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1 Introduction

Radon Transforms. Tomographic methods like computed tomography, positron emis-
sion tomography, and X-ray tomography are well established and frequently used tech-
niques in material science and medicine . They all base on the inversion of the one—
dimensional Radon transform in R?, d € N,

R: C.(RY) — C(RY x ST, Rf(x,€) = /Rf(x+75) dr.

The inversion of the Radon transform in R? is a classical ill-posed problem and has
been analyzed by numerous authors (e.g. by Natterer, 1986; Gardner, 1995; Ramm and
Katsevich, 1996).

A generalization of the one-dimensional Radon transform for the Lie-group SO(3) of
all rotations in the three—dimensional Euclidean space is defined by

R: C(SO(3)) — O(S* x S?), Rf(h,r) :/ f(g)dg

G(h,r)

where
Gh,r)={geO0@B) | gh=r}, hres?

defines a parameterization of all geodesics in SO(3). Its inversion is a key problem in
quantitative texture analysis (QTA).

Quantitative Texture Analysis. The goal of QTA is the quantification of crystallo-
graphic preferred orientations in polycrystalline materials. In QTA two functions are
used to describe crystallographic preferred orientations in a specimen — the orien-
tation density function (ODF) f € C(SO(3)) and the pole density function (PDF)
P € C(S? x §?). We assume here that the ODF and the PDF are continuous functions
to avoid the problem of undefined pointwise evaluation for functions in L'(SO(3)) and
L'(S? x §?). This issue is discussed in more detail in Section 4.2. The ODF g — f(g)
is used to model the distribution of crystal orientations g € SO(3) by volume within
the polycrystalline specimen whereas the PDF (h,r) — P(h,r) is used to model the
distribution of the crystal lattice plane normal vectors h € S? that are in line with the
direction r € S? by volume. Updating the rather symbolic notation by Roe (1965) and
Bunge (1965) the relationship between the ODF f and the PDF P assigned to a specific
specimen has been expressed in terms of the one-dimensional Radon transform on SO(3)

P(h,r) :Xf(h,r):%(Rf(h,r)—l—Rf(—h,r)), (1.1)
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by Schaeben and v.d. Boogaart (2003).

Since the PDF P(h;,r;;) is experimental accessible for discrete directions h;,r;; € S?,
1 =1,...,N, 5 =1,...,N; by diffraction techniques an estimate of the ODF can be
obtained by solving the inverse problem

Xf(h“rzj)zp(h“rz])7 Zzl,,N,]il,,Nl (12)

However, the exact values for P(h;,r;;) are generally not known and only diffraction
counts are available. These diffraction counts differ from the exact values of P(h;,r;;) by
unknown measurement errors, an in general known background radiation and unknown
normalization coefficients. The latter depend only on the specific crystal lattice plane
h;, i =1,..., N but not on the direction r;;, 7 =1,..., N;.

The objective of this thesis is to analyze whether and to which extent an ODF can
be reconstructed from those diffraction counts. Eventually we derive an algorithm for
ODF estimation that allows for arbitrary measurement designs, robust estimation of the
normalization coefficients and the estimation of ODFs with very sharp peaks, i.e. with
peaks that have a halfwidth less then five degrees. For these purposes the following road
map was processed.

Functions on S? and SO(3). In Chapter 2 we introduce harmonic functions on the
domains S?, §% x §?, SO(3) and O(3) with special emphasis on their relationships.
Moreover we construct Sobolev—Hilbert spaces over these domains following the approach
of Freeden (1998), characterize them in terms of the Laplace—Beltrami operator and
formulate the corresponding lemma of Sobolev.

The Radon Transform on SO(3). Chapter 3 compiles the basic properties of the
Radon transform on SO(3). Based on the Fourier representation of the Radon transform
on SO(3) we characterize it in Theorem 3.10 as an isomorphism between specific Sobolev—
Hilbert spaces on the domains SO(3) and S? x S? and clarify the ill posedness of the
inversion problem (1.2) according to Louis (1989). In Proposition 3.11 we extend the
characterization of the range of the Radon transform as given by Nikolayev and Schaeben
(1999) to the case of Sobolev—Hilbert spaces. In Theorem 3.16 we characterize the
adjoint operator of the Radon transform as an integral operator and derive a classical
inversion formula for the Radon transform on SO(3) (cf. Helgason, 1984, Theorem 3.13).
Moreover we prove in Theorem 3.19 that the inversion of the Radon transform is not a
local operator. Finally, we extend the Radon transform on SO(3) to the class of absolute
integrable functions L'(SO(3)) (cf. Theorem 3.20) and to quotient spaces SO(3)/Q,
where @@ C SO(3) is a finite subgroup. The subgroup @ is later used to model crystal
symmetries.

A second point in Chapter 3 are radially symmetric functions on the domains S? and
SO(3). It is well known that the Radon transform maps radially symmetric functions
on SO(3) onto radially symmetric functions on S?. This relationship can be expressed
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either by an integral equation (cf. Lemma 3.7) or in terms of Chebyshev and Legendre
coefficients (cf. Lemma 3.13). In combination both of the connections provide a mean
to derive explicit formulae and recurrence formulae for radially symmetric function on
one of the domain if the corresponding explicit formulae and recurrence formulae on the
just other domain are known. This method has been applied in Section 3.4 to the Abel-
Poisson kernel, the de la Vallée Poussin kernel, the von Mises—Fisher kernel and the
locally supported kernel. This way we extend the the list of pairs of radially symmetric
functions on SO(3) and S? given by Matthies et al. (1987), Schaeben and v.d. Boogaart
(2003) and others.

The PDF-to—ODF Inversion Problem. In Sections 4.1 and 4.2 we give a brief account
to diffraction at crystallographic lattice planes and derive a simple statistical model for
diffraction at polycrystalline specimen based on the Poisson distribution (cf. equation
(4.6)). Based on this model we formulate the PDF-to-ODF inversion problem as a
parameter estimation problem for a given random sample of diffraction counts.

In Section 4.3 we discuss the inherent ambiguity of the PDF-to-ODF inversion prob-
lem. In particular, we analyze the impact of distinct origins for its ambiguity which
are: Friedel’s law, the kernel of the Radon transform on O(3), the clustered sampling
design, superposed pole figures, unknown normalization coefficients, and measurement
errors (cf. Wenk et al., 1987) and illustrate them by examples. In particular, we show
in Proposition 3.11 that the range of ODFs that corresponds to a specific PDF is in
general unbounded with respect to the maximum norm and the L?-norm, but bounded
with respect to the L'-norm.

In Section 4.4 we are concerned with the question about the variation width of solu-
tions of the inverse problem (1.1) for a given number of complete and exact pole figures
P(h;,0),7=1,...,N. This question was first posed by Matthies (1982) and first numer-
ical results where obtained by Schaeben (1994). Our approach is based on the concept
of the concentration of a density function in a certain subset of its domain with respect
to a weighting function (cf. Definition 4.13). In Theorem 4.14 we give lower and upper
bounds for the concentration of an ODF in terms of concentrations of corresponding pole
figures. In the subsequent paragraphs Theorem 4.14 is applied to the cases of triclinic
and orthorhombic crystal symmetry and explicit inequalities about the variance of the
ODF and about its mass that is concentrated in a neighborhood of a specific orientation
are given (cf. Proposition 4.21 and 4.22).

In Section 4.5 a statistical approach to the PDF-to-ODF inversion problem is dis-
cussed. The ODF estimator that is derived in this section differs from the non negatively
constrained, regularized least squares approach (cf. Bernier and Miller, 2006) only by
some weights that are chosen according to the variance of the measurement error of the
diffraction counts. Moreover, the presented estimator (4.32) incorporates the normal-
ization coefficients as unknown parameters, i.e. they are estimated simultaneously. We
call this estimator modified least squares ODF' estimator (MLS ODF estimator).
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Implementation of the MLS ODF Estimator. Chapter 5 is devoted to the numerical
implementation of the MLS ODF estimator presented in Section 4.5. In contrast to the
commonly chosen discretisations of the function space of ODFs by harmonic functions
(Bunge, 1969), indicator functions (Schaeben, 1994), or finite elements (Bernier and
Miller, 2006) we propose a discretisation by radially symmetric functions. Based on
this discretisation we adapt the modified steepest descent algorithm to the MLS ODF
estimator (4.32) and derive Algorithm 5. In Theorem 5.17 we prove that Algorithm 5 has
the numerical complexity O(N + M + L?1n® L) per iteration where N denotes the total
number of measured diffraction counts, M denotes the total number of ansatz functions
of the discretisation, and L denotes the bandwidth of the ansatz functions. Algorithm 5
makes use of the non—equispaced fast Fourier transform on the domains SO(3) and S2.
These Fourier techniques are introduced in Section 5.1 following the works of Potts and
Steidl (2003); Keiner (2005); Vollrath (2006).

In the final Sections 5.4 and 5.5 Algorithm 5 is tested for various settings of input
data and parameters. In particular we show that Algorithm 5 is well suited for the
estimation of sharp ODFs and diffraction data measured for highly irregular sampling
layouts. Case studies of Algorithm 5 applied to two real world problems, presented in
Section 5.5, complete the thesis.

Danksagung. Die Arbeit wére nicht zustande gekommen ohne die tolle Betreuung
durch Prof. Dr. H. Schaeben. Er war nicht nur der Initiator der Arbeit, sondern hat
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2 Functions on S? and SO(3)

In this introductory chapter we provide some basic notations concerning
the two-dimensional sphere S* and the rotational group in three dimensions
SO(3), and compile some basic facts about special functions on both domains.
The major special functions on the sphere S? are the spherical harmonics
which are closely related to the Legendre polynomials on the interval [—1,1].
Following the books by Freeden (1998) and Miiller (1966) we give an outline
of their basic properties. Analogously we proceed with the Chebyshev polyno-
mials and the Wigner functions on SO(3). Here our approach is based on
representation theory as presented in the books by Helgason (1999), Gurarie
(1992) or Vilenkin and Klimyk (1991). We complete this chapter by intro-
ducing the Laplace—Beltrami operator on the domains S* and SO(3) which
leads us to Sobolev spaces and pseudodifferential operators.

2.1 Parameterization of the Domains S? and SO(3)

The Sphere. All through this thesis we denote by ey, s, e3 € R? the canonical basis in
R? and by S = {£ € R? | ||€|| = 1} the two-dimensional unit sphere. Every element
€ = &e) + &es + E3e3 € S? of the two-dimensional sphere can be described by its polar
coordinates (0, p) € [0, 7] x [0,27) which are defined by the equality

& =sinfcospe; + sinfsinpes + cos b es.

Let £€,& € S* be two unit vectors and (6, p), (¢/,p) € [0, 7] x [0,27) its polar coor-
dinates. Then the inner product & - £ and the angle £(&,&’) between both vectors are
related to each other by

€& =cosL(&,&") = cosbcosb +sinfsinb cos(p — p'). (2.1)
Let S;, S5 C S? be two subsets of S?. Then we define the angle between both sets as the
minimal angle between any two points of both sets

4(81,52) = lIlf 4(5,5/)

£e51,€'€52

The canonical surface element d€ of the two—dimensional sphere reads in polar coordi-
nates as d§ = dp Asinfdf and one verifies

T 2
/ 1d¢ = / / 1dpsinfdl = 4m. (2.2)
s? o Jo
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The Rotational Group. We denote the group of real valued, orthogonal 3 x 3 matrixes
by O(3) and the subgroup of all matrixes with determinant 1 by SO(3) € O(3). The
elements of SO(3) can be interpreted as proper rotations in R?. The group O(3) addi-
tionally contains the concatenations of proper rotations and the inversion —Id € O(3)
which are sometimes called improper rotations.

Parameterization of the group SO(3) can be done in various ways. The most intuitive
possibility of parameterization is to specify a rotation g € SO(3) by a rotational axis
n € S? and a rotational angle w € [0,7]. We will write g = Rot,(w) in this case. Let
g € SO(3). Then the rotational angle £g of g is well defined and satisfies

—1+Trg
Ag = arccos ————,
2

where Tr g denotes the trace of the matrix g.

Let Roty, (w1) and Roty,(w2) be two rotations with rotational axes n;,m, € S* and
rotational angles wy,wy € [0, 7], respectively. Then the concatenation of both rotations
yields a rotation

].:{Otn3 (WQ) = R‘Ot’fh (wl)Rotm (wg)

with rotational axis 3 € S* and rotational angle ws € [0, 7] given by

73 = sin —u;l coS _u;z 72 + sin —Q;Q coS —u;l 71 + cos —u; coS _u;z 7 X 1Mo, (2.3)
w3 w1 Wa oW . Wae (2 4)
— = — — —sin — sin —n; - 7. )
COS = = €08 7~ COS —= — Sin —= sin —=17; - 7

The rotational angle between two rotations g, gs € SO(3)

£(g1,82) = £g; '8

defines a metric on the group SO(3). Analogously to the spherical case we define the
distance of two subset S, Sy C SO(3) as

£(S1,82) = inf £(g1,82).

g1€51,82€52

Application of a rotation g € SO(3) to a three-dimensional unit vector £ € S? yields a
three-dimensional unit vector g€ € S? and we have for any two rotations g1, g» € SO(3)
and for any two unit vectors &;, &, € S? the continuity inequality

£(g1€1,8282) < 4L(g1,82) + £(&1,&2). (2.5)

Using the parameterization in terms of a rotational axis 17 € S? and a rotational angle
w € [0, 7] the vector Rot,(w) & can be expressed as

Roty(w) & = cosw& +sinwn x &+ (1 —cosw)(n - &) n.
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The canonical volume element on SO(3) given by dg = 4dnAsin® % dw in terms of the
rotational axis rotational — angle parameterization g = Rot,,(w) establishes a rotational
invariant measure on SO(3) which due to

/ 1dg—4/ / 1dnsin? = dw = 877 (2.6)
SO(3) 0 Js2 2

is normalized to 872 in contrast to the classical chosen normalization of Haar measures.

Euler angles provide an alternative parameterization of rotations. In our paper we
utilize them for an explicit formula of the Wigner functions on SO(3) (cf. Section 2.5)
and for the visualization of functions defined on SO(3). Since there are miscellaneous
conventions of Euler angles we have to stick to a specific one. In our work we will follow
the convention by Matthies et al. (1987), Varshalovich et al. (1988) or Kostelec and
Rockmore (2003) where the Euler angles («, 3,v) with «,y € [0,27) and 5 € [0, 7] of a
rotation g € SO(3) are defined such that the following equation is satisfied

g = Rote,(a)Rote, (B)Rote, (7).

One verifies this convention of Euler angles is consistent with polar coordinates in S? in
the sense that the vector Rote,(a)Rote, ()Rote, () €3 is given in polar coordinates by

(8,0).

There are a lot of other parameterizations of SO(3) like Rodriguez parameters, Cayley—
Klein parameters, quaternions and Miller indices each of which has its special advantages.
However since we will not make explicit use of them we rather refer to the works of
Morawiec (2004, Sec. 2) and Meister and Schaeben (2004).

2.2 Legendre Polynomials

The Legendre polynomials P;: [—1,1] — R, | € Ny, are the key special functions in
harmonic analysis on the two—dimensional sphere. They are characterized as classical
orthogonal polynomials on the interval [—1, 1] by the properties

1. P, is a polynomial of degree [,

2. [L Pit)Pu(t)dt = 5250y for 1,1 € Ny

20+1

and hence establish an orthogonal basis in L?([—1,1]). Let f € L*([~1,1]). Then f has
a well defined series expansion

F=>_f0P
=0

with Legendre coefficients f(l), [ € Ny, determined by

(\]

A

f) =57 | foPoa )
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By property 2 the Legendre polynomials are normed to Pj(1) = 1, I € Ny. The
three—term recurrence satisfied by the Legendre Polynomials reads

I+ )P (t) +1P_1(t) = (2L + DtPi(t), t€[-1,1], | € Ny, (2.8)

with initial polynomials P_; = Py = 1. The derivatives of the Legendre polynomials
satisfy the recurrence formula (cf. Freeden, 1998, Sec. 3.2)

d
T (Pz+1(t) - 771—1(75)) =@ +1DP(t), tel-11]. (2.9)
In the next section we will also need the associated Legendre Polynomials PF: [—1,1] —

R, I,k € Ny, k£ <, which are defined as the derivatives of the Legendre polynomials by

_ 1/2 3
Pr(t) = (ELZ;:) (1—t2)k/2%731(t), te[-1,1].

2.3 Spherical Harmonics

The following summary on spherical harmonics is taken from the monograph by Freeden
(1998). Let € € S? and let (0, p) € [0, 7] x [0, 27) be its polar coordinates. Then for any
l € Nyand k= —I,...,[, the spherical harmonics of degree [ are defined as

VEE) = /2P o)

The subspace Harm;(S?) = span {y;l, . ,y;} of all spherical harmonics with a fixed
degree | € Ny is called harmonic space of degree [. The harmonic spaces Harm;(S?),
I € Ny provide a complete system of rotational invariant, irreducible subspaces of L?(S?),
ie.
L*(S?) = closy» @ Harm; (S?)
1=0
and for every rotation g € SO(3) and every function f € Harm;(S?), I € Ny, we have

f(go) € Harm;(S?). Moreover, the spherical harmonics satisfy the orthogonality rela-
tionship

. VE(E)VE (€) A€ = bu o,

and hence, the function system VF, | € Ng, k = —1,...,l forms an orthonormal basis
of L?(S?). We define the Fourier coefficients f(I, k) of a function f € L*(S?) as the
coefficients with respect to the basis of spherical harmonics, i.e.

fk) = 5 FEOVEE)dE, 1eNyk=—1,...,1.
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For the vector of functions (Y, ..., V)T we will write just ),. The well known addition
theorem can now be expressed as

20 +1
A7

PiE-n) =V(&)TV(n), nteS? leN,. (2.10)

Definition 2.1. A function f: S? — R is called radially symmetric with center &, € S?
if it exists a function F': [—1,1] — R such that

&) =F(& &), &8
i.e. if f(&) depends only on the angle between & and &p.

Lemma 2.2. For any radially symmetric function Y; € Harm;(S?) with center & € S*
we have

Yi(€) = Yi(€)Pi(€ - &), €eS% (2.11)
Let f € L*(S?) be a radially symmetric function with center & € S*. Then

F(& &)= f(§), €€% (2.12)

defines a square integrable function F € L*(S?) and the mapping f — F defines an
isomorphism between the subspace of radially symmetric functions in L*(S?) with center
&o and the space L*([—1,1]). In particular, f has a well defined expansion into Legendre
polynomials

1=0
where F(l), [ € Ny are the Legendre coefficients of the F'.
Proof. Since the harmonic space Harm;(S?) is irreducible the subspace of radially sym-
metric functions with center & € S? in Harm;(S?) is one-dimensional. Due to the
addition theorem this subspaces is spanned by the Legendre polynomial P;(&p - o) which
implies equation (2.11).
With F: [-1,1] — R as defined in equation (2.12) we have

™ 1
[ 1@ ae= [ 1r(e & dg = [ IFoso)simoas = [ |F@)f ar
s? s2 0 -1
and hence f +— F'is the described isomorphism. O]

An important consequence of Lemma 2.2 is the following spherical mean value theorem
(cf. Freeden, 1998, equation 3.6.15).

10
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Theorem 2.3 (spherical mean value theorem). Let [ € Ny and &, &y € S*. Then every
harmonic function Y; € Harm;(S?) of order | € Ny satisfies

1 2w

oo [ YilRotg,(w)€) dw = Pi(€ - €0)Yi(6o). (214
0

Proof. The integral on the left hand side of equation (2.14) defines a radially symmetric

function in Harm;(S?) with center &. Now the assertion follows from equation (2.11). [

The Funk—Hecke formula generalizes the spherical mean value theorem to convolutions
with arbitrary absolutely integrable, radially symmetric functions. However, we will

formulate it only for square integrable functions and refer for a complete proof to Freeden
(1998, Theorem 3.6.1).

Theorem 2.4 (Funk-Hecke). Let f € L*(S?) be a radially symmetric function with
center & € S? and let F: [-1,1] — R be defined by F(& - &) = f(£). Then for any
l €Ny, k=—L,...,1 we have

20 +1
A7

/SQ F(& - &)Yf(&)de = F()Yf (&), (2.15)

where F denotes the Legendre coefficients of F'. Let n € S? be some unit vector. Then
the Funk—Hecke formula reads as

20+ 1
4

| P& &mie-mag = FOPn &) (2.16)
S
Proof. By the addition theorem we have for all [ € Ny, k = —[,...,[ the equality

l
2l4jr C P eie g = /S 2 ( > V&)Y ’(5))yﬁ(5) dg = Vi (&).

SQ

Expanding F' into its Legendre series and taking into account the orthogonality of the
harmonic spaces Harm,;(S?) we obtain equation (2.15).

Equation (2.16) follows directly from equation (2.15) by multiplication with Yf(n)
and summation over all k = —[,... (. O]

2.4 Chebyshev Polynomials

The Chebyshev polynomials of second kind U,: [—1,1] — R are of similar importance
for harmonic analysis on the rotational group SO(3) as the Legendre polynomials are
for harmonic analysis on the two—dimensional sphere. They are defined as orthogonal
polynomials on the interval [—1, 1] with respect to the weighting function ¢ — /1 — ¢,
i.e. the Chebyshev polynomials of second kind are defined by the properties

11
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1. U;: [-1,1] — R is a polynomial of degree [,
2. L Ut U ()T — 2dt = T8, for I,1' € Ny,

Consequently, any function f € L?([—1,1],+/1 — t2) has a well defined series expansion

with Chebyshev coefficients F(l), [ € Ny determined by

Pay=2 /_ RV Bt (2.17)

1

Substituting ¢ by cosw the Chebyshev polynomials have a simple representation in
terms of trigonometric functions

sin(l 4+ 1w
sinw

U(cosw) = (2.18)

In particular, we have for the Chebyshev polynomials of odd degree [ € 2Ny + 1
U0)=0, UQ)=I1+1, U(-1)=—(+1),

and for the Chebyshev polynomials of even degree [ € 2N
U0) = (=12, U(l)=1+1, U(-1)=1+1.

Moreover, the Chebyshev polynomials satisfy the following recurrence formulae (cf.
Szego, 1992, Sec. 4.5)

Ui (1) = 204(t) — U1 (1), (2.19)
Upo(t) = (482 — 20Uy (t) — Up_o(t), (2.20)

(1= ) SUh(t) = —14(0) + 1+ D (1), (2.21)
2(1 — t?)%ul(t) (41— AU ) + (L4 DUoa () (2.22)

with initial polynomials Uy = 1 and U (t) = 2t.
The subspace of even functions in L*([—1,1], /1 — #2) can be identified with the space
of radially symmetric functions in L*(SO(3)).

Definition 2.5. A function f: SO(3) — R is called radially symmetric with center
go € SO(3) if f(g) = f(g') for all g, g’ € SO(3) satisfying £(g,g0) = £(g’,80), i.e. if
f(g) depends only on the rotational distance of g to go. A radially symmetric function
on SO(3) with center gy = Id is called conjugate invariant.

12



2 Functions on S? and SO(3)

Lemma 2.6. Let for any radially symmetric function f € L*(SO(3)) with center gy €
SO(3) the function F: [—1,1] — R be defined by

F(t)=f(g), te[-1,1], g€ SO(3), with |t| = cos L&E,

Then the mapping f — F defines an isomorphism between the subspace of radially
symmetric functions in L*(SO(3)) with center gy and the subspace of even functions in
L*([-1,1],V/1 — t2). In particular f allows for the series expansion

f(g) = (Z F(?l)blm) (COS @) . 8€350(3), (2.23)
1=0

where F(Ql), [ € Ny are the even order Chebyshev coefficients of F.
Proof. Let f € L*(SO(3)) and F € L?([—1,1]) be defined as above. Then we have

s 1
/50(3) 1f(2)]* dg = 167r/0 |F(cos £)|*sin? ¢ dw = 167r/1 |F(t)]° V1 —12dt.

Since F' is an even function in L?*([—1,1]) all odd order Chebyshev coefficients are zero
and we obtain representation (2.23). O

2.5 Wigner Functions

This section gives a short summary about harmonic analysis on the rotational group
SO(3). Although most of the results presented in this section are known in the much
more general context of Lie—groups we give an elementary outline close to the approach
in Gurarie (1992, Sec. 4.4) with special emphasis on the relationship to the spherical
harmonics. The reader interested in the general theory is referred to the books Vilenkin
and Klimyk (1991) and Helgason (1984).

The central concept in harmonic analysis are group representations.

Definition 2.7. A representation of a group GG on a vector space V is a group homo-
morphism from G to GL(V), the general linear group over V.

Let V,V; and V5 be vector spaces over the field K. Two representations 7: G —
GL(W}) and 7': G — GL(V;) are called equivalent m ~ 7' if there is an isomorphism
A: Vi — V5 such that mo A = Aon’. A subspace U C V is called invariant with respect
to a representation 7: G — GL(V) if w(g)U C U for all g € G. A representation is
called irreducible if GL(V') does not contain any nontrivial invariant subspace. A central
problem in harmonic analysis is to find all irreducible representations of a certain group
G modulo equivalence, i.e. to find a complete system of irreducible representations of
the group G.

13



2 Functions on S? and SO(3)

Let {v; eV | i=1,...,dimV } be some basis in V. Then the matriz entries of a
representation 7: G — GL(V) are defined by

7T2j(g):<ﬂ-(g)vjavl>7 Z,]ZI,,dlmV, geG
and the character of 7 is defined by

dim V
X=(9) = Z mi(9), 9€G.
i=1
We note that the matrix entries 7;;: G — K as well as the character x,: G — K are
functions from G into the field K of the vector space V. Additionally the character y,
of a representation 7 is conjugate invariant, i.e. x=(99'97") = xx(q).

The question for all irreducible representations of a group G becomes significantly
easier if G is compact. In this case there exists a unique (up to multiplication by a
positive constant) left invariant Haar measure g on G. The crucial point is to treat
the matrix elements and the characters of representations of the group G as functions
in L?(G, i). The following Peter-Weyl theorem provides a complete characterization of
the orthogonality relations of matrix elements and characters in L*(G, p).

Theorem 2.8 (Peter—Weyl). Let G be a compact group and let u be a Haar measure on
G. Then it applies

1. Any irreducible representation of G is finite dimensional.

2. The matriz entries of two representations w, 7" of the group G satisfy the orthogo-
nality relation

29) 55 ifr e~
/ij(g)ﬁgm(g) dlu(g) — {dlmw J

0 ifm # 7.
3. The characters of two representation w, @ of the group G satisfy the orthogonality

relation
{,u(G) if m o~

/wa(g)xwf(g)du(g)z 0 j——

4. The matriz entries m;; of all representations m of the group G form a complete,
orthogonal system in L*(G,u). Its characters x. form a complete system in the
subspace of conjugate invariant functions.

For a proof of the Peter—Weyl theorem 2.8 we refer the reader to Vilenkin and Klimyk
(1991, Chap. 7) or Gurarie (1992, Sec. 3.1). Our next objective is to use the Peter—
Weyl theorem to characterize a complete system of irreducible representations of SO(3).
This is a well studied problem in harmonic analysis and the reader can find complete
investigations in the above mentioned books. However, in view of its simplicity we prove
the next characterization lemma directly.

14
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Lemma 2.9. Let | € Ny and 7T; be the left reqular representation of SO(3) into the space
of spherical harmonics of order 1, i.e.

7;: SO(3) — GL(Harm;(S?)),
Ti(g)f (&) = f(g™'€).

Then 7;, | € Ny, is a complete system of irreducible representations. Its characters are
given by

(2.24)

x1(g) = Us(cos %), g € S0(3), [ € Ny. (2.25)

Proof. Trreducibility of the representation 7;, | € Ny follows from the fact that the
harmonic spaces Harm;(S?) are minimal rotational invariant subspaces of L?(S?). Let
us fix the spherical harmonics YVF, k = —I[,..., [, as an orthonormal basis in Harm,;(S?).
Then the diagonal matrix entries T}**, k = —I,... 1, of 7; satisfy for w € [0, 27],

T *(Rotes (w)) = ) Vi (Rote, (—w)€)VF(&) dg = e /2 ylk(g)_ylk(ﬁ) d€ = e,
s s

Since the characters of 7; are conjugate invariant, i.e. depend only on the rotational

angle of g we have

SlIl( 2041 &g)

— £g
sm( Zg) = Uy (cos Z£).

xi(8) = xi(Rote, (£g)) = Tr Ti(Rote, (£g)) Z oikde _

k=-1

By Lemma 2.6 the functions g +— Uy (cos Kg) [ € Ny, form a complete, orthogonal
system in the space of conjugate invariant, square integrable functions on SO(3). We
conclude by the Peter-Weyl Theorem 2.8 that the regular representations 7; of SO(3)
into the harmonic spaces Harm;(S?), I € Ny, form a complete system of irreducible
representations of the group SO(3). O

Definition 2.10. Let [ € Ny and denote 7;: SO(3) — GL(Harm;(S?)) the left regular
representations of SO(3) into the harmonic space Harm;(S?). Then the matrix entries

T (g) = (V' (g™ o), /“>L2(SQ)=/S2%'(g1£)Wd§, g€S0(3),  (2.26)

k k' = —1,...,1, of 7, with respect to the basis of spherical harmonics V¥, k = —1I,...,1,
are called Wigner—D functions of degree [.

The Wigner—D functions are also known as generalized spherical harmonics (Bunge,
1969). By the Peter-Weyl Theorem 2.8 they form an orthogonal basis in L*(SO(3)).
Hence, every function f € L?(SO(3)) has a unique series expansion in terms of Wigner—
D functions

=33 ¢ 27f> F ke, KNTF (2.27)
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2 Functions on S? and SO(3)

with coefficients f(I, k, k') given by the integral

(L+3)2

frw) =52 | T e

Note that the Wigner-D functions T}**" are not normalized in the L?-sense but satisfy

472

17 |z = I+3

The constants in the above definition are chosen such that the coefficients f (I,k, k") of
f correspond to the coefficients with respect to an L?-basis.
For abbreviation we denote by T, = (T}** )i w——; the matrix formed by the matrix

clements T k k' = —I,...,1 and arrange the symbols f(l, k, k') of f in matrix form
f() = (f(l,k,K')) g w=—1,.1, accordingly. Now the representation properties of 7; may
be rewritten in matrix notation.

Corollary 2.11. Let g, g’ € SO(3), € € S? and | € Ny. Then the Wigner—D functions
are characterized by the following properties

T (g) V(&) = V(g™ &),
Ti(g)T: (g) Ti(gg"), (2.28)
)

Ti(g) =Ti(g™).

Furthermore, the Fourier coefficients f and P satisfy for any function f € L*(SO(3))
and P € L*(S?) the equalities

—

flg o)1) = Tug) (1) and flog H)(1) = F(1)Ti(g),

and
P(g1o)(l) = Ty(g) P(l),

respectively.
Analogously to the spherical case we define the harmonic spaces in L*(SO(3)).

Definition 2.12. Let [ € Ny. Then the harmonic space Harm;(SO(3)) of degree [ is
defined as
Harm;(SO(3)) = span {lekl | kK =—1,... ,l}.

Lemma 2.13. The harmonic spaces Harm;(SO(3)), | € Ny, are rotational invariant and
irreducible in the sense that for any function f € Harm;(SO(3)) we have

Harm;(SO(3)) = span {g — f(81882) | 81,82 € SO(3)}.

16



2 Functions on S? and SO(3)

In particular, the harmonic spaces Harm;(SO(3)) provide a decomposition of L*(SO(3))
into a direct sum of rotational invariant, irreducible subspaces, i.e.

L*(SO(3)) = closy: é Harm;(SO(3)).

=0

Proof. The rotational invariance and irreducibility is a direct consequence of the defining
equation (2.26) and the rotational invariance and irreducibility of the spherical harmonic
spaces Harm;(S?). O

We have already proven the rotational analogous to the spherical addition theorem
when calculating the characters of the representations 7; in Lemma 2.9. More precisely,
we have shown

Theorem 2.14 (Addition Theorem). Let [ € Ny and let T} be the matriz representation
as defined in equation (2.26). Then the trace TrT)(g) depends on the rotational angle
£g of g only. In particular, we have for any g1,g2 € SO(3) the equality

l

> T (@) T (g2) = Tr Ti(gigs ') = Uay (COS —‘C(gé’gz’))-
Ay

Combining Addition Theorem 2.14 with Lemma 2.6 we obtain the following charac-
terization of radially symmetric, square integrable functions on SO(3).

Proposition 2.15. For any function f € L*(SO(3)) and any rotation gy € SO(3) the
following conditions are equivalent.

1. The function f is radially symmetric with center gy € SO(3).
2. There is an even function F € L*([—1,1],v/1 — 2) such that

fg)=F (COS @) , g€8S0(3).

3. There are coefficients F(Ql), l € Ny such that f has the Fourier expansions

o0

l
F=Y_F@) > T (80T,
k [

1=0 K =—

4. There are coefficients F(Ql), l € Ny such that f has the series expansions

flg) = (Oo F(mugl) (cos@), g €50(3). (2.29)
=0
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Moreover, if one assertion holds true then the coefficients F(Zl), [ € Ny are the even
order Chebyshev coefficients of F' and we have the following equivalent to the Funk Hecke

formula
F(21) = / F(cos @)U l(cos ggO)) dg.
SO(3)

By equation (2.29) the subspace of radially symmetric functions of a certain harmonic
degree [ € Ny and with fixed center gy € SO(3) has dimension one and is spanned by
the functions g +— Uy (cos @)
mean value theorem 2.3.

. This implies the following analogue to the spherical

Lemma 2.16. Let gy, g € SO(3). Then the following equality is satisfied for any func-
tion f € Harm;(SO(3)), I > 0,

1 1
- / T (Roty(£ (g0 8)g0) dn = 5o (cos “B2) fgo).  (2.30
In particular, we have for £(g,go) =7
1 —1)!
= [ rotn(mga dn = [ (e (2.31)

Proof. We mention that the integral on the left hand side of equation (2.30) defines a
radially symmetric harmonic function in g that has order [ and center gy. Hence it is
the product of the Chebyshev function Us (cos <180 g)) with some factor A € R. Since
Uy (1) =21+ 1 we conclude

1
= mf(go)-
Equation (2.31) follows from Uy (0) = (—1)". O

Let f,h € L?*(SO(3)). Then the convolution of f and h is defined by
(g = [ flga ) ha)da &€ 50@) (2:32)
3

By the Cauchy—Schwartz inequality we have f * h € L?(SO(3)) and the Fourier coeffi-
cients of f x h satisfy

=

Fxh(l) =2r (z + %)_ FOR1), 1€N, (2.33)

In fact, equality (2.33) holds true in any convolution algebra L?(G) of a compact group
G (cf. Gurarie, 1992, Sec. 3.1.4)

For the numerical evaluation of the Wigner—D functions the defining equation (2.26)
is not well suited. Fast algorithms mainly rely on representations of the Wigner-D
functions with respect to Euler angles (Kostelec and Rockmore, 2003; Vollrath, 2006).
The following representation is taken from Varshalovich et al. (1988, Chap. 4).
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Remark 2.17. Denote for some rotation g = Rote,(a)Rote, (5)Rote,(7) the decompo-
sition into Euler angles (o, 3,7). Then the Wigner-D functions lek' factorize into the
Wigner—d functions dfk' depending on [ only and the exponential function depending
on o and 7:

T (o, B,y) = ™™ (cos B)e™ ™. (2.34)
The Wigner-d functions df* : [~1,1] — R, I € Ng, k, k' = —1,...,[ are defined as

w oy (—DTF (I +K)! (1— )k d* -k I+k
a0 =" \/(z T k)!\/(1+t>k+k' a1 = O

2.6 The Laplace—Beltrami Operator and Sobolev Spaces

The Laplace—-Beltrami Operator. Let (€2, d) be a Riemannian manifold. Then the
Laplace—Beltrami operator Ag on (€2, d) is defined in local coordinates by

Aqf = divgrad f = ﬁ > 0/ldld70;f,  f € C*(Q), (2.35)
]

where |d| denotes the determinant of metric tensor d and d“ the entries of its inverse.
One verifies that the definition of the Laplace-Beltrami operator does not depend on the
particular choice of the coordinate system (cf. Helgason, 1984, Sec. 2.4.2). Moreover,
the Laplace—Beltrami operator is invariant under symmetries ®: (€2,d) — (£2,d), i.e.
A(f o®) = (Af)o® (cf. Helgason, 1984, Prop. 2.4 ). For the domains of our special
interest = S? and © = SO(3) this implies rotational invariance of the Laplace-Beltrami
operator.

Explicit calculation of the Laplace-Beltrami operator /g2 on the sphere S? in terms
of polar coordinates (6, p) yields (cf. Jahnich, 1992, Sec. 13.9)

1
Nez = H?
8T in2e P * sin @

(%(sin@ 09) (236)

The rotational invariance of the Laplace-Beltrami operator Ag2 implies that the har-
monic spaces Harm;(S?) are invariant with respect to Age. Moreover, the spherical
harmonics are the eigenfunctions of Age (cf. Freeden, 1998, Sec. 3.5).

Lemma 2.18. Letl € Ny and k= —1,...,l. Then
NV = —1(1 + 1)YF. (2.37)

Next we want to achieve an analogous characterization of the Laplace—Beltrami oper-
ator on the rotational group SO(3). Therefore we first note that the the metric tensor
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d(a, 8,7) of the Riemannian manifold SO(3) using Euler angle parameterization has the
form (cf. Morawiec, 2004, Sec. 3.1)

1 0 cosf
d= 0O 1 0 : (2.38)
cos@ 0 1

Combining equation (2.38) and equation (2.35) we obtain the following Euler angle
representation of the Laplace-Beltrami operator on SO(3)

cos 3

sin? 3

L L
+ +——9
sin?3°%  sin?B 7 sinf3 h

Aso(g) = (sinﬁ 05) -2 86,87. (239)

This representation allows us to prove

Lemma 2.19. Let | € Ny, k = —1,...,l and denote YF(on): SO(3) — R the function
g — VF(gn). Then

Nso@Vr(en) = =1+ 1)V (on). (2.40)
Moreover, we have for alll € Ny and k, k' = —1,...,1,
Dsoe T = =11+ )T (2.41)

Proof. Due to the rotational invariance of the Laplace—Beltrami operator we can assume
without loss of generality that 7 = e3. Using Euler angles q = (a,3,7) we have
ge; = (3, ) in polar coordinates. Consequently 9,)f(oe3) = 0 and by equation (2.39)
and equation (2.36) we obtain

1 1
BsowH(3.0) = (5508 + g, 0(6in 0 00)) V(5 0)

= Da Y (8, 0) = (L + 1)V (B, ).

Application to the defining equation (2.26) of the Wigner—D functions proves the asser-
tion

Dso T = Asog) ., V¥ (07 m)Vk(m) dn = . V() AsomVF(on)dn = —1(1+1) T
]

Sobolev Spaces. Now we are ready to define Sobolev—Hilbert spaces on the domains
Q0 =8? and Q = SO(3). For a more general definition the reader is referred to Freeden
(1998, Sec. 5.1) and Cheney and Light (1999, Section32).
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Definition 2.20 (Sobolev—spaces on S? and SO(3)). Let s € R. Then we define the
Sobolev—Hilbert space H4(S?) to be the closure of the linear span of all spherical harmonics
VF 1 €Ny, k=—1,...,1, with respect to the inner product

(o, yl,’>H oy = (1 9P 0bip

By the Sobolev-Hilbert space Hs(SO(3)) on the rotational group we mean the completion
of the linear span of all Wigner-D functions Tl’”“/, l € Ny, k, k' = —1,...,1 with respect
to the inner product

<(l + %)ilek, (I+1)2

21 27

T[/"m/> =(l+ %)2551,1/5k,m5k',m’-
Hs(SO(3))

Remark 2.21. In the case that s = 0 we have Hy(S?) = L*(S?) and H,(SO(3)) =
L%(SO(3)).

A major result in the theory of Sobolev spaces is the Lemma of Sobolev which relates
the order s of the Sobolev spaces H;(£2) to continuity properties of its functions. The
following spherical variant is proven in Freeden (1998, Lemma 5.2.3). The assertion with
respect to the Sobolev spaces on SO(3) might be proven using the same ideas.

Lemma 2.22 (Lemma of Sobolev). Let f € H,(S?) and s,k € Ny with s > k+1. Then
f corresponds to a function of class C*)(S?).

Let f € H(SO(3)) and s,k € Ny with s > k+ 3. Then f corresponds to a function
of class CM(SO(3)).

Sobolev spaces are intimately related to the Laplace—Beltrami operator on the specific
domain.

Lemma 2.23. Let s,t € R and Q = S? or Q = SO(3). Then (—Aq + 1)/? defines
an isometric operator between the Sobolev spaces Hyis(€2) and Hi(Q2). In particular, the
inner product in Hs(€2) can be written as

(o Dy = ((FLa+ 1) f (=La+ 1)729) gy -

Proof. From Lemma 2.18 and Lemma 2.19 we conclude for any | € Ny and k, k' =
—l,...,l that

(—De+ DV =+ 3V and (=Asom + DT = 1+ 3)° T
By Definition 2.20 this implies the assertions. m

The Laplace—Beltrami operator is the prototype of any invariant differential operator.
A more general class of invariant operators is formed by the pseudodifferential operators
which we define analogously to Freeden (cf. Freeden, 1998, def. 5.1.2).
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Definition 2.24. Let s,t € R and let A(l), [ € Ny be a real valued sequence satisfying

im A(m
I—oo (I + %)T

= const # 0.

Moreover, denote II;: H(Q2) — Harmy(€2) the projection onto the harmonic space of
order [ € Ny. Then the operator A: Hy(Q2) — Hs_(2) defined by

Af =7 ADILS
=0

is called invariant pseudodifferential operator of order t.

Sobolev Spaces over S% x S%2. In this section we introduce Sobolev spaces over S? x S.
They will become useful in Section 3 when we analyze the Radon transform on SO(3).
Following equation (2.35) the Laplace — Beltrami operator on S? x S? is defined as

ASQXSZP = ASZJP + AS272P, P e 02<Sz X S2>

Here Ag2 ; and Ag2 5 denote the application of the spherical Laplace — Beltrami operator
to the first and second argument of a function on S? x S?, respectively.

Analogously to Definition 2.20 and Lemma 2.23 we define the Sobolev space over
S? x §? by
Definition 2.25. Let s € R. Then the Sobolev space H,(S* x S?) is defined as the

completion of the linear span of the spherical harmonics YVF(o1)VE (02), I, € No, k, k' =
—1,...,lon S? x S? with respect to the inner product

(P1, Py, (s2xs?) = ((—Agxs2 + %)S/QPh (—Asrxs + %L)S/QP2>L2(S2xS2) '

Remark 2.26. By Lemma 2.18 we have

ANgerg VP (01)Vf (02) = = (I + 1) + (1" + 1) Y (01) Y (o1).
Hence, an orthonormal basis of H,(S? x S?) is given by the list of functions
(3 + 0+ ) V) (o), LI €Ngy k=1, LK =—I,....1.

Lemma 2.27 (Lemma of Sobolev). Let P € H (S**xS?) and let s,k € Ny with s > k+2.
Then P corresponds to a function of class C®(S? x §?).

If the Fourier coefficients of P € H(S? x S?) satisfy P(I,I',k, k') = 0 whenever | # '
then the condition s > k + % is already sufficient for P to correspond to a function in

CH(S? x §?).

22



2 Functions on S? and SO(3)

Proof. Let s > 2 and P € H,(S? x S?). We show that the Fourier series

ZZZLMW@W)

LU=0 k=—l k'==-V

of P is uniformly convergent. Let L € N. Then we have for any &, 1 € $?

SNTST PO K E)YVEOYVE ()

L'=L k=—1 k'=—U

2

(LU kK

(£ 5 Z 0w oy o)
(y 3 3 prefbr _L)z)

/
L'=L k=—lk'==U (l
oo

<N Pllyensy D I+ + 3

LU=L

Since the last sum converges to zero as L converges to infinity the Fourier series of P is
uniformly convergent.

If the Fourier coefficients of P satisfy p(l, Uk, k") = 0 whenever | # [’ the last sum
simplifies to Y2, (I + 3)?72%, which converges already for s > 3.

In order to obtain the assertion of Lemma 2.27 for higher orders of differentiability
k € N one has to show uniformly convergence of the Fourier series of P*). This can be
done analogously. O]

We will need also the following trace theorem.

Theorem 2.28 (trace theorem). Let s € R and n € S®. Then the trace operator
Tormg: Hop 1 (87 X 8%) = H(S?),  (7,-¢P)(m) = P(§,m)

defines a linear, bounded operator for all P € C(S? x S?) and hence has a well defined
linear, bounded extension to the entire space H, Jr%(S2 x S%).

Proof. For any £ € S’ and any [,I' €N, k= —1,...,I, k' = =l',...,l' we have

20+ 1 .
< ey

Tolr—>£yl (Ol)yy 02 HH (s2) — ‘yl ‘Hyl’/
< (l + = )S+2 + (l, )S+2 = Hyl (ol)yl/,(OZ)HHS+1(52><SQ)
2

and hence 7,.¢ is bounded. O]
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3 The Radon Transform on SO(3)

After the Radon transform was first defined for the domains Q@ = S* (cf.
Funk, 1913, 1916) and Q = R? (c¢f. Radon, 1917), as the linear operator
that relates each continuous function f € C.(Q) to its integrals along all
great circles or straight lines, respectively, numerous generalizations have
been considered. A generalization in terms of homogeneous spaces was given
by Helgason (1999) whereas a generalization in terms of dual manifolds was
given by Gurarie (1992). The one-dimensional Radon transform on SO(3)
perfectly fits into both frameworks and some basic results (e.g. Lemma 5.15)
could be derived directly from the abstract framework. However, we obtain
most of the results presented in this section much easier relying on the specific
setting.

3.1 Definition and Basic Properties

Let (£2,d) be a Riemannian manifold. A one-dimensional submanifold of €2 is called
geodesic if it is locally the shortest path between two points. On SO(3) the shortest path
connecting the identity Id € SO(3) with any other rotation Rot,,(wp) is w +— Roty, (w),
w € [0,wp] (cf. Morawiec, 2004, Sec. 3.1). Using the rotational symmetry of SO(3) we
conclude that any closed geodesic on SO(3) can be written in the form

G = {gRotp(w) | w e [0,2m)},

where gy € SO(3) is some arbitrary rotation and 1y € S? is some arbitrary rotational
axis. In texture analysis it is common to call the geodesics of SO(3) fibres. The next
lemma provides a useful parameterization of all fibres on SO(3), i.e. of all geodesics of

SO(3).

Lemma 3.1. Let G C SO(3) be a geodesic of the Riemannian manifold SO(3). Then
there are two unit vectors h,r € S? such that

G=Gh,r):={geSO3) | gh=r}.

The unit vectors h,r € S? are uniquely defined modulo the symmetry G(h, —r) =
G(—h,r).
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Proof. Let gy € SO(3), n € S? and let G = {goRoty(w) | w € [0,27) } be a geodesic
submanifold of SO(3). Then G = G(n,gom). In order to show uniqueness we set
without loss of generality G = { Rote,(w) | w € [0,27) }. For this geodesic it is clear
that G(es, e3) and G(—es, —e3) are the only possible choices for h € S? and r € S2. [

Fixing any unit vectors hg, 1o € S?, the sets of geodesics G(hg,r), r € S? and G(h, ry),
h € §? are disjoint coverages of SO(3) (cf. Meister and Schaeben, 2004). Moreover,
given two different rotations gy, gs € SO(3) there is a unique geodesic G = G(h, g;h)
containing both rotations. Here h € S? denotes the rotational axis of g, 'g,. Manifolds
with this property are called geodesically complete.

Let f € C(SO(3)) be a continuous function on SO(3). Then the integral of f along
the geodesic G(h, r) exists for all h,r € S? and depends continuously on h and r. Hence,
we are able to define:

Definition 3.2. The (one-dimensional) Radon transform on SO(3) is defined as the
integral operator

R: C(SO(3)) — C(S? x $?),
1 27

1
R =5 [ fgdg= g [ ot de

where g, € G(h,r) is an arbitrary rotation that maps h onto r.

In order to study invariance under group actions of the Radon transform we define
the following actions.

Definition 3.3. For any pair (g;,82) € SO(3) x SO(3) we define an action x on SO(3)
and on S? x S? by

(81.82) 8 =288, and (g1,82) * (h,r) = (gih, gor),
with g € SO(3) and h,r € §%.

Lemma 3.4. The Radon transform on SO(3) is invariant under the action x of the group
SO(3) x SO(3), i.e. we have for any pair g1, g2 € SO(3) and any function f € C(SO(3))
the equality

(g81,82) x (Rf) = R((ghgz) *f)~

Proof. Lemma 3.4 follows by substitution from

/ f(g) dg:/ f(g28e:") dg.
G(gih,gor) G(h,r)
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3 The Radon Transform on SO(3)

As a direct consequence of Lemma 3.4 and the irreducibility of the harmonic spaces
Harm;(S?) and Harm;(SO(3)) the Radon transform maps a harmonic function on SO(3)
of a certain degree either to zero or to a harmonic function on S? x S? of the same degree.
More precisely, we have the following fundamental lemma about the Radon transform
on SO(3) which was already mentioned by Bunge (1969, Section 11.5.2).

Lemma 3.5. Let | € Ny and k, k' = —1,...,l. The Radon transform of the Wigner-D

. ’
function T is
2m

[+

1
2

RITF (h,r) = V¥ (n)YEr), (h,reS?). (3.1)

Proof. For arbitrary | € Ny, k, k" = —I,...,l we obtain by equation (2.26)
/ 1 !
R (h,r) = 2—/ Ti* (g) dg

/ V(g 'n)VF(n) dndg
G(h,r) JS2?

5 [ [ Semdgan (32
m G(h,r)

Since we have for any 1, h,r € S* and gy € G(h,r)
{gn | gcG,r)}={Rot.(w)gn € S* | w e [0,27) }

the inner integral rewrites as

1 - 1 2
Vi(gn)dg = o . Y (Rote(w)gon) dw = Py(r - gom) Vf(r).

27 Jamr)

Here we have applied the spherical mean value theorem 2.3. Together with equation
(3.2) and the Funk—Hecke theorem 2.4 we obtain

RTH (h,r) = [ V¥ (m)Pi(h-n)VF(r) dn = —<VF (h)VF(x).

S2 l+
[

Remark 3.6. Let [ € Ny. Using the matrix representation 7; = (T}**") of the Wigner-D
functions Lemma 3.5 may be written as

T YEVm)T, hreS (3.3)

1
2

RTi(h,) =

Applying the trace operator to equation (3.3) we obtain for any h,r € S?

l

(RTrT})(h 2” - VEm)YEr) = Puh v, (3.4)

Qk—l
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3 The Radon Transform on SO(3)

The next two lemmas provide representations of the Radon transform for the class of
radially symmetric and the class of fibre symmetric functions on SO(3).

Lemma 3.7. Let f € C(SO(3)) be a radially symmetric function with center g, € SO(3)
and denote F: [0,1] — R the function defined by

flg)=F (cos @) ,  g¢€3S0(3).

Then its Radon transform Rf has the integral representation

w/2
Rf(h,r)= %/ F (cos(é’) cos @) df, h,reS§? (3.5)
0

and hence depends only on the angular distance £(goh,r). In particular, for any h,r €
S? the trace functions Rf(h,o) and Rf(o,r) are radially symmetric with centers goh
and gy 'r, respectively.

Proof. A proof of equation (3.5) can be found in Schaeben (1997). O

Definition 3.8. Let hy,ry € S?. A function f: SO(3) — R that depends only on the
angular distance £(gho, o), g € SO(3) is called fibre symmetric with respect to the fibre
G(ho, I'()).

Lemma 3.9. Let f € C(SO(3)) be a fibre symmetric function and let F: [-1,1] — R
be defined by

F(gho 1) = f(g), &€S50(3).
Then the Radon transform of f has the integral representation

Rf(h,r) = l/ F(cos £(h,hg) cos £(r,rg) + sin £(h, hy) sin £(r,ry) cos#) df. (3.6)
0

7

In particular, the trace functions Rf(o,r),Rf(h,o) € C(S?) are radially symmetric
functions with center hy and rq, respectively.

Proof. Let h,r € S? and let go € SO(3) be the rotation mapping h onto r such that
gohy is on one geodesic with r and ry. Then G(h,r) = { Rot.(w)go | w € [0,27) } and
we have

2m

Rf(h,r)= %/0 " f(Rotr(w)go) dw = % i F(goho - Rot,(w) ro) dw.

Treating r as the north pole of a polar coordinate system and observing
£(gohg, 1) = £(hg, gy 'r) = £(hg, h)
we obtain from equation (2.1)
cos £ (gohg, Rot,(w)ry) = cos £(h, hg) cos £L(r,ry) + sin £L(h, hy) sin £(r, ry) cos(w),
which proves equation (3.6). O
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3 The Radon Transform on SO(3)

3.2 The Radon Transform in Sobolev—Hilbert Spaces

In this section we are going to extend the Radon transform on SO(3) to a bounded op-
erator acting between Sobolev spaces. A more detailed analysis of the Radon transform
on SO(3) between Sobolev spaces can be found in van den Boogaart et al. (2006).

Theorem 3.10. Let s € R. Then there is a well defined extension of the Radon trans-
form R: C(SO(3)) — C(S* x S?) to an isometric operator

R, : Hs(SO(3)) — H, (S* x §?).

1
2
Proof. For any unit basis function 5-(I+ %)%’ST{“’“' in Hs(SO(3)) we have by Lemma 3.5

]_ 1 / 1 ’ N~ -~
51+ 3)7 TR = 2(L+ 5) 727"V (1) (02).
Hence, Ry, defines an H,(SO(3))-H,, 1 (S? x S?) isometric operator on a dense subset
of Hs(SO(3)). This implies the existence of an isometric extension. O

The next proposition characterizes the range of H;(SO(3)) under the Radon transform
(cf. Nikolayev and Schaeben, 1999).

Proposition 3.11. The range of the spherical Radon transform Ry, s € R is the
subspace of all functions P € Hs+%(S2 x S?) that satisfy the ultrahyperbolic differential
equation

Ag2 1P = Ag2 5P,
where Ag2 ; P, 1 = 1,2, denotes the application of the spherical Laplace—Beltrami operator
to P with respect to its i-th free variable.

Proof. By Lemma 3.5 we have for all [ € Ny and k, k' = —I[, ..., [ the equality

’ 27T ’ - 27T / 37 ’
Ag RTM = =5 (DY) (00)Vf(02) = 75 (01) D2V (02) = D2 s RT™ .
[+ 5 [+ 3
Together with Theorem 3.10 this proves the assertion. O]

Remark 3.12. Theorem 3.10 implies in particular that there is a well defined bounded

operator
Rp2: L*(SO(3)) — L*(S? x §?)

that extends the Radon transform. Moreover, we have by Theorem 3.24 that Rf €
H1(S* x §?) for any f € L*(SO(3)). Applying the trace theorem 2.28 we obtain that

the trace functions Rf(n,0),Rf(o,n) € L*(S?) are well defined for any n € S*.

The next two lemma extend Lemma 3.7 and Lemma 3.9 by characterizing the Radon
transform of radially and fibre symmetric functions on SO(3) by its Fourier coefficients.
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3 The Radon Transform on SO(3)

Lemma 3.13. Let f € L*(SO(3)) be a radially symmetric function with center g, €
SO(3) and let the function F € L*([—1,1],v/1 — t2) be defined by

F(t)= f(g), te[-1,1], g €SO(3), |t| = cos &8,

Then the function P € L*([—1,1]),
Plgoh-1) = Rf(h,r), hreS?,
has the Legendre expansion
P=>Y F@2)P,
1=0
where F(2l), [ € Ny, are the even order Chebyshev coefficients of F'.
Proof. Combining Lemma 3.7 and Remark 3.12 we conclude that Rf(o,r) € L*(S?)
defines a radially symmetric function with center g;'r. By Lemma 2.2 this implies
P € L?([-1,1]) and hence P has a well defined expansion into Legendre polynomials.

The fact that the Legendre coefficients of P coincides with the even order Chebyshev
coefficients of F' is due to Proposition 2.15 and the equations (3.4) and (2.25). O

Lemma 3.14. Let f € L*(SO(3)) be a fibre symmetric function with respect to the fibre
G(hg, 1), hg,rg € S2. Then f has the Fourier representation

=3 B0 S Y m) G, (37)

where F(1), | € Ny are the Legendre coefficients of the function F € L*([—1,1]) defined
by
F(gho-ro) = f(g), &€5S0(3).

Its Radon transform Rf € L*(S* x S?) has the series expansion

Rf(h,r) =Y F(I)Pi(ho-h)P(ro 1), hreSs? (3.8)
=0

where convergence is meant in the sense of L*(S* x S?).

Proof. Let f € L*(SO(3)) and F: [-1,1] — R be as defined in the Lemma. Then we
have

1
/ @) dg = / IF(gho - o)’ dg = 2r / F(r-ro) dr = 2n / F(5)? db
SO(3) SO(3) 2 1

and hence F' € L*([—1,1]).
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3 The Radon Transform on SO(3)

Let

F=Y FP,
1=0
be the Legendre expansion of F'. By the spherical addition theorem we have for all

g € 50(3),

20+1
47

Pl(gho I‘o) yl(l‘o)Tyz(gho) yl(l’o) ( )Tyz(ho) yZ(FO)TTl(g)yl(hO)a

which proves equation (3.7). Applying the Radon transform to the last term we obtain
by Remark 3.6 and the spherical addition theorem

(R Yi(ro)" Ti(0)Vi(ho)) (b, 1) = Vi(ro)" Yi(r)Vu(h)" Vi(ho)

21—1—1
21—1—1

Pl (I‘O I‘)Pl (h ho)

which implies equation (3.8). O

Thanks to Lemma 3.5 the operator R;2 is a multiplication operator in Fourier space
and hence its adjoint operator R, is a multiplication operator Fourier space as well. In
the next lemma we show that the adjoint operator R}, has also a representation as an
integral operator.

Lemma 3.15. The adjoint operator to the one—dimensional Radon transform Rz on
SO(3) is the integral operator

Ri.: LA(S? x §?) — L*(SO(3)),

1 SA o 3.9
R:.P(g) — - / P(h, gh) dh. (3:9)
21 S2
Moreover, we have for alll € Ny and k, k' = —1,...,1,
/ —— 1 p
Ri2VF (01)Vf(02) = ngkk : (3.10)

Proof. For every f € L*(SO(3)) and P € L*(S* x S§?) we calculate

<f7 *LQP>L2(SO(3 - <RL2f’ P>L2 (S2xS2)

/ / / g)dgP(h,r)dhdr
s2 Js2 27T G(h,r)

_/SO() e )%/ P, gh) dh dg.
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3 The Radon Transform on SO(3)

Equation (3.10) is a direct consequence of

/ / ~<1, < 2 / /
(RuaTi™, V¥ (01)VF(02) ) = = (T Ry IF (0) V(o)

L2(s?2xs?) [+

>L2(SO(3)) '

D=

]

In fact, integral formula (3.9) defines the dual Radon transform to the one-dimensional
Radon transform on SO(3) and one can show that in the general setting of homogeneous
spaces the dual Radon transform always coincides with the L?-adjoint Radon transform
(cf. Helgason, 1999, Proposition 2.2). Moreover, one can show that the Radon transform
as well as its dual are rotational invariant and hence their concatenation is so, too.
Since for nice manifolds the algebra of rotational invariant operators is generated by
the Laplace-Beltrami operator (cf. Vilenkin and Klimyk, 1991, Chap. 6, Thm. 2) one
concludes that R*R is a function of the Laplace-Beltrami operator (cf. Gurarie, 1992,
Sec. 2.5). In particular, this holds true for the Radon transform on SO(3).

Theorem 3.16. The concatenation R;.Rp2: Ho(SO(3)) — H1(SO(3)) of the Radon
transform and the adjoint Radon transform is an invariant, pseudodifferential operator of
order —1. The inverse operator (R5,Rr2)"': Hi(SO(3)) — Ho(SO(3)) is an invariant,
pseudodifferential operator of order 1 and can be expressed in terms of the Laplace—
Beltrami operator on SO(3) by

(Rj2Rp2) ™" = (—Dso@) + 1)'V2 (3.11)
In particular, we have for all f € L*(SO(3)) the inversion formula
f=(=Dsop + HV*RR L f. (3.12)
Proof. By Lemma 3.5 and Lemma 3.15 we have for all [ € Ny and k, k' = —1,...,1
RRTP = (1+ )T,

and consequently Rﬁz (1) = (I+3)". Using Definition 2.24 one verifies that R}, R >
as well as (R3,Rr2)"! are pseudodifferential operators. On the other hand we know
from Lemma 2.19 that

/

Nso T = =11+ )T

for all | € Ny and k, k' = —I,...,I. Since (I(l + 1) + 1)7 = I + 1 we have equation

(3.11). 0

There exists also other inversion formulae for the one-dimensional Radon transform
on SO(3). A concise representation of the inversion formulae of the one-dimensional
Radon transform on SO(3) can be found in (Bernstein and Schaeben, 2005).
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3 The Radon Transform on SO(3)

Finally we are concerned with the question whether the inversion of the Radon trans-
form is local or not. Loosely spoken the inversion of the Radon transform is said to be
local if for the reconstruction of f(gg), go € SO(3) it is sufficient to know R f(h,r) for
all geodesics G(h,r) passing through an arbitrary small neighborhood of g,. Formally
this property is defined in the next Definition.

Definition 3.17. The inversion of the Radon transform R: Ho(SO(3)) — H2 (S? x S?)

is local if for any open set U C SO(3) the constraint R f(h,r) =0 for all (h,r) € S? x S?
satisfying G(h,r) N U # ) implies f|y = 0.

Before we prove that the Radon transform on SO(3) is not local we first prove the
following series representation of the function ¢ +— /2 — 2¢ in terms of Legendre poly-
nomials.

Proposition 3.18. The series

o0

4
2l - 1)(20 + 3)

Pt) = —v2—2t, te|-1,1] (3.13)

1
converges uniformly on the interval [—1, 1] to the given function.

Proof. Uniform convergence of the sum follows from |P;(t)] < 1 for t € [—1,1] and
[ € Ny.

Let a,b € R such that a + b,b > —1. Then we have the following expression for the
Beta function B(b+ 1,a+ b+ 1)

1

1
B(b+1,a+b+1):/ (1—t)a+b(1+t)bdt:2<a+2b+1>/ (1 —)*"(1+ )" dt
0

-1

1

1

Combining this equality with the Rodriguez formula (cf. Freeden, 1998, Equ. 3.2.15)
we obtain

1 1 1 dl o
—/_1\/2—2t731(t)dt: ﬁ/_l(@\m—%)(l—t ) dt
_ (20 —3)! /1 -2l 2\
= gy | 22T (=)

(2= 3) /1 (1—t) "= (1 — ) dt

T 282 o)l ),
(21 — 3)!

— 3
T 22-4(] — 2)!1!B(l L3
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3 The Radon Transform on SO(3)

Using the representation of the Beta function in terms of the Gamma function and the
duplication formula for the Gamma function we find

(21 — 3)! L2l —2)0(+ D)
22-4(] — 211 2240 — I+ 1)T(1 +5/2)
@20 —2)T(2)
~22EI0(I— I(L - 1/2)(20 — 1)(20 + 1)(20 + 3)
L2l —2)I'(3)
2)(20 — 1)(20 + 1)(20 + 3)

B(l+1,3) =

~ 22/l (20 —
8

T 20— 120+ 1)(20 +3)

and consequently we have for all [ € Ny,

4
(20 —1)(21+3)

2l —|— 1
/ V2 —2tP(t)dt =
Since the Legendre polynomials provide an orthogonal function system in L?([—1,1])
this implies the assertion. Il

Now we are ready to prove that the inversion of the Radon transform on SO(3) is not
local.

Theorem 3.19. The inversion of the one—dimensional Radon transform on SO(3) is
not local.

Proof. Let 1 € C*°([—1,1]) be an infinitely often differentiable test function such that
—1 and 1 are not contained in the closure of the support of 1. Then

Ph,r)=+¢(h-r), hrecS?

defines the Radon transform of a radially symmetric function f = R™1P € C*(SO(3))
with center Id € SO(3). Moreover, there is a neighborhood U of Id such that P(h,r) =0
for all h,r € S? with G(h,r)NU # (). We show that 1) can be chosen such that f(Id) # 0.

By Lemma 2.2 the function ¢ has a well defined expansion into Legendre polynomials.
Applying Lemma 3.13 we obtain by partial integration

R7IP(Id) = Zﬂ“/ D(t)Pi(t) dt Uy (Id)
—Z%“/ W () (Proa(t) = P () dt
:Zz w’(t)Pl(t) dt
=1 Y1
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3 The Radon Transform on SO(3)

o - ! " Pl+1 (t) - Pl—1<t)
__;2/_1¢(t) 21+ 1 d

o0

L1 1 4
_2/_1w (t><§+5t_z 20— 1)(21+3)Pl(t)) dt.

=2

By Proposition 3.18 the sum in the integral converges uniformly for ¢t € [-1,1] to

S
3

1, < 4
gt—;(zl_l)(ZHB)P,(t)_1+t+\/2—2t.

Substituting this formula back to the integral and applying partial integration the other
way round we obtain

fd) =R'P(1d) = 2 /1 () (14t + V2= 2t) dt

_ _2/_11 (1~ —_21_ 2t) dt
_ —2/_1 P02 — 20)~3 dr.

Since, (2 —2t)"2 > 0 for t € [~1,1) we find a function 1 such that f(Id) % 0. O

Theorem 3.19 may be interpreted that in order to reconstruct a function f € C(SO(3))
at a single point g € SO(3) the integral along all one—-dimensional geodesic manifolds of
SO(3) has to be known. The question whether the inverse Radon transform is local is
central in the analysis of the Radon transform since it strongly effects the choice of an
appropriate algorithm that has to be used for its numerical treatment (cf. Ramm and
Katsevich, 1996).

3.3 Generalizations of the Radon Transform

The Radon Transform in L'(SO(3)). First are going to extend the Radon transform
to the space of absolutely integrable function on SO(3).

Theorem 3.20. The one-dimensional Radon transform R: C(SO(3)) — C(S?* x $?)
has a well defined extension to a linear, bounded operator

Ry L'(SO(3)) — LY(S* x S%).

Moreover, the trace functions Ry f(h,o), R f(o,r) € L'(S?) are well defined for any
unit vectors h,r € S2.
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3 The Radon Transform on SO(3)

Proof. For any f € C(SO(3)) and any unit vector h € S? we have

IR, 0)l i en) < [RIF 0] = / 3 ., e dsds
1

— dg = — .
2 Jso) |f(g)| dg o ||f||L1(SO(3))

Consequently, the mappings f +— Rf(h,o) and f — Rf(o,r) constitute L*(SO(3))-
L'(S?) bounded operators on a dense subset of L'(SO(3)). Hence, there exists a well
defined extension to a bounded operator acting on the whole space L'(SO(3)).

By the inequality

IRf L2 s2y = /SQ IR f (0, 0)[|1gey dh < 21| fll 11 (s03))
this applies to the Radon transform f +— Rf as well. O

Radon Transforms on O(3). Next we are going to define a Radon transform on the
orthogonal group O(3). In order to reuse most of the results obtained for the rotational
group SO(3) we introduce the following notations.

Definition 3.21. Let g € O(3). Then we denote by —g = —Id g the concatenation of
g with the inversion and define the rotational part |g| and the signum sign(g) of g by

g] = g if g€ SO(3),
B —g ifggs0@),

1 if g € SO(3),

d si =
e sisne {—1 if g ¢ SO(3).

Using these notations we characterize an orthogonal basis in L*(O(3)).

Lemma 3.22. The system of functions
T @ 1g) =T (gl) and T @1 :=sign(g)Ti* (gl),
1 €Ny, k,k' = —1,...,1, forms an orthogonal basis in L*(O(3)).
Remember that the geodesics in SO(3) are
Gh,r)={geSOB) |gh=r}, hrecS

Since O(3) is topologically the disjoint sum of two copies of the group SO(3) the geodesics
of O(3) are the geodesics G(h,r), h,r € S* of SO(3) plus the geodesics

~Gh,r)={-g | g€ Gh,r)} COB)\SOB), hrecs?
of 0(3)\SO(3) = —SO(3).
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3 The Radon Transform on SO(3)

Consequently, the one-dimensional Radon transform on O(3) is defined as

R: C(O(3)) — C (S* x §? x {Id, —1d}) ,
1

Ritra) =g | S

It is not hard to prove that all main properties of the Radon transform on SO(3) remain
true for the Radon transform on O(3) as well.

In the remainder of this section we focus on a symmetrized version of the Radon
transform on O(3) which will be our central subject during the next chapters.

Definition 3.23. We define the operator X" as

X:C0(3) — C($?x$Y),

Xf(hr) = %(Rf(h,r,ld) +Rf(h,r,—1d)). (3.14)

The next theorem is the counterpart to the characterization theorem 3.10 of the Radon
transform on SO(3) in Sobolev spaces.

Theorem 3.24. Let s € R. Then the operator X extends uniquely to a linear, bounded
operator

X0 Hs(0(3)) = Hyy 1 (S* % §7)

with kernel
ket Xy, o3 = closy, span {TQ’“/“’ @1, TH @1 | 1€Ny, kK =—1,... ,z}.

In particular, the restriction of the operator Xy (o)) to its cokernel and image is an
1sometric operator.

Moreover, there is a well defined extension of the operator X to a linear, bounded
operator

Xrio@): L'(0(3)) — L'(S* x §?).

Proof. By Lemma 3.5 we have for any [ € Ny and k, k' = —[,.. .,

! 1 ! !/
XTI @ 1(h,r) = 5 (RTZ"“"“ (h,r) + RT™ (—h, r)>

= % (9 WP + F (-YFw)
2 YF (h)YF(r) if [ even,

— 45
0 if [ odd
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3 The Radon Transform on SO(3)

and, analogously,

- 0 if [ even,
XTI @ 1(h,r) = 25V WVF(r) i odd.
3
Now Theorem 3.24 follows from Theorem 3.10 and Theorem 3.20. O

Let IT: Hs(O(3)) — Hs(SO(3)) the canonical mapping that projects the cokernel of
XH(O(B)) onto HS<SO(3)) Then XHS(O(S)) = RHS(SO(?)))H and the results of Chapter 3
apply to the operator X' as well.

The Radon Transform on Quotient Spaces. Let s € R. Then we define for any finite
subgroup () C O(3) the symmetrization operators

So: Hs(0(3)) — Hs(0(3)/Q), and  Sg: Hs(S* x S§?) — H(S*/Q x §?),
Sof(g ’Q|ngq SoP(h,r) = ’Q|Zthr

qeqQ qeqQ

In Lemma 3.4 we have shown that the Radon transform commutes with Sg. Hence, there
is a well defined restriction of the operator X (o(3)) to a bounded operator Xy, (o3)/Q)
such that the diagram

Xrs(03))
_—

Hs(0(3)) M1 (S? x §?)
lSQ lSQ
H(0(3)/G) TOND, L (52)Q x 5?)

commutes. The same holds true if the Sobolev Hilbert spaces are replaced by the
corresponding spaces of absolutely integrable functions.

Remark 3.25. Let @ C O(3) be a finite subgroup that contains the inversion, i.e.
—Id € @. Since G(h,r) = G(—h,—r) we have for any f € C(O(3)/SLaue) and any
h,r € S? the equality

Xf(@h,r) = Xf(=CQh,r) = X f(Qh, —r).

In particular, the trace function X' (Qh, o) is an even function for any h € S?.

3.4 Radially Symmetric Functions on S* and SO(3)

Let K € L*(SO(3)) be a radially symmetric function on SO(3) with center gy € SO(3).
Then Lemma 2.6 defines a function K € L*([0,1],v/1 — ¢2) such that

K (cos @) = K(g), geS0(3).
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On the other hand it exists by Lemma 2.2 for any radially symmetric function P € L*(S?)
with center ng € S? a function P € L?*([—1,1]) such that

P(n-m) = P(n), neS

Since the Radon transform is a bounded operator that maps radially symmetric func-
tions in L*(SO(3)) onto radially symmetric functions in L?*(S?) it defines a bounded
operator

R: L2([0,1), V1 —2) — L*([-1,1]),
RK(goh-r)=RK(hr), hreS

In Lemma 3.7 we have shown that R is in fact the integral operator

On the other hand, we have shown in Lemma 3.13 that R provides a one to one relation
between the even order Chebyshev coefficients of K and the Legendre coefficients of
RK, ie.

~

K(21) =RK(l), 1€N,.

In this section we are going to make use of this two fold relationship between radially
symmetric functions in L*(SO(3)) and radially symmetric function in L?(S?) to derive
representations of some important (radially symmetric) kernel functions on SO(3) and
S?. Moreover, we give formulae for the relationship between the free parameter of the
kernel functions and their halfwidth, i.e. the angle b € [0, 7] where the kernel function
K satisfies

K(cos %) = %f((l).

Predecessors of the following compilation of kernel functions can be found in Matthies
et al. (1987), Freeden (1998), Schaeben and v.d. Boogaart (2003) and many others.

The Abel-Poisson Kernel. Our compilation starts with the Abel-Poisson kernel which
is for any x € (0, 1) characterized by the Legendre coefficients

~

K((20) =RK(l) = (21 + 1)k*, 1€ N,.
For RK we have the well known representation (cf. Freeden, 1998, Sec. 6.5)

L 1— k4
RK(t) == (1 — 2H2t + [{4>3/2’

te[-1,1].
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Figure 3.1: The Abel-Poisson kernel for x = 0.79.

The corresponding kernel function K on SO(3) was investigated in Matthies et al. (1987,
Sec. 17) where it is called Lorentz function. In particular, there it is shown

2 2

f((t)— 1—r n 1—k
(1426t + K22 (1 = 2Kt + K2)2

t€0,1]

and the following relation between the parameter £ € (0,1) and the halfwidth b of the
kernel is given

b = 4arccos/c, (3.15)
where
(272 —74+1) — Vb7t =873 + 272+ 1 (1+ x%)?
c= and 7= -—F—-2.
147 4K2

A visual illustration of the Abel-Poisson kernel together with its Radon transform,
and its even order Chebyshev coefficients can be found in Figure 3.1.

The de la Vallée Poussin Kernel. The second radially symmetric function we mention
here is the de la Vallée Poussin kernel. On SO(3) it is defined by

) 2 te|0,1]

where B denotes the Beta function. The parameter x > 0 is related to the halfwidth
b € (0,) of the kernel by

ﬁlncosg — —InVv2.

The main features of the de la Vallée Poussin kernel are its non—negativity and its non—

negative finite Fourier series (cf. Schaeben, 1997). More precisely, we have K (2l) =0
for [ > k. Using integration formula (3.5) Schaeben (1997) proves the following explicit
formula for the Radon transformed de la Vallée Poussin Kernel on S?.
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3 The Radon Transform on SO(3)

Lemma 3.26. Let x > 0 and lgtf(: [0,1] — R be the de la Vallée Poussin kernel. Then
its Radon transformed kernel RK is given by the formula

1+k
2n
An explicit formula for the Chebyshev coefficients of the de la Vallée Poussin kernel can

be found once again in Schaeben (1997). However, the following three term recurrence
is more applicable for numerical issues.

RK(t) =

1+, te|-1,1] (3.16)

Lemma 3.27. Let & > 0. Then the even order Chebyshev coefficients Ci(r) = K (21) of
the de la Vallée Poussin kernel satisfy the three term recurrence formula

l+Kk+2 [—k—1
o3 Crrle) + Gilk) + —r—

The first two Chebyshev coefficients are given by Co(k) =1 and Cy(k) = 3—&

Proof. Let | € Ng. By Lemma equation (2.7) the Legendre coefficients of R and hence
the even order Chebyshev coefficients of K satisfy

Cra(k) =0, 1eN\{0}.

2041 [P 1+k

i) = / (1+6)"Py(t) dt.
2 q2F

Now we can proceed as in Freeden (1998, Lemma 5.8.1) for the locally supported kernel

on the sphere. The three term recurrence formula (2.8) of the Legendre polynomials

implies

[+1
5+ 301+1(I*€) + C[(K) + 5l — 101_1(I{) = Cl(/{ + 1).
By partial integration and the derivation rule (2.9) we find
2041 [f 14k d Pra(t) — Pra(t)
1) = 14 t) =2
Glrt+1)=—3 /; ST A ri— T dt
1+k) [
S / (L4 £ (Praa () — Pra(8))
—1
1 1
:(L+@<m—1a”“»_m+3q““0'

In combination both recurrence formulae prove the recurrence formula of the Lemma. [

Remark 3.28. It is more convenient to write the de la Vallée Poussin kernel as a
function of the angle, i.e. for g € SO(3) and k > 0 we have

B 3 1 h
(3:3) cos? £(g0:8) and RK (h,r) = (1 + k) cos® —A(go ,r)'

K(g)= .
O BE D 2

The graph of the de la Vallée Poussin kernel, its Radon transform, and its Legendre
coefficients are plotted in Figure 3.2.
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Figure 3.2: The de la Vallée Poussin kernel for k = 13.

The von Mises—Fisher Kernel. For any x > %an the von Mises—Fisher kernel (cf.
Schaeben and v.d. Boogaart, 2003) or Gaussian kernel (cf. Matthies et al., 1987, Sec.
16.1) on SO(3) is defined as

f((cos g) = m&wow, w € [0,7], (3.17)

where 7,,, n € Ny denote the modified Bessel functions of first kind

1 ™
Zn(k) = —/ e ¥ cosnwdw, keR,.
0

™

One verifies that K(t) is positive and monotonically increasing for all ¢ € [0,1] (cf.
Matthies et al., 1987, Sec. 16.1). Furthermore, we have for the halfwidth b € [0, 7] of
the von Mises—Fischer kernel the simple formula

In2
cosbzl—n—.
K

Explicit formulae for the Chebyshev coefficients of the von Mises—Fischer kernel as
well as for its Radon transform are given in the next lemma.

Lemma 3.29. The even order Chebyshev coefficients of the von Mises—Fischer kernel
K with parameter k > %1112 satisfy

= Ti(k) = Liy1(R)
K@) =2 =T

[ € Np.

The Radon transformed kernel of K has the representation

. To(£(1 + cosw)) »
_ 2 5 (cosw—1) )
REK (cosw) A e . w e [0,7]
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Figure 3.3: The von Mises—Fisher kernel for x = 7.5.

Proof. By equation (2.17) the even order Chebyshev coefficients K'(21),l € Ny of K are
given by

(To(k) — Tu(x)) K (21) = (To(r) — T ( / R (cos ©)Uy(cos 2) sin® £ dw

2

s
==z e s gin 2l+1 sin ¥ dw
™ Jo

1 s
=— / "% (coslw — cos(l + 1)w) dw = Zy(k) — L4 (k).
T™Jo

In order to calculate the Radon transform of the von Mises—Fischer kernel we apply
Lemma 3.7 and obtain

(Zo(r) — Tu (k) ) RE (cos w) / K (cosf cos £) do

_ / ' c08 2 arccos (cos 0 cos % ) do
0

™

_ l/ﬂe ( 1+(1+cos?9)cOS 5) de
0

e

™
2w _ 1 2 w
_ efi(COS 1)_/ e cos” 3 cos 20 do
0

T
= Zo(5(1 + cos w))ez(cosw=b),
[

Figure 3.3 includes a graphical illustration of the von Mises—Fischer kernel, its Radon
transformed kernel, and its Legendre coefficients.

The Locally Supported Kernel. By the locally supported kernel on SO(3) we mean
a radially symmetric function that is polynomial within a certain neighborhood of its
center and that is equal to zero outside of this neighborhood. Denote p € N, the
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polynomial degree and b € (0,1) the width at which the kernel vanishes. Then we define
the locally supported kernel on SO(3) by

~o =P te[b1]
k(o) = {0 t < [0,0). (3.18)

For a small polynomial degree p the Radon transform of the locally supported kernel on
SO(3) can be calculated explicitly. However, for numerical work recurrence formulae for
the Chebyshev coefficients of the locally supported kernel seem to be more appropriate.
The remainder of the section is devoted to this objective. As a first step we prove a
recurrence formula for the zero order Chebyshev coefficients.

Lemma 3.30. Let b € (0,1) and p € N. Then the integrals
1 1
I, = / (t—=0bPv1—t2dt and J,= / (t — b)P arcsint dt
b b

satisfy the recurrence formulae

(p+2)I, = 5(1 — )P — p(bly_y + 1), (3.19)
(p+1)J, = gu — )P — p(I,_y + by ). (3.20)

Initial values are given by I_y = /1 — b? and J_, = arcsinb.
Proof. Partial integration yields

1
I :/ (t—byPVT—Pdt
b

1
:g(l —b)P — / g(t —b)P 1 (tV1 — 12 + arcsint) dt
b

1
:%(1 —b)P — g/ (t — b)P~arcsint dt
b
p [ pb [
—5/ (t—b)P\/l—t2dt+§/ (t—b)P~ V1 —¢2dt
b b
m p p, pb
:Z<1 _b)p_ 5 p—l — §Ip_ 7]17_1.

This proves formula (3.19). For formula (3.20) we again apply partial integration and
obtain

1
Ip :/ (t —b)Parcsint dt
b

1
:g(l —b)P - / p(t —b)P" (V1 — 2 + tarcsint) dt
b
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=Sy [V T

1 1
— p/ (t — b)P arcsint dt + pb/ (t — b)P~ arcsint dt
b b

T
25(1 — b)p — pIp,1 — p:]p +prp,1.

Lemma 3.31. Let b € (0,1) and p € N. Then the Chebyshev coefficients

~

2 arccos(b) 1
R() =1, - /0 (cos — b)2Uy(cos £) dw = /b (t—bPVI—PUE) dt, 1€ N

of the locally supported kernel satisfy for all I € N\{0} the recurrence formulae
]H-l,p - 2Il,p+1 + Qb-[l,p - ]l_Lp

and
(I4+p+3)p +b(+2p+3),+ (b*—Dply 1 — (I + 1)1, =0.

Forp=0 and | € Ny we have

sin(larccosb)  sin((l + 2) arccos b)

L=
L0 I [+ 2

Proof. Let b€ (0,1), p € N and I € Ny. Then we have for the Chebyshev coefficients of
the first and the second momentum of the locally supported kernel the expressions

1
/ (t — b)pﬂ/{l(t)\/ 1—t2dt = ]l7p+1 + b[l7p (3.21)
b
and )
/ (b= DPCUNT = dt = Ty 10 + 2bTps1 + V11, (3.22)
b

Together with the three term recurrence formula (2.19) we derive the equality

1
lijp = / (t = 0) Uy (¢) dt
b

1
_ / (t— b (212,(t) — Uy (1)) dlt
b
- 2[l,p+1 + 2b[l,p - [l*LP' <323)
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Figure 3.4: The locally supported kernel for xk = 0.85.

Applying subsequently equation (3.21), derivations rule (2.21), partial integration, and
equations (3.21) and (3.22) we obtain

Uy — Ly 4+ (L+ 1)y, = /bl(t — )P (= () + (1 + VU1 (1)) V1 — 2 dt
:/bl(t —b)P(1 —¢?) (%uﬂ)) V1-dt
= /b 1(zf — bYP3HU ()1 — 2 dt
- /b ot — b (L — (VI Pt

=311 + 3001y — plip1 + plipir + 2bply, + 0°plip o
=(p+3)1ps1 +b(2p+3) 1, + (B> — V)plyp_y

and consequently
(I+p+3) iy +b(l+2p+3) ], + U —Dpl, s — (I+ 1)1, =0. (3.24)

Multiplying equation (3.23) by (/4 p+3) and equation (3.24) by —2 and summing them
results in the recurrence formula

(I4+p+3)1,+2bply,+ (p— 1+ 1)1, —2p(1 — b3, 1 = 0.

O

A plot of the locally supported kernel of polynomial degree three together with its
Radon transform and its Legendre coefficients can be found in Figure 3.4.
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Problem

In this chapter we are concerned with the central problem of quantitative
texture analysis — the estimation of an orientation density function (ODF')
of a specimen from diffraction measurements. Starting with a brief sum-
mary of crystallographic terminology and diffraction at crystals we derive a
statistical model for diffraction in polycrystalline materials. Based on the
statistical model we formulate the problem of ODF estimation by means of
diffraction measurements as a parameter estimation problem and analyze its
inherent indeterminateness and ill-posedness. The canonical question about
the reliability of ODF estimation is addressed in Section 4.3 and in Section
4.4. Bventually we take advantage of the statistical model and derive a least
squares ODF estimator from on diffraction data.

4.1 Crystallographic Background

In this section only the most basic notations of crystallography are introduced. For a
more comprehensive introduction into crystallography including diffraction the reader is
referred to Schwarzenbach (2001) or Hammond (1997).

Crystal Geometry. The characterizing property of all crystals is the three-dimensional
periodic alignment of their atoms, in other words their atoms form a regular lattice. The
common way to describe the regularity of an atom lattice is to extend it periodically to
the three-dimensional Euclidean space R? and to consider its symmetries. Symmetries
are isometric mappings of the three-dimensional space that leave the extended atom
lattice invariant. The set of all symmetries of the extended atom lattice forms a group,
the so called space group Sspace € O(3)®T(3) of the crystal. Here O(3) denotes the group
of all orthogonal transformations in R® and T(3) denotes the group of all translations in
R®. The orthogonal part Speint = Sspace/T(3) € O(3) of the space group is called point
group of the crystal.

Every crystal allows for a conventional assignment of an orthonormal coordinate sys-
tem which is well defined modulo the crystal symmetries described by the space group
Sspace- Such a coordinate system is called crystal coordinate system. A direction specified
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by coordinates relative to a crystal coordinate system is called crystal direction. Follow-
ing the general convention we denote crystal directions by the letter h € S2. Two crystal
directions hy,hy € S? are called crystallographically equivalent if it exists a symmetry
q € Spoint Of the crystal such that h; = gh,. We denote by

Spointh = {qh | q € Spoint} S SZ/Spoint

the class of all crystal directions crystallographically equivalent to a given crystal di-
rection h € S? and by S?/S,0me the set of all classes of crystallographically equivalent
directions.

Let us consider a specimen and a specimen coordinate system fixed to it according to
some convention. A direction specified by its coordinate vector relative to the specimen
coordinate system is called specimen direction and is usually denoted by the letter r € S2.

Crystal directions and specimen directions are connected via the coordinate transfor-
mation from the crystal coordinate system to the specimen coordinate system. This
coordinate transformation can be represented by an orthogonal 3 x 3-matrix which is
commonly denoted by the letter g € O(3). With this notation a crystal direction h € S?
and a specimen direction r € S? represent the same physical direction if and only if

r = gh.

Moreover, the matrix g € O(3) can be interpreted as a (possibly improper) rotation with
respect to the specimen coordinate system that brings the specimen coordinate system
in coincidence with the crystal coordinate system. Hence, the matrix g € O(3) describes
the orientation of the crystal relative to the specimen.

Let g1,82 € O(3) be two coordinate transformations. Then g; and gy describe two
crystallographically equivalent orientations if and only if it exists a symmetry q € Spoins
such that g; = goq. The class

gSpoint = {gq | q € Spoint} € 0(3)/Spoint

of all coordinate transformations that are crystallographically equivalent to a given co-
ordinate transformation g € O(3) is called crystal orientation and the factor group
O(3)/Spoint of all crystal orientations is called orientation space. Let gSpomt € O(3)/Spoint
be a crystal orientation, Spenh € S* a class of crystallographically equivalent crystal
directions and r € S? a specimen direction. Then r represents a direction identical to
one of the directions represented by the class Spoingh if and only if

Spointh - (gSpoint)_lr'
Textures. Let us consider a mono—phase, polycrystalline specimen, i.e. a compound of

identical crystals all possessing the same point group Speimt € O(3). Next we assume that
each crystal has a well defined crystal orientation gSpeimt € O(3)/Spomt relative to the
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specimen thus neglecting e.g. internal crystal defects. Then the distribution of crystal
orientations by volume within the specimen is called tezture and can be modelled by a
probability measure on the orientation space O(3)/Spomt. Its quantitative investigation
is called quantitative texture analysis (QTA). The central idea of QTA is to describe this
probability measure on O(3)/Spemt by a probability density function. Such a probability
density function is called orientation density function of the specimen. More abstractly
we define

Definition 4.1. Let Syt € O(3) be a point group and let
f: 0(3)/Spoint - R-i—
be a non—negative, integrable function on O(3)/Spemt normalized to

1

— f(8Spoint) dg = 1.
]_67T2 0(3) ( P t>

Then f is called orientation density function (ODF).

Beside the distribution of crystal orientations within a specimen one can also ask for
the distribution of crystal directions that are in line with a certain specimen direction
modulo crystal symmetry. To be more precisely let us fix a specimen direction r € S2.
Then any distribution of crystal orientations gSpeint € O(3)/Spoint constitutes by virtue
of the mapping gSpoint — (gSpoint)_lr a distribution on the classes of crystallographically
equivalent crystal directions S?/Spoint.

Lemma 4.2 (fundamental equation of texture analysis). Let Sppm: € O(3) be some point
group and let f € L*(O(3)/Spoint) be the ODF of a probability measure 1 on O(3)/Spoint-
Then the mapping

Hr: 0(3)/Spoim§ - SQ/Spointa gSpoint = (gSpoint>71r

is measurable for any v € S* and the induced measure p o II;' on Sz/Spomt has the
probability density function

X f(o,r) € L'(S?/Spoint)- (4.1)
Here the operator X is defined as in Definition 3.23 and Theorem 3.24.

Proof. First of all we notice that by Remark 3.20 the trace function X f(o,r) € L'(S*/Spoint)
is well defined for any r € S*. Since we have for any function ¢ € C(S?/Spoint) and any
unit vector r € S? the equality

1 / 1 1
¢Hrg501n fgdg:_/_/ CbHrgSoin fgSoin dgdh
167‘(2 0(3) ( ( p t)) ( ) 47T <2 47_‘_ {geo(3)|gh:r} ( P t) ( p t)
1
= 4_/ ¢(Spointh)Xf<Spointh, I‘) dh
0 §2
we conclude that X f(o,r) is the density function of p o IT 1. 0
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For the practical problem of QTA Lemma 4.2 can be read as follows. If the distribution
of crystal orientations within a specimen is modelled by an ODF f € L*(O(3)/Spoint),
then the distribution of crystal directions that are in line with a fixed specimen direc-
tion r € S? modulo crystal symmetry is modelled by the probability density function
X f(o,r) € L'(S?/Spoint)-

Definition 4.3. Let f € L'(O(3)/Spoint) be an ODF. Then the function X f € L*(S?/Spoint X
S?) is called pole density function (PDF) corresponding to f. For any h,r € S? the trace
functions X f(Speinsh, 0) € L(S?) and X f(o,1) € L*(S?/Spoins) are called pole figure and
inverse pole figure, respectively.

The PDF defined by an ODF f € L'(O(3)/Spoint) is commonly denoted by the let-
ter P = Xf. The relationship (4.1) between an ODF and its PDF is known as the
fundamental equation of texture analysis and is due to Bunge (1965), Roe (1965) and
others.

Setting ¢ = 1 in the proof of Lemma 4.2 we obtain the following normalization prop-
erties of the PDF.

Remark 4.4. Let Spoime € O(3) be an arbitrary point group, f € L'(O(3)/Spomt) an
ODF and let P = Xf € L'(S*/Spomt X S?) be the corresponding PDF. Then we have
for all unit vectors h,r € S? the normalizations

1 1

P(Spointh,r)dr =1, P(Spointh,r)dh =1

47 S2 47 S2

and
1

Remark 4.5. Although the ODF and the PDF are defined on the factor spaces O(3)/Spoint
and S?/Spome X S?, respectively, we will treat them sometimes as functions defined on
O(3) and S? x S? possessing for any g € O(3), h,r € S? and q € Syoime the symmetry
properties f(g) = f(gq) and P(h,r) = P(qgh,r), respectively.

While the ODF of an specimen is not directly accessible, the PDF P(h, r) of a specimen
can be determined for specific crystal and specimen direction h,r € S? by diffraction
techniques. This issue is discussed in the next section.

4.2 The Diffraction Experiment

Diffraction at Single Crystals. Let us start with diffraction at a single crystal. We
assume that the bisecting line between the initial and the diffracted beam is represented
by the crystal direction h € S? and denote by A € R, the wavelength of the beam. The

angle ¢ € (0,%) between the initial beam and the plane perpendicular to the crystal
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Figure 4.1: Diffraction at a single crystal.

direction h is called Bragg angle. See Figure 4.1 for an illustration of this setting. The
question for which specific combinations of a wavelength A € R, a crystal direction
h € §?, and a Bragg angle ¢ € (0, %) diffraction occurs is answered by Bragg’s law (cf.
Schwarzenbach, 2001, Section 3.4.2). However, in our work we simply define the set
H(),0) as the set of all crystal directions h € S? for which diffraction intensities with
respect to the Bragg angle 6 ant the wavelength \ are experimentally detectable.

Let (A,0) be a combination of a wavelength and a Bragg angle such that the set
H(\, 0) is not empty. Then we define the function

pro: H(A0) — Ry

as the relative diffraction intensities pyg(h) of the crystal directions h € H(\, ) nor-
malized to
> ph)=1
heH(\,0)

Remark 4.6. A direct consequence of the crystal symmetry described by the point
group Spoint € O(3) is that
Spoint H (A, 0) = H(\, 0)

for any combination of a wavelength A\ and a Bragg angle #. Moreover, we have

Px,e(h,) = Px,e(h)

for all crystallographic equivalent directions Speinth = Spomth’.

It should be noted that the set H (A, #) is not empty only for roughly about 20 specific
combinations of the parameters A and 6 and that the function p) 4 is not constant only
in the rare cases that the set H(\,#) contains more then one class of crystallographic
equivalent directions. The relative diffraction intensities pyg(h) are due to the crystal
structure and can be calculated theoretically.
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Diffraction at Polycrystalline Specimen. We are now going to generalize Bragg’s
law for monophase, polycrystalline specimen. Let us consider a beam with wavelength
A € Ry, Bragg angle 6 € (0, 7), and let the intersecting line between the initial and the
diffracted beam be represented by the specimen direction r € S2. Then the intensity of
the diffracted beam depends on the volume fraction of crystals with crystal orientation
gSpoint € O(3)/Spoint such that

gh=r.

for some crystal direction h € H(A,0), i.e. of those crystals such that the specimen
direction r coincides with one of the crystal directions in H (A, ) subject to the crystal
orientation.

Let the distribution of crystal orientations in the specimen be modelled by an ODF
Jirue € C(O(3)/Spoint)- Then the diffraction intensities can be quantitatively modelled
by superpositions of the corresponding PDF Piye = X firue € C(S?/Spoint X S?). Denote
I(X,0,r) the intensity of the diffracted beam with respect to the parameters (\,6,r).
Then we have the model

I(A0,r) =a(X0) > pro(h)Piu(h,r) (4.2)
heH(\,0)

with relative diffraction intensities pyg(h) € R} and normalization coeflicients (A, ) €
R, . The normalization coefficients (A, #) are in general not experimentally accessible
and will considered as unknown parameters.

Remark 4.7. In model (4.2) we have assumed f € C(O(3)/Spoint) since the pointwise
evaluation X f(h,r), h,r € S? of the corresponding PDF is not defined in the canonical
space of ODFs L'(O(3)/Spoint)-

In practice the measurement of diffraction intensities is affected by background ra-
diation and measurement errors. We denote the background intensity for the specific
parameters \,0 € R and r € S? by I°()\,0,r) € R, and assume that it is known. Since
the diffraction intensities are measured by particle counting we model them as random
samples I(A, 0, r) € R of the Poisson distribution

Z(\,0,r) = Poiss(I(\,0,r) + I’(\,0,1)) (4.3)

with mean value equal to the sum of the intensity of the diffracted beam and the back-
ground radiation. We refer to the random sample I(\, 0, r) as the diffraction counts and
write

I(\, 0,r) ~Z(A0,r).

It should be noted that equation (4.3) does not represent a complete model for exper-
imental diffraction counts. First of all Bragg’s law itself is only a rough simplification of
much more sophisticated models explaining diffraction (cf. Cowley, 1995). Second, the
diffraction counts commonly used for texture determination are obtained by processing a
spectrum of diffraction counts for varying Bragg angle 6 or wavelength A (cf. Hammond,
1997).
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Figure 4.2: The diffraction experiment.

Texture Determination. Figure 4.2 shows the general setting of a diffraction exper-
iment. It consists of a beam source, a detector, and the specimen in line with them.
The beam source emits a coherent, monochromatic beam of a certain wavelength. Any
detector position constitutes a certain Bragg angle 6 € (0, %) and a certain specimen
direction r € S? defined as the bisecting line between initial and diffracted beam.

In a usual diffraction experiment for the purpose of texture determination a list of
wavelengths A\; € Ry and Bragg angles 6; € (0,%), ¢ =1,..., N, is chosen such that the
corresponding sets of crystal directions H; = H()\;, 0;) that cause diffraction is not empty.
Moreover, a list of specimen directions r;; € S?, j = 1,..., N;, is chosen for each pair
(Ai, 0;). Relative to these specimen directions and parameters (\;,0;,r;;), i =1,..., N,
Jj = 1,...,N; diffraction counts I;; = I(\;,6;,r;;) € Ry and background intensities
I); = I°(\i,0;, i) € Ry, are measured. The number N of chosen combinations (A;, 6;),
1=1,..., N, of wavelengths and Bragg angles usually varies between three and twenty
whereas the number N; of measured diffraction counts I,; for a fixed combination (\;, 6;)
may vary between 250 and 1,000,000.

In order to adapt equation (4.3) such that it serves as a model for a complete diffrac-
tion experiment we introduce the following vector notations. First we abbreviate the
unknown normalization coefficients by the vector a,ue € Rf , [@true)i = (N, 0;) and the
relative diffraction intensities by the functions p; = px,9,, ¢ = 1,..., N. Furthermore,

we will frequently use the vector notations

I= (Illa s 7]:1N11a]:217 s 712N27 te 7}]\/17 s aINN]\L)T S RN? (44)
where I; = (Iy,...,Ln,)T € Rﬁi are the diffraction counts corresponding to the i—th

pole figure and N = Zf\il N; denotes the total number of measured diffraction data.
Finally, we define for any ODF f € C(O(3)/Spomt) the notation

Xf(Hi,ri) = pi(h) X f(h,ry). (4.5)

hEHl'
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Symbol Description

N eN number of pole figures
N,eNji=1,...,N number of specimen directions
Spoint € O(3) point group of the specimen
H; = H(\,6;) € S?/Spoint,t = 1,..., N superposed crystal directions
pi: Hi — Ry relative reflection intensities
r; €S%i=1...,N,j=1,...,N; specimen directions

LyjeRy,i=1,...,N,7=1,...,N; diffraction counts
I?j eRyjo=1,...,N, j=1,...)N; background intensities

Table 4.1: List of parameters of a diffraction experiment.

Assuming that the distribution of crystal orientations in the specimen is modelled by
an ODF fiue € C(O(3)/Spoint) We obtain by the fundamental equation of texture analysis
(4.1) and the equations (4.2) and (4.3) the following statistical relationship between the
measured diffraction counts I € ]Rf and the model ODF' fiue € C(O(3)/Spoint)

I, ~ Poiss(Ifj + [Cteruel; Xftme(Hi,rij)>, i=1,...,N,j=1,...,N. (4.6)

A complete overview about all parameters of a diffraction experiment is given in Table
4.1. From the point of view of Equation (4.6) the measured diffraction counts I € RY
occur as an one—element random sample of a family of a parameterized Poisson distri-
butions. Then the objective of quantitative texture analysis is to retrieve information
about the unknown parameters fiu and e from the random sample I. The problem
of estimation of the true ODF fi,y. is known as the PDF-to-ODF inversion problem.
The analysis of this problem will be our main challenge during the remainder of this
thesis.

4.3 The llI-Posedness of the PDF—to—ODF Inversion
Problem

Although the problem of ODF estimation dates back to the works of Bunge (1965) and
Roe (1965) its inherent indeterminateness was first explained by Matthies (1979) only 15
years later. The indeterminateness of the PDF-to-ODF inversion problem has several
reasons. In this section we attempt to give an almost complete list of these reasons (cf.

Matthies et al. (1987, Sec. 12), Wenk et al. (1987)).

The Ambiguity Due to Friedel’'s Law. Friedel’s law states that antipodal crystal
directions h € S? and —h € S? are indistinguishable by diffraction experiments, i.e. we
have H; = —H;, « = 1,..., N. In turn, Friedel’s law implies that it is impossible to
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distinguish between a crystal orientation gSpint € O(3)/Spoint and the corresponding
inverse crystal orientation —gSpeint Of a single crystal by diffraction experiments. Hence,
gSpoint and —gSpeine should be treated as orientations symmetrically equivalent with
respect to diffraction properties. Symmetry with respect to diffraction is described by
the so called Laue group Spawe C O(3) of the crystal. It is related to the point group
Spoint Of the crystal by the equation

SLaue = Mpoint X {Id, —Id}

In this thesis we deal with diffraction data only. Hence, the appropriate symmetry we
have to work with is the symmetry with respect to diffraction Spaue € O(3).

Remark 4.8. In Lemma 3.25 we have shown that the PDF of any ODF f € L'(O(3)/SLaue)
possessing the symmetry f(g) = f(—g) satisfies

Xf(hr)=Xf(h,—r), hreS2

In other words all pole figures X f(h, o) of f are even functions and hence, it is sufficient
to sample them only at specimen directions located on the upper hemisphere Si.

The Ambiguity of the Operator X. Let Spae € O(3) be some Laue group. From
Section 2.5 we know that any ODF fiu. € L?(O(3)/SLaue) has a Fourier expansion of
the form

frne(8) =D > (l+5>§ftrue(l k)T (|g)), g€ O(3),

where |g| = g if g € SO(3) and |g| = —g if g € O(3)\SO(3). By the fundamental
equation of texture analysis (4.1) and Theorem 3.24 we have for the corresponding PDF
Pirve = Xftrue

Xftrue h I' Z Z 1

1
1€2Ng k k' =— L+ 35)e

true( k k)y[ ( )ylk(r), h,I'ESQ.

We mention that the true PDF P, does not contain any information about the odd
order Fourier coefficients of the true ODF f, .. Consequently any ODF

i =3 Y Yl ik ). ge o)

with f(L,k, k) = fuue(l,k, k') for 1 =0,2,... and k, k' = —1,... 1 defines the same PDF
as the true ODF fi e, i.e. X f = X firue and hence causes the same diffraction behavior.
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This ambiguity of the PDF-to-ODF inversion problem is called ghost effect and was
first explained by Matthies (1979).

In the following we provide the reader with two examples illustrating the ghost effect.
In both examples we consider triclinic crystal symmetry, i.e Spaue = Stic = {Id, —1d}.
In the case of triclinic crystal symmetry the ODF f: O(3)/Suic — R, can be treated as
a function defined on SO(3). The first example deals with unimodal ODFs and shows
that there are pairs of ODFs such that the corresponding PDFs are both the uniform
distribution on §?/S;. X S? and such that the first ODF has an arbitrarily sharp peak at
some rotation gy € SO(3) and the second ODF is almost zero in a whole neighborhood
of gp, i.e. does not have any peak at this orientation.

Example 4.9. Let x € (0,1). Then

= Ag 1+ kK
pu— l —_— p—
g) = ?:0 K Uy (COS 5 ) , g €S0(3),

1—2&005%4—/—@2

defines a triclinic, unimodal and radially symmetric ODF with center gy = Id. The
parameter x determines the sharpness of the ODF and we have f,(Id) — oo as k — 1.
One verifies that

£ 1+ 2% cos “& + K2
fn,even(g) = Z KVIZ/[QI (COS _g> = Al " g c SO(B),

9,2 1
el 2 1 —2k%2cos£g+ kK
and
Ag 1—k
1
K even #,0 —5 —K) Uy | cos — € SO(3),
Ix Jrxoas (=#) Zl( 2) 1+2/£cos g 4 k2 8 3)

=0

are non—negative and hence represent valid ODFs that define identical PDFs

an,even = X(fﬁ,even - fﬁ,odd) = an

At the center gy = Id we obtain

e}

1—=x
Kr,even K,0 Id 2l + .
s Fesa 1) = Y014 1) = (0

=5 = 0 we conclude that fy even — fioda has no peak at go = Id for

Since lim,._; (
Kk — 1.

Plots of the three ODE’s f,, fieven and freven — frodda are given in Figure 4.3 for
k=0.5and k =0.9.

1+)

The second example deals with radially symmetric ODFs such that the corresponding
PDFs are all the uniform distribution on S?/Si;. x S?. A similar example was already
given by Matthies et al. (1987, Sec. 13.5).
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6
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0 -2 0 2 0 -2 0 2 0 -2 0 2

Figure 4.3: Each plot contains the graphs of three radially symmetric ODFs with identical
PDFs plotted as functions of the rotational angle from the center. The functions f,; (blue),
freven (green), and fy even — frodd (red) defined in Example 4.9 are plotted in the two
left most diagrams for k = 0.5 (left) and x = 0.9 (middle). The functions f, defined in
Example 4.10 are plotted in the right diagram for k = 0.5 (blue), k = 0.7 (green) and
k =10.9 (red).

Example 4.10. Let £ > 0 and denote K°¥(w), w € [0, 7] the odd part of the Abel-
Poisson kernel (cf. Section 3.4)

KoM(w)= > (2 + 1)Uy (cos 2)

l€2Ng+1

K2 (3 + 7kt — 5K8 — k12 + 2(3 + k* — 5K®) cosw + 2k (1 — 3k?) cos 2w + cos 3w>

(1 — 2K% cos 2w + KB)?2

We define a triclinic, radially symmetric ODF with center in gy = Id that defines a
uniformly distributed PDF by setting

(s — 1)
k2(3 + k%)
The discrepancy between the ODFs f,; and the uniformly distributed ODF f ;s = 1 is

(kt —1)2 9k? + 22K10 4 18

unif — Jk = T 576 1 A\ 2l+]‘2ﬁ2l:
[ funit = fellr20(3)) “2(3‘+'“4)ze;§;go( ) (1+ #4)3(3 — 2r% — 5

fi(g) =1+ (_min szd<w>)‘lf<ﬁ:dd<4g> — 1+ K2Y(Lg), g€ SO(3).

we(0,7]

in the L?>norm and

(kt —1)2 5 1 9+22k 4+ KB

it = Fell e = e Z ST gyt = DI TR

Hf f f ||L /{2(3_{_1%4) ( + ) k 3 — 2t — g8
IE1+2Ny

in the maximum norm. Both quantities tend to infinity for x — 1. The ODF f, is
plotted in Figure 4.3 for k = 0.5, k = 0.7 and x = 0.9.

The following proposition is a direct consequence of Example 4.10.
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Figure 4.4: Scheme of a PDF sampling grid.

Proposition 4.11. Let Sy, € O(3) be some Laue group and let f € L*(O(3)/SLae)
be some ODF with f > ¢ > 0. Then the range

Qp ={f € L*O(3)/Stane) | Xf=Xf and f >0}

of all ODF defining the same PDF as f is unbounded with respect to the L?*~norm and
with respect to the L>-norm.

Proposition 4.11 indicates that it is in general not a good idea to look for the max-
imum value of an estimated ODF, since it varies arbitrarily within the range of ODFs
corresponding to a given PDF. It should be noted that Proposition 4.11 does not ap-
ply to finite dimensional subspaces of L?(O(3)/SLaue), €.g. if only ODFs with a certain
bandwidth or resolution are considered. However, the range of (2; restricted to those
finite dimensional subspaces remains still remarkable in practice (cf. Schaeben, 1994).

The Ambiguity Due to the Clustered Data Layout. As it was already pointed out
in Section 4.2 the true PDF Piye € C(S?/SLawe X S?) is sampled in an irregular, strongly
clustered way, i.e. the sampling grid (Spauehi,ri;) € S?/Srawe X S%, @ = 1,..., N,
7 =1,...,N; of the PDF contains only a few different crystal directions h; but many
specimen directions r;;. A schematic illustration of a typical sampling grid used in
diffraction experiments is plotted Figure 4.4.

Let fiue € C(O(3)/SLaue) be the true ODF of a specimen and let ftrue be its Fourier
coefficients. Then in view of Equation (4.1) and Theorem 3.24 the true PDF has the
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Fourier representation

-Ptrue h r Z Z

1e2N k,k'=— l

true(la ka k,)yl /(h)ylk(r)

e
2

Consequently every single pole figure P(h;,0), ¢ = 1,..., N with respect to a fixed
crystal direction h; € S? has a Fourier representation of the form

P(h;,r) = ZZPthyl) i=1,...,N (4.7)

=0 k=-1

where the Fourier coefficients Py, (I, k) are related to the Fourier coefficients fie(l, k, k')
of the ODF by

!

Po,(Lk) =) %fm(z,k,k’)yl’(hi), (i=1,...,N, leNy, k=—1,....0).

o (U +3)2
(4.8)
Equation (4.7) describes for each pole figure a system of linear equations, each of which
can be seen as an inverse Fourier transform with sample points (rij,P(hi,rij)), j =
1,...,N;. Depending on the smoothness of the true PDF and the number of sample
points N; we have a minimum bandwidth L, that is required to approximate the given
sampling of the pole figures.

On the other hand equation (4.8) describes for any [ € Ny and k = —[,...,[ a system
of linear equations with a fixed number N of equations but an increasing number of free
variables. The systems of linear equations (4.8) define a maximum bandwidth L., up
to which all systems have a unique solution. Obviously, the bandwidth L., depends
on the number of sampled crystal directions h; € S?/Spaue, @ = 1,..., N and the Laue
group Stawe- If, as it is the case in practice, the number of sample nodes per pole
figure is much larger then the number of pole figures, then the minimum number L,
of Fourier coefficients that is required to approximate the pole figures is smaller then
the maximum number L., of Fourier coefficients that can be calculated from a fixed
number of measured pole figures. In other words, if we are going to estimate the true
ODF at the desired bandwidth L,,;, the subspace of possible solutions does not only
contain harmonic functions of odd degree but also harmonic functions with even degree
between L.« and Lyin.

A more detailed analysis of this source of ambiguity can be found in Bunge (1969, Sec.
1.4.1). An impressive illustration of this issue represents the pair of sample ODFs by
Boogaart (cf. Bernstein et al., 2005) which are totally different but define six identical
pole figures. Remember that six is a common total number of pole figures to be measured.

As an additional difficulty we have the fact that many experimental settings result
in incomplete pole figure coverages, i.e. the specimen directions do not lie uniformly
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dense in the hemisphere S2. Since the inversion of the Radon transform is not local (cf.
Theorem 3.19) a consistent estimator of the value of the true ODF at a single orientation
requires information about the PDF on its complete domain S?/Spa.e x S?.

The Ambiguity Due to Superposed Pole Figures. In the case of superposed pole
figures equation (4.7) and equation (4.8) change to

1=0 k=—I
and
!
. 1 A '
PHz(lvk) = Z ﬁftrue(lvkv kl) Z pi(h>yl (h>7
e I+ 3) heH,
where ¢ = 1,...,N, |l € Ny, £k = —I[,...,l. Hence, there are less constraints on the

Fourier coefficients of fi,, in comparison to the case that the crystal directions in H;
have been measured independently. In general this results in a smaller bandwidth L.
up to which the Fourier coefficients of the true ODF can be estimated.

The Ambiguity Due to the Unknown Normalization Coefficients. An additional
source of ambiguity are the unknown normalization coefficients ctiyue € RY of the mea-
sured diffraction counts. In the case of complete pole figures, i.e. the sampling grids
r; = (ry,...,ry,) provide complete coverages of the hemisphere Si, the normalization
coefficients can be directly estimated from the diffraction counts (cf. Proposition 4.31).

However, in practice the measured specimen directions usually do not provide a com-
plete coverage the hemisphere but contain sparse areas. In those cases estimation of the
normalization coefficients is only promising if the ratio of mass of the density function
X fuue(H;, 0) is known that is concentrated in the region covered by the sampling grid
r;. Hence, the ambiguity of the unknown normalization coefficients can be seen as the
lack of knowledge about this ratio.

The following example gives an illustration of this issue. We consider an ODF that is
the superposition of two unimodal not overlapping peaks. We want to retrieve this ODF
from two given pole figures of this ODF, which are incomplete in such a way that each
peak of the ODF is visible only at one pole figure. Then the lack of information about
the normalization coefficients of the pole figures corresponds to the lack of information
about the ratio of the two ODF components.

An additional difficulty connected with the unknown normalization coefficients is the
fact that the corresponding estimation problem is in general not convex (cf. Section 4.5)
in contrast to the case of known normalization coefficients where quadratic estimation
functionals exist.
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The Ambiguity Due to the lll-Posedness of the Radon Transform. The inversion of
the planar Radon transform is a classical example of an ill-posed problem. In Section 3.2
we have characterized the one-dimensional Radon transform on O(3) as an isomorphism
between the Sobolev spaces Hy(O(3)) and Hi (S? x S?). Hence, the inversion of the one-

dimensional Radon transform on O(3) is an ill-posed problem of order % (cf. Louis, 1989,
Sec. 3.2). Since the measured diffraction counts are in general effected by measurement
errors one has to apply regularization techniques to avoid amplification of errors (cf.
Bernier and Miller, 2006; van den Boogaart et al., 2006).

4.4 The Reproducibility of the ODF

We are concerned with the following simplified problem. Let Sy, € O(3) be a Laue
group and let P € L*(S?), i = 1,..., N, be a list of pole figures with respect to the
crystal directions h; € S%2. We are interested in the range of ODFs f € L*(O(3)/SLaue)
that satisfy

Xf(hj,0o)=PFP, i=1,...,N. (4.9)

In other words, here we focus on the ambiguity of the ODF estimation problem neglecting
the ambiguity due to incomplete or superposed pole figures and unknown normalization
coefficients. This problem was first formulated by Matthies (cf. Matthies, 1982, Sec. 31)
and is central in QTA (Schaeben, 1994). Remember that for f € L?*(O(3)/SLaue) the
partial pointwise evaluation X f(h,o) € L*(S?) is well defined (cf. Remark 3.12) for any
crystal direction h € S?.

In Proposition 4.11 we have shown that the range of such ODFs is in general un-
bounded with respect to the maximum norm and with respect to the L?-norm. How-
ever, there exist ODFs f € C(O(3)/SLaue) such that there is an one to one relation to
the corresponding PDF. A class of such ODFs is described by the next proposition. For
simplicity we restrict ourself to the triclinic case, i.e. t0 Spane = Stric = {Id, —Id}. Then
the orientation space simplifies to O(3) /Sy = SO(3).

Proposition 4.12. Let fi,. € C(SO(3)) be a triclinic ODF localized within a ball of
diameter T around a certain orientation gy € SO(3), i.e. fiue(g) =0 for all g € SO(3)
with £(gy'g) > 5. Then fiye is uniquely determined by the corresponding pole density
functz’on Piye = Xftrue-

Proof. First of all we notice that the condition fi..(g) = 0 for all g € SO(3) with
L(gylg) > % is equivalent to the condition P(h,r) = 0 for all h,r € S* with £(goh,r) =
. This is due to the identity of the sets

{gESO(3) ‘ A(g,go)zg}z{geG(hﬁ) h,reSM(goh’r):%}

and the non—negativity of fi.,.. Consequently, the assumptions of the proposition can
be derived from the pole density function P, directly.
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Let h, r € S such that £(goh,r) = Z. By inequality (2.5) any rotation g € SO(3) with
ggoh = r satisfies £(go,g) > 5. Hence, the condition f..(g) = 0 for all rotations g €
SO(3) with £(go,g) > 5 implies fiue(g) = 0 for all rotations g € G'(h,r). Consequently
R f(h,r) = 0 and we conclude that the Radon transform of the true ODF f;,,, is uniquely
determined by the true PDF P, thanks to

Prue h’ f 4 h7 < E?
R fuue(goh, 1) = ° (goh,r) i (go' r) <%
0 otherwise,
for any h,r € S. By Theorem 3.10 the Radon transform is injective and hence the ODF
firue is uniquely determined by the PDF P,. -

Our purpose in this section is to relax the assumptions of Proposition 4.12 such that
it applies to arbitrary ODFs and to single pole figures P; = P(h;,0),i=1,..., N.

General Framework.

Definition 4.13. Let ¢: [0, 7] — R, be some non—negative, square integrable function
and let S C S? be an arbitrary subset. We define the concentration of a non—negative,
square integrable function P: S* — R, with respect to the set S and the weighting

function 1 as

1

op(P,S)=— [ ¥(L(S,r))P(r)dr.

47 S2

Here, £(r,S) denoted the angular distance between the vector r and the set S.
Analogously we define the concentration of any non—negative, square integrable func-

tion f: O(3) — R, in some subset @ C O(3) with respect to the weighting function
by

oy(f,Q) =

1
167 /0(3)1/’(4(62,g))f(g) dg.

Let P: S* — R, and f: O(3) — R, be probability density functions. Then there are
two important special cases for the choice of the function ¢ which allow for a statistical
interpretation of the concentrations oy (P, S) and oy (f, Q). If ¥(t) = 14 is the indicator
function then oy (P, S) and o, (f, Q) represent the mass located within the distance ¢ > 0
to the sets S and Q, respectively. If ¢(¢) = t* and S and Q are single elements which
correspond to the mean values of P and f then oy (P, S) and oy (f, Q) are the variances
of P and f, respectively. It is emphasized that Definition 4.13 allows for the presence
of crystal symmetries, i.e. for ODFs defined on factor spaces O(3)/Spane. In this case
the set () has to be chosen such that () = QSL.ue. Since any Laue group contains the
inversion —Id € O(3) we have ) = —(Q in all cases of interest.

Now we are ready to formulate the main theorem of this section relating the concen-
trations of an ODF and its pole figures.
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Theorem 4.14. Let Q C O(3) with —1d € Q and let ¥ : [0,7] — Ry be some non—
negative, square integrable function. Then we define for any list h = (hy,... hy) of
crystal directions h; € S? and for any coefficients X € Rﬁ with Zf\il A = 1 the function

N
Uona: OB) =Ry, Vona(g) = Z i (£(gh;, Qhy)). (4.10)
i=1

Let ipy,19: [0, 7] — R, be two non—negative, square integrable functions satisfying the
inequality

U1(4(8, Q) < Vona(g) <12(L(g,Q)), g€ O(3). (4.11)
Then we have for any square integrable ODF f: O(3) — Ry the inequality

N
o0 (,Q) €D Aioy(X f(by,0), Qhy) < 0y, (f. Q). (4.12)
1=1

Proof. Since |J, 52 G(h;, r) = SO(3) defines a disjoint coverage of SO(3) for any h; € S?,

1=1,..., N, we have

1

1
s an) = o [wtmann [ sigagar

1
T |, V€180 Q1)) (8)

Consequently, we can state for any function v, satisfying ¢1(4(g,Q)) < Vo n(g) that

N N
1
> Nyl (01, 0), Qi) = 3 Aegg s /O , VLlghi h))(g) de

N
1

A (4 (gh;, Qh; dg > oy, (f,Q).
T3 [, 2o A 4(8h Q) (@) e = 00, (1,
In the last inequality we have made use of the non—negativity of the functions f and .
This proves the inequality (4.12) for ;. The proof for 15 is analogous. [

The crucial point of Theorem 4.14 is that it provides a relationship between the
concentration oy, (f, Q) of an ODF f and the concentrations oy (X f(h;,0), Qh;), i =
1,..., N of some of its pole figures while making use of the non—negativity of the ODF.
However, the application of Theorem 4.14 to practical problems is not straight forward
but involves an interplay between presumptions about the true ODF and the desired
results in mind. In general we have the following recipe.

1. Choose a region of concentration Q.
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2. Choose a weighting function ¢ appropriate to the sharpness of the ODF.

3. Choose weighting coefficients \;, : = 1,..., N with sz\; A= 1.

4. Determine g x, \I/igfh’)\ and Wy} .

5. Choose 11,19 according to condition (4.11).

6. Apply Theorem 4.14.

Since the weighting coefficients \;, ¢ = 1,..., N can be chosen arbitrarily it makes

sense to look for those weighting coefficients which lead to a maximum sharp inequality
(4.12). The sharpness of inequality (4.12) depends on the difference between the func-
tions 11 and 1y which have to be chosen according to condition (4.11). Moreover, the
criteria of maximum sharpness of inequality (4.12) can be used as a rule for choice of
the pole figure P(h;, o) to be measured for texture determination.

In the following we restrict ourself to the case \; = 1/N,i=1,..., N and write Vg,
instead of ¥q .

Triclinic Crystal Symmetry. Let us start with the simple case of a triclinic crystal
symmetry and concentration in a single crystal orientation goSyi. = {Id,—Id} = Q.
Fixing ¢(t) = ¢* and crystal directions h = (hy,...,hy), h; € S* we can plot Wg, as
follows. For any angle w € [0, 7| we plot the range of W ,(g), where £(g, Q) = w. This
has been done in Figure 4.5 for a single crystal direction h = (e;), for the three crystal
directions h = (eq, e, e3), and for the seven crystal directions

h=(()- (1) (). (1) (1) (). (1)-(2)).

Additionally the function

To(g) = 1 [ ¥((gh.Qn) dn, (1.13)

is plotted which can be interpreted as the limit of ¥ 1, when the total number of crystal
directions N increases to infinity.

We define for abbreviation the functions W, : [0,7] — Ry and ¥g} : [0,7] — Ry as

Uon(w) == inf{ Ton(g) | g € 0(3),4(g,Q) =w},

WP () = sup{ Von(e) | & € O(3). £(8,Q) = w}

and give some interpretations of graphs plotted in Figure 4.5.

(4.14)

1. The observation that \Iﬂgjfh(ﬁ) = 0 in the case of the three crystal directions h; = e;,
i =1,...,3relates to the fact that there are crystal orientations gSgic € O(3)/Sic,
e.g. g = Rote,(7), with gSuich; = Swichi, @ = 1,...,3. In other words an ODF
concentrated in Rote, (7)Suic, @ = 1,...,3, causes identical pole figures P(ey, o),
P(ez,0), P(es,0) as an ODF concentrated in IdSy;c.

63



4 The PDF—to—ODF Inversion Problem
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Figure 4.5: The graphs of the function V¢ y for @ = {Id, —Id} and for one, three and
seven crystal directions h, and the function \iJQ.

2. The observation ®y,¢(w) > a > 0 for w > wy > 0 and some a,wy € R, in the case
of the seven crystal directions h; as chosen above, implies that the pole figures
P(h;,0),i=1,...,7 are sufficient to distinguish between an ODF sufficiently well
concentrated in gy = Id € SO(3) and any other ODF.

3. Figure 4.5 indicates that the range of W n(g) with £(g,)) = w shrinks when
the number of crystal directions increases and that Wy, eventually converges to
the function \T/Q as plotted in right most graph. This behavior is more formally
described by the next proposition.

Proposition 4.15. Let ¢: [0,7] — Ry be some non-negative, square integrable func-
tion, let h = (hy,... hy), h; € S? be a list of N € N crystal directions and let
Q = {—80,80} for some rotation gy € SO(3). Furthermore, denote \IIQ,h,\ifQ,\I/gﬁl
and g% the functions as defined in the equations (4.10), (4.13) and (4.14). Then

g — \iJQ(g) is a function depending only on the angle £(g, Q) and we have

Uh(£(2.Q)) < Uo(g) < V5h(«(g,Q)), (g€ 0(3)) (4.15)

Proof. Without loss of generality, we may assume ) = {—Id, Id}. Then we have for all
g.a€0(3)

Fola 'ea) = - [ v(4(zab.Qak) dh = Fq(e)

and hence @Q depends only on the angle £(g, Q).
Furthermore, we observe that the function

1
_471' S2

(w) ¥(£(Roty(w)h, Qh)) dn
does not depend on the particular choice of h € S2. Consequently, we have for any list
h = (hy,....hy), h; € S* of N € N of crystal directions and any coefficients A € RY,

Zﬁil Ai = 1 the equality

S o n(Rot,(w))dn = ﬁ /S 2 Z A\ith (£ (Roty(w)hy, Qhy)) dn = (w).

47 S2
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On the other hand we have for any q € SO(3) with £q = w,

. 1 _
Fola) = 1= [ FoRota(w)dn = - U(£(Roty(w)h, Qb)) by = ()
™ S2 47T S2
and hence .
1= [ on(Roty(w)) dn = Fo(a). a€SO().La=w
Together with the nonfnegativity of Wqn this proves equation (4.15). O

Remark 4.16. Proposition 4.15 states that for a fixed function ¢ : [0, 7] — R, there is
an upper and a lower bound for the functions ¢y and 5 as specified in Theorem 4.14.
In particular, we have for any square integrable ODF f: O(3)/Suic — R the equality

U\i/Q(ﬁ Q) = ﬁ /S2 oy(X f(h,0),Q)dh.

General Crystal Symmetries. Proposition 4.15 does not apply to arbitrary Laue groups
and arbitrary choices of ). Nevertheless, setting 1 (¢) = t* the function \I~/Q gives an im-
pression about the preservation of localization also for non—triclinic crystal symmetries.
The functions \TJQ is plotted in Figure 4.6 for all Laue groups ) = Staue-

Remark 4.17. One recognizes a qualitative difference between the functions \i/ié’f of
those Laue group that do not contain two perpendicular symmetry axes (top row) and
those containing perpendicular symmetry axes (bottom row). For the Laue groups
displayed in the top row the function \Ifmf seems to be decreasing beginning with a

certain angle whereas for the Laue group displayed at bottom row the function \Iﬂgjf
seems to be monotonously increasing. In view of Theorem 4.14 one would therefore
expect a better preservation of localization in the case of Laue groups containing two
perpendicular symmetry axes.

In the following we demonstrate the application of Theorem 4.14 with two practical
examples. In particular we give estimates for weak and sharp orthorhombic textures
based on three pole figures. The purpose of these estimates is to show that in contrast
to Example 4.9 and Example 4.10 the general type of ODFs can be determined by
diffraction experiments, i.e. weak pole figures correspond to weak ODFs and sharp pole
figures correspond to sharp ODFs.

The orthorhombic crystal symmetry is described by the Laue group

Sorth = (—Id, Rote, (), Rote, (7)) .

Here the notation G = (g, . .., gn) defines the group generated by the elements g, ..., gn.
Furthermore, we denote for any unit vector 7 € S? the set of antipodal vectors {n, —n}
by +m. In the case of orthorhombic crystal symmetry the maximum rotational angle of
a crystal orientation gSun € O(3)/Sortn is %71' as it is shown in the next lemma.
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Figure 4.6: The function ‘ilQ’h for all Laue groups.

Lemma 4.18. Let g € O(3). Then there is a rotation Roty,(w) € gSom, with

w < 2arccot (cos max, A(n,+e;)). (4.16)

=1,...,
In particular £(g, Somn) < %7?.

Proof. For any w € [0, 7] and i € S* we have by equation (2.4)

£ (Rot Rote, (Z
coS ( On(@z’ © (2>) :sing

cos4(m,e;), 1=1,...,3.

Let w > 2arccot (cos L(n,el)). Then cos £(n, e;) > cot § and hence
£ (Roty(w), Rote, (§)) < 2arccos(sin & cot §) = w.

In other words, for every rotation Rot,(w) € gSun that does not satisfy the condition
(4.16) there is a crystallographically equivalent rotation with smaller rotational angle.
Since the symmetry group Sy, is finite there is at least one rotation Rot,(w) € gSoth

that satisfies the condition (4.16). For n = \/Lg(l, 1,1)" we obtain 2arccotn - €; = 2,

i=1,...,3. O

Lemma 4.19. Let 1(t) = t*. Then the concentration oy( funis, Sorn) of the uniform
distribution funis=1 on O(3)/Semn is given by the integral

24 T W T arccot cos p 9
oy (funifs Sortn) = - / sin? 5 / / sin 0 min{w, 2 arccos(sin % cos 9)} dw df dp.
™ Jo o Jo
(4.17)
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Proof. Using spherical trigonometry one verifies that
A= {77 = (0,p) €S* | p€[0,Z], 6 € [0, arccot cos p] }

defines the spherical triangle that contains all points 1 = (6, p) € S* with p € [0, ] such
that £(n,e3) = min;—; 3 £(n, £e;). Moreover, the triangle A allows for a decomp081—
tion of the sphere into 48 symmetric copies.

Let w € [0, 7] and § € S?. Then

£ (Roty(w), Rote, (3)) = 2arccos(sin % cos £(n, €;))

and consequently

£ (Rotn(w), Sorth) = rr111n3{w, 2 arccos (sin £ cos £L(n, iei)) }

-----

Hence, K(Rotn(w), Sorth) depends only on the angular distances £(n, +te;), i =1,...,3
and the rotational angle w. By symmetry arguments we obtain

1
) K(g7 SOr h)2 dg
872 Jso) '

1 s
= sin® & A(Rotn(w), Sortn)? dn dw

27T2

/ sin —/ minq w, 2 arccos (sin % cosi(n,eg))} dn dw

arccot cos p
== / sin® & / / sin 6 mln{w 2 arccos (sm £ cos 8) } dfdpdw.
7

O

Remark 4.20. The integral (4.17) can be evaluated numerically. Using the computer
algebra system Mathematica we obtained for the concentration oy ( funit, Sortn) of the
uniformly distributed ODF fyuit = 1 on O(3)/Sewn with respect to the function ¥(t) = ¢
the estimate

1.85 < Jw(funif> Sorth) < 1.86.

The following proposition states that if the pole figures P, i = 1,...,3 of an or-
thorhombic texture are almost uniformly distributed the corresponding ODF is so, too.

Proposition 4.21. Denote f.; =1 the ODF uniformly distributed on O(3)/Somn and
Punig = 1 the corresponding PDF uniformly distributed on S? /Sortn X S%. Furthermore,
let (t) =12, e > 0 and let P,, € L*(S?), i =1,...,3 be three pole figures such that

0¢(P9i7 i"?) - Uw(Punify j:n) S €
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for any n € S*. Then any ODF f € L*(O(3)/Somn) with X f(e;,0) = P, i =1,...,3

satisfies the inequality

3 3
Uw<f7 qSorth) Z 5(77' -2 - 5) 2 0.9 Uw(funifa Sorth) - 58 (418)

for any q € O(3).

Proof. First of all we show that ¢ — arccos®t defines a convex mapping on [—1,1]. Its
derivatives are given by

d 9 2 arccost d? 5 2y/1 —t2 — 2tarccost
— arccos“t = — and — arccos“t = .

dt NG de2 (1—12)2
Observing

vV1—t2—tarccost=0 fort=1
and

d
E(\/l —t? — tarccost) = —arccost <0 fort e [—1,1]

we conclude )

@&I‘CCOSQt >0, te|-1,1]

and hence the function ¢ — arccos?t is convex.
Let w € [0, 7] and i € S%. Then by equation (2.1) we have

£(Roty(w)e;, e;)* = arccos® ((77 ;)" + (1—(n-e)?) cos w).

In view of the first part of this proof £ (Rot,(w)e;, ;)? is a convex function with respect
to (1 - €;)? and hence %Z?Zl £(Roty,(w)e;, e;)? is a convex function with respect to
m-e)?i=1,...,3

For any i € S* we have (1-€;)? 4+ (1 - e3)* + (17 - e3)> = 1 and hence the domain

{( et m-ep.me) B2 [ mes)

is convex. Since a convex function on a convex domain has its maximum value at one
of the edges of the domain we obtain

> 2
) 4L(Rote, (w)e;, €)= §w2.

=1

W

3
) 4(Roty(w)e;, e;)* <
=1

W

Let go,g € O(3) and q € gSurn such that £(g, Sorn) = £q. Then

3 3

1 1
3 Z £(gei, 8oSornei)” = 3 Z £(qe;, +goe;)” <

=1 =1

9
£(q,80)% = gé(g, €0Sortn )’

[GVIN )
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Setting h = (ey, €3, €3), ¥(t) = t* and ,(t) = 2¢* the condition

\IIgOSorth:h<g> S w2(i(g7 gOSorth>>

of Theorem 4.14 is satisfied for any g € O(3) and we obtain

3
1 2
g Z Uij)(Peiy gOSorthei) S Oy (fv gOSorth) = go-lb(fv gOSorth)-

=1

On the other hand we have assumed

|O'w(Pe¢7 Sorthn) - Uw(punifa Sorthn)’ S €

for any m € S%. Since oy (Puir, £17) = m — 2 independently of the choice of n € S* we
obtain for any g, € O(3)

3 2
Uiﬁ(fa gﬂsorth) Z 5(7‘— —2— 5) Z 0.9 Uw(funifa gOSorth) - 55-
The last estimate is due to Remark 4.20. Il
The second example deals with three complete pole figures P, ¢ = 1,...,3 each of
which is concentrated in some ball B(%gpe;, €) where goSorn € O(3)/Sortn is an arbitrary
crystal orientation and € € (0, 7) is the radius. We show that under these assumptions

any ODF f € L*(O(3)/Soin) with X f(e;,0) = P, is concentrated in a slightly larger
ball with center ggSorin-

Proposition 4.22. Let ¢ € (0,3)], a € [0,2], go € O(3) and let Pe, € L*(S?), i =
1,...,3 be three pole figures such that

1

AT JB(goes )

Then any ODF f € L*(O(3)/Somn) with Xf(ej,0) = Po,, i = 1,...,3 satisfies the
inequality

P, (r)dr >1— .

7

1

162 " f(g)dg>1-3a (4.19)

g0 So'r‘thasl)

where &' is defined by cose’ = 2cose — 1.

Proof. Let w € (0,7) and let ; € S? such that £(n,e;) < 5, 1=1,...,3. Then we have
by equation (2.1) for the angular distance between Rot,(w)e; and e; the equality

cos £ (Roty(w)e;, e;) = cos® £(n, e;) + sin® £(n, e;) cosw.

In particular, the angular distance £(Rot,(w)e;, ;) is a monotonously increasing func-
tion of £(n, e;) € [0, 5].
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For any vector g € S* with £(n,e;) < Z,i=1,...,3 the angular distance to at least
two of the vectors e;, i = 1,...,3 satisfies £(n,e;) > 7. Let e; and e; be these vectors.
Using the monotony of £(Rot,(w)e;,e;) as a function of £(n, e;) we conclude that

£(Roty(w)e;, ;) > arccos(: + 3 cosw), i=1,2.

Let € € (0,%] and set &’ = arccos(2 cose — 1). Then we have for for all w € [¢/, 27] the
inequality
T—¢e> 21 > £(Roty(w)e;, e;) >, i=1,2

and consequently

L(Roty(w)e;, Sorene;) > ¢, i=1,2. (4.20)

The above argumentation generalizes to arbitrary rotational axes n € S? by replacing
e; by —e; for some ¢ = 1,...,3 in the initial constrains on 1. Eventually, we obtain that
for any rotation q € SO(3) with rotational angle £(q) € [¢/, 27 the inequality

K(qeia Sorthei) Z €

is satisfied for at least two of the vectors e;, i = 1,...,3.

Let gSortn € O(3)/Soren such that £(g, Sorn) > €. By Lemma 4.18 we can assume
without lost of generality that £g € [¢’, 2m]. Together with equation (4.20) this implies
that

£(gei, Sortn€;) > €

for at least two of the vectors e;, 1 =1,...,3.
Setting ¥(t) = Lo, ¢ (t) = %1[5,7%,@ and h = (e, ey, €3) we obtain for any g € O(3)

L3
1(£(8, Sorth)) < 3 Zﬁ)(i(gei, Sortn€i)) = Vs, n(g)

i=1
and hence the condition of Theorem 4.14 is satisfied. We conclude that any ODF f €
L*(0(3)/Sorn) with X f(e;,0) = Pe,, i = 1,...,3 satisfies

3
1
Ty, (fy Sortn) < 3 E 0y (Pe;, Sortn€i) < a.
=1

For gy = Id the assertion of Proposition 4.22 follows from

1 3 3
Th2 dg=1- Sortn) > 1 — ~a.
1672 B(Sorth,w) f(g) 8 201111 <f7 th) o 20./
The general case is due to symmetry reasons. O]
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Figure 4.7: The function ¥g 1 for h Figure 4.8: Mass located

(e1,ez,e3) and (t) = t> (left) and for () =

1[51#%,%71_] (rlght)

withih the halfwidth of the
ODF f, in dependency of

K.

Plots of the functions Wg_, 1, for h = (e, ey, e3) and 1 (t) = ¢* and for ¥(t) = L 2q
are given in Figure 4.7.

It remains the question how Proposition 4.21 and Proposition 4.22 agree with the
family of ODFs f, constructed in Example 4.9 and 4.10. The point is that in both
examples the mass located under the peak of f,.. tends to zero as the peak becomes more
sharp. Let f, be the family of sample ODFs as defined in Example 4.10. Using formula
(3.15) for the halfwidth of the Abel-Poisson kernel depending on the parameter x we
calculated the mass of f, located within a ball with center gy = Id and a radius specified
by the halfwidth of the Abel-Poisson kernel. The numerical result is plotted in Figure
4.8.

4.5 ODF Estimation

Throughout all of this section we denote by Spawe € O(3), I’ € Rf , H; € S?/Staue,
pi: HL — Rand r;; € %, ¢ = 1,...,N, j = 1,...,N; the known parameters of a
diffraction experiment as described in Section 4.2 and by I € RY the measured diffraction
counts. According to Section 4.2 we interpret the diffraction counts I € RY as an one-
element random sample of the family of Poisson distributions

T, = Poiss<1§j + [torucls Xftrue(Hi,rij)>, i=1,....N,j=1,....,N;,  (4.21)

where the true ODF' fi,,e € C'(O(3)/SLaue) and the true normalization coefficients ovye €
RY are the unknown model parameters.

In this section we are going to introduce and compare estimators of the true ODF
firue € C(O(3)/SLane) from given diffraction counts I € RY. However, before we do so
we shortly discuss the relevance of ODF estimation in texture analysis in general.

General Discussion. As a first point we remember that even for complete and exact
data there is in general no uniquely defined ODF associated with the data. In particular,
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the range of ODFs that correspond to a given PDF is in general unbounded with respect
to the maximum norm and with respect to the L?*-norm (cf. Proposition 4.11). The
consequence of this observation is that it makes in general no sense to ask for pointwise
estimates of the true ODF.

A second point is that in practice one is typically not interested in a pointwise estimate
of the true ODF fi,u, but in integrals of the form

/ ftrue(g)w(g) dgu
0(3)

where ¢: O(3) — R is a some integrable function, e.g.
e ) =T [ =1,... 4 for the lower order Fourier coefficients of the true ODF,

e 1) = 1y for the ratio of mass of the true ODF concentrated in a certain subset

Q C0(3),
® ) = fiue for the texture index ”ftrue”L2(O(3))7
e ) = In(fiue) for the entropy of the true ODF fi e,
® ) =0y, h,r € S? for the corresponding PDF X fie.

For all these characteristics one can think of direct estimators that do not rely on a
pointwise estimate of the true ODF. However, the drawback of those estimators is that
they do not incorporate the prior information of the non—negativity of ODFs, which has
been proven to have a great impact on the correctness of the estimated ODF (cf. Section
4.4). We conclude that incorporation of the non—negativity constraint leads not only to
more accurate estimators for the true ODF but also for the integrals mentioned above.

From this point of view pointwise ODF estimation can be seen as a method to combine
the data obtained by a diffraction experiment with the a priori information about the
non-negativity of ODFs. In a second step the estimate of the ODF can be used to
determine estimates of various integrals of the ODF.

The Bayesian Maximum a Posteriori Estimator. Bayesian estimation is a framework
that allows to combine prior information on unknown parameters with random samples
in oder to obtain an a posteriori probability distribution of the unknown parameters. For
a comprehensive introduction to Bayesian estimation see Kaipio and Somersalo (2004,
Section 3.1).

Let us denote in a general setting the probability space of possible observations by
(O,w) and the probability space of model parameters by (M, ). Furthermore, let both
probability measures w, p be representable by probability density functions po: M — R,
and py: M — R, respectively and let us assume that there is a joint probability
density function po ar: O x M — Ry. Then the conditional probability density function
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pojm (o | m) of an observations o € O given model parameters m € M is defined by the

Bayesian law as

po,u(o,m)
pu(m)

Analogously, the conditional probability density function pyso(m | o) of a model param-

eter m € M given the observation o € O is defined as

pou(o|m) = (4.22)

pmjo(m | o) = %. (4.23)

Based on these notations the Bayesian maximum a posteriori estimator is defined as
Definition 4.23. Let o € O be some observation. Then any solution of the maximiza-

tion problem
mpg = argmax pasjo(m | o) (4.24)
meM

is called Bayesian mazimum a posteriori estimator of the model parameters m given
the observations o.

The Bayesian maximum a posteriori estimator can be interpreted as the model pa-
rameters that are most likely given the observations o compared to any other model
parameters. The next theorem describes the Bayesian maximum a posteriori estimator
applied to the ODF estimation problem.

Proposition 4.24. Let A e R, s > % and let the prior information on the true ODF
be given by the restriction of the Gaussian distribution

Py Hs(O(3)/Stane) — Ry
pu(f) = exp(=A| f|

to the subset of ODFs in Hs(O(3)/Srawe). Then any solution (fpg, oepg) of the mini-
mization problem

(4.25)

2
HS(O(3)/SLaue))

(fBEa aBe) = argmin JBE(fa a)
FEHS(0(3)/Stane),€RY

(4.26)
subject to f > 0 and / f(gSLane) dg = 1672
0(3)

where

N N;

Tep(fra) = > Tin(uX f(Hivyg) + 1) — qulX f(Hivig) + M F e 003)/$0m)

i=1 j=1

is a Bayesian mazimum a posteriori estimator of the true ODF' fi.. and the true nor-
malization coefficients aye given the diffraction countsI € Rf with respect to the model
(4.6).
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Proof. Let f € Hy(O(3)/Stave), s > 3 be an ODF and let o € RN be some normalization
coefficients. Then we can assume by Lemma 2.22 that f € C'(O(3)/SLaue). According
to equation (4.21) the distributions Z;;, i = 1,..., N, j = 1,..., N; of the diffractions
counts have the probability density functions

(0 X f(Hi, i) 4 10)t
eij (L) = I”,J ’
ij°

e_ain(Hivrij)"rI?j.

Since the measurements of the diffraction counts are statistically independent we obtain
the following probability density function for the vector Z of diffraction counts given the
ODF f and the normalization coefficients a,

(X Hz,rl + 1)
poue(l | 1,00 = T[] @1t SR e (an (Homy) +15).

=1 j=1

Using the Bayesian law we obtain

pou(I| f,e)pu(f, @)
po(I)
where C' = po(I) is some constant independent of the model parameters f, . Conse-

quently any solution of minimization problem (4.26) is a solution of the maximization
problem (4.24) and vice versa. O

pujo(f,a|I) = = Cexp Jpr(f, @)

Remark 4.25. The prior information specified in Proposition 4.24 may be interpreted
as assumed smoothness of the true ODF, i.e. if there are two ODFs both fitting the
given observations with the same error we expect the smoother ODF to be the “right”
one. The parameter A € R, of the Gaussian distribution p,,; specifies the discrepancy
between the probability of smooth and non-smooth ODFs.

The minimization problem (4.26) is in general hard to solve. However, if we fix a
certain ODF f € L?(O(3)/SLawe) the Bayesian maximum a posteriori estimator of the
corresponding normalization coefficients o € RY can be easily determined.

Proposition 4.26. Let s > 3 and let the functional Jpg be as defined in equation (4.26).
Then the minimization problem

app(f) = argmax Jpp(f, )
acRN

has for any ODF f € Hs(O(3)/Srane) @ unique solution given by

ZNi Li; X f(H;irij)
J=1 X f(Hiorij)+10;

lageli(f) = Zszl X f(H;, 1) .

(4.27)

In particular, we have agg(f) > 0.
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Proof. Calculating the derivative of the logarithm of Jgg(f, o)

N.
d d d
da, In Jee(f, o) = da, <§ L;In(o X f(H;,ri;) + 1) — Xf(Hiarij>>

7j=1
N; N;
1 2 IZ]Xf(H“I'ZJ> -
- = ~ S Xf(H;

j=1

we see that it has exactly one zero point given by equation (4.27). O]

The Weighted Least Squares Estimator.

Definition 4.27. Let A > 0, s > 3 and let W; € RY>Ni j = 1,... N some positive
definite weighting matrices. Then we call any solution of the minimization problem

(frs, ows) = argmin Jis(f, o)
feHS (0(3)/SLaue)7a€Ri]
(4.28)

subject to f > 0 and / f(gSLaue) dg = 167,
0(3)

where

N
1
Rs(fre) = = D Nl f(Hi i) + 1 = Lilli + Ml 0551000

i=1
reqularized, weighted least squares estimator of the true ODF f,,. given the diffraction
counts I € RV.

Remark 4.28. Denote C; € RYi*Ni the covariance matrices of the random vectors Z;,
i=1,...,N of diffraction counts and let W; = diag(I;)~* be the inverse of its one point
estimator. Then the least squares estimator (4.28) can be interpreted as the Bayesian
maximum a posteriori estimator where the Poisson distribution was approximated by
a Gaussian distribution with same mean and a variance given by the estimate W (cf.
Feller, 1971, pp. 190 and 245). In particular, there is a correspondence between the
regularization term in equation (4.28) and the prior information used in the Bayesian
maximum a posteriori estimator (cf. Vogel, 2002, Sec. 4.2).

As in the Bayesian case the minimization problem (4.28) has an unique solution for
any fixed ODF.

Proposition 4.29. Let s > 2, W; = diag(L;)™" and let f € H,(O(3)/SLaue) be some

arbitrary ODF. Then the minimization problem

ars(f) = argmin Jps(f, @)

acRN
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has an unique solution given by
N; -
_ Zj:l X f(H;, rij)Iijl(Iij - I?j)
= N; —1
> i X[ (Hi,ri)?L;
Unfortunately, the Bayesian maximum a posteriori estimator apg(f) as well as the

least squares estimator ayg(f) of the normalization coefficients are very sensitive with
respect to the fixed ODF f.

[eersli(f)

. i=1,...,N. (4.29)

Example 4.30. Assume that only two diffraction counts I;; = 500 and I;5 = 1800 have
been measured with respect to a certain set of crystal directions H; and with respect
to the specimen directions ri;,ris € S?. Assume furthermore that the corresponding
background intensities are I, = I8, = 300 and that the true normalization coefficient is
Qtirue = 1000.

Let f be an arbitrary ODF such that X f(Hy,ry;;) = 1.9 and X f(Hy,r15) = 0.1.
Then the Bayesian maximum a posteriori estimator of the normalization coefficient is
ape(f) = 1.9, whereas the least squares estimator of the normalization coefficient is
ars(f) = 117. We see that both estimators strongly underestimates the true normal-
ization coefficient.

Altering Example 4.30 such that the diffraction counts are even more unbalanced
and such that the presumed ODF f fits them even worse one obtains estimates of the
normalization coefficients that are close to zero. Observing furthermore that for ay;(f)
close to zero the functionals Jgg and Jpg do not depend on the fitting of the ODF f to
the vector of diffraction counts I; of the i—th pole figure we conclude that solving the
minimization problems (4.26) and (4.32) leads to unstable algorithms.

Stable Estimation of the Normalization Coefficients. In order to develop a numeri-
cally efficient and robust method for ODF estimation we propose the following estimator
of the normalization coefficients a given an estimated ODF f
N; b
aaul(f) = =zl 715 oy (4.30)
>t wigX f (Hy,xi5)

where w;; € Ry, ¢ =1,...,N, j=1,...,N;, are some positive quadrature weights to be
chosen according to the specimen directions r;; € S*. We refer to aqr as the quadra-
ture rule estimator of the unknown normalization coefficients a. We mention that the
quadrature rule estimator of the normalization coefficients coincides with the Bayesian
maximum a posteriori estimator of the normalization coefficients if the background in-

tensities I” are zero and the quadrature weights w;;, i =1,...,N, j =1,..., N; are set
to one.
In the case of specimen directions r;;, , ¢ =1,...,N, j = 1,..., N;, that provide a

complete coverage of the hemisphere S estimation of the normalization coefficients is
possible without relying on an estimated ODF.
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Proposition 4.31. Leti € 1,...,N and let v; = (v;1,...,1;n,) be a set of specimen di-
rections in the hemisphere 7. such that there exist quadrature weights w;; € Ry that allow
for an exact quadrature formula for all even functions up to a certain bandwidth L € N.
Let furthermore Syane C O(3) be an arbitrary Laue group. Then the quadrature rule es-
timator [agrli(f) does not depend on the specific choice of an ODF f € C(O(3)/SLaue)
with bandwidth L.

Proof. In Lemma 3.25 we have shown that X f(h,o) € C(S?) defines a even function
for any ODF f € C(O(3)/SLaue) and any crystal direction r € S?. Consequently, the
denominator of the quadrature rule estimator [aqr]:(f) satisfies

N;
Zwinf(Hi,r” Z pi(h ./'\f'f (h,r)dr = 4~.
j=1

heH;
[l

However, complete grids of specimen direction are only rarely used in practical diffrac-
tion experiment. For this reason and for the sake of simplicity we restrict ourself from
now on to the case w;; = 1,0 =1,...,N, j=1,..., N;. For this setting we show that the
quadrature rule estimator aqr(f) converges in the mean value to the true normalization
coefficients as f converges to the true ODF.

Proposition 4.32. Let oy € Rf be some normalization coefficients, let f € C(O(3)/SLaue)
be some arbitrary ODF satisfying || X f(H;,r;)||; > 0,i=1,...,N and denote

Z’U = POiSS([atme]intrue(Hhrij) + I?j)? L= 17 ) N7 j = 17 cee 7N’L'7

the random variables describing the distribution of the diffraction counts.
Then there is for any € >0 a § > 0 such that for any f € Hs(O(3)/SLaue) with

||ft7"ue - f”oo < 6
we have
HEaQR<f) - atrueHOO <e.
2
Moreover, the relative mean square errors E(l——[o[‘gil(]f)) ,i1=1,...,N of the quadra-

ture rule estimator agr(f) become arbitrary small as the true normalization coefficients
converge to infinity and f converges to fiye-

Proof. In view of || X fiue(Hi,15)|l; > 0,7 = 1,..., N and the continuity of the func-
tional f +— X f(H;,r;;) there is for every ¢ > 0 a 6 > 0 such that for any ODF
f € C(O(3)/SLave) With || firue — [l < 0 we have

N; N;
ZXf(erz]) - Z‘Xftrue(Hiarij) <e H‘Xf<Hzarz)H1 ) L= 17 s 7N'
j=1 j=1
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For those ODFs f we obtain

ZN:Z Xftrue(Hia r; )
’]EaQR(f) - atrue‘ = |Ctrue : ]\2 ’ — Olgrye
>t X f(Hi,ri)
i =1,...,N. This proves the first assertion of Proposition 4.32.
Let € > 0 and let f € C(O(3)/SLaue) be an arbitrary ODF such that

S Qtruel

(4.31)

Ni Ni
Z Xf(HZ, rij) - ZXftrue(Hiv rij) <e€
j=1 J=1

In order to prove the convergence of the relative mean square error we calculate

(1- [aQR1i<f>)2

[atrue]i
o ] 4 (Z] 1L — Ib [Oétrue]i-)(f(Hi7rij)> :
true Zj:l Xf(HN rij)

E (3207 Poiss([@uelia® fire(Hi vig) + 14) = Qe s f (Hy, i) + I?J)?
ol (2 XS (i x))
e [ourc]? + [Otmmeli 7% XF (Hiyrig) +1;
wal? (S X F (i x))
Substituting back e from equation (4.31) we obtain

(1 i [aQR]i(f))Q _ HXf(HZJrl) - Xftrue(Hivrij)H?
[atrue]i ||Xf(HZ’r’L)||1 7

The right hand term converges to zero as f converges to fie in Hs(O(3)/SLaue)- O

lim E

[atruc]ii’oo

=1,...,N.

Based on the quadrature rule estimator of the normalization coefficients we end up
with the following ODF estimator.

Definition 4.33. Let s > 2

5, A > 0 and let fyrs be a solution of the minimization

problem
furs = argmin  Jyps(f) subject to f > 0,/ f(gSLane) dg = 1672
fGH ( ( )/SLaue) 0(3)
L — 12| b 2
here .J H [V W G AN .
where Jyrs( Z X7 (H,r) ||1 J( r;) +1; diag(T;)~1 3)/SLaue)
(4.32)
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Then we refer to fyrs as the modified least squares ODF estimator (MLS ODF estima-
tor).

The modified least squares ODF estimator is similar to other ODF estimators men-
tioned so far in the literature. In fact, the only difference to the regularized least squares
approach (cf. Bernier and Miller, 2006) are the weighting matrix diag(I;)~! which more
precisely model our prior knowledge about the distribution of the measurement errors.
The impact of these weights on the accuracy of estimation is demonstrated with an
example in Section 5.4. A second difference is the direct incorporation of the unknown
normalization coefficients a into the minimization functional.
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5 Implementation of the MLS ODF
Estimator

In this chapter we describe a fast algorithm for the calculation of the MLS
ODEF estimator as introduced in Section 4.5. The algorithm we present relies
on fast Fourier algorithms on the two-dimensional sphere S* and on the rota-
tional group SO(3). These Fourier algorithms are introduced in Section 5.1.
In the subsequent sections we discretize the MLS ODF estimator and apply
the modified steepest descent algorithm to solve the minimization problem as-
sociated to the discretized MLS ODF' estimator. We complete this chapter
with some numerical tests and a discussion of two practical applications of
the presented algorithm.

5.1 Fast Fourier Transforms on S? and SO(3)

The Fourier Transform on S%..  Let P € L?(S?) be a band limited function on S? with
bandwidth L € Ny. Then P has a well defined Fourier expansion of the form

L l
P:ZkZ (1, k)VF,
0 k=—1

=

with Fourier coefficients P(I,k), I = 0,...,L, k = —I,...,1 (cf. Section 2.3). For the
Fourier coefficients we use the vector notation P € CELHD* with Py, = P(I, k) for
Il =0,...,Land k = —I,...,l. Conform to Potts and Kunis (2002 — 2006) we call
the evaluation of the function P at a list of arbitrary nodes given its vector of Fourier
coefficients (direct) discrete spherical Fourier transform. More precisely, we define.

Definition 5.1 (discrete spherical Fourier transform). Let r = (ry,...,rx) be a vector
of N € Ny arbitrary nodes r; € S? and let P € C?X+1’ he a vector of Fourier coefficients
with bandwidth L € Ny. Then the linear operator

L l

Fep: COHV N [F P => D Py, j=1,....N

=0 k=-I
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is called discrete spherical Fourier transform. Its adjoint operator
FH . CN — R (FH ey = Zc]y, r;)), l=1,...,L k=—1l,...1

is called adjoint discrete spherical Fourier transform.

A naive implementation of the (adjoint) discrete spherical Fourier transform for N €
No arbitrary nodes with bandwidth L € Ny requires O(NL?) numerical operations.
However, there exist much faster algorithms. The algorithm described by Kunis and
Potts (2003) and (Keiner and Potts, 2006) calculates both transforms with numerical
complexity O(L*In* L + N). We refer to this algorithm as the non-equispaced fast
spherical Fourier transform (NFSFT). An implementation of this algorithm is availably
as a part of the NFFT-library (Potts and Kunis, 2002 — 2006).

The Fourier Transform on SO(3). Let f € L*(SO(3)) be a band limited function on
SO(3) with bandwidth L € Ny. Then f has a well defined Fourier expansion of the form

(cf. Section 2.5)
L
r=2

l

=0
with Fourier coefficients f(l kk),l=0,...,L, kK = —I,...,l. The vector of Fourier
coefficients has the dimension

1

mh—t

F kKT

\M“

k.k

dim @) Harm, (SO(3)) = %(L+ 1)(2L + 1)(2L + 3) (5.1)

and we abbreviate it by i = f(l, k,k') for l =0,...,Land k, k' = —1[,...,l. Now we
define the discrete Fourier transform on SO(3) analogously to the spherical counterpart.

Definition 5.2 (discrete Fourier transform on SO(3)). Let g = (g1, ..., 8wm) be a vector
of M € N arbitrary nodes g; € SO(3) and let f € C3EHICLIDELE) 1o g vector of
Fourier coefficients with bandwidth L € Ny. Then the linear operator

Fyr: C%(L+1)(2L+1)(2L+3) —CM

L 1
Farkla=d > ©
1=0 k

=1

1
2

l\')lH

lkk’ﬂkk,(gm)v m = 1a"'7N
is called discrete Fourier transform on SO(3). Its adjoint operator

M 1\ 4
NS} e—
JTH cm - C3 L+1)(2L+1)(2L+3) [fg[,c]lkk’ _ E : ( 27-(—2) cmT'lkk (gm)’
m=1

l=1,...,L, kK =—1,...,1, is called adjoint discrete Fourier transform on SO(3).



5 Implementation of the MLS ODF Estimator

By equation (5.1) we notice that a naive implementation of the (adjoint) discrete
Fourier transform at M € Ny arbitrary nodes with bandwidth L € Ny has the numerical
complexity O(ML?). An O(L*) algorithm for the case of regular aligned nodes in SO(3)
was proposed by Kostelec and Rockmore (2003). This algorithm was generalized by
Vollrath (2006) to an O(M + L3log® L) algorithm that works for arbitrary nodes.

Applications to Radially Symmetric Functions. The fast discrete Fourier transform
is the cornerstone of almost all fast algorithms dealing with functions given as the super-
position of radially symmetric functions (cf. Potts and Steidl, 2003; Keiner, 2005). This
is due to the fact that the adjoined Fourier transform as defined in Definition 5.2 maps
the coefficient vector of a function given as the superposition of radially symmetric, band
limited functions to the vector of Fourier coefficients of this function. More precisely we
have

Proposition 5.3. Let

U(g) = ZWW” =

be a radially symmetric function in L*(SO(3)) with bandwidth L € Ny and even order
Chebyshev coefficients @@(QZ), I =0,...,L. Let furthermore, g = (81,---,8M), &m €
SO(3) be a list of M € Ny arbitrary rotations. Then for any coefficient vector ¢ € RM
the vector f of Fourier coefficients of the function

fl@) =) cnt(ag,).

is given by

47? .
21), 5.2

e 52

where w is a (L + 1)(2L + 1)(2L + 3)~dimensional vector and © denotes the compo-

nentwise multiplication. In particular, the Fourier coefficients of f can be calculated

with numerical complexity O(M + L3log® L) using the fast adjoint Fourier transform on

SO(3).

o H
fiw =W O Fg €, Wiy =

Proof. By the addition theorem 2.14 on SO(3) we obtain
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By equation (2.27) we have for all [ 5 Ng, k, k' = —1,.. .,

M
o 2T o — o
F b E) = ——=4(20) > cnTi* (gn) = m(zl) [Fle)

This proves equation (5.2). O

Once there is a fast algorithm for the calculation of the Fourier coefficients of a function
given as the superposition of radially symmetric, band limited functions we immediately
obtain fast algorithms for its pointwise evaluation, for the pointwise evaluation of its con-
volution with an arbitrary radially symmetric function or the calculation of its Sobolev
norm.

Corollary 5.4. Let f € L*(SO(3)) be as defined in Proposition 5.3. Then we have for
any vector q = (qu, - ..,qn) of rotations q; € SO(3)

f(q) = Fq,L (W ® fgLC) , Wikk = 12(2[) (53)

Let furthermore, ¢ € L*(SO(3)) be a radially symmetric function with bandwidth
L € N and even order Chebyshev coefficients 1)(21) € R, I =0,..., L. Then we have for
any vector q = (qi, - . .,qn) of rotations q; € SO(3)

zﬁ( D(21). (5:4)

fxo(q) = (W®.7: c), Wikk' = 7

DO =

In particular the non—equispaced fast Fourier transform for SO(3) allows for the point-
wise evaluation of f or of its convolution with ¢ in N arbitrary rotations with numerical
complexity O(M + N + L3log® L).

Moreover, the Sobolev norm || f|[; oy, 8 > 1. of [ satisfies the equality

Jso@) = Ilwo Ty Tclly, Wi =41+ 1) (5.5)

and the numerical complexity to calculate || f||3 oy s O(M + L?log” L).

Proof. Equation (5.3) follows from Proposition 5.3 and the definition of the discrete
Fourier transform for SO(3). Equation (5.4) is a consequence of equation (2.32), and
equation (5.5) is a consequence of the definition of the Sobolev norm 2.20. O

5.2 Discretisation of the MLS ODF Estimator

Throughout all of this section let Sp... € O(3), I;,I¢ € RN H; CS?% pi: H — R
and r; = (ri1,...,Tn;), Tij € S%, i =1,..., N be the known parameters of a diffraction

83



5 Implementation of the MLS ODF Estimator

experiment as described in Section 4.2. We introduce the following notations. Let
x,y € R? be some arbitrary vectors and let a € R be some number. Then we define the
pointwise exponentiation of x with exponent a by

a a T

x? = (x7,...,x9)
and the weighted norm of y with weighs x by

1
lylly == [ly ©@x2]],,

where y ® x denotes the coordiantewise multiplication.
We are concerned with the modified least squares ODF estimator 4.33 as introduced
in Section 4.5

f= argmin J(f) subjectto f >0 and / f(g)dg = 167
JEHS(O(3)/SLaue) 0(3)
(5.6)

-1
where J(f ZHH L =L g vy 41— 1 A Ml o0ysi

X f(H;, ;) ||1

()

Remember that A, s > 0 are free parameters to be chosen accordingly to the assumed
smoothness of the ODF and that X f(H;, ;) denotes the vector of the theoretical diffrac-
tion intensities of the i-th pole figure as defined in equation (4.5).

Our purpose in this section is to formulate a finite dimensional minimization problem
the solution of which approximates the solution of minimization problem (5.6), i.e. we
want to discretize minimization problem (5.6). We will do so in two steps. First we
construct a finite dimensional subspace of Hs(O(3)/SLaue) and second we restrict the
functional J to this subspace.

Discretisation of the ODF Space. A finite dimensional subspace of H(O(3)/SLaue),
s > 3 that is well suited for a numerical solution of minimization problem (5.6) needs
to satisfy the following requirements. First it should be rich enough to approximate a
sufficiently large class of ODFs. Second the subspace should allow for fast calculation
of the functional J for its elements, and third it should be easy to verify the non-
negativity property of the ODFs. The second requirement is met best by a discretisation
in the frequency domain, i.e. by approximation with Wigner—D functions (cf. Roe, 1965;
Bunge, 1969), whereas the third requirement is met best by a discretisation in the
spatial domain, i.e. by a finite element approach (cf. Bernier and Miller, 2006) or by
approximation by indicator functions (cf. Schaeben, 1994). As a compromise between
both objectives we propose a discretisation by radially symmetric functions. We prove
that a discretisation by radially symmetric functions allows for fast computation of the
functional J using Fourier techniques as well as for easy handling of the non—negativity
constraint.
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Definition 5.5. Let Spawe € O(3) be some Laue group and let ¢: SO(3) — R be some
non—negative, radially symmetric function with finite bandwidth L € N. Then we define
its symmetrised counterpart as

wsmc(q):% S wlad). (5.7)

S
| Laue q'€SLaue

Moreover, we define for any list g = (g1,...,8n) of M € Ny rotations g, € SO(3) the
M—dimensional cone V (1, g) € Hs(O(3)/SLane) as

M
Vv, g) = { f= Z Crn V81 e (© g;zl)
m=1

CZO}. (5.8)

Let ¢: SO(3) — R, be a radially symmetric function. Then it is reasonable to choose
the grid g = (g1,...,8nm) in SO(3) such that the orientations g, Srawe, m = 1,..., M
are almost uniformly distributed in O(3)/SLaue and the minimum distance between two
orientations is about the halfwidth of . The issue of an optimal choice of the grid g
and the ansatz function v is addressed in Section 5.4.

Obviously, all function f € V(i,g) are non—negative. Moreover, we immediately
obtain by Lemma 3.7

Proposition 5.6. Let ¢: SO(3) — R be some radially symmetric function of bandwidth
L € Ny. Then the application of the operator X as defined in equation (4.5) on the
ansatz functions g, (oq~'), q € SO(3) is given by

L

(XwSLaue( Hurz] Z 21 Z pl Pl CIh I'”) (59)

heH;

Here z/;(2l), [l =0,...,L denotes the even order Chebyshev coefficients of 1 (cf. Sec-
tion 2.5 and Section 3.4).

Proof. By Lemma 3.7 we have

_ 1 _
X (0q ™) (Hyyry) = S Z Xp(o(qp) ™) (Hi, rij)
pOlHt peSLaue
L
Z ’S ’ Z Z pz Pl qph r’L])
pOIHt peSLaue hEH
Since by Remark 4.6 the symmetry properties H; = Spau.H; and p;(h) = p;(ph) holds
true for all h € H; and p € Siaue the middle sum can be omitted. O
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Restriction of the Functional J to V (¢, g). Next we are going to restrict the func-
tional J to the finite dimensional space V (¢, g).

Proposition 5.7. Let s > 2 and let V (v, 8) be a discretisation of Hs(O(3)/Stave) as
defined in equation 5.8. Then the minimization problem (5.6) restricted to V (¢, g) is
equivalent to the minimization problem

Cest = argmin J(c), subject to c > 0,c #0

ceRM
M 2 H .2 5.10)
W;c Firc (
th J(c) = T (g P T8
wi (c) ; cTa, + 1 . + cTa, v
The matrices U; € RMNi and the vectors ag,a; € RM, i =1,..., N are defined as
& BN
Wijm = (X@ZJSLM(O g;zl))(Hiarij)a ag =1y, a; = Z—]\Q (5.11)
1Ly — Ll
and the weights wy , € R3LADRLFDLAS)
(W slie = VM (l + s (5.12)

are chosen accordingly to the Sobolev space H(O(3)/SLaue)-

Proof. By Corollary 5.4 and Proposition 5.6 we have for any ¢ € RY with [|c||, =1

J(c)=J <Z mesLaue(Og;f)> :

Hence, the restriction of minimization problem (5.6) to V (1, g) is equivalent to the re-
striction of minimization problem (5.13) to { ¢ € R} | ||c||, = 1}. Since the discretized
functional J is scaling invariant, i.e. J(c) = J(uc) for all 4 > 0, the constraint ||c||, =1
can be replaced by the constrained ¢ # 0. [

Proposition 5.8. Let a discretisation V (1, 8) of Hs(O(3)/Staue), s > 3 be chosen such
that for any ¢ # 0 we have V;c # 0. Then the functional J is differentiable on the
domain RY\{0} and the minimization problem (5.10) has a (in general not unique)
solution.

Proof. Continuity and differentiability of J follows from the assertion that W;c # 0 and
hence al’c > 0 for all ¢ #£ 0 and 4 = 1,..., N. In order to prove existence of a solution
we apply Weierstrass theorem on the functional .J restricted to the compact domain
{ceRY | |c|, =1} and make use of the scaling invariance of J. O
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In general the functional J in minimization problem 5.10 is a rational function of sec-
ond order and therefore convexity of J and uniqueness of a solution cannot be guaran-
teed. The next example shows that non—convexity may occur also within the constraints
of minimization problem 5.10.

Example 5.9. Let us consider four diffraction counts I; = I, = (5,1)7 with respect
to two crystal directions h;,hy € S* and with respect to four specimen directions
I'i2,T92,To1,Too € S2. Let furthermore, 11,19 be two ODFs such that the corresponding
diffraction intensities are

e (m (72)) = (o (12)) - ()
o o (52)) =0 (i (52)) = )

Restricting the functional J to all convex combinations f, = 7¢; + (1 — 7)1, of ¥, and
1y the functional J becomes a rational function in 7. More precisely, we calculate

and

2 2

Ty = 3 S (o) (e (i ey) + (1= 1) X xy) IU>2,

i=1 j=1

where we have set

041(7') — HIl||1 _ 2
7| XY (hy, vy, + (1= 7) [Xa(hy,r)ll,  2—7
1 2
and as(7) 1Tl

~ [ X0 (ha, 1), + (1L —7) [Xba(ho ), 147

accordingly to equation (4.30). One verifies that the functional J(7) is not convex on
the interval [0, 1]. The graph of 7 — J(7) is plotted in Figure 5.1. and shows evidence
of this conjecture.

Finally we give a fast algorithm for the calculation of the matrix vector products ¥;c
and ¥U!'d which are involved in the representation of the functional J in Proposition 5.7.

Lemma 5.10. Let ¥; € RNoM be defined as in Proposition 5.7 and denote ¢ € RET!,
Qﬁl = 1&(2[), Il =1,..., L, the vector of the even order Chebysheuv coefficients of the ansatz
function ¢ up to the bandwidth L. Moreover, we consecutively number the elements of
the list H; by h;,, n = 1,...,|H;| and introduce the notation py, = pi(hy,). Then
for any vectors ¢ € RM and d € RY: the matriz vector products V;c and ¥Id are

calculated by Algorithm 1 and Algorithm 5.2, respectively, with numerical complezity
O(M + N; + L3log? L).
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13.5
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J(T)

12.5

12
0 0.5 1
T

Figure 5.1: The functional J(7) as defined in Example 5.9.

Algorithm 5.1: Fast matrix vector multiplication ¥;c

input : c € RM
1 € RE
r; €S%5=1,..., N,
gnh, €St m=1,... M,n=1,...,|H
pER'H"'
output: d = ¥,c € RY:
for | —0,...,Ldo fork« —I[,...,ldoF;, =0
forn —1,...,|H]| do F —F+p,,Fh c
for | —0,...,Ldo fork«— —I,...,l do Fy, — ¥,Fy
d<—.7:g’LF

Proof. By Lemma 5.6 and the addition theorem we have fori =1,... N, 7 =1,...

M-

[\IfiC]j Cm\Ijij,m

3
Il

L
m Z P Z 2l Pl gmh rzg)

heH; 1=0
|

¢]

|H, L
Cm Z Pin Z ¢l Z y[k(gmhzn)ylk(rw)

n=1 =0  k=-—I
l | H;|

ZZ r” ¢lzplnzcmyl gm zn

=0 k=-1

o

()= il

Mi

Evaluation of the most inner sum for all even [ = 0,..., L and all k = —1[,.. .,
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Algorithm 5.2: Fast matrix vector multiplication ¥7'd
input : d € RV
1 € RE
r; €S%5=1,..., N,
gnh, €S2, m=1,....M,n
pc RIHil
output: ¢ = Vfd € RM
F—Fld
for | —0,...,Ldo for k— —I,...,1do Fy, — ¥,Fy

CHOM
forn—1,...,|H;/do ¢« c+ pinFgn

I
—_

R

LF

in

sponds to the adjoint discrete spherical Fourier transform, i.e.

fie(h Zcmyl gnhi,) = [FL ahi, Lc]lk’ i=1,...,N,n=1,... |Hy.

Let the Fourier vector F € CLD? be given by

| Hi|
Flkzz¢lpinflk(hin)7 lZO,...,L, kj:—l,,l

Then the evaluation of the most outer sum for all j =1, ..., N; is the discrete spherical
Fourier transform applied to the vector F, i.e.

L l
=> Z Fu Yl (ry;) = [Fo, L F), .

=0 k=

5.3 The MLS ODF Estimation Algorithm

In this section we describe a numerical algorithm to solve minimization problem (5.10).
Therefore we first recall the modified steepest descent algorithm for the solution of non—
negatively constraint minimization problems.

The Modified Steepest Descent Algorithm. There are several algorithms for non—
linear, non—negatively constrained minimization e.g. projected steepest descent, modi-
fied steepest descent, gradient projection residual norm conjugated gradients (GPRNCG),
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etc. (cf. Vogel, 2002). In this work we restrict ourself to the modified steepest descent
algorithm (cf. Kim (2002, Section 4.2.1), Bardsley and Nagy (2005)) since it is appro-
priate to large scale problems and combines simplicity and fast convergence. Moreover,
it is especially well suited for problems where the unknown vector is sparse (cf. Bardsley
and Nagy, 2005).

Let J be some arbitrary differentiable function on R™. We are looking for solutions
of the non—negatively constrained minimization problem

Cest = argmin J(c). (5.13)

M
ceRY

The modified steepest descent algorithm is an iterative method based on the fix point

iteration
c(ntl) — () + F() &) (5.14)

where ¢ € RM is some descent direction and 7 > 0 is the step size. In contrast to the
ordinary steepest descent algorithm the descent direction ¢™ is fixed as the negative
gradient of J(c™) componentwise multiplied with the current estimate c™, i.e.

¢ = —c™ ® grad J(c™). (5.15)

This descent direction is motivated by the facts that ¢™ © grad.J(c™) = 0 is the
Kuhn-Tucker condition for the minimization problem (5.13).

The step length 7" is calculated by a line search. In order to ensure the non-
negativity of c("*1) at each iteration n € N the step size has to be restricted to [0, TSQX]

with

W =max{7 >0 | ™ +7e™ >0}

max

= min{ -5

(5.16)

m:L”wM}WWm<O}
Algorithm 5.3 outlines the modified steepest descent algorithm.

Adaption to Functional J. Now we want to apply the modified steepest descent al-

gorithm to minimization problem (5.10). Therefore we fix for the remainder of this

section a certain Laue group Spawe € O(3) and an arbitrary discretisation V (¢, g) of

Hs(O(3)/SLae), § > % as defined in Definition 5.5. Furthermore, we assume the diffrac-

tion counts and the background intensities to be I;,I? € Rf" and rely on the matrices

U, € RV*M and the vectors ag,a; € RM, i =1,..., N as defined in Proposition 5.7.
We will use the following abbreviations.

Definition 5.11. Let n € N and ¢, &™ € RM. Then we define for i = 0,..., N the
coefficients o™, 6™ € R as

i

) _ 1 ~n) _ 1
o = T and o = Tem (5.17)
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5 Implementation of the MLS ODF Estimator

Algorithm 5.3: Modified steepest descent algorithm

input : ¢y € RY /* initial guess */

output: ¢ € RY /* minimizer */

k<« 0

while no convergence do
u™ « grad J(c™) /* calculate gradient */
¢ — —c® ou /* calculate descent direction */
Topt < argmin J(c™ 4 7¢™) /* line search */
Thndry < min{ —% m=1,...,M, [e™)],, < O}
T(n) — min{Topta 7-bndry}
) ¢ 4 7men) /* update c */
k—k+1

end

c —cm

Moreover, we define the residuals ugn), ™ eRM j=1,...,N as

1 1
W =120 <a§")\I’¢c(") + 18 — L-> , and @V =130 (é(n)‘l’iégn) +1; - Ii)

)

and set for completeness the vectors ul”, a("” € C3LHDELFDELES) ¢,

Here we make use of the Fourier weights wy . € R3L+DELADRLE3) a9 defined in Propo-
sition 5.7.

With these abbreviations we have

Proposition 5.12. Let n € N and c¢™ € R™. Then the functional J as defined in
Proposition 5.7 simplifies to

2
u || (5.19)
2

J(c™) = i‘

Let furthermore ¢™ € RM and ¢+ = ¢ + 7MeM for some 7" € R. Then we
have for all i =0, ..., N the recurrence formulae

e s (5:20)

%

and u,

(Mo
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Proof. By Definition 5.11 we obtain for any ¢ = 0,..., N the relationship

i al (c™ + rmem) — e - T(n) <> Fal

and for any ¢ = 1,..., N the equality
1
ul(n-l-l) ®Iz'2 — (n+1)\lj ( (n )+T( n)x (n)) +If 1,

- i \If-((")—i—r() )+Ib_1

& (@™ ™ £ T - T,) + T<n>a<.”>(a§”>\pié<”> +10 - L)

For i = 0 the proof of equation (5.20) is analogous. O]

With the abbreviations of Definition 5.11 we find the following expression for the
gradient of the functional J.

Lemma 5.13. Let n € N. Then the gradient of the functional J(c™) =Y ";" OH H2
is given by
1 N
L arad () = o) (For (0 ©wn) — [0 2 a0) + Dol (v — ol vea).
i=1

1
where v; = U (u§”> © 1;2).

Proof. By the chain rule we obtain
n n T n
1.d 2 :aiTc( Wl — a;(U,c™) <(\Il-c( )—{—Ib I)@I )
2dc( !
®©

\Iflc(")

el b_ 1.
al'c) +tL-L

! (afc(")) 2

I
al'c N (a%rc(n))2
On the other hand the gradient of the regularization term is
2 B alc™F, 1 — ag (Fch( )) Wi, O FcFer
(ajc)? ag C(n)

= af (Feu (uf” © W) = [uf” 3 a0)

d

1 W s ® Fch(n)
2 dc(

al'c”)

2
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We will also need the following representation of the function 7+ J(c™ + 7¢™) as
a simple rational function based on the quantities u(” and @\ as defined in Defini-

tion 5.11.

Lemma 5.14. Let ¢ ¢™ € RM. Then 7 — J(c™ + 7¢™) is a rational function in
7. More precisely, we have

N
A; + 27B; + T°C;
J(e™ +re) =% = Z ° 5.22
(c™ 4 ret) ; (roﬁ") N d(")>2 (5.22)
where we have set for any1=0,..., N,
A= [|l&"a 5, B = (&, o™ ), G = [aa|f;  (5.23)

Proof. By Proposition 5.12 the function 7 — J(c + 7€) can be rewritten as

Ham¢>+7auup‘

J(c™ 4+ rem) = ™ 7 5
a;

1=0

N Ha u! H2+27<d( )u(”),a(n)

K3 2

2

) 4
— Ta )4 d("))2 .
O

Corollary 5.15. Line search of the functional J can be performed with numerical com-
plexity O(N 4+ M + L?log® L). A simple line search algorithm that makes use of formula
(5.22) is given in Algorithm 4.

The next lemma shows that one can choose the upper bound Tr(ﬁ;)x as defined in equa-
tion (5.16) as the maximum stepsize.

Lemma 5.16. Let c™ € RM and let ¢™ = c¢™ © grad J(c™) be the modified gradient
of the functional J. Then the maximum step length as defined in equation (5.16)

ﬂ/—\

(n)
m") :min{—[C ]’ ‘ m=1,..., M, [6(")]i<0}.

is finite.

Proof. Since J(c™) does not depend on the scale of ¢™, i.e. J(c™) = J(uc™) for all
© > 0, the gradient of J(c™) is orthogonal to ¢™. Taking into account that c(™ > 0 we
conclude that the modified descent search direction ¢™ = — grad J(c™) ® c™ is either

zero or has at least one negative component. Hence, Tr(fié)x is finite. Il
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Algorithm 5.4: Line Search

input : o eR /* maximum step length */
(n) € R LADELA1)(2L+3)
( c R 3 (L+1)(2L+1)(2L+3)

)
")ERsz'_l N
)

MeRN G = N
a(n) c RN+
& c RNV+1
output: 7™ € R, /* optimum step length */
for 1 —0,. N do /* precomputation */
A el
B, <_< E n) (n)7az(n)ﬁz(n)>
Ci — o™ a|
end
Jo — ZZVOAZ‘(OYEH))*2 /* current value of J(c(™) %/
T — 7—r(nnéu)x
J — SN Auc2rBir’Cy /* value of J(c™ +7¢() x/

=0 (ral +a<">)2
while J > J; do

T — 3T /* reduce step length */
J =N, %ﬁj% /* update value of J(c+ 7C) */
TX ai
end
R

Merging Proposition 5.12, Lemma 5.13, Corollary 5.15 and Lemma 5.16 we obtain the
following Theorem.

Theorem 5.17. Algorithm 5 implements the MSD algorithm for minimization problem
(5.10). Ewvery iteration step has the numerical complexity O(N + M + L3log® L).

Proof. Algorithm 5 implements the modified steepest descent Algorithm 5.3.

In lines 1 — 5 the vectors a;, € RM, i = 1,..., N needed for the calculation of the
normalization coefficients (cf. Proposition 5.7), the initial values of the residuals uﬁ‘”
and the normalization coefficients al(o), i=1,..., N (cf. Definition 5.11) are calculated.
These calculations require the matrix vector multiplications U7 1y, (cf. Algorithm 5.2)
and V;c, i =1,..., N (cf. Algorithm 1). Both algorithms have the numerical complexity

O(N; + M + L3log® L) (cf. Lemma 5.10).
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Algorithm 5.5: Modified Least Squares ODF Estimator

input : c¢® ¢ RM /* initial vector */
LeRY i=1,... N /* diffraction counts */
LeRY i=1,...,N /* background intensities */
Ws € Ra(EHDELD(2L43) /* regularization weights */

output: c € RM

1 ag«— 1y

. U1y,
2 forz%l,...,NdoaiHm
, 0 . . .
3 fori—0,...,N do al(- ) m; /* normalization coefficients */
7

4 u(()o) — aéO)WA,s ® Fg.rc¥
5 fori—1,...,Ndou” — (ago)\lfic(o) +I-L)oI,

6 n<«—1

S

7 while no convergence do
~(n n n n) 2
s W e —al (For(was o uf”) - ufll a0

_1
0 fori—1,...,N do v\") — —agn)\lff(u(n) oI 2)

% %

o Ve ‘N’(()n) +30 {’z(n) - az(n) <‘~’§n)> C(n)> a; /* gradient */
1 ¢ v o e /* descent direction */
12 fori—0,...,Ndo dz(.”) — a{flz(n>

13 0l — @Mwy, O F e

1
1a fori—1,...,Ndo u/"” — (&"¥em +1'-T,) 0T, 2

n . (n) ~(n
15 Téla)x — mlnm:LwM{ —z% an) <0m=1,...,.M
m

7 )

16 7(" « LineSearch (Tg;)x, Oéz(-n)» d(n), u(n)7 ﬁ(n)vi =0,... 7N>

17 c™ — ¢ 4 (g /* update solution */
~(n) (n) ()
. (n) o (n) ey T 5(n)
18 forv—0,...,Ndo u;’ « EENOIEO u; ’ + SN OISO u;
(n) 5
. (n) o oy
1o forv—0,...,Ndo «o; " T &
20 n«—n+1
end

21 ¢ — ¢
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In lines 8 — 10 the gradient of the functional J in ¢ is calculated according to
Lemma 5.13. This essentially requires the matrix vector multiplications \I/iTuZ(n), 1=
1,..., N, which have the numerical complexity O(N; + M + L*log® L).

In line 11 the modified descent direction of the MSD — algorithm is calculated according
to equation (5.15).

In lines 12 — 14 the updates ﬁE”’ and dl(-n), t = 1,...,N of the residuals and the
normalization coefficients are calculated (cf. Definition 5.11). Again this requires the
matrix vector multiplications W;c, i =1,..., N.

In lines 15 and 16 the step size is calculated using Algorithm 4 and the initial step
length as approved in Lemma 5.16.

The updating of the coefficient vector is done in line 17. Whereas the residuals and
the normalization coefficients are updated in lines 18 and 19 (cf. Proposition 5.12).

We conclude that a single iteration of algorithm 5 has numerical complexity O(N +
M + L3log* L). O

Calculations on the Estimated ODF. Once an estimate of the true ODF has been
calculated one is typically interested in several characteristics of this estimate, e.g. its
pointwise evaluation for specific orientations, the pointwise evaluation of the correspond-
ing PDF for specific crystal and specimen directions, the calculation of its Fourier co-
efficients, or its convolution with a radially symmetric function on SO(3). We gave a
fast algorithm for the calculation of the Fourier coefficients of the estimated ODF in
Proposition 5.3. Combining this algorithm with the fast Fourier transform on SO(3)
we obtained in Corollary 5.4 fast algorithms for the pointwise evaluation of the ODF
and its convolution with a radially symmetric function. Pointwise evaluation of the
corresponding PDF was already described in Lemma 5.10.

5.4 Numerical Tests

In this section we are going to perform some basic tests on the convergence and ro-
bustness of Algorithm 5. A second goal is to study the interplay between the estimation
error, the arbitrary parameters of Algorithm 5, and the parameters of the PDF-to—-ODF
inversion problem itself (cf. Table 4.1).

The Default Setting. For a concise representation we first define three sample ODFs
and a default setting for the PDF-to—ODF inversion problem and alter this setting grad-
ually in the subsequent paragraphs to analyze the specific impact of single parameters.

The first sample ODF f; is defined as a composition of two Abel-Poisson radially
symmetric functions with halfwidth 12° and halfwidth 6°, respectively and follows or-
thorhombic crystal symmetry, i.e.

SLaue = Sorth = <_Id7 ROtel (77-)7 ROtez (7T>> .
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Sample ODF f;

component 1

component 2

crystal symmetry orth. kernel Abel-Poisson  kernel Abel-Poisson
specimen symmetry triclinic halfwidth 12° halfwidth 6°

uniform portion 0 center Id center Rote, (25°)
texture components 2 weight 5) weight 1

Sample ODF f component 1 component 2

crystal symmetry orth. kernel v. M. Fischer kernel v. M. Fischer
specimen symmetry triclinic halfwidth 7° halfwidth 3°

uniform portion 0 center Id center Rote, (10°)
texture components 2 weight 10 weight 1

Sample ODF f3

component 1

crystal symmetry trigonal kernel fibre v. M. Fischer
specimen symmetry triclinic halfwidth 7°
uniform portion 0 center G(ey,e1)

Table 5.1: The parameters of the three sample ODFs fi, fo and fs.

Here we have again used the notation G = (gy, ..., gn) for the group G generated by the
elements g1, ...,gyx. The second sample ODF f5 follows the same crystal symmetry but
consists of two von Mises—Fischer radially symmetric components with halfwidth 7° and
halfwidth 3°, respectively. The third sample ODF f;3 follows trigonal crystal symmetry,
i.e. the corresponding Laue group is

SLaue - Strig - <_Id7 ROteg(%r); ROte1 (7T>> )

and is fibre symmetric. More precisely, we have

f3(g) = exp(/f cos A(gel,el)), g € SO(3).

sinh k
The function fj is called fibre von Mises—Fischer kernel (cf. Schaeben and v.d. Boogaart,
2003). For the third sample ODF f; we have fixed the free parameter x such that the
halfwidth of f3is 7°. A summary of all three sample ODFs is given in Table 5.4. Displays
of their graphs can be found in the appendix in the Figures A.7, A.8, and A.9.

In order to simulate a diffraction experiment we have to specify all the parameters
listed in Table 4.1. Having no specific practical setting in mind we choose N = 7 crystal

T 0.0.0).0.0.0)
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and assume that the corresponding diffraction intensities do not interfere with other
crystal directions, i.e. H; = Spawehi, © = 1,...,7. For each fixed specimen direction
h; € S? we construct a grid of N; = 13,201 specimen directions r; = (r;1,...,T;y,) that
forms an equidistribution on the hemisphere S such that the distance between two
neighboring nodes is about 1.25° (cf. Freeden, 1998, Example 7.1.9). We say grid r has
the resolution 0 = 1.25°. Neglecting measurement errors we simulate diffraction counts
I € RY by setting

Iij:Xf(H’hrij)) izl,...,N,j:L...,Ni,

where f is one of the three sample ODFs f;, fs or fs. In particular, we set a; = 1 and
Ii»’j =0,i=1,...,N, 5 =1,...,N;. The simulated diffraction counts I, ...,I; of the
three sample ODFs are plotted in the Figures A.1,A.2, and A.3.

Finally, we have to specify the default values for the parameters of Algorithm 5, as they
are the discretisation V' (g, ) (cf. Definition 5.5), the default regularization parameters
A, s € R (cf. Proposition 5.7) and the convergence criterion.

Let us fix s = 2. Then we choose for the discretisation V' (g, ¥) of Hs(O(3)/SLaue)
an equidistribution g = (g1,...,8n) on O(3)/SLawe with a resolution of 6 = 2.5°. In
the case of orthorhombic crystal symmetry the grid g contains M = 237,600 nodes
and in the case of trigonal crystal symmetry it contains M = 158,400 nodes. As the
ansatz function ¢: SO(3) — R we chose the de la Vallée Poussin kernel with halfwidth
b = 1.875° restricted to the bandwidth L = 325.

Since we work with exact data in the default setting we do not apply regularization be
default but set A = 0. As convergence criteria we use the criterion to stop if 32 iterations
has been exceeded or if the relative improvement of the residual error becomes less then
the largest relative improvement that occurred so far in the iteration process divided by
100, i.e. if

Ll Ll [ Gl
R/ R R T

The complete list of all default parameters is given in Table 5.2.

Convergence. First of all we are going to check Algorithm 5 for convergence. As
a measure of the estimation error between the true ODF and the estimated ODF we
propose the following quantity.

Definition 5.18. Let fiue, fest € L'(O(3)/SLaue) be the true and the estimated ODF,
respectively. Then we define the estimation error &( fiue, fest) as

1
€<ftrue:fest) = 327‘(’2 /;(3) |ftrue(g) - fest(g)‘ dg (524)
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parameter default value
number of pole figures N=17
number of specimen directions N; =13201,7=1,...,N

o 1 0 0 1 1 0 1
crystal directions h = ((0) , <1) , <0) , (1) , (o) , (1) , (1))

0 0 1 0 1 1 1

superposition of crystal directions H; = Spauchi, 2 =1,..., N
specimen directions r = equidistribution on S%, resolution 1.25°
diffraction counts L = Xf(h;,r;;)
background intensities Ifj =0,2=1,...,N, j=1,...,N;
normalization coefficients a,=0,1=1,...,N,
discretisation of O(3)/SLaue g = equidistribution on SO(3)/SLaue, resolution 2.5°
ansatz function 1 = de la Vallée Poussin kernel, b = 1.875°
bandwidth L =325
regularization parameter A=0

Table 5.2: Default parameters of the numerical experiments.

Remark 5.19. The estimation error &( firue, fest) can be interpreted as the percentage
of mass that is dislocated between the two density functions fiue and fes. In particular,
we have

O S g(ftrueafest) S 1a

and &( firue, fest) = 0 if and only if the ODF5s fi40 and fo are identical and e( firue, fest) =
1 if and only if they have disjoint support.

In our numerical tests we do not calculate the estimation error £( fiue, fest) €xactly
but evaluate fiue and fesy at an equidistribution on O(3)/Spawe With resolution 1.25°
and approximate the integral in equation (5.24) by a quadrature formula. Furthermore,
we do not apply the fast algorithms based on the fast Fourier transform on SO(3) as
described in Corollary 5.4 for the evaluation of the functions fi,.. and fe but use the
direct algorithm.

1
5 \ 2
1.1>

Beside the weighted residual norm
that is minimized by Algorithm 5 for the default setting there is a second, in texture
community more established measure for the goodness of fit between the estimated
diffraction intensities and the measured diffraction counts.

N
RN = HI”;l (ZH[aest]inest(Hia r)+IP -1,
i=1

Definition 5.20. Let I € RY be the measured diffraction counts with respect to the
diffraction parameters as summarized in Table 4.1 and let fo; € C(O(3)/SLawe) and
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10° : : 10°
10"
107}
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1072}
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1 4 16 64 1 4 16 64 1 4 16 64
iterations iterations iterations
(a) sample ODF f, (b) sample ODF f5 (c) sample ODF f5

Figure 5.2: The estimation error (firue, fest) (blue graph), the weighted residual norm
RN (red graph) and the RP values RP,,, i = 0.01 (green graph) against the iteration steps
of Algorithm 5.

Oy € RY be an estimated ODF and estimated normalization coefficients, respectively.
Then for any 1 > 0 the RP,, - value is defined as (cf. Matthies et al., 1987, sec. 14.4)

1 [Qtest]i X fest (Hi, x3) + I? - I

A (5.25)

(i,j)EVp,

where V, = {(4,7) | i=1,...,N, 5 =1,...,N;; I, = I’ > [otes)ipt } and |V,,| denotes
the number of elements in V,.

The estimation error e( firue, fest), the weighted residual norm RN and the RP values
RP,, = 0.001 are plotted in Figure 5.2 versus the iteration steps of Algorithm 5 applied
to the default setting.

We mention that the estimation error for the sharp ODF f5 is much smaller then
for the weaker ODF f; which is conform to Section 4.4. Moreover, the decrease of the
estimation error is very small between iteration 32 and iteration 64. This approves our
restriction to the maximum iteration depth 32.

We have plotted the estimated ODFs in the Figures A.10, A.11, and A.12 in the
Appendix A for a morphological comparison with the original ODFs.

Discretisation. In a second experiment we alter the parameters of the discretisation
V (g, ) and keep track of the estimation error. Therefore we construct a list of equidis-
tributions in O(3)/Spaue With resolution 0 as given in Table 5.3a and vary the halfwidth
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-3

L L L L L L 10 L L L
20 10 5 25 125 20 10 5 25 125 20 10 5 25 125
halfwidth b halfwidth b halfwidth b
(a) sample ODF fy (b) sample ODF fo (c) sample ODF f5

Figure 5.3: The estimation error in dependency of the discretisation parameters (b, d).
The blue graphs corresponds to § = 20°, the green graph to 6 = 10°, the red graph to
6 = 5°, the cyan graph to 6 = 2.5° and the magenta graph to § = 1.875°.

b and the bandwidth L of the de la Vallée Poussin ansatz function ¢ as described in
Table 5.3b. The bandwidth L of the ansatz function ¢ has been chosen such that for
any | > L the Chebyshev coefficients of v satisfy

(1) < 10715,

resolution d (°) 20 10 5 2.5 1.875
number of nodes for Sy, 576 3,708 29,736 237,600 563,232
number of nodes for Sy, 384 2,472 19,824 158,400 375,488

(a) Parameters of the equidistribution g = (g1,...,8m) in O(3)/SLaue-

halfwidth b (°) 20 15 10 7,5 5 3.75 25 1875 1.25
bandwidth L 23 33 52 70 107 143 215 325 432

(b) Halfwidths and bandwidth of the ansatz function ).

Table 5.3: Tested discretisation parameters.

We calculate the estimation error for the three sample ODFs fi, fo, and f5 for all
combinations of the parameters (b, ). The results are visualized in Figure 5.3.

One recognizes that for a fixed resolution ¢ of the grid g in O(3)/SpLaue the estimation
error as a function of the halfwidth b of the ansatz function v is decreasing until b & %(5
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and increasing for b > 35 . For b < 3(5 the halfwidth of the ansatz function 1 is clearly to
small for a good approximation. For b > %5 we loose in approximation of sharp textures
(cf. Figure 5.3b). For weak textures however, a halfwidth close to the actual halfwidth
of the ODF components could result in a better estimations (cf. Figure 5.3a, 5.3c).

Noisy Data. Until to now we have tested Algorithm 5 for exact data only. According
to Section 4.2 the measured intensity counts I;; can be modeled as a random sample of
the family of Poisson distributions

T, = Poiss<1§j + [etoraels Xftrue(Hi,rij)), i=1,...,N,j=1,....,N,  (5.26)

which depend on the normalization coefficients o € RY and the background intensi-
ties IV, € R.

Fixing the second sample ODF f;,,. = fo as the as the true ODF we select normaliza-
tion coefficients [oe); and background intensities Iﬁ?j, i=1,...,N,j=1,...,N; from
the list (10,40, 60, 640,2560) and simulate diffraction counts I;; € R as random sam-
ples of the family of Poisson distributions (5.26). Applying Algorithm 5 to the simulated
diffraction counts we obtain estimates of the second sample ODF f5. The corresponding
estimation errors are plotted in Figure 5.4a.

One recognizes that the estimation error decreases for decreasing background inten-
sities and for increasing normalization coefficients. More interestingly, we note that the
estimation error also decreases in the case that the background intensities and the nor-
malization coefficients increase simultaneously. In practice this relates to the case that
the measure time is increased.

Regularization. In Section 4.3 we have already discussed that the ODF estimation
problem is ill-posed and hence regularization techniques are supposed to increase the
accuracy of estimation. In the case of Algorithm 5 we have three independent sources
regularization. First the implemented MLS ODF estimator itself includes explicit reg-
ularization which is controlled by the regularization parameter A. A second origin of
regularization is the chosen discretisation V' (¢, g) as defined in Definition 5.5. Since
V (1, g) contains only linear combinations of translates of the ansatz function ¢ with
non—negative coefficients the halfwidth of ¢ directly controls the smoothness of the func-
tions in V (¢, g). Third the maximum iteration depth of Algorithm 5 can be interpreted
as a regularization parameter.

In order to analyze the impact of these three independent sources of regularization we
simulate noisy diffraction data as in the previous experiment, setting [@yue]; = 10, and
Ii?j =2560,7i=1,...,N, 7 =1,...,N;. We apply Algorithm 5 first using the default
setting of parameters, second with the ansatz function ¢ with halfwidth 2.5°, and third
with explicit regularization enabled, i.e. with A\ = 107425, The corresponding estimation
errors are plotted in Figure 5.4b in dependency of the iteration count.
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Figure 5.4: Plot (a) displays the estimation error in dependency of normalization coeffi-
cient o and the background intensity I°. The blue graph corresponds to I® = 10, the green
graph to I? = 40, the red graph to I’ = 160, the cyan graph to I’ = 640, and the magenta
graph to I® = 2560. The bottom yellow line corresponds to the estimation error for exact
data. Plot (b) displays the estimation error in dependency of the iteration count for noisy
data with a = 10 and I® = 2560. The blue line corresponds to the default setting without
regularization, the green line corresponds to the default setting with regularization param-
eter A\ = 1074%% and the red line corresponds to the default setting but with halfwidth
b = 2.5° of the ansatz function. Plot (c¢) displays the estimation error in dependency of the
number of pole figures and for the following configurations of specimen directions: blue
graph — configuration A, green graph — configuration B, red graph — configuration C, and
cyan graph — default configuration.

According to Figure 5.4b regularization by the maximum iteration depth leads to the
best estimation error. However, it requires a much more detailed analysis to derive
reliable results about the effect of regularization to Algorithm 5. The general prob-
lem of selecting an optimum regularization parameter has been exhaustively studied in
literature (e.g. in Vogel, 2002; Wahba, 1990; Bernier and Miller, 2006).

Incomplete Data. In the next experiment we are going to apply Algorithm 5 to incom-
plete pole figure data, i.e. to configurations of specimen directions that do not provide a
complete coverage of the hemisphere S7. For this purpose, we use three configurations
that typically arise in practical diffraction experiments. Configuration A and B represent
regular 1.25° x 2.5° grids on the hemisphere that contain only specimen directions with
0 < 80° or # > 10°, respectively. Configuration C contains 12,000 nodes at a resolution
of 0 = 1° and is taken from a real world diffraction experiment with an area detector (cf.
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(a) configuration A (b) configuration B (c) configuration C

Figure 5.5: The three sample configuration of specimen directions.

Section 5.5). The three sample configurations A, B and C are visualized in Figure 5.5.

Next we simulate diffraction counts with respect to the configurations of specimen
directions A, B, and C following the same recipe as in the previous experiment and setting
the background intensities and the normalization coefficients to Iﬁ-’j = [Qtrue)i = 160,
1 =1,....,N, 7 =1,...,N;. We apply Algorithm 5 to the simulated diffraction data
and reduce in a second step successively the number N of pole figures to be used by
Algorithm 5. The resulting estimation errors in dependency of the number of pole
figures and the specific configuration of specimen directions are plotted in Figure 5.4c.
Additionally, the estimation error for the default configuration of specimen directions is
plotted in dependency of the number of pole figures.

For configuration A the estimation error is close to one until the fifth pole figure has
been included for ODF estimation. This is due to the fact that for configuration A the
pole figures with respect to the crystal directions e,, ..., e, are all empty, i.e. almost
all the mass is concentrated in the regions that are not covered by configuration A (cf.
Figure A.2). Consequently, the estimated ODF is concentrated along the fibre G(es, e3).
The peaks of the fifth pole figure are located within the range of configuration A and
hence the estimation error decreases.

In the case of configuration C' the peaks of the second and the third pole figure are
almost not contained in the diffraction data and hence the estimated ODF is concen-
trated along the fibre G(eq, e;). In the case of configuration B only the peak of the third
pole figure is not contained in the diffraction data and hence the first two pole figures
already narrow the range of possible ODF.

Unknown Background Intensities. In texture analysis it is a well established practice
d _

to determine only the differences If; = I; — I, between the measured diffraction counts

and the estimated background intensities. In order to apply Algorithm 5 to those data

one can guess an arbitrary background intensity I* = Ifj, 1=1,...,.N, 5 =1,...,N;
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and define diffraction counts I;; = I, + I'i=1,...,N,j=1,...,N..

In this paragraph we are going to check Algorithm 5 for its sensitivity against the
guessed background intensity I’. For this purpose we simulate diffraction counts L;
analogously to the previous experiments with normalization coefficients and background
intensities given by [Qrue)i = Ii?j =160,¢=1,...,N, j =1,...,N;. Based on these
diffraction counts we calculate the differences Ifj =1 — Ii-’j and apply Algorithm 5 to
the modified intensity counts iij = Ifj + I' generated for guessed background intensities

I' =1, I" = 40, I" = 160, I* = 640 and I’ = 2560. The estimation errors in dependency
of the guessed background intensity I® are given in Table 5.4.

guessed background intensity I? 1 40 160 640 2560 no weights
estimation error e 0.215 0.125 0.020 0.025 0.030 0.045

Table 5.4: The estimations error in dependency of the guessed background intensity.

The last column corresponds to the minimizer of the functional

2
+

H .12
fngc

cTa

2
WA,s

which differs from the functional minimized by Algorithm 5 by the absence of the weights
I; ! in the first sum. In fact this is the functional that is minimized by the HHSM method
(Bernier and Miller, 2006). We recognize that the weighted functional performs for the
specific test problem at 50% better then the functional without weights. On the other
hand it is quit sensitive against underestimated background intensities. The loss of
accuracy due to an overestimated background intensity is less notable.

5.5 Applications

We end our study of the MLS ODF estimator with a short discussion of its application
to two real world problems.

Area Detectors. The data for the first example were measured by Dr. U. Garbe at
FRM II at the Technische Universitdt Miinchen. He analyzed an AL3O3 specimen with
trigonal crystal symmetry using a neutron diffractometer and an area detector. He ex-
tracted diffraction counts corresponding to seven crystal directions and the configuration
C of specimen directions as introduced in Section 5.4. This configuration contains 12,600
specimen directions at a resolution of one degree. The measured diffraction counts are
plotted in Figure A .4a.

Since the diffraction counts suggest a weak texture we use the following rough discreti-
sation. As the ansatz function v we choose the de la Vallée Poussin kernel with halfwidth
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b= 7.5° and as the grid g on SO(3)/Siiy we choose an equidistribution with resolution
0 = 10°. With this settings we obtain after 10 iterations the RP value RP, = 0.11,
1= 0.001. The recalculated pole figures are plotted in Figure A.4b.

Adapptive Measurements. The second example is based on explorations of Dr. J. J.
Fundenberger on the texture of a Nigel specimen. He used a Siemens X-ray goniometer
with point detector which allows for the measurement of the diffraction intensity for
only one pair of crystal direction and specimen direction per measurement cycle. Since
each measurement cycle takes up to ten second the measurement of a sharp texture at
high resolution is a time critical problem. In the current experiment it were measured
four pole figures with respect to the crystal directions (110), (200), (211) and (321) at
a resolution of 1.25°. In contrast to ordinary measurements the grid of specimen direc-
tions was not chosen to be regularly distributed on the hemisphere, but to be clustered
at regions of hight diffraction intensity and to be sparse at regions of low diffraction
intensities. Compare to a regular 1.25° x 1.25° grid the irregular grid contains only one
fourth of the specimen directions and hence only one fourth of the measuring cycles
are required. The irregular grid was constructed adaptively during the measurement
process. The measured diffraction counts are plotted in Figure A.5.

For ODF estimation we fix an almost uniform grid of rotations g in O(3)/Scu, with a
resolution of 1.875°. Here the Laue group S.,;, describes cubic crystal symmetry defined
as

SLaue = Sspace = <_Id7 ROtel (%)7 ROtel+e2+e3 (2?”)7 ROtelJreg (W)> .

Together with the ansatz function v chosen as the de la Vallée Poussin kernel with
halfwidth 1.25° restricted to bandwidth L = 432 the pair (g, ) defines the discretisation
V(g,1) (cf. Definition 5.5). Using this discretisation we apply Algorithm 5 to the
measured diffraction counts.

The RP value for the recalculated pole figures is RP, = 0.19, ;. = 0.001. Indepen-
dently from the (110), (200), (211) and (321) pole figures J. Fundenberger has also mea-
sured the (2,2,2) and (3,1,0) pole figures. This time however for a regular 1.25° x 2.5°
grid of specimen directions. The corresponding diffraction intensities are plotted in Fig-
ure A.6b and can be compared with the pole figures recalculated from the estimated
ODF which are plotted in Figure A.6a.
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PDF Plots. Let P € C(S?*/Spawe X S?) be an ODF with respect to the Laue group
Staue € O(3). Then by Remark 3.25 each pole figure P(h,o) € C(S?), h € S/SpLaue is
an even function and hence it is sufficient to plot P(h,r) only for specimen directions
r € S7 in the upper hemisphere. This requires a projection of the hemisphere S2 to the
two dimensional plane. In this thesis we make use of the so called equal area projection

defined by

2(1 — cos )
m: S2 — R? cosp Al
Si =R, (0.0) (sinp 2(1 —cosfh) )’ (A1)

which is also called Schmidt projection (cf. Bigalke, 1984, Sec. 5.5). According to
the equal area projection the upper hemisphere is projected onto a circle in the two
dimensional plane such that the specimen direction e; € S? corresponds to its center,
and the specimen directions e;, e, € S? to the right and upper most points of the circle,
respectively.

The color coding of the plotted pole figures we choose such that low values of P
correspond to blue colors and high values of P correspond to red colors. The maximum
and the minimum value of each pole figure is specified in the bottom line of each plot.
The crystal direction relative to which the pole figure is plotted is specified in the upper
left corner.

In the case of measured or simulated diffraction counts each data point I;; correspond-
ing to P(h;,r;),i=1,...,N, j =1,..., N, is represented by a single dot at position
II(r;;) € R? with the corresponding color. In the case of pole figures calculated from an
estimated ODF interpolated plots are given.
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Figure A.1: Simulated diffraction counts of the sample ODF f; with respect to the
default setting.

Figure A.2: Simulated diffraction counts of the sample ODF fs with respect to the
default setting.
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Figure A.3: Simulated diffraction counts of the sample ODF f3 with respect to the
default setting.
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(b) Recalculated pole figures.

Figure A.4: Diffraction counts of an AL3Og3 specimen with trigonal crystal symmetry
measured by U. Garbe at FRM II at the Technische Universitét Miinchen using a neutron
diffractometer and an area detector (Figure (a)) and pole figures calculated from the ODF
which was obtained by applying Algorithm 5 to the above diffraction data (Figure (b)).
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min: ) max: e
1.9e+02 4.,5=+04

{211}

Figure A.5: Diffraction counts of a Nickel specimen with cubic crystal symmetry mea-
sured at an adaptively constructed grid of specimen directions by J. J. Fundenberger at
the laboratoire détude des textures et application aux materiaux at Metz using an X-ray
goniometer and a point detector.
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min:

19/0.16
(a) Recalculated pole figures.

{310}

max:
3.3e+4-03

(b) Independently measured diffraction counts.

Figure A.6: Pole figures of the Nickel specimen measured by J. Fundenberger with respect
of the crystal directions {222} and {310}. Figure (a) shows pole figures calculated from
an ODF which was obtained by applying Algorithm 5 to the diffraction counts plotted in
Figure A.5. Figure (b) shows the diffraction counts of an independent measurement of the
same Nickel specimen but with a conventional configuration of specimen directions.
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ODF Plots. In order to visualize an ODF f: O(3)/SLawe — R we plot sections of f
along two dimensional submanifolds of SO(3). Let

g = Rote, (a)Rote, (3)Rote, ()

be the Euler angle parameterization of the rotation g € SO(3). Then the angles (3, «)
are the polar coordinates of the vector ges € S? and the angle 0 = a + 7 describes the
rotation of the vectors ge; and ge, relative to the vectors e; and e, in the e;-e, plane.
The sets

2, = { g = Rote,(a)Rote, (B)Rote,(7) | a+v=0}, o€]0,2m)

splits the three-dimensional manifold SO(3) into disjoint two-dimensional submanifolds,
the so called o-sections (cf. Helming et al., 1987).

In order to plot the ODF f: SO(3) — R we fix discrete values 0 = 01, ..., 0k and plot
the restrictions of f to the o-sections ,,, k =1, ..., K using the equal area projection
with respect to the free variable (3, ). In fact, since (3, a) are the polar coordinates of
ges the plots of the o-sections can be interpreted as the es-pole figure of f split according
the value of o.

In the case of orthorhombic crystal symmetry o-sections are plotted for o = 0°,9°,...,171°

and in the case of trigonal crystal symmetry for o = 0°,6°,...,114°. The value of o
is indicated in upper left corner of each plot. The color coding of the plots is handled
analogously to the pole figure plots.
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Figure A.7: The sample ODF f; plotted as sigma sections.
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Figure A.8: The sample ODF f5 plotted as sigma sections.
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Figure A.9:

The sample ODF f3 plotted as sigma sections.
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Figure A.10: The MLS ODF estimate of the sample ODF f; calculated by Algorithm 5
using the default setting as described in Section 5.4.
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Figure A.11: The MLS ODF estimate of the sample ODF fy calculated by Algorithm 5

using the default setting as described in Section 5.4.
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Figure A.12: The MLS ODF estimate of the sample ODF f3 calculated by Algorithm 5

using the default setting as described in Section 5.4.
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