 that the light curves of these objects are primarily powered

by the radioactive decay 6fNi synthesized during the explosion. On the other hand, the
scenario for Type Il supernovae involves a heavier star with a mass of more than about
eight solar masses, which forms a core that collapses leaving a neutron star or a black hole
behind. The heavier stars subject to undergo a core collapse at the end of their nuclear
burning cycles generally possess extended hydrogen envelopes that form the prominent
spectral features of hydrogen.

1.1 Current classification of supernovae

With the growing amount of observational data, it became clear that the two major classes
were not sticient to describe the supernova phenomenon adequately. Subsequently, more
sub-classes in the two main-classes were established. A more systematic allocation to
the various subclasses — in particular for Type | supernovae — was madégler &
Harknesg1990. A sketch of the classification scheme is shown in Figufe
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Figure 1.1: Classification scheme for supernovae.

The main classes are Type | and Type Il based on whether or not the spectrum shows
any hydrogen features. In the Type | class, objects without hydrogen features, a further
distinction is made into the classes la (SN la), that also do not show helium but have a
prominent feature of singly ionized silicon at early epochsi($16347,6371). The other

Type | classes are Ib and Ic objects, where the Ib show helium features and the Ic do not.
(In a sense Ic objects are those that do not fit into any other class.)

Within Type Il supernovae, objects that show hydrogen in the spectrum, various objects
with different characteristics concerning spectra and light curve shapes exist. The nomen-

11 followed by a number denotes a wavelength in A.



1.2 Astrophysical relevance of SN Ia

clature here mostly refers to the shape of the light curve, but is not as clearly defined as for
Type | supernovae. Additionally, some objects have been observed to change their type as
time proceededHilippenko1988.

This supernova classification scheme relies entirely on observed features and does not take
into account theoretical considerations concernitfipint explosion mechanisms. More
details on the spectral properties of the various sub-classes can be found, for instance, in
Filippenko(1997).

From the theory side, supernovae are now distinguished into two fundamentegheni

types of explosions. For Type la Supernovae, the generally agreed upon framework is the
thermonuclear explosion of a white dwarf (WD) with a low mass close to the Chandrase-
khar mass oMch ~ 1.4Mg. The explosion does not leave any compact object behind.

All other objects — Type Il and llo — are thought to be formed by the collapse of the
compact iron core of a highly evolved star with larger mass. Tiierginces in appearance

of these objects are primarily due tafdrent evolution histories of the progenitor stars.
Depending on previous mass losses or accretion from a binary companion, the stars have
different composition in the outer layers, which are ejected in the supernova explosion. In
this framework, the objects that do not show hydrogen or helium, empirically assigned to
Type |, originate from stars that have lost their outer envelopes in previous outbursts or
nova explosionsNjomoto et al1995.

Recently, several high energetic Type Ic supernovae, sometimes referred to as “Hyper-
novae,” have been observed in the context of the afterglow of long Gamma-ray-bursts
(GRB), which provides strong evidence for a connection between core-collapse super-
novae and GRBs (see for instanb@amoto et al1998 Mészaro003.

1.2 Astrophysical relevance of SN la

The primary emphasis of this work was to investigate radiative transport in SN la en-
velopes, although the concepts are applicable to any kind of supernova. This section will
therefore focus on the role of this class of supernovae in an astrophysical context.

The rising interest in SN la-science during the last decade is due to a number of reasons. In
spite of the substantial progress made in both observational and theoretical aspects, many
guestions concerning the physical mechanisms are still unanswered. So far, there is not a
complete picture of the evolution of the progenitor star through the explosion to the late
time post-explosion era of SN la. In particular, the open questions concern the nature of
the progenitors, their pre-explosion evolution, and the exact mechanism of the explosion
(see SectioR).
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Stellar evolution and metal enrichment of the universe

SN la interact with their environment and influence the evolution and appearance of galax-
ies and the interstellar mediuni.eibundgut(2000 has summarized some of thffexts

that make SN la astrophysically important objects. First, SN la are thought to be the main
producer of iron in the universe and can therefore be used as a clock for thé aretal
richment of matter in the universe. The relatively long lifetimes of SN la progenitor stars
compared to the much more massive — and therefore short-lived — progenitors of core-
collapse supernovae result in a distinct relationship betweelements and iron-group-
elements; this allows estimates of the rates of supernovae in the past history of the universe
(Renzini1l999. The energy released in SN la plays an important role in the heating of the
interstellar medium, specifically in elliptical galaxigsi¢tti et al. 1991).

Since SN la form the endpoint of a major stellar evolution channel, they provide important

information on binary fraction of stars and the evolution of binary systems in our galaxy

and, as a function of look-back time, the evolution of binary systems in the history of the

universe [ben & Tutukov1994 1999 Ruiz-Lapuente & Candl998. SN la, together with

other types of supernovae, also play an important role in the early evolution of galaxies
by influencing the star formation rate and removal of gas from galaxies (see for instance
Burkert & Ruiz-Lapuentd 997, Ferrara & Tolstoy2000).

Type la supernovae as lighthouses for cosmology

The most spectacular application of SN la in recent years has been their use for distance
measurements in cosmology. The findings of two independent groups investigating SN la
up to redshiftd z ~ 1 (Riess et al1998 Perlmutter et al1999 suggest that the expansion

of the universe is accelerating. A review on the cosmological implications from SN la-data
can be found irLeibundgut(2001).

The findings employ the fact that SN la can be used as “standard candles,” that is, bright
objects of known luminosity, which allow one to conclude on the distance between object
and the observer by measuring the object’s apparent luminosity. Although the original hy-
pothesis that SN la are perfect standard candles (i.e., all SN la have the same luminosity
at a given epoch) did not hold as more and better data became available, it nevertheless
turned out that it is possible to “standardize” the peak brightness. This can be done us-
ing empirical relationships between observed features that are independent of distance,
e.g., the shape of the light curve and the absolute lumindBHhiflijps 1993 Hamuy et al.

1996h Riess et al1996 Perimutter et al1997). An essential key to firmly establish these
relationships was provided by the large and very homogeneous data sets of multifilter light
curves of the Cal&mololo searchilamuy et al19963 and the Harvard-Smithonian Cen-

2In astrophysics commonly all elements heavier than He are called metals.
3The redshifiz corresponds to the amount of energy that a photon traveling through space has lost due to the
expansion of the universe. It is commonly used as a distance measure.
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1.2 Astrophysical relevance of SN Ia

ter for Astrophysics (CfA)Riess et al1999h. Nearby objects in these searches were used

to determine the necessary corrections to the light curve shapes. Using these corrections,
the local objectsZ < 0.1) precisely follow a straight line in the Hubble-diagram, which
gives the relationship between the distance in redshift versus the apparent brightness of an
object of known absolute brightness.

The standard model of cosmoldbig based on two assumptions: on large scales the uni-
verse is isotropic and homogeneous (this is referred to as the “cosmological principle”).
The line element distances between two objects with the comoving spatial coordidates
and timet is described by the Robertson-Walker-metric

dr?
1—kr2

ds = dt® - az(t)( +r2de® + rzsin29d¢2). (1.1)

Given a simple topology, the curvature tektakes the values1,0, 1 for an open, flat,

or closed universe, respectively. The dynamic evolution is determined by the scale factor
a(t), which describes the radius of curvature of the universe over time. Using this metric,
the Friedmann equation follows from the () component of Einstein’s field equations by
adopting the energy momentum tensor of an ideal fluid:

ay’ 8r k
H2 ::(—) =T = 1.2
whereG is Newton’s gravitational constant apdis the total energy density of the uni-

verse. This defines the Hubble-paramédedescribing the expansion rate. In terms of the
Hubble-parameter, the Friedman equation can be rewritten as

k __»p
H2a2  3H2/87G

1=0-1 (1.3)

. . . . ™. . i 3H2 . .
introducing the ratio of density to critical densityp. := 5. Thus, a flat universe with
k = 0 hasQ = 1. Assuming that the universe is composed dfedlent components
contributing to the total energy density, each component has the fraction

pi
4 = 32/8:G (1.4)

of the critical density and an equation of state relating densignd pressurg; by w; =

pi/pi. The equation of state parametaris O for normal matter ané for photons. From

these equations one can derive an expression for the luminosity didbandefined as

the apparent brightness of an object as a function of redshift. Taking into account all

effects of time dilation and energy decrease due to the cosmological redshift, a numerically

“More details on cosmological models with a cosmological constant can be found in, for ex@apts|
et al.(1992. An extensive article on cosmology with supernovae can be fouRéimutter & Schmidt
(2003.

11
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integrable equation can be derived (§=roll et al.1992 Leibundgut2001). Considering
only terms up to the second orderagives

D = Hio (z+ 211 - q0) + O)) (1.5)

with the Hubble constant at preseg and the “deceleration parameter”

Q=3 ), (1 +3w). (1.6)

From Eq. (.5 it can be seen that in the nearby univeiBg,scales linearly with redshift,
while in the more distant universep introduces a dependence on the amount and the
properties of the matter in the universe.

The surprising result that the expansion of the universe accelerates is based on the finding
that supernovae at high redshifts appear to be dimmer than their nearby counterparts. In
the cosmological standard model, this accelerated expansion can only be achieved by in-
troducing an energy species that has< 0 (i.e., a negative pressure), referred to as “Dark
Energy” or the cosmological constdnt (Weinberg1989 Carroll et al.1992. Tonry

et al. (2003 compiled the latest results of the observation of 172 SN la by the High-
Supernova Search Teaf8dhmidt et al1998. In Figurel.2, the left panel shows the ap-
parent luminosities versus redshift in a residual Hubble diagram where an empty universe
(Qv = 0 andQ, = 0) has been subtracted. The filled black dots represent binned median
values for clarity. The solid curves represent the expected dependence for a flat universe
with Qy = 0.1, Q5 = 0.7 (top line), an open universeC§y = 0.3, Q5 = 0), and an
Einstein-de Sitter universe®y = 1.0, Qs = 0, bottom line). The right panel in Fig-

ure 1.2 shows the confidence contours for the combination of valuefpandQ,. The

bigger, darker ellipses represent the supernova data alone; the smaller contours result from
additional constraints based on results from the large-scale structure Two Degree Field
(2dF) Redshift SurveyRercival et al2007). Values for cosmological parameters derived
from the measurement of the cosmic microwave background anisotropy by the Wilkinson
Microwave Anisotropy Probe (WMAP)Spergel et al2003 are also consistent with the
supernova data. By combining the results of the various methods, the fractions of matter
density and dark energy are currently determined t@pe= 0.3 andQ, = 0.7.

Because the conclusions drawn from these results are serious enough to question well-
established theories in cosmology, alternatives to explain the dimming of SN la at high
redshifts also have to be considered.LEibundgut(2001) some concerns are discussed

in more detail. For instance the dimming could be explained by absorption due to some
“grey” dust (i.e., dust absorption that does not have a significant impact on the spectral ap-
pearance of SN laguirre 1999) or one could think of attenuation of light due to gravita-
tional lensing &ects. Another explanation could be variation in the explosion mechanism

5This depends on the point of view whether the additional term in E8) is contributed to the metric or the
energy momentum tensor. Itis also not necessary to keep it a constant contribution in time, which leads to
the so called Quintessence cosmological mode#dwell et al.1998.

12
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Figure 1.2: Left: SN la luminosities (relative to the Hubble diagram of an empty uni-
verse) versus redshift. The filled black dots mark binned median values for a better
overview. Right: Confidence contours for combinations@f; and2, from SN la data
alone (bigger ellipses) and together with the prior from the 2dF suieycival et al.
200)). (Figures fromTonry et al.(2003.)

due to a diferent metallicity of the environment in earlier stages of the universe leading to

a different light curve shape (see aRdpke & Hillebrand{2004). None of theseféects

can be ruled out entirely; however, all would become more serious with higher redshift,
which conflicts with the evidence found Biess et al(2004 that at higher redshifs> 1,
supernovae become relatively brighter again. This hints at an epoch of deceleration as pre-
dicted by the cosmological models and could provide a clear sign that the dimming is in
fact due to the expansion history of the universe.

Besides these concerns, one should keep in mind that these results rely on the purely em-
pirical correlation between light curve shapes and absolute luminosities. Even though
these relationships are well established, tiEedeént correction methods are not consistent
(Leibundgut2004). In addition, the observed colors at peak brightness seem tdtiee-di

ent for nearby SN la compared to distant onlesilfundgut2001). This emphasizes the
necessity to confirm the normalization methods using a theoretical framework based on a
profound understanding of the physics of SN la. Only with a theoretical understanding
of the details of the explosion mechanism and the processes which lead to the observed
properties of SN la can potential systematic errors in the luminosity calibration techniques
be minimized.

1.3 Objectives of this work

The complexity of the physics involved in supernova explosions generally makgdttti
to obtain a consistent picture of all aspects of the problem. The problems that have to be

13
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addressed range from the evolution of the progenitor systems, to the explosion hydrody-
namics including all relevant nucleosynthesis reactions, to the generation and transport of
radiative energy in the ejected matter that can be directly compared to observations.

The need to understand more details of the physical processes in SN la, in particular, is
emphasized by the impact of the results mentioned in the previous section; these results
rely on the assumption that nearby SN la have similar properties to distant SN la, which
cannot be observed in detail. In addition, the distant objects are highly red-shifted such
that the wavelength bands do not coincide with local observations anymore. In particular,
the rest-frame UV part of the spectrum, which becomes visible in the optical and infrared
range, is not explored in detail due to the absence of systematic observations of nearby
objects in the UV range, which cannot be taken from the ground.

An international collaboration called the SN-factoAddering et al.2002 launched an
extensive observational program that has been taking data since 2004 with the goal of min-
imizing the statistical errors in the determination of cosmological parameters by increas-
ing the number of low-redshift supernova observed. Because the hydrodynamic explosion
models have been improved in recent years to a level of predictive pow&uytbpean Su-
pernova Collaboration (ESCjunded by the Research Training Netwdilhe Physics of

Type la Supernovaedf the European Union, was established in 2002. This collaboration
focuses on only a few nearby objects, but aims to provide very high quality photometric
and spectroscopic data with comprehensive coverage over all epochs. A special emphasis
has been put on the very early epochs, just a few days after explosion, because the outer-
most layers, which carry important information for constraints on the progenitor system,
are only visible at that time. Recentl$tehle et al(2004 performed an extensive anal-

ysis of the spectral data gathered by the ESC using a fast, but approximate, description
of the radiative transfer. Linking the established hydrodynamic explosion models to the
light curves and spectra observed by the ESC, however, requires a fully consistent radiative
transfer model that covers all relevant physics.

In the long term, the current project aims to set up a radiative transfer model that takes into
account the details of the full non-equilibrium physics. This will allow us to achieve the
following objectives:

e Perform quantitative analysis of observed supernova spectra to obtain physical pa-
rameters such as temperatures and element abundances

¢ Investigate the impact of variation of physical parameters on observed spectral fea-
tures to provide observational tools that can be used to determine the physical con-
ditions in supernovae (in particular with respect to relationships that can be used to
calibrate the peak brightness of SN Ia)

¢ Provide reliable predictions of how properties aféient theoretical explosion mod-

els dfect the observed spectral features (in particular to analyze the outcome of the
explosion models for Type ld&Rginecke et aR002ab, R6pke & Hillebrand2005,

14



1.3 Objectives of this work

but also Type Il supernova&ifonidis et al.2003 Scheck et al2004), computed at
the Max-Planck-Institute for Astrophysics in recent years)

¢ Judge the quality of the approximations used3ighle et al(2004 in their fast
method to avoid an overinterpretation of the results and provide additional improve-
ments to the approximations for a physically more correct description without losing
the advantage of a very fast analysis

The current work provides the basic steps toward incorporating the supernova-relevant
physics into the WM-basic stellar atmosphere codeafldrach et a(2001). To achieve a
consistent description of the radiative transfer in supernovae, this stellar atmosphere code,
developed at the Universitatssternwarte Minchen to analyze the spectra of hot stars with
radiatively driven winds (seBPauldraci2003 and references therein), has been adapted

to the physical conditions in expanding supernova envelopes. This code provides a solu-
tion of the radiative transfer in the observer’s frame using an opacity sampling technique
to obtain a good starting condition; the final iterations are performed on the basis of an
exact (but computationally more expensive) solution of the radiative transfer in observer’s
frame. This method is entirely equivalent to the comoving frame solution employed by
other codes. Due to the pre-iteration, however, our method is significantly less resource-
intensive and takes only a fraction of the computational time on a single processor ma-
chine. In spite of the steadily increasing computer power, a full comoving-frame calcula-
tion still requires a significant amount of time and the use of such methods for a systematic
analysis of the growing amount of supernova data, spectra, and light curves is limited.

Figure 1.3: lllustration of the photo-
spheric assumption for the calculation
of supernova spectra in early epochs.
The dotted circle indicates the “pho-
tosphere” where the pseudo-continuum
becomes optically thick.

Most current approaches for spectral synthesis of SN la at early epochs treat the super-
nova ejecta as a photosphere with a superimposed expanding atmosphere (sek Jigure

(A photosphere is usually defined as the radius at which a certain mean optical depth is

reached.) In this way, the supernova model can use techniques known from stellar atmo-

sphere modeling and be solved in a steady-state approximation by calculating “snap-shots”

of a certain epoch. As will be discussed in detail later, the assumption of a photosphere is

problematic because, in contrast to stellar atmospheres where the photosphere is formed

15
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by an optically thick continuum, the line opacity of SN la greatly dominates over con-
tinuum opacity in most parts of the spectrum. Consequently, the SN la photosphere is
formed by a “pseudo-continuum” of a large number of overlapping metal lines. In con-
trast to stellar photospheres, the radial location of this “pseudo-photosphere” is strongly
frequency-dependent. This fact, however, makes it mdfeudlit to set the boundary of the
region of the ejecta, which is explicitly treated in the radiative transfer. In the worst case,
the choice of an unphysical boundary condition leads to spurious results in the synthetic
spectrum in wavelength regions where the approximation breaks &tehlé2004). This
problem becomes more serious in later epochs of the object under consideration. There-
fore, one goal of the current work is to provide a theoretical framework for a boundary
approximation that is more consistent with the physical conditions under consideration.

Another issue addressed in this work is the solution of radiative transfer with a Doppler-
broadened opacity sampling technique for situations where the line opacities dominate
over the continuum throughout the entire atmosphere and the continuum itself does not
accumulate dicient optical depth. This technique is used in our models as the starting
point for the exact calculation. The general problem is that the envelope becomes locally
optically thick at a frequency where a line transition is present, but is optically thin at adja-
cent frequencies where no or only weak line transitions occur. Even in the spatial regions
of the “pseudo-photosphere” the spatio-frequencial behavior is still locally influenced by
the radially varying frequencial Doppler-shift of the line opacities. Thus, the mitigating
circumstances of stellar atmospheres — an optically thick continuum with Doppler-shifts
approaching zero in the photosphere — unfortunately do not apply to supernova atmo-
spheres. These conditions require an improved method for the radiative transfer solution
because the standard scheme has not yet been suitable for the adverse behavior of the
opacity as a function of radius and frequency in supernova atmospheres.

Organization of this thesis

This work is organized as follows. Chaptgives an overview of the observational and
theoretical status of SN la science. The general observed properties are discussed followed
by an outline of theoretical explosion models and radiative transfer models. In CBapter
the fundamental theoretical concepts of radiative transfer in stellar atmospheres are intro-
duced. In Chaptes the numerical concepts employed in the code used in this work are
explained in more detail. In Chapt&ithe supernova-specific modifications are discussed.

In particular, an improved theoretical concept for the inner boundary of radiative transfer
in SN lais discussed. As a first application, studies of the explosion models recently com-
puted at the Max-Planck-Institute for Astrophysics are described in Chép@hnapter7
provides a summary of the work and an outlook on future work.

16



2 Observational and theoretical aspects
of supernovae

This chapter gives a brief outline of the current status of SN la science. First, the observed
properties of these objects are considered. An overview of the theoretical models for
the explosion mechanism is given and possible explanations for observed properties are
discussed. For more detailed descriptions of the observations see, for ingilippenko

(1997 andLeibundgut(2000. An overview of the theoretical concepts can be found in
Hillebrandt & Niemeyer(2000.

2.1 Observed properties of SN la

Overall SN la form a fairly uniform group of objects with very similar properties. The
increasing amount of observational data gathered in the last decade showed, however, that
within this overall homogeneity there is significant variation amortigcént objects.

Light curves

Observation of light curves in flerent bandpass filters provides essential information on
the energetics of supernovae affelient epochs. Figurg.1 shows a schematic picture

of B-band light curves of dierent supernova types. Generally, Type | Supernovae have
light curves showing a steep increase to peak luminosity followed by a steep decline that
eventually turns into a slower exponential decline at late epochs. Type II-L Supernovae (L
for linear) also show a roughly exponential decline law after maximum, however, slower
than Type | Supernovae. Type II-P events (P for plateau) tend to stay at almost peak
luminosity for a few months before declining at later times. Also indicated in Figure

is the light curve of SN1987A, a peculiar Type Il Supernova that exploded in the Large
Magellanic Cloud (LMC). It is currently the best studied supernova due to the proximity
of the event.

SN la have distinct light curves that are similar in most objects. They show a fast rise
to maximum within about 18 to 20 days Brband. Overall most SN la seem to reach
their maximum light in redder filter bands somewhat earlier than irBthand, although
there are exceptions, such as SN199XBgntardo et al2000. Initially after maximum, a
steeper decline occurs that is followed by a second maximunaird redder light curves

17
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Figure 2.1: Schematic light curves of flerent types of supernovae (froviheeler &
Harknesg1990)

(Suntzdf 1996 Meikle 2000. This second maximum is pronouncedféiently in difer-

ent objects and filters. After about 50 days, the light curves of most SN la become very
similar and follow a steady exponential decline in luminositgibundgut2000. Ob-
servers usually refer to the maximum point of the light curv84iband as the zero point,
while theorists usually use the time of the explosion as the zero point. (The explosion time,
however, cannot be observed directly.) As an example, Fignishows the light curves

of SN2003er in dierent filters Pignata et al2004).

For physical applications, it is important to know the total flux of all wavelength bands at
a given epoch. The total flux is provided by bolometric light curves. Considering the very
different characteristics infiierent wavelength bands, the bolometric light curves are not
directly accessible. Usually bolometric light curves are considered to be the sum over the
wavelength bands from near-UV to IR (they are called UVOIR), which explicitly excludes
the contribution of emerging-rays to the energetic¥4cca & Leibundgutil996 Turatto

et al.1996 Contardo et al2000

The peak brightness is an important quantity for the analysis and, in particular, for the
application of SN la as distance indicators. For SN la overall, the peak brightness scatters
very little (about 0.5 magnitudes in tigeandV bands) even before corrections are applied
(Leibundgut2000). A typical bolometric luminosity at maximum light is 4¥erg s with

a range from~ 2 x 10*%erg s for faint objects (1991bg-like) to- 2 x 10*3ergs™? for

bright ones (1991 T-like)Gontardo et al2000.
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Figure 2.2: Light curve of SN2003er in diierent passband filters in comparison to the
corresponding light curves of SN199634dlvo et al2001) and SN1992A%untzéf 1996
(from Pignata et al2004).

Spectra

As already mentioned in Sectidnl, the spectral features, in particular the appearance of
H lines, are the main criterion used to distinguish betwediemint types of supernovae.
Figure 2.3 shows characteristic spectra offdrent types of supernovae near maximum.
The most important line identifications used for classification are indicated.

In early epochs, supernova spectra are characterized by strong and broad absorption fea-
tures that typically show significant P-Cygni proffle he evolution of the spectra is char-
acterized by the changing influence of the various absorption and emission features. In the
pre-maximum phase, the spectra of SN la are dominated by strong absorption features
of singly ionized intermediate mass elements such as oxygen, silicon, and sulfur. Most

1p-Cygni profiles are features that consist of a, relative to the rest-wavelength, blue-shifted absorption trough
and a red-shifted emission peak. They are formed if strong lines occur in an optically thin region of a fast
expanding atmosphere. The absorption in the underlying continuum is caused by the opacity in the material
that moves toward the observer, while the emission comes from material on the opposite side that moves
away from the observer. This was first observed in stars with expanding atmospheres, such as P-Cygni
after which the &ect is named.

19



2 Observational and theoretical aspects of supernovae

log(fy) +

b b b e e ey T

L ‘ L L L ‘ L L L ‘ L L L ‘ L L L ‘ i
2000 4000 6000 8000 10000
rest wavelength [4]

Figure 2.3: Near maximum spectra forftierent types of supernova@/peeler & Benetti
2000

prominent here is the Sidoublet16347 6371 that causes the characteristic deep absorp-
tion feature at- 6100 A. Other important lines include the Chnes at113934 3968 and

18579, Mgu 14481, Si1 115468 5612 5654 and Q A7773. Near maximum the densely
clustered lines from iron-group elements become more and more prominent and, after
about 2 weeks after maximum light, dominate the spectrum. At this point the spectrum
starts to gradually change into an emission line spectrum. Around one month after max-
imum, the supernova enters the nebular phase where the continuum entirely vanishes and
the spectrum shows classical nebular lines from forbidden line transitions.

In the nebular phase, one can see that the relative line strengths mf f[G¢Fem] lines
decrease following the half-life of the radioactive deé2®o—°6Fe Kuchner et al1994).

This observation and the fact that the late light curve also follows this decay law confirms
the hypothesis that virtually all radiative energy emitted by SNe la is produced by the
radioactive decay®Ni—°%Co—°6Fe (Colgate & McKeel969.

All lines show strong Doppler-shifts indicating that the ejected material travels at high ve-
locities. From relatively unblended lines, one can deduce velocities of up to 20008 km's
while most lines lay between 10000 and 15000 kin@ranch et al.1982. It is also
characteristic that éfierent lines have flierent velocities and are hence formed #iedlent
depths in the ejecta.

The other two Type | objects, Type/hSupernovae, do not show the prominent Si
116347 6371 feature. The distiction between Ib and Ic objects is based on the presence
of optical Her lines, in particular He A5876. At late times If¢ spectra, in contrast to
SN la spectra, show only a few iron-group lines, but relatively unblended emissions of
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2.1 Observed properties of SN Ia

intermediate mass elements.

The early time spectra of SN Il show promineni ffeatures with a wide range of variation

for the strengths especially for thenHine. This line keeps dominating until late times,
while the rest of the spectrum is similar tgdtspectra, but with narrower lines. In general,
Type Il spectra show significant heterogeneity amorfigcént events.

As an example of a very well covered sequence of SN la spectra, RRglishows the
spectral evolution of SN2003dB{anishev2005. It clearly shows the Si absorption
feature at~ 6100, which shifts from blue to red with time as the region where the line is
formed recedes to lower velocities deeper inside the ejecta.

In the UV range, the spectra offtkrent types of supernovae show significaffiiestences.
Due to strong line blocking of iron-group elements (mostlyifeed Cau lines) all Type |
supernovae show a strong lack of flux compared to a thermal spectrum.

In SN la the flux in the infrared part of the spectrum is also diminished whitedpectra
closely follow a black-body spectrum in that range.

Empirical relations for luminosity calibration of SN la

Up to the end of the 1980s, SN la were thought to be fairly perfect standard candles, i.e.,
all have the same peak luminosity. With more detailed observational programs it became
clear that there is variation within this homogeneous group. With systematic analysis of
observational data, however, various observed properties have been found to correlate with
the peak luminosity of the light curve. Thus, based on entirely empirical correlations, it
is possible to obtain information on the absolute brightness and retain the use of SN la as
standard candles. Most important is the correlation between the linear decline rate versus
luminosity Phillips 1993, that has been used in a variety of approaches including the
Amys method Hamuy et al 1996k Phillips et al.1999, the multi-color-light curve shape
corrections Riess et al1996 1998, and the stretch factoPerimutter et al1997. All

these corrections employftirent parameterizations of the light curve shape and are based
on the fact that SN la observed in the Hubble flow generate a better fit to the Hubble line
in the Hubble diagram.

Other parameters that correlate to the luminosity include the rise time to maximum light
(Riess et al19993, line strengths of prominent absorption featufdagent et al1995h

Riess et al1998, velocities of line featuredazzali et al.1998 Benetti et al2004), and
properties of the host galaxy (e.gEilippenko 1989 Hamuy et al.1996a Branch et al.
1996 Schmidt et al1998

It should be mentioned that the empirical methods for calibration of the peak brightness
reproduce partly significantly fierent results. In particular the assumptions on correction
for dust within the host galaxy of the supernotaipundgut2000 are critical. Most of
these empirical relations still miss a clear theoretical explanation that could help to exclude
potentially wrong conclusions.
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Figure 2.4: Sequence of optical spectra of SN2003du. The spectra are vertically shifted
by an arbitrary amount. The numbers at the individual spectra refer to the epoch before
and after maximum light.Stanishex2005.
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2.2 Theoretical models for SN la explosions

This section gives a brief outline of theoretical supernova models. The progenitor scenarios
and current models for the hydrodynamics of the explosion are introduced as this forms the
basic ingredient of the radiative transport models. (For a review on explosion models see
e.g.,Hillebrandt & Niemeyer(2000.) Then the radiative transfer models for light curves
and spectra are discussed.

2.2.1 Progenitor scenarios

The question of the progenitors of SN la is still a controversial topidfe@nces in the
progenitors may be the key to the observed diversity of Type la Supernovae (see, e.g.,
Nomoto et al2003 Rdpke & Hillebrandt2004). A solution to these longstanding issues

is important for several reasons. One reason is to determine the conditions leading to the
ignition of the thermonuclear burning, which is needed to constrain the initial conditions
for realistic explosion models.

The major problems in determining the correct scenario — or scenarios — are that SN la
are rare events and the white dwarfs proposed as the most likely progenitors are faint
objects with long evolutionary time scales of several Gyrs. This makes it varguili to
address the open questions directly with observations. Instead, indirect measurements and
hints in spectra and light curves have to be used. For extensive reviews of this topic, refer
to Nomoto et al(1994), Branch et al(1995, andLivio (2000.

Type la Supernovae generally appear in spiral arms as well as elliptical galaxies, with a
weak indication that they might be more frequent in young stellar populati®srgunov

et al.1994. The fact that SN la occur in elliptical galaxies rules out more massive stars
as potential progenitors. There seems to be a correlation, however, between the peculiar,
non-standard events and the galaxy typarfuy et al.19963, which may indicate the
possibility that more than one progenitor scenario is required to explain the phenomenon.

Single lower-mass stars usually blowf their outer envelopes by strong winds forming a
planetary nebula. The remaining WD does not have the possibility for further evolution
and will slowly cool down. The absence of X-ray emission in remnants of SN la exclude
a connection to neutron stars or black holes. The lack of hydrogen and helium, the most
abundant elements in the universe, hints strongly toward a star that disposed of most of its
envelope in previous outbursts. The currently favored scenarios involve a white dwarf in a
binary system that slowly accrets mass.

The constraints on the composition of the white dwarf come from nucleosynthesis consid-
erations and the abundance of the object itself comes from stellar evolution arguments.
Various possibilities have been discussed. The most likely candidates are C—-O white
dwarfs with masses close to the Chandrasekhar mdsgs & 1.4 Mg). The thermonu-

clear explosion of these objects releases abottet@ of energy.
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2 Observational and theoretical aspects of supernovae

The appealing aspect of this scenario is that the Chandrasekhar mass provides an almost
natural explanation for the observed homogeneity of SN la. Slight variations in that
scheme may account for peculiar events. Other possibilities that are not ruled out yet
include sub-Chandrasekhar mass WDs, which may also be an explanation for a certain
class of peculiar objects. In this scenario a WD well beldw, accrets helium from a
companion star until a shell ef 0.3 Mg has been accumulated on top of the C-O core.
The He layer is then ignited and triggers dtteenter explosion of the C—O corArfett

1996. Other possible configurations, usually discussed in the conteétgfC—O WDs,

are close binary systems consisting of two low-mass WDs that approach each other due to
the loss of energy by gravitational wave radiation (referred to as the “double degenerate”
scenario) iben & Tutukov1984 Webbink 1984 Woosley et al2004. One of the stars
eventually breaks up and forms an accretion disc around the other star, which eventually
exceeddMch (Benz et al1990 Mochkovitch et al1997). The advantage of this configu-
ration is the complete absence of hydrogen in the system. Observationally, however, most
systems that can merge within a Hubble time do not have enough mass titgaghvio

2000. Also it is unclear how this class of progenitors would be able to reproduce the ho-
mogeneity of SN la because the two merging stars are unlikely to have similar masses.
Moreover it has been argued that the most likely outcome of this scenario is a O—Ne—Mg
WD that would collapse further to a neutron star (see, Blgmoto & 1ben1985 Woosley

& Weaver1986); this probably rules out the occurrence of a standard SN la.

The most widely accepted model for normal SN la is the single degenerate scenario where
a WD accretes hydrogen-rich material from a main-sequence star, until it relsighes
Peculiar events occur due to variations in the evolutionary history of the system. The
most serious problem in this scenario is that the accretion process has to proceed within
a very small range of accretion rates to avoid He-flashes that decrease the accreted mass
(Nomoto1982h Nomoto & Kondo199]). After a few thousand years of slow and quiet
burning, temperature fluctuations near the center of the WD trigger an explosive carbon
burning, which evolves into a thermonuclear runaway that eventually disrupts the entire
WD (Whelan & Iben1973 Nomoto19823 Han & PodsiadlowskR004). Observational
support for this scenario comes from the recently identified companion star of Tycho’s
supernova SN157Ryiz-Lapuente et ak004.

Potential progenitor systems have been found in recent years; their numbers, however, are
too low to explain the observed rates of SNGappellaro et all999. (Although, recently
Pauldrach et al(2004) suggested a potential connection to the central stars of planetary
nebulae.)

2.2.2 Explosion hydrodynamics in SN la
The fundamental theoretical questions concerning the explosions of SN la need to ex-

plain the general appearance of these events, in particular, the observed homogeneity, but
also the intrinsic variability. What are the progenitor stars, how do they evolve to become a
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2.2 Theoretical models for SN Ia explosions

SN la and what is the explosion mechanism? How are the observed characteristics formed?
In particular, how reliable are the empirical relations used to calibrate the luminosity? To
shed light on these questions, extensive numerical models of the hydrodynamics of the ex-
plosions, the evolution of potential progenitor stars, and the transport of radiation through
the expanding ejected material are carried out. The models are constrained by the ob-
served properties of SN la including element abundances, explosion energetics, explosion
rates, the overall homogeneity, and variability. The goal is to obtain models from physical
arguments that contain as few non-physical parameters as possible.

The currently most accepted scenario is the thermonuclear explosion of a C—O white dwarf
(Woosley et al1986 and references therein). At first the contracting core of the WD un-
dergoes a phase of slow carbon burning while it becomes convectively unstable. This
causes temperature fluctuation to grow and locally reach run-away conditions. This ig-
nites a thermonuclear burning front of explosive carbon burning that travels outwards as
a sub-sonic deflagration wave and disrupts the star entirely. The explosion has to proceed
sub-sonicly through most of the WD; supersonic burning (detonation) is known to produce
a smaller fraction of intermediate mass elements than is required because the high densi-
ties and temperatures favor the generation of iron group elements. Citing observational
constraints, some authors argue that the deflagration front has to turn into a detonation
as it reaches the outer layers (delayed detonation) to sweep up remaining unburned ma-
terial and to obtain the observed explosion energies (eigne & Arnett 1993 Hoflich

et al. 2009. The physical processes, however, that should trigger such a deflagration-
detonation-transition (DDT) are unclear. The C—O WD scenario is only one possible model
and it still has problems explaining all observed properties. It is also imaginable that more
than one mechanism is involved. For instance sub-Chandrasekhar-models, where the ig-
nition is triggered by some external event, could account for some of the sub-luminous
1991bg-like events.

The phenomenological 1d-deflagration model Wibihoto et al1984 Thielemann et al.

1986 and similar models b\Woosley & Weave(1994) have been shown to reproduce the
observed element abundance distributions and velocities fairly accurately. In 1-dimensional
models, however, the burning speed is a free parameter that cannot be explained from
physical arguments; it is determined from turbulence in the fluid, which is intrinsically
3-dimensional.

For a few years, three-dimensional explosion models have been developeficbgndi
groups Reinecke et al2002ab, Gamezo et al2003 2004 Ropke & Hillebrandt2005.

In the group at Max-Planck-Institute for Astrophysics (MPA&Re{necke et al2002ab,

Ropke & Hillebrandt2005 special emphasis was put on setting up a detailed sub-grid
model for the turbulent flame speed, that was used in the large scale simulation of the
explosion Ropke et al2003 2004ab, Schmidt et al2004).

The most important hydrodynamidfect in SN la explosions is the Rayleigh-Taylor in-
stability. This instability is driven by the buoyancy of bubbles of hot, burned material
with respect to the surrounding denser unburned fiigllier & Arnett 1982 Niemeyer
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2 Observational and theoretical aspects of supernovae

& Hillebrandt 1995. The instability makes small perturbations grow and causes the hot
bubbles to float upward, while unburned material falls toward the center. At the layers
between the dierently directed streams, shear instabilities (Kelvin-Helmholtz instability)
cause turbulent velocity fluctuations that form a cascade from the scales of the macroscopic
flows down to the microscopic scales where they are dissipated (Kolmogorov scale). The
turbulence wrinkles and distorts the flame, which increases the surface area of the flame
and hence the total energy generation rate.

An important aspect for the spectra and light curve models is that the mushroom-like struc-
tures appearing in these 3d-models are able to mix the burning products throughout the
envelope such that even iron-group elements can occur far out in low density regions. This
has significant impact on theray deposition rate and opacities within the ejecta. There-
fore, synthetic spectra of 3d-explosion models should revéi@rdint properties compared

to the 1d models. Studying thes@exts is a long-term goal of this project.

2.2.3 Radiative transfer
Light curve models

In the present understanding, the light emission of SN la is almost entirely powered by
the radioactive decay products B¥Ni (Truran et al. 1967, Colgate & McKeel969. The
nuclear burning reactions in the explosion prodd®éi that is unstable to electron cap-
ture and decays té°Co with a half-life oft;, = 6.075d. %°Co is also unstable with

t1» = 77.233d and decays further to staBf&e (Tuli 2000. Via excitation and ionization
processes within the ejecta, a large fraction of the emittedergy is converted to optical

and infrared photons and emitted in these wave-bands.

A variety of theoretical light curve models have been developed for Type | and Type Il
Supernovae (e.g.Colgate et al198Q Arnett 198Q 1982 Sutherland & Wheelet984
Woosley et al1986 Hdéflich et al.1995 Pinto & Eastmar2000gb). Important outcomes

of the studies imrnett (1980 andArnett (1982 were that the maximum bolometric lu-
minosity of the light curve is proportional to the total mass®®Xi synthesized in the
explosion (“Arnett’s law”), and that the width of the light curver ¢ is a function of

the ejected mashl, the kinetic energy released in the exploskg,, and the grey mean
opacity for optical photonsg as follows:

12)\p3/a-1/4 (2.1)

AT c x Kopt Kin

These relationships have been found to be relatively independent of density profiles and
opacity.

More detailed analytic models of light curves of SN la have been presentihhy &
Eastman(20003. They study the sensitivity of the light curve appearance to the prop-
erties of the explosion mechanism. Pinto & Eastman(20008 they further discuss the
applicability of diferent mean opacities in light curve calculations. They conclude that to
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distinguish subtle féects of diferent explosion mechanisms, a fully time-dependent solu-
tion for the radiative transport is needed. They also argue that the correlation between the
peak brightness and the width of the light curve cannot be explained by a single parameter,
but is probably caused by a combination dfelient explosion parameters.

Recently,Sorokina & Blinnikov (2003 derived broad-band UBVI and bolometric light
curves for several explosion models using a multi-energy radiation hydrodynamics code
that solves the time-dependent angular moment equations for the radiation field in fixed
energy bins. While they treat the radiation in non-equilibrium, the state of the gas (oc-
cupation numbers for atomic level populations and ionization) is assumed to be in LTE.
The line opacities are taken into account following the concept of expansion opacity by
Eastman & Pintd1993.

Synthetic spectra

In the past decades synthetic spectra of SN la have been modeldiidogrdigroups with

a variety of approaches. A complete radiative transfer model for SN la would require con-
sistent, time-dependent solutions of the populations of all atomic levels, the continuum,
and line transfer, as well as the radioactive deca?Nf and°6Co including the treatment

of energy deposition by the decay products. Because the solution of time-dependent radia-
tive transfer in three dimensions, including the full coupling of radiation and matter, is not
yet feasible, various simplifications have to be implemented depending on the purpose of
the model.

Early models byBranch et al(1985 entirely neglect the continuum transfer and the en-
ergy deposition by-rays; they use parametrized level populations based on the assump-
tion of resonant line scattering. More recently, based on the same appFastodr, et al.

(1997, 1999 andFisher(2000 use the highly parametrized LTE spectrum synthesis code
SYNOW for line identification in supernova spectra. The advantage of this approach is
that, due to the parameterization, the computatioffalteis very low and thus allows an
“online” analysis of observed spectra. This approach, however, is not suitable to gain
a deeper understanding of the non-equilibrium physics causing the spectral features ob-
served. This method also requires knowledge of and experience with the physics of spec-
tral formation in supernovae to avoid over-interpretation of the results.

Another approach used Byazzali et al. (1993, Mazzali & Lucy (1993 (and subsequent
publications) solves the radiative transfer by employing a Monte-Carlo procedure and an
approximate description of NLTEffects based on a modified version of the LTE-Saha-
equation, a technique that was originally introducediiipott & Lucy (1985. The solu-

tion of the radiative transfer is carried out using the approximation of a negligible contin-
uum transfer, which treats only the part of the ejecta above a given photosphere where line
opacities dominate. This approach allows a fairly accurate reproduction of most spectral
features and has been successfully used to determine the basic properties of observed spec-
tra. The advantage of this description is that it allows a prompt analysis; the code is very
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fast because the approximation of NLTeets does not require expensive iteration cycles

for occupation numbers that are consistent with the radiation field. The method benefits
from the circumstance that most of the observed lines in SN la are scattering lines which
are strong enough to dominate the respective level transition such that continuum transfer
effects are negligible for lines. Thus, an approximate description of the NLTE ionization
balance already accounts for most of the visible NLTiE@s.

Using this methodStehle et al(2004 have carried out a detailed study of the radial com-
position structure of some well-observed SN la by modeling a time sequence of spectra.
The study uses the property of supernovae that as the line-forming region recedes deeper
into the ejecta, the respective element abundances at these radii in velocity space leave
imprints on the spectra, while the low-density regions further out doffiettethe spectral
features significantly.

For all models where continuum transfer is neglected, problems arise in the red and in-
frared wavelength regions where this assumption is not appropriate anymore. In these
wavelength bands, the number of strong lines decreases significantly and the chosen ap-
proximation for the “photosphere” imposed at the lower boundary becomes visible in the
spectrum. Additionally, to gauge the quality of the approximations made, it is necessary
to compare the outcome of these models with those from a more detailed treatment of the
involved NLTE dfects.

To compute models that do notfBer from major approximations one has to take into
account the fects of non-equilibrium physics in detail. The problem then becomes more
computationally expensive because the processes in the gas influence the radiation field,
which in turn determines the processes themselves. This computation requires iteration
cycles to adjust the radiation field and the gas quantities (ionization, level occupation,
and temperature structure) consistently. Only more elaborate models, however, provide
reliable estimates for thefects of diferent explosion models and progenitor systems on
the emergent spectrum.

For more than a decade, models including most of the relevant non-equilibrium physics
in supernova ejecta have been developed and applied to a variety of proldestman

& Pinto (1993 use a method to simplify the treatment of the opacities and emissivities
from the large number of overlapping lines in supernova ejecta. To derive a mean opacity
and emissivity from the contribution of weak lines this method, based on the concept of
“expansion opacities” originally introduced Warp et al.(1977), is employed; stronger
lines are explicitly treated in a more detailed way.

Nugent et al(1997 19953 andLentz et al(2007) use the radiative transfer code PHOENIX
(Hauschildt & Baronl999 and references therein), which includes the NLTE rate equa-
tions for a variety of ions coupled to a solution of the comoving frame radiative transfer
and also treats energy depositionjpyays. This is achieved, however, at the expense of
computational time needed to obtain a consistent model. Therefore, this approach is of
limited use for the analysis of a series of spectra within a reasonable time frame.
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The WM-basic code employed in the current work, which will be described in more detail
later, provides a consistent solution for the full NLTE rate equations; it solves the radiative
transfer in the observer’s frame in detail. With regard to the method used, the code is
computationally more fécient than the comoving frame approach. It was designed to
analyze spectra of hot stars with radiatively driven winds and an earlier version of this
code has already been used to investigateftieets of line blocking in SN la quantitatively

by Pauldrach et al(1996. They used a consistent method to describe the line blocking,
however, it did not take thefiects on the temperature structure into account. In this work
the current improved version of the WM-basic code has been further adapted to treat the
radiative transfer in supernovae in a more sophisticated way.
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3 Theoretical basis of radiative transfer in
supernovae

This chapter gives a brief overview of the physics of radiative transfer in stellar atmo-
spheres as a basis and introduction to the terminology used in the later discussion. A more
detailed description can be found in standard textbooks, Mibalas (1978, Mihalas &
Weibel-Mihalag(1984), andRybicki & Lightman(1979. The theory applied in this work

has been developed for expanding stellar atmospheres and is based on the assumptions of
homogeneity, spherical symmetgndstationarity*. Even if the assumption of station-

arity in a supernova might sound very restrictive, for spectral models treating only the
outermost low-density regions of the expanding envelope, these approximations are gener-
ally justified because the interaction time scales of the photons are still much shorter than
the expansion time scale. An schematic overview of the physics treated here is given in
Figure3.1

As seen in the outcome of 3d-hydrodynamic simulations, Type la Supernovae appear to
be only roughly spherically symmetric objec@amezo et alR003 Ropke & Hillebrandt

20095. The explosion models of SN Il indicate that in such events even global asym-
metries may be preserBrrows & Hayesl996 Scheck et al2004 Janka et al2004).

The justification for adopting spherical symmetry is, however, founded in the fact that no
comprehensive method has been developed yet that can describe the full radiative transfer
coupled to the equation of state for the gas with a feasible computatifioel @lthough

first steps for more-dimensional radiative transfer models have been taken (se€asem,

et al.2003 Kasen2004 Lucy 2009, such models still contain major simplifications and

do not represent a consistent solution of the NLTE radiative transfer.

3.1 LTE vs. non-LTE

In thermodynamic equilibrium (TE), the properties of gas and radiation can be described
by macroscopic quantities. In this case, the state of all micro-physical processes is deter-
mined uniquely by the relations between these quantities, e.g., tempeFauaceparticle
densityN. As stars emit radiation they are obviously not in the state of TE; however, in
many cases it is still possible to transfer some of these properties by assumilogafigt

the conditions of TE hold. This assumption leads to the conceloicaf thermodynamic

1The assumption of homogeneity has been lifted by allowing a depth-dependent composition.
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Figure 3.1: Schematic overview of the basic physical equations that have to be treated
in the description of radiative transfer in expanding supernova envelopes.

equilibrium(LTE). LTE assumes that the distribution functions for massive particles follow
the equilibrium values, while the radiation field is allowed to depart from the equilibrium
spectral distribution (i.e., the Planck-functi@)(T)). The governing equations are the
Maxwellian velocity distribution for particles

3/2 mv2 )
f(v)dv = (27r kBT) exp(— T ) Arrv” do (3.2)
(with the particle massand particle velocity), and the Saha-ionization equation
N, Ul ~r-32 ( Xi )
= ne——CT 32 exp| L= 3.2
Niji Ui P keT (3.2)

that describes the total number dendity of the ionization stagé relative to the next
higher ionization stagé+ 1. U = 'f‘axgi exp(—E;j/KT) is the partition function of the
respective ionization stage, the ionization potentjaland a constar€ = (h?/2rmkg)%/?

(~ 2.07 x 10716 in cgs-units). The third important equation is the Boltzmann excitation

formula E_E
nj _9gi ( i~ i)
— = —exp|- 3.3

N gi P keT (3:3)
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3.1 LTE vs. non-LTE

that determines the populations of the atomic levelswithin an ionization stage, the
statistical weightg; j, and the respective energies above the ground Bigterhese three
equations determine the LTE state of the gas from the macroscopic point of view. In the
microscopic picture LTE means that all processes are in detailed balance, i.e., each process
is exactly balanced by its inverse process.

If the conditions in the gas are such that the condition of detailed balance is not fulfilled,
one speaks afion-local thermodynamic equilibriuwr NLTE. In most cases Eq3(1) is

still valid because even at very low densities electron collisions maintain the Maxwellian
velocity distribution (se@sterbrock1989; however, the Saha-Boltzmann-equation can

no longer be used to describe the level populations correctly. In this case, the equations of
statistical equilibrium, as discussed in Secti8.1, have to be evaluated for all species in
detail.

NLTE occurs whenever the radiation field at a certain place originates frorffeaeatit
region with a diferent temperature.

The most extreme example of NLTE occurs in gaseous nebulae that are irradiated by hot
stars. Here the temperature of the gas is on the ordgr ¥ 000 K, while the radiation
temperature (defined as the temperature that corresponds to the total radiation energy den-
sity via Eg = 40r/CTg, Whereor = 27°k§ /15¢%h3 is the Stefan-Boltzmann constéhis

on the order of theféective temperature of the central star40 000 K). Other examples

are the expanding atmospheres of luminous hot stars where the matter density is too low
to maintain equilibrium by collisions. Here the radiation temperature is on the order of the
gas temperature in those regions where the atmosphere becomes optically thin.

In supernova envelopes NLTHects are dominant because the fast expanding, low density
envelope is illuminated by the non-thermal emission of the down-scatiepbdtons. In

early epochs this emission occurs predominantly in deep, optically thick layers, which
allows the analogy to a star with a photosphere and a fast expanding envelope. In later
epochs, the deposition gfenergy within the gas directly causes #&uke radiation field

with high Tr in certain frequencies.

As discussed later in detail, a consistent NLTE description of supernova envelopes is par-
ticularly difficult in intermediate epochs where NLTHexts govern the properties of the

gas throughout the ejecta without a real thermalization layer where conditions are close to
LTE.

2Thus, Tk is the temperature that a gas in TE which emits the equivalent amount radiation energy in the given
frequency would have. Thus, the radiation temperature is, in general, a frequency-dependent quantity and
not necessarily a temperature that occurs anywhere in the gas.
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3 Theoretical basis of radiative transfer in supernovae

3.2 The radiation transport equation

The transport of radiation through a medium is described by the Boltzmann equation for
the phase space distribution functifgof photons
0 ofr
— V| f =l— . 4
(at+cn ) r(r, n,v,t) ( 5 )ic (3.4)
Here fr denotes the number of photons per voluméat the locationdr at the timet
with a frequency € [v,nu+ dv] and a velocityc into the solid angle @ in directionn.

The right-hand-side of Eg3(4) is the change of caused by internal processes within the
medium. The specific intensity is then defined as

I(r,n,v,t)
e fr. (3.5)
With this definition, Eq.8.3) turns into
0 1|0
pr +cn-V] I(r,nvt) = H/[a_ctl(r’ n,v,t)]iC
£+chI(rnvt) = 2I(rnvt) (3.6)
ot RO T '

The internal changes to the specific intensity of the radiation field are due to absorption
and emission processes on atoms along the light gmthat add or remove energy from

the beam. Emission is given in terms of the macroscopic volume emissidliceod,

such that the intensity added to the beam along the path lesgsgiven by

o1°M = pn,ds.

Thusn, has the dimensions erg cAs Hz 1 sr1. The removal of energy from the beam by
absorption processes is determined by the absorptidficieat y,,, which is defined such
that

6Ifbs:)(ylvds

x» has the dimension cm. (Note that this definition ensures that no more photons can
be removed than are available.) Theseffioents are internal properties of the gas given
from microscopic processes and usually also depend on the radiation field itself.

In terms of the quantitieg, andy,, the transport equation becomes

ot

0
—+cn- V] I(r,n,v,t) = n(r,n,v,t) — x(r, n,v,)I(r, n,v,t). (3.7)

In the following, only stationary problems without explicit time dependence are discussed
so that the time derivative in Eq3.(7) vanishes.
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3.2 The radiation transport equation

3.2.1 Coordinate systems

The solution of the transport equation E8.7) is simplified if the system has symmetries
that allow a reduction in the number of dimensions that have to be considered explicitly.
Here the plane parallel and the spherically symmetric cases will be discussed. (For a
discussion of other symmetries see, dapmraning1973.)

The plane-parallel case

The simplest case to be considered is radiation transport through a plane-parallel slab of
matter. This approximation is valid if the curvature is negligible, e.g., in cool stars without
an extended envelope. In this case, the specific inteh&tg function of the single spatial
coordinatex, the angled in velocity space between thedirection and the direction of
emissionn = ds/ds as well as frequency and timet. The path elemerdsis then given
by

ds = dxe, = dscosf ey.

Thus, the directional derivative plane-parallel coordinates are given by

n-V =cosf 0_,9
B ax ~ Hox
where the commonly used definitipn:= cos® has been introduced. With this result, the
time-independent radiative transfer equation for plane-parallel symmetry is

dl, B
#& =1y —xvly (3.9

(3.8)

Next we introduce the dimensionless optical path length (optical depth)

dr, = -x(r)ds
2
o) = - [ (s (3.10)
r
which in planar symmetry simplifies to
X Ladx T (X
i == [ 00 2= (3.11)
Xmax M M

In the following, 7, (r) usually refers to the radial optical depth measured fremto r

7,(r) = —fr)(y(r)dr. (3.12)

(o)

With the definition of the source function that describes the micro-physical processes
within the gas

S, =0 (3.13)
Xv
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3 Theoretical basis of radiative transfer in supernovae

Eq. 3.9 turns into the commonly used form

d
,udTlv(Tv’/J) = Sy(ty) = Ly(1y, 1) (3.14)
ds
r 9>
ds X

Figure 3.2: Vectordsin plane-parallel symmetry

Spherical symmetry

Due to the large spatial extension of supernova envelopes, the plane-parallel description is
not a sdficient approximation because curvatufteets are important. Thus, throughout
this work spherical symmetry of the ejecta is assumed.

In polar coordinates, the specific intensity is a function of tiifeequencyy, the spatial
coordinatesr( ¢, ¢), and the angular coordinates in velocity spage), which describe
the direction of emission relative to the radius vecatoin spherical symmetry, depends
only on the spatial coordinate the azimuthal anglé in velocity space, frequenoy and
timet. In this case, the path element is given by

ds=nds=dre +rddey (3.15)

Becausd, is independent of the spatial ang¥e the spatial coordinate system can be
chosen such that = —9 to eliminate one angular coordinate (see Fig8u®. Then the
components of the velocity unity vectorare

dr

nn = — =Co0sH = cosY
' ds
rdd ) .
Nng = —— =Sind = -sind. 3.16
b= o (3.16)

With Eq. 3.16) the directional derivative in the transfer equation B37Yin polar coordi-
nates is 5 1 5 5 1 5
-V = — —Zsind— =pu— + -1 - A —. A7
n cosﬁar rsmﬁaﬂ M6r+r( u)aﬁ (3.17)
Accordingly, the stationary radiative transfer equation in spherical symmetry with an isotropic
source functiors, is

d _ 2
(,ua+lTM)|v(r,,u) = (S~ (). (3.18)
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3.2 The radiation transport equation

C0+do

Figure 3.3: Choice of the vectors of radiative transfer in polar coordinates with spherical
symmetry

3.2.2 The formal solution

Assuming that the opacitigs(r) and source functio8,(r) are known, the planar transport
equation Eq.3.14) turns into a first order linear fierential equation. For this equation,
one can easily derive farmal solutionfor 1,. For outgoing radiation at an optical depth

7,, this is
00 , d /
| (7, ) = f S,()e =" (0<pu<1) (3.19)
. H

4

which assumes theondition of boundednesisn,_,., |, ™/# = 0. For the incoming radi-
ation (-1 < u < 0), one correspondingly obtains

) 7’
(—1)
which assumes that there is no incident radiation from outside the atmosphele,%@.,

In this work both the dterential and the integral formulation of the transport equation in
spherical symmetry will be employed.

(7, ) = fo 'S, () (-1<pu<0) (3.20)

3.2.3 The moments of the transfer equation

For both mathematical and physical descriptions of radiation transport it is useful to define
angle averaged quantities of the radiation figld The most important averages are the
mean intensityl, (zeroth-order moment), the fltk, (first-order moment), and the second-
order momenk,. For a one-dimensional problem whéyés independent of the azimuthal

angle¢ and thus
2n 1 1
Sgdw:f fcosﬂdﬂdqb:an du
0 -1 -1
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3 Theoretical basis of radiative transfer in supernovae

one obtains the following definitions for the moments of the radiation field:

J(r,v,t)

(471)_156|(r, n, v, t)dw = %E I (12) du (3.21)

H(r,v,1)

(471)_156|(r, n, v, t) ndw = %fi | (10) pde (3.22)

K(r,v,t) = (471)_156|(r, n, v,t) nzdw:%Iil(,u),uzd,u (3.23)

The mean intensity, has the dimensions of erg cAs™' Hz ! and is related to the monochro-
matic energy density of the radiation fieigl by

4.
E, = ?ﬂ\]v (3.24)

The total energy densiti in egs cm® is then obtained from integrating EB.24) over
all frequencies.

The Eddington flux H has the dimensions erg cAs™! Hz 1. It describes the net flow of
radiant energy across an arbitrary surface per unit time. In astrophysics other definitions
of the flux are also sometimes used thdlatiby factors ofr or 4r from the definition used
here: the fluxF, = 47H, and the “astrophysical fluxF, = 7~1F,. In the theoretical part
of this work, the term “flux” always refers to the Eddington flbls. For comparison to
observation, however,

Fu=drH,— (3.25)

is plotted because that is the commonly used flux unit in the supernova community.

The second angular momeKt, in one-dimensional problems is directly related to the

radiation pressure

Pr(v) = 4—C7TKV. (3.26)

With these definitions, it is possible to form the angular moments of the radiative transfer
equation. The zero-order moment is obtained by integrating the8El@® over momentum

spacef . .. dw = f02ﬂf_11...d,ud¢. For spherical symmetry, this results in

d(r2H,(r)
%% =030 - S,0). 327)

It is customary to write the moment equation in spherical symmetry in terms of new vari-
ables

J = Jr? (3.28)
H := Hr? (3.29)
K = Kr2 (3.30)
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3.2 The radiation transport equation

Hence, the zeroth moment equation can be written as

dH, - &
S0 0 (30 -50). (331

This describes the change in net radiative flux through a surface caused by the local source
functionsS,,.

In a similar manner, one gets the first-order moment with respect to directigrmulti-
plying Eq. 3.18 with n and integrating over all solid angles.

d*fjvr(i) FTERM-30) = @A
d|<dvr(r)+3f1/(:)_1jv(r) = (OB (3.32)

In the second equation, the Eddington factpe K, /J, has been used. This factor pro-
vides a closure condition to the system by a relation between the zeroth and the first mo-
ment.

To rewrite these equations in the same structure as their plane-parallel analogon, a spheri-
cality factorq = q(v, r) is introduced:

dr?q,) . , 3f, -1 2. "3f,()-1 .,
I =r°q, T = rqv_expf1 ) dr’). (3.33)

Note that in the definition EqQ3(33), r is relative to the inner radiug. This implies that
forr <rp, f, = % holds. Using Eq.%.33, the first moment of the the transfer equation
can be transformed to:

2
AL~ rgem, (3.34)
da fJ) -

With the definition of a new optical depth scale €™=qy dr, the moment equations are:

dH, 1 ,- =
=iy (3,-5,) (3.36)
d(qVIvJv) — H~v (337)
dr,
d?(q, f,J,) 1, =
d—f-g = a (Jv - Sv) . (338)

3.2.4 Diffusion approximation and Rosseland mean

In an environment of large optical depths > 1 where the mean free path lengths of
photons~ 1/y, become small, the radiation field is dominatedlbgal processes, i.e.,
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3 Theoretical basis of radiative transfer in supernovae

the gas reaches LTE conditions. In this case, the transport of radiation becdiusiweli
(diffusion limi) and the source functiof, approaches the Planck-function

2hy3 1
Therefore S, can be represented as a Taylor expansiaf in
N _ N\ 9B (T - 7))
SV(TV) = Z aT(”) n! . (340)

n=0

(Note, that an expansion in this form assumes plane-parallel geometry, which is justified
if the mean free paths of photons are much smaller than the scales where curffatiise e
become relevant.) Using this expansion in the formal integral solution3Etd (for 0 <

u <1, one derives

0B,  ,0°B,
+u +

= - (3.41)

L (7y, 1) = By(7y) + 1
Fort, > 1, the result for-1 < u < 0 is approximately the same as ifférs only by terms
~ e, Thus, Eq. 8.41) can be used for the entire range of the angk® obtain the
moments

16°B,
M) ~ Bz (342)
16B, 14°B,
HV(TV) X éa_‘('v + E—T‘% (343)
1 16°B,
KV(TV) ~ éBy + g (‘)TE . (344)

Hence, the approximate solutions of the radiation transport equation in the limit of large
optical depth is

J, =3K, =B, (3.45)
and
_ 10B/(T) _ 110B,dT
Hy = 3 0, 3y, T dr’ (3.46)

In this case, the Eddington factor is just= % More details on the dliusion limit can be
found inMihalas & Weibel-Mihalag1984 p.350t)

Another quantity that is important in this context is tResseland mean opaci®koss
defined by

© 1 B,
1 === dy
- ;;BBVT . (3.47)
XRoss o It dv
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3.3 Statistical equilibrium — Rate equations and occupation numbers

From this weighted mean opacity, the so-called grey temperature of a medium (here as-
sumed to be plane-parallel) where th&wsion limit holds can be derived by

3 2
Torey = ZT;‘ff (TROSS+ 5) (3.48)

where the #ective temperatur@ey is defined such that the total luminosity is given by
L = 47rR20-BT§H. (Usually the radiuR is set aR = R(tress 2/3) andop is the Stefan-
Boltzmann constant; see Sectidr2.4for more details on the determination of the tem-
perature structure.)

3.3 Statistical equilibrium — Rate equations and occupation
numbers

Opacities and emissivities of the gas are determined by the occupation numbers of all
relevant atomic energy levels of the gas. Since the densities in supernova envelopes can
become very low while still significantlyféecting the spectrum, collisional processes are

not frequent enough to establish LTE conditions. As significant deviations from LTE oc-
cur, it is necessary to compute the occupation numbers explicitly considering all relevant
interaction of light and matter (cf. Secti@nl).

3.3.1 Statistical equilibrium

The rate of change in the number of particles in a certain statea volume is given by
the net rate of flow of particles in statéto the volume and the net rate of transitions into
the state from all other stateg. Assuming a stationary state, the sum of all transitions
niPj; that de-populate a certain levehust hence be balanced by the sum of all transitions
n;Pj that populate the level Thus, the condition ddtatistical equilibriumin a stationary
medium is 5

a—?:anPji—niZPij_ni(v'v):Q (3.49)

J#l J#1

Heren; denotes the number density of atoms of a certain element ini ¢t&te the occupa-
tion number of levei) andP;; is the rate cofficient that describes the transition probability
per unit time for a transition from stat¢o statej. For the time being, the advection term
n(V - v) is set to zero in the calculations performed here. This is justified because the
time scales of the flow are much larger than typical transition timescales and therefore
the advection terms are negligible. Note, however, that this term can become relevant for
modeling dfects such as the recombination front in Type Il Supernovae at maximum light
(Eastman & Pintd.993. With this consideration Eq3(49 takes the form

niZPij :Zﬂjpji. (3.50)

j#i j#i
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3 Theoretical basis of radiative transfer in supernovae

As long as charge exchange collisions or molecules are not relevant, the solution of this
eguation system can be carried out element by element. The summations have to include
all excitations, de-excitations &nd j within the same ionization stage) as well as ioniza-

tion and recombination processésd j in different ionization stages) of all levels of all
relevant ionization stages. E®.50 leads to a redundant system of equations for each ele-
ment, which has to be closed by replacing one of the equations by the additional constraint
of particle conservatioly,; nj = N, whereN = pY/Ais the number density of the respective
element. (Herep is the mass density, is the abundance as mass fraction, &nid the

atomic weight of the element.) The electron number density can be derived by summation
over all ionization stages of all elements and the requirement of charge conservation.

Concerning the transition probabiliti®;, one distinguishes between radiative transitions
(Rij) that directly involve the radiation field and collisional transitio@g ) that are associ-

ated with collisions between electrons and ions. Depending on the initial and the final state
of the electron, one further discriminates between bound-bound, bound-free, and free-free
transitions. As mentioned in Secti@l, in TE each process is exactly balanced by its
inverse process (detailed balance).

In the following, the upper level of bound-free processes (ionization and recombination)
is denoted withk. This is, in principle, the ground state of the next higher ionization
stage plus an averaged contribution of the free-electron distribution. For ions where the
ionization cross-sections to excited states of the next ionization stage are relevant, these
ionizations are taken into account.

True and scattering processes

Considering the possible interaction of radiation with matter, an important distinction be-
tween two diferent qualities of interaction processes has to be emphasizeMisalas

& Weibel-Mihalas1984 § 72). Processes that transfer energy from the radiation field
into the pool of kinetic energy of electrons are called “true” or “thermal” absorption and
emission processes. In these processes, radiative energy is taken out of the radiation field
and converted into thermal energy in the matter (or vice versa: radiative energy is created
at the expense of thermal energy from the electron pool). An example of a true process is
photoionization, where a photon transfers its energy to a bound electron and lifts it above
the ionization potential of the ion. The electron obtains the kinetic energy corresponding
to the photon energy minus the ionization energy. Another example is a photo-excitation
process of an ion that is subsequently de-excited by ion-electron collisions transferring the
excitation energy to the kinetic energy of the electrons. True processes couple the local
(kinetic) gas temperature to the radiation field and determine the spectral properties. In
particular regarding the energy depositionjbyays, it is important to note that only true
processes are capable of transferring high energetic photons into low energy wavelengths.

In contrast to true processes, in pure scattering processes photons are essentially absorbed
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3.3 Statistical equilibrium — Rate equations and occupation numbers

T=T T;tT’/
v v o v
| = =

Figure 3.4: lllustration of the diference betweescattering(left panel) andrue pro-
cesses (right panel).

and immediately re-emitted by the same transition (generally intdfareit direction)
withoutsignificantly changing the photon enefgyHere no connection between the radi-
ation field and the local temperature is established and the spectral characteristics of the
re-emitted radiation are not changed. An important example of a pure scattering process
is electron scattering (Thomson or Compton scattering) that is frequency-independent and
isotropizes the incoming radiation withouftecting its spectral properties. With regard

to Type | Supernovae, it is important to note that in an atmosphere of pure Thomson-
scattering that is irradiated from some central source of radiation, the gas temperature
would be entirely irrelevant to the spectrum. The emission intensity for scattering pro-
cesses depends on the intensity of the incoming radiation and almost not on the thermal
conditions of the gas. Due to the fact that the radiation field re-emitted at one point gener-
ally originates from a dferent point, scattering processes have a fundamemiatiyiocal

and therefore NLTE, character.

In reality the processes are not either exclusively true or scattering processes, but rather a
mixture of both because collisional and radiative processes operate simultaneously. Thus,
a realistic model of expanding atmospheres has to treat both channels consisteEmtly.
obtain a realistic picture, it is therefore necessary to dericersistentsolution of the
radiative transfeandthe rate equations for statistical equilibrium.

Radiative bound-free transitions

The rate cofficients for photoionization procesdgg are given by

R = foo 4ﬂa—i"(V)JV dv (3.51)
v hy

wherev;, denotes the threshold frequency. In the code used here, the parameterization of
photoionization cross-sectiong, in Seaton’s approximation is employed:

Sk Se-1
@i(v) = aig (ﬂik (Vl) + (1—ﬂix)( Y ) ] (3.52)

ix Vik

ix

3In the general case, the re-emission is characterized by a redistribution function that describes the probabil-
ity of the absorption of a photon of energythe directiom, and the emission of a photon of frequenty
into the directiom’. In this work, we generally assunaemplete redistributioror lines, meaning that the
emission is isotropic and the energy is randomly distributed over a line profileVibeés(1978 Ch. 2
and 13) for a more detailed discussion of scattering.
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3 Theoretical basis of radiative transfer in supernovae

The parameters;,, Bi., ands, are fitted to reproduce the cross-sections from detailed
calculation. Resonances in the cross-sections due to auto-ionizations and di-electronic
recombinations are treated separately as line transitions to the ionized &asMihalas

& Hummer 1973 Pauldrach et al1990. The inverse rate, the recombination rate, has a
contribution from spontaneous and induced recombination processes:

O\ F 00 . 3
RKi=(%) f —4”?:(” (—2:; +Jv)e-i‘¥ dv (3.53)
where 22
ﬂ " _n9 Vix/kBT} h? 4
(nk) =ne, € et (3:54)

is the ratio of occupation numbers in LTE given by the Saha-Boltzmann factor with the
statistical weightg; andg, of the respective states.

Radiative bound-bound transitions

The transition cofficients of radiative bound-bound (line) transitions between the lower
leveli and an upper levgl are given by the relations

Ri = By [ eu0)h (3.55)

Rii Aji + Bji f(; ¢ij(V)Jy dv. (3.56)

The quantitied\;;, Bji, andB;; are the Einstein cdcients of the transition angl; (v) is the

line profile function with the normalizatioﬁ’o ¢ij(v) dv = 1. In the code used in this work,

the line profiles are described by Gauss profiles with a Doppler width corresponding to the
local thermal velocityy, = v2kgT/m (wheremis the mass of the ion) and a contribution

of a micro-turbulence velocityyp:

exp(——(v _ Vij)z

Avp

. _ VI] 2 2
] with Avp = = Vn + U5 (3.57)

1
$ij(v) = NI

Since the frequency of the line width is much smaller than the transition frequency, the
transition coéicients take a form similar to those of the bound-free transitions:

* 4r ijj (v)
Rj = f SR g, dy (3.58)
and 5
O\ o0 A, .- v
Rji=(ﬂ)f M(Zh: +Jv)e_kgTdv (3.59)
n/ Jy v C
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3.3 Statistical equilibrium — Rate equations and occupation numbers

with the Boltzmann factor .
ﬁ) _ 9i dwikeT (3.60)
n; 9gj
that determines the LTE occupation number ratio. The cross-sectigmy = aij¢ij(v)
and the Einstein cdicients for these transitions are related via

3
ne? hvij 2hv;
ajj = chij, ajj = 4—Bij, giBij = giBji, Aji = = Biji (3.61)

with the oscillator strengthf;. Usually the transition is characterized by tfevalue

gf =gifij = g;fj.

Difficulties computing the bound-bound rate @méents numerically arise due to the ve-
locity shift of the macroscopic velocity field(ls & Hummerl988. A straightforward in-
tegration would require a frequency grid fine enough to resolve all line profiles in detail (on
the order of 10 frequency points). To limit the computing resources we use the Sobolev
approximation $obolev1957 Castorl970 that has been generalized to take into account
continuum interactions biiummer & Rybicki(1985 andPuls & Hummer(1988. Sell-

maier et al(1993 andSantolaya-Rey et a(1997 have shown that this formalism is an
excellent approximation to the much more computationally expensive comoving frame
calculations. Deviations are present only for weak lines in sub-sonic regions that, even in
stellar atmospheres, do ndfect the ionization structureés@ntolaya-Rey et al.997) and

are entirely irrelevant in supernovae where the velocities are much larger (s&asisn

& Pinto 1993.

The integrals in Eq.3.58 and Eq. 8.59 can be written as

R RICETEE f [ om0 el - f W (3.62)

wherel (1) is the frequency-integrated intensity in the line weighted by the line-profile. In
the Sobolev-with-continuum theori?(ls & Hummerl988), this is expressed as

1-—¢e 7s(r /J) 1-— e—TS(rvﬂ)
| = linc(r, v(), #) ———— (. 1) ii( - s(r, 1)

In this equation lic is the incident intensity in the interaction region of the lige,is
the escape probability (i.e., the ratio of continuum opacity to line opa&y)s the line
source function

) + (Sc = Sij)U(zs(r, 1), Br). (3.63)

Sjj = nJ—AJI (3.64)
N Bij — niji
andrs is the Sobolev optical depth of the interaction zone of the line
(5-3)
() = 7162 g 9i 1
mec Vi/C 2L+ (1+p?)?
. 1 (3.65)

Vij/Cp2dL + (14 p2)e
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3 Theoretical basis of radiative transfer in supernovae

The functionU resembles a correction term for the inclusion of continuum processes.
It describes the probability that a photon is destroyed by absorption into the continuum
before it can escape the resonance zone:

U@p) =1 f dxe(x) f dyp(y)e ™k 4O (1 ePU) - g(x) = Avog(AvoX).
- § (3.66)
Using this, the rate cdicients can be written as
Rj=B;jJ and Rj=A;+B;J (3.67)
whereJ = %f_ll | du of Eq. (3.62 is the intensity in Eq.%.63 integrated over all solid
angles.
The angular integrals

1 1- e_TS(rsﬂ)
Ps = 1 f R, | 3.68
_ 1
U = % [ Vst pe)de (3.69)

can be calculated in advance for a grid of valuesrfpandgp, and interpolated at runtime
from tables.ljnc is parameterized as a piecewise linear function of anglenilar to the
procedure irTaresch et al{1997. Given this parameterization, the integral

1 — e 7s(u)

P =1 f (. (). 1) 2 (3.70)

- 7s(r, 1)

can also be pre-computed as a function of theffoments of the parameterization (see
Taresch et al1997. i, is represented as a piecewise linear functiop iim the two
intervals—1 < u < pc anduc < u < 1, whereue = /1 - (R/r)? is the angular extent of
the core as seen from the current positioithe parameterization is chosen in such a way
that the momentd, H, K, andN are retained.

Finally, using Eq. 8.64), the rate cofficients can be expressed as

Ri = Bj (P| + ScU_) (3.71)
R Bji (Pi + ScU) + Aj (Ps + U) (3.72)

which gives the same net rates as E3360).

Collisional bound-bound transitions

The rate cofficients for excitations by electron collisions within a single ionization stage
are given by

Gij = ne\foo?)O'ij(U)f(v) dv (3.73)
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3.3 Statistical equilibrium — Rate equations and occupation numbers

where f (v) is the electron velocity distribution function aidlj(v) denotes the collisional
excitation cross-section between lewvahd levelj

) ah? Qij(E)
gii(v) = —=

N Mg gi
with the energy-dependent collision-strength param@{gE). In all cases under consid-
eration, the velocity distributiori (v) of the electron remains Maxwellian; thug;; is a

function of temperature. Then the integral in E8.7Q) can be evaluated as a function of
temperature:

(3.74)

1/2 .
2r ) s Q”(T)e (3.75)

Cij _ ne( —hvij ke T _ n88'629>< 10°° Qij(T) e—hVij/kBT
keT/ md? gij T2 gi

The code used here employs tabulated valuefpat a temperatur€ = 20000K and a

parameter giving the assumed linear dependen€;¢T) on the temperature. For those

radiatively permitted transitions where no data are available, the van Regemorter approxi-

mate formula, as given ilihalas(1978 p.133), is used to determine the collision strength

from the oscillator strengtff;

2
_(E hvi; )
Cij = 5.465x 10711, TH2(145f, j)g(—H) L gt T (3.76)
hvij) kT
In this formula,Ey is the ionization energy of hydrogen, agtias values of @ if the main
quantum numbers of the connected levels are equal &nitiribt. For all other transitions,

Eq. 3.79 is used withQ;;(T) = 1 (Pauldrach987).

The collisional de-excitation cdigcient is linked to the excitation by the LTE-occupation
number ratio of the levels involved:

Ci = (%) Cij. 3.77)

J

Collisional bound-free transitions

lonizations and recombinations induced by electron-ion collisions are described by the
Seaton approximation followinilihalas(1978:

1.55x% 1013 g_a'|K e_hVik/kBT
TV2 hvi./ke T
whereq;, is the photoionization cross-section at the threshold (cf. £§2() andg is equal

to 0.1, 0.2, or Q3 for initial ionic charges of 0, 1, a¢ 2, respectively. The corresponding
recombination co@cient is given by

CiK =Ne

(3.78)

N * _
Cy = (n—) Cix- (3.79)

K
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3 Theoretical basis of radiative transfer in supernovae

3.3.2 Opacity and emissivity

Micro-physical transition processes that contain the radiation field are closely related to
the opacities and emissivities of the gas because radiative excitation and ionization pro-
cesses decrease the energy in the radiation field while the corresponding de-excitations
and recombinations increase the energy content of the radiation field.

Corresponding to the rate dfieients for the bound-free transitions in E@.%1) and
Eqg. 3.53, the bound-free emissivity and opacity are given by

m\ 2nd
mi(v) = nkaiK(V)(n_L) Fe et

ni\" ne(m\ _
XiK(V) = niaik(v) - nKaiK(V) (_I) e_hV/kBT = niCL’iK(V) (1 A (_I) e hV/kBT)
Ny N \ N
UiK(V)
= 3.80
SiK(V) ( )
whereS;, is thesource functiorior bound-free processes
3
S = 1 (3.81)

c? E—Le‘k% -1
containing thedeparture cofiicients b = & andb, = .
Similarly, the bound-bound emissivity and opacity can be determined fronBEx§) @nd
Eq. 3.59:
gi 2hvi3} hy.

ni() = mjdij(v) = njg—jaij?fﬁij(v) = 4_:njAji¢ij(V)

xi() = xijij(v) = niaij(v)¢ij(v)( - ﬂ@) = L(niBij — njBji) ¢ij ().

Ni gj 45
(3.82)

An additional source of opacity and emissivity comes from free-free transitions (Brem-
strahlung). These processes are not considered in the rate equations because all usual un-
bound states of electrons are considered as a single (temperature-dependent) quasi-level.
This is justified because the velocity distribution remains Maxwellian. It is, however,
necessary to include the free-free-transitions into the energy balance for the gas (see Sec-
tion 3.4.1). The free-free opacity and emissivity depend on the number density of particular
ionsn, = Y, n; (summation over all levels of the ionization stage) and the electron density

Ne by

xa(v) Nen.ag (v, T) (1 _ e—hv/kBT)

2hy3
ne() = Nelag(v, T)C—Ze-“v/kBT. (3.83)
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3.4 Energy equation and kinetic gas temperature

Since the electron gas is in thermal equilibrium, the source function of free-free processes
must be the Planck-function
Sp =1 _g(T). (3.84)
Xt
The codficientag depends on a gaunt-factgg, which is available from tables (sdi-
halas1978 and can then be written as

46872 2n \M?
(Iff(V) = W (m) V gt (385)

Here Z denotes the ionic charge,is the electron charge ant is the electron mass.
(Strictly speakingeq alone is not a cross-section, buteg andneag are. For consistency

with the corresponding quantities in bound-free and bound-bound transitions, it is denoted
with a here.)

Another continuous opacity is the Thomson opacity, which is independent of frequency
and temperature and origins from photon-electron scattering:

XTh = Ned"Th (3.86)
with the Thomson scattering cross-section

8t et
= — —  ~6.652x 10 %®cn?. .87
OTh 3 e 6.652x 107%°¢ (3.87)

Assuming complete redistribution over angles, the corresponding emissivity is given by

NTh = XThJy- (3.88)

(This is only valid in the limit of low photon-energies. For the treatment-ody transport,

the full expression for Compton-scattering has to be considered. Also, in the presence of
large thermal electron velocities, the assumption of coherent reemission for Thomson scat-
tered photons is generally not true because the thermal velocities for electrons are much
larger than for ionsRybicki & Hummer1994 Santolaya-Rey et all997. This causes
effects that can be seen in the line wings of stellar spectra. In supernova models, how-
ever, the thermal velocities are much smaller due to the low temperatures. The resulting
frequency shift is therefore only on the order of a few A, which is less than the average
wavelength resolution in our sampling method.)

3.4 Energy equation and kinetic gas temperature

A crucially important quantity is the gas temperature as a function of optical depth or ra-
dius. The gas temperatufds defined as the temperature corresponding to the Maxwellian
velocity distribution of the free electron gas. The energy equation of the gas can be ob-

49



3 Theoretical basis of radiative transfer in supernovae

atomic/ionic
internal energy

adiative recombinatio,7

thermal
kinetic energy

energy of
radiation field

free-free absorptio”

free-free emission

Figure 3.5: Energy transfer by micro-physical processes between the major energy pools
in the gas (fronHoffmann2004).

tained from the second moment of the Boltzmann equation

gNkaO;—I = —Nkﬂ% (r?0) + 9§fo(X — )1, dv dw + %% (r?Feon) (3.89)
whereN is the number density of the gas and the local velocity at radius. The first

term on the right-hand side corresponds to adiabatic expansion cooling. The last term
accounts for convection, which s 0 for supernova ejecta. The second term contains
the energy of the radiation field. This radiative heating and cooling balance dominates
the energy equation. The adiabatic expansion cooling may be necessary to include for
supernova calculations; however, it is still orders of magnitude smaller than the dominating
contributions to the energy balance from the radiation—matter interaction and should not
have a significant impact on the overall ionization equilibrium. Thus, it has not been
considered for now and we end up with the condition of radiative equilibrium, which
expresses the requirement that the total radiative energy absorbed by the matter has to be
balanced to the total energy emitted.

95[006( — )l dvdw = 0 (3.90)

From the viewpoint of the thermal balance of the matter, this can also be seen as the
condition that all energy gairis(in ergcnt3s™1) of the electron gas are balanced by the
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3.4 Energy equation and kinetic gas temperature

total energy losa (cf. Hummer1963

> - a=o. (3.91)
k |

Micro-physically, the absorption or emission of radiative energy will lead to heating or
cooling of the gas, respectively, so that in a stationary state, the two approaches are com-
pletely equivalent. However, they mayfi@ir in their usability for numerical modeling
depending on the physical conditions. Both variants will be discussed in further detail in
the following. Figure3.5 summarizes the energy transfers between the dominant energy
pools by micro-physical processes.

3.4.1 Thermal equilibrium — Balance of heating and cooling

After the pioneering work oHummer(1963 andHummer & Seator{1963 methods to
determine the gas temperature from the heating and cooling processes of the electron gas
have been used in to derive the electron gas temperature of gaseous nebulae (see, e.g.,
Aller 1971, Osterbrockl989 and references therein).

In a low density environment, absorption and emission are dominated by lines, which
mostly have scattering characteristics (i.e., radiative energy absorbed in a transition is
emitted in the same transition). Those radiative bound-bound transitions, however, do
not directly dfect the kinetic energy of the gas. Therefore, in these conditions the radia-
tive properties of the gas are dominated by processes that do not directly depend on the
temperature and, thus, the radiative balance is not suitable to constrain the temperature.
Here it is numerically advantageous to refer to the energy equation of magteld(ach

et al.1998 Kubat et al.1999. The energy gain (or heating) and loss (or cooling) rates are
closely related to the transition rate ¢deents discussed in the previous section.

Heating from photoionizations is given by

R = f “’Tﬁ—‘vk(v)Jv h(v — vi,) dv (3.92)

which corresponds to the photoionization rate with an additional energyterm v;,)

in the integral that accounts for the fact that only the energy excess beyond the ioniza-
tion threshold will be transferred to the free electron as kinetic energy. Analogously, the
radiative bound-free cooling rate is given by

\* oo ) 3
AR = (%) f 4’”;—'“(”) (% + Jv) e™eT h(y — vi,) dv. (3.93)
K Vi 14

ix

The coupling between the internal energy of the ions and the thermal pool of the free elec-
tron gas is carried via collisional bound-bound transitions, while radiative bound-bound
transition (lines) relate only between the radiative energy and the internal ionic energy, but
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3 Theoretical basis of radiative transfer in supernovae

not the electron temperature. The energy transfered in collisional bound-bound and bound-
free transitions corresponds to the change of internal energy of excitation or de-excitation
of the ion.

IC = nCgihvi (3.94)
Aﬁ = nCichvi, (3.95)
ri(j: = n;Cjihyj (3.96)
Ai(j: = N Cij hvij (3.97)

In these equations, ally, correspond to the transition rates in Eg.79), (3.79, (3.76),
and @.77).

Finally, the heating and cooling by free-free-transition of a particular ionic species are
given by

Fff

NN, f Arag(v, T)J, dv (3.98)

Aff

NeN, f Arag(v,T) (h— +J ) e /keT gy, (3.99)

Net rates

For numerical reasons it can be advantageous to write the rates that contain frequency
integrals as net rates. The bound-free heating and cooling irBEBf) @nd Eqg. 8.93 can
alternatively be derived from the radiation energy. By interpreting the coolinfiicieat

as the amount of radiative energy that is transfered from the electron gas into the radiation
field one obtains, with the aid of E¢3.80),

N = [ o

2hV —hV/kBT h(V - V|K)
Ny (n—K) Lf]-ﬂ'a 7 h—v (3100)

In the same way, the heating dheients are written as

s ggxik(v)lvw do v
_ f 95 ngl(:) Vh(v m)

2hv3 h J, h(v—-vy)
[ — At iy —— € v/keT _~v A" = Vik) 101
n (nK) LK T Qi 2 e 5.0 0 dv (3.101)

h
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3.4 Energy equation and kinetic gas temperature

with the source functios;, of Eq. (3.81). In this formulation, the net rate can be derived
as

- \* 00 3 L
T = A (T) = nk(ﬁ) 4r f i 2 e—'”/"BT( &l —1) i = vie) 4,

N, c? Si(v) hv
N; - © 2hV3 _hy/keT ‘JV/BV h(V - ViK)
= n|—| 4 R -1 .
n (n) d fviko" @z © Si()/B, e
(3.102)

Here in addition, the radiative quantitids andS;.(v) have been expressed as ratios over
the Planck functiorB, to obtain a smoother function of frequency, which minimizes the
interpolation errors in the numerical integration.

In a similar manner, the free-free net rate can be expressed in terms of the Planck function

asy" =n"/B,:
0 2hv3
Ag = fsgngda)dv=nen+f4naffc—:e_hy/kBTdv
0
ft Uﬁ
I'g = Vlydv:fgg—l,,dv
ff f9§X B,
« 203 et
= nen+fo4mff?e“/kﬂ§vdv (3.103)

which leads to the net rate

*  2hy3 J
I'e —Ag = 4dmngn, f a/ff—ve‘h"/kBT (EV - 1) dv
0

c? ,
= 4nnen fm@ 2 1/2/1_3 Ee—h\//kaT i—l dv
- e Jo T2he \3eTme) BT B,
4872 [ 2r  \M2 gg J
= 4nen - Z2 2hce™/eT [ 2L _ 1] dv. (3.104
7T *fo 2hc (3kBTng) 3 B, . (3.104)

3.4.2 Radiative equilibrium — Balance of emission and absorption

The requirement of radiative equilibrium, i.e., the total radiative energy that is absorbed
equals the total radiative energy emitted by the gas at alf Igep., Uns6ld1955 Mihalas

1978:
SEdwfwv—nv)dv 10
4 0

0

The second step assumes thaandsn, are isotropic.

53



3 Theoretical basis of radiative transfer in supernovae

Two different forms of this constraint are commonly used: either directly E408 or
the first angular momentum of E®.005, which leads to the condition

VH = 0. (3.106)

This flux-conservation constraint has been employedfiieidint approaches to derive the
temperature in NLTE models of stellar atmospheres (&gstafssorl971, Santolaya-

Rey et al.1997, Pauldrach et all998 2001). These methods, however, only work in deep
layers of an atmosphere at large optical depths because they require that the temperature
is predominantly a function of mean optical depth. Therefore, in optically thin regions the
integral formulation Eg.3.109 is used directly.

In a low density environment where the radiation field is mostly decoupled from the tem-
perature, it is more advantageous to use the energy balance of the matter equations because
the radiative quantities may be strongly dominated by line transitions that depend only in-
directly on the temperatur&(bat et al.1999 Pauldrach et aR001). The application of
different temperature correction methods is discussed in Setfion
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4 Radiative transfer models — Numerical
methods

In this chapter the numerical methods used to model the physical processes discussed in
the previous section are explained. An emphasis is put on the aspects that are especially
relevant for the SN la problem. More details on the numerical implementation can be found
in the works that describe the WM-basic codragldrach et al1998 2001, Hoffmann

2004 and references therein).

4.1 General procedure for solving the radiative transfer and
rate equations

The general concept behind the code, is to obtain an approximate solution for the correct
NLTE occupation numbers with a fast approach (method I) and then derive a detailed, com-
pletely consistent solution of the model (method II), which does not contain the limitations
of the first method. The approximate solution has to be close enough to the final solution
that only a few iterations with the more time-consuming exact method are necessary.

The computation consists of several steps, which are represented in &igjLif@e radia-
tive transfer model for supernovae requires the following input:

e Hydrodynamic explosion model — This defines the relationship between radius and
density at a given epoch. Generally, a homologous expansion of the ejecta is as-
sumed; therefore, the parameters radiwsd epoch also constrain the velocity
field by v(r) = r/t. To describe properties of the ejecta, the velocity is used as a
radial coordinate becausds independent of the epoch. The relationship between
density and radius also sets the optical depth scale, which defines the “photospheric
radius.” The hydrodynamic quantitiesv, andp remain fixed during the calculation
of the NLTE model.

e Luminosity — The luminosity corresponds the total amount of radiative energy
emitted by the object. In SN la the luminosity is given primarily by the energy
that is deposited by the-rays resulting from the decay of radionuclides synthe-
sized in the explosion. Therefore, part of the luminosity depends radially on the
distribution of the respective elements in the ejecta. At the inner boundary of the
computational grid an incoming luminosity has to be given to account for the ra-
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4 Radiative transfer models — Numerical methods
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Figure 4.1: Overview of the calculation of the self-consistent NLTE and radiative trans-

fer model. Two methods are used for the calculation of line opacities and the radia-
tive transfer. The fast approximate solution (method 1), employing a Doppler-broadened
opacity sampling method is followed by a detailed and exact solution (method 1) in the
last iteration steps. The computationally expensive quantities shown in the lower part
of the diagram are not derived in every iteration, but only once in each iteration block,

ni, Hy(r), T(r)

which consists of up to 30 iteration cycles for the other quantities.




4.1 General procedure for solving the radiative transfer and rate equations

diative energy deposited below the boundary. (This also accounts for the photons
that have been generated at earlier epochs and trapped by the large opacities.) At
the current stage of the project, the energy deposition within the ejecta has not been
considered, therefore the total luminosity is assumed to originate from below the
boundary of the computational grid (cf. Sectibd).

e Epoch — For homologously expanding ejecta, the epoch (i.e., the time after the
explosion) determines the absolute radius and density. Because the exact time of
explosion of an observed supernova is generally not known, the epoch represents an
important fit parameter.

e Composition — The element abundances can be taken either from the nucleosyn-
thesis calculations (to study the properties of a specific explosion model) or adjusted
independently to fit an observed spectrum in order to determine the abundances of
the object. In general, the composition in supernova ejecta is a function of radius.

A first estimate of temperature and electron density is obtained from a spherical grey
model. The major part of the calculation consists of the NLTE model (discussed in more
detail in the next section). In this step, the radiative transfer is iterated with the rate equa-
tions and the temperature to obtaic@nsistensolution of the radiation field, occupation
numbers, opacities and emissivities, and temperature structure. Here, all contributions
from all relevant ions have to be taken into account. The radiative transfer is calculated
including both continuum and lines in the radiation field.

4.1.1 lIteration cycle | — Opacity sampling

The fast, approximate method is based osaepling techniquéor opacities and emis-
sivities. The idea behind it is to solve the radiative transfer foeesentativesample

of frequency points over the whole wavelength scale of the relevant spectral radge
increasing the number of frequency points, the method converges to the exact solution.
The method is described in further detail Bguldrach et al(1998 andPauldrach et al.
(2001).

To estimate the number of points needed to achievefawntly accurate representation

of the radiation transfer, resolution tests have been performed in addition to the study pre-
sented ifPauldrach et a[2001) because the spectral properties of SN féedisignificantly

from O-stars. To obtain an estimate of the convergence for a set of test models, the integral
over J, between 2000 A and 7000 A was calculated. For all models the spectral window
where line blocking was considered was between 350 A and 18500 A. This region is sig-
nificantly larger than in the standard models, which usually do not reach beyond 12000 A

L In this implementation a regularly spaced, logarithmic frequency grid is used, which has the advantage that
the vector indices for the adjacent grid points at a certain frequency can be trivially computed. This avoids
the need to perform a computationally expensive wavelength search to obtain the value of wavelength-
dependent quantities, such as the radiation field for the calculation of rdfeiergs.
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4 Radiative transfer models — Numerical methods

because the number of spectral lines capable of significantly influencing the radiation field
is very low in the infrared region. Therefore, the minimum number of required points
obtained from this test can be regarded as a conservative estimate for “normal” supernova
calculations. As shown in Figu.2 the spread is already well below 5% for less than

07 e B P07 e
Depth point no. 10 9 r Depth point no. 20

= ] 09 ]

080 v b b bl 0.8 v e b b b
0 1x104 2x10% 3x104 4x10% 5x1 0 1x104 2x10% 3x10% 4x104 5x1
Number of sampling points Number of sampling points

Figure 4.2: Variation of the normalized integrated radiation field between 2000 A and
7000 A as a function of the number of sampling points.

5000 points. A value between 4000 and 6000 is used in most calculations.

The most significant approximation in this procedure is that the angular dependence of the
Doppler-shifts is neglected. Therefore, the angular variation of opacities and emissivities
(in the observer’s frame) are not treated correddgifldrach et all998. This, in particu-

lar, has the ffect that the characteristic P-Cygni profiles are not reproduced because they
are a direct consequence of this angular dependence. Based on the result of this approx-
imative solution, the second iteration cycle uses a detailed formal integral solution on a
micro-grid, which is able to resolve the individual spectral lines. This method is, however,
computationally more costly (in particular in supernovae where, due to the large veloc-
ity gradients, significantly more lines can contribute to the opacity at a given frequency
than in stellar atmospheres). Therefore, it is necessary that the first method converges the
NLTE model close to the final solution. Then only few iterations of the detailed treatment
are needed. This concept has been proven to be very reliable for stellar atmospheres (cf.
Pauldrach et al1998 2001), however the approximations are more critical in supernova
envelopes (see below).

Line shifts

The large macroscopic velocity field in the expanding ejecta has a significant impact on
the treatment of line opacities. In the presence of a large velocity ffeJda line of a
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4.1 General procedure for solving the radiative transfer and rate equations

rest-frame frequencyo also dfects the radiation at other frequencigs= vo(1 + v(r)/c).

Thus, the Doppler-shift significantly increases the frequency interval that caffidoteal

by a single line. The samdfect on the other side limits the spatial area in which a photon

of a certain wavelength can be absorbed by a line. (This fact is exploited by the treatment
of radiative transfer in the Sobolev ApproximatioBapolev1957 Castor1970.) For
optically thick lines, however, the overalffect is an increase of blocking compared to a
static case.

The total opacity at a frequenayis composed of the continuum opacigy(r, v) and the
line opacityy(r, v)
x(r,v) = xce(r,v) + xi(r, v). (4.1)
The line opacity itself is a sum over all contributions of single lines at the radius and
frequency under consideration

xi(r,v) = ZXij(r)ff’ij(ra V). (4.2)
lines
The emissivitieg(r, v) are considered analogously. The Doppler-shifts due to the velocity
field v(r) are applied to each line opacity before the summation in £§).(In method |
only the Doppler shift of the central ray is applied instead of taking into account the indi-
vidual shift for each angular directign Thus, for the line profile, the function

V=Yij (1+U(U)/C)2

e (4.3)

i(r,v) =
¢Ij( ) AVD\/%
is used wheré\vp = v;;/cV2kgT is the Doppler width of the line. This corresponds to a
single-p-ray approximatiofi.e., to one angular impact point) for the sampling opacities
and forms the most restrictive approximation of the first iteration cycle.

If one would simply shift the line opacity along the comoving frame frequency from radius
point to radius point, as indicated in the upper panel of Figugeit is apparent that due

to the coarse radius grid many frequency grid points would miss a specific line. (Note that
the velocity field in Figuret.3 corresponds to that of a stellar atmosphere. For homolo-
gously expanding supernova ejecta, the relationship between radius and comoving frame
frequency is linear.) To overcome that problem,Sellmaier(1996 a method was de-
veloped where the intrinsic Doppler profile of the line is convoluted with a boxcar profile
¢ay that accounts for the velocity of a radial interval. The boxcar profile represents the
mean profile from the velocity shiftdv of two adjacent radius points of an interval and
closes the gap in the frequency grid. For two frequency pemngdy, corresponding to
successive radius points, it can be expressed in terms of the Heaviside step f@nagion

_6(2-v)-06(v1-v)

v 4.4
2N 202 —v1) (4.4)
The convolution ¢p o ¢a,)(v) is then
erf(%>) — erf (2
8(v) = (¢ © ) () = (s) - e () (4.5)

2(v2— 1)
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4 Radiative transfer models — Numerical methods

radius points

i

Figure 4.3: The “Doppler-spread opacity sampling” technique (lower panel) ensures that
lines that would be missed by a standard opacity sampling method (upper panel) are con-
sidered correctly. The method employs a convolution of the line profile with a normalized
boxcar function that has a width corresponding to tlikedence in Doppler-shift between

two successive radius grid-points. (Note that the situation indicated here corresponds to
the velocity field in a stellar atmosphere. In homologously expanding supernova ejecta
radius and frequency shift have a linear relationship.) Figure flaffimann(2004).

frequency points

As shown bySellmaier(1996 for large velocity gradients, the integration of this opac-
ity over a small radius interval approaches the Sobolev optical depifr) of a local
resonance zone for the radial ray:

2 1-(-1) fh—rq C c (du)_l
At = iid(V) dr ~ yijj————(r2 — r1) = xij —=yi—|=| =7
fr; X|J¢() XIJZ(VZ—V:L)( 2 1) Xij T Xij Vi dr S(ob )
4.6

(see alsdauldrach et ak001).

Due to the large velocity gradients in supernovae, essentially all lines are sampled making
this method an exact solution (within the limit of the singleay assumption). The sta-
tistical character of the sampling technique is almost entirely removed. In nature, the line
opacities and emissivities would be strongly peaked inside a radius interval. Therefore, a
discretized scheme would be likely to miss significant amounts of lines. The broadening
used here féectively projects the line opacity and emissivity of the entire interval onto a
radius grid point, such that the correct radiative transfer can be performed for the interval
(see lower panel in Figu.3).

For the angular variation of line opacity and emissivity no applicable technique similar to
the boxcar profile function exists. Therefore, the (radially correctly calculated) opacities
x1(r,v) on the radialp-ray are considered to be representative for all other angles.
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4.1 General procedure for solving the radiative transfer and rate equations

For the calculation of stellar atmospheres, the singteyy approximation has been proven

to be of sificient quality to obtain a solution of the radiative transfer that is close enough
to the final solution derived with the detailed radiative line transfer calculation (method II,
see below). Figurd.4 shows the dierence between the sampling method (thicker line)
and the exact solution (thin line) for a stellar model. Note, that the approximation can-
not reproduce the absorption and emission parts of P-Cygni profiles correctly because the
P-Cygni emission is a consequence dfatient Doppler-shifts of a spectral line along dif-
ferent angular rays. Apart from that, the agreement of the two methods is good. Therefore,
the sampling method provides an excellent basis for the final, computationally more ex-
pensive calculations, which then only need few iterations to converge.
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Figure 4.4: Comparison between the Doppler-spread opacity sampling method and the
exact solution for a stellar atmosphere model. Shown is the EUV spectrum of the S45
super-giant model (fromPauldrach et al2001). The thick (red) line corresponds to

the Doppler-spread opacity sampling; the thin (blue) line represents the detailed method.
Due to the simplification in the sampling method to regard the line opacities and emissivi-
ties only on a singlg@-ray (corresponding to a single angle), this method cannot correctly
reproduce the P-Cygni profiles. Nevertheless, it provides a good basis for the final iter-
ation cycle with the detailed solution (method Il) that is nfieeted by the singl@-ray

approximation.

In supernova, the singlp-ray approximation is more problematic. The velocity gradients
are significantly larger and are present within the entire atmosphere, in particular, in the
photospheric region. Thus, significant deviations from the correct solutions also occur in
the region where the radiation field can have a critical impact on the ionization equilibrium
and where the majority of line opacity is formed. This approximation may lead to spuri-
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4 Radiative transfer models — Numerical methods

ous results in the photoionization rates and prevent a convergence of the model. A more
consistent description, however, is not straightforward if one wants to retaitftitiergcy

of the method. An improvement of this procedure will not be addressed by this work;
nevertheless, this issue will be resolved in the near future by our group.
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Figure 4.5: As in Figure4.4, a comparison between the Doppler-spread opacity sampling
method and the exact solution, but for a SN la test model. Due to the larger velocity gra-
dients the dierences in the spectrum are more serious than in the stellar model; however,
the overall agreement is still acceptable.

Self-shadowing of lines

One problem arising from the treatment to sum up the opacity and emissivity of all lines
in an interval is that the incident intensity needed to calculate the bound-bound transition
rates from the Sobolev-with-continuum method, mentioned in Se&ti®1, is not actu-

ally the real intensity incident to the interaction zone, but an averaged intensity over all
lines dfecting the interval between two radius points. If all lines in the interval have sim-
ilar strengths, this is not wrong because this average is a representative mean intensity.
However, if a single strong line dominates the opacity in an interval, the intensity obtained
from the sampling method will be much smaller than the true intensity would be; in the
calculation of the intensity, the line itself will already hav@eated the radiation field in

the interval. Consequently, the source function of the line will be underestimated and the
line will be systematically too weak compared to the amount of absorbed (or emitted) ra-
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4.1 General procedure for solving the radiative transfer and rate equations

diative energy that is accounted for in the rate equation. This inconsistenc{teatively
lead to an unphysical loss of energy in the model.

The inconsistency is corrected by using a radiation field to determine the bound-bound
rates of a dominating lines, which is not directlffeected by the line itself. For the cor-
rection, a suitable interpolation of the radiation field between the previous and next radius
grid points is employed(Pauldrach et atL998.

The Feautrier algorithm — Solution of the radiative transfer equations as a two
point boundary problem

For the solution of the radiative transfer in observer’s frame, three similar algorithms are
used. The start solution is obtained from a Rybicki-methygbfcki 1971, Mihalas1978

p. 158) that implicitly solves the transport equation including the Thomson scattering.
Because this solution does not have a very high accuracy, an iteration for the radiation field
that enters into the Thomson emissivity is done. Here, the ray-by-ray solution and the angle
integrated moment equations are iterated. Both systems are solved with a Feautrier scheme
(cf. Mihalas1978 p. 156). For each frequency point, the iteration is performed twice: first
for a pure continuum model and afterwards for the full problem with continuum and lines.
One crucial limitation of this approach is that, strictly speaking, the Feautrier method is
only applicable if the opacities and source functions vary only slowly over radius, i.e., the
radial variation of the lines would have to be resolved by the grid. The sampling iteration,
however, uses a coarse radial grid consisting of 41 depth points. Therefore, most lines will
be present at a single grid point only.

To be able to use that algorithm, the standard procedure had to be modified (see also Sec-
tion 5.3). To numerically solve the transport equation E2j18), a descretization method

that obtains sfiicient accuracy has to be used. The solution is carried out in the Cartesian
p-z-coordinate system that is illustrated in Figdré. The transformation between the:

and p-z-coordinates can be derived to

f S g — @.7)

r’=2+p? = r=+p2+2 (4.8)

Iu:

and, therefore,

z
o = ——dz=pdz (4.9)
VZ2 + p?
2
du = 1z sz:l K4z (4.10)
ViZ+2 P2+ 2 r

2Actually, instead of manipulating the radiation field entering the Sobolev-with-Continuum formalism, the
codficients of the employed parameterizatiorlgf are interpolated directly.
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Figure 4.6: Sketch of thep-z coordinate system that is used for the solution of the
radiative transfer. In this geometry, eapiray corresponds to a ray in directiprin the
r-u coordinate system.

In p-z coordinates, eachp-ray corresponds to a-direction in spherical coordinates. To
solve the transport equation in this geometry, it is useful to convert this first orftiereat-
tial equation with one single boundary condition into a second ordksrdntial equation
with a boundary condition for each side (eMihalas1978. For this method, introduced
by P. Feautrier, the transfer equation for egetay is rewritten for the intensities in posi-
tive and negative-direction

di*

s +(S-1%) with dr=-ydz (4.12)
By introducing the new variables
u = 2(317+17) intensity-like
v = $(IT-17) flux-like (4.12)
Eq. @.11) can be written as a system of two coupleffefiential equations
% _ (4.13)
dv
— = u-S (4.14)
dr

After combining these two equations by eliminatingne obtains the single second order
differential equation fou with the independent variabte
du
dr2
In the standard discretized scheme, this equation is represented as a Set@fick equa-
tions — one for each radial grid poinalong the ray:

u-S. (4.15)

du _ Qu Uis1=Ui _ Ui=Uig
d2U N dr iz, dT|Ti—1/2 N Tii-Ti | Ti—Ti1 (4 16)
2~ : : ~ 1 : )
dr?| T2 Ticyz 3(tier— i) — 3(7i - Tic)

64



4.1 General procedure for solving the radiative transfer and rate equations

This represents a linear equation systemufor

Aui_1 + By + Ciuiy1 = S (4.17)
with the codficients
-1
A = (3@ —Ti) (ni - 7ina))
-1
Ci = —(3@1-7i1) (T - )
B = 1-A-C. (4.18)

This tridiagonal matrix system can be solvdfi@ently by standard linear algebra solvers.
In the application here, a Rybicki-type schen®y/icki 1971 Mihalas1978 p. 158) is
used that solves afp-rays simultaneously to implicitly account for the radiation fidld
that enters in the scattering part of the source funcion

The equation Eq.4.16 contains only dierences ir that can be easily derived from the
opacitiesy; at the respective grid points of tiagrid from

Atjji_1 = —%(Xi +Xi-1)(Z — Z-1)- (4.19)

The system is well behaved if opacities and source functions are slowly varying functions
of z Problems can arise if these conditions cannot be guaranteed, such as when strong
ionization edges occur or a large velocity gradient shifts strong lines in frequency. Such
situations can cause large variations of the opacity from grid point to grid point at a given
frequency. One problematic situation discussellanldrach et a(2001) is if a point with

a large source functio8; and low opacityy; is adjacent to a point with high opacity,1

and low or average source functiSn ;. In reality, the large source functi@; should have

only a small impact on the radiation field as it occurs in a low opacity region (therefore
the emissivity is also small). In the solution of the equation system, however, the emission
computed in this situation is on the order of

Al = SAT ~ §(Sis1+ Si) - 3(kis1 +xi)(Zs1— 2)- (4.20)

In this expression, the ter®) yi.1 dominates under the assumed conditions, which leads to

an artificially enhanced emission. This happens because physically it does not make sense
to multiply the source function of one point with the opacity of another point. Source
functions, as a matter of principle, are only meaningful quantities relative to the opacity at
the same point. As discussed Bguldrach et al2001), the method can still be used if the
equation system is rewritten instead ofr because the-dependence gf can be treated
correctly only in this formulation. Eq4(15 becomes then

1d (E%) _u-s (4.21)

65



4 Radiative transfer models — Numerical methods

Carrying out the same discretization as before leads to the riisvatice system

(1), (22)
l(ﬂ(l%)) o L Wwdiyye \vdzigpe (4.22)
xi\dz\y dz)J|; Xi  Ze2—Z-ap '
1 _1 Upa-Ui 1 Ui—Uig
~ = l)(i+1,i 4+1—4 /Xi,i—l 4—4-1 ] (4.23)
Xi 5(Ziv1+2) - 5(z +7z-1)
Thus, the cofficients Eq. 4.18 are now
— -1
A = —(pxi@a-z1)xiia (@ -z)
— -1
C = —(bi@1-z-0) X @1 - 7))
BB = 1-A-C; (4.24)

where the the first terms & andB now contain thdocal opacity. For the mean opacity
X, the geometric mean

Xirli = VXi+1 " Xi (4.25)

generally produces reasonable results for stars. While4z25(puts more weight on the
lower of the two opacities, using the arithmetic mean

Xi+li = %(Xl + Xit1) (4.26)

weights the high opacities stronger. Another caveat about using the Feautrier scheme for
solving the radiative transport for conditions where the opacity is not smoothly distributed
over radius is that part of the line emissions are incorrectly re-absorbed in the adjacent
intervals because the source functions are defined on the grid points only. For a detailed
discussion of this issue, see Sectof.

Boundary conditions
To close the system in Eq4.(L6) appropriate boundary conditions have to be chosen. The

respective boundary equations can be obtained from an expansian ofat the boundary
points outsidei(= N) and insidei(= 1):

du d?u
UN-1 = Un+ (TN = 7N-1) |+ Fan - N1 o (4.27)
7|2y drs |
and
du d?u
U=+ (r2—11) .| +3(r2—-10)° - (4.28)
drl, dr|,
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4.1 General procedure for solving the radiative transfer and rate equations

It is assumed that there is no incident radiatibn# 0) at the outer boundaty Thus from

Eq. @.13, one obtains
u=u = % o =u. (4.29)

With Eqg. @.19), this leads to the outer boundary condition
Un-1 = UN + (TN-1 — TN)UN + 3(Tn-1 — 7n)%(Un — SN) (4.30)
and the cofficients
AN = —2(n-1-Tn-1) P (4.31)
By = 1+2@n1—7n)t+20n1i—TN) 2 =142 —1) - An. (4.32)
At the inner boundary, rays that intersect the cqre<( R) must be distinguished from
those that do not > R). For core-rays the incident intensity has to be explicitly specified

I* = lcore While for non-core rays a reflecting bounddry = 1~ is used. Noting that
v=3(1" =17+ 1" =1%) = I* — u, one gets in Eq4.13

du

. = lcore— U (P<R) (4.33)
-

for core-rays and
d o psR (4.34)

A7 |7

for non-core rays. Combining Eg4.@7), Eq. @.15 and, Eqg. 4.14 one gets

Uy = U+ (t1—72)(lcore— U1) + (2 — 71)*(1 = S2) (pP<R) (4.35)
Uz U+ 3(r2-1)*(lL—-S1) (p>R) (4.36)

and the cofficients

Ci = -2(1-12)72 (4.37)
Bi = 1-2(m1-1) t+2(mi—-1)2% (p<R (4.38)
Bi = 1+2(r1-12)72 (p>R (4.39)
S = S1-2(r1- 72) Heore (P<R) (4.40)
S = S (p>R). (4.41)

These boundary conditions can be expressed in terms afthgable analogous to the
non-boundary equations. The choice of the incident interdgiy at the core will be
discussed in more detail in Sectiér2.

SActually, at the outer boundary, an extrapolation for thefrom radii larger than the computational grid
is performed. This is not relevant for supernovae because of steep density gradients and low absolute
densities in the outer region.
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4 Radiative transfer models — Numerical methods

Solution of the moment equations

A similar system can be employed to solve the moment equation8EB®) {o Eq. 3.39

i 1. & d@fd) _
= = a(J - s) = H (4.42)
d?(qfJ) 1, =
el a(J—S) (4.43)

where all symbols have the same meaning as in Se8tih8 (Again the index has been
dropped for brevity.) The last equation, E§.38), can be written in terms of the radius

1d(1d@fd)) 1, =«
o (q)( & )_ q(J §). (4.44)
The additional advantage here is that one can implicitly solve for the contribution of Thom-

son scattering to the source functiSnSeparating the emissions due to true processes and
those due to Thomson-scattering (whiclyT§°™J), one can write

true Thoms

_ Ui X ot
S= Xtrue +XThoms + Xtrue_,_XThoms‘] =S'+pJ (4.45)
with the definitions
. e XThoms
Sh:= and = . (4.46)
X X

Using this in Eq. 4.44) gives
1d ( 1 d(gfJ)

Tar\aar ):J”(l—/;)—éT (4.47)

which can be discretized by
_ 1 (fi+1Qi+1\]Ni+1 - figd  figd - fiagiadia
Xi(fivr = Tic) \ Oxipgi(Fies — 1) Oxij_1(ri —ri-a)
whereqy;,; are again appropriate means of the prodpcat adjacent grid points. How-

ever, the system still needs the Eddington facfors K, /J, as an external input obtained
from the ray-by-ray solution. The cfisients of the equation system

)+ 1-p)J =S]. (4.48)

A+ BiJi + CiJio = K (4.49)
become

i — fi+1is1 (4.50)

SXi(Mie1 = M=) (iva — 1)
C = -1 fi-a0-1 (4.51)

sxi(ris1 = ric1) i1 (ri — ri-1)

fiQi 1 1

B = — — +(1- 452
| Txi(rivn — rica) \@ippi(fivs = 1) Oioa(ri — riza) (1-p (452)
% = §. (4.53)
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4.1 General procedure for solving the radiative transfer and rate equations

At the boundaries, the system is closed by employing factors similar to the second Edding-
ton factof

o UG e
Jo uu)

with u(u) from the solution of the ray-by-ray solution. At the outer boundary, sirfce=
0) = o(r = 0), this is just

(4.54)

h(r =0) = % Y (4.55)

Thus, the outer boundary equation is
d(f—?"]) = h(r = 0)J(r = 0). (4.56)

dr =0

The inner boundaryr (= R) is treated similarly; however, becauﬁel,ud,u # H, lgore from
the ray-by-ray solution has to be employed here as well, noting that

1 1 1
H(tmax) = fo vudu = L lcoreptdu — [) updu. (4.57)
This results in . L
d(fqJd ~
T Tmax 0
The codficients at the outer boundary are
fN—10N-1
CNn = —— (4.59)
" N N-1(PN-1 = IN)
fnan
BN = — +h 4.60
" MnN-1(TN-1 — TN) " (469
Ky = ST (4.61)
and at the inner boundary are
f202
A —— 4.62
! Oy12(r2 —r1) ( )
f101
B —————+h 4.63
! Oyy2(r2 — 1) ' ( )
1
K1 = L | coreptdut. (4.64)

The latter choice of cdicients is also revised in Secti@2 The solution of this tridiag-
onal matrix scheme is again performed Bfigaéent BLAS functions.

4The second Eddington factor is actually defined as the Hio= 0)/J(r = 0) at the outer boundary of an
atmosphere (sedihalas1978 p. 157).
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4 Radiative transfer models — Numerical methods

4.1.2 lIteration cycle Il — Detailed solution of radiative line transfer

In the final iteration, a detailed radiative transfer method that does i@ ftom the
approximations of the first iteration cycle is used. This exact observer’s frame solution
is equivalent to the comoving frame solution and correctly treats the angular variation of
opacities and emissivities. It spatially resolves the line profiles, which also treats multi-
line effects correctly. Lifting the limitation of only radially dependent opacities requires
the solution of two quadrants to allow both red and blue Doppler-shifted line opacities.
While the blue shifted opacities arise from the matter approaching the observer in the first
qguadrant, the red shifted emissions occur in the part of the atmosphere receding from the
observer (back hemisphere).

The method used here is an adaption of the method descrilialidrach et a(1990. It

uses an integral formulation of the transfer equation and employs an adaptive micro-grid to
ensure that the optical depth for each radius step does not exeeed 8.3. The radiative
transfer equation can be approximated to a high level of accuracy by an analytic formula
assuming a linear run of opacities and emissivities between the micro-grid points

(7o) = I (rn)e ™™ + f 'S dr. (4.65)
70

The integral is performed as a weighted sum on the micro-grid

n-1

Tn TI+1
f S(r)e ) dr = Z(e‘(T"TO) f S(T)e—&—ﬂ)df). (4.66)
T T|

0 1=0

Each “sub-integral” is evaluated as

f " S(r)e" ™ dr = wdS(n) + wPS(r141) (4.67)

Tl

with the weights for the intervalr = 7,1 — 1

1-— e—An b 1-— e—AT|

a
—1-
“ A 4 AT

e, (4.68)

To resolve the line opacities and emissivities at their corresponding Doppler-shifts, all line
profile functionsg;j(v) are derived at each micro-grid point. Thufieetively each indi-
vidual line profile is resolved. The only quantities that are interpolated directly between
the regular grid-points are those that vary slowly with radius, such as occupation numbers
(determining the frequency-independent part of the line opacities and emissgjyjitasd

1ij) and velocity field.

Using this method, the radiative transfer is solved twice for each frequency point: once
for the continuum contribution to the opacity and emissivity and once for the total opac-
ity/emissivity including lines and continuum. The ratios of the radiative quantities with
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and without line contributiom;(v) = J,/J°" andBy(v) = H,/HS" are stored and used

in the subsequent iteration blocks. Here only the continuum is derived following method |
usingBy andB; to obtainJ, andH, relative to the new continuum. This method requires
that the relevant quantities that influence the continuum transport (in particular, the tem-
perature structure) do not change too much after the first iteration of detailed transport to
avoid artificial contributions to the radiation field from this interpolation. The advantage
of this method is that it allows the occupation numbers and radiation field to be iterated
using only the computationally advantageous continuum transfer.

After the convergence of the model, a final run of the detailed method provides the emer-
gent flux at the outer boundary for comparison with observed spectra.

4.2 Temperature structure

To derive a consistent temperature structure for the mod&trdint methods can be used.

The constraint for the temperature is that the total radiative energy in the atmosphere has
to be conserved at all depth points. The line blocking, which is due to the presence of
many optically thick lines, causes a back-reaction of the temperature tiakeblanket-

ing. Qualitatively, the temperature gradient has to be steeper in the presence of large line
opacities to still “drive” the same flux. In regions where the flux is ndfudive over

the entire spectrum, no simple relationship between the temperature gradient and the flux
exists. Therefore, the temperature at each depth point has to be computed explicitly.

As already mentioned in Secti@¥, two different view points exist to constrain the local

gas temperature. On the one hand one can require the thermal balance of the electron
gas (energy equation for the gas), on the other hand one could require the condition of
radiative equilibrium (energy equation for the radiation field). Physically, both descriptions
are equivalent because at the correct temperature both conditions are naturally fulfilled.
Numerically, however, determining which description is more advantageous depends on
the physical conditions.

4.2.1 Radiative equilibrium

In stationary stellar atmosphere models a formulation of the radiative balance between
emission and absorption can be used that involves the radiative flux

1 [®or2H,
= j; L) (4.69)

or

This is suitable if the total energy flux above the photosphere can be assumed to be a
conserved quantity. In that case, the condition B9 can be used to derive the temper-
ature at each depth point. In regions of supernova envelopes where a significant amount
of y-energy is deposited, however, this flux constraint is not fulfilled because, in those
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regions, radiative energy is generated within the atmosphere. Therefore, the flux conser-
vation methods are only of limited use for supernova envelopes.

NLTE Hopf-parameters

For optically thick regionsiress = 0.1) in stellar models, the temperature is obtained using
the “NLTE Hopf-function” described irBantolaya-Rey et a(1997 andPauldrach et al.
(2001). This method determines the temperature structure that fulfills&£69(from a
parameterized correction function to the grey temperature (cf. 4]

3.4 7 - -
T4 = ZTSH%OSS(TROSS"' On(TRos9) (4.70)
0ss

wheretressiS a sphericity corrected Rosseland optical depth

R 2
dtRoss= —XRoss(F) dr (4.71)

andqy represents the parameterization to the spherical LTE Hopf function
ON = Goo + (o — Goo)E7 R (4.72)

The parameterg.,, o, andy are adjusted such that the total integrated flux is conserved
(seePauldrach et al1998. This method works reliably only as long agessrepresents

the dominating factor determining the flux. In conditions where this is not the case (e.g.,
by the presence of the opacity of strong saturated lines, which depends only weakly on the
temperature) this method fails.

In SN la, the calculationressis not a good representation of the frequency-dependent
optical depths because the opacities vary strongly with frequency. Therefore, compared to
stars, in SN la this method fails already at larger mean optical depths.

Flux conservation from a modified Lucy-Unsdld procedure

For the purpose of testing, we also implemented another method based on the flux con-
servation requirement, which follows the Lucy-Unséld procedure Kcicy (1964, see
alsoMihalas(1978 p. 174)). This procedure essentially derives corrections to the local
temperature based on the deviation of the calculated flux from the total input flux. As in
the NLTE-Hopf-parameter method, this method also implies that the flufissdie over-

all; that is, this method is also only applicable at large optical depths and for conditions
where the flux is dominantly determined by the temperature gradient. For test-runs of O-
star models, this method obtains the same solution as the NLTE-Hopf-parameter method.
For Type la Supernova atmospheres, the method did not find a suitable solution for the
temperature structure for the reasons given above.
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4.2.2 Local radiative equilibrium

As an alternative, the formulation given in E§.109

f O -S)dr Lo
0

is used directly because it does not rely on the flux between depth points but rather on
the mean intensity on the grid points. (This has the additional advantagg, fkdtnown

to a higher degree of accuracy because it is directly calculated in the radiative transfer
solution and does not depend on an interpolation between depth points.) As mentioned in
Section3.4, this is in principle equivalent to the thermal balance method; however, it tends
to be numerically more stable in optically thick regions and fail in optically thin regions
where the radiation field is mostly decoupled from the local temperature.

4.2.3 Thermal balance of electrons — Heating and cooling rates

In supernova envelopes, the temperature is determined from the balance of energy gain and
loss to the electron gas. (This is often called “heating” and “cooling” even if these terms
are somewhat misleading. It primarily determines the gain and losses of energy of the gas,
but does not necessarily induce the temperature change implied.) The correct temperature
is constrained by the requirement that all energy gBittsthe gas cancel the energy losses
A:

r-A=0 (4.73)

The rated” andA are obtained from the processes that couple to the thermal pool of the
gas: free—free rates, collisional bound—free and bound—bound rates, and radiative bound—
free rates. Radiative bound—bound transitions (line scattering) do not change the energy of
the gas.

The basic procedure is to find the corrd@dr) that fulfills the balance Eq4(73 based

on the heating and cooling rates described in Se@idnl. The functional dependence
between the rates and the temperature is, in general, complicated because the change in
temperature féects the radiation field, the occupations numbers, and the transition rates
in a complex way. One way of solving this is to also derive the derivativds arfid A

and solve fol" — A = 0 with a root-finding algorithm such as the Runge-Kutta procedure.
However, because the rates also contain the occupation numbers, there is no analytical ex-
pression for the needed derivatives. One can approximate this is by using a linearization
approach as described bubat et al.(1999. To avoid time-consuming iterations, we
chose a dferent approach and use the following algorithm: from the mismatch of heating
and cooling, the general direction into which the temperature has to be adjusted is deter-
mined. Then the basic step size is given by the mismatch normalized to the sum of heating
and cooling rates at each radius point. In addition, the step size in each iteration is accel-
erated depending on the direction of the current and the previous iteration: if both point

73



4 Radiative transfer models — Numerical methods

into the same direction, the acceleration factor is increased by 50%, while it is decreased
by the same amount if two successive iterations pointfiedint directions. To keep the
iteration stable and avoid large jumps, only temperature changes of 10% from iteration to
iteration are allowed. This scheme turns out to be faifficeent and is able to determine

a stable temperature within a few iterations.

The temperatureat R=1

At the innermost depth point any temperature correction that relies on local conditions

is not reliable because the radiation field at this point can be expected to depend signifi-
cantly on the boundary condition for the radiative transfer. In addition, if the optical depth
over the whole spectrum is high, the radiation field is very closB,toln this case, the
heating-cooling balance cannot be used because the rates cancel at any temperature and
the determination of an absolute temperature is impossible.

To overcome this problem, the temperature at the innermost point is determined directly
from the temperature gradient between the first point and the second point by requiring the
correct total flux to be generated at the inner boundary

f H(® £ Higm (4.74)
0

L v ("o, (10
= rwzj;Hv+(ilv—th)dv (4.75)

(see Eq.%.12). This assumes that the primary temperature dependence of the boundary
flux is described by the ten%. This procedure incorporates the flux correction of Sec-
tion 5.2.2directly into the temperature. Note that in cases where the flux-correction would
be high, the temperature at the first point is less meaningful in terms of describing the phys-
ical conditions. Therefore “unphysical” jumps Thmay occur here if the frequencigl?

does not properly represent the flux that would be achieved corresponding to the physical
conditions. Of course, one should try to keep this inconsistency as small as possible, for
example, by going to larger optical depths. In SN la, however, even at large optical depths
an analytic expression for the flux will not represent the physical conditioffi€isatly
enough to avoid some inconsistecy. It also has to be kept in mind that this method still
relies on the correctness of the temperature at the second point, which migdiedaby

the same indficiency asT (R) if the optical depth is low.

4.2.4 Effective temperature, radius, and total luminosity

The dfective temperaturger of an object is defined as the temperature of a black body
spectrum that would emit the same total flux from a plane-parallel atmosphere

a'RTgff

drHo =7B(Teg) = Hp=
A

(4.76)
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with the total integrated flux from the objely and the Stefan-Boltzmann constary =
27k /(15h3c?) ~ 5.67 x 10~° erg cn?s 1deg ™.

The total luminosity of the object is defined as the total radiation energy emitted from the
object:
L = 4rr2 Fo(r) = 4nr? 4xHo(r). (4.77)

Assuming the conservation of radiative energy (i.e., not considering the additional energy
input within the ejecta by-rays) this holds at any radius — and in particular at the photo-
spheric radiuses referred to byTef. Thus, one can write

O'RT4
Ho(rer) = —, eff (4.78)
T
For the flux at the innermost radiésof the model, it follows that
4
_ rﬂ)z TRIgr _ L
Ho(R) _( ) (4.79)

Note that, in contrast to thdfective temperature, the total luminosity itself does not con-
tain any information on the spectral characteristics. (Although this is less true for SN la
than for a star because the SN la-spectrum is far from Planckian.)

In models of hot stars, the radius of the photosphefierdi by less than a few percent
from the innermost radius (however the situation may already becdtieeatit in models

of Wolf-Rayet stars with high mass loss). In supernova calculations, the situation can be
quite diferent where the very shallow density structure causes the photosphere to be less
meaningful than it is in stars; in supernovae, the optical depth to radius mapping varies
much more strongly with wavelength. Thus, in supernova models, the innermost radius
point, which has to be chosen such that a reasonable optical deptis reached irall
wavelengths, will diter significantly from the photospheric radius. Care is needed to refer
the dfective temperature and related quantities to the correct radius. In practice, for flux-
related quantities that refer to th&fextive temperaturél e has to be extrapolated to the
innermost radius poiRt In supernova models, the luminosityis usually used as input

that determines thefective temperature afrross 2/3) (which is essentially determined

by the density distribution of the adopted explosion model). Thgs,is a result of the
calculation and may vary through the iterations.

4.3 Atomic data

The accuracy of the radiative transfer model and in particular of the calculated occupation
numbers crucially depends on the quality of the atomic data used for the NLTE compu-
tations. Accurate atomic models are an essential prerequisite for a realistic model. The

5This does not necessarily have to be the physical temperature at this point because the physical conditions
are most likely diferent.
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4 Radiative transfer models — Numerical methods

atomic models used in this project have been mainly computed by the hot star group at the
Universitatssternwarte Miinchen using theistrucTure program Eissner et al1974
Nussbaumer & Store$978, which employs the configuration-interaction approximation

to determine wave functions and radiative data. So far the data include the 149 most im-
portant ionization stages of 26 elements (H to Zn, except Li, Be, B, and Sc, which are
irrelevant due to their low abundances). The data contains a total number of about 5000
levels (with “packed” fine-structure levels) for which the occupation numbers are directly
computed. This corresponds to more than 30 000 radiative bound-bound transitions. In
addition, 20000 individual transition probabilities for di-electronic recombinations and
auto-ionizations are included in the data. For the blocking and the spectrum calculations,
the individual lines of the multiplets are considered explicitly, amounting to a total of over
4000000 line%
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Figure 4.7: Grotrian diagram for the Ti and Sin ions used in the NLTE calculation.

In addition, line data from th&urucz (1992 line list have been incorporated; in total
about 20000 lines have been added to thee&trucTure data, in particular for ions of
Mn, Fe, Co, and Ni. These lines concern transitions to even higher levels than those that

5The SspersTRUCTURE Calculations use many more excited levels than the 50 explicit levels taken into account
in the NLTE calculations. The long line list used for blocking includes the line transitions to highly excited
levels by estimating the occupation number of the upper level from the two-level approximation relative
to the known occupation number of the lower level.
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4.4 vy-ray deposition

have been used in thes&rstrucTure calculations. Another 4 466 lines as well as almost
2000 data sets for photoionization data have been incorporated from the Opacity project
(Seaton et all994 Cunto & Mendozal992. Additionally, 1 300 data sets of collisional
data from the Iron projecHummer et al1993 are used. As an example, Fig¥r& shows

the Grotrian diagram for the Tiiand Sin ions as used in the code.

For studies of supernova spectra at later epochs where nebular lines from forbidden tran-
sitions become relevant, those lines still have to be incorporated into the data base. This is
currently being worked on by our group. In the current work, only early time spectra be-
fore and shortly after maximum light are considered where lines from forbidden transitions
are irrelevant.

4.4 y-ray deposition

In SN la the dominant source of radiative energy is the absorption of high-energatis

(and at later epochs positrons) due to tfidi and°6Co decay by the matter. Figu/e8

shows the generation and depositionyafay energy for the W7 model at 18 days after
explosion. The deposition has been derived using the basic light curve code presented in
Cappellaro et al1997). At a later stage of the project, this deposition will be implemented

in the NLTE calculation by means of emission and heating terms (Hultzsch, priv. comm.).

energy deposition (W7) — 18 days after explosion

N — released energy
\.. --- deposited energy

[erg/s]

50x10° 1.0x10% 1.5x10% 2.0x10%
radius [km/s]

Figure 4.8: Generation and deposition pfenergy as calculated using a basic light curve
code Cappellaro et al1997. This deposition is currently not considered in the NLTE
models.

In the current work, this additional source of radiation has been neglected; it is assumed
that the entire luminosity is generated below the lower boundary of the computational grid.
A prerequisite for including this energy deposition is that the model is reliably energy con-
serving; with the additional energy deposition, the flux in the atmosphere is intrinsically
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4 Radiative transfer models — Numerical methods

not conserved. This flux constraint, however, is the most significant indication needed
to judge the quality of energy conservation in the NLTE model. At the current stage of
the project, the major dliculty is to guarantee that the energy flows between tiferdint
energy pools are correctly represented in the model (see S&cdprthus, we did not
considery-ray deposition for now. As can be seen in Figdrg the fraction ofy-rays that

are deposited above 10 000 knis is small enough for this approximation to befsuent.
Therefore, models of early epochs until around maximum will not be seriotiggtad

by this approximation. Nevertheless, for a more detailed analysis — in particular for later
epochs — this deposition will have to be considered. Additionally, the non-thermal excita-
tion fromy-rays may #ect the appearance of spectral featukezMma & Franssorl992
Eastman & Pintd. 993 Hoflich et al.1995.
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5 Steps toward a consistent description
of NLTE in supernovae

5.1 The starting point

As afirst step, basic modifications to the NLTE code were necessary to incorporate supernova-
specific requirements in the description of the physical conditions.

Density and radius

A basic modification was to add a routine to read in the hydrodynamic structure from the
data of an external explosion model. In all cases a homologous expansion law is assumed,
which is justified as soon as the interaction between particles is negligible and the matter
is freely coasting. This means that the velogitg proportional to the radius:

dv
— = t 5.1
vocr = ar cons (5.1)

Consequently, the velocity coordinate is independent of the time after explosion and is
more useful for the description of the density and abundance profiles than an absolute ra-
dius coordinate. The other benefit of this simple relationship between radius and velocity
is that the Doppler-shift of a photon between two volume elements is time-independent.
Alternatively, mass shellf mdr are also used, in particular for the description of hydro-
dynamic properties of explosion models.

The most commonly used explosion model for spectral fits of SN la is the one dimen-
sional, parameterized W7 explosion modgb(oto et al.1984 Thielemann et al1986.

The density of the explosion model is read as a function of radius or velocity and, if re-
quired, homologously expanded to the desired epoch. The only parts of the hydrodynamic
structure that are visible in the spectrum are those that lie outside the boundary where the
spectrum becomes optically thick; thus, it is not possible nor is it necessary to calculate the
radiative transport for the entire object. The radius grid has to extefidisatly deep into

the ejecta to ensure that the choice of the innermost point does not influence the emergent
spectrum. As discussed in Sectidr, this choice is not straightforward in SN la because

the “photospheric” radius is not as clearly defined as in a stellar object and varies strongly
with frequency.
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5 Steps toward a consistent description of NLTE in supernovae

Composition

The next basic modification to the NLTE code was to implement the possibility of varying
the composition within the ejecta, a situation that essentially never occurs in stellar winds.
A stratified composition has been implemented; however, most testing has been done us-
ing a homogeneously mixed composition because for the first step a stratified abundance
adds additional complications if layers with significantlffdient abundances of elements

(in particular iron group elements) cause large jumps in the radial opacity distribution.
These jumps may result in additional numerical problems that can only be solved if the
homogeneous composition works reliably.

For models of epochs around and after maximum light, ffexts of a stratified composi-

tion are generally small because overall the outer low density layers do not influence the
spectrum anymore. In such epochs, only a few specific line features require a stratified
abundance set to fit the correct widths (M. Stehle, priv. comm., see also CBapter

Number of ionization stages

In spite of the much larger temperature range in hot stars, the number of relevant ionization
stages that need to be considered simultaneously is smaller than in supernova. This is due
to the much steeper density increase in the photosphere of stars, which keeps the degree
of ionization low even at high temperatures. In the Saha equation (cf. 32) the
occupation of the lower ionization stage has a linear relationship with the electron density,
but an inverse relationship with the temperature.

In the standard version of the WM-basic atmosphere code, only the three dominating ion-
ization stages for each element are chosen for the calculation. For supernova models this
has been increased to four, and up to five simultaneous ionization stages.

First results

Figure5.1shows the synthetic spectrum of one of the first models obtained after the basic
adaption of the new code version. This model uses the W7 density stratification with a
homogenized composition that roughly follows the W7 composition in the outer layers.
It can be seen that the synthetic spectrum follows the observation reasonably well con-
sidering that this was not intended to be an exact fit to this object; the idea was rather to
set up a model as a starting point for further analysis. For comparison, Fdlsbows

the spectrum obtained from an earlier version of the codedaytdrach et al199 who
investigated the line blockingtects in the UV. (Note the logarithmic scale in this plot.)
Even though the model in Figuge1l already looks like a reasonable fit, some significant
problems are visible in the spectrum. In the red and infrared wavelength bands, beyond
the strong Sir feature, the model shows significantly more flux than the observation; in
particular, it is not able to follow the slope of the pseudo-continuum in this region. Also
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Figure 5.1: Synthetic spectrum compared to the observed spectrum of SN1992A at
5days maximumkKirshner et al.1993. Some important ions contributing to particular
features are indicated.

the absorption features a#500 A appear to be too deep in the synthetic spectrum or, with

a different interpretation, the peaks are too large. (The absolute scale of the flux is not so
strongly constrained. It is primarily set by the distance of the object, which is usually not
known to better than a few percent.)

The interpretation of these problems is that the model fails in wavelength regions where
the opacity is dominated by electron scattering throughout the ejecta. In such wavelength
bands, the radiation that emerges at the outer boundary of the model is almost entirely
determined by the assumption that it is used at the inner boundary: Thomson scattering
only afects the direction of the radiation, but not its spectral properties. This means that
all radiation observed at these wavelengths in nature has to be generated by a comparably
small amount of true processes relative to pure electron scattering.

It is worthwhile to note that theftset in the red part of the spectrum is a problem that
also occurs in the work of other groups usinffelient approaches. For example, see the
discussion irStehle(2004 who adopt a fixed photosphere with a Planckian continuum at
the lower boundary. The problem is also visibleNogent et al(1997 andLentz et al.
(2001 who use a more elaborate method for the solution of the radiative transfer than
Stehle(2004). They consider the-ray deposition within the atmosphere, which partly
covers the ffects of the inner boundary because the total luminosity emitted there is only
a fraction of the total luminosity emerging from the outer shells.
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Figure 5.2: Synthetic spectrum of SN1992A IBauldrach et a(1996.

5.2 A modified inner boundary for the radiation transfer at
NLTE conditions

5.2.1 The “photosphere” of SN la

A major difficulty in constructing a consistent radiative transfer model for a SN la is that
the ejecta do not have a clear boundary like the photosphere in stars. The stellar photo-
sphere is formed due to the exponential density increase at the bottom of the atmosphere.
This forms a well defined radius because large optical depths are reached in all wavelength
bands within a fairly short distance — mainly due to continuum opacity (free-free and
bound-free). In all explosion models for supernovae, the ejecta show only a moderate in-
crease of density toward the inside. Consequently, the radius at which significant optical
depths are reached depends strongly on the wavelength. Fdushows the radius at
which the optical depth on the radial ray becomes larger than unity as a function of wave-
length for three dterent objects. The left panel shows the clearly defined photosphere of
a stellar atmosphere. In contrast, the “photosphere” of a SN la has a wide range of radii. It
reaches far out in the UV wavelength regions where the lines of low metal ions dominate.
The optical depth in red wavelengths of about 5000 A where only a few lines are present
is mainly due to electron scattering; = 1 is barely reached at all. The middle panel
shows the situation in a Type Il supernova where the presence of the hydrogen and he-
lium continuum provides a clear photosphere except in the UV region where the lines start
to dominate the continuum further out. An additional complication for radiative transfer
models of SN la is shown in the right panel. The prominent peak8800 A are due to the

Cau IR triplet. These lines dominate the opacity throughout the atmosphere. Due to the
Doppler-shift of the lines, at a given wavelength the opacity can be largest in the middle of
the radius grid and drop in both directions. In addition, the overall line opacity is lower to-

82



5.2 A modified inner boundary for the radiation transfer at NLTE conditions

100F

:1)

r(r=1)

- N W s U0 O
T T T T

r(r

| |

1000 2000 3000 4000 5000 2000 4000 6000 8000 10000 12000 2000 4000 6000 8000 10000 12000
A A A

Sl

Figure 5.3: The radius (in units of the innermost radius) at which the radial optical depth
from the outside in becomes larger than unity as a function of wavelength. The left panel
shows the clearly defined photosphere of a stellar atmosphere (with the exception of a
few strong lines). The middle panel shows a SN Il atmosphere that contains hydrogen
and helium. The right panel shows the situation in a SN la. (The radii have not been
interpolated for this plot, thus at each wavelength, the first optically thick point from
outside is plotted.)

ward hotter and denser regions because the lower ionization stages have significantly more
lines than higher ones. Figuse4 shows the logarithm of the total opacity as a function of
velocity and wavelengths for a SN la model (epoch: 25 days after explosion).

5.2.2 Diffusion approximation at the inner boundary

A significant problem for numerical radiative transfer models arises when solving the
transfer equation. To solve the equation, a boundary condition at both sides of the com-
putational grid has to be specified. At the outer boundary, the condition is that there is no
incoming radiation and thuls = 0. At the inner boundary, however, one has to specify
the spectral characteristics of a radiation field that is consistent with the physical condi-
tions at this region of the atmosphere. In a stellar photosphere, this boundary is clearly
defined because the system reaches LTE conditions, which constrain the radiation field
solely by macroscopic thermodynamic quantities. The conditions inside supernova ejecta
are far from thermodynamic equilibrium, thus there is no clear analytical solution that
would specify this radiation field. In addition, the properties of the ejecta are such that it
does not help to just choose a smaller inner radius because the density increases too slowly
to reach LTE conditions over the entire spectrum. In addition, one would also have to take
into account the time-dependent trapping of photons in the wavelength region with large
opacity if the mean escape time of photons increases to on the order of the expansion time
scale.

The ejecta of early SN la form an intermediate object between an extended stellar atmo-
sphere and a planetary nebula. For both extreme cases the choice for the inner boundary is
clear. For the star, the LTEf@lusion approximation (cf. Sectidh2.4) is a suitable choice.

For a gaseous nebula, the incident radiation field from the illuminating star naturally de-
fines the radiation field at the inner boundary. In SN la neither of these choices can be
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5 Steps toward a consistent description of NLTE in supernovae

Figure 5.4: Logarithm of the total opacity in a SN la model (sampling iteration) versus
velocity and wavelength. Note that the line opadscreasesoward the inside (front)
because higher ionization with less lines stages dominate.

strictly applied.

In the following, we describe a method that allows some of the major assumptions that
enter into the derivation of the fllisive inner boundary to be dropped and that includes
some &ects of NLTE.

The commonly used boundary condition for the radiative transfer is derived from the Ed-
dington approximation, which is suitable for LTE conditions. To solve the equation system
of the ray-by-ray solution, as discussed in Sectladhl, one has to make an assumption
about the incoming radiatiol} at the core. It should be chosen such that it describes the
radiation field under the present physical conditions as accurately as possible. Ideally, the
expression for the boundary equation is an analytic extrapolation of the radiation field at
the innermost points.

Applying a harmonic expansion fot leads to the expression (see, elgamraningl973

1" (v, 1) ~ 190v) + 11(v) = 19v) + 3uli(y) (5.2)
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5.2 A modified inner boundary for the radiation transfer at NLTE conditions

where the zeroth terdP(v) is isotropic and the first term has an angular dependence pro-
portional tou. Sincel® has the characteristics of a flux, we defld&(v) = 11. (Note that
this expansion also implies that théterm is assumed to dominate over the first term.)

To get an analytical expression for the two terms, the Taylor expansi6p fofr larger
(see EQ.8.40 in Section3.2.4 is used

oz 0B(1y) (7, - )
SV(TV) = Z(Z) OT(”) n! (53)

which leads to the terms

0y 1) = Oy — 19B(TM) _ 11 6B,dT
C)=BM and 1) =H) =3 == 64

The expansion Eq.5(3), and therefore Eq.5(4), is applicable if the radiation field is
thermalized (i.e., the mean free paths of photons are much shorter than any significant
hydrodynamic length scale). In SN la, however, we know that this condition is not fulfilled
over the full spectrum. Hence, the use of Eg4) leads to incorrect spectral properties of

the radiation field at the inner boundary. The inconsistency between the radiation field and
the physical state of the matter caused by enforcing a thermal radiation field at the core
boundary leads to spurious results in the rate equations and, in particular, in the heating
and cooling rates for the temperature determination. This inconsistency partially resulted
in convergence problems in the temperature iteration. Therefore, part of this work focused
on deriving an analytical expression for the radiation field at the inner boundary that more
accurately agrees with the physical conditions in SN la and reproduces a better slope of
the pseudo-continuum in the red and infrared wavelengths.

In the standard implementation, the (lower) boundary equations for the ray-by-ray solution
(core rays) is (cf. EqQ.4.28)

du +
e LS [T —u (5.5)
and the solution of the moment equations Eg58
fqJ 1 -
L =R [ 17— e (5.6)
dT Tmax 0
are therefore given as
du = 194 3uH — u(rmay) (5.7)
dT Tmax
d(;gJ) = (%Io + Ho) R — h(tmax) I(Tmax) (5.8)

with all variables named as in Sectidri.], omitting the index.
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5 Steps toward a consistent description of NLTE in supernovae

Flux correction

To constrain the total flux at the inner boundary, the frequency integrated inps@oﬁd&dv
is compared to the total input fludg = L/(167°R?) giving a (frequency-independent)
scaling factor foH?(v) (seeMihalas1978 p.252)

L

Ho 1672R2
- - . (5.9)
10 dr (1 dB,(T)
b Hd -G LSy

In the formulation of Eq.§.4), this dfectively represents a correction to the temperature
gradient between the first two radius points. (In Secticgh3the temperature of the inner-
most point is directly determined from the flux-correction factor.)

With respect to the moment equation for the flux at the inner boundary, however, it has to
be noted that the derived flux is actually

H,(R) = fl(|3 +3uH?) pdu — h,J, = HY + (319 - h,J,). (5.10)
0

Thus, constraining the flux by adjustitf only with respect tdo implicitly assumes that
the second term in Eg5(10 vanishes, which requires

JR=11=B, and h,=1 (5.11)

As can be seen in Figur5, even for the D40 star model (cfPauldrach et al200])
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Figure 5.5: The term% B, —h,J, at the inner boundary (see texteft: O-star model D40
(Pauldrach et aR001J); Right: SN la model. Note the ffierenty-scales in these plots.

this condition is not exactly fulfilled. In that case, even though the deviations are certainly
negligible, there is a much strongefect in SN la (left panel in Figurg.5) leading to a
significant discrepancy betweétC and the actually derived flux. For the modifications
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5.2 A modified inner boundary for the radiation transfer at NLTE conditions

proposed in the next section, the level of consistency has to be such that fleete e
cannot be neglected. Therefore, the correct flux correction factor has to be

o~ Jo (312-hJ,) dv
fOOOHQ dv .

With this formulation, it is now possible to achiei# = 1 andthe correct flux at = R.

FC = (5.12)

Note, the expression Edh.(LQ implicitly contains the assumption of thermalization; only
then is the degree of isotropy given that is necessary to make the expansiobiZeq. (
meaningful, neglecting quadratic and higher order terms.

5.2.3 | for a non-thermal radiation field at the inner boundary

In this section, we will consider modifications to the inner boundary that allow deviations
of the radiation field from thermal equilibrium conditions, which better reflects the phys-
ical situation in SN la. This becomes increasingly important for models of later epochs,
as long as the luminosity emitted at the boundary is still significant compared to the flux
originating from they-ray energy deposition above that boundary.

All modifications have to be carried out in such a way that, in the limit of LTE-conditions
at the inner points, the standardfdsive boundary condition Eqg ) is retained. While it

will not be possible to determine a boundary condition entirely free of analytical approxi-
mations because the model would be ndlisiently constrained, some of the assumptions
entering into Eq.%.4) can be released withouffacting the stability of the solution.

Starting from Eq. %.2) one can release the assumption of strictly thermal conditions by
allowing deviations of the termi€(v) andl 1(v) from the Planck function. Thus, instead of
Eq. 6.4 we set more generally

I = 3%+ 3uH? (5.13)
with an intensity termd? and a flux termH? to be determined as follows.

Instead of the expansion &,, we now start from a general expression for the source
function, which explicitly takes into account a contribution from Thomson scattering

_ XThoms
SV = (1 —ﬂy) Bv +,8JV W|th ﬁv = W (514)
From the moment equations in spherical symmetry BiRgj, one then gets

Plafd) _@a-8); &
2 (3,-B) (5.15)

which can be solved analytically by rewriting it to

2 — ~ ~
d (qv fv (jv - év)) = 1qv ﬁv (qv fv (Jv - Bv)) (516)

a2
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under the assumption that

o .

qu—jVBV =0 and B const (5.17)
d? it

The first assumption can be justified by considering only up to first order terms in an

expansion ofg, f,B, in 7,. The second assumption is not strictly fulfilled, however in

practice a representative mean va{([la— B)/ (02 fv)> is used. The general solution fdy

in Eq. 6.16 is then derived to

18y

afJ, = qfB +C, e <qgfv >%V +C/

v

16y \~ ,
B, + o e <q§€” >Ty + <
" g fr2 g, f,r2

= J,

(5.18)

with integration constant§, andCj, to be determined. Given the condition thats" oo,
J, = B, has to be obtained. It follows th&, = 0.

Using this result to determine the flux tetd? from the moment equation Ec3.87)

d(qf,J, .
% = _Hy (519)
leads to
o d d 18\~ )
0 _ 2 _ 2 14 5 fy
HO = d—%v(qvar J,) = d—%v(qvar B,)-C, < 2t >e LA (5.20)
For the first term one derives the expression
d 2 3 d(r?qg,) 5 (df, dB,
d—%v(qvar B) = & B | B g
3f, -1 df dB
= - - - Bv fv . 2 %
{ ( Gt dfv) ’ d?v}r |
3f, -1 df, dB, )|
= {—( o - d_TV) BV + fyd—‘rv}r (521)

making use of the definition of the sphericality factpr(see Eq. 8.33)

dr?g,) . , 3f, -1
a @ rf, -

Note that the last line in Eq5(21) contains only derivatives im,, not 7,, becausey,
cancelsind, = —q,y, dr.
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Next we consider the integration const@htin Eq. 6.18. This constant can be obtained
by considering that in the outer part of the atmosphere

. H ~

(o) = =%| =2 for 7To(v) <1 (5.22)

Jy Iz,
holds and therefore it follows that
T/~ s dqv fvjv
I(To() = Ju(To) — =
TV

(5.23)

Inserting the result of Eq5(18 into Eq. 6.23 gives

B, (fo(v)) + (q & e <q o >TO(V) -

v v)‘ro
—B,\ )
- jy(T0)C, <1q2fﬁv>e <q§fV> ° (5.24)

d(af,B))
dr,

= Jv(%O)

and hence the expression oy

B0 + 10D CEH| T
C, = fo g\t for 7o < 1. (5.25)

(37);, * (7o) < f>

In practice,rp has been chosen so that, at the corresponding depth point, the radiation
field is not entirely decoupled from matter (e.gp, < 0.1). This is necessary so that the
temperature iB, (T (7g)) at this depth point is still meaningful to characterize the radiation
field. Using the result of Eq5(21), C, can be expressed as

~ . (df, f,— = T =
. ( (%0)? { i, (d—n _ ?’X_rl) - 1};0 B, (7o) + f,(%0) %LO o <;§€; >%o(v) (5.26)

(gke)s, + v(Fo) y(52)

As a further approximation we adopt an expansion/infbr f, assuming thaf, — % for
T, — oo t0 avoid mixing terms of& andf, in Eq. 6.20:

I ey o i s27)

fV(l/TV) ~ % dTV

(l/ v)
Introducing this in Eq.%.20 together with Eq.%.21) gives a new expression for the flux at
the inner boundary that has the form of the origin&idiion flux plus additional correction
terms that vanish for large optical depths and an isotropic radiation field:

ﬂ;v
T RN (R
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5 Steps toward a consistent description of NLTE in supernovae

In the radiative transfer code, a slightiyfidirent form was used by solving E&.27) for
% since the gradient of the Eddington factor is numerically less accuratef tli@elf

df, _
e (3-h)nt (5.29)
This leads to the alternative form of
dB, (1 1 3 C, [[1-8/\ - <15’3V>%v
0 _ v - - v v asfy
H, =f, ar, + (3 fv)(TV +)(VR) B, = < 2, >e . (5.30)

From Eq. 6.18 and Eq. 5.30, the final expression for the intensity at the core is then

1By \~
o,
|+ = Bv + v > e wh +
ay for

v

dB, (1 1. 3 C, [/1-8,\ - <12—’i>
o+ - b= +—=|B - = - W (5.31
o " dry +(3 )(TV +XVR) R < 9 f, >e -3

5.2.4 Discussion and interpretation

The isotropic terms in Eq5(31) represent the standardftision approximatiorB, plus

a correction term. Because in the enumerato€ofn Eq. (.29, the B,-term generally
dominates over the derivative term, it follows ti@t < 0. ThereforeJ? derived in this

way will be smaller than for the standard formulation if the optical depths are low enough
for the additional term to takefiect. This complies with the aim of diminishing the input

of radiation at the inner boundary at wavelength regions where the opacities are too low to
maintain thermal conditions. For large optical depths, the exponential function brings the
second term to zero and retains the standgrterm.

The flux part of Eq.%.31) also approaches the form in E§.4) becausd, — % for large

7; in this case, the second and third terms will also vanish. Note that due to a negative sign
of C,, the flux term may actuallijncreasecompared to the original version. Physically this

can be understood by recalling that a lower local radiation flelt the inner boundary has

to increase the nonlocal part (i.e., the flux). In the models of early epochs considered here,
the first term dominates the boundary condition. Thus, the form3EgL)(overall reduces

the flux emerging at the outer boundary. For later epochs where the local contribution to
the radiation field decreases, the situation may becoffiereint. In that case, however,

the main contribution to the radiation field will be generated from the energy deposition of
vy-rays anyway and the radiation from the boundary becomes insignificant. In this work,
the late times have not been considered in more detail; however, this expression provides
an analytic approach for further investigations in that direction.
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5.2 A modified inner boundary for the radiation transfer at NLTE conditions

An alternative for the zeroth term

An alternative to the analytic expression E§.1@ for the isotropic term? can be used
noting that one can directly emplay, at the inner boundary that is obtained from an
iteration cycle between the ray-by-ray solution and the moment equations. (This iteration
is done anyway to determine the Thomson emissivity.)

In the solution of the moment equations, one can solve for this term implicitly by writing
the boundary equation as

d(f,ad,) _

i3y OR2 _h,J
d7, 3J, + HOR* - h,J, (5.32)
d(fégi\]‘/) B (% - hv) jv = HSRZ for 7,= TTaX' (5.33)

An equivalent expression for the ray-by-ray solution is not as straightforward and leads
to inconsistent results fad, in the iteration. Therefore, in the ray-by-ray solutial,
resulting from the moment equation is used explicitly in the boundary condition and is
iterated.

Effectively, this means that the inner boundary is less strictly constrained, which bears the
danger of numerical instability. To ensure that the boundary condition is still well behaved,
this modification has been studied on simple test models before applying it to the radiative
transfer code where coupling of too many quantities makes the study significantly more
difficult.

A set of diferent situations is shown in Figuset. The basic parameters of this toy model

that are not changed are the Thomson-opagity= 1 and the background opacity (con-
tinuum) y. = 1072 with a corresponding source functi® = 1. The line has a source
function ofS) = 5. The zeroth term of the traditional boundary condition i 8et 10 for

the first three models arld = 2 for the lastHg is set equal to 0 in all cases. The radiation
field is obtained by an iteration of a ray-by-ray solution with a solution of the moment
equations in spherical symmetry. A Feautrier scheme similar to the one in the radiative
transfer code is used. Generally, in the main code, convergence is obtained within less than
15 iterations — depending on the physical conditions and, in particular, depending on the
relevance of Thomson-scattering. (For comparison, the iteration for Thomson-scattering
alone usually converges withia 5 iterations.) All plots show the comparison dfas a
function of radius obtained from the solution of the moment equations. The result from
the traditional choice of settinf = const (in practice= B,) is shown with “” symbols

in red. The result using® = J is shown in blue with diamonds. The black dash-dotted
line is the true source function (line and background). The upper left panel in FBdiire
shows the situation for an optically thick line & 5). Here the modification only influ-
ences the radiation field in the inner region as the emergent radiation is entirely separated
from the inner region by the line. In the inner regidnis significantly larger than in the

old treatment even though the physical conditions cannot cause this increase in intensity
(because of the low true opacity). However, in this situation the significant shortcoming of
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Figure 5.6: Toy model for the new treatment of the zeroth ternt‘ofit the inner bound-

ary. The line with %” symbols shows the traditional settin§ = const& B,), the line

with diamonds shows the new treatment (see text). The upper left panel shows the case of
an optically thin model (line and continuum) whete £ 0.001). The upper right panel
shows an intermediate casg & 0.2). The lower left shows the optically thick case

(r) = 5). The lower right panel shows a situation where the method would overestimate

in the inner region. (Her§, is chosen to be larger thaf at the inner boundary.) These

are cases where the application of an iterative determinatiof fafls and is therefore

fixed to a value of a previous frequency point (see text).



5.2 A modified inner boundary for the radiation transfer at NLTE conditions

this method becomes apparent: in realityshould drop tc%S| toward the inner boundary
because the absence of emission toward the inner region means$ tadl. The model,
however, &ectively setsl* = |~. Unfortunately, this situation occurs quite frequently

in SN la: at each frequency point where the opacity at the boundary is low but increases
outward due to a line being shifted into that frequency by the large velocity gradient. If
this is not prevented by an additional correction, the artificial emission builds up in the
iteration between the moment equations and the formal ray-by-ray solution. Eventually, it
also dfects the rate equations and the temperature in the inner region.
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Figure 5.7: The radiation fieldl, at the inner boundary for fierent treatments of the
intensity term inl*. The dotted green line shows the radiation field for the uncorrected
iterative method, which produces large artificial peaks at wavelength points where a line
is present further outside within a smalinterval. The solid red line represents the new
method including the correction for those wavelength points. The dashed blue line is
calculated with the traditional treatment of the inner boundary. One can see clearly that
the new method significantly reduces the radiation field in the red part of the spectrum.
For better comparison, all three models are shown after a few iterations before the first
temperature update.

As afirst step to correct this behavior, criteria have to be established to determine when a
correction should be applied. No correction is needed if the continuum is optically thick
or if the local opacity at the first two radius points is large (e.g., strong continuum or if a
line is present). Another criterion has to include a comparison of the local opacity to an
average opacity over a referenaB-step. If the average opacity is higher than the local
opacity, a line is likely to be present further out. The referenRas chosen according to

a stepAr. > 3 for pure continuum opacity (true and Thomson). The exact conditions for
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Figure 5.8: As in Figure5.7, the radiation field), at the inner boundary for fierent
treatments of the intensity term Ifi. In the models shown here, however, the modified
Feautrier scheme (see Sectwd) is applied. In general, this causes the artificial peaks
to be smaller.

the correction used in the current implementation are listed in Tatle

Secondly, a suitable correction has to be used for the respective frequency points. We
found that a suitable approach was to use a fixed vilue J,» with J,, beingJ, of the

last (redder) uncorrected frequency point. To prevent excessively large valugsifior
frequency regions where many subsequent points have to be corrected, an upgieatcut-o

B, is applied.

Figure5.7 shows the radiation field, at the inner-most grid point for the case where the
new method is used with and without correction (red solid line and green dotted line, re-
spectively). The third model shown in Figube7 uses the standard boundary condition
(blue dashed line). One can see that the uncorrected new boundary treatment produces

Continuum: Te(Ref) < 10
Local y: YODR2)-RA) < 6
Comparison line-continuum: Terl(Reei2)/Tc(Rref2) = 3
Comparison local to average 7¢.1/(x(1)(Ref — R(1))) > 1

Table 5.1: Conditions for the correction of enhancdd at the inner boundary. The
reference radiuRs is set to the radius ofress * 2/3. Reeo refers to the radius where
7e+1 = 3. All T values are derived radially from the inside outward.
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Figure 5.9: As in Figure5.8 the radiation fieldJ, at the inner boundary, but with the
full new I* treatment (intensity and flux-term) compared to a model using the standard
diffusion approximation. Although the modified flux term increa3em the red part,
overall it results in a decrease &§f compared to the old treatment.

large artificial emission peaks. These peaks occur at wavelengths where a line is present
further out within a smalt-interval. The peaks are actually increased by an additional ef-
fect caused by the treatment of the line emissions in the Feautrier scheme (discussed in the
next section). If the modified treatment proposed there is also applied, the peaks, which
are still visible in the corrected model become less severe. (This also applies to the uncor-
rected model; thus, the correction of the boundary condition has less significance.) Fig-
ure5.8shows the same models as in Fighré but calculated with the modified Feautrier
codficients of Sectior®.3.

Figure5.9 shows a model derived with the application of the full neéwn comparison to
a model using the standarditlision approximation. Note that the flux-term E§.30 in-
creased, compared to Figurb.8 however, the overallféect is still a decrease of radiation
in the red wavelength-bands.

Additionally, Figure5.7 and Figure5.8 show clearly that the characteristic of the radia-

tion field is far from Planckian, which causes the standafiiision approximation to be
unsuitable. It also can be seen that the new method produces less radiation in the red and
infrared region compared to the old boundary treatment.

Figure5.10shows a comparison of two test models with the old and the new treatment of
the boundary. One can see that in the red wavelength region, the radiation field in the model
using the new method is slightly diminished compared to the model using the standard
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5 Steps toward a consistent description of NLTE in supernovae

procedure. A direct comparison, however, ifidult because the treatment has significant
influence on the occupation numbers, the ionization, and the temperature structure, as can
be seen especially in UV part of the spectrum.

12
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Figure 5.10: Comparison of two test models using the old and the new treatments of
the inner boundary. One can see that the flux in the red wavelengths is diminished in
the model using the new boundary treatment. Note that the two models are not strictly
comparable because the occupation numbers, ionization, and temperature structure adjust
differently.

5.3 Self-absorption of lines in the Feautrier scheme

As mentioned in SectioA.1.], the Feautrier scheme for the solution of the radiative trans-
fer leads to dficulties if used for physical conditions where the opacities and emissivities
have strong variations at adjacent depth points.

In the Feautrier scheme, the total source functions are evaluated on the respective radial
grid points. This fectively sets the entire emission of an interval on that grid-point,
while the transport cdiicients contain the absorption over an interval between grid points.
Consider the situation where one grid point with low opagitywhich makes the source
functionS; at this point meaningless). We further assume that the adjacent poinhas

a large opacity;_1 and source functio®i_1 (e.g., by the presence of a strong line). In
reality the emission from a line occurs at a distance\here the line becomes optically
thick r > 1, which means that the low opacity point would “see” the source function of the
line at the point wherAr > 1 is reached. The numerical solution, however, systematically
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5.3 Self-absorption of lines in the Feautrier scheme

underestimates the radiation being transported from the peirt into the low opacity
regioni. This dfect can be understood as follows: recall the general structure of the
equation system solved (cf. Sectiéri.]):

aiUi—1 + b + Giuiz1 = GiS; = k; (5.34)
where the coicients are such that
bi =g —a - G. (5.39)

The codficientsg andc; relate to the transport over the intervali[- 1] and |,i + 1]
respectively, whildy andq; describe the local grid point Thus the former are functions
of the “remote” optical depth intervalr" = xi;.1Az .1, While g; is a function of the
“local” optical depth intervalAtj = xiAZ1-1:

-1 -1
a=(Ar) . G=(Ar")". g=An, and bi=g-a-c.  (5.36)
Let us now consider the extreme case of a single line in a low opacity environment by

settingSi_1 # 0, xi-1 # 0, Sj<i — 0, andyj<; — 0. For the cofficients in Eq. $.34) this
means that

Aty > 1 = a —0
A <1 = G >1
Ati —> 0 = g—0
= b = —c. (5.37)
Therefore, the equation fax is
Ci
U = _Hui+l = Ujs1. (5.38)

All points j > i —1 decouple entirely from the point- 1 and accordinglyy; is determined
by whatever else is emitted. Figubell shows this example; from the left, an incident
“core” intensity is assumed, whereas the right boundary has no incoming radiation.

For this example, two models have been derived: one in high resolution where the nu-
merical solution should be close to the exact one because the run of opacities is smooth
enough, and a second low-resolution model that corresponds more to the conditions
present in the radiative transfer solver used for the sampling method (cf. Séctidn

The high-resolution model assumes a Gaussian profile for the line, which is represented
by a single grid point in the low-resolution model. The opacity at that point is chosen
such that the optical depth through the radial interaction zone is the same as for the highly
resolved model. The opacity distribution of both models on the ray are shown in the lower

1The condition for the standard Feautrier solution to be accurate is actuallythatl.
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Figure 5.11: Toy model to illustrate the problem of self absorption in the standard
Feautrier scheme for a singteray (see text). The lower panel shows the opacity distri-
bution for this model. The opacities of the models are chosen such that the same total
optical depth over the entire radial interaction zone is reached. The upper panel shows
the u function derived from the standard Feautrier solution using an incident intensity
I* = 4 from the left side andl™ = 0 on the right side. The black lines denote the run of
the Sjne.

panel. The upper panel shows thdunction derived from the Feautrier algorithm de-
scribed in Sectiort.1.1and the adopted source functi®j,e = 2 in the line for both
models (black dashed and dotted lines). For the left side, an incident intehsity was
assumed, while the right side h&d = 0. The red line denotes the solution of the highly
resolved model and follows what one would expect for that case theoretically: within the
optically thick lineu approachesSiine, While on the right side it reachcﬁpnne because
u=2(1" +17) = 3(SineAt + 0). Accordingly, on the side where an incidétitis present,

the result is half way betwedn andSjine (U = %(I* + SjineA7)). The blue line with the

bullet points shows the solution for the model on the coarse grid. (The values are only
derived on the grid points as indicated; the connecting lines are just for better visibility.)
As can be clearly seen, on both sides of the line the solution significantly underestimates
the radiation field compared to the exact solutioffe&ively, the line emission is not rep-
resented in the transport at all because the solutions outside the line are only coupled to the
boundary points. Of course an extreme case like the one presented here will rarely occur
in real models because the continuous opacity will usually smooth out the profiles and also
prevent zero opacity at some points. However, in particular for supernova where the line
opacity dominates the total opacity over almost the entire spectrum, cases similar to this
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are more likely to occur. Here the standard solver will systematically underestimate the
radiation field in the (radial) gaps between lines and toward the outer boundary, leading to
a loss of total radiative energy that is not represented in the rate equations. Note, that this
only affects the transport in our method | for the radiative transport. The detailed solution
is derived on a micro-grid that resolves the line profiles in smalkteps and therefore
doesnot sufer from this problem.

5.3.1 New Feautrier coefficients

The correction method should noffect the transport of radiation through a grid point.
Additionally, the solution has to remain unchanged for a smooth, continuous run of opaci-
ties because these cases are correctly represented by the standard scheme. Additionally, at
high grid resolution, both the new and the old scheme should agree on the same solution
because in the limit of infinitely small intervals the standard method approaches the exact
solution. We found that the first constraint strictly excludes any modification of the trans-
port termsa; andc;. Therefore, the only remaining option is to adjust the source terms and
theb-codficient. The conceptis to correct the intensity derived at a particular grid point by
adding an additional contribution from the emission of adjacent grid points. The amount
of correction has to be a function of the locet; and the respective remoter;". Thus,

the following approach for a new cfiieientb; and the right-hand side of Eq. 6.34) has

been made:

ki = GSi+&S+§ S (5.39)
bi O—a—G+& +& (5.40)

with correction functiong:™ = &*(At;, At") to be determined. The source functi@isare
taken to be the (total) line source functiofige/ xiine at the respective point to ensure that
the correction does noffact the continuum transport. To obtain the originalfiognts of
Eq. @.17) in Sectior4.1.], the system Eq5(36) has to be divided by;. Thus, coéficients

A andC; in Eq. @.24 remain unchanged, whilB; and the right-hand sidK; acquire
additional terms:

A = —(xi@a -z X1 (@ - Zi—l))_l (5.41)
G = (b (@ - 2-0) Giesi G~ 2)) (5.42)
B = 1-A-C+(bia-21) (& +§) (5.43)
i = Si+(3i@a-2) (S0 +&S0). (5.44)

The codficients at the boundary conditions have to be adjusted accordingly using the cor-
responding adjacent interval.
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Moment equations

In the solution scheme for the moment equations B9 and Eq. 4.50, a similar
method has to be applied. For consistency with the ray-by-ray solution, the correction
termsé*u; are integrated over du introducing a factoh! = f U (u)u du/J; analogous to

hin Eqg. @.59. Here, however, the numerical integration fohas to be performed using
integration weights on the respective grid point instead of the weights on the intermesh
points used for the flux integration. Eventually, one derives the neificeats for the
system Eq.4.49 to be

R —— fis10ivs (5.45)
SXi (M1 = Ti—1) Qi1 sz = 1i)
o fi-16i1 (5.46)
xi(Mis1 — ri—a) 0y j_a(ri — ri-1)
fig ( 1 1 )

B = — El— 5.47
2xi(rien — ricg) \@ippi(fies = 1) Oioa(ri — rica) * (547)
+(@=B)+ (bt —ri0) " (& + &) Rir? (5.48)

K = S+ 3(& Sl +&S) (Bl - rifl))_lriz' (5.49)

The first order boundary conditions for the system remain unchanged because no source
functions enter here.

Correction functions  &*

Now that we know where the correction is to be applied, suitable funcffoiisat depend

on the opacities in the “local” and “remote” intervals have to be found. Correction is only
needed for the case where the respective remote and therladarval are low. In this
case, if the line source functidsi of the adjacent point is large, the emission of the local
point has to be enhanced. In addition, the correction function has to drop to zero for large
“remote” At faster than the JAr-terms in the transport cicients.

A possible choice for thé-functions that has been found to provide the desired properties
is

& = (1 _ e—/?ﬁne(Zi—Zi-l))z g AT

g = (1-etin@ia)etn (5.50)

with the averaged opacities _ _
Xine = 3 (1" + 115) (550)

andAr; = )(i%(ml — z_1) as before. The quadratic term in E§.§0 vanishes if the line
opacity in the interval is small, indicating the absence of a significant line at the next grid
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5.3 Self-absorption of lines in the Feautrier scheme

point. The power of 2 is necessary to ensure that this term drops to zero faster than the
corresponding transport cieient~ 1/Az. If a line or strong continuum is present at the
current grid point, the second term becomes zero avoiding additional emission in a center
of the line.

5.3.2 Simple test cases and application of the new Feautrier coefficients

To test the properties of the new d¢heients, a variety of dierent situations have been
simulated before the application in the actual transport code. Figti&shows the same
models as in Figur®.11, but with the correction applied. As can be seen here, the so-
lution on the coarse grid corresponds much better with the high-resolution model, which
remained unchanged as desired.
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Figure 5.12: Single-ray models corresponding to Figlré1with the £&-correction ap-
plied. While the high-resolution model remains tfieated, the model on the coarse grid
now reproduces the analytically expected result much better.

To estimate the quality of the correction in realistic models, situations with continuum
opacity (in particular including Thomson-scattering) also had to be investigated. The toy
model had to be extended to a spherically symmetric model for two main reasons. First,
the determination of the Thomson-emissivity requires the knowledge of the mean intensity
J. Second, we wanted to see theeet on the angle-integrated quantities.

Figure5.13shows a selection of situations that have been simulated using this extended
version. All low-resolution models use a uniformly spaced radial grid with 41 grid points
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Figure 5.13: Spherically symmetric test models for the corrected Feautrieficimnts.

In all models the incident intensity at the core was setto= 4, while at the outer
boundary no incoming radiation was assumed. In each figure, the upper panel shows
the uncorrected models and the lower panel shows the same setup with the correction
applied.a: Optically thick line @ne = 50) without any background opacity and source
function.b: Same setup for the line asanbut with a low background opacity and source
function.c andd: Same setup as mandb, respectively, but including Thomson opacity

and emissivity.
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Figure 5.14: Same situation as in FiguBe13, but for an optically thin line%i,e = 0.5).
Here the old and new method produce very similar results.

and 5 core rays. The high-resolution grid is set up by dividing each interval into 14 sub-
intervals and uses 20 core rays. The source function of the line was agairSgg! to 2

and the incident intensity at the corelto= 4. The opacity of the line has been determined
such that a given radial optical depthe was reached. In all figures, the upper panel shows
the derived mean intensity without correction and the lower panel shows the respective
models with the correction applied. All valuesbhave been obtained by iterating the ray-
by-ray solution with the solution of the moment equation. (The fihlabm the diferent
methods was in agreement on the level of a few percent, depending on the model.) The
setup in Figuré.13&is similar to the single-ray models, an optically thick ling.¢ = 50)
without any other opacities or emissivities. Again, in the upper panel, it can be seen
that J in the low-resolution model directly couples to the boundary values resulting in
excessively large values inside the shell that contains the line and values that are too low
in the outer region. In the lower panel, the corrected version of that model is shown. Here
the quality of the correction is the same as in the single-ray case. FBdLaeshows the

same setup, but with a low constant background source function and ogjty 0.1,

xbg = 0.1). Compared to Figur6.13a this model shows that in the presence of opacity

on other grid points, the uncorrected solution outside the line strongly couples to the local
source function. The lower two sets in FiglBel3 show the same models, but include
Thomson scattering. Here we found that the proposed correction provides a less accurate
solution that is, however, still closer to the high-resolution model than the old Feautrier
scheme. Finally in Figuré.14 the case of an optically thin line e = 0.5) shows that

both the old and new method have very similar results.

Figure5.15shows the application of the NLTE code on a test model for a SN Il that con-
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Figure 5.15: Emergent flux in the Lyman-line of a Type Il Supernova model that
contained only H and He. For better comparison, both models have been computed
neglecting the contribution of these lines to the line blocking in all iterations except
the last one. Thus, both models have very similar occupation numbers and temperature
structures. The two lines indicated with “sampling” refer to the emergent flux in the last
iteration using the opacity sampling technique. The other two lines represent the flux
after the first iteration that uses the exact solution. The dotted line and the dash-dotted
line belong to the model that uses the standard procedure in the solution of the Feautrier
scheme; the dashed line and the solid line refer to the model that had the correction
applied.

tained only H and He. For better comparison, both models have been computed neglecting
the contribution of these lines to the line blocking in all iterations except the last one. Thus,
both models have very similar occupation numbers and temperature structures. Shown in
this figure is the emergent flux in the Lymarline for two models before and after the first
iteration of the detailed solution. The dotted and the dash-dotted line refer to the model that
has been calculated using the standard Feautrier scheme described in &dctinsith-

out correction. The dotted line shows the flux in the last sampling iteration (method I);
the dashed-dotted line represents the flux after the first iteration of the detailed solution
(method II). The dashed line (method I) and the solid line (method Il) represent the flux
resulting from the model where the correction has been applied. One can see that the sam-
pling iteration without the correction produces significantly less flux, which afects

the occupation numbers of the corresponding level. This also leads to spurious results in
the detailed solution. With the correction included, the flux agrees much better with the
detailed solution of method Il (exact agreement is not possible due to the limitation of
the singlep-ray approximation; see Sectidnl.]). The detailed solution also shows the
absorption and emission part of the P-Cygni profile. The Lymdine in this model is an
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5.3 Self-absorption of lines in the Feautrier scheme

extreme case. For weaker lines that are blended with other lines, the error introduced is less
obvious. Nevertheless, the standard procedystematicallyunderestimates the radiation
field, which dfects the radiative transition rates and therefore the occupation numbers.
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6 Test cases

As a first application of the methods several test calculations have been carried out. In
this chapter some preliminary studies of the spectral properties of the 3d-explosion model
f1 recently published byRropke & Hillebrandt(2005 and the yet unpublished explosion
modelinimod4(Ropke2005 are presented.

Two different tests cases have been carried out. First an approximate, stratified composi-
tion based on explosion model data is used to estimate the influence of the composition of
the explosion model on the spectrum. In a second set of test cases, a homogeneous compo-
sition has been adjusted independently to obtain a better fit to the observation. From this
test the properties of the density profile can be studied.

These models represent the first step of an analysis. The synthetic spectra give an indica-
tion of the general properties of the explosion models including the corresponding veloc-
ities of line features. For more detailed investigations further refinement of the radiative
transfer code is required. In particular, the influence of the sipgiay approximation in

the sampling iteration (see Sectidri.]) has to be investigated in further detail.

Explosion models

The f1 model has been discussed in detaiRidpke & Hillebrandt(2005; here only an
overview of its properties is given. The calculation considers the entire W2 imsihg

a uniform, co-expanding grid with [512Fells that tracks the expansion of the WD. The
starting condition chosen in this model was an initial distribution of burning bubbles that
overlapped in the center of the WD. The total energy released in the explosiorn58és 5
10°%erg producing B79M,, iron group elements.

The other modelinimod4 was calculated in one octant of the WD using [Z56#lls.

This model made use of a hybrid grid with two components. One of the components is
set up to track the flame front ensuring a high resolution in the burning region; the other
component is co-expanding with the WD where a lower resolutionficent. The higher
resolution of the burning is particularly important in the very early burning phase. With
this approach, it is possible to have a highly resolved initial flame configuration. For the
initial condition in this model, a set of 150 separate burning bubbles has been chosen. The
intention of this setup was to improve the burning in the central region whefé thedel

shows significant amounts of unburned material.

In both models, the explosion has been followed until 10 s which justifies the assumption
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6 Test cases

of an homologous expansioR@pke2004). In terms of explosion energy, both models are
slightly weaker than a normal SN la. Figuel shows the averaged ejecta density of both
models. For comparison the 1d-deflagration model WNbynoto et al.(1989) is also
shown. As can be seen, the ejecta in W7 have significantly higher kinetic energy.
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Figure 6.1: Angularly averaged density profiles of the explosion modteknd theini-
mod410 s after explosion in comparison to the 1d-model W7.

As discussed ifiReinecke et al(20023, the exact composition of the explosion model is
not derived within the hydrodynamic calculation. F@it@ency, representative species are
chosen such that the energy generation in the burning front is described correctly. Fig-
ure 6.2 shows the distribution of these “elements” in velocity space. The detailed nucle-
osynthesis is determined afterwards from an extensive network calculatioff(@egglio

et al.2004). This calculation, however, has not yet been done for the models under consid-
eration. Here, a rough estimate of the distribution of elements based on the representative
species shown in Figu&2has been adopted: the element groups C and O, Ne to Ca, and
Ti to Ni are scaled corresponding to the distribution of thgOG “Mg”, and “Ni” species,
respectively. The relative abundance of the elements within a specific group is taken from
the modelb30_3d_768n Travaglio et al.(2004 with consideration of the radioactive
decay of°®Ni and *®Co corresponding to the epoch. This approximation is intended to
roughly represent the distribution of opacity. It is not expected to result in a detailed and
reliable spectrm. Overall, the iron group elements have the largest number of strong lines
and therefore dominate the line blocking in the UV. The intermediate mass elements con-
tribute fewer lines, which are visible especially in the optical wavelength bands. Even if
the ratios of elements are not completely correct, the corresponding velocities of the sig-
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Figure 6.2: Composition of the explosion modédis andinimod4 Shown here are the
“representative” species that are followed in the actual hydrodynamic model. The de-
tailed nucleosynthesis has to be carried out in post-processing with an extensive nucle-
osynthesis network, which has not yet been done for those modej©” ‘i@dicates
unburned C and O, “Mg” represents all intermediate mass elements, and “Ni” indicates
the iron group elements.

nificant line features can be investigated. In the current models the luminaosity, which is
normally set by the amount of synthesiZ8Hi, is set to a typical value independent of the
explosion model. The amount of iron group elements generated in the explosion together
with the outcome of the nucloesynthesis model$rivaglio et al(2004) suggests that the
explosion models correspond to a dim but still normal SN la.

Stratified composition

The first set of calculations was carried out using a stratified composition obtained from
the approximation described above.

Figure6.3 shows the synthetic spectrum obtained from the médfdr an epoch 25 days

after explosion. The luminosity was set to Iofl, = 9.42 (10 x 10¥3ergs?). For
comparison, the observed spectrum of SN199Rkshner et al1993 is also shown. The

labels indicate some of the ions from which prominent line features originate. (Note that,
in the bluer part of the spectrum in particular, the observed features are due to a blend
of many diferent lines. The labels only denote the dominant ion.) The overall shape of
the spectrum fits the observation reasonably well. In particular, the prominent features are
at roughly the right velocities. The synthetic spectrum, however, also shows prominent
line features that are not present in the observation. One can see these especially in the
absorption feature at 6500 A due to Gr 16580; also the absorption in the region around
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Figure 6.3: Synthetic spectrum for the explosion mofeht 25 days after explosion us-

ing an approximated stratified composition from the explosion model. For comparison,

the observed spectrum of SN1992A at 5 after maximum light is also shown. The syn-

thetic spectrum clearly shows line features (esp. due to C) which are not present in the
observation. However, the overall line widths and velocities are reproduced correctly.

4000 A indicates too much absorption due ta.CThe presence of too much unburned
material in the ejecta is also suggestedklogma (2005 who calculated late time nebular
spectra for similar explosion models frofmavaglio et al.(2004. The position of the
photosphere in this model was at approximately 7000¥mAs can be seen in Figuel,

this corresponds to a region in the density profile where the W7 model roughly agrees with
the models under consideration. For those late epochs the impact of the outer low-density
regions on the spectrum is small.

Generally, the presence of significantirén the spectrum indicates that the temperature

in the region where the lines form is too high for the given epoch. The higher ionization
stages are also favored by the fairly shallow density structure in the outer part. The high
degree of ionization may be additionally enhanced by the sipgkey approximation in

the sampling iterations.

Figure6.4shows a comparison between the explosion mddedsdinimod4for the same
epoch. The major flierence between the two models is the composition in the outer
parts. The presence of more iron group elements in the outer region of the miedel
mod4compared td1 results in a slightly higher temperature due to the line blanketing
effect. This causes a shift in the ionization of the iron group elements toward the doubly
ionized species. The smaller number of lines of these species leads to a change in the
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Figure 6.4: Comparison of the synthetic spectra of the explosion madatseod4andfl

for an epoch of 25 days after explosion. The maifiedlence between the spectra is due
to the diferent ionization of iron group elements, which influences the line blocking (see
Figure6.4).

UV flux of the spectrum. In Figuré.5the resulting ionization structure in both models is
shown for the example of Co. Most line features are formed in radial regions where both
models exhibit similar properties. Therefore, the overall appearances of the spectra are
similar.

As an example of an early epoch, Figi® shows a synthetic spectrum for tflemodel

at 5days after explosion. For comparison, the spectrum of SN1990N at 14 days before
maximum light Leibundgut et al1991, P. Mazzali, priv. comm.) is showihazzali et al.

(1993 computed synthetic spectra for this object to determine the basic parameters and
provide line identifications.

At this epoch the agreement between the synthetic spectrum and the observation is signifi-
cantly worse. This is probably due to an incorrect composition in the outer region. In early
epochs the radial extension of the pseudo-photosphere is much smaller than at later times.
Therefore, the composition in those layers has a stronger impact on the spectral features
than at later times where th&ects of diferent layers blend together. In this model, most

line features form around 11 300 kmts The most significant features in the synthetic
spectrum are due to C and O plus a contribution of iron group lines. Intermediate mass
elements are only marginally represented in this spectrum. In particular, the prominent
Sin feature, appearing in the observation at 6000 A, is far too weak in the model and ap-
pears at a too low velocity. Ca is not present in the synthetic spectrum at all. Generally,
this suggests that the densities at high velocities are too low (i.e., the kinetic energy of the
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Figure 6.5: Comparison of the ionization structure of Co in the models shown in Fig-

ure6.4. The other iron group elements roughly follow this pattern. The higher fraction

of Com in the upper model corresponds to stronger line blocking in the UV, which can be
seen in Figuré.4.

explosion model is too low). In addition, the production of intermediate mass elements in
the outer regions seems to be too small.

Figure6.7 shows a comparison of the 25 day model previously shown in Figidand a

model that used the same density profile, but used a homogeneous compaosition obtained
by averaging the element abundances over the mass-shells above the innermost radius of
the radiative transfer calculation. As the figure shows in this casefiibet ®f the strat-
ification is only of minor significance, which justifies the general use of a homogenized
composition for spectral fits. The stratification will, however, become relevant if certain
features originating at velocities above the pseudo-photosphere occur in the spectrum (see,
e.g,Kasen et al2003. In particular, the correct description of the stratification is impor-

tant in analyzing a series of subsequent epochs of the same object consistently, as done by
Stehle et al(20049).

Further investigation of these explosion models for later epochs will allow us to see the
differences in compositions at low velocities (see Figue However, for later epochs the
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Figure 6.6: Synthetic spectrum for the explosion mo#lieht 5 days after explosion using

a stratified composition. For comparison, the observed spectrum of SN1990N at 14 days
before maximum light is also shown. Here the composition does not match the observed
spectrum and it is also apparent that the line features in the synthetic spectrum occur at
significantly lower velocities (i.e., redder wavelengths) than in the observation.

impact ofy-ray energy deposition must be handled properly. These deposition processes
have to be implemented into the transfer code before such calculations can be carried out.

Homogeneous composition

As a second test we used the density profiles of the explosion rfibeatl derived syn-

thetic spectra based on a composition that has been determined independent of the explo-
sion model to better fit the observed spectrum. Due to the very similar density profile of
the inimod4 explosion model the resulting spectra are essentially the same as fidr the
model. Therefore, only models for tfieexplosion model are presented in this section.

Figure6.8shows the synthetic spectrum for ttieexplosion model 25 days after explosion.
This model used a luminosity of IdgL, = 9.42. The photosphere in this model was
again at~ 6400 km st, well inside the region where the density follows the behavior of
the W7-model.

Although the fit is not perfect, it can be seen that given the correct composition for this
epoch, the density structure is able to reproduce the important line features at roughly the
right velocities with the correct widths. The missing absorption in the position of the Ca
lines atA1 ~ 3900 A is, however, not only a problem with composition; the drop of the
density at high velocities also causes these lines to become optically thin too velocities
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Figure 6.7: Comparison between the model in FigBr8with a stratified abundance and

a model using a homogeneous mean abundance. The mean abundance has been obtained
by averaging the composition of the explosion model over the mass-shells above the
innermost radius of the spectrum calculation. Theedénces at this epoch are small and

the use of the homogenized stratification can be jusified.

that are too low, which introduce a gap in the line blocking through which photons can
escape.

Figure 6.9 shows the same model for the epoch 14 days after explosion. The comparison
to the observation shows clearly that some line features occur at velocities that are too low.
The photospheric velocity in this model was about 9400 kKinwhich is still in the high
density region of the model. Some line features are suppressed and too narrow due to the
early decline of the density around 12 000 krhsAs already indicated in the previous
model in Figures.8, the UV part here also lacks line blocking. This may also beftece

of an incorrect composition. In addition, the overall low kinetic energy of the model may
prevent large enough line broadening fhaéently block the radiation in the UV.

In general, these models show that the density profile of the explosion model generates
spectra that agree well with the observation at later epochs after maximum light. At early
epochs, however, the lack of high velocity material becomes visible in the spectrum. In the
spectral region between 3000 and 4000 A, where the lines are not dense enough to provide
a gap-less pseudo-continuum, the missing high-velocity components of strong lines lead
to an enhanced flux of photons, which otherwise would be blocked.
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Figure 6.8: Synthetic spectrum for thid explosion model 25 days after explosion. This
model used a homogeneous composition, which has been adjusted to match the observed
spectrum better. For comparison, the spectrum of SN1992A at 5 days after maximum
light is shown. With respect to Figu&3, the agreement with the observation is signifi-
cantly better.
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Figure 6.9: Synthetic spectrum for thid explosion model 14 days after explosion. This
model used a homogeneous composition, which has been adjusted to match the observed
spectrum better. For comparison, the spectrum of SN1992A at 6 days before maximum
light is shown. In this model, the lack of high-velocity material in the explosion model
can be clearly seen because some spectral features in the synthetic spectrum occur at
wavelengths that are significantly too red.
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7 Summary, conclusion, and outlook

The aim of this work was to provide a basis for calculating radiative transfer models of
supernovae based on a consistent description of the non-equilibrium physics. To reach
this goal, the stellar atmosphere code WM-basic that has been developed by the hot-star
group of the Universitatssternwarte Minchen has been adapted to the physical conditions
in supernova envelopes. The general concept for modeling the radiative transfer adopted in
this code is based on an fast, approximate solution employing an opacity sampling method
followed by a detailed and exact solution that is equivalent to a solution in comoving frame.
This method has been successfully used to model the expanding atmospheres of hot stars.
Although the physics treated in SN la ejecta and the extended atmospheres of hot stars is
similar, significant diterences exist that require standard procedures to be revised.

In this work, a special emphasis has been put on the improvement of the inner boundary
for the radiative transfer solution because the form commonly used for stellar atmospheres
does not sfiiciently reflect the non-equilibrium conditions in SN la. The lower boundary

of stellar atmospheres is clearly defined by the photosphere where the continuum becomes
optically thick over the entire spectrum. In SN la ejecta, the line opacities dominate over
continuum opacity in major parts of the spectrum. In addition, the continuum itself does
not accumulate dticient optical depth to reach thermal conditions. From the standpoint of
radiative transfer modeling, SN la ejecta have properties between a stellar atmosphere and
a gaseous nebula. However, the approximations commonly used to describe those cases
are not applicable.

A theoretical basis has been developed that improves the simplifications that enter into the
standard dtusive boundary condition and lead to wrong results in SN la radiative transfer
models. The modifications were necessary because it was found that non-equilibrium
effects are important throughout the ejecta even at early epochs where the assumption of
a photosphere is generally thought to be justified. In addition, this framework will also
allow the consideration of objects at even later epochs, where the photospheric assumption
gradually breaks down entirely. To achieve this goal, however, a consistent description of
the energy deposition by-rays from the radioactive decays of nucleosynthesis products
has to be implemented. This topic will be addressed in the near future.

Another aspect of this work was to improve the Feautrier-scheme that is used to solve the
radiative transfer in the fast approximate solution for the preliminary iteration cycle. With
this modification, the fects of strong line opacities are described more consistently with
respect to the final, exact solution of the radiative transfer.

With regard to the preliminary iteration cycle, further work is needed to improve the ap-
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7 Summary, conclusion, and outlook

proximation used to derive the line opacities and emissivities in the sampling iteration for
a single angular ray. Due to the large velocity gradients that are present throughout the
supernovae ejecta, this approximation is not as reliable as for stellar atmospheres. A more
consistent description of the angular dependence in the opacity sampling method is still
needed and will be addressed in the near future of this project.

Some basic test calculations, based on the explosion models recently publisRégdkey

& Hillebrandt (2005, have been carried out. It was found that the densitiy structure of
this explosion model is able to reproduce the correct line widths and velocities at later
epochs after maximum light. At earlier epochs, however, the lack of high velocity material

is noticable. Using an estimate of the abundances based on the representative species
included in the explosion model, the synthetic spectrum indicates the presence of unburned
material that is not seen in the observation. These results agree with the findikasd

(2005 who derived nebular phase spectra from the previous explosion modeks/glio
etal.(20049. It has to be stressed, however, that a final conclusiorffiswlt to reach at this

stage; the results require a further investigation when more detailed nucleosynthesis data
for the explosion model is available. In addition, the uncertainty introduced by the single-
p-ray approximation in the sampling-iteration cycles has to be studied in more detail.

The further steps in code development will include incorporating the energy deposition and
non-thermal ionization and excitations fyrays within the ejecta. Thefects introduced

by they-rays are small in early epochs around maximum, but become significant toward
later epochs. A consistent treatment of this energy input will, therefore, allow late epochs
extending into the nebular phase of SN la to be modeled. For the nebular phase, the atomic
data set also has to be extended to include the characteristic forbidden line transitions.

In the short term, systematic quantitiative analysis of observed early time supernova spec-
tra will be carried out. In particular, observed peculiarities and systematic properties will
be studied to help establish a theoretical understanding of SN la explosions. This theoret-
ical basis is needed to justify the empirical calibration methods that are presently used to
make SN la a tool for cosmological distance determinations.
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