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THE GEOMETRY OF ALGORITHMS WITH ORTHOGONALITY
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Abstract. In this paper we develop new Newton and conjugate gradient algorithms on the
Grassmann and Stiefel manifolds. These manifolds represent the constraints that arise in such
areas as the symmetric eigenvalue problem, nonlinear eigenvalue problems, electronic structures
computations, and signal processing. In addition to the new algorithms, we show how the geometrical
framework gives penetrating new insights allowing us to create, understand, and compare algorithms.
The theory proposed here provides a taxonomy for numerical linear algebra algorithms that provide
a top level mathematical view of previously unrelated algorithms. It is our hope that developers of
new algorithms and perturbation theories will benefit from the theory, methods, and examples in
this paper.
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1. Introduction. Problems on the Stiefel and Grassmann manifolds arise with
sufficient frequency that a unifying investigation of algorithms designed to solve these
problems is warranted. Understanding these manifolds, which represent orthogonality
constraints (as in the symmetric eigenvalue problem), yields penetrating insight into
many numerical algorithms and unifies seemingly unrelated ideas from different areas.

The optimization community has long recognized that linear and quadratic con-
straints have special structure that can be exploited. The Stiefel and Grassmann
manifolds also represent special constraints. The main contribution of this paper is
a framework for algorithms involving these constraints, which draws upon ideas from
numerical linear algebra, optimization, differential geometry, and has been inspired by
certain problems posed in engineering, physics, and chemistry. Though we do review
the necessary background for our intended audience, this is not a survey paper. This
paper uses mathematics as a tool so that we can understand the deeper geometrical
structure underlying algorithms.

In our first concrete problem we minimize a function F(Y'), where Y is constrained
to the set of n-by-p matrices such that Y7'Y = I (we call such matrices orthonormal),
and we make the further homogeneity assumption that F(Y) = F(YQ), where @ is
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any p-by-p orthogonal matrix. In other words, the objective function depends only on
the subspace spanned by the columns of Y; it is invariant to any choice of basis. The
set of p-dimensional subspaces in R" is called the Grassmann manifold. (Grassmann
originally developed the idea in 1848, but his writing style was considered so obscure
[1] that it was appreciated only many years later. One can find something of the
original definition in his later work [48, Chap. 3, Sec. 1, Article 65].) To the best
of our knowledge, the geometry of the Grassmann manifold has never been explored
in the context of optimization algorithms, invariant subspace computations, physics
computations, or subspace tracking. Useful ideas from these areas, however, may be
put into the geometrical framework developed in this paper.

In our second problem we minimize F(Y) without the homogeneity condition
F(Y) = F(YQ) mentioned above, i.e., the optimization problem is defined on the
set of n-by-p orthonormal matrices. This constraint surface is known as the Stiefel
manifold, which is named for Eduard Stiefel, who considered its topology in the 1930s
[82]. This is the same Stiefel who in collaboration with Magnus Hestenes in 1952
originated the conjugate gradient algorithm [49]. Both Stiefel’s manifold and his
conjugate gradient algorithm play an important role in this paper. The geometry of
the Stiefel manifold in the context of optimization problems and subspace tracking
was explored by Smith [75]. In this paper we use numerical linear algebra techniques
to simplify the ideas and algorithms presented there so that the differential geometric
ideas seem natural and illuminating to the numerical linear algebra and optimization
communities.

The first author’s original motivation for studying this problem came from a re-
sponse to a linear algebra survey [30], which claimed to be using conjugate gradient to
solve large dense eigenvalue problems. The second and third authors were motivated
by two distinct engineering and physics applications. The salient question became:
What does it mean to use conjugate gradient to solve eigenvalue problems? Is this the
Lanczos method? As we shall describe, there are dozens of proposed variations on the
conjugate gradient and Newton methods for eigenvalue and related problems, none of
which are Lanczos. These algorithms are not all obviously related. The connections
among these algorithms have apparently not been appreciated in the literature while
in some cases numerical experiments have been the only basis for comparison when
no theoretical understanding was available. The existence of so many variations in so
many applications compelled us to ask for the big picture: What is the mathemat-
ics that unifies all of these apparently distinct algorithms? This paper contains our
proposed unification.

We summarize by itemizing what is new in this paper.

1. Algorithms for Newton and conjugate gradient methods on the Grassmann
and Stiefel manifolds that naturally use the geometry of these manifolds. In the
special cases that we are aware of, our general algorithms are competitive up to small
constant factors with the best known special algorithms. Conjugate gradient and
Newton on the Grassmann manifold have never been explicitly studied before. Stiefel
algorithms have been studied before [75], but the ideas here represent considerable
simplifications.

2. A geometrical framework with the right mix of abstraction and concreteness
to serve as a foundation for any numerical computation or algorithmic formulation
involving orthogonality constraints, including the symmetric eigenvalue problem. We
believe that this is a useful framework because it connects apparently unrelated ideas;
it is simple and mathematically natural. The framework provides new insights into
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existing algorithms in numerical linear algebra, optimization, signal processing, and
electronic structures computations, and it suggests new algorithms. For example, we
connect the ideas of geodesics and the cubic convergence of the Rayleigh quotient
iteration, the CS decomposition, and sequential quadratic programming. We also
interpret the ill-conditioning of eigenvectors of a symmetric matrix with multiple
eigenvalues as the singularity of Stiefel and Grassmann coordinates.

3. Though geometrical descriptions of the Grassmann and Stiefel manifolds are
available in many references, ours is the first to use methods from numerical linear al-
gebra emphasizing computational efficiency of algorithms rather than abstract general
settings.

The remainder of this paper is organized into three sections. The geometrical
ideas are developed in section 2. This section provides a self-contained introduction
to geometry, which may not be familiar to some readers, while deriving the new
geometrical formulas necessary for the algorithms of section 3, and the insights of
section 3 provide descriptions of new algorithms for optimization on the Grassmann
and Stiefel manifolds. Concrete examples of the new insights gained from this point
of view are presented in section 4. Because we wish to discuss related literature in
the context developed in sections 2 and 3, we defer discussion of the literature to
section 4, where specific applications of our theory are organized.

2. Differential geometric foundation for numerical linear algebra. A
geometrical treatment of the Stiefel and Grassmann manifolds appropriate for nu-
merical linear algebra cannot be found in standard differential geometry references.
For example, what is typically required for practical conjugate gradient computations
involving n-by-p orthonormal matrices are algorithms with complexity of order np?.
In this section we derive new formulas that may be used in algorithms of this com-
plexity in terms of standard operations from numerical linear algebra. These formulas
will be used in the algorithms presented in the following section. Because we focus on
computations, our approach differs from the more general (and powerful) coordinate-
free methods used by modern geometers [18, 47, 54, 62, 79, 87]. Boothby [8] provides
an undergraduate level introduction to the coordinate-free approach.

For readers with a background in differential geometry, we wish to point out how
we use extrinsic coordinates in a somewhat unusual way. Typically, one uses a pa-
rameterization of the manifold (e.g., z = cosusinwv, y = sinusinv, z = coswv for the
sphere) to derive metric coefficients and Christoffel symbols in terms of the parame-
ters (u and v). Instead, we only use extrinsic coordinates subject to constraints (e.g.,
(x,y,2) such that 22 + y? + 22 = 1). This represents points with more parameters
than are intrinsically necessary, but we have found that the simplest (hence compu-
tationally most useful) formulas for the metric and Christoffel symbol are obtained in
this manner. The choice of coordinates does not matter abstractly, but on a computer
the correct choice is essential.

We now outline this section. After defining the manifolds of interest to us in
section 2.1, we take a close look at the Stiefel manifold as a submanifold of Euclidean
space in section 2.2. This introduces elementary ideas from differential geometry
and provides the geometric structure of the orthogonal group (a special case of the
Stiefel manifold), which will be used throughout the rest of the paper. However, the
Euclidean metric is not natural for the Stiefel manifold, which inherits a canonical
metric from its definition as a quotient space. Therefore, we introduce the quotient
space point of view in section 2.3. With this viewpoint, we then derive our formu-
las for geodesics and parallel translation for the Stiefel and Grassmann manifold in
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TABLE 2.1
Representations of subspace manifolds.

SPACE SYMBOL  MATRIX REP. QUOTIENT REP.
Orthogonal group On Q -
Stiefel manifold Vi, p v On/On—p
. V,p/Op
Grassmann manifold G, , None or
On/(Op X On—p)

sections 2.4 and 2.5. Finally, we describe how to incorporate these formulae into
conjugate gradient and Newton methods in section 2.6.

2.1. Manifolds arising in numerical linear algebra. For simplicity of expo-
sition, but for no fundamental reason, we will concentrate on real matrices. All ideas
carry over naturally to complex matrices. Spaces of interest are as follows:

1. The orthogonal group O,, consisting of n-by-n orthogonal matrices;

2. The Stiefel manifold V;, ,, consisting of n-by-p “tall-skinny” orthonormal ma-
trices;

3. The Grassmann manifold G, , obtained by identifying those matrices in V,, ,
whose columns span the same subspace (a quotient manifold).

Table 2.1 summarizes the definitions of these spaces. Our description of Gy, ), is
necessarily more abstract than O, or V;, ,. Gy, , may be defined as the set of all
p-dimensional subspaces of an n-dimensional space.

We shall benefit from two different yet equivalent modes of describing our spaces:
concrete representations and quotient space representations. Table 2.2 illustrates how
we store elements of V,, , and Gy, , in a computer. A point in the Stiefel manifold
Vi, p is represented by an n-by-p matrix. A point on the Grassmann manifold G, , is
a linear subspace, which may be specified by an arbitrary orthogonal basis stored as
an n-by-p matrix. An important difference here is that, unlike points on the Stiefel
manifold, the choice of matrix is not unique for points on the Grassmann manifold.

The second mode of representation, the more mathematical, is useful for ob-
taining closed-form expressions for the geometrical objects of interest. It is also the
“proper” theoretical setting for these manifolds. Here, we represent the manifolds as
quotient spaces. Points in the Grassmann manifold are equivalence classes of n-by-p
orthogonal matrices, where two matrices are equivalent if their columns span the same
p-dimensional subspace. Equivalently, two matrices are equivalent if they are related
by right multiplication of an orthogonal p-by-p matrix. Therefore, G, , =V, ,/Op.
On the computer, by necessity, we must pick a representative of the equivalence class
to specify a point.
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TABLE 2.2
Computational representation of subspace manifolds.

SPACE DATA STRUCTURE REPRESENTS TANGENTS A
Stiefel manifold Y one point YTA = skew-symmetric
Grassmann manifold Y entire equivalence class YTA =0

The Stiefel manifold may also be defined as a quotient space but arising from the
orthogonal group. Here, we identify two orthogonal matrices if their first p columns
are identical or, equivalently, if they are related by right multiplication of a matrix
of the form (é g), where @Q is an orthogonal (n — p)-by-(n — p) block. Therefore,
Va,p = On/On—p. With the Stiefel manifold so represented, one has yet another
representation of the Grassmann manifold, G,, , = O,,/(0p X Op_p).

2.2. The Stiefel manifold in Euclidean space. The Stiefel manifold V;, ,
may be embedded in the np-dimensional Euclidean space of n-by-p matrices. When
p = 1, we simply have the sphere, while when p = n, we have the group of orthogonal
matrices known as O,,. These two special cases are the easiest and arise in numerical
linear algebra the most often.

Much of this section, which consists of three subsections, is designed to be a
painless and intuitive introduction to differential geometry in Euclidean space. Sec-
tion 2.2.1 is elementary. It derives formulas for projections onto the tangent and
normal spaces. In section 2.2.2, we derive formulas for geodesics on the Stiefel mani-
fold in Euclidean space. We then discuss parallel translation in section 2.2.3.

In the two special cases when p = 1 and p = n, the Euclidean metric and the
canonical metric to be discussed in section 2.4 are the same. Otherwise they differ.

2.2.1. Tangent and normal space. Intuitively, the tangent space at a point
is the plane tangent to the submanifold at that point, as shown in Figure 2.1. For
d-dimensional manifolds, this plane is a d-dimensional vector space with origin at the
point of tangency. The normal space is the orthogonal complement. On the sphere,
tangents are perpendicular to radii, and the normal space is radial. In this subsection,
we will derive the equations for the tangent and normal spaces on the Stiefel manifold.
We also compute the projection operators onto these spaces.

An equation defining tangents to the Stiefel manifold at a point Y is easily ob-
tained by differentiating Y7Y = I, yielding YA + ATY = 0, ie., YTA is skew-
symmetric. This condition imposes p(p + 1)/2 constraints on A, or, equivalently, the
vector space of all tangent vectors A has dimension

p_p(p+1) _plp—1) +p(n — p).

(2.1) . .

Both sides of (2.1) are useful for the dimension counting arguments that will be
employed.
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Normal

Manifold

Fic. 2.1. The tangent and normal spaces of an embedded or constraint manifold.

The normal space is defined to be the orthogonal complement of the tangent
space. Orthogonality depends upon the definition of an inner product, and because
in this subsection we view the Stiefel manifold as an embedded manifold in Euclidean
space, we choose the standard inner product

(2.2) ge(A1, Ag) = tr AT A,

in np-dimensional Euclidean space (hence the subscript e), which is also the Frobenius
inner product for n-by-p matrices. We shall also write (A1, Ag) for the inner product,
which may or may not be the Euclidean one. The normal space at a point Y consists
of all matrices N which satisfy

tr ATN =0

for all A in the tangent space. It follows that the normal space is p(p + 1)/2 dimen-
sional. It is easily verified that if N =Y S, where S is p-by-p symmetric, then N is in
the normal space. Since the dimension of the space of such matrices is p(p+1)/2, we
see that the normal space is exactly the set of matrices { V'S }, where S is any p-by-p
symmetric matrix.

Let Z be any n-by-p matrix. Letting sym(A) denote (A + AT)/2 and skew(A) =
(A — AT)/2, it is easily verified that at YV’

(2.3) an(Z2) =Y sym(YT Z)
defines a projection of Z onto the normal space. Similarly, at Y,
(2.4) mr(Z) =Y skew(Y'Z)+ (I -YYT)Z

is a projection of Z onto the tangent space at Y (this is also true of the canonical
metric to be discussed in section 2.4). Equation (2.4) suggests a form for the tangent
space of V,, , at Y that will prove to be particularly useful. Tangent directions A
at Y then have the general form

(2.5) A=YA+Y B
(2.6) =YA+(I-YYT)C,
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where A is p-by-p skew-symmetric, B is (n — p)-by-p, C is n-by-p, B and C are both
arbitrary, and Y] is any n-by-(n — p) matrix such that YY7 + Y, V1T = I; note that
B = Y. TC. The entries in the matrices A and B parameterize the tangent space
at Y with p(p — 1)/2 degrees of freedom in A and p(n — p) degrees of freedom in B,
resulting in p(p — 1)/2 + p(n — p) degrees of freedom as seen in (2.1).

In the special case Y = I, , = (%) (the first p columns of the n-by-n identity
matrix), called the origin, the tangent space at Y consists of those matrices

- ()

for which A is p-by-p skew-symmetric and B is (n — p)-by-p arbitrary.

2.2.2. Embedded geodesics. A geodesic is the curve of shortest length be-
tween two points on a manifold. A straightforward exercise from the calculus of
variations reveals that for the case of manifolds embedded in Fuclidean space the ac-
celeration vector at each point along a geodesic is normal to the submanifold so long
as the curve is traced with uniform speed. This condition is necessary and sufficient.
In the case of the sphere, acceleration for uniform motion on a great circle is directed
radially and therefore normal to the surface; therefore, great circles are geodesics on
the sphere. One may consider embedding manifolds in spaces with arbitrary metrics.
See Spivak [79, Vol. 3, p. 4] for the appropriate generalization.

Through (2.3) for the normal space to the Stiefel manifold, it is easily shown
that the geodesic equation for a curve Y'(¢) on the Stiefel manifold is defined by the
differential equation

(2.7) V+YyyTy)=o0.

To see this, we begin with the condition that Y (¢) remains on the Stiefel manifold
(2.8) Yy =1,.

Taking two derivatives,

(2.9) YTY +2vTy + YTy =o.

To be a geodesic, Y (t) must be in the normal space at Y (t) so that

(2.10) Y(t)+Y(#)S=0

for some symmetric matrix S. Substitute (2.10) into (2.9) to obtain the geodesic equa-
tion (2.7). Alternatively, (2.7) could be obtained from the Euler-Lagrange equation
for the calculus of variations problem

t2 . .
(2.11) d(Yy,Ys) = I;I(H)l/ (trYTY)2dt  such that Y (t1) = Y1, Y(t3) = Ya.
t tl

We identify three integrals of motion of the geodesic equation (2.7). Define

(2.12) c=vTy, A=Y"y, Ss=vTy.
Directly from the geodesic equation (2.7),
C=A+A",
A=-CS+5,

S =14,9],
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where
(2.13) [A,S]=AS - SA

is the Lie bracket of two matrices. Under the initial conditions that Y is on the Stiefel
manifold (C'= 1) and Y is a tangent (A is skew-symmetric), then the integrals of the
motion have the values

C(t)=1,
A(t) = A(0),
S(t) = S (0)e~ A1,

These integrals therefore identify a constant speed curve on the Stiefel manifold. In
most differential geometry books, the equation of motion for geodesics is written in
intrinsic coordinates in terms of so-called Christoffel symbols which specify a quadratic
form of the tangent vectors. In our formulation, the form I, (Y7 Y) = YYTY is written
compactly in extrinsic coordinates.

With these constants of the motion, we can write an integrable equation for the
final geodesic,!

(e vy = (vt ) (150,

with integral

Y(t) = (Y(o), Y(o)) expt <§1 ‘i@) Inp e,

This is an exact closed form expression for the geodesic on the Stiefel manifold,
but we will not use this expression in our computation. Instead we will consider the
non-Fuclidean canonical metric on the Stiefel manifold in section 2.4.

We mention in the case of the orthogonal group (p = n), the geodesic equation is
obtained simply from A = QTQ = constant, yielding the simple solution

(2.14) Q1) = QO)e.

From (2.14) it is straightforward to show that on connected components of O,,

n 1/2
(2.15) d(Q1,Q2) = (Z 92) :
k=1

where {e?*} are the eigenvalues of the matrix Q¥ Qs (cf. (2.67) and section 4.3).

2.2.3. Parallel translation. In Euclidean space, we move vectors parallel to
themselves simply by moving the base of the arrow. On an embedded manifold, if
we move a tangent vector to another point on the manifold by this technique, it is
generally not a tangent vector. One can, however, transport tangents along paths on
the manifold by infinitesimally removing the component of the transported vector in
the normal space.

I'We thank Ross Lippert [56] for this observation.
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A

Y(0)

F1G. 2.2. Parallel transport in a submanifold of Fuclidean space (infinitesimal construction,).

Figure 2.2 illustrates the following idea: Imagine moving a tangent vector A along
the curve Y'(¢) in such a manner that every infinitesimal step consists of a parallel
displacement of A in the Euclidean np-dimensional space, which is then followed by
the removal of the normal component. If we move from Y (0) =Y to Y(e) then to
first order, our new location is Y + €Y. The equation for infinitesimally removing the
component generated in the normal space as we move in the direction Y is obtained
by differentiating (2.3) as follows:

(2.16) A=-vYTA+ATY))2.

We are unaware of any closed form solution to this system of differential equations
along geodesics.

By differentiation, we see that parallel transported vectors preserve the inner
product. In particular, the square length of A (tr ATA) is preserved. Additionally,
inserting Y into the parallel transport equation, one quickly sees that a geodesic
always parallel transports its own tangent vector. This condition may be taken as the
definition of a geodesic.

Observing that tr ATA is the sum of the squares of the singular values of A,
we conjectured that the individual singular values of A might also be preserved by
parallel transport. Numerical experiments show that this is not the case.

In the case of the orthogonal group (p = n), however, parallel translation of A
along the geodesic Q(t) = Q(0)e! is straightforward. Let A(t) = Q(t)B(t) be the
solution of the parallel translation equation

A=-QQTA+ATQ)/2,

where B(t) is a skew-symmetric matrix. Substituting A = QB + QB and Q = QA,
we obtain

(2.17) B= —%[A, B,
whose solution is B(t) = e~4/2B(0)e/?; therefore,
(2.18) A(t) = Q(0)e*/2B(0)eAt/2,

These formulas may be generalized to arbitrary connected Lie groups [47, Chap. 2,
Ex. A.6].
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to the set [@]. The horizontal space is defined as the tangent vectors at @) orthogonal
to the vertical space. At a point @), the vertical space is the set of vectors of the form

(2.20) <I>:Q<8 g)

where C'is (n — p)-by-(n — p) skew-symmetric, and we have hidden postmultiplication
by the isotropy subgroup (7 0. ). Such vectors are clearly tangent to the set [Q]
defined in (2.19). It follows that the horizontal space at @ is the set of tangents of
the form

(2.21) A—Q(é €T>

(also hiding the isotropy subgroup), where A is p-by-p skew-symmetric. Vectors of
this form are clearly orthogonal to vertical vectors with respect to the Euclidean inner
product. The matrices A and B of (2.21) are equivalent to those of (2.5).

The significance of the horizontal space is that it provides a representation of
tangents to the quotient space. Intuitively, movements in the vertical direction make
no change in the quotient space. Therefore, the metric, geodesics, and parallel trans-
lation must all be restricted to the horizontal space. A rigorous treatment of these
intuitive concepts is given by Kobayashi and Nomizu [54] and Chavel [18].

The canonical metric on the Stiefel manifold is then simply the restriction of the
orthogonal group metric to the horizontal space (multiplied by 1/2 to avoid factors
of 2 later on). That is, for A; and Ay of the form in (2.21),

1 Ay —BT\\" (A, -BT
9e(B1, B2) 2“(Q<Bi ol>> Q(Bi 02>

1

2

(2.22) = Ltr AT Ay + tr B] By,

which we shall also write as (A1, Ag). It is important to realize that this is not equal
to the Euclidean metric g. defined in section 2.2 (except for p =1 or n), even though
we use the Euclidean metric for the orthogonal group in its definition. The difference
arises because the Euclidean metric counts the independent coordinates of the skew-
symmetric A matrix twice and those of B only once, whereas the canonical metric
counts all independent coordinates in A and B equally. This point is discussed in
detail in section 2.4.
Notice that the orthogonal group geodesic

(2.23) Q) = Q) expt ( 4 ‘{fT)

has horizontal tangent
: A -BT
(2.24) Q) =Q(t) (B 0 )

at every point along the curve Q(t). Therefore, they are curves of shortest length in
the quotient space as well, i.e., geodesics in the Grassmann manifold are given by the
simple formula

(2.25) Stiefel geodesics = [Q(¢)],
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So as to arrive at the general notion of parallel transport, let us formalize what
we did here. We saw that the geodesic equation may be written

Y 4+T.(V,Y) =0,
where in the Euclidean case
Lo (A1, A) =Y (ATA, + ATAY) 2.

Anticipating the generalization, we interpret I' as containing the information of the
normal component that needs to be removed. Knowing the quadratic function I'(A; A)
is sufficient for obtaining the bilinear function I'(A1, As); the process is called polar-
ization. We assume that I' is a symmetric function of its arguments (this is the
so-called torsion-free condition), and we obtain

4F(A1,A2) = F(Al + AQ,Al + Ag) — F(Al — AQ,Al — AQ)

For the cases we study in this paper, it is easy in practice to guess a symmetric form
for T'(A1, Ag) given T'(A, A).

We will give a specific example of why this formalism is needed in section 2.4.
Let us mention here that the parallel transport defined in this manner is known to
differential geometers as the Levi—Civita connection. We also remark that the function
I" when written in terms of components defines the Christoffel symbols. Switching
to vector notation, in differential geometry texts the ith component of the function
I'(v, w) would normally be written as ij F;kvjwb where the constants I‘;k are called
Christoffel symbols. We prefer the matrix notation over the scalar notation.

2.3. Geometry of quotient spaces. Given a manifold whose geometry is well
understood (where there are closed form expressions for the geodesics and, perhaps
also, parallel transport), there is a very natural, efficient, and convenient way to
generate closed form formulas on quotient spaces of that manifold. This is precisely
the situation with the Stiefel and Grassmann manifolds, which are quotient spaces
within the orthogonal group. As just seen in the previous section, geodesics and
parallel translation on the orthogonal group are simple. We now show how the Stiefel
and Grassmann manifolds inherit this simple geometry.

2.3.1. The quotient geometry of the Stiefel manifold. The important ideas
here are the notions of the horizontal and vertical spaces, the metric, and their rela-
tionship to geodesics and parallel translation. We use brackets to denote equivalence
classes. We will define these concepts using the Stiefel manifold V,, , = O,,/O0,,—, as
an example. The equivalence class [Q)] is the set of all n-by-n orthogonal matrices
with the same first p columns as (). A point in the Stiefel manifold is the equivalence
class

(219) @={e( o' )@rcon):

that is, a point in the Stiefel manifold is a particular subset of the orthogonal matrices.
Notice that in this section we are working with equivalence classes rather than n-by-p
matrices Y = QI p.

The vertical and horizontal spaces at a point ) are complementary linear sub-
spaces of the tangent space at (). The vertical space is defined to be vectors tangent
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where [Q(t)] is given by (2.19) and (2.23). This formula will be essential for deriving
an expression for geodesics on the Stiefel manifold using n-by-p matrices in section 2.4.

In a quotient space, parallel translation works in a way similar to the embedded
parallel translation discussed in section 2.2.3. Parallel translation along a curve (with
everywhere horizontal tangent) is accomplished by infinitesimally removing the verti-
cal component of the tangent vector. The equation for parallel translation along the
geodesics in the Stiefel manifold is obtained by applying this idea to (2.17), which
provides translation along geodesics for the orthogonal group. Let

(A, -BT _ (Ay —-Bf
(2.26) Ql—(Bl 0 > and %—(Bz 0

be two horizontal vectors t () = I. The parallel translation of B along the geodesic
e is given by the differential equation

(2.27) B = — [, B,

where the subscript H denotes the horizontal component (lower right block set to
zero). Note that the Lie bracket of two horizontal vectors is not horizontal and that
the solution to (2.27) is not given by the formula (e~%!/2%(0)e*/2) ;. This is a special
case of the general formula for reductive homogeneous spaces [18, 75]. This first order
linear differential equation with constant coefficients is integrable in closed form, but
it is an open question whether this can be accomplished with O(np?) operations.

2.3.2. The quotient geometry of the Grassmann manifold. We quickly
repeat this approach for the Grassmann manifold G, , = O0,/(0, x O,_,). The
equivalence class [@Q] is the set of all orthogonal matrices whose first p columns span
the same subspace as those of Q). A point in the Grassmann manifold is the equivalence
class

(229) @={e(% o) )ieconau,e0,),

i.e., a point in the Grassmann manifold is a particular subset of the orthogonal ma-
trices, and the Grassmann manifold itself is the collection of all these subsets.
The vertical space at a point () is the set of vectors of the form

(2.29) é_Q(‘g g)

where A is p-by-p skew-symmetric and C' is (n — p)-by-(n — p) skew-symmetric. The
horizontal space at @ is the set of matrices of the form

(2.30) A:Q(% _§T>.

Note that we have hidden postmultiplication by the isotropy subgroup (Op 0. )in
(2.29) and (2.30). o

The canonical metric on the Grassmann manifold is the restriction of the orthog-
onal group metric to the horizontal space (multiplied by 1/2). Let A; and Ag be of
the form in (2.30). Then

(231) gc(A1,A2) = tIB{BQ.
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As opposed to the canonical metric for the Stiefel manifold, this metric is in fact
equivalent to the Euclidean metric (up to multiplication by 1/2) defined in (2.2).
The orthogonal group geodesic

(2.32) Q) = Qoyexpt (& 8
' B 0
has horizontal tangent

: 0 -BT
(2.33) an-ew(y 4 )
at every point along the curve Q(t); therefore,

(2.34) Grassmann geodesics = [Q(t)],

where [Q(t)] is given by (2.28) and (2.32). This formula gives us an easy method for
computing geodesics on the Grassmann manifold using n-by-p matrices, as will be
seen in section 2.5.

The method for parallel translation along geodesics in the Grassmann manifold
is the same as for the Stiefel manifold, although it turns out the Grassmann manifold
has additional structure that makes this task easier. Let

0 —AT 0 —-BT
o) am (40w wo (G0

be two horizontal vectors at = I. It is easily verified that [, ®B] is in fact a vertical
vector of the form of (2.29). If the vertical component of (2.17) is infinitesimally
removed, we are left with the trivial differential equation

(2.36) B =0.

Therefore, the parallel translation of the tangent vector Q(0)% along the geodesic
Q(t) = Q(0)e* is simply given by the expression

(2.37) B (t) = Q(0)e*"B,

which is of course horizontal at Q(t). Here, we introduce the notation 7 to indicate
the transport of a vector; it is not a scalar multiple of the vector. It will be seen in
section 2.5 how this formula may be computed using O(np?) operations.

As an aside, if H and V represent the horizontal and vertical spaces, respectively,
it may be verified that

(2.38) V,V]cV, [V,H|CH, [HH|CV.

The first relationship follows from the fact that V' is a Lie algebra, the second follows
from the reductive homogeneous space structure [54] of the Grassmann manifold, also
possessed by the Stiefel manifold, and the third follows the symmetric space structure
[47, 54] of the Grassmann manifold, which the Stiefel manifold does not possess.

2.4. The Stiefel manifold with its canonical metric.
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2.4.1. The canonical metric (Stiefel). The Euclidean metric
ge(A,A) =tr ATA

used in section 2.2 may seem natural, but one reasonable objection to its use is that
it weighs the independent degrees of freedom of the tangent vector unequally. Using
the representation of tangent vectors A =Y A+ Y] B given in (2.5), it is seen that

ge(A,A) =tr ATA+tr BTB

=2) aj+) b

1<j 17

The Euclidean metric counts the p(p 4+ 1)/2 independent coordinates of A twice. At
the origin I,, ,,, a more equitable metric would be g.(A, A) = tr AT (I— %Inypf,{p)A =
%tr AT A + tr BTB. To be equitable at all points in the manifold, the metric must
vary with Y according to

(2.39) ge(A,A) =tr AT(I - LYYT)A.

This is called the canonical metric on the Stiefel manifold. This is precisely the metric
derived from the quotient space structure of V,, , in (2.22); therefore, the formulas
for geodesics and parallel translation for the Stiefel manifold given in section 2.3.1
are correct if we view the Stiefel manifold as the set of orthonormal n-by-p matrices
with the metric of (2.39). Note that if A = YA+ Y| B is a tangent vector, then
ge(A,A) = 1 tr ATA + tr BT B, as seen previously.

2.4.2. Geodesics (Stiefel). The path length
(2.40) L= / ge(Y, Y)V2 dt

may be minimized with the calculus of variations. Doing so is tedious but yields the
new geodesic equation

(2.41) V+YYTY +Y((YTY)2 +YTY) =0.
Direct substitution into (2.41) using the fact that

(I =TI oIt VXTI =1 1) ) =0,

n, P n,p

if X is a skew-symmetric matrix of the form

A —BT
= 0)

verifies that the paths of the form
(2.42) Y(t) = Qe*'

are closed form solutions to the geodesic equation for the canonical metric.
We now turn to the problem of computing geodesics with algorithms of complexity
T
O(np?). Our current formula Y () = Q exp t(g _]03 )1, p for a geodesic is not useful.

Rather we want to express the geodesic Y (¢) in terms of the current position Y (0) =Y
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and a direction Y (0) = H. For example, A = YTH and we have C := B'B =
HT(I-YYT)H. In fact the geodesic only depends on BTB rather than B itself. The
trick is to find a differential equation for M (t) = I, exp t(g _ET Vo p-

The following theorem makes clear that the computational difficulty inherent in
computing the geodesic is the solution of a constant coefficient second order differential
equation for M(t). The answer is obtained not by a differential equation solver but
rather by solving the corresponding quaqdratic eigenvalue problem.

THEOREM 2.1. IfY(t) = Qet(2 0 VI, , with Y(0) =Y and Y(0) = H, then

(2.43) YO)=YM®)+(I-YY")H /t M (t) dt,
0

where M (t) is the solution to the second order differential equation with constant
coefficients

(2.44) M—AM+CM =0;  M(0)=1, M(0)=A,

A =YTH is skew-symmetric, and C = HY(I — YYT)H is nonnegative definite.
Proof. A direct computation verifies that M (t) satisfies (2.44). By separately
considering YTY () and (I — YYT)Y (¢), we may derive (2.43). a
The solution of the differential equation (2.44) may be obtained [25, 88] by solving
the quadratic eigenvalue problem

(A2 — AN + C)z = 0.

Such problems are typically solved in one of three ways: (1) by solving the generalized

eigenvalue problem
¢ 0 T\ A -1 x
0 I Az ) I 0 Ar )7

(2) by solving the eigenvalue problem

(e a) (%) =2(%)

or (3) any equivalent problem obtained by factoring C = K7K and then solving the

eigenvalue problem
A —-KT rY _\(*
K 0 y) “\y)’

Problems of this form arise frequently in mechanics, usually with A symmetric.
Some discussion of physical interpretations for skew-symmetric matrices may be found
in the context of rotating machinery [21]. If X is the p-by-2p matrix of eigenvectors
and A denotes the eigenvalues, then M(t) = XeMZ, and its integral is [ M(t)dt =
XeMA~1Z, where Z is chosen so that XZ = I and XAZ = A.

Alternatively, the third method along with the matrix exponential may be em-
ployed.

COROLLARY 2.2. Let Y and H be n-by-p matrices such that Y'Y = I, and
A = YTH is skew-symmetric. Then the geodesic on the Stiefel manifold emanating
from'Y in direction H is given by the curve

(2.45) Y(t) = Y M(t) + QN(1),
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where
(2.46) QR=K=(I-YY")H

is the compact QR-decomposition of K (Q n-by-p, R p-by-p) and M (t) and N(t) are
p-by-p matrices given by the matrix exponential

e ()e(d ()

Note that (2.47) is easily computed by solving a 2p-by-2p skew-symmetric eigen-
value problem, which can be accomplished efficiently using the SVD or algorithms
specially tailored for this problem [86].

2.4.3. Parallel translation (Stiefel). We now develop a notion of parallel
transport that is consistent with the canonical metric. The geodesic equation takes
the form Y +T(Y,Y) = 0, where, from (2.41), it is seen that the Christoffel function
for the canonical metric is

(2.48) (A, A) = AATY + YAT(T-YYT)A.

By polarizing we obtain the result

(2.49) To(A1,Ag) = 5(A1AT + A ATY + 3V (AS(T - YYT)A,
+AT (I -YYT)A,).

Parallel transport is given by the differential equation

(2.50) A+T.(AY)=0,

which is equivalent to (2.27). As stated after this equation, we do not have an O(np?)
method to compute A(t).

2.4.4. The gradient of a function (Stiefel). Both conjugate gradient and
Newton’s method require a computation of the gradient of a function, which depends
upon the choice of metric. For a function F(Y') defined on the Stiefel manifold, the
gradient of F' at Y is defined to be the tangent vector VF such that

(2.51) tr FYA = g.(VE,A) = tr(VE)T (I - YYT)A

for all tangent vectors A at Y, where Fy is the n-by-p matrix of partial derivatives
of F' with respect to the elements of Y, i.e.,

_OF
= o

(2.52) (Fy)ij

Solving (2.51) for VF such that Y7 (VF) = skew-symmetric yields
(2.53) VF=Fy - YFLY.

Equation (2.53) may also be derived by differentiating F(Y'(t)), where Y (¢) is the
Stiefel geodesic given by (2.45).
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2.4.5. The Hessian of a function (Stiefel). Newton’s method requires the
Hessian of a function, which depends upon the choice of metric. The Hessian of a
function F'(Y') defined on the Stiefel manifold is defined as the quadratic form

(2.54) Hess F(A,A) = % . F(Y (1),

where Y (t) is a geodesic with tangent A, i.e., Y(0) = A. Applying this definition to
F(Y) and (2.45) yields the formula
(2.55)  Hess F(A1,A2) = Fyy (A1, Ag) + 2 tr((F¥A YT + YTA F)A,)

—2tr(YTFy + FYY)ATTIA,),
where I = I — YY7 Fy is defined in (2.52), and the notation Fy-y (A1, Ay) denotes
the scalar Zza et (Fyy )ig, k1 (A1) (A2)ki, where

0%F

2.56 Fyyv)iiw = ———.
(2.56) (Fyy)ij, ki A

This formula may also readily be obtained by using (2.50) and the formula
(2.57) Hess (A1, Ag) = Fyy (A1, As) — tr FET (A1, As).

For Newton’s method, we must determine the tangent vector A such that
(2.58) Hess F(A,X) = (—G, X) for all tangent vectors X,

where G = VF. Recall that (,) = g.(,) in this context. We shall express the solution
to this linear equation as A = — Hess ' G, which may be expressed as the solution to
the linear problem

(2.59) Fyy(A) =Y skew(FEA) — skew(AFE)Y — %HAYTFY = -G,

YTA = skew-symmetric, where skew(X) = (X — X7)/2 and the notation Fyy (A)
means the unique tangent vector satisfying the equation

(2.60) Fyy (A, X) = (Fyy(A),X) for all tangent vectors X.

Example problems are considered in section 3.

2.5. The Grassmann manifold with its canonical metric. A quotient space
representation of the Grassmann manifold was given in section 2.3.2; however, for
computations we prefer to work with n-by-p orthonormal matrices Y. When per-
forming computations on the Grassmann manifold, we will use the n-by-p matrix Y’
to represent an entire equivalence class

(2.61) Y]={YQp:Qp €0y},

i.e., the subspace spanned by the columns of Y. Any representative of the equivalence
class will do.

We remark that an alternative strategy is to represent points on the Grassmann
manifold with projection matrices YY 7. There is one such unique matrix correspond-
ing to each point on the Grassmann manifold. On first thought it may seem foolish
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to use n? parameters to represent a point on the Grassmann manifold (which has
dimension p(n —p)), but in certain ab initio physics computations [43], the projection
matrices YY7 that arise in practice tend to require only O(n) parameters for their
representation.

Returning to the n-by-p representation of points on the Grassmann manifold, the
tangent space is easily computed by viewing the Grassmann manifold as the quotient
space Gp,p = Vi, p/Op. At a point Y on the Stiefel manifold then, as seen in (2.5),
tangent vectors take the form A = YA+ Y, B, where A is p-by-p skew-symmetric,
B is (n — p)-by-p, and Y] is any n-by-(n — p) matrix such that (Y, Y1) is orthogo-
nal. From (2.61) it is clear that the vertical space at Y is the set of vectors of the
form

(2.62) d =Y A;
therefore, the horizontal space at Y is the set of vectors of the form
(2.63) A=Y B.

Because the horizontal space is equivalent to the tangent space of the quotient, the
tangent space of the Grassmann manifold at [Y] is given by all n-by-p matrices A of
the form in (2.63) or, equivalently, all n-by-p matrices A such that

(2.64) YTA =0.

Physically, this corresponds to directions free of rotations mixing the basis given by
the columns of Y.

We already saw in section 2.3.2 that the Euclidean metric is in fact equivalent to
the canonical metric for the Grassmann manifold. That is, for n-by-p matrices A
and Ay such that YTA; =0 (i =1, 2),

gc(Al,AQ) = tI‘A,{( — %YYT)A2,
:tI‘A,{AQ,
= ge(A1,Az).

2.5.1. Geodesics (Grassmann). A formula for geodesics on the Grassmann
manifold was given via (2.32); the following theorem provides a useful method for
computing this formula using n-by-p matrices.

THEOREM 2.3. IfY(t) = Qet(s ¢ )I, ., withY(0)=Y and Y (0) = H, then

(2.65) Y(t) = (YV U) (Zfﬁif) VT,

where USVT is the compact singular value decomposition of H.

Proof 1. 1t is easy to check that either formulation for the geodesic satisfies the
geodesic equation Y + Y (Y7Y) = 0, with the same initial conditions. o

Proof 2. Let B = (U1, Uz)(3)VT be the singular value decomposition of B (U
n-by-p, Uz p-by-(n — p), ¥ and V' p-by-p). A straightforward computation involving
the partitioned matrix

0 -% 0
0 -BT\ (V 0 0 T
(2.66) (B 0 )(0 -y U2> % 8 8 0 uf
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verifies the theorem. ]

A subtle point in (2.65) is that if the rightmost V7 is omitted, then we still have a
representative of the same equivalence class as Y (¢); however, due to consistency con-
ditions along the equivalent class [Y'(¢)], the tangent (horizontal) vectors that we use
for computations must be altered in the same way. This amounts to postmultiplying
everything by V', or, for that matter, any p-by-p orthogonal matrix.

The path length between Y; and Y (¢) (distance between subspaces) is given by [89]

P 1/2
(2.67) A(Y (1), Yo) = t| H||» = t(z 0—3) ,

i=1

where o; are the diagonal elements of X. (Actually, this is only true for ¢ small enough
to avoid the issue of conjugate points, e.g., long great circle routes on the sphere.) An
interpretation of this formula in terms of the CS decomposition and principal angles
between subspaces is given in section 4.3.

2.5.2. Parallel translation (Grassmann). A formula for parallel translation
along geodesics of complexity O(np?) can also be derived as follows.

THEOREM 2.4. Let H and A be tangent vectors to the Grassmann manifold atY .
Then the parallel translation of A along the geodesic in the direction Y(O) = H (see
(2.65)) is

(2.68) TA(t) = <(YV U) (;ilsn;ét) UT 4 (I - UUT)> A.

Proof 1. A simple computation verifies that (2.68) and (2.65) satisfy (2.16). 0
Proof 2. Parallel translation of A is given by the expression

TA(t) = Qexpt <91 €T> <g)

(which follows from (2.37)), where @ = (Y, Y1), H = Y1 A, and A =Y, B. Decom-
posing (2 _‘g ) as in (2.66) (note well that A has replaced B), a straightforward
computation verifies the theorem. 0

2.5.3. The gradient of a function (Grassmann). We must compute the
gradient of a function F(Y') defined on the Grassmann manifold. Similarly to sec-
tion 2.4.4, the gradient of F' at [Y] is defined to be the tangent vector VF' such
that

(2.69) tr FYA = g.(VF,A) = tr(VF)TA

for all tangent vectors A at Y, where Fy is defined by (2.52). Solving (2.69) for VF
such that YZ(VF) = 0 yields

(2.70) VF=Fy -YYTFy.

Equation (2.70) may also be derived by differentiating F'(Y (¢)), where Y (¢) is the
Grassmann geodesic given by (2.65).
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2.5.4. The Hessian of a function (Grassmann). Applying the definition for
the Hessian of F((Y) given by (2.54) in the context of the Grassmann manifold yields
the formula

(271) Hess F(Al, Ag) = F‘yy(Al7 AQ) - tI‘(A,{AQYVTF‘y>7

where Fy and Fyy are defined in section 2.4.5. For Newton’s method, we must
determine A = —Hess™! G satisfying (2.58), which for the Grassmann manifold is
expressed as the linear problem

(2.72) Fyy(A) - AYTFy) = -G,

YTA = 0, where Fyy(A) denotes the unique tangent vector satisfying (2.60) for the
Grassmann manifold’s canonical metric.
Example problems are considered in section 3.

2.6. Conjugate gradient on Riemannian manifolds. As demonstrated by
Smith [75, 76], the benefits of using the conjugate gradient algorithm for uncon-
strained minimization can be carried over to minimization problems constrained to
Riemannian manifolds by a covariant translation of the familiar operations of com-
puting gradients, performing line searches, the computation of Hessians, and carry-
ing vector information from step to step in the minimization process. In this sec-
tion we will review the ideas in [75, 76], and then in the next section we formu-
late concrete algorithms for conjugate gradient on the Stiefel and Grassmann man-
ifolds. Here one can see how the geometry provides insight into the true difference
among the various formulas that are used in linear and nonlinear conjugate gradient
algorithms.

Figure 2.3 sketches the conjugate gradient algorithm in flat space and Figure 2.4
illustrates the algorithm on a curved space. An outline for the iterative part of the
algorithm (in either flat or curved space) goes as follows: at the (k—1)st iterate xg_1,
step to xx, the minimum of f along the geodesic in the direction Hp_;, compute
the gradient G = Vf(z;) at this point, choose the new search direction to be a
combination of the old search direction and the new gradient

(2.73) Hy = G + T Hp-1,

and iterate until convergence. Note that 7Hy_; in (2.73) is the parallel translation of
the vector Hy_1 defined in section 2.2.3, which in this case is simply the direction of
the geodesic (line) at the point xj (see Figure 2.4). Also note the important condition
that z is a minimum point along the geodesic

(274) <Gk,THk_1> =0.

Let us begin our examination of the choice of 7, in flat space before proceeding
to arbitrary manifolds. Here, parallel transport is trivial so that

Hy =Gp+ v Hy_1.
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Conjugate

Fic. 2.3. Conjugate gradient in flat space.

Fic. 2.4. Conjugate gradient in curved space.

In both linear and an idealized version of nonlinear conjugate gradient, ; may
be determined by the exact conjugacy condition for the new search direction

fmz(Hka kal) = 05

i.e., the old and new search direction must be conjugate with respect to the Hessian
of f. (With f,, = A, the common notation [45, p. 523] for the conjugacy condition
is pI'_Apr, = 0.) The formula for 7, is then

(275) Exact Conjugacy: Ve = _fzx(GkvHk—l)/fzx(Hk—laHk—l)-

The standard trick to improve the computational efficiency of linear conjugate
gradient is to use a formula relating a finite difference of gradients to the Hessian
times the direction (rp —rx—1 = —apApy as in [45]). In our notation,
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(276) <Gk - Gk717 > ~ afxx('a kal)a

where a = ||z — xp—1||/||Hk-1]|-

The formula is exact for linear conjugate gradient on flat space, otherwise it has
the usual error in finite difference approximations. By applying the finite difference
formula (2.76) in both the numerator and denominator of (2.75), and also applying
(2.74) twice (once with k& and once with k& — 1), one obtains the formula

(2.77) Polak—Ribiere: Yk = <Gk — Gk—l, Gk>/<Gk_1, Gk_1>.

Therefore, the Polak—Ribiére formula is the exact formula for conjugacy through the
Hessian, where one uses a difference of gradients as a finite difference approximation
to the second derivative. If f(z) is well approximated by a quadratic function, then
(G—1,Gk) =~ 0, and we obtain

(2.78) Fletcher-Reeves: v, = (Gi, Gk)/{Gr—1, Gr—1).

For arbitrary manifolds, the Hessian is the second derivative along geodesics. In
differential geometry it is the second covariant differential of f. Here are the formulas

(2.79) Exact Conjugacy: ~r = —Hess f(Gg,7Hy_1)/Hess f(tHg—1,7Hy_1),
(2.80) Polak—Ribiere: v, = (G — 7Gi—1,Gg)/{Gr—1,Gr—1),
(2.81)  Fletcher-Reeves: v, = (G, G)/{Gr—1,Gr-1)
which may be derived from the finite difference approximation to the Hessian,
(Gy — TGr—1,) = aHessf(-,7Hi—1), «a=d(@k,xr-1)/|[Hr-1]-
Asymptotic analyses appear in section 3.6.

3. Geometric optimization algorithms. The algorithms presented here are
our answer to the question: What does it mean to perform the Newton and conjugate
gradient methods on the Stiefel and Grassmann manifolds? Though these algorithms
are idealized, they are of identical complexity up to small constant factors with the
best known algorithms. In particular, no differential equation routines are used.
It is our hope that in the geometrical algorithms presented here, the reader will
recognize elements of any algorithm that accounts for orthogonality constraints. These
algorithms are special cases of the Newton and conjugate gradient methods on general
Riemannian manifolds. If the objective function is nondegenerate, then the algorithms
are guaranteed to converge quadratically [75, 76].

3.1. Newton’s method on the Grassmann manifold. In flat space, New-
ton’s method simply updates a vector by subtracting the gradient vector premultiplied
by the inverse of the Hessian. The same is true on the Grassmann manifold (or any
Riemannian manifold for that matter) of p-planes in n-dimensions with interesting
modifications. Subtraction is replaced by following a geodesic path. The gradient
is the usual one (which must be tangent to the constraint surface), and the Hessian
is obtained by twice differentiating the function along a geodesic. We show in sec-
tion 4.9 that this Hessian is related to the Hessian of the Lagrangian; the two Hessians
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arise from the difference between the intrinsic and extrinsic viewpoints. It may be
suspected that following geodesics may not be computationally feasible, but because
we exploit the structure of the constraint surface, this operation costs O(np?), which
is required even for traditional algorithms for the eigenvalue problem—our simplest
example.

Let F(Y) be a smooth function on the Grassmann manifold, i.e., F(Y) = F(Y Q)
for any p-by-p orthogonal matrix @, where Y is an n-by-p matrix such that Y7Y =
I,. We compute formulas for Fy and Fyy(A) using the definitions given in sec-
tion 2.5.4. Newton’s method for minimizing F(Y) on the Grassmann manifold is as
follows.

NEWTON’S METHOD FOR MINIMIZING F(Y) ON THE GRASSMANN MANIFOLD

e Given Y such that Y7Y = I,
o Compute G=Fy —YYTFy.
o Compute A = — Hess ™! G such that YZA = 0 and

Fyy(A) —AYTFy) = -G.

e Move from Y in direction A to Y'(1) using the geodesic formula
Y (t) = YV cos(S)VT + Usin(Zt)V7,

where UX VT is the compact singular value decomposition of A (meaning U
is n-by-p and both ¥ and V are p-by-p).

e Repeat.

The special case of minimizing F(Y) = %tr YTAY (A n-by-n symmetric) gives
the geometrically correct Newton method for the symmetric eigenvalue problem. In
this case Fy = AY and Fyy(A) = (I — YYT)AA. The resulting algorithm requires
the solution of a Sylvester equation. It is the idealized algorithm whose approxima-
tions include various forms of Rayleigh quotient iteration, inverse iteration, a number
of Newton style methods for invariant subspace computation, and the many vari-
ations of Davidson’s eigenvalue method. These ideas are discussed in sections 4.1
and 4.8.

3.2. Newton’s method on the Stiefel manifold. Newton’s method on the
Stiefel manifold is conceptually equivalent to the Grassmann manifold case. Let Y be
an n-by-p matrix such that Y7Y = I, and let F(Y') be a smooth function of Y with-
out the homogeneity condition imposed for the Grassmann manifold case. Compute
formulas for Fy and Fyy(A) using the definitions given in section 2.4.5. Newton’s
method for minimizing F(Y") on the Stiefel manifold is as follows.
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NEWTON’S METHOD FOR MINIMIZING F(Y) ON THE STIEFEL MANIFOLD

e Given Y such that YTY = I,
o Compute G = Fy — YFLY.
o Compute A = — Hess ' G such that Y7A = skew-symmetric and

Fyy(A) =Y skew(FYA) — skew(AFY)Y — SIAYTFy = -G,

where skew(X) = (X — XT)/2and 1 =1-YYT.
e Move from Y in direction A to Y (1) using the geodesic formula
Y(t) = YM(t) + QN(t),
where QR is the compact QR decomposition of (I — YY7T)A (meaning Q is

n-by-p and R is p-by-p), A = YTA, and M(t) and N(t) are p-by-p matrices
given by the 2p-by-2p matrix exponential

(5@) == (z 70 ) (5)

e Repeat.

For the special case of minimizing F'(Y) = % tr YTAY' N (A n-by-n symmetric, N
p-by-p symmetric) [75], Fy = AY N and Fyy(A) = AAN — YNATAY. Note that if
N is not a multiple of the identity, then F(Y") does not have the homogeneity condition
required for a problem on the Grassmann manifold. If N = diag(p,p—1,...,1), then
the optimum solution to maximizing F' over the Stiefel manifold yields the eigenvectors
corresponding to the p largest eigenvalues.

For the orthogonal Procrustes problem [32], F(Y) = 1||AY — B||% (A m-by-n, B
m-by-p, both arbitrary), Fy = ATAY — ATB and Fyy(A) = ATAA — YATATAY.
Note that Y7 Fyy (A) = skew-symmetric.

3.3. Conjugate gradient method on the Grassmann manifold. Conju-
gate gradient techniques are considered because they are easy to implement, have low
storage requirements, and provide superlinear convergence in the limit. The New-
ton equations may be solved with finitely many steps of linear conjugate gradient;
each nonlinear conjugate gradient step, then, approximates a Newton step. In flat
space, the nonlinear conjugate gradient method performs a line search by following
a direction determined by conjugacy with respect to the Hessian. On Riemannian
manifolds, conjugate gradient performs minimization along geodesics with search di-
rections defined using the Hessian described above [75, 76]. Both algorithms approxi-
mate Hessian conjugacy with a subtle formula involving only the gradient directions,
resulting in an algorithm that captures second derivative information by computing
only first derivatives. To “communicate” information from one iteration to the next,
tangent vectors must parallel transport along geodesics. Conceptually, this is neces-
sary because, unlike flat space, the definition of tangent vectors changes from point
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to point.
Using these ideas and formulas developed in section 3.1, the conjugate gradient
method on the Grassmann manifold is as follows.

CONJUGATE GRADIENT FOR MINIMIZING F(Y) ON THE GRASSMANN MANI-
FOLD

e Given Y; such that Y'Yy = I, compute Gy = Fy, — YoY{ Fy, and set
HQ = 7G0.

e Fork=0,1, ...,
o Minimize F(Yy(t)) over ¢ where
Y(t) =YV cos(Zt)VT + Usin(St) V7

and UXVT is the compact singular value decomposition of Hy.
o Set tx = tmin and Y41 = Yi(tg).
o Compute Gri1 = Fy,, — Y1 Y Fyiys-
o Parallel transport tangent vectors Hy and Gy to the point Yii1:

(3.1) THy, = (=Y Vsin Xty + U cos Xt ) BV 7
(3.2) TG = Gy — (YkV sin Xty + U(I — cos Etk))UTGk.
o Compute the new search direction

(Grg1 — 7Gr, Gry1)
(G, Gr)

Hpy1 = —Gry1 + ve7Hg, where Vi =

and <A1, A2> = tr A,{AQ
o Reset Hy11 = —Gjy1 if K+ 1 =0 mod p(n — p).

3.4. Conjugate gradient method on the Stiefel manifold. As with New-
ton’s method, conjugate gradient on the two manifolds is very similar. One need only
replace the definitions of tangent vectors, inner products, geodesics, gradients, and
parallel translation. Geodesics, gradients, and inner products on the Stiefel mani-
fold are given in section 2.4. For parallel translation along geodesics on the Stiefel
manifold, we have no simple, general formula comparable to (3.2). Fortunately, a
geodesic’s tangent direction is parallel, so a simple formula for 7Hj comparable to
(3.1) is available, but a formula for 7G} is not. In practice, we recommend setting
TG = Gy and ignoring the fact that 7Gy will not be tangent at the point Yjy;.
Alternatively, setting 7Gj, := 0 (also not parallel) results in a Fletcher—Reeves con-
jugate gradient formulation. As discussed in the next section, neither approximation
affects the superlinear convergence property of the conjugate gradient method.

The conjugate gradient method on the Stiefel manifold is as follows.
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CONJUGATE GRADIENT FOR MINIMIZING F(Y) ON THE STIEFEL MANIFOLD
e Given Yj such that Y| Yy = I, compute Gy = Fy, — YOF)T,;YO and set Hy =
—Go.
e Fork=0,1, ...,
o Minimize F(Yj(t)) over t where

Yi(t) = Y M(t) + QN(t),

QR is the compact QR decomposition of (I — Y, Y,I)Hy, A = Y, Hy,
and M (t) and N(t) are p-by-p matrices given by the 2p-by-2p matrix
exponential appearing in Newton’s method on the Stiefel manifold in
section 3.2.

o Set tk = tmin and Yk+1 = Yk(tk).
o Compute Gk+1 = Fyk+1 - Yk+1F}7f;+1Yk+l-
o Parallel transport tangent vector Hy to the point Yj41:

(3.3) THy, = H,M(t,) — Yo RT N(t).

As discussed above, set TGy, := Gy or 0, which is not parallel.

o Compute the new search direction

(Gr41 — 7Gr, Gry1)
(Gk, Gr)

Hy1 = —Gry1 + T Hg, where ;=

and <A17A2> =tr A,{(I — %YYT)AQ
o Reset Hy11 = —Giq1 if k+1=0mod p(n —p) +p(p—1)/2.

3.5. Numerical results and asymptotic behavior.

3.5.1. Trace maximization on the Grassmann manifold. The convergence
properties of the conjugate gradient and Newton’s methods applied to the trace maxi-
mization problem F(Y) = tr YTAY are shown in Figure 3.1, as well as the convergence
of an approximate conjugate gradient method and the Rayleigh quotient iteration for
comparison. This example shows trace maximization on Gj 3, i.e., three-dimensional
subspaces in five dimensions. The distance between the subspace and the known op-
timum subspace is plotted versus the iteration number, where the distance in radians
is simply the square root of the sum of squares of the principal angles between the
subspaces. The dimension of this space equals 3(5 — 3) = 6; therefore, a conjugate
gradient algorithm with resets should at least double in accuracy every six iterations.
Newton’s method, which is cubically convergent for this example (this point is dis-
cussed in section 4.1), should triple in accuracy every iteration. Variable precision
numerical software is used to demonstrate the asymptotic convergence properties of
these algorithms.

The thick black curve (CG-1) shows the convergence of the conjugate gradient
algorithm using the Polak—Ribiére formula. The accuracy of this algorithm is at
least doubled between the first and sixth and the seventh and twelfth iterations,
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CG-4 = APP. CG (A-Conjugacy) 'r NT-2
NT-1 = GRASSMANN NEWTON

NT-2 = RQl MNT-1

0 5 10 15
ITERATIONS

1
1
CG-1 = CG (Polak-Ribiére) 1
\
h

N
o

Fi1G. 3.1. Convergence of the conjugate gradient and Newton’s method for trace maximization on
the Grassmann manifold G5, 3. The error (in radians) is the arc length distance between the solution
and the subspace at the ith iterate ((2.67) and section 4.3). Quadratic convergence of conjugate
gradient is evident, as is cubic convergence of Newton’s method, which is a special property of this
example.

demonstrating this method’s superlinear convergence. Newton’s method is applied
to the twelfth conjugate gradient iterate, which results in a tripling of the accuracy
and demonstrates cubic convergence of Newton’s method, shown by the dashed thick
black curve (NT-1).

The thin black curve (CG-2) shows conjugate gradient convergence using the
Fletcher—Reeves formula

(3.4) Vi = (Gr+1, Grt1) /(Gr, Gi).

As discussed below, this formula differs from the Polak—Ribiére formula by second
order and higher terms, so it must also have superlinear convergence. The accuracy
of this algorithm more than doubles between the first and sixth, seventh and twelfth,
and thirteenth and eighteenth iterations, demonstrating this fact.

The algorithms discussed above are actually performed on the constraint surface,
but extrinsic approximations to these algorithms are certainly possible. By perturba-
tion analysis of the metric given below, it can be shown that the conjugate gradient
method differs from its flat space counterpart only by cubic and higher terms close to
the solution; therefore, a flat space conjugate gradient method modified by projecting
search directions to the constraint’s tangent space will converge superlinearly. This
is basically the method proposed by Bradbury and Fletcher [9] and others for the
single eigenvector case. For the Grassmann (invariant subspace) case, we have per-
formed line searches of the function ¢(t) = tr Q(¢)TAQ(t), where Q(¢t)R(t) := Y +tA
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is the compact QR decomposition and YTA = 0. The QR decomposition projects
the solution back to the constraint surface at every iteration. Tangency of the search
direction at the new point is imposed via the projection I — YYT.

The thick gray curve (CG-3) illustrates the superlinear convergence of this method
when the Polak—Ribiere formula is used. The Fletcher—Reeves formula yields similar
results. In contrast, the thin gray curve (CG-4) shows convergence when conjugacy
through the matrix A is used, i.e., vx = —(HIAGy+1)/(HFAH}), which has been
proposed by several authors [67, Eq. (5)], [19, Eq. (32)], [36, Eq. (20)]. This method
cannot be expected to converge superlinearly because the matrix A is in fact quite
different from the true Hessian on the constraint surface. This issue is discussed
further in section 4.4.

To compare the performance of Newton’s method to the Rayleigh quotient itera-
tion (RQI), which approximates Newton’s method to high order (or vice versa), RQI
is applied to the approximate conjugate gradient method’s twelfth iterate, shown by
the dashed thick gray curve (NT-2).

3.5.2. Orthogonal procrustes problem on the Stiefel manifold. The or-
thogonal Procrustes problem [32]

(3.5) min ||AY — B||r A, B given matrices,
YEVn, p
is a minimization problem defined on the Stiefel manifold that has no known analytical
solution for p different from 1 or n. To ensure that the objective function is smooth
at optimum points, we shall consider the equivalent problem

.1 2
(3.6) Yrerl‘}ﬁp§||AY—B||F.

Derivatives of this function appear at the end of section 3.2. MATLAB code
for Newton’s method applied to this problem appears below. Convergence of this
algorithm for the case Vs 3 and test matrices A and B is illustrated in Figure 3.2 and
Table 3.1. The quadratic convergence of Newton’s method and the conjugate gradient
algorithm is evident. The dimension of V5 3 equals 3(3 — 1)/2 + 6 = 9; therefore, the
accuracy of the conjugate gradient should double every nine iterations, as it is seen
to do in Figure 3.2. Note that the matrix B is chosen such that a trivial solution
Y = I, p to this test optimization problem is known.

MATLAB CoDE FOR PROCRUSTES PROBLEM ON THE STIEFEL MANIFOLD

n=5; p=3;

A = randn(n);

B = Axeye(n,p);

Y0 = eye(n,p); % Known solution YO

H = 0.1xrandn(n,p); H = H - YOx(H’*Y0); % small tangent vector H at YO
Y = stiefgeod(YO,H); % Initial guess Y (close to know solution YO)

% Newton iteration (demonstrate quadratic convergence)
d = norm(Y-YO,’fro’)
while d > sqrt(eps)
Y = stiefgeod(Y,procrnt(Y,A,B));
d = norm(Y-YO0,’fro’)
end
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Fic. 3.2. Convergence of the conjugate gradient and Newton’s method for the orthogonal Pro-
crustes problem on the Stiefel manifold Vs 3. The error is the Frobenius norm between the ith iterate
and the known solution. Quadratic convergence of the conjugate gradient and Newton methods is
evident. The Newton iterates correspond to those of Table 3.1.

function stiefgeod

function [Yt,Ht] = stiefgeod(Y,H,t)
%STIEFGEOD Geodesic on the Stiefel manifold.

% STIEFGEOD(Y,H) is the geodesic on the Stiefel manifold

% emanating from Y in direction H, where Y’*Y = eye(p), Y’*H =

A skew-hermitian, and Y and H are n-by-p matrices.

%

% STIEFGEOD(Y,H,t) produces the geodesic step in direction H scaled

% by t. [Yt,Ht] = STIEFGEOD(Y,H,t) produces the geodesic step and the
A geodesic direction.

[n,p] = size(Y);

if nargin < 3, t = 1; end

A=Y xH; A= (A-A’)/2; Y Ensure skew-symmetry
[Q,R] = qr(H - Y*4,0);

MN = expm(t*[A,-R’;R,zeros(p)]); MN = MN(:,1:p);

Yt = Y*MN(1:p,:) + Q*MN(p+1:2*p,:); % Geodesic from (2.45)
if nargout > 1, Ht = H*MN(1l:p,:) - Y*(R’*MN(p+1:2%p,:)); end

% Geodesic direction from (3.3)



332 ALAN EDELMAN, TOMAS ARIAS, AND STEVEN SMITH

TABLE 3.1
Newton’s method applied to the orthogonal Procrustes problem on the Stiefel manifold using
the MATLAB code given in this section. The matriz A is given below the numerical results, and
B = Als 3. The quadratic convergence of Newton’s method, shown by the Frobenius norm of the
difference between Y; and Y = I5 3, is evident. This convergence is illustrated in Figure 3.2. It is
clear from this example that the difference Y; — Y approaches a tangent vector at Yy = In,p, i.e.,
YT(Y; —Y) — skew-symmetric.

Iterate ¢ 1Y = Ylr Y;

0.98341252163956 —0.09749309852408 —0.06630579165572
0.08482117605077  0.99248149019173 —0.02619408666845
0 2.68 x 10701 0.08655810575052  0.02896396566088  0.98816425471159
0.01388126419090 0.00902267322408 0.00728525462855
0.13423928340551  0.06749272129685 —0.13563090573981

0.99954707914921  0.01554828497046 0.00423211303447
—0.01656743168179 0.99905154070826 0.01216605832969
1 6.71 x 10702 —0.00306529752246 —0.01070234416262 0.99915251911577
—0.00910501510207 —0.01286811040265 0.00924631200657
—0.02321334579158 —0.03706941336228 0.03798454294671

0.99993878247585  0.00296823825310 0.00486487784745
—0.00301651579786  0.99998521441661 0.00192519989544
2 1.49 x 10792 —0.00479673956404 —0.00191288709538 0.99996440819180
—0.00311307788732 —0.00157358730922 0.00121316839587
—0.00897953054292 —0.00382429023234 0.00650669969719

0.99999999888990  0.00000730457866 —0.00003211124313
—0.00000730341460 0.99999999951242  0.00000603747062
3 9.77 x 10795 0.00003210887572 —0.00000603508216  0.99999999682824
0.00000457898008 —0.00001136276061  0.00002209393458
0.00003339025497 —0.00002750041840 0.00006919392999

1.00000000000000 0.00000000813187 0.00000001705718
—0.00000000813187 1.00000000000000 0.00000000613007
4 4.81 x 10708 —0.00000001705718 —0.00000000613007  1.00000000000000
—0.00000001001345 —0.00000000397730 0.00000000429327
—0.00000002903373 —0.00000000827864 0.00000002197399

1.00000000000000  0.00000000000000 0.00000000000000
0.00000000000000  1.00000000000000  0.00000000000000
5 2.07 x 10715 0.00000000000000  0.00000000000000  1.00000000000000
0.00000000000000  0.00000000000000  0.00000000000000
0.00000000000000  0.00000000000000  0.00000000000000

A=
0.59792470347241 —1.60148995048070 1.29611959631725 0.00742708895676 —0.09653196026400
—0.34991267564713 1.03005546700300 0.38145454055699 0.14195063498923 —0.16309797180034
0.16783050038338  0.51739189509778 —0.42204935150912  1.75394028742695 —0.63865179066515
0.24927536521443 —1.34694675520019  0.92362255783368 0.62648865033822 —0.31561702752866
—0.24846337483192 —0.44239067350975 —1.52598136000449 0.89515519875598 0.87362106204727

function procrnt

function H = procrnt(Y,A,B)

%PROCRNT Newton Step on Stiefel Manifold for 1/2*norm(A*Y-B,’fro’)"2.

% H = PROCRNT(Y,A,B) computes the Newton step on the Stiefel manifold

% for the function 1/2%norm(A*Y-B,’fro’)"2, where Y’*Y = eye(size(Y,2)).

[n,p] = size(Y);
AA = A’xA; FY = AAxY - A’*B; YFY = Y’xFY; G = FY - Y*YFY’;

% Linear conjugate gradient to solve a Newton step
dimV = p*x(p-1)/2 + p*(n-p); % == dim Stiefel manifold
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% This linear CG code is modified directly from Golub and Van Loan [45]
H = zeros(size(Y)); R1 = -G; P = R1l; PO = zeros(size(Y));
for k=1:dimV
normR1 = sqrt(stiefip(Y,R1,R1));
if normR1 < prod(size(Y))*eps, break; end
if k == 1, beta = 0; else, beta = (normR1/normR0)"2; end
PO = P; P = R1 + betaxP; FYP = FY’*P; YP = Y’*P;
LP = AAxP - Yx(P’*AAxY) ... % Linear operation on P
- Yx((FYP-FYP’)/2) - (PxYFY’-FY*YP’)/2 - (P-Y*YP)*(YFY/2);
alpha = normR1°2/stiefip(Y,P,LP); H = H + alphax*P;
RO = R1; normRO = normR1; R1 = R1 - alpha*LP;
end

function stiefip

function ip = stiefip(Y,A,B)
%STIEFIP Inner product (metric) for the Stiefel manifold.

% ip = STIEFIP(Y,A,B) returns trace(A’*(eye(n)-1/2%Y*Y’)*B),
% where Y’*Y = eye(p), Y’*A & Y’*B = skew-hermitian, and Y, A,
% and B are n-by-p matrices.

ip = sum(sum(conj(A) .*(B - Y*((Y’*B)/2)))); % Canonical metric from (2.39)

3.6. Convergence rates of approximate methods. The algorithms pre-
sented in the previous sections are idealized in that geometrically natural ideas such
as geodesics and parallel translation are used in their definitions. However, approx-
imations can yield quadratic rates of convergence. In the limit, the Riemannian
algorithms approach their Euclidean counterparts in the tangent plane of the solution
point. A perturbation analysis shows which terms are necessary and which terms are
not necessary to achieve quadratic convergence. The following argument holds for
any Riemannian manifold and, therefore, applies to either the Grassmann or Stiefel
manifold case.

Consider the conjugate gradient method applied to a function F(Y) starting at a
point Y within distance e (small) of the solution Y. For a manifold of dimension d, we
must perform a sequence of d steps that take us within distance O(€?) of the solution
Y. The Riemannian conjugate gradient method

<Gnew - TGOld7 Gnew> .
|Gotall? ’
Ynew = Y(tmin)a Y(O) = Yolda Y(O) = Hnew

Hnew = _Gnew + rYTHolda Y=

does this, but we wish to approximate this procedure. Within a ball of size O(e)
around Y, these quantities have sizes of the following orders:

Order  Quantity

0(1) tmin, Y

O(e) G, H (new or old)

0(€%) IGI%, I|H|* (new or old)
0(63) <TGold7 Gnew>

Also, by perturbation analysis of the Riemannian metric [18], [79, Vol. 2, Chap. 4,
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Props. 1 and 6], we have

Y (e) = Y(0) + €A + O(€),
7G(e) = G + O(6?),
(,)=1+0(),

where Y (€) is a geodesic in direction A, 7G(e) is parallel translation of G along Y (e),
and the last approximation is valid for an orthonormal basis of the tangent plane
at Y(eA) and I is the identity.

Inserting these asymptotics into the formulas for the conjugate gradient method
shows that near the solution, eliminating the Riemannian terms gives O(e®) perturba-
tions of the conjugate gradient sequence and, therefore, does not affect the quadratic
rate of convergence. Furthermore, it can also be seen that eliminating the Polak—
Ribiere term —(TGold, Ghew) / |Goall?; yielding the Fletcher—Reeves algorithm, per-
turbs the conjugate gradient sequence by O(e?) terms, which does not affect the
quadratic rate of convergence. Thus the approximate conjugate gradient methods
discussed in section 3.5.1 converge quadratically.

4. Examples: Insights and applications. In this section, we consider ideas
from the literature as applications of the framework and methodology developed in
this paper. It is our hope that some readers who may be familiar with the algorithms
presented here will feel that they now really see them with a new deeper but ultimately
clearer understanding. It is our further hope that developers of algorithms that may
somehow seem new will actually find that they also already fit inside of our geometrical
framework. Finally, we hope that readers will see that the many algorithms that have
been proposed over the past several decades are not just vaguely connected to each
other, but are elements of a deeper mathematical structure. The reader who sees the
depth and simplicity of section 4.10, say, has understood our message.

4.1. Rayleigh quotient iteration. If A is a symmetric matrix, it is well known
that RQI is a cubically convergent algorithm. It is easy to derive formulas and show
that it is true; here, we will explain our view of why it is true. Let r(z) denote the
Rayleigh quotient z7Ax, and, abusing notation, let 7(¢) denote the Rayleigh quotient
on a geodesic with § = 0 corresponding to an eigenvector of A.

Here is the intuition. Without writing down any formulas, it is obvious that r(9)
is an even function of #; hence § = 0 is an extreme point. Newton’s optimization
method, usually quadratically convergent, converges cubically on nondegenerate even
functions. Keeping in mind that A — r(z)I is the second covariant derivative of the
Rayleigh quotient, inverting it must amount to applying Newton’s method. Following
this intuition, RQI must converge cubically. The intuition is that simple.

Indeed, along a geodesic, () = Acos? § +a sin? # (we ignore the degenerate case
a = A). The kth step of Newton’s method for the univariate function r(6) is readily
verified to be

0k+1 =0, — %tan(QGk) = *%02 + 0(92)

We think of updating 6 as moving along the circle. If we actually moved tangent to
the circle by the Newton update —% tan(20;) and then projected to the circle, we
would have the RQI

Ok+1 = 0k — arctan(% tan(29k)> = —92 + 0(92)'
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Fic. 4.1. Cubic convergence of RQI and Newton’s method applied to Rayleigh’s quotient. The
vector € is an eigenvector.

This is the mechanism that underlies RQI. It “thinks” Newton along the geodesic,
but moves along the tangent. The angle from the eigenvector goes from 6 to —§3
almost always. (Readers comparing with Parlett [65, Eq. (4-7-3)] will note that only
positive angles are allowed in his formulation.)

When discussing the mechanism, we only need one variable: . This is how the
mechanism should be viewed because it is independent of the matrix, eigenvalues, and
eigenvectors. The algorithm, however, takes place in x space. Since A — r(x)I is the
second covariant derivative of r(x) in the tangent space at x, the Newton update § is
obtained by solving II(A — r(z)1)6 = —ITAx = —(A — r(x)I)z, where Il = I — za”
is the projector. The solution is 6 = —x + y/(2Ty), where y = (A — r(z)I)~'z. The
Newton step along the tangent direction is then # — x + 6 = y/(27y), which we
project to the unit sphere. This is exactly an RQI step. These ideas are illustrated
in Figure 4.1.

One subtlety remains. The geodesic in the previous paragraph is determined by
x and the gradient rather than z and the eigenvector. The two geodesics converge to
each other by the inverse iteration process (almost always) allowing the underlying
mechanism to drive the algorithm.

One trivial example where these issues arise is the generalization and derivation of
Davidson’s method [74, 26, 22]. In this context there is some question as to the inter-
pretation of D— Al as a preconditioner. One interpretation is that it preconditions the
eigenproblem by creating better eigenvalue spacings. We believe that there is a more
appropriate point of view. In linear conjugate gradient for Az = b, preconditioners
are used to invert M which is an approximation to A (the Hessian of %xTAa: —27b)
against the gradient. This is an approximate Newton step. In nonlinear conjugate
gradient, there is no consensus as to whether inverting the Hessian (which is approx-
imated by D — AI!) would constitute the ideal preconditioner, but it is a Newton
step. Therefore, with the link between nonlinear conjugate gradient preconditioning
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and approximate Newton step, we see that Davidson’s method is deserving of being
called a preconditioner from the conjugate gradient point of view.

4.2. Coordinate singularities of symmetric matrices. An important open
problem in numerical linear algebra is the complete understanding of the influence of
singularities on computations [52, 17]. In this section we shall describe the singularity
associated with multiple eigenvalues of symmetric matrices in terms of coordinate
singularities, i.e., the breakdown of the coordinate representation. In section 4.10, we
will describe how understanding this coordinate singularity underlies a regularization
approach to eigenvalue optimization.

Matrix factorizations are nothing more than changes in variables or coordinate
changes. In the plane, Cartesian and polar coordinates both give orthogonal systems,
but polar coordinates have a coordinate singularity at the origin. A small perturbation
near the origin can violently change the angle coordinate. This is ill-conditioning. If
the r coordinate goes through the origin we have a singularity of the form |r|.

Consider traceless, symmetric, 2-by-2 matrices as follows:

a=(3 %)

The positive eigenvalue is r = 1/x2 + y2, and one of the orthogonal eigenvectors

cos 10
(singe
eigendecomposition is exactly the conversion from Cartesian to polar coordinates.
Whatever ill-conditioning one associates with a symmetric matrix with two close
eigenvalues, it is the same numerical difficulty associated with the origin in polar
coordinates. The larger eigenvalue behaves like |r| at the origin, and the eigenvector
behaves like 6 changing violently when perturbed. If one wants to think about all
2-by-2 symmetric matrices, add z as the trace, and the resulting interpretation is
cylindrical coordinates.

We now generalize. Let S, be the space of n-by-n symmetric matrices. Suppose
that the largest p eigenvalues Ay, ..., A, coalesce. The corresponding eigenvectors are
not uniquely determined, but the invariant subspace is. Convenient parameterizations
are

is ), where tanf = y/x. The conversion between matrix elements and the

Sn
Sn,p

Symmetric Matrices =RP XV, p X Sn—p,
{Sp : A1 has multiplicity p} = R x Gy, p X Sp—p.

That is, any symmetric matrix may be parameterized by its p largest eigenvalues,
the corresponding eigenvectors in order, and the (n — p)-by-(n — p) symmetric op-
erator on the space orthogonal to these eigenvectors. To parameterize a symmetric
matrix with eigenvalue A\ of multiplicity p, we must specify the invariant subspace
corresponding to this eigenvalue and, once again, the (n — p)-by-(n — p) symmetric
operator on the orthogonal subspace. It is worth mentioning that the parameters in
these decompositions give an orthonormal system (surfaces with constant parameters
intersect orthogonally). The codimension of S, , in S, is p(p+1)/2 — 1, obtained by
adding p — 1 (corresponding to Az, ..., A,) to p(p — 1)/2 (the codimension of G, , in
Vi, p)-

Another interpretation of the well-known fact that when eigenvalues coalesce,
eigenvectors, but not invariant subspaces, are ill-conditioned, is that the Stiefel man-
ifold collapses to the Grassmann manifold. As with polar coordinates we have a
coordinate singularity corresponding to ill-conditioning near S, ,. Near this set, a
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small perturbation will violently move the Stiefel component. The singularity asso-
ciated with the coalescing of eigenvalues is very much the singularity of the function

f(@) = |«l.
4.3. The CS decomposition. The CS decomposition [45] should be recognized

as the geodesic between two points on the Grassmann manifold. Any n-by-n orthog-
onal matrix () may be written as
) T

C -5 0\ -
Voo v

(4.1) Q< > s C 0 <
O U \o o 1)\

for some p-by-p orthogonal matrices V and V and (n — p)-by-(n — p) orthogonal
matrices U and U, and p angles 6; where C' = diag(cosby,...,cos6,) and S =
diag(sin 6, ...,sin6,). Comparing this with the geodesic formula (2.65) and letting
0; =to; (i=1, ..., p) where o; are the diagonal elements of 3, we see that the first p
columns of the CS decomposition traverse a geodesic emanating from Y'(0) = (é) (the
origin). The next p columns give an orthogonal basis for the velocity vector along the
geodesic (in fact, they are the orthogonal component of its polar decomposition).

As is well known, the 6; are the principal angles between the subspaces spanned
by the first p columns of @ and the origin. In general, let 6; (i = 1, ..., p) be
the principal angles between the two subspaces spanned by the columns of n-by-p
orthonormal matrices Y7 and Ys, i.e., U(cos ©)V7 is the singular value decomposition
of Y{I'Ys, where © is the diagonal matrix of principal angles. Also let 6 and sin @
represent the p-vectors formed by the 6; and sin#;. These principal angles provide
several different definitions of the distance between two subspaces as follows:

1. arc length: d(Y1,Ys) = ||0]|2,
Fubini-Study: dps(Y1,Y2) = arccos | det Y;Ys| = arccos([], cos6;),
chordal 2-norm: dey(Y1,Y2) = [[YiU — Y2V||2 = ||2sin 26|/,
chordal Frobenius-norm: d.p(Y1,Y2) = ViU — Y2V||p = [|2sin 6]z,
projection 2-norm [45]: dp2(Y7,Ys) = ||[V1Y{L — VoYl ||z = || sin 0],
6. projection F-norm: d,r(Yy,Ys) =272V, YT — VoYl ||p = || sin 6.

The arc length distance is derived from the intrinsic geometry of the Grassmann
manifold. The chordal 2-norm and Frobenius-norm distances are derived by em-
bedding the Grassmann manifold in the vector space R"*P, then using the 2- and
Frobenius-norms, respectively, in these spaces. Note that these distances may be
obtained from the minimization problems

deo or er(Y1,Ys) = i Y10Q, - Y- . F
c2 cF( 1 2) QlISHéOpH 1Q1 2Q2H2o F

s W2

o

Rl o

The projection matrix 2-norm and Frobenius-norm distances are derived by embed-
ding the Grassmann manifold in the set of n-by-n projection matrices of rank p, then
using the 2- and Frobenius-norms, respectively. The Fubini-Study distance is derived
via the Pliicker embedding of G,, , into the projective space P(A”(R™)) (by taking
wedge products between all columns of V'), then using the Fubini-Study metric [54].2
Note that all metrics except the chordal and projection matrix 2-norm distances are
asymptotically equivalent for small principal angles, i.e., these embeddings are isome-
tries, and that for Y7 # Y5 we have the strict inequalities

(42) d(Y17 }/2) > dFS(Y17 3/2)7

2We thank Keith Forsythe for reminding us of this distance.
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(43) d(Y17Y2) > dCF(Yla }/2) > dPF(}/lv YQ);
(4.4) d(Y1,Y2) > der(Y1,Ya) > dea(Y1,Ya),
(45) d(Yl,Yg) > dpF(Y171/§) > dpg(yl, }/2)

These inequalities are intuitively appealing because by embedding the Grassmann
manifold in a higher dimensional space, we may “cut corners” in measuring the dis-
tance between any two points.

4.4. Conjugate gradient for the eigenvalue problem. Conjugate gradient
algorithms to minimize $y”Ay (A symmetric) on the sphere (p = 1) is easy and
has been proposed in many sources. The correct model algorithm for p > 1 pre-
sented in this paper is new. We were at first bewildered by the number of variations
12,9, 33, 34, 3, 39, 35, 36, 69, 70, 38, 67, 19, 46, 93], most of which propose “new” algo-
rithms for conjugate gradient for the eigenvalue problem. Most of these algorithms are
for computing extreme eigenvalues and corresponding eigenvectors. It is important to
note that none of these methods are equivalent to Lanczos [31]. It seems that the cor-
rect approach to the conjugate gradient algorithm for invariant subspaces (p > 1) has
been more elusive. We are only aware of three papers [2, 70, 36] that directly consider
conjugate gradient style algorithms for invariant subspaces of dimension p > 1. None
of the proposed algorithms are quite as close to the new idealized algorithms as the
p = 1 algorithms are. Each is missing important features which are best understood
in the framework that we have developed. We discuss these algorithms below.

The simplest nontrivial objective function on the Grassmann manifold G, , is
the quadratic form

1
FY)= St YTAY,

where A is a symmetric n-by-n matrix. It is well known that the solution to the
minimization of F' is the sum of the p smallest eigenvalues of A, with an optimal Y
providing a basis for the invariant subspace corresponding to the p smallest eigenval-
ues.

To solve the eigenvalue problem, one may use the template directly from sec-
tion 3.3 after deriving the gradient

VF(Y) =AY - Y(YTAY)
and the second covariant derivative of F(Y)
Hess F(Al, Ag) = tI’(A,{AAQ — (A,{AQ)YTAY) .

The line minimization problem may be solved as p separate two-by-two problems
in parallel, or it may be solved more completely by solving the 2p-by-2p eigenvalue
problem. This does not follow the geodesic directly, but captures the main idea of the
block Lanczos algorithm which in some sense is optimal [23, 24].

If one is really considering the pure linear symmetric eigenvalue problem, then
pure conjugate gradient style procedures must be inferior to Lanczos. Every step of
all proposed nonpreconditioned conjugate gradient algorithms builds vectors inside
the same Krylov space in which Lanczos gives an optimal solution. However, explor-
ing conjugate gradient is worthwhile. When the eigenvalue problem is nonlinear or
the matrix changes with time, the Lanczos procedure is problematic because it stub-
bornly remembers past information that perhaps it would do well to forget. (Linear
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conjugate gradient, by contrast, benefits from the memory of this past information.)
Applications towards nonlinear eigenvalue problems or problems that change in time
drive us to consider the conjugate gradient method. Even the eigenvalue problem still
plays a worthy role: it is the ideal model problem that allows us to understand the
procedure much the way the Poisson equation on the grid is the model problem for
many linear equation solvers.

Conjugate gradient on the sphere (p = 1) computes the smallest eigenvalue of a
symmetric matrix A. Two papers [67, 19] consider imposing conjugacy through A.
This is an unfortunate choice by itself because A is quite different from the Hessian
A — r(x)I, where r(x) is the Rayleigh quotient. A few authors directly consider
conjugacy through the unconstrained Hessian [39, 93]. Others attempt to approximate
conjugacy through the Hessian by using Polak—Ribiére or Fletcher—Reeves [9, 33, 34,
3, 35, 38, 46, 93, 69]. It is quite possible that most of these variations might well
be competitive with each other and also our idealized algorithm, but we have not
performed the numerical experiments because ultimately the p = 1 case is so trivial. A
comparison that may be of more interest is the comparison with restarted Lanczos. We
performed an informal numerical experiment that showed that the conjugate gradient
method is always superior to two step Lanczos with restarts (as it should be since
this is equivalent to the steepest descent method), but is typically slightly slower than
four step Lanczos. Further experimentation may be needed in practice.

Turning to the p > 1 case, the three papers that we are aware of are [2, 70,
36]. The algorithm proposed in Alsén [2], has a built-in extra feature not in the
idealized algorithm. Though this may not be obvious, it has one step of orthogonal
iteration built in. This may be viewed as a preconditioning procedure giving the
algorithm an advantage. The Sameh—Wisniewski [70] algorithm begins with many of
the ideas of an idealized Grassmann algorithm, including the recognition of the correct
tangent on the Grassmann manifold (though they only mention imposing the Stiefel
constraint). Informal experiments did not reveal this algorithm to be competitive,
but further experimentation might be appropriate. The more recent Fu and Dowling
algorithm [36] imposes conjugacy through A and, therefore, we do not expect it to be
competitive.

4.5. Conjugate gradient for the generalized eigenvalue problem. It is
well known that the generalized eigenvalue problem Ax = ABx may also be posed as
a constrained optimization problem. Now we must find

mintr YZAY
subject to the constraint that
YTBY = 1I,.
With the change of variables
4.6 Y = B2y,
4.7 A = BY?A,
4.8 A=p1/2Ap=1/?

the problem becomes

mintr Y7AY  subject to Y'Y = I,.
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The numerical algorithm will be performed on the nonoverlined variables, but the
algorithm will be mathematically equivalent to one performed on the overlined vari-
ables.

Notice that the condition on tangents in this new coordinate system is that

ATBY =0.
It is readily checked that the gradient of the trace minimization problem becomes
G=(B'-vY"hAYy

(note that GTBY = 0).
Geodesics may be followed in any direction A for which A”BY = 0 by computing
a compact variation on the SVD of A as follows:

A=UxVT, where UTBU = 1I.

For simplicity, let us assume that A has full rank p. The V vectors are the
eigenvectors of the matrix AT BA, while the U vectors are the eigenvectors of the
matrix AATB corresponding to the nonzero eigenvalues. There is also a version
involving the two matrices

0 0 A 0 0 B
B 0 0 and AT 0 0
0 AT 0 0 A 0

This SVD may be expressed in terms of the quotient SVD [45, 27].
Given the SVD, we may follow geodesics by computing

Y(t)=(YV U) (g) vT.
All the Y along this curve have the property that Y7BY = I. For the problem of
minimizing %tr YTAY, line minimization decouples into p two-by-two problems just
as in the ordinary eigenvalue problem.
Parallel transport, conjugacy, and the second covariant derivative may all be
readily worked out.

4.6. Electronic structures computations. In this section, we briefly survey
a research area where conjugate gradient minimization of nonquadratic but smooth
functions on the Stiefel and Grassmann manifolds arise, the ab initio calculation of
electronic structure within the local density approximation. Such approaches use only
the charge and mass of electrons and atomic nuclei as input and have greatly furthered
understanding of the thermodynamic properties of bulk materials [12], the structure
and dynamics of surfaces [51, 61], the nature of point defects in crystals [60], and
the diffusion and interaction of impurities in bulk materials [84]. Less than ten years
ago, Car and Parrinello [13] in a watershed paper proposed minimization through
simulated annealing. Teter and Gillan [42, 83] later introduced conjugate gradient
based schemes and demonstrated an order of magnitude increase in the convergence
rate. These initial approaches, however, ignored entirely the effects of curvature on
the choice of conjugate search directions. Taking the curvature into partial account
using a generalization of the Riemannian projection led to a further improvement in
computation times by over a factor of three under certain conditions [5].
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Our ability to compute ab initio, using only the charge and mass of electrons
and atomic nuclei as input, the behavior of systems of everyday matter has advanced
greatly in recent years. However, the computational demands of the approach and
the attendant bounds on the size of systems which may be studied (several hundred
atoms) have limited the direct impact of the approach on materials and chemical
engineering. Several ab initio applications which will benefit technology tremendously
remain out of reach, requiring an order of magnitude increase in the size of addressable
systems. Problems requiring the simultaneous study of thousands of atoms include
defects in glasses (fiber optics communications), complexes of extended crystalline
defects (materials’ strength and processing), and large molecules (drug design).

The theoretical problem of interest is to find the smallest eigenvalue Ej of the
Schrédinger equation in the space of 3 N-dimensional skew-symmetric functions,

Hw = EOW

where the Hamiltonian operator H is defined by

1_, 1 1
H = Z (2vn+Vion(Tn))+2 Z T =l

1<n<N l<n<m<N

Here, N is the number of electrons in the system under study, now typically on the
order of several hundred, r; is the position of the ith electron, V;,,(r) is the potential
function due to the nuclei and inner electrons, and the second summation is recognized
as the usual Coulomb interactions. Directly discretizing this equation at M gridpoints
in space would lead to absurdly huge eigenvalue problems where the matrix would
be MN-by-MYN. This is not just a question of dense versus sparse methods, a direct
approach is simply infeasible.

The fundamental theorems which make the ab initio approach tractable come
from the density functional theory of Hohenberg and Kohn [50] and Kohn and Sham
[65]. Density functional theory states that the ground states energy of a quantum
mechanical system of interacting electrons and ions is equal to the solution of the
problem of minimizing an energy function over all possible sets of N three-dimensional
functions (electronic orbitals) obeying the constraints of orthonormality. Practical
calculations generally use a finite basis to expand the orbitals, but for purposes of
discussion, we may discretize the problem onto a finite spatial grid consisting of M
points. The Kohn—Sham minimization then becomes

(4.9) Fo= _min B(X)

_ . T

= i u(XTHX) + f(p(X)),
where each column of X is a different electronic orbital sampled on the spatial grid, p is
the vector p;(X) =, | Xin|?, H is an M-by-M matrix (single-particle Hamiltonian),
and f is a function which we leave unspecified in this discussion. In full generality
the X are complex, but the real case applies for physical systems of large extent that
we envisage for this application [66], and we, accordingly, take X to be real.

Recent advances in computers have enabled such calculations on systems with
several hundreds of atoms [4, 11]. Further improvements in memory and performance
will soon make feasible computations with upwards of a thousand atoms. However,
with growing interest in calculations involving larger systems has come the awareness
that as the physical length of systems under study increases, the Hessian about the
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minimum of (4.9) becomes increasingly ill-conditioned and nonconjugate minimization
approaches exhibit a critical slowing down [83]. This observation prompted workers
[42, 83] to apply conjugate gradient concepts to the problem, and now dozens of
researchers have written papers using some form of the conjugate gradient method.
In particular, one has a Grassmann problem when the number of electrons in each
state is constant (i.e., two one spin up and one spin down). This is what happens in
calculations on semiconductors and “closed shell” atoms and molecules. Otherwise,
one has a Stiefel problem such as when one has metals or molecules with partially
filled degenerate states.

The framework laid out in this paper may be of practical use to the ab initio
density-functional community when the inner product computation through the Hes-
sian of E(X) is no more computationally complex to evaluate than calculating the
energy function E(X) or maintaining the orthonormality constraints X7 X = Iy. A
suitable form for this inner product computation is

(4.10) 1 >y 827EZ- =tr(Y'(H+V)Z) + ) o 2ﬁ T
' 2in Jm maXméij Jm i ! apiapj J
—tr(XT(H+ V) (XYTZ2)),

where V' is the diagonal matrix defined by Vi; = (0f/0p:)éij, 0i = >, YinXin,
Ti = ., ZinXin. Written this way, the first two terms of (4.10) have the same
form and may be evaluated in the same manner as the corresponding terms in (4.9),
with o and 7 playing roles similar to p. The third term, coming from the curvature,
may be evaluated in the same way as the first term of (4.10) once given the object
XYTZ, which is no more computationally complex to obtain than the Gram-Schmidt
orthonormalization of an object like X.

4.7. Subspace tracking. The problem of computing the principal invariant
subspace of a symmetric or Hermitian matrix arises frequently in signal processing
applications, such as adaptive filtering and direction finding [64, 72, 6, 73, 68]. Fre-
quently, there is some time-varying aspect to the signal processing problem, and a
family of time-varying principal invariant subspaces must be tracked. The variations
may be due to either the addition of new information as in covariance matrix up-
dating, a changing signal environment, or both. For example, compute the principal
invariant subspace of either of the covariance matrices

(4.11) Ry = Rj_1 + xpxt k=1,2, ..., and xy is given,
(4.12) R(t) = a continuous function of ¢

at every iteration or at discrete times. Equation (4.11) typically arises from updating
the sample covariance matrix estimate; (4.12), the more general case, arises from a
time-varying interference scenario, e.g., interference for airborne surveillance radar
[85, 77]. Solving this eigenvalue problem via the eigenvalue or singular value decom-
positions requires a large computational effort. Furthermore, only the span of the
first few principal eigenvectors may be required, whereas decomposition techniques
compute all eigenvectors and eigenvalues, resulting in superfluous computations. Ap-
proaches to this problem may be classified as standard iterative methods [44], methods
exploiting rank 1 updates [64, 53, 73, 94, 58, 81, 14, 57], i.e., (4.11), Lanczos based
methods [20, 91, 90], gradient based methods [64, 92, 10], conjugate gradient based
methods [38, 19, 71, 93, 75, 36, 78], which are surveyed by Edelman and Smith [31],
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Rayleigh—Ritz based methods [37, 20], and methods that exploit covariance matrix or
array structure [68, 91, 90].

If the subspace does not change quickly over (discrete or continuous) time, then
the desired solution will be close to the previously computed solution, and an iterative
gradient-based algorithm such as the conjugate gradient algorithm may be compu-
tationally attractive for the subspace tracking problem. Thus the subspace tracking
problem is treated as a time-varying optimization problem. Other conjugate gradient
methods for computing principal invariant subspaces in a signal processing context
have appeared [19, 71, 93, 36]; however, these conjugate gradient techniques do not
exploit the structure of the subspace constraint (see section 4.4). Instead, we employ
the conjugate gradient method on the Grassmann manifold, or an approximation of
it discussed in section 3.5. Comon and Golub [20] describe and compare a wide vari-
ety of different algorithms for the problem of exponential covariance matrix updates,
with particular emphasis on Lanczos and gradient-based algorithms. Yang, Sarkar,
and Arvas [93] survey some conjugate gradient algorithms applied to computing the
principal invariant subspace of a fixed symmetric matrix. We adopt the general as-
sumption that the matrix may change arbitrarily over time, but that it must vary
“slowly enough” so that using a conjugate gradient based approach is computation-
ally efficient. This last constraint is, of course, dependent upon the application. For
the example of space-time adaptive processing for airborne radar with a rotating
antenna, Smith [78] shows that this method is capable of tracking the principal in-
variant subspace of clutter interference; however, when the interference dimension p
is increased to account for new interference eigenvalues, one does better to compute
the eigendecomposition from scratch and use it to initiate a new subspace track.

4.8. Newton’s method for invariant subspace computations. Methods
for refining estimates for invariant subspace computations have been proposed by
Chatelin [15, 16], Dongarra, Moler, and Wilkinson [29], and Stewart [80]. Demmel
[28, Sect. 3] proposes a unified approach by showing that they are all solutions to a
Riccati equation.

These algorithms, when applied to symmetric matrices, are all variations on our
geometrical Newton algorithm and may be understood in this context. There is noth-
ing special about the eigenvalue problem; Newton’s method for any function on the
Grassmann manifold yields a Sylvester equation in the tangent space. The reason
a Riccati equation arises rather than a Sylvester equation is that the previous algo-
rithms formulate the problem in an affine space with arbitrary constraints. Previous
researchers knew the quadratic term in the Riccati equation belonged there and knew
that it somehow is related to the orthogonality constraints, but we now see that it is
an artifact of a flat space derivation.

Let us take a closer look. Previous researchers proposed algorithms for invariant
subspaces by asking for a solution to the matrix equation

AY - YB=0
made nondegenerate by imposing the affine constraint
Z'v =1

for some arbitrary choice of Z. In the Dongarra et al. case, Z may be obtained
by inverting and transposing an arbitrary p-by-p minor of the n-by-p matrix Y. In
Moler’s Matlab notation Z=zeros(n,p); Z(r,:)=inv(Y(r,:))’, where r denotes a
p-vector of row indices. For Stewart, Z = Y(YTY)~L.
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A mathematically insightful approach would require no arbitrary choice for Z. We
would simply specify the problem by performing Newton’s method on the function
F(Y) = 1 trYTAY on the Grassmann manifold. The stationary points of F(Y') are
the invariant subspaces. There is no need to specify any further constraints, and there
are no degeneracies. (Notice that asking for the solution to AY = Y (YTAY) subject
to YTY = I is a degenerate problem.)

Newton’s method requires the solution A to the Sylvester equation
II(AA — A(YTAY)) = —T1AY,

where IT = (I—-YY'T) denotes the projection onto the tangent space of the Grassmann
manifold and G = IIAY is the gradient. The solution is A = =Y + Z(YTZ)~!, where
Z is the solution to the Sylvester equation AZ — Z(YTAY) =Y. Y may be chosen
so that YTAY is diagonal, yielding simultaneous RQIs. If we move along the tangent
and project rather than the geodesic we have the iteration sending Y to the ) factor
in the QR decomposition of Z.

4.9. Reduced gradient methods, sequential quadratic programming,
and Lagrange multipliers. In this section, we generalize beyond the Stiefel and
Grassmann manifolds to show how the language and understanding of differential ge-
ometry provides insight into well-known algorithms for general nonlinear constrained
optimization. We will show the role that geodesics play in these algorithms. In the
next subsection, we will then apply the geometrical intuition developed here to di-
rectly formulate regularized sequential quadratic programs as is needed in eigenvalue
optimization.

Here we study sequential quadratic programming (SQP) and reduced gradient
methods (RGM). By SQP we mean the algorithm denoted as Newton SQP by Boggs
and Tolle [7, p. 14], SQP by Nash and Sofer [59, p. 512], and QP-based projected
Lagrangian by Gill, Murray, and Wright [41, p. 238, Eq. (6.41)]. By RGM, we specif-
ically mean the method sometimes denoted as the reduced Hessian method [7, p. 25],
other times simply denoted RGM [59, p. 520], and yet other times considered an
example of an RGM [41, p. 221, Eq. (6.17)]. The difference is that RGM is derived
based (roughly) on the assumption that one starts at a feasible point, whereas SQP
does not.

We begin by interpreting geometrically the Lagrangian function as it is used in
constrained optimization. Consider the optimization problem

(4.13) xrgg}l f(z) given the constraint that h(z) =0 € RP.
For simplicity we consider the case where the level surfaces h(z) = ¢ are manifolds
(Oh/0x has full rank everywhere) and we work with the Euclidean metric. In the
Euclidean case, the formulations are routine in the optimization community, but we
have not seen the geometric intuition (particularly geometric interpretations away
from the optimization point and the role that geodesics play “behind-the-scenes”) in
the optimization references that we have consulted. Numerical Lagrange multiplier
issues are discussed in [40] and [41], for example. In this paper, we give the new
interpretation that the Hessian of the Lagrangian is the correct matrix for computing
second derivatives along geodesics at every point, not only as an approximation to
the result at the optimal point.

At every point € R"™, it is possible to project the gradient of f onto the tangent
space of the level surface through x. This defines a sort of flattened vector field.
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In terms of formulas, projection onto the tangent space (known as computing least-
squares Lagrange multiplier estimates) means finding A that minimizes the norm of

(4.14) Lr=fr— A hg,
ie.,
(4.15) A= fohg (hohg) ™t

At every point z € R™ (not only the optimal point) Lagrange multipliers are the
coordinates of f, in the normal space to a level surface of the constraint, i.e., the row
space of h,. (Our convention is that f, is a 1-by-n row vector, and h, is a p-by-n
matrix whose rows are the linearizations of the constraints.)

If z(t) is any curve starting at £(0) = z that is constrained to the level surface at
x, then £,4 computes the derivative of f along the curve. (In other words, £, is the
first covariant derivative.) The second derivative of f along the curve is

d2

(4.16) o

(z(t)) = &7 Lot + £,

At the optimal point £, is 0, and, therefore, £,, is a second-order model for f on
the tangent space to the level surface. The vanishing of the term involving £, at the
optimal point is well known.

The idea that we have not seen in the optimization literature and that we believe
to be new is the geometrical understanding of the quantity at a nonoptimal point:
at any point at all, £, is tangent to the level surface while Z(t) is normal when z
is a geodesic. The second term in (4.16) conveniently vanishes here too because we
are differentiating along a geodesic! Therefore, the Hessian of the Lagrangian has a
natural geometrical, meaning it is the second derivative of f along geodesics on the
level surface, i.e., it is the second covariant derivative in the Euclidean metric.

We now describe the RGM geometrically. Starting at a point = on (or near) the
constraint surface h(xz) = 0, the quadratic function

Lod + 2iT Lopid

models f (up to a constant) along geodesics emanating from x. The & that minimizes
this function is the Newton step for the minimum for f. Intrinsic Newton would move
along the geodesic in the direction of @ a length equal to ||Z||. Extrinsically, we can
move along the tangent directly from = to z + & and then solve a set of nonlinear
equations to project back to the constraint surface. This is RGM. It is a static
constrained Newton method in that the algorithm models the problem by assuming
that the points satisfy the constraints rather than trying to dynamically move from
level surface to level surface as does the SQP.

In SQP, we start on some level surface. We now notice that the quadratic function

(4.17) Lot + 2T Lo

can serve as a model not only for the first and second covariant derivative of f on the
level surface through x but also on level surfaces for points near x. The level surface
through z is specified by the equation h,& = 0. Other parallel level surfaces are
hy@ + ¢ = 0. The right choice for ¢ is h(x), which is a Newton step towards the level
surface h(x) = 0. Therefore, if the current position is z, and we form the problem
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of minimizing £, + %iTﬂmi subject to the constraint that h,4 + h(z) = 0, we are
minimizing our model of f along geodesics through a level surface that is our best
estimate for the constraint h(xz) = 0. This is the SQP method.

Practicalities associated with implementing these algorithms are discussed in the
aforementioned texts. Generalizations to other metrics (non-Euclidean) are possible,
but we do not discuss this in detail. Instead we conclude by making clear the re-
lationship between Lagrange multipliers and the Christoffel symbols of differential
geometry.

To derive the geodesic equation, let f(z) = xy, the kth coordinate of z. From
(4.15), the Lagrange multipliers are hl (hyhl)™'. Since f;; = 0 we then have
that the geodesic equations are & = $T£§$i (k =1, ..., n), where Efz denotes,
—hZ (hghl)™" - hgg, the Hessian of the Lagrangian function of . The matrix
k=gl

T

is the Christoffel symbol of differential geometry.

4.10. Eigenvalue optimization. The geometric approach allows the formula-
tion of sequential quadratic programming problems when the Lagrange multiplier for-
malism breaks down due to coordinate singularities. Specifically, the geometric insight
from the previous subsection is that during the execution of a sequential quadratic
program there are three types of directions. The first direction is towards the con-
straint manifold. SQP performs a Newton step in that direction. The second family
of directions is parallel to the constraint manifold. SQP forms a quadratic approxima-
tion to the objective function in the parallel level surface obtained from the Newton
step. The remaining directions play no role in an SQP and should be ignored.

Consider the problem of minimizing the largest eigenvalue of A(z), an n-by-n real
symmetric matrix-valued function of x € R when it is known that at the minimum,
exactly p of the largest eigenvalues coalesce. Overton and Womersley [63] formulated
SQPs for this problem using Lagrange multipliers and sophisticated perturbation
theory. The constraint in their SQP was that the p largest eigenvalues were identical.
Here, we will consider the case of m > p(p + 1)/2. One interesting feature that
they observed was the nondifferentiability of the largest eigenvalue at the optimum.
Following the geometry of the previous section, a new algorithm without Lagrange
multipliers may be readily devised. There will be no Lagrange multipliers because
there will be no consideration of the third directions mentioned above.

We will write A for A(z). Let A = YTAY | where the orthonormal columns of YV’
span the invariant subspace for the p largest eigenvalues of A, Aq,...,\,. We let
F(A) = A\ and £(A) = tr(A) = A\ +--- + Ap. Unlike the function F(A), £(A4) is a
differentiable function at the optimal point. One might have guessed that this £(A)
was the right £(A4), but here is how one can logically deduce it.

The trick is to rely not on the Lagrange multiplier formalism of constraint func-
tions, but rather on the geometry. Geometry has the power to replace a long com-
plicated derivation with a short powerful one. Once the techniques are mastered,
geometry provides the more intuitive understanding. There is no convenient h(A) to
express the constraint of multiple eigenvalues; artificially creating one leads to unnec-
essary complications due to the coordinate singularity when one moves from the level
surface h(A) = 0 to another level surface. The right way to understand the coordinate
singularity was described in section 4.2. The direction of the Newton step must be
the first order constraint of the coallescing of the eigenvalues. Using the notation of
section 4.2, the parallel directions are the tangent vectors of S, ,. All other directions
play no role. The natural level surfaces are thereby obtained by shifting the p largest
eigenvalues by a constant and developing the orthogonal eigenvector matrix Q(0) as
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in (2.32).

The message from section 4.9 is that whatever function we are interested in, we
are only interested in the component of the gradient in the direction parallel to Sy, .
The very construction of a Lagrangian £ then may be viewed as the construction of
an appropriate function with the property that £, is parallel to the tangent vectors
of S;, p. Of course the tangent space to Sy, (see section 4.2) includes projection ma-
trices of the form Zle oyl , where y; is the eigenvector corresponding to A;, only
when the «; are all equal. This corresponds to an identical shift of these eigenvalues.
Therefore, to form the correct gradient of the objective function F(A) = A every-
where, we should replace the true gradient, which is well known to be the spectral
projector y1yi, with its component in the direction YY7, which is an S, , tangent
vector. Integrating, we now see that the act of forming the Lagrangian, which we now
understand geometrically to mean replacing y1y{ with YY 7 (projecting the gradient
to the surface of uniform shifts), amounts to nothing more than changing the objective
function from F(z) to £(z) = tr(A) = tr YT AY. While one might have guessed that
this was a convenient Langrangian, we deduced it by projecting the gradient of f(x)
on the tangent space of a level surface. The components of f(x) that we removed
implicitly would have contained the Lagrange multipliers, but since these components
are not well defined at the coordinate singularity, it is of little value to be concerned
with them.

Now we must explicitly consider the dependence of £ on x. Our optimization step
is denoted Az, and A and A, respectively, denote [A;Az] and [A;,AxAx] (notation
from [63]). It is easy to verify that

(4.18) £, = trYTAY,
(4.19) Lop = tr(YTAY + YTAY + YTAY),

where Y is the solution to
(4.20) YA-(IT-YYT)AY = (I -YYT)AY

that satisfies Y7V = 0. The resulting sequential quadratic program over Az is then
1

subject to the linear constraint (on Az) that
(4.22) YTAY + A = al,

where the scalar « is arbitrary.

Let us explain all of these steps in more detail. The allowable Y are Grassmann
directions, YTy =0. Otherwise, we are not parallel to the constraint surface. Equa-
tion (4.18) is the derivative of YTAY. Noting that AY = YA and Y7Y = 0, two
terms disappear. Equation (4.19) is trivial but we note the problem that we do not
have an explicit expression for Y, we only have A,Y and A. Fortunately, the pertur-
bation theory for the invariant subspace is available from (4.20). It may be derived
by differentiating AY = YA and substituting A = YZAY .3 The solution to (4.20) is
unique so long as no other eigenvalue of A is equal to any of Ai,...,Ap.

3Alert readers may notice that this is really the operator used in the definition of “sep” in
numerical linear algebra texts. The reader really understands the theory that we have developed in
this paper if he or she can now picture the famous “sep” operator as a Lie bracket with a Grassmann
tangent and is convinced that this is the “right” way to understand “sep.”
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p>1 p=1
Newton on the Block Rayleigh
¢ Grassmann Quotient * RaQl
Manifold
Newton Subspace
Improvement
Demmel 87
Chatelin 84, 93
Dongarra, Moler, Wilkinson 83
Stewart 73
PCG or Nonlinear PCG
Approximate Gillan 89
Arias 92
[ ]
Newton on the Payne, Teter, Allan 92
Grassmann ) .
! Blk Inv Iteration Inv lteration
Manifold :
Block PCG Davidson
Alsen 71 PCG
Perdon, Gamb. 89
CG on the . )
) Nonlinear CG ——¢ Hessian
Grassmann Geradi
t . . eradin 71
Manifold Linear Eigenvalue
CG ®
. . PR or FR
Sameh, W|sn|ewsk| 82 Bradbury, Flet. 66
Fu, Dowling 95 Fox, Kapoor 69
Fried 69, 72
Anderson 71
Haimi-Cohen,
Cohen, 87
Ruhe, 74
Yang, Sarkar,
Arvas 89
Fuhrmann, Liu 84
Conjugate
¢ through A
SD on the Chen, Sarkar 86
¢ Grassmann ——=e Gradient Flows —* Power
Manifold Method

Fic. 4.2. Tazonomy of algorithms defined from the Grassmann manifold.

The linear constraint on Az is the one that infinitesimally moves us to the con-
straint surface. It is the condition that moves us to a diagonal matrix. Therefore,
A = YTAY when added to A must be a scalar multiple of the identity. This is a
linear condition on A and, therefore, on Az. The a does not explicitly appear in the
constraint.
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5. Conclusions. This paper offers a new approach to the algorithms in numeri-
cal analysis involving orthogonality constraints. We have found that these algorithms
should be understood as optimization algorithms in the correct geometrical setting;
however, they rarely are.

As a concluding example of the insight gained, we propose a Grassmann based
taxonomy for problems related to the symmetric eigenproblem. This taxonomy allows
us to view algorithms not as isolated entities, but as objects with a coherent mathe-
matical structure. It is our hope that developers of new algorithms and perturbation
theories will benefit from the analytical approach that lead to our taxonomy.

In this taxonomy, algorithms are viewed as either restrictions or approximations
of their parent. Ultimately, we have Newton’s method on arbitrary Riemannian man-
ifolds as the root. One can then restrict to a particular manifold such as the Stiefel
manifold or, as we illustrate in Figure 4.2, the Grassmann manifold. Along the vertical
axis in the left column we begin with Newton’s method which may be approximated
first with preconditioned conjugage gradient (PCG) or approximate Newton methods,
then pure conjugate gradient, and finally steepest descent. Moving from left to right
the idealized algorithms are replaced with more practical versions that specialize for
particular problems. The second column contains block algorithms, while the third
contains single eigenvector related algorithms. This abstraction would not be possible
without geometry.
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