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Abstract
Spectral Problems and Probabilistic Techniques
by
Isabel Detherage
Doctor of Philosophy in Mathematics
University of California, Berkeley

Professor Nikhil Srivastava, Chair

This thesis investigates several problems unified by the central role of eigenvalues. Leveraging
probabilistic techniques, we establish the following results:

1. We analyze a general class of matrix factorization algorithms, capable of computing
standard factorizations such as QR, SVD, eigendecomposition, and Cholesky decom-
position. Under a uniformly random pivoting strategy, any algorithm of this class
is shown to exhibit the same linear rate of convergence, irrespective of the specific
factorization computed.

2. A general framework for computing spectral sums is introduced, leveraging rational
approximations of functions and stochastic trace estimation. We apply this framework
to two applications: spectral density estimation and Schatten-1 norm approximation.
We give an algorithm for spectral density estimation with local guarantees and an
algorithm for Schatten-1 norm approximation improving upon the best known runtime.

3. We study the infimum of the spectrum, or ground state energy, of a discrete Schrodinger
operator on §Z4 parameterized by a potential V : RY — R+, and a frequency parameter
6 € (0,1). We relate this ground state energy to that of a corresponding continuous
semiclassical Schrodinger operator on RY with parameter 6, arising from the same choice
of potential. We prove two-sided, non-asymptotic bounds relating these quantities.

4. Lastly, we prove both lower and upper bounds on the Ollivier-Ricci curvature of the
basis exchange walk on a matroid. We give several examples of non-negatively curved
basis exchange walks and negatively curved basis exchange walks.

Though these problems are distinct in nature, together they demonstrate the versatility of
probabilistic methods in spectral problems.
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Chapter 1

Introduction

We explore several questions with two common features: eigenvalues (or some spectral com-
ponent) and probabilistic methods.

Eigenvalues are fundamental across numerous areas of mathematics and science. We
name just a few prominent examples: in data analysis, eigenvalues of certain matrices are
used for dimensionality reduction techniques (such as principal component analysis); in
graph theory, many prominent algorithms leverage spectral information for complex struc-
tural tasks such as graph partitioning or community detection; and in probability theory,
analysis of eigenvalues provides mixing time bounds for Markov chains. Given the impor-
tance of eigenvalues, significant resources have been devoted to developing computationally
feasible methods for quickly finding eigenvalues (or rather, approximating eigenvalues). It
is perhaps unsurprising that spectral problems, either focused on efficient computation of
spectral information or applications to specific settings, are pervasive in mathematics.

We will consider several spectral problems in this thesis. Across these problems, the role
of eigenvalues varies. In some instances, the focus is on finding estimates for eigenvalues
or other spectral quantities, as in Chapter [3| and Chapter [4] In others, we use eigenvalues
to measure the progress of a stochastic process, as in Chapter [2] and Chapter [3} here, the
goal is not to estimate eigenvalues themselves, but to understand how they evolve with the
stochastic process. Finally, in Chapter [5] and Chapter [6] we provide provide bounds on the
smallest eigenvalue or the spectral gap of certain operators.

Probabilistic methods play a central role across all of these problems as well. In Chapter[2]
Chapter 3| and Chapter [0 the role of probability is inherent to the problem: we are analyzing
stochastic processes or probabilistic quantities directly. In Chapter[dand Chapter 5], however,
randomness is not inherent to the problem; rather we leverage it as a tool to design algorithms
and to prove deterministic bounds on spectra.

We first introduce some necessary notation, then give an overview of the various problems
explored in this thesis, presenting the main results and key ideas used to prove them.
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Notation. We define notation for several spectral quantities:

e For an n X n real, symmetric matrix A, let A\j(A) > X2(A) > ... > A\, (A) denote its
eigenvalues.

e For an n x d matrix A with n > d, let 01(A) > ... > 04(A) denote its singular values.

e For an n x d matrix A with linearly independent columns, let k(A) = o1(A)/o4(A).
This is known as the condition number of A; this is equivalent to x(A) = ||A||, - HATHz
where AT = (AT A)~"' AT, the Moore-Penrose pseudo-inverse, and ||A||, = o1(A).

Additionally, for vectors u,v € R™ we let w-v = >"""  w;v; be the standard dot product.
Within this chapter, we only consider real matrices A and real vectors v; in later chapters,
we will comment on when we extend to the complex case.

Bibliographic note. The content of Chapter 2| and Chapter [3]is joint work with Rikhav
Shah; Chapter [2[ appeared in [DS26b] and Chapter |3| has been submitted for publication
(preprint: [DS25]). The content of Chapter 4| is part of ongoing joint work with Apoorv
Vikram Singh and Nicholas West. The content of Chapter [5| is joint work with Nikhil
Srivastava and Zack Stier, appearing in the publication [DSS24]. Parts of Chapter @ appeared
in the preprint |[Det25] and have been submitted for publication. Parts of this chapter
introducing each problem are adapted from the corresponding paper or preprint.

1.1 Chapter 2 Stochastic orthogonalization

Suppose we have some set of linearly independent unit vectors

{Ulvv27 S 7Uk}7

and we would like to generate an orthonormal basis for the span of these vectors. Recall
that the well-known Gram-Schmidt algorithm orthogonalizes a set of vectors by replacing v;
with the projection of v; onto the orthogonal complement of span{vy, ..., v;_1}. We can view
the Gram-Schmidt process as an iterative process on pairs of vectors: choose two vectors
v;,v; and replace v; with v; — Z] 5’ v;, renormalized. In order for the Gram-Schmidt process
to return an orthogonal set of vectors, we must follow a very careful ordering of pairs of
vectors — specifically we apply this process to the following pairs in the following order:
(1,2),(2,3),(1,3),(3,4),(2,4),(1,4), ...

Now suppose instead we applied this process to randomly chosen pairs of vectors. We
ask two questions: does this process converge to an approximately orthogonal set? If so, at

what ratef]

IThere is a lingering question of why we would want to do this. For the reader familiar with numerical
linear algebra, we remark that our original inspiration was to apply this in conjunction with a Kaczmarz
solver. However, we found that this random strategy has more meaning when we connect this process to
matrix factorizations; this is explored fully in Chapter




CHAPTER 1. INTRODUCTION 3

To answer the first question, we must define more precisely what we mean for a set to
converge to an approximately orthogonal set, both in terms of how we define approximately
orthogonal and what sense of convergence. We consider convergence in probability; infor-
mally, we show the probability our vectors remain far from orthogonal goes to zero as the
process runs. To measure how close our vectors are to orthogonal, we will use eigenvalues.

Potential function. Let A = [v1 Uy ... vk], a matrix with unit vectors v; as the
columns. Note {vy,...,v;} are orthogonal if and only if ATA = I, i.e., all of the eigenvalues
of AT A are 1. We define the potential function

B(A) = —% D “log Ai(ATA).
=1

We see this is zero if and only if the vectors are orthogonal, and we say our vectors are “close
to orthogonal” if ®(A) is close to 0. We can also define “close to orthogonal” in the more
traditional sense, using the condition number x(A); more specifically, we use an optimization
problem to relate ®(A) and x(A).

Contributions. Let {UY), . .v,(:)} denote the set of unit vectors after ¢ orthogonalization

steps, where in each step a random pair of vectors is orthogonalized and the subsequent
vectors are normalized. Let A®) denote a matrix with ”ul(t) as its columns. The key feature
of our potential function ®(A®) is that it is a supermartingale:

Definition 1.1.1 (Supermartingale). A sequence of random variables Xy, X7, ... defined
over some probability space €2 is a supermartingale if for every n we have

E(Xn’Xn—la s 7XO) S Xn—l

where E(X,|X,_1,...,Xo) is the conditional expectation of X, with respect to the sigma-
algebra induced by X,,_1,..., Xj.

Informally, this means that on average, conditioned on all of the previous steps, ®(A®) is
decreasing. Leveraging properties of supermartingales, we show that this process converges
to an approximately orthogonal set and give a preliminary bound on the rate of convergence.
More specifically, we show:

Theorem 1.1.1 (Tail bound on ®(A®)). Fiz any A with linearly independent columns of
unit length and 8 < 1. For any 6 > 0,

= o) (1)

P(®(AY) > ) < 6.

implies

In Chapter , we both improve the rate of convergence (achieving the optimal rate, as
conjectured in [Ste25]) and connect this process to a broad class of random algorithms for
matrix factorizations.
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1.2 Chapter [3; Matrix factorizations

We revisit the above orthogonalization procedure, connecting it to Jacobi’s eigenvalue al-
gorithm and showing how both can be viewed as specific instances in a class of iterative
algorithms for matrix factorizations.

Connection to Jacobi’s eigenvalue algorithm. Given a matrix A with linearly inde-
pendent columns {vq,..., vt} of unit length, we view the above iterative orthogonalization
process through the following lens: form AT A, choose an off-diagonal entry (i, ) with i < j
uniformly at random, then form RZ-TjATARij where R is an upper triangular matrix with

i J
1
i 1 vivf
Ri; = I ) . (1.1)
- 1
J 0 1—(vi-v;)?

1

The matrix R}; AT AR;; now has zero in the (i, j) and (j,7) entries, and the rest of the matrix
is unchanged except for the j* row and column.

With this framing, we are reminded of Jacobi’s eigenvalue algorithm for diagonalization,
an iterative algorithm for diagonalizing a symmetric matrix B. At each step, we choose an
off-diagonal entry (7, j) uniformly at random, then perform conjugation with an orthogonal
matrix to zero out the (7, j) entry. More specifically, we choose ();; to be a Givens rotation,

i J
I
7 cos —sinf
J sin @ cosf

I

where [ is the appropriate size identity matrix and 6 is chosen so that Q%’;BQU will be zero
in the (4,7) and (j,) entries. Note by the form of Q;;, Qz;-BQij will only differ from B in
the 7, 7 rows and columns.

General algorithm for matrix factorizations. Both processes can be described under
the following general framework. We start with some symmetric matrix B, either given or
formed by taking B = AT A of a given matrix A. Initialize B(Y) = B, then at each iteration:

e Choose some off-diagonal index (i, j) uniformly at random (called a pivot).

e Choose S from some allowed set of matrices. This allowed set is some subset of matrices
S such that STB®S has zero in the (i,) and (j,i) entries and STB®S differs from
B® only in the 7, j rows and columns.
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e Update B¢ « STBM g,

Repeat until B® is diagonal, or sufficiently close to diagonal.

By tracking the S matrices used at each step, this process can be viewed as an iterative
algorithm for computing matrix factorizations under a uniformly random pivoting strategy.
We note that several major matrix factorizations can be computed with this framework: if
we iterate with matrices of the form and track the accumulations of upper triangular
matrices R used at each step, this can be used to find the QR factorization of A, or the
Cholesky decomposition of AT A; if we iterate with matrices of the form and track the
accumulation of orthogonal matrices @), this will give us the eigendecomposition of B; if we
assume B = AT A, this can be used to find the singular value decomposition of A.

Contributions. We show this process always converges to a diagonal matrix. Notably,
this gives a unified proof of convergence for several significant (and previously unconnected)
matrix factorizations.

We again use eigenvalues to track progress of an algorithm of this form. However, depend-
ing on the desired factorization, we have very different goals in how we want the eigenvalues
to behave. If we are trying to compute the QR factorization, we want to apply upper tri-
angular transformations to A until it has orthonormal columns, or ATA = I. If we are
trying to compute the SVD, we apply orthogonal transformations until A7 A is diagonal;
these transformations will preserve the eigenvalues. In one case, our goal is to change all
of the eigenvalues to 1, while in the other, we will maintain them. In light of this, our
previous potential function is insufficient for a unified analysis of all of these algorithms, as
it is dependent on our goal being to transform all the eigenvalues to 1.

To define our new potential function, we first define Dg = B®I, where ® is the Hadamard
product (i.e., (A® B);; = A;;B;;) and B = D;/QBD;/Z, the diagonal-normalization of B.
Our new potential function is

PB)=t(B ) —n=3 (A-(IB) _ 1) |

i=1
We will see that I'(B) = 0 if and only if B is diagonal. For positive semi-definite B, we can
make this relationship quantitative; first we define a notion of distance to diagonal, then we
solve an optimization problem to bound this distance for a fixed value of I'(B).

Again, we find that I'(B®) is a supermartingale. Leveraging this, we show I'(B®)
converges to zero in expectation.

Theorem 1.2.1. Let 0 < 6 < 1. For any positive definite B, t > n? log(n/ﬁz(B)/é) implies
E(I'(BY)) < 4.

Using this, we prove convergence of these iterative matrix factorization algorithms. We
connect ['(B) to other more traditional quantities related to convergence of various matrix
factorizations (for example, x(B) for QR factorization, ||B — B ® || for diagonalization)
through optimization problems.
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1.3 Chapter [4: Spectral sums and rational functions

In the above section, we studied a (randomized) algorithm to compute a full spectral de-
composition. Computing such a decomposition, even with optimized algorithms, is generally
expensive, and in many applications, we require spectral information more efficiently. More
concretely, we consider the problem of computing a spectral sum, i.e., for a symmetric matrix
A € R™"™ computing

tr(fF(A) = D Fu(A)),

without computing a full eigendecomposition. We provide a general framework for com-
puting spectral sums, leveraging rational approximations of functions and stochastic trace
estimation, such as that of [MMMW21].

For a given error tolerance, rational function approximations generally have lower de-
gree compared to polynomial approximations for non-smooth functions, such as an indicator
function or an absolute value function. However, evaluating rational matrix functions re-
quires solving linear systems, which can be a bottleneck to computation time. Thus there
is a tradeoff between the degree of the approximation and the time it takes to evaluate the
approximation. Historically, polynomial approximations have been preferred: although one
needs a higher degree for a desired error rate, evaluating p(A)y for a polynomial p only
requires matrix vector products with A.

In some instances though, when fast solvers are available (for example in certain struc-
tured matrices [ST14]), this tradeoff favors rational approximations. With advances in linear
system solvers, such as [DS26a], rational approximations can be favorable for general matri-
ces; this is largely problem dependent, depending on what improvement these system solvers
give.

Applications. We apply this framework for two applications: spectral density estimation,
via eigenvalue counts for intervals, and Schatten-1 norm estimation. Given a symmetric
matrix A € R"*", the spectral density measure is

sale) = 3 %5(:,: ~ (A)) (1.3)

where §(x) is a Dirac mass at 0. Approximating the spectral density has long been an
important problem in chemistry and physics [DC70], [Tur88|, [DS93|, and has also found
more recent applications in data analysis and machine learning (see for example [Y GKM20]
or [RL18]). Given local estimations of eigenvalue counts in intervals, one can construct a
spectral density estimation; in this way, a related problem is to approximate the number of
eigenvalues in a given interval I. Letting 1; be the indicator of the interval I, we can write

number of eigenvalues in I = Z 1,(N(A)) =:tr1,(A).

=1
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The Schatten-1 norm of a matrix A € R™ 9, also known as the nuclear norm or the trace
norm, is

4], == Zai(A) = Z V(AT A) = tr(VATA). (1.4)

This is a quantity of interest in many fields: in matrix completion algorithms, it is used as
a substitute for matrix rank [JNS13|, [CR12|, and it is used for applications in theoretical
chemistry and differential privacy |[GutO1], [HLM12].

Contributions. We provide explicitly computable rational approximations of a step func-
tion which avoid the complexity of elliptic integrals of the well-known Zolotarev functions.
While Zolotarev functions provide the optimal-degree approximation with respect to error
parameters, they are computationally cumbersome to implement. Our approach, which
builds on a rational approximation of [PP11], yields functions that are simpler but inherit
the desirable properties of Zolotarev functions: logarithmic degree with respect to error pa-
rameters, purely imaginary poles, and smallest pole bounded away from zero. Using this
step function, we build rational approximations of several important non-smooth functions.
We apply these rational approximations (using some choice of linear system solvers), then
use stochastic trace estimators to approximate a desired spectral sum.

We give an algorithm for spectral density estimation with local guarantees as well as a
Wasserstein distance guarantee, the first of its kind. In proving this algorithm, we show a
novel connection between optimal degree rational approximations and optimal degree poly-
nomial approximations of a step function.

Theorem 1.3.1 (Informally). Fize > 0. Let A be a symmetric matriz normalized as above.
There is an algorithm that with probability at least 99/100 returns a partitioning of [—1,1]
into intervals Iy of width less than or equal to € and estimates k; such that

(1—¢e)k; — e (k1 + ke + kip1) < ke < (1+e)ki + (ko1 + Kk + kigr)

where k; is the true number of eigenvalues of A in I,. Additionally, we can define the
probability measure §4 with point masses at the midpoints of each I, with weight proportional
to ky. Then W(sa,54) < & where W(-,-) denotes the Wasserstein distance. The runtime of
this algorithm is O(n?/e%).

For the Schatten-1 norm, we give an algorithm that can be modified depending on the
sparsity of the matrix A to optimize the runtime. We state our result for the dense case
here.

Theorem 1.3.2. Assuming d = n, nnz(A) = n?, Algoritﬁm@ yields a (1+¢) approximation
of the Schatten-1 norm with probability 99/100 in time O(n?/e'?).

This is an improvement in € dependency over the previous best known runtime from
[DS26a], the previous best runtime. Interestingly, their algorithm relies on first computing a
spectral density estimation well-suited for this spectral sum, also via rational approximations.
Our algorithm directly approximates the Schatten-1 norm.
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1.4 Chapter B Ground state energies of Schrédinger
operators

In this chapter, we consider the ground state energy, or infimum of the spectrum, of discrete
and semi-classical Schrodinger operators. Informally, these are operators that contain a
Laplacian term, measuring how quickly a function changes, and a potential term, measuring
how much mass a function places at various points. These operators will be over infinite
dimensional vector spaces, so we briefly comment on the spectrum of such operators.

Operators over infinite-dimensional vector spaces. For a linear operator T over
finite-dimensional vector spaces, we define eigenvalues as scalars A such that there exists
a non-zero vector x satisfying T'(x) = Az. Equivalently, we can define eigenvalues as the set
of X such that T"— Al is not invertible; the spectrum is the set of all such values. When
we move to linear operators over infinite dimensional vector spaces, this second view is the
appropriate definition to extend: we define the spectrum o(7") to be all A such that 7" — Al
is not invertible. Note, however, that A € ¢(T") need not imply that 7'(z) = Az for some z
in this setting.

For a linear operator 7', we define the ground state energy as u(7T") := info(7"). Al-
though there might not be an eigenfunction associated with p(7), for self-adjoint 7" that
are sufficiently “well-behaved,” there is a variational characterization of u(T'), similar to the
finite-dimensional case. More concretely, for an operator 7" acting on functions f from some
Hilbert space, we can define

W)= it (£.TF)
flfIF=1

where ||f||> = (f, f) . The operators we consider all admit such a variational characterization.
Schrédinger operators. More specifically, let V' : R? — Rsq be a smooth Z9-periodic

potential and let # € (0,1) be a parameter. We consider the family of discrete Schrodinger
operators Ay : lo(0Z) — (5(0Z%) defined by

A f(kO) = (Qdf (k0) — >~ f(j0 ) +V(kO) f(kO) = (L+ V) f(kO), forkeZ’ (1.5)

g~k

where j ~ k indicates that j, k& € Z¢ differ in exactly one coordinate and L is the discrete
Laplacian of the corresponding graph on 6Z¢.

We can consider the analogous semiclassical (or continuous) d-dimensional Schrodinger
operator with potential V' and semiclassical parameter 6, By : H*(R?) — L*(R?), defined as

Byf(z) := —922 i 2f V(2)f(z) = (-0*°A+ V) f (). (1.6)

By is an unbounded self-adjoint nonnegative operator.
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Motivated by questions in geometric group theory, there has been interest [BVZ97; BZ05;
BDHMW 17a; BDHMW17b; |(Oza22| in proving good upper and lower bounds on p(Ayp), 0 €
[0, %] for certain special cases of V' — roughly speaking, this quantity arises naturally in the
representation theory of the Heisenberg group and controls the spectral gap of the random
walk on that group. More recently, a line of work initiated by Ozawa [Ozal6; [KNO19;
KKN21] introduced a method for producing semidefinite programming proofs of Kazhdan’s
Property (T) for various groups including SL,,(Z), in which effective bounds on certain p(Ay)
play a role. The best known bounds on p(Ay) for the potential functions of interest due to
[BZ05| rely on delicate trigonometric calculations, and as far as we are aware there is no
systematic method for proving such bounds in general.

In contrast, in many cases j1(By) can be estimated using well-established tools of spectral
theory. Establishing a relationship between u(Ay) and p(By) allows bounds in one setting
to be transferred to the other.

Contributions. We prove two-sided bounds relating u(Ap) and u(Byp), the first of their
kind. These bounds apply for a wide class of potentials and provide concrete bounds for
fixed 0, as is required in the aforementioned applications.

Theorem 1.4.1 (Upper bound). Let V : RY — Rsq be continuous and Z%-periodic. For 0
wrrational,

11(Ag) < 11(Bo).

Theorem 1.4.2 (Lower bound). Let V : R* — Rsg, not necessarily periodic with |V <1,
and let 6 € (0,1). Suppose that there exists a = a(f) > 0 such that for all y € 02,

1

- C(y)V(x)dxéa'% > Vik). (1.7)

keC(y)

Then there exists a constant cq dependent on a,d such that
capt(Ag) = 11(Bp).

Methods. The proofs rely on the variational characterization of the ground state energy
and use low-energy functions of one operator to construct low-energy functions of the other.
The constructions for both directions can be viewed probabilistically.

For Theorem [1.4.1] we start with g € H*(R?) and construct a test function f € (»(0Z9).
The most natural construction is to simply sample g on the lattice #Z?; however, this only
takes into account the behavior of g on a null set, so we cannot hope that this sampling
will yield a low energy test function for the discrete operator. In order to consider the
behavior of g on its full domain, we instead consider g sampled on a randomly shifted lattice
n + 0Z%, where 1 is drawn uniformly at random from [0, 8]?. By considering the expected
energy of this randomly sampled function, we show there must exist a shift that yields a low
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energy function. Some complications arise from taking a shifted lattice, which necessitates
the condition that 6 is irrational.

For Theorem [1.4.2] we start with f € (,(6Z%) and construct g € H*(R?). Again, we
use the natural construction, the multilinear extension of f. We can also view this as a
probabilistic construction; consider the function

g(xr, .o wg) =By oy [f (ki 0, .o ks 0)]
where each k,, is independent with the following distribution for k;0 < x; < (k; + 1)6:

ki +1)0 —
P(kmi:ki):—(’+g) i)
L0
Pk, = k; +1) = xT =1 P(k,, = k).

Note this is precisely the multilinear extension of f. Through this lens, g(x) can be inter-
preted as the expected value of a random walk on the continuous hypercube starting at x,
where the vertices act as absorbing states with values defined by f(k6).

Understanding the energy of this construction is significantly more difficult than in the
previous direction. The function f only considers the behavior of the potential function on a
discrete set of points, making it difficult to reason about the behavior of the potential term
in By for the constructed function g. We also offer an alternative lower bound with different
assumptions on V'; more specifically we require that we have some control over the behavior
of V' near its minima. This requires more technical definitions to formalize; we explore it

fully in Chapter

1.5 Chapter [6; Curvature of basis exchange walks

In the final chapter, we will not consider the spectrum of any operators directly; instead
we will be concerned with the discrete curvature of a particular class of Markov chains.
Considering the connection between curvature and spectral independence, we still consider
this a spectral question; we define both notions and explore this connection below.

Discrete Ollivier-Ricci curvature. Considerable effort has been made over the past
two decades to develop a discrete analogue of the notion of curvature in geometry. The key
feature of curvature is a local-to-global phenomenon: curvature is a strictly local notion but
can have global implications. One particularly fruitful definition of discrete curvature has
been Olliwvier-Ricci curvature. To define Ollivier-Ricci curvature, we first recall the definition
of Wasserstein distance:

Definition 1.5.1 (Wasserstein distance). Let i, v be two probability distributions over some
metric space (X, d). The Wasserstein distance between p and v is defined as

W(u,v) = min Ed(X,Y),

XY ~v

where the minimum is over all possible couplings of y and v.
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Given a reversible Markov chain on a finite state space, we can consider the distance metric
induced by the Markov chain, where states x, y have distance one if the probability of moving
to x to y is greater than 0. We define the Ollivier-Ricci curvature as follows, where d is this
distance metric:

Definition 1.5.2 (Ollivier—Ricci curvature). For a Markov chain P over a metric space
(X, d), the Ollivier—Ricci curvature of P is the minimum & such that for all S, 7 € X with
S~T

Informally, a Markov chain has non-negative Ollivier-Ricci curvature if random walks started
from any two states get closer on average after one step in the Markov chain.

Ollivier-Ricci curvature is a local property, based only on the two-neighborhoods of ad-
jacent states S, T, but a lower bound on the Ollivier-Ricci curvature can imply global prop-
erties, such as a lower bound on the spectral gap of the Markov chain [Ol109]. In general,
a Markov chain with non-negative curvature can be considered “well-behaved” in many
respects; we see one example of this below and review several more in Chapter [6]

Spectral independence and curvature: We now define spectral independence, a local
property based on the spectrum of certain matrices associated to a measure that implies
global properties of an associated Markov chain. The following is a brief overview of spec-
tral independence; the curious reader should see [Liu23| for a comprehensive exploration of
spectral independence.

Given a measure 7 over subsets of a uniform size, 7 : ([Z]) — R, we define the following:

Definition 1.5.3 (Influence matrix). The influence matrix I, € R"*" is defined by
I:(i,j) = Psrlj € S|i€S]—Psrlj € 5]

Definition 1.5.4 (Spectral independence). For n > 0, we say 7 is n-spectrally independent
if M (L) < 14n.

We then consider the down-up walk on the support of 7. Informally, starting at a set S,
one step of the down-up walk drops an element of S uniformly at random (the down step),
then adds an element to form a new set 7" with probability proportional to 7w(7") (the up
step). Note this walk is a Markov chain. We say this Markov chain is spectrally independent
if the underlying measure 7 is spectrally independent.

In [Liu21|, non-negative Ollivier-Ricci curvature was shown to imply spectral indepen-
dence. From this result, as well as that of [Oll09] connecting Ollivier-Ricci and the spectral
gap of a Markov chain, we see that Ollivier-Ricci curvature is connected to several spectral
properties of a Markov chain.

We study the converse of the aforementioned result — does spectral independence imply
non-negative Ollivier Ricci curvature?
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Basis exchange walks. We explore this question for down-up walks generated by the
uniform distribution over bases in a matroud.

Definition 1.5.5. A matroid M = (E,B) is a set E and a non-empty collection of its
subsets B, called bases, satisfying the following:

e 10 basis is a proper subset of another basis, and
e for any By, By € B, if by € By \ By, there exists a by € B\ By such that By —b;+by € B.

The down-up walk on bases of a matroid (also known as a basis-exchange walk) is known
to exhibit strong spectral independence [ALGV19].

Contributions. We explore whether basis exchange walks are non-negatively curved, given
they exhibit many of the properties of non-negatively curved Markov chains, including spec-
tral independence. Somewhat surprisingly, we find there exist examples of basis exchange
walks with negative curvature.

Theorem 1.5.1. There exist basis exchange walks, coming from both linear matroids and
graphic matroids, that are negatively curved.

This result reinforces the idea that non-negative curvature is a somewhat delicate phe-
nomenon, and shows limitations of the connection of between curvature and spectral in-
dependence, both local-to-global phenomena.
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Chapter 2

Stochastic orthogonalization

Our first problem concerns the convergence of a stochastic process for approximately orthog-
onalizing a collection of n linearly independent unit vectors. If we think of these vectors as
columns of a matrix A, we can monitor progress of this process through the distribution of
o(A*A): the columns of A are orthogonal if and only \;(A*A) = 1 for all . If the columns
are not orthogonal then we will have E);(A*A) = 1 (since we take the columns to be unit
vectors), but the distribution will not be concentrated exactly at 1. We will use a certain
potential function ®(Aq, ..., A,) to make this idea quantitative. In particular, in this chapter
the potential function we use is — log det(]A|) where |A| = (4*A)'Y/2 i.e.,

1
DAy, h) = -3 > log i

Using this, we show that this stochastic process converges to a set of orthogonal vectors
and give a preliminary bound on the rate of convergence. This work can be thought of as
a warm up for Chapter [3] As we will see, this orthogonalization scheme can be thought of
in a much more general context and related to an iterative algorithm for computing matrix
factorizations. We will be able to sharpen the rate of convergence with a different choice of
potential function, but we save this for Chapter

2.1 Introduction

We consider a simple procedure for approximately orthogonalizing a collection of n linearly
independent unit vectors, thought of as columns of a matrix A € C**",d > n. One iteration
of this procedure is as follows: sample two columns, and replace one with its component
perpendicular to the other, renormalized to be a unit vector. The only fixed points of this
operation are matrices with orthonormal columns. We ask the following questions: does this
procedure converge to such matrices? If so, at what rate?

We give a positive answer to the first question and a bound on the rate. Our approach is
to consider the evolution of the n-volume of the parallelepiped generated by the vectors as
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the orthogonalizations are performed. This volume is simply det(|A|) where |A| = (A*A)Y/2.

We show the n-volume is monotone even for adversarially chosen pairs of columns at each
iteration, and logarithm of the n-volume increases non-trivially in expectation when the pair
of columns is selected randomly.

This procedure bears some resemblance to the Kaczmarz method for solving linear sys-
tems. If one is solving A*x = 0 using Kaczmarz, a row of A* is sampled and z is projected to
be orthogonal to the sampled row; this is then repeated many times. In our case, x is itself
one of the columns of A, say x = a; and one applies one step of Kaczmarz to the system
(A*z); =0 for j # k (and then renormalizes).

We have two main results concerning det(|A;|) where A; is the matrix obtained by ap-
plying ¢ iterations to A. Theorem [2.1.1] provides a bound on Elogdet(|4;]), and Theo-
rem gives a tail bound for values of det(|A;|) close to 1. The upshot is that t =
O(n?log(1/(det(]A])e))) iterations suffice to produce det(|A4;]) > 1 — & with constant prob-
ability. This in turn implies that x(A4;) < 1+ /e, and further that there exists an or-
thonormal basis B = [b; - bﬁr the span of the columns of A, denoted Col(A), with

|A; — B||» < v/ (see Corollary [2.1.3, Corollary [2.1.4)).

Orthogonalization procedure

We first precisely define the procedure we analyze. Throughout this paper, let A = [a1 e an] €
C®" d > n be the decomposition of A into columns. We assume the columns are unit length
and linearly independent. We define the operation

orth : C™" x {(i,j) € [n]* :i # j} — CH"

- a b7 (2.1)
kth column of orth(A,i,j) = < a; — (a;,a;) a;

At each timestep ¢, our procedure samples (i, j;) uniformly at random from ordered pairs
of distinct indices and updates A; 1 < orth(A;, i, j;). We study the evolution of the non-
negative potential function

®(A) = —logdet(|A]) where |A| = (A*A)2. (2.2)

Note that since A has unit-length columns, ®(A) = 0 if and only if the columns of A are
orthogonal. We show ®(A;) is monotonically decreasing no matter the selection of (i, j;) (see
Lemma . Over a random selection of (i, j;), it strictly decreases in expectation unless
®(A;) = 0 already (see Lemma [2.2.3)). Our bound roughly shows that when ®(4;) > 1, one
should expect ®(A;11) < ®(A4;) — O(1/n?), i.e. steady additive progress is made, and when
®(A;) < 1, one should expect ®(A;11) < (1—1/n?)®(A,), i.e. steady multiplicative progress
is made.
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Main results

Our main results are the following theorems about the expectation of ®(A;) and a tail bound
on ®(A;). The first theorem shows ®(A;) converges to 0 almost surely, and the second gives
a tail bound for values of det(|A;|) close to 1.

Theorem 2.1.1 (Expectation bound on ®(A4;)).

t
E0(4) < o~y ) P

Theorem 2.1.2 (Tail bound on ®(A;)). Lete,0 € (0,1) and fix any A. If

20t ) o (5))

Pr(d(4) > ) < 6.

then

We have the following corollaries, which restate Theorem [2.1.2 in terms of more tradi-
tional measures of orthogonality.

Corollary 2.1.3 (Convergence of condition number). Let €,6 € (0,1). Fiz any A. Fort as
i Theorem
Pr(k(A) > 1+ Ve) <6.

Proof. This follows from Theorem and Fact m

Corollary 2.1.4 (Distance to unitary). Lete,d € (0,1), and fiz any A. Fort as in Theorem
Theorem|[2.1.3, with probability at least 1 —§ there exists an orthonormal basis B = [by - - - b,,]
for Col(A) such that

|A: = Bl < Ve.
Proof. This follows from Theorem and Fact O

The remainder of this chapter is organized as follows: we finish this section by introducing
some notation and preliminaries; in Section [2.2] we consider the effect of a single step of
this orthogonalization procedure; in Section [2.3| we then consider the effect of many steps,
allowing us to prove Theorem and Theorem in Section [2.3] we connect ®(-) to
other measures of orthogonality; and in Section [2.4] we discuss algorithmic applications of
this procedure.
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Notation and preliminaries

Throughout this chapter, A, A’, A, € C*" all denote matrices with unit length and lin-
early independent columns. We will consider several optimization problems throughout the
analysis, and the following lemma will be convenient to have:

Lemma 2.1.5. If the program
ZL’jZO, ZQZ’]’:S, H.CE]:P

1s feasible, then the minimizer of the objective

>
JEn]

occurs for
Tr(1) S Tr2) = *°° = Tr(n)
for some permutation .
Proof. Let yq,...,y, be a minimizer of the program and renumber the variables so that

y1 < Y2 < -+ < Y, without loss of generality. If one fixes z; = y; for j =3,...,n — 1, then
the triplet (y1,y2,y,) should minimize the restricted program

min z7 + 23 + 22
subject to
T1,20, 0, >0, i Tet T =y Yty =5, 21T, = 1YY = P

Since the constraints and objective are homogeneous, we may assume S’ = 3 without loss of
generality. Using Lagrange multipliers, one can see that the critical values occur when the
set {x1, 22, x,} has only two distinct values. Let a and b be the value of the majority and
minority element respectively, so that the constraints read

2a + b =3, a*b=P

and the objective is
min g(a, b) = 2a* + b*.

Combining the constraints shows that the only feasible values of a are the positive roots of
fla) =2a*-3a* + P' =2(a—1)*+3(a — 1)* + (P' - 1).
Then one has
g(a,3—=2a)=3+6(a—1)*=3+2-(=(P' —1)—2(a—1)°)

at those roots. Since g(a,3 — 2a) is monotonically decreasing in a, the minimizer occurs
when a is the larger root of f. Since the minimum of f(a) for a > 0 occurs at a = 1, this
forces b < 1 < a. In particular, we must have b = y; <y, = -+ =y, = a as required. O
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2.2 Analysis of a single iteration

We first claim det(|A|) is deterministically monotone in applications of orth, irrespective of
which columns are orthogonalized.

Lemma 2.2.1. For any A and distinct indices i, j, one has

det(]A])

2
1 —[{ai, a;)]

det(|A"]) =

where A" = orth(A, 1, j).

Proof. A’ can be expressed as the composition of two elementary column operations: first,
E; replaces a; with the component a; — (a;, a;) a; so det(E;) = 1; second, Es renormalizes
the ith column to be a unit vector, so

1 1

det(Ey) = - |
Pl =) al T e e

Then A’ = AEE5 so
det(|4']) = det(E;‘Jl?i‘A*AElEQ)1/2 = |det(FE,)|det(|A|)
as required. O

From the above lemma, we see that the change in the determinant depends only on
{as, a;)|*. The next lemma relates the average value of this quantity (over a random selection
of distinct 4, j) to the determinant.

Lemma 2.2.2. For any A,

1 ) 1
_— i a)|® > ———=(1 —det(]A])?).
n(n_l)ZKauaJH —(n_l)g( e(’ |))
7]
Proof. Note that the left hand side is simply m |A*A — I||%.. Also note that ||A[|% = n

since A has unit length columns. Consider the optimization program min ||A*A — I H; subject
to ||A||% = n and det(]A])> = P. Using the ||A||3 = n constraint, the objective can be
rewritten as

|A*A — I||% = tr(A*AA*A) — 2tr(A*A) +n = |A* A} — n.

Both the constraints and objective function of this program depend only on the singular
values of A, so we may rewrite the program in terms of them. Let zy,...,z, be the squares
of the singular values of A so that the program becomes

min x? —-n
J€n]
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subject to
x; >0, ij:n, ij:P.
S €]
By Lemma [2.1.5] we may set a =29 =--- =2, > 1 and b = z7 < 1. The resulting program
of a,b is
min g(a,b) = (n — 1)a® +b* —n
subject to

0<b<1<a, (n—1)a+b=n, a" b= P. (2.3)

The equality constraints together imply that the feasible values of @ must be solutions to

_ . n _ n n—1_ P
fla)=a n—la =-—7

For every P € [0, 1], there is only one solution to the right of 1, denote it a(P). Since f(-)
is monotone to the right of 1, a(-) is monotone as well with a(1) =1 and a(0) = -*5. Let

Fla) = (n—1)(a—1)2 - —

n—1

and denote the largest solution to f(a) = —-£5 by a(P). Observe that f(a) < f(a) on the
interval [1,n/(n—1)], so a(P) < a(P). The value of the objective function for (n—1)a+b=n
1s

g(a,b) = —n 4+ (n — 1)a® + b*
et (1= e+ (1 (0 D)’ 24
=n(n—1)(a—1)%

In particular, this expression is monotone for ¢ > 1. Thus the minimum value of g subject
to the constraints (3.12)) is

min g(a,b) = g(a(P),n — (n —1)a(P))
=n(n —1)(a(P) — 1)

> n(n — 1)(@(P) — 1)° (2.5)
n
> 1—-P
2z —(1=P)
as required, where the last step used that f(a(P)) = —P/(n —1). O

With these two lemmas in place, we can compute the expected value of

®(-) = —log det(|-|)
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in terms of itself after one application of orth for random indices. Define the iterative map

1 — exp(—2x)

flx) ==z ST (2.6)

When z is small, one should think of f as roughly f(z) ~ (1 —O(1/n?))z. For larger x, one
should think of f as roughly f(z) =~z — O(1/n?).

Lemma 2.2.3 (One step estimate). Let (i, ) be a uniform sample from {(i,j) € [n)* : i # j}.
Then

O(A") < P(A) pointwise and ~ E®(A") < f(P(A))
where A" = orth(A, 1, j).

Proof. Lemma [2.2.1| states

D(A) = B(A4) + 5 log (1~ [{as, ) ). (2.7)

Since |{a;, aj>\2 > 0, the first claim follows immediately. By Jensen’s inequality, when 4, j
are picked randomly one has

E®(A) < B(4) + 5 log(1 ~ E(ai,0,) )
1

<2(4) - ;E [{as, az)|” (2.8)

ClIATA T

= 2(4) 2n(n —1)

Now apply Lemma [2.2.2]

1 — det(|A])?
 2n—1)2
1 —exp(—22(4)) (2.9)
2(n —1)2

E®(A') < B(A)

]

Note Lemma holds if (7, 7) is instead a uniform sample from either {(7,5) € [n]* : i > j}
or {(,7) € [n]* : i < j}. This is significant if one wishes to use this procedure to compute
the QR decomposition of a matrix A. See Section for more details.
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2.3 Analysis of many iterations

The previous section describes the effect of one application of orth to the collection of
vectors. This section considers the effect of several iterations. In particular, we’re interested
in two dual questions: what does this collection of vectors look like after a given number of
iterations?” How many iterations are required to achieve a particular state?

For this section, define the family of stochastic processes parameterized by the starting
matrix A,

AO = A, AtJrl = orth(At,it,jt) (210)

where iy, j; are sampled uniformly at random (subject to i; # j;) at each step. We can define
the corresponding hitting time of achieving a small potential value when starting with a
matrix A,

7Y = inf {t € Zsy: ®(4,) < B}

Further define the largest expected hitting time among starting matrices with potential
bounded by «,
fas = sup  ErfY). (2.11)
X:®(X)<a
This is the most expected amount of time this process takes to transform a matrix with
potential at most « to a matrix with potential less than /3.

Because applying f does not commute with taking expectations, obtaining a bound for
several applications of orth by iteratively applying Lemma [2.2.3] is not immediate. Fortu-
nately, f can be bounded by a linear function an adequate slope on bounded domains; this
observation results in the following expectation bound.

Theorem 2.1.1 (Expectation bound on ®(A4;)).

t
Ea(4) < o~y ) P

Proof. Denote ¢, = ®(A;). The second part of Lemma implies

Egi1 <Ef(¢r)

The first part of Lemma [2.2.3| implies ¢; < ¢ for all t with probability 1. Since f is convex,
we have for ¢ < ¢ that
¢

f(¢)<%‘f< ).

In particular, this inductively implies

t+1
E¢ri1 < fﬁo)mt < (%) 0. (2.12)
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Finally, one may upper bound f via

f(do) = do —

(2.13)

B ¢°<1 - TRt 1))

<o~ )

< gpexp| — :

R NNCERECESY

Combined with (2.12)), this is exactly the desired result. O

This establishes control of the expectation of ®(A;). The next lemma establishes a tail
bound in terms of the ji,_ 3 defined in (2.11)).

Lemma 2.2.4 (Tail bound in terms of po—s). Fiz any o > f > 0. For every A with
O(A) = a,

Pr(®(A) > B) = Pr(r{) > 1) < exp( L ! D

Ela—p

Proof. Conditioned on the event Tﬁ(A) > k, we have by definition,

) (),
75 =ktTg”

Since ®(A;) is pointwise monotone, we have that ®(A;) < ®(A) = «. This yields

E(ri" |75V > k) = E(E(k + TB |TB >k, Ap))
=k +EE(rS™ 7Y > & Ak))

<k+ sup E(r 7! >/<:,A =X
X:®(X)<ar (’H | 'B F ) (2.14)

<k+ sup E(TB(X))
X:0(X)<a

=k+ Ha—p-

This allows us to compute a bound on the conditional tails of TéA) using Markov’s inequality.
For ¢ which we specify later,

Pr( >k+C|TB >k) Pr( k>c]7'ﬂ >k>
(A)
< B —k|75Y > k) (2.15)
c
<,ua—>ﬁ
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Set J = [t/c| and apply (2.15) for k = 0,¢,2¢,...(J — 1)c to obtain
J
Pr(rf" > 1) <Pr(rf" > ) = [TPr(7f" > jel i > (G = De) < (ass/e)’. (2.16)
j=1

Pick ¢ = epiq—p for the final result. O
To turn this into a concrete tail bound, we establish an estimate for fiq_,s.

Lemma 2.2.5 (Expectation bound on fi,—3). Fora >1> >0,

2(n —1)?

(o eflog(1/8)]).

Ma—p <

Forl>a>p>0,

20~ 1) g/ )]

Ha—p < 1

Proof. We show this in two steps: first we establish a crude upper bound, then we exploit
the sub-additive nature of u to boost this to a stronger bound. For the first step, we claim
that for a« > g > 0, we have
< 2(n — 1)«
Ho? S 1= exp(—28)°

To see this, fix any A with ®(A) < a. Denote ¢, = ®(A;), 73 = T[SA) for brevity. Note that
f(z) — x is negative and monotonically decreasing, so

(2.17)

fB)=p =z=p
flz)—2x < {0 oy (2.18)
Using Lemma [2.2.3] this gives for each ¢ the bound on the increments,
E(dus1 — 60) <E(f(60) ~ 6) < (F(5) ~ ) Pr(6u > ) 10

= (f(B) = B) - Pr(rs > 1).
This becomes a telescoping sum, so we obtain for all ¢ that

t—1

E(¢r) — do < (f(B) = B) > Pr(rs > j).

J=0

In the limit as t — oo, the right hand side is simply (f(3) — B)E(73), and by Theorem
the left hand side is —¢y. By construction, ¢y < « so rearranging gives E(75) < o/ (86— f(B)).
Taking the supremum over all A with ®(A) < a gives (2.17)).
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Now we use ) to prove the stated bounds. Consider any sequence o = g > @y >

Ay
- >y endmg at oy < B. Set kg =0, kj = T(ij k]_l). Then by definition,

l
V< Tk

J=1

Note also by definition that ®(A,_,) < a;_;. Thus taking expectations and applying ([2.17))

gives
¢

¢ ¢
2 n — 1 Oéj,1
ETﬂ ;Ek] < ;Ma] 1= X Z 1— eXp QOéj) .

When a > 1 > f3, pick a; = €' 77 for j > 1. Further use the approximation 1 — exp(—2z) >
(1 —e™?)x when x < 1. Then the sum becomes

2(n —1)%a ‘ e?i 2(n —1)2a  2(n—1)? e
4+ 2(n—-1) E — < + E .
_ 2 _ _9.pl=j _ 2 _ p—2 1—j
l1—e = 1 —exp(—2-el) l1—e l1—e e (2.20)
2(n —1)?
=1 . (a+e(l—1)).

It suffices to take ¢ = [log(1/8)] + 1 giving the first result. If 1 > a > 3, pick a; = ape ™.
Then the sum becomes

zz: 2(n — 1)204061_]‘4 < 2@: 2((n —1)2ae’™  2e(n— 1)2€‘

1—e2)aged (1 —e2)

It suffices to take ¢ = [log(a/B)]. O
Theorem 2.1.2 (Tail bound on ®(A;)). Fiz any A and § < 1. Then

Pr(®(Ay) > ) < eXP( r _2:_2 (n— 1)2(<I>(A)t+ eDOg(l/ﬁﬂ)D'

In particular for any § > 0,

2 2 (= (B(A) + ef2log(4/4)]) log(1/0)] = @(n2 1og(‘d e )ﬂ,) 10%(1))

e? (A

implies
Pr(®(4,) > §) < 6

Proof. This is an immediate consequence of Lemma and Lemma [2.2.5 O
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2.3 Other measures of orthogonality

The previous section produced results concerning ®(A;) = —logdet(]A;|). Here we show
convergence of ®(-) implies convergence of a couple other natural measures of orthogonality.

Fact 2.3.1 (Condition number).

P(A) < f = logk(A) < min (log(Z) +B,/28 + ;)

Proof. By applying Lagrange multipliers to the optimization problem
max k(A) = o1/0,

subject to
|Al> =02 +---+0o"=n and oy -0, = det(|A]),

one finds that the optimum is achieved for
o] =1+ /1 —det(|A])?, Oy = =0p_1 =1, 02 =1—+/1—det(|A])2.
This gives a maximum value of
1+ /1 —det(]A])? 1+\/1—exp —20)
max k(A) =
1— /1~ det(JA])2 V1 —exp(—28)

the log of which is upper bounded both by log(2) + 8 and /23 + ' /4. ]

Fact 2.3.2 (Distance to unitary).

®(A) < 8 = inf{||A—B|p: B*B=1,Col(A) = Col(B)} < v/28. (2.21)

Proof. By considering the Gram-Schmidt basis, one may assume without loss of generality

that A is upper triangular with positive real diagonal entries. Let 1 = A\, --- , A\, be those

entries. Note by the Cauchy-Binet formula that det(A*A) = (A1 ---\,)% Let r; € C7~1 be

the portion of the jth column of A strictly above the diagonal. Take B = [61 en].
Then

(A= BIE=> (=D +InlP) =D (=25 + X +nl?)-  (222)

j=2 Jj=2

Note A7 + |7;]|> = 1 since the columns of A are unit length. Thus

|A = B3 = 22 (1— QZlog 1) = —2log( A1 - - A) = 2B (A). (2.23)
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2.4 Algorithmic considerations

The QR decomposition

The update Ay = orth(Ay, i, j;) can be expressed as
At+1 = ACy

where Cy is the appropriate column operation, taking just O(d) time to perform. The
corresponding decomposition of A as

A=A C where C= 0;510;712 T 061

is analogous to an approximate QR decomposition: the columns of A, form a well-conditioned
basis for Col(A) when 7 is sufficiently large. By Theorem [2.1.2} 7 = O(n*log(1/ det(|A])))
iterations suffice to achieve a constant condition number with constant probability; when
det(]A|) = poly(n), this gives a total arithmetic cost of O(dn?), comparable to the arithmetic
cost of Gram-Schmidt.

If one requires the decomposition A = A,C have C' be upper triangular, one can simply
sample the update pairs (i, j;) subject to i; > j;. This does not change any of the analysis as
E |{a;, a;)|” is the same. In this case, A.C would in fact be converging to the actual A = QR
decomposition.

There are a couple possible advantages to this method over Gram-Schmidt. First, one
can end the process early when A, has a “reasonable” condition number depending on one’s
requirements; in particular, it could make a good preconditioner. The memory access pat-
tern is very similar to that of the Kaczmarz method for solving the system A*zr = b; one
could imagine updating the rows of A* (and corresponding entries of b) to improve their
conditioning at the same time the Kaczmarz solver runs. The idea is that the condition
number gets smaller over time, so perhaps the increase in the rate of convergence of Kacz-
marz justifies the additional computational expense. For a characterization of the rate of
convergence of Kaczmarz in terms of the condition number, see [SV09]. A second possible
advantage is that it’s highly parallelizable. Below we suggest three concrete ways to perform
up to O(n) applications of orth in parallel.

Extension to allow parallelism

The process is currently described in terms of modifying a single column at a time. However,
we can batch several of these updates together, computing the changes to multiple columns
in parallel. Each batch of updates corresponds to a directed, rooted forest on the vertex set
[n], where edges (,7) are oriented so that i is further from the root. Then for each edge
(1,7), set the new value of a; to be

a; — (@i, a;) a;
la; — {ai, a;) ajl]
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The orientation of the edges ensures that this is well defined. By listing the edges of the tree
in order of furthest to the roots to the closest, say (ig, jo), "+, (im—1, jm—1), ONE can express
the effect of a batch update as A,, where

A= Ao, At+1 == orth(At, it,jt) vVt € [m - 1]

Note that once a column is changed, it is not used or changed again. Thus all of the
updates to each A; can be expressed in terms of the columns of the inital Ag. In particular,

Lemma simply implies
1 t
O(Ay) = B(A) + > “log(1 - [(ay,, a;,)]%) (2.24)
(=1

analogously to (2.7)). If the forest is sampled so that the marginal distribution of each edge
pair (i, j;) is uniform, then following the remainder of the proof of Lemma gives the
generalization

®(A;) < P(A) pointwise and E®(A;) < fi(P(A)) (2.25)
where . (—22)
— exp(—2x
fi(z) :ﬁ—t'm-

One can then define the process by sampling a sequence of independent forests and concate-
nating the lists of the edges to form the sequence { (i, j;) : t € Z>o}. Replacing the result of
Lemma with allows the subsequent proofs to go through.

There are many choices of how to sample the required forests. We end this section by
suggesting four natural distributions.

1. Sample a uniformly random forest consisting of a single edge.

2. Sample a uniformly random perfect matching of the complete graph and flip a coin to
orient each edge.

3. Sample a uniformly random permutation 7: [n] — [n] and consider the path with edges
(i1,70) = (m(t), m(t + 1)) for t € [n — 1].

4. Sample a uniformly random vertex and consider the star graph rooted and centered at
that selected vertex.
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Chapter 3

Matrix factorizations

In this chapter, we revisit our stochastic orthogonalization scheme with one important dif-
ference: at each step, we now allow any method to orthogonalize v; and vy to be applied,
so long as it preserves span(vy,vs). In particular, we do not require that our vectors be
renormalized as unit vectors.

Immediately, we notice that the analysis in the previous chapter no longer applies: from
Lemma , we see the driving force of the convergence of ®(A) was precisely the renor-
malization of the orthogonalized vectors. In fact, our original approach of considering the
eigenvalues of AT A is fundamentally flawed: since we are no longer guaranteed unit vectors,
the goal is not to show AT A is the identity, but rather that it is diagonal.

This reveals two things to us: first, when an appropriate procedure for the orthogonaliza-
tion step is chosen, this orthogonalization scheme can be viewed as a diagonalization scheme.
We discover that by choosing different orthogonalization rules, we can use this procedure to
find different matrix factorizations. The “Gram-Schmidt” orthogonalization rule of the pre-
vious section gives us an iterative algorithm to find the Q) R factorization of A (or similarly the
Cholesky decomposition of AT A). Using Givens rotations to orthogonalize two columns of
A, we can find the eigendecomposition of AT A (or similarly the singular value decomposition
of A). We recognize the second procedure as the well-known Jacobi eigenvalue algorithm.
Second, we need a potential function that can measure proximity to a diagonal matrix. This
potential function needs to be general enough to capture progress for any orthogonalization
scheme, and also needs to be well-behaved under any orthogonalization scheme. Section
is devoted to defining and exploring our new potential function. We note that this potential
function also allows us to achieve an improved rate of convergence compared to Chapter 2]

Overall, our contribution is a unified analysis of a class of iterative algorithms to com-
pute many matrix factorizations under a randomized pivoting strategy (this corresponds to
choosing two vectors at random to orthogonalize). Many of the same components we saw
in the last chapter will reappear here: analysis of the potential function after one iteration,
then after many iterations using martingale analysis, and the use of Lagrange multipliers to
connect our potential function to other metrics.
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3.1 Introduction

At first glance, the Jacobi eigenvalue algorithm for computing the eigendecomposition of
Hermitian matrices and the Gram-Schmidt procedure for computing the QR decomposition
of tall matrices are quite distinct: they take different inputs, compute different factoriza-
tions, have different provable asymptotic complexities, etc. However, there is an important
commonality: both methods are iterative and consider only pairs of columns of their inputs
at a time. In this work, this connection is taken further, and both algorithms are realized as
special cases of a more general matrix factorization algorithm.

Our primary result, Theorem |3.4.4} is a unified analysis of all special cases of this general
procedure when using a particular randomized pivoting rule; we show that these algorithms
are all linearly convergent in expectation, and further that the rate of convergence is unaf-
fected by which particular factorization is being computed.

In finite arithmetic, we provide a framework for showing that instances of this general
procedure are numerically stable. This framework is applied to several orthogonalization
methods (Theorem [3.5.7), as well as the Jacobi eigenvalue algorithm (Theorem [3.5.8] Theo-
rem m, Theorem @, building on the work of [DV92] in the latter case.

We first give a brief overview of the history and context of these algorithms. As these
algorithms have been extensively studied, we cannot give a comprehensive overview. We
instead highlight their origins, practical relevance today, and interactions between them.

FEigendecomposition / Singular value decomposition: The classical Jacobi eigenvalue algo-
rithm (which we henceforth refer to as the two-sided Jacobi eigenvalue algorithmED is an
iterative algorithm for computing an approximate eigendecomposition of a given Hermitianﬂ
matrix that dates back to 1846 [Jac46]. It was rediscovered and popularized in the 1940s
and 50s when the advent of computers made large numerical computations feasible (we refer
the reader to [GvdV00| for a detailed history). Today, it is included in popular textbooks
[Dem97; Par98] and software packages [And799|. Although it is often less preferred due to a
slower runtime [Dem97|, it has several strengths when compared with other popular methods
for diagonalization. First, if the given matrix B is already close to diagonal, the arithmetic
cost is greatly reduced [Sch64]. Second, the computation is highly parallelizable, and each
thread only needs a small amount of memory (see, for example, [BS89]). Third, numerical
experiments reveal classes of matrices for which all the eigenvalues appear to be computed
with small relative error [DV92].

The corresponding algorithm for computing the singular value decomposition of a given
matrix A € C™", today called the one-sided Jacobi eigenvalue algorithm, was introduced
as an independent algorithm by Hestenes |Hes58], then rediscovered and connected to the

!The literature also uses “two-sided” to refer to a version of the Jacobi eigenvalue algorithm due to
[Kog55] for computing the singular value decomposition; that method is different from the version of the
Jacobi eigenvalue for computing the singular value decomposition that we consider here.

20ne can replace C with R throughout this chapter. Hermitian becomes symmetric, (Special) unitary
becomes (special) orthogonal, and the Hermitian adjoint (-)* becomes the transpose ().
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classical two-sided Jacobi eigenvalue algorithm by Chartres |[Cha62|. It can be viewed as im-
plicitly running the two-sided Jacobi eigenvalue algorithm on the matrix B = A* A, without
ever forming B. It enjoys many of the same advantages as the two-sided Jacobi eigenvalue
algorithm [Bis89; IDV92|.

The numerical stability of both the one- and two-sided variants was investigated by
Demmel and Veseli¢ in a highly influential paper [DV92]. They primarily focus on the
accuracy with which the small eigenvalues of positive definite matrices are computed. They
find “modulo an assumption based on extensive numerical tests” that the Jacobi eigenvalue
algorithm essentially produces the best approximation of the small eigenvalues one could
hope for in the floating point arithmetic model. A family of matrices with more problematic
behavior that those tested by [DV92] was published by [Mas94], though they do not result
in instability of the method overall.

Cholesky decomposition / QR decomposition: Gaussian elimination is the oldest method for
factoring a given matrix B as B = LU where L is lower triangular and U is upper triangular
[Grell]. When B is positive definite, one is guaranteed that U = L* resulting in the Cholesky
decomposition B = LL*. Gaussian elimination with various pivoting rules is the primary
algorithm used in practice for the Cholesky decomposition [TB97; Hig09; |And™99].

There are many methods for the QR decomposition. Both classical and modified Gram-
Schmidt applied to A € C**" are mathematically equivalent to Gaussian elimination applied
to the matrix B = A*A [Hig90|. Some other algorithms actively exploit the connection be-
tween the QR and Cholesky decompositions: [GV13]| proposes computing the Cholesky de-
composition A*A = R*R and then computing Q@ = AR™!, and the algorithm(s) of [YNYF16]
and [FKNYY20| explore this idea further, with modifications to improve stability.

There is a notable way to use the Cholesky decomposition and one-sided Jacobi eigenvalue
in conjunction for the purpose of a symmetric eigendecomposition as well. The idea is
to compute the Cholesky factorization B = LL* of an input, and compute the SVD of
L* = UXV*, which then implies the eigendecomposition B = VX2V*. The proposal of
[VHS9] is to compute this SVD by applying the one-sided Jacobi eigenvalue algorithm to L
(not to L*). This technique avoids the aforementioned assumption needed by [DV92| in their
theoretical analysis of the numerical stability of the Jacobi eigenvalue algorithm [Drm94].
However, while it ensures accurate eigenvalues, it does not ensure accurate eigenvectors
[Mat95]. Nevertheless, it is observed to be faster [DV92]. The version of this technique
which applies one-sided Jacobi to L* is also faster, though it lacks a theoretical or practical
advantage in terms of numerical stability [DV92]. Several additional variants of this idea
were studied by |[DVO0§].

Several works take inspiration from algorithms for one task for the other. For instance,
[Luk86] proposes a Jacobi-like method for the QR decomposition, applying Givens rotations
to transform a matrix A into an upper triangular one R. The accumulation of all the
Givens rotations then forms @) (which is akin to the method for the QR decomposition using
Householder reflections [TB97]). This method for QR now commonly appears in numerical
linear algebra textbooks, e.g. [Dem97].
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The central focus of this work is the striking similarity between the operations performed
by the one-sided Jacobi eigenvalue algorithm and the modified Gram-Schmidt procedure.
This similarity has been previously noted, for instance [Drm97] observes that the operations
are actually the same under a certain kind of infinite matrix limit. We show that this
similarity can be exploited to obtain a unified analysis of these algorithms and more.

Overview

In Section we present the Jacobi eigenvalue algorithm and modified Gram-Schmidt pro-
cedure (MGS) in a way that highlights their similarity. In Section [.2] we formally describe an
abstract algorithm which encompasses the Jacobi eigenvalue algorithm and MGS as special
cases.

Our results about this generalized algorithm are presented in the remaining sections. In
Section [3.3] we introduce our main tool for evaluating progress in the algorithm, a certain po-
tential function, and we relate this potential function to other standard metrics. Section |3.4]
focuses on exact-arithmetic implementations of the algorithm, in the real RAM model. For
inputs that are not too ill-conditioned, we show that O(n?log(n/J)) iterations of this proce-
dure suffice to produce d-approximate factorizations (stated precisely in Theorem . For
many reasonable special cases of this generalized algorithm, each iteration costs only O(n)
arithmetic operations, resulting in many 5(n3)—time factorization algorithms. Additionally,
this section confirms a recent conjecture of Steinerberger about the convergence of particular
method for orthogonalization [Ste25] (see Remark [f]).

Section studies the general algorithm in finite arithmetic. Our focus is on proving
statements roughly of the form “when machine precision is at most n~¢ (for an explicit, small
¢), then the results of the algorithm have a guaranteed level of accuracy.” Our analysis does
not optimize ¢, and we do not advertise bounds that are particularly attractive for large
matrices in single and double floating point arithmetic. Nevertheless, the dependence on n
on the bits of precision required is shown to be logarithmic, and we prove that quad precision
can handle a substantial range of inputs.

We have two primary results about finite arithmetic: the first is that a large class of or-
thogonalization algorithms are numerically stable (including an algorithm for computing the
QR decomposition specifically). The second addresses the “assumption based on extensive
numerical tests” needed by Demmel and Veseli¢ in [DV92] to show stability of the Jacobi
eigenvalue algorithm. This assumption is that a certain condition number remains bounded
as iterations are performed. Their experiments showed that it doesn’t seem to rise more
than a constant amount above its initial value, but their proofs only bound it by certain
exponentially growing quantities (exponential either in the size of the input or number of
iterations performed). We show that with uniformly random pivoting, it is bounded by a
polynomial in the input size and number of iterations performed (see Theorem .
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Notation Meaning

Il Il {5 vector or operator norm

-1l Frobenius norm

Ai(A) 5t largest eigenvalue of A

k(A) = ||A|l- | A7 Condition number of A

D4 = diag(Aqr, Asa, ..., Apy) | Diagonal part of A

A= D;l/ 2AD:/ 2 Diagonal-normalization of A

R(") Diagonal normalized condition number, #(A) := x(A)
AOB Hadamard or entrywise product, (A ® B);; = a;;b;;
0(-),0() O(-) hides constants, O(-) hides polylogarithmic factors.
n] ={1,...,n} Set of indices 1 through n

3.2 Connecting SVD and QR

The core connection

Here we describe a simple connection between the SVD and QR decomposition (and the
corresponding connection between the eigendecomposition and Cholesky decomposition) and
algorithms for computing them. To see the connection, we first express the QR decomposition
and a factorization that is almost the SVD in a common form: given A with full column
rank, write

A=QT™ (3.1)

where () has orthogonal columns and T is nonsingular. When T is unitary, by further de-
composing Q = U+/Q*Q, one obtains the singular value decomposition. When T is upper
triangular and Q*Q) = I, this is exactly the QR decomposition. Analogously, the eigendecom-
position and Cholesky decomposition of B = A*A can both be expressed as B = (T~ })*DT
where D = Q*(Q). The four cases are summarized in the following table.

B=(T"')DT! A=QT™ !

T is unitary and . . . "

D = QQ is diagonal Eigendecomposition Singular value decomposition

Iis up*per triangular and Cholesky decomposition QR decomposition

D=Q"Q=1
Notably, both Modified Gram-Schmidt (MGS) and one-sided Jacobi can be interpreted as
methods for producing an orthogonal basis ) = [ql e qn] for a given collection of vectors,
expressed as columns of A = [al e an] (along with the corresponding column operation

sending A to )). The algorithms themselves closely resemble each other too: they both
iteratively pick pairs of indices (¢, j) and replace the columns a;, a; with a different orthogonal
basis for their span. By repeating this many times with appropriate selection of (i, j) each
time, the collection of vectors will approach an orthogonal set. More specifically let A®) =
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[agt) e ag)] be the state after this has been done for ¢ pairs (4, 7). For each ¢, the Jacobi
eigenvalue algorithm selects a pair (7, j) and then updates

) = = cos(6)a; (®) + sin(#) Et)

) = sm(9) )+ cos(f at (3.2)

(
(
J
W =l v g (4,5}

a

where 0 is such that the resulting columns a§t+1)

1 < j then updates

(t+1)

and a; are orthogonal. MGS selects

®) ) @\ )
(t+1) _ CL] <a] 9 a’i > K3
N PO Y (33)

The update equation is a Givens rotation of A® (also called a plane rotation); im-
portantly it is unitary. The product of these rotations forms 7" in the decomposition ({3.1).
The update equation is an elementary matrix operation followed by a scaling; impor-
tantly, it is upper triangular. The product of these elementary operations forms 7T in the
decomposition ({3.1).

In both cases, the result of this update is that the ¢th and jth columns of A®*Y will be or-
thogonal. Despite their similarity, the existing analysis of these algorithms is quite different,
as is their empirical performance measured in terms of computational and communication
costs and numerical stability.

Pivoting rules

In both cases, the strategy for picking (i,7) at each time t is determined by a “pivoting
rule”. Multiple pivoting rules have been proposed; we group them into three categories to
discuss: fixed, adaptive, and randomized. Before doing so, we must clarify some terminology.
There is some subtlety in what the literature refers to as “one iteration” of either procedure.
For the Jacobi eigenvalue algorithm, one iteration is sometimes taken to mean one “sweep”
(which we describe in a moment) of all n(n — 1)/2 pairs (7, ). For MGS (more specifically,
left-looking MGS), one iteration typically refers to the grouping of updates

(1,4), (2,4), ..., (i — 1,i) (3.4)

for each i. For Gaussian elimination (and right-looking MGS), it typically refers to the
grouping of updates
(t,i+1), (5,0 +2),...,(i,n) (3.5)
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for each i. Because of this, the word “pivot” in those contexts typically refer to the single
column index 7. In this paper, we refer to each selection of (i,7) and update of the corre-
sponding column(s) as one iteration, i.e. A% defined by either , is the state after
t iterations. One pivot then corresponds to a pair of column indices (i, 7).

Fized pivot rules: These are rules that fix a sequence of (7, j) ahead of time. The ones we
highlight for the Jacobi eigenvalue algorithm are called cyclic or sweep rules, due to |Greb3)|,
see also [FH60|. The row-cyclic version uses the sequence

(1,2),(1,3),(1,4),(1,5),...,(1,n),(2,3),(2,4),(2,5),...,(2,n),...(n— 1,n)
and repeats it over and over again. The column-cyclic version uses the sequence
(1,2),(1,3),(2,3),(1,4),(2,4), (3,4),(1,5),(2,5),(3,5),(4,5),...,(n — 1,n)

and repeats it over and over again. Each run through the sequence of n(n — 1)/2 pairs is
referred to as one “sweep.” In the context of Gaussian elimination and MGS, those sweeps
correspond to applying the groupings or fori =1,...,n — 1. Running MGS for
just one or two sweeps are both popular proposals.

For appropriately chosen rotations, [FH60] show that row-cyclic and column-cyclic Jacobi
converges, and [Sch64] improve this to (eventual) quadratic convergence. However, there is
no rigorous theory to predict the number of sweeps required to achieve a desired distance
to diagonal [GV13]. In practice, it is observed to be a constant number of sweeps [Dem97].
Better theoretical results are available for the next category of pivoting rules.

Adaptive pivot rules: These are pivoting rules that use the current value of A® to decide
the next pivots. The original rule proposed by Jacobi |Jac46], which we call the greedy
pivoting rule, was to pick

(i,7) = arg max |(a;, a;)| . (3.6)
i,J1iF£]
This is somewhat similar to column-pivoting rule of Gram-Schmidt (implicitly equivalent to
complete pivoting rule of Gaussian elimination). This rule for Gram-Schmidt maintains a
list of indices Z initialized to [n]. Then

i = argmax ||a;|| (3.7)
i€T

is computed, ¢ is removed from Z, and the updates {(i,7) : 7 € Z} are performed (in any
order). This is repeated until Z is empty. Strictly speaking, these rules will not necessarily
compute the QR decomposition of A, since we no longer are assured that the update pairs
(1,7) satisfy ¢ < j. However, if one lets o be the permutation which records the order in
which indices are removed from Z, then we are assured o(i) < o(j) and therefore the method
computes QR decomposition of AP, where P, is the permutation matrix associated with o.
The same pivoting strategy has been considered for one-sided Jacobi [dRij89]. Numerical
experiments showed that this pivoting strategy can improve the rate of convergence in several

(but not all) cases (see [dRij89] for more details).
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Randomized pivot rules: There seems to be much less attention given to randomized
pivot rules. A recent work of Chen et al. [CETW24] considers the partial Cholesky and QR
decompositions for computing low-rank approximations. They study a randomized variant
of the complete pivoting rule where ¢ € 7 is sampled with probability proportional to
l|a;||*. This and similar ideas had been considered before as well [FKV04; DV06; DRVWO06).

One exceedingly simple randomized rule is just to sample (i,j) uniformly at random
among all pairs of indices. We were unable to find a reference that explicitly describes this
rule (or any randomized rule) for the Jacobi eigenvalue algorithm; one reason that this is
surprising is that the proof of global convergence of the greedy pivoting rule essentially
applies the probabilistic method to the hypothetical algorithm which uses this uniformly
random pivot (see, for example, Section 5 of [GMvN59)]).

In the context of orthogonalization, we note an important distinction between sampling
(,7) uniformly at random among all pairs of indices and just pairs of indices with i < j
(or o(i) < o(j) for some permutation o). In the latter case, we are assured the computed
decomposition (if the method converges) is the QR decomposition AP, = QR. However,
in the former case, we are given no assurances about R being upper triangular. That rule
(without the ¢ < j constraint) was proposed by Steinerberger [Ste25], and both rules (both
with and without the ¢ < j constraint) were concurrently proposed by the present author and
Shah in [DS26b]. Both those works were motivated by a designing a preconditioner for the
Kaczmarz linear system solver, and made analogies of the method to the Kaczmarz solver it-
self; neither work identified the connection to the Jacobi eigenvalue algorithm. Steinerberger
conjectured that the rate of convergence of this procedure is k(A®) ~ exp(—O(t/n?))x(A)
based on numerical experiments and a heuristic. The present author and Shah proved that
(—logdet |AW]) < exp(—O(t/n?))(— log det | A]).

Block variants

Both Gram-Schmidt and Jacobi admit block variants, which can be abstractly described as
follows: rather than pick a pair of indices (i,7) at each step and updating columns i and j
of A®_ one can instead pick any subset of indices J C [n] and update all the corresponding
columns. We call J the pivot set. In the non-block case, pivoting on (i, j) ensures that
<a(t+1), a(t+1)> —0.

? J

In the block variant, pivoting on J ensures that

<a(t+1) a(t+1)> —0 Vi,jeJi#]

i y g

These methods are often motivated by considering the practical performance of these algo-
rithms on modern hardware. For example, one may be able to take advantage of large cache
sizes to perform one iteration for |J| > 2 very quickly.

The block Jacobi eigenvalue algorithm of Drmaé¢ [Drm10] is one such method. It fixes
a partition Iy Ll --- U I, = [n] and divides the given matrix B into blocks corresponding to
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those index sets. Then, the pivot set J is selected to be I, U I, where the pair (¢,¢') can be
selected analogously to how (7, j) were selected in the non-block version. Both [BH24| and
[HB17] show convergence of block Jacobi under various pivoting strategies. There are many
block versions of Gram-Schmidt along similar lines, see [CLRT22] for a recent survey.

A generalized factorization

In describing the connection between Gram-Schmidt and the one-sided Jacobi eigenvalue
algorithm, we’ve already hinted at what the generalized algorithm is. Once a pivot set J has
been selected, we may abstract away the process by which the corresponding columns are
updated: all we assume is that it is an invertible column operation which results in orthogonal
columns. We will use the letter S for the |.J| x |.J| matrix performing this column operation.
The Jacobi eigenvalue algorithm corresponds to the special case where S is unitary, and
Gram-Schmidt to the case where S is upper triangular. The general pseudo-code for this
and the two-sided version is below. We first clarify some notation. GL(C) is the set of all
invertible k& x k matrices over C. ([Z]) is the set of all subsets of [n] of size k. For an index

set J = {iy,...,ix} € ([Z}),il < .-+ < i, denote the submatrices
A1y 00 Qg biviv by
Ay=| : |l eC™ & By=| Do| e CHR
Qqdgy - Qdiy bikil te bikik

For a permutation o on [n] let P, be the associated permutation matrix, i.e. P,e; = €q(;).
We present both versions of the algorithms side-by-side to highlight their mathematical
equivalence: one can start with B = A*A and maintain A®*A® = B® by selecting the
same 7" in line 7 of either algorithm. Because of this correspondence, we will refer to various
lines of the algorithm without needing specify which version we are talking about. We also
highlight that T" need not be formed and inverted explicitly.

There are many pivot rules one can use for the selection in line 5. Here we use a ran-
domized pivoting rule where J is sampled uniformly at random from ([Z]). We refer to this
as “randomized size k pivoting”.

We obtain a unified analysis of all special cases of Algorithm [I] with randomized size k
pivoting. The mechanism by which S is selected in line 6 and the additional structure one
wishes to impose upon S do not affect our analysis in any way—in expectation, the rate of
convergence depends only on k£ and n. For concreteness, Tablelists several decompositions
one can obtain by imposing different constraints on S and (A}’S )*(AFPS) = S*BStJS .
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Algorithm 1 This is pseudo-code for the one-sided (left) and two-sided (right) versions of
the generalized factorization algorithm.

Require: A € C™™ has full column rank, Require: B € C™*™ is positive definite,
pivot size k > 2. pivot size k > 2.
Ensure: A = QT Ensure: B =1T}.. DTy
1. AO) 4 1: BO « B,
2: Ta(cc) «— I. 2: Tégc) +— 1.
3: 10 3:t+0
4: while A®*A® ig not close to diagonal do 4: while B® is not close to diagonal do
5. Select a pivot set J = {i1,...,ix} with 5:  Select a pivot J = {iy,... i}, 01 < -+ <
1 < oo < i k.
6:  Construct S € GLg(C) such that AFPS’ 6:  Construct S € GLg(C) such that S*Bgt)S
has orthogonal columns. is diagonal.

-1 -1
7. Define T € C**" as T = P [S I] P, T Define T' € C"*™ as T' = P} [S I} P,

where o is a permutation with o(i;) = j. where o is a permutation with o(i;) = j.
8: A(t—H) . A(t)T—l 8: B(t+1) (T—l)*B(t)T—l
9. TV TT 0. T « TlT
10 t+t+1 10: t+t+1
11: end while 11: end while
12: return @ + AW, T, ) 12: return D « B® T, + )
Decomposition name S (AFPS)*(AE;)S) = S*BF}}S
Eigendecomposition / SVD Unitary Diagonal
Cholesky / QR Upper triangular Identity
LDL / unnamed Unit upper triangular Diagonal
unnamed / QL Lower triangular Identity
Gram matrix / Orthogonalization Nonsingular Identity

Table 3.1: Two-sided and one-sided decomposition of the form B = T*DT and A = QT that one
obtains by different selections of S in line 6 of Algorithm

Remark 1 (Using recursion to compute S). Let’s revisit line 6 of either algorithm. Com-
puting S is itself a matrix decomposition problem. In fact, the decomposition of B;; or A;
one must find is exactly the kind of decomposition one seeks to compute of B or A. This
points to the natural choice of using the algorithm recursively. Alternatively, one may use
any expensive factorization algorithm since the problem instance is smaller.

Remark 2 (Parallelizability). When two pivot sets are disjoint, the corresponding updates
may occur in parallel. The results here can be extended to the case where multiple disjoint
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pivots Ji,...,Jy € ([Z]) are sampled at a time where the marginal distribution of each J; is

uniform, and then the corresponding pivots are performed in any order.

Remark 3 (Fixed pivot size). There’s no reason to keep the pivot size |J| = k constant,
other than it simplifies the analysis. J may be sampled from any set such that the probability
{i,j} C J is equal for all distinct pairs i, j.

Remark 4 (Meaning of “convergence”). The algorithm halts when A®*A® = B® ig close
to diagonal, in whatever sense the user demands. When we say that the method converges,
we mean that the criteria that ends the while-loop in the algorithm is met. Other sources
may impose a stronger condition on convergence: it means that the version of the algorithm
which continues iterating indefinitely, never exiting the while-loop, must produce states such
that the limits lim,_,o A® (or lim;_,oc B®) and lim,_,o T exist. In particular, if A(¢) has
reached an orthonormal basis, but that basis changes each iteration, we will still say it has
converged.

3.3 Main tool for analysis

In Section we review the standard Jacobi analysis, from which we draw inspiration. This
analysis rests on a certain potential function, used to measure progress of convergence to a
diagonal matrix. In Section [3.3| we introduce our potential function, I'(+), and relate I'(+) to
several other metrics.

Standard Jacobi analysis

Our analysis of Algorithm [1| follows a similar strategy as the classical analysis of the Jacobi
eigenvalue algorithm. To highlight the connection, we review the classical analysis here.
Say that B = B® BM B® . is the sequence of matrices produced by the iterations
of the Jacobi eigenvalue algorithm. The proof strategy is to identify a potential function
that behaves monotonically, i.e. some quantity which strictly decreases as iterations are
performed. In the classical analysis, this potential is taken to be the squared distance of the
current iterate B®) to the closest diagonal matrix in Frobenius norm, denoted off(-). This
quantity can be compactly expressed as

off(B):= inf [|[B=D|p=|B-Dslp= 3 I[byl’

D diagonal
¢ ij€ln) i#
where Dp = diag(b1, ..., bun). A straightforward calculation reveals that that
oft(BHD) = oft (B — 2|b")|? (3.8)

where (7, j) is the pivot selected at time ¢. If (7, ) is picked according to the greedy pivot
rule (i.e. ]bg)|2 = argmax; ;. ]bg)|2), then |b§;)|2 will certainly be greater than the average
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so one has .

O > =
55 “n(n—1)

off(B®)
which ensures global convergence of off(B®) — 0 at a linear rate. If instead one uses a
randomized size 2 pivoting strategy, one has equality in expected value,

Eoff(BUHY) = (1 ~ 2

2 ) off(BW ‘
n—l)) (B, (3.9)

which again ensures global convergence in expectation at a linear rate. Although both cases
reduce to reasoning about the expectation, it does not seem that a random pivoting strategy
has been considered in the literature.

In the more general setting where B®) is the sequence produced by non-unitary trans-
formations, we no longer have (and therefore not either). Instead, we obtain an
expression similar to but with a different function in place of off(-).

A new potential function

Our potential function admits a few equivalent expressions. Letting B = Dgl/ QBD;/ 2, ie.,
the diagonal-normalization of B, we define I'(B) as

I'(B) :=tr(BoO B —I)=tr(B™Y) — ) by (B (3.10)

i,j€[n],i#]

As with off(+), it is clear from the definition that I'(B) = 0 when B is diagonal. Less
obvious, now, is the converse statement and quantitative versions. Notably, the converse
fails among indefinite or general matrice&ﬂ Fortunately, among positive definite matrices,
['(B) is proportional to the Jensen gap of a randomly sampled eigenvalue of B for the
function \ — A7

1 1 /- 1 N\

SI(B) =B\ — (EQ) ! = —tr(B_1> - (—tr(B)) . (3.11)

n n n
The expressions 1} 1) are equivalent since B has all 1s along the diagonal, so
tr(B) = n. Jensen’s inequality directly implies I'(B) > 0, with equality if and only if
all the eigenvalues of B are equal, i.e. B = I, which is equivalent to B = Dp being diagonal.

Unfortunately, the statement “TI'(B) = 0 implies B is diagonal” is not enough to conclude
that if for a sequence B® with I'(B®) — 0 that off(B®) — 0. Consider, for example,

2t A 1 ¢!
t) _ t) _
o=y g 8=

2 1
11 =0.
11

3A counter example is T ( [

— N =
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In this example, T'(B®) = 2(t> — 1)~! — 0 and yet off(B®) = 2> — oco. This example is
capturing the difference between becoming closer to diagonal in an absolute versus relative
sense. Indeed B® is moving further from the set of diagonal matrices in an absolute sense,
but in a relative sense we should instead consider off (B(t)) = 2t72 — (. It is this notion
of distance-to-diagonal that is captured by T'(:). Specifically, as shown in Theorem ,
I'(B®) — 0 implies off(B®) — 0 at the same rate. We justify considering only this relative
sense of distance-to-diagonal by noting that it is used as a standard stopping criterion for
the Jacobi eigenvalue algorithm [DV92|; therefore, convergence of I'(B®) — 0 is enough
to show convergence of Algorithm |1| for stopping criteria that are satisfied when off (3) is
reduced below some threshold.

This relationship between I'(+) and off(+) is intuitively explained by a general fact that
the Jensen gap is larger for distributions that are “spread out” and smaller for distributions

that are highly concentrated. In particular, off(B) is directly proportional to the variance
of a randomly selected eigenvalue:

2 2 1 A2 L - o 1 5

E(A*) —E(\)* = Etr(B )—1= EHB Iz = Eoff(B).
This same mechanism can be used to control the ratio between the largest and smallest
eigenvalues of B: if this ratio is close to 1, the eigenvalues are clustered, and if it is large,
they are spread out. This ratio is simply the condition number #(B). This quantity plays
an important role in the numerical stability analysis of the Jacobi eigenvalue algorithm
appearing in [DV92]; it is known as the diagonal-normalized condition number, which we
denote as #(B) = k(B).

This condition number can be arbitrarily smaller than the usual condition number x(-)
(consider, for example, any diagonal matrix), but cannot be much larger (specifically, as
shown in [Van69|, we have #(B) < nk(B).). The relationship between I'(+) and &(-) presented
in Theorem is what allows us to prove polynomial control over the numerical stability
of Algorithm [1]

These relationships between I'(B) and x(B) and off(B) are derived by considering an
optimization program of the eigenvalues \; of B. The constraints come from the invariant
tr(B) = n and the definition I'(B) = I'(B) = tr(B~!) — n. Converting these to statements
about the eigenvalues themselves results in the constraints

My >0, M4+ A=n, N4+ A=n+T(B). (3.12)

Strictly speaking, one may also wish to impose the ordering of the eigenvalues, A\; > --- > \,.
Due to the symmetry of the other constraints, this turns out not to be important. Observe
that the constraint 1/\+- - -+1/\, = n+T(B) implies all feasible points avoid the boundary,
Aj = 0 for some j. The set of feasible points is also compact, so the maximizing point for
any continuous objective function will be achieved for a point in the interior of the positive
orthant. This allows us to find optima of smooth functions by the method of Lagrange

multipliers. This method uses the following fact: if left-hand sides of the equalities in (|3.12))
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are Fy(Ar, ..., \) = A+ .o+ A and Fy(Ap, .., A,) = A7+ !

—+, and the objective
is @, then the optimal assignment satisfies

VO, A VOO, ..o, A
rank [ [VFI(Ar,..., A\n) = rank 1 e 1 <2 (3.13)
VEy(A1, .. A) —1/)2 —1/X2

In particular, the determinant of every 3 x 3 submatrix must vanish.

Lemma 3.3.1.

A

off(B) < T(B) - (\/1 Y T(B)/4+ \/F(B)/4)2

Proof. Put g = I'(B) = I'(B). We have

|IB—1I||%2=—-n+|B||2=-n+X+-+\. (3.14)
We consider maximizing (3.14]) subject to (3.12)). This is a smooth objective so by (]3.13)),
201 o 2\,
rank 1 e 1 <2 (3.15)
Y R Ye

By considering a vector [1 a b} in the left-nullspace, we see that each eigenvalue must be
the root of a common cubic polynomial 23 4+ az? — b = 0. By Descartes’ rule of signs, this
polynomial can have at most two positive roots. Without loss of generality, say

M= = A2 A = = Ay

for some index k. Plugging these into these constraints gives

k n—=k

kAl—i_(n )TZ n, )\1+ )\n

=n-+g.

Substituting for A\, and clearing the denominators shows that A\; must be the larger root of

s n(2k+g) n
— z p—
k(n—+g) n+g

By applying the quadratic formula, we see that the objective
kAT + (n— k)2

is monotonically increasing in k, so we should take k = n — 1. By rearranging the expression
obtained from the quadratic formula, this results in

g g g°
B L+ 2(n—1) \/(n—l)n + 4(n—1)2 &
1+g/n

)\1:"':/\71—1 )\n:n—(n—l)/\l
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Then the maximum of the objective function can be expressed as

=DM+ XN =—ntmn-DXN+(n—(n-1\)

=n(n—1)(\ — 1) (3.16)

The resulting expression is monotonically increasing in n, so one may upper bound this
quantity by taking the limit as n — oo. This yields

of(B) < (4/2+ Vg T /1)

O
Lemma 3.3.2.
1+T(B)/n < k(B) < (1+/T(B)/2+T(B)/2)%
Proof. For the lower bound on H(B), note that
nl(B) = ntr(B™Y) —n? = tr(B) - tr(B™Y) — n® < n||B|| - n||B7Y| — n?® = n’k(B) — n?.
For the upper bound, put g = I'(B) = ['(B). We have
k(B) = max(\i, ..., \y)/ min(Ag, ..., \n). (3.17)

We consider maximizing (3.17)) subject to (3.12). Since the constraints are all symmetric

in the variables, we may permute the assignment to the variables which maximizes KJ(B) SO
that Ay and )\, are the largest and smallest variables respectively. In particular, this means

we may simply maximize the smooth objective A;/\,. By (3.13)),

A 0 o0 —A/A2
rank 1 1 e 1 1 < 2. (3.18)
B IR S VO R VR AR YOV

The determinant of each 3 x 3 submatrix must be 0. Take the columns i, j,n for 1 < 1,7 < n.
This determinant is
A1 1
wle )0
n J %

which implies A\; = A;. The rank condition (3.18) thus simplifies dramatically since the
middle n — 2 columns coincide,

A 0 —X\/A2
det 1 1 1 = 0.
=12 =1/ —1/A
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Many terms cancel in this determinant, and the constraint simplifies to just A\ = A\ \,.
Divide the constraint A;+(n—2)A2+ A\, = n by As and multiply the constraint %1+”/\—_22+ﬁ =
n+ g by Ao to obtain

n >\2
)\2+(n )+ N Oy A1+(n )+An 2(n + g)

The lefthand sides of each of these constraints are both equal to /A1 /A, + v/ An/ A+ (n—2)
since Ay = /A1 \,. Consequently,

n
Ay ==y =4/ _
2 ! n-+g

Observe that we have deduced the sum A\; + A\, = n — (n — 2)\y and the product A\, = A2
so by Viete’s formulas \; and A, are the larger and smaller roots of

Z2—(n—(n—2)A)z+ =0

respectively. By applying the quadratic formula and rearranging, we obtain

Al/)\n:1+%<x(x+4)+(x+2) x(x+4)) where x =

9
Vitg/n+1

Notice that the expression for A\;/\, is increasing in x, and that x < g/2. Plugging this in
gives,

A /A <14 1/2g+ g2(g% + 169 4+ 80)/64 + g + ¢° /8
By treating this as a function of /g and applying Taylor’s theorem, this gives
s 5 15 g
K(B)<1+\/2_g+g+ﬁg + (319)
<(1+9g/2+9/2)

as required. 0

maX(HBH, HB’”II) <1+ @ n \/(1 v @)2 1.

Proof. Put g = T'(B). Here we are maximizing either A\, or 1/\, subject to (3-12). Since
the constraints are symmetric, we may equivalently think of the maximum values of A\; and
1/ instead, which correspond to just the maximum and minimum values of ;. Then by
(13.12), we have

Lemma 3.3.3.

1 0 0
det | 1 1 1 | =0
1N 102 —1/N
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ie. \; = A; for all 4,7 > 1. By plugging this into the constraints and solving for A\, we see
that the extremal values of A\; are the roots of

(1+g/n)2* —(2+g)z+1=0.

Notice that the larger root is increasing in n and the smaller root is decreasing in n, so we
obtain correct bounds by taking the limit as n goes to infinity. The consequence is that the
extremal values of \; lie between the roots of 22 — (2 4 g)z + 1. Since the product of the
roots is 1, the reciprocal of the smaller root is exactly the larger root, so we finally apply
the quadratic formula to obtain

max (A, 1/A;) < 1+@ - \/(1—4— @)2 —1

2

as desired. ]

3.4 Exact arithmetic

In this section we prove I'(-) converges to zero as Algorithm |1| progresses, first by analyzing
the change in I'(+) during a single step of the algorithm and then iterating. As a corollary, we
show that one- and two-sided versions of Algorithm [I| quickly converge to the factorizations
A= QT and B = T, .DT,.. where () is nearly orthogonal and D is nearly diagonal. See

acc

Theorem for a precise statement on this convergence.

One-step analysis

As promised, we derive an analogous formula to (3.8)) for how for I'(+) changes upon a single
iteration of Algorithm [I] Interestingly, although we will only apply this formula when B is
positive semi-definite, it holds for general matrices and so we state it as such.

Lemma 3.4.1 (Deterministic update formula). Fiz any B € C"*". Let J C [n] be any
subset of indices and S € CVI*XIU| be any nonsingular matriz such that S*By ;S is diagonal.

-1
Denote T = P, [S [] P* where o(J) = [k]. Then

P(T)'BT™') =T(B)+ > by (B ")
i,jedit]
Proof. Put P = P,. Note that ['(-) is invariant under conjugation by permutation matrices,

" O(T*BT ') =T((P*T*P)(P*BP)(P*T'P)).
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We can express P*BP and P*T'P as block matrices

. By BJJC] . [5_1 ]
P*BP = ' & P'TP = .
|:BJC7J BJC’JC _[

For the remainder of the proof, we replace P*BP with B and P*T'P with T. ® has lower
precedence than regular matrix multiplication, so My My ® M3My = (M M) @ (MsMy).
Then

D(TBT")—T(B)=t(T*BT ' ©TB™'T*) —tr(B®B™")

[T a2 o Jof ) me

=tr(S*By;S © STH(B ) s57) — tx(Bys © (B™") 1)
(3.20)

By assumption, S*B; ;S = D is diagonal. In particular, we have

tr(S*BysS© S N B ) s8™) = tr(S*ByyS - ST (B8 ) = tr(Byy - (B ).

This gives
I(T*BT) —T(B) = tr(Byy - (B ")) — tr(Bss ® (B™") 1))
=Y by (BT =Y by - (BT
e el (3.21)
= > by (B
i,j€Ji#]
as required. O

Completing the analogy of (3.8) to (3.9), we now compute the expected value of the
bound from Theorem under the randomized size k pivot rule.

Lemma 3.4.2 (Expected update). Fiz any B € C**". Let T be as in Theorem for a
uniformly randomly sampled size k pivot set J € ([Z}). Then

k(k—1)

ET(T')*BT™') = (1 T 1)

)F(B).

Proof.

IE( 3 bz.j.(B—l)ji> - (Z)l SO by (B Y

i, 5EJit] Je(tl) i)
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Note for each ordered pair (i, j) that the term b;; - (B~!);; appears exactly (Z:g) times. Thus

(3 o) =) ()5 e

i jET i i.j€n] i (3.22)
k(k—1)

=)

Iterated analysis

Theorem 3.4.3 (Global linear convergence of Algorithm . Let AW, B® be the sequence
of matrices produced by any instantiation of the the one- and two-sided versions Algorithm/[]]
respectively with randomized size k pivoting. Then

EI(BY) = (1 - flgfj = 3>tF<B<O>>,
ET(A®*A®) = (1 - ﬁﬁ—:gyr(wm@).

Proof. Theorem [3.4.2] implies

k(k—1)
n(n —1)
By using induction with the law of iterated expectation, we obtain

ET(BY) = E(E(T(BY) | B¢))

k(k —1) -
- (1 T a(n—1 )EF(B( ) (3.24)

E(T(BW)|BY) = <1 — )r(B“—U). (3.23)

[]

Remark 5 (Monotonicity and determinism). Unlike off(+), the potential function I'(+) is not
strictly monotone, it is only monotone in expectation. If one seeks a deterministic pivoting
strategy with monotone convergence, one could adopt a greedy strategy which is analogous
to . Specifically, pick
(i,4) = argmin R (b;;(B~");:).
Y RE]

With this pivoting rule, the bounds of Theorem 3.4.3| would hold with an inequality < instead
of equality in expectation. We speculate that this could be done efficiently in the setting
where one is initially given both B and B!, and updates both B® and (B®)~! in each
iteration.
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Remark 6 (Kaczmarz-Kac walk). Consider the special case of the one-sided Algorithm [1]
where £ = 2 and S is either upper or lower triangular. This is precisely the procedure
proposed in [Ste25] (where it is dubbed the “Kaczmarz-Kac walk”) and concurrently in
[DS26b]. With Theorem to relate I'(+) to (-), Theorem confirms the rate of
convergence of this method conjectured by Steinerberger [Ste25].

Our main result is a corollary of Theorem [3.4.3] showing the convergence of Algorithm [T}

Corollary 3.4.4. Let 0 < 6 < 1. Given positive definite B € C**™, run Algorithm [1] with
randomized size k pivoting for

n(n —1) . 5
t>———log(4nk(B)/d
> 70 g ani ()
iterations. Let Toee = Téé();, D = BW be the values returned by the algorithm. Let D' = D® 1
be just the diagonal entries of D. Then
.y 0
||B_Tach Tacc” < ||B|| —5
p p—
with probability at least 1 — p. Additionally, B = T, .DT,.. exvactly where D is close to
diagonal in the sense that

2
|dj| <5
= it

where d;; is the ift™" entry of D. Equivalently, if B = A*A, then the one-sided version returns
Q = AY forming the exact factorization A = QT where Q is nearly orthogonal in the sense

that
(qi, 4;)|
P A
2 gl s

where ¢; is the i'" column of Q. Finally, it is possible to execute lines 6-8 so that The is
ensured to be (special) unitarif] or (unit) upper/lower triangular, giving any of the factoriza-

tions listed in Table [31.

Proof. First note that as outlined in Table [3.1}, we can apply constraints to .S to produce a
specific factorization. Note that each listed property of S implies the corresponding property
of T in line 7. That is, if S is unitary, 7" will be unitary, if S is upper triangular, 7" will be
upper triangular, etc. These properties also are closed under multiplication, so the returned
transformation 7. will have the corresponding property as well. Picking S with the desired
constraint is also always possible: these are just the corresponding decompositions of B
and Ay, which always exist.

4Special unitary is any unitary matrix U with det(U) = 1.
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We now turn to the quantitative statements in the two-sided case. Theorem [3.4.2|implies

E(F(B(t)) | B(t—l)) - (1 _ fbgi : ii)P(B(t_%

By applying the same equality for smaller values of ¢ and using the law of iterated expecta-
tion, we have

(3.25)

By Theorem [3.4.3] our choice of ¢, and Theorem we have

k(k—1)

ED(BY) = <1 "D

)tF(B(O)) < 6%/4.

By Theorem [3.3.1| and Jensen’s inequality, we have

The statements for the one-sided case follow identically. The first statement in the corollary
follows by considering the event

which occurs with probability 1 — p by Markov’s inequality. This is equivalent to

HD’_1/2T_*BT_1D'_1/2 _ IHF <d/p

acc acc

which by the triangle inequality and submultiplicativity implies

||B - T;ch/Tacch < ||D,1/2TaCC||26/p
= | Taee D Tacell6/ p (3.26)

acc

< (1Bl + 1B = T3 D Tace |3/ p-

acc

The desired result follows by rearranging. O]
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3.5 Finite arithmetic analysis

The previous section showed that every instantiation of Algorithm (1| (i.e. every process for
selecting S in line 6) with randomized size k pivoting has the same expected behavior in
terms of T'(+). To obtain a convergence result in the presence of round-off error, one needs
to assume the updates line 8 and 9 are performed with small mixed forward-backward error
(see the diagram (3.27)).

In this setting, I'(-) will play two roles: the first role, as before, is that the convergence
of I'(-) — 0 tracks the convergence of the algorithm. The second role is in controlling the
accumulation of the error acquired during each iteration.

We let A®, B® denote the state of the one- and two-sided algorithm respectively after ¢
iterations are performed in finite precision with randomized size k pivoting (to contrast with
A® B® without tildes computed exactly). The stability of each iteration can be defined
in terms of the following commutative diagram, corresponding to a mixed forward-backward
guarantee.

A"(t) floating A"(t+1) é(t) floating E(t+1)
* * * (3.27)
+ + + +
A(t+1/3) _exact,  4(t+2/3) Bt+1/3) _exact,  p(t+2/3)

Later in this section, we will need to refer to the state at various iterations and “one-third”
iterations. To avoid ambiguity, we always take ¢ to be an integral index (i.e. refers to the
state after a complete number of iterations) and s an index in :N (i.e. can refer to an
in-between state). The diagram commutes in the following sense: if A+ s the result of
performing one iteration on AW in floating point arithmetNic, then~we are guaranteed the
existence of “intermediate states” AUT/3) which is close to A®) and AT2/3) which is close to
A+ guch that AH2/3) is the result of applying one iteration to A+1/3) iy exact arithmetic.
Analogous states exist for the two-sided variant. We define “closeness” by

Am A <= dist1(A,A)<e & B=rB < disty(B,B)<c¢

for pseudo-metrics

| " ‘ b’..
disty (4, 4) = swp |~ IIa’IIH dists(B, B) = sup | = — —-0m
j AN 1wjg

where aj,a’; is the jth column of A, A’ respectively. Note that we are implicitly assuming
here that the diagonal entries of B and B’ are positive. Importantly, dist;(A, A’) < € implies
that disty(ATA, ATA") < 22 + &2 = O(e) so it suffices to consider only the hypothesis of the

two-sided assumption of (3.27)).
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Control on ['(B®)

We_begin by proving a finite-arithmetic analog of Theorem [3.4.3| i.e., we wish to show
['(B®) exhibits linear convergence. In the last section, specifically, ([3.23)), we showed that

the stochastic process C ! T(BWY) was a martingale where C,, ;, = (1 — fﬁ;g) Thus C* — 0

roughly implied I'(B®) — 0 at the same rate. In this section, we define a new martingale and
show C 1 T'(B () is (nearly) bounded by it with high probability. To define the martingale,
we introduce the following random variables.

p<§<t+2/3>)

t2
X, =—2Z & Y, , = X
! T(B(t+1/3)) fit2 tl_t[l ¢

where we use the convention Y, ;, = 1 if 5 < 1.

Lemma 3.5.1 (Martingale behavior). For any index t1, the process
{C ™ Yauad 2,

s a nonnegative martingale.

Proof. Theorem states that

E(thé(t“/?’)) _ (1 _ k’(k’—_lo

n(n—1

Theorem shows that X; is a deterministic function of Bt1/3) and the randomly chosen
pivot J € (Z) Since the pivot chosen at each step is independent of previously chosen
pivots, one has

E(Xt | X1, .. >X0) =Chr = E(Ytl,t | Yii-1,... 7Ytl,tl) = Cn,kY;tl,t—l-
O

Our next lemma allows us to control the change in I'(-) between the states BU£1/3) and
the state B®.

Lemma 3.5.2 (Perturbation theory for I'(+)). Let B and P be square matrices with positive
diagonal entries. Suppose that B is positive definite and that dista(B,P) < ¢ for e <
1/(nT'(B) + n?) then P is also positive definite and

(U(B) +n)*

"y ne(I'(B) +n)

IU(B) = T(P)|

VAN
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Proof. Let X = D3"?BD;"? and Y = D;'*PD,'?. By definition of T'(-), we have

Consequently, we can express their difference as

IDX)—TY)| = [r(X' =Y )| = [tr (X (Y = X)Y 7)) (3.28)
=t (Y'X (Y - X))]. '

Since the entries of Y — X are bounded by ¢, we can apply Holder’s inequality and Cauchy-
Schwarz to obtain

[er (VXY 62! < e[Vl
Then by rearranging the triangle inequality
YL < || X! X! !
¥ < ot =7 -
<X+ X HFHY | I1X =Yl

one obtains . .
X |p X g

L= |IY = X[[p IXHp ~ 1=ne [ XY

Finally, note that the above quantity is monotone in || X ~!||z and apply

Y=l <

~1 -1
X7, <tr(X71) =T(X) +n.

Note that this argument applies if Y is replaced with any matrix in the line segment Y, =
sY + (1 — s)X. In particular, ||Y;!||, is finite for each choice of s € [0,1]. Since ¥} is a
continuous path among Hermitian invertible matrices with one end point, X, that is positive

definite, we conclude that the other end point, Y, is positive definite as well. O

To stitch these two lemmas together, we essentially argue that by selecting ¢ sufficiently
small, one can ensure that the additive error one obtains from Theorem [3.5.2] - between states
B 1/3) to B#+1/3) does not accumulate too much.

Theorem 3.5.3. For any time step T and parameters p,d > 0, if

op
<
°s 2n(T(B)rp~t +0 4 n)?- 712
then .
Pr<r(§<t>) < T(B) (1 — kEk — ;) 40 W< r> >1-2p
n(n —
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Proof. Set C' =1 — ZEZ:R Let y = 7p~ 1. Let Q be the event that

Q= sup Ctl_l_t2y;51t2 < Yy

0<ty to<T

and E; the event that B
E, =T(BY) <T(B)Yy1 +90.

We claim that Q C EgN---N E._;. We argue via induction on ¢t. The base case of 2 C FEj
follows since Ej is guaranteed. It thus suffices to argue that QN Ey N ... N E, C Eyiq.
Condition on the events 2, Ey, ..., E;. Define

d, =T(B1/) (B &  d =T(BY) — (B

where we adopt the convention B(-1/3) = B©) Then

t
F(B(t+l)) =I'(B)Yo: + Z d;Yje + d;+1
=0 (3.30)
< T(B)Yo + (t + 1)y sup d; + d;;.

(UN/AN
Theorem shows how to bound d;, , in terms of T'(B®). Specifically,

BG) 2 j 2
& < 2ne. (LBY) +n) (I'(B)C?y + 0 +n)

d; < 2ne - -
1 —ne(T(BW) + n) 1 —ne(l(B)Ciy + 4§ +n)

7

(3.31)

where we use 2, E; in the second inequality. The selection of ¢ is such that (3.30]) with (3.31])
implies F;,; occurs, completing the induction step. The consequence is

PI‘(E-,—,l n---N Eo) 2 PI‘(Q)

Now consider the event
Q' =supC Yy, < p .

t<t

Then _
QYNE, = T(BY)<T(B)C'p ™ +0.

Therefore by union bound,

Pr(r(§<t>) <D(B)Clp ' +4§ Vi< T> > Pr(B, NN EyNQ)

> Pr(E, 1 N---N Ey) — Pr(=Q) (3.32)
> Pr(Q2) — Pr(=Q").



CHAPTER 3. MATRIX FACTORIZATIONS 52

By Theorem [3.5.1} events €2, € concern the concentration of a nonnegative supermartingale.
For each t;, one has by Ville’s inequality that

to>ty

Pr(sup ch-imky, o > a) <a (3.33)

Apply for t; such that 0 < ¢; < 7 and a = y to obtain by union bound
Pr(=Q) <y 't =p.
Apply for t; = 0 and a = p~! to obtain
Pr(=Q") < p.
Plugging these inequalities into gives the final result. O

As we stated at the outset, I'(-) plays two roles: it must converge to 0 to show the
algorithm halts, and it also must never see a large intermediate value to ensure the numerical
error does not blow up. To these ends, we have two consequences of Theorem [3.5.3| In both,
we set

. ~ ~ N\-1/2 o ~ ~ o\ -1/2
BY — diag(bn, o ,bnn> BY diag <b11, o ,bm>
to be the diagonal-normalization of a matrix.

Corollary 3.5.4 (Boundedness of ||(B®)™Y||). For any time step T and parameters p > 0,
if

S
R s
then

Pr(sup NBOY | < 1B -np + 3) >1-2.
t<t

t
Proof. Apply Theorem |3.3.3| to Theorem [3.5.3) set 6 = 1, and use (1 M) < 1. O]

T n(n—1)

Corollary 3.5.5 (Approximate convergence). For any p € (0,1/2),6 € (0,1/4), let
n(n —1) -
t> T log (nll B /pd).
> 1) nl| B~ |/p

If
3
cc "
| B
then ) R
max([|BO, (B9) 7)) <1+2v6
with probability 1 — 2p.

Proof. Apply Theorem to Theorem [3.5.3] O]



CHAPTER 3. MATRIX FACTORIZATIONS 53

Orthogonalization is stable

The most general result is that if each iteration of the one-sided algorithm satisfies (3.27]),
then the overall algorithm stably computes an orthonormal basis of the column-space of A =

[al e an} € C%¥", This can be extended to a basis of the flag span(a, ), span(ay, as), span(ay, az, as), - - -

We give a handful of examples of implementations of the algorithm which satisfy .

We first need to specify a metric on the Grassmanian Gr,(C") so that we may quantify the
error of the basis output by the algorithm. For subspaces V and W of the same dimension
k, let Qy and Qw denote orthonormal basis for those spaces respectively. Then we use
the following standard metric, sometimes referred to as the gap-metric, which has a few
equivalent expressions |QZL05|,

dist(V, W) = [QvQ} — QuQiy || = inf [Qv — QwRI| = /1 — 01(Q Qu)? = sin(8(V, W),

where 6 is the largest principle angle between V' and W.

Lemma 3.5.6 (Perturbation theory for subspaces). Let A, A’ € C™" have unit length
columns. Then

| ) N \/ﬁdistl(A v)
dist(Col(A), Col(A")) < i)’
t( ( ) ( )) < max(an( ) (A ))

Proof. Let A = QR be the QR decomposition of A. Then
|4~ &1

on(A)
(3.34)

dist(Col(A), Col(A")) HQ AR

H(A AR

<[l A= AR =

Now,

L A—A A—A -
v vl v =l ]l

Finally, the metric is symmetric so we may swap the roles of A and A’. m

Theorem 3.5.7. Say one is given A € C™". Let A = Adiag(||la1]| ..., ||an]])”" normalize
the columns of A. Let Q = A" be the result of running the one-sided Algorithm |1 with
randomized size k pivoting on A € CP>™ with full column rank for

T = O( 2k 210g<0n(A>5)>

iterations. Assume each iteration is computed stably in the sense of (3.27)) for
_ 50,1(21)4'

nb7r4

Then with probability 1 — 2/n,
1Q*Q —I|| <3Vs &  dist(Col(Q), Col(A)) < 4.
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Proof. Theorem immediately implies ||Q*@ — I]| < d. By the triangle inequality,

T

dist(Col(A), Col(AT)) < Y < dist(Col(A®~1), Col(At-2/3))
t=1

+ dist (Col(A®=2/3)) Col(At-1/3)) (3.35)
+ dist(Col(A®~1/3)), col(ﬁﬂﬂ))) .

Since At=1/3) is exactly a column operation applied to A=2/3)  the middle term in the
summand vanishes. Note that one may replace A®) with its column-normalization A®). The
first and last term are bounded by Theorem [3.5.6}

~ i A(t=1)  A(t=2/3) i A(t=1/3)  A()
dist(Col(A),Col(A(T)))gTsup< Vindist (ACD, AC2D) - /ndist (A9, AY) )

~ ~

max (o, (A=), 0, (At=2/3)))  max(o,(At-2/3), 0, (AD))

te(7]

But the distances dist;(-,-) in the numerator are bounded by ¢ by assumption. Thus we
have

. 2
dist(Col(4), Col(A7)) < — 2TVP
inf,c, 0,(A®)

Theorem [3.5.4] shows that

-2
<inf an(fl(s))> < o,(A)2n? 43

s<T
with probability 1 — 2/n. The selection of ¢ gives the desired result. [

Remark 7. The following update rules orthogonalize a pair of unit vectors and can be
performed in floating point arithmetic with unit round-off u to satisfy (3.27)) with ¢ = O(n)u.
We describe them for J = {1,2} with a = (ay, as).

V-

The rule depicted the left (red) corresonds to Gram-Schmidt:
o1 aa] - [ %), (3.36)
The rule depicted in the middle (blue) is a normalized version of taking the SVD:

AR = (3:37)
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The rule depicted on the right (yellow) is a rule that treats the inputs symmetrically, and is
equivalent to applying the rule depicted in the middle twice in a row:

(v2—2a++/2+2a)a1+(v2—2a—+/2+2a)as (vV2—2a—+/2+2a)a1+(v/2—2a+v/2+2a)as
[a’l a’ﬂ = |:H(\/2—2a+\/2+2a)a1+(\/2—2a—\/2+2a)a2H H(\/2—204—\/2+2a)a1+(\/2—2a+\/2+2a)a2H ] )
(3.38)

— G5

— nsvD
nsvDx2

—— Our theorem

101

10~%

1077

10-10 4

Gamma / initial Gamma

10713 4

10-16 4

T T T T T T T
0 5000 10000 15000 20000 25000 30000
Iteration

. . . )y A1) . . .
Figure 3.1: Demonstration of evolution of 1“((A7)A)) as iterations are performed according to

T'((A0))* A(0)
each of the three rules depicted in Remark R(l(ﬂe is labeled GS in red. Rule is labeled
nSVD in blue. Rule is labeled nSVDx2 in yellow. The plot for is a single trial applied to
a 50x50 matrix with independent Haar unit vector columns. An interesting future line of inquery
is understanding why nSVD seems to tightly hug the expected value, whereas GS and nSVD seem
to have larger variance or thicker tails leading to a large probability that the observed behavior is
better than the expectation.

Remark 8 (The QR decomposition). One can strengthen the result of Theorem if
one implements the update A; + A;S by performing modified Gram-Schmidt to A;. The
returned basis () = [ql e qn} approximates the flag:

dist(span(qi, ..., qm),span(a, ..., ay)) <9

for all m < n. To see this, note that when using MGS in this way, the ordering of the pivot
indices i1 < - -+ < i in line 5 ensures that each column is completely unaffected by columns
to their right. Because of this, the algorithm using MGS run on input [a1 e an] can be
seen as simulating the same algorithm on all the inputs

[al} & [al ag] & [al as - am}

with a certain number of no-ops when the pivot J (partially) falls outside the index set.
However, these no-ops exactly counteract the reduced number of iterations required by the
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smaller input size for convergence: just replace k with the random variable |J N {1,--- ,m}|.

The result would then follow by Theorem [3.5.7]

Diagonalization and SVD are stable

Demmel and Veseli¢ study the stability of the Jacobi eigenvalue algorithm with an arbitrary
pivoting rule. Their results make two assumptions. The first is that the pivoting rule
is such that the method converges after some specified number of steps. The second is
that the diagonal-normalized condition number of any iterate remains bounded. Under our
randomized pivoting rule, both properties are satisfied. We restate the results of [DV92]
concerning eigenvalue and singular value error in terms of our notation.

Theorem 3.5.8 ([DV92, Corollary 3.2]). Given positive definite B € C**", let B be the
tth jterate of the two-sided Algorithm using a Givens rotation in step 6 (i.e. use k =2 and
follow the Jacobi eigenvalue algorithm) with unit round-off w. Then for each T,

< O(\/ﬁru + n disty (BT, I)) sup i(B®)

t<T

sup ——————
Jj€[n] /\j (B)

where X;T) is the jth largest diagonal entry of B™,

Theorem 3.5.9 ([DV92, Corollary 4.2]). Given positive definite A € C™™, let A®) be the
tth jterate of the one-sided Algom'thm using a Givens rotation in step 6 (i.e. use k =2 and
follow the Jacobi eigenvalue algorithm) with unit round-off w. Then for each T,

—————— <O(tu+n’u+n disty(AT* AT, I)) sup RAD* A0
jem  05(B) t<r

where 5](»7) 1s the length of the jth longest column ofg(T), the infimum is taken over orthogonal
matrices, and B® = A®* A1)
Our results allow us to provide a concrete upper bound for randomized size 2 pivoting.

Corollary 3.5.10. When using a randomized size 2 pivoting rule in the above theorems with

e as in Theorem[3.5.5, taking
7 = O(n*log(nk(B)/6))

iterations ensures

disto(BD, 1) < V6 and sup &2(BY) < k(B)n® + 3n.

t<t

with probability 1 — O(1/n)
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Proof. The bound on disty(B®, I) follows from Theorem [3.5.5, The bound on sup i(:)
follows from Theorem [3.5.4) along with the observation that ||B||® < n. O

Similar bounds for the eigenvectors and singular vectors can also be found in [DV92
(see their Theorems 3.3 and 4.3). We omit repeating the precise statements, but note that
the application of Theorem provides concrete bounds analogous to the bounds for
eigenvalues and singular values.
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Chapter 4

Spectral sums and rational
approximations

While the algorithms of Chapter |3 for computing matrix factorizations were theoretically
interesting, they are not practical due to the inefficiencies of random pivoting. Here we shift
to exploring efficient algorithms for computing spectral sums.

4.1 Introduction

In large-scale data analysis and numerical linear algebra, extracting spectral information
without computing a full eigendecomposition is a fundamental challenge. More concretely,
we consider the problem of computing a spectral sum, i.e., for a symmetric matrix A € R™*",
computing

tr(f(A)) = Zf(AAA)),

without computing a full eigendecomposition.

We provide a general framework for computing spectral sums, leveraging rational ap-
proximations of functions and stochastic trace estimation. Rational function approximations
generally have better convergence properties for non-smooth functions, such as an indicator
function or an absolute value function. However, evaluating rational matrix functions re-
quires solving linear systems, which can be a bottleneck to computation time. Thus there
is a tradeoff between the degree of the approximation and the time it takes to evaluate the
approximation. Historically, polynomial approximations have been preferred: although one
needs a higher degree for a desired error rate, evaluating p(A)y for a polynomial p only
requires matrix vector products with A.

In some instances though, when fast solvers are available, this tradeoff favors rational
approximations. For example, for structured matrices such as HODLR (hierarchical off-
diagonal low rank) or Toeplitz matrices, we always have fast solvers available, so rational
approximations are favorable. With advances in linear system solvers, such as [DS26a], we
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should sometimes favor rational approximations in general; this is largely problem dependent,
depending on how quickly we can solve the desired systems. In other instances, by starting
with a rational approximation and then using polynomials to approximate inverses, one can
derive a near-optimal degree polynomial approximation.

We explore this framework for two applications: spectral density estimation, via eigen-
value counts for intervals, and Schatten-1 norm estimation. Given a symmetric matrix
A € R™" the spectral density measure is

sale) = Y %5@ — A(A) (4.1)

where 0(x) is a Dirac mass at 0. Approximating the spectral density has long been an
important problem in chemistry and physics [DC70], [Tur88], [DS93|, and has also found
more recent applications in data analysis and machine learning (see for example [Y GKM20]
or [RL18]). Given local estimations of eigenvalues in intervals, one can construct a spectral
density estimation; in this way, a related problem is to approximate the number of eigenvalues
in a given interval I. Letting 1; be the indicator of the interval I, we can write

number of eigenvalues in [ = Z 1,(N(A) =tr1;(A).

=1

The Schatten-1 norm of a matrix A € R™*?, also known as the nuclear norm or the trace
norm, is

|Al. = >_ei(A). (4.2)

This is a quantity of interest in many fields: in matrix completion algorithms, it is used as
a substitute for matrix rank [JNS13|, [CR12|, and it is used for applications in theoretical
chemistry and differential privacy |GutO1], [HLM12].

Throughout, we assume we have taken the preprocessing step of normalizing the spectral
radius of A, so ||A]| < 1. We note this is standard among spectral density estimation algo-
rithms, and this can be done in O(nnz(A)) time using power methods or Lanczos methods
[IMM15], [KW92]. We will also assume ||A|| > 1/2, which holds by the same arguments.

Our contributions

On the approximation theory side, we give an explicitly computable rational approximation
of a step function, not involving any elliptic integrals, unlike the well-known Zolotarev func-
tions. The starting point is a rational approximation from [PP11]; we then analyze many
different properties of this function. In particular, we give a self-contained analysis of the
error introduced by numerically approximating the poles. We then give an explicit expres-
sion for the partial fraction decomposition, which lends itself well to parallelizability and
simplifies our later error analysis.
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We apply this approximation to two spectral problems: spectral density estimation and
Schatten-1 norm approximation. For the former, we show how to derive a near-optimal
degree polynomial approximation of a step function from our rational approximation, and
leverage this for a spectral density estimation algorithm with local guarantees, the first of its
kind. For the Schatten-1 norm approximation, we use our approximation of a step function
to give a rational approximation of the square root function. With the use of state of the
art fast solvers, this yields an algorithm for Schatten-1 norm approximation with the best
known dependency on n, with only a small trade off in the dependency on e.

Main results

Spectral density estimation. For a symmetric matrix A, we give a spectral density es-
timation satisfying both a Wasserstein distance guarantee and local “histogram” guarantees
for the number of eigenvalues in a stochastically chosen partitioning of the spectral win-
dows (see Theorem for details). We also gives an algorithm to estimate the number of
eigenvalues in a fixed target interval (see Theorem [4.4.6)).

Theorem 4.1.1 (Informally). Fize > 0. Let A be a symmetric matriz normalized as above.
With O(1/e*) matriz vector products with A, with probability at least 99/100 Algorithm @
returns a partitioning of [—1, 1] into intervals I, of width less than or equal to € and estimates
l;:t such that

(1 —e)ky — (ks + ke + ki) < ke < (1+e)ke + e(bio1 + Ky + kgr)

where k; is the true number of eigenvalues of A in I;. Additionally, we can define the
probability measure s 4 with point masses at the midpoints of each Iy with weight proportional
to ky. Then W(sa,54) <e.

For concreteness, we give an example of a measure for which a Wasserstein distance guarantee
does not imply histogram guarantees. Since we assume ¢ is a small constant and each
eigenvalue corresponds to an atom with mass 1/n, these examples are not hard to find.
More specifically, we give two measures with Wasserstein distance less than ¢* where
one has mass within 3¢ of 0, and the other does not. The choice of € is due to the fact
that if we run the well-known stochastic Lanczos quadrature (SLQ) algorithm for spectral
density estimation with O(1/e*) matrix vector products, we get a measure with a Wasserstein
distance bound of €* to the true spectral density. This example is not meant to compare this
algorithm with SLQ, but rather to compare the guarantees we can give on these algorithms.

Example. Fix ¢ < 1/10 and suppose n > 30/¢%. Consider a measure s4 corresponding to 10
eigenvalues at 0 and the rest in (=1, —3¢) U (3¢, 1). Now consider a measure u corresponding
to same eigenvalues in (—1, —3¢) U (3¢, 1) and the 10 eigenvalues at 0 now moved to 10e (see
below for a visualization).

By our choice of n, W(sa, ) < % -3¢ < &, but p will clearly not satisfy a local guarantee

near 0. In contrast, our algorithm will return k > 8 for the interval containing 0.
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Figure 4.1: Measure s4 with mass at 0. Figure 4.2: Measure p with no mass at 0.

Schatten-1 norm approximation. We give an algorithm for Schatten-1 norm estimation.
We state our result only for the dense case here; see Table for optimized runtimes for
various sparsity cases.

Theorem 4.1.2. Assuming d = n, nnz(A) = n?, Algoritﬁm@ yields a (1+¢€) approzimation
of the Schatten-1 norm with probability 99/100 in time O(n?/e'?).

We compare this result to several other algorithms for Schatten-1 norm approximation of
a dense matrix, specifically those of [DS26a] with runtime O(n?/e°) [MNSUW17| with run-
time of O(n>'3 /&), and [BJMMR25] with runtime of O(n?%/¢). In the case of [BIMMR25],
we note that they restrict only to matrix-vector products. All of these algorithms first ap-
proximate a spectral density estimation in some form, then use this to approximate the
Schatten-1 norm, while we directly approximate the Schatten-1 norm. Note these are all
probabilistic algorithms (ours included).

Technical overview

Approximation of a step function: We first approximate the step function 1}y on
some symmetric interval [— 3, f]. Our starting point is the explicit construction of a rational
approximation of a step function, s(z), given by [PP11]. We will want to take a partial
fraction decomposition of s(x), so we need explicit expressions for the poles of s(x). We
cannot explicitly factor the denominator of s(x), but we can compute highly accurate nu-
merically approximations of the poles very efficiently (see Theorem [£.3.5). Once we have
explicit approximate poles, we use these to build an approximation §(x) of s(z). We bound
the error introduced by using approximate poles in Theorem [4.3.6]

Structure of applications: We use this explicit, rational approximation of a step function
for the aforementioned applications. In each application, we follow a simple set of steps:

e Use step function approximation to approximate some function of interest.
e Use some choice of linear system solver to make rational approximation tractable.
e Perform stochastic approximation of the trace.

For spectral density estimation, the function of interest is an indicator of an interval, and
we use Chebychev semi-iteration to solve the linear systems and Hutch++ (see Theoremm
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for definition) to approximate the trace. For Schatten-1 norm, the function of interest is the
square root, we use the fast solvers of [DS26a] to solve the linear systems, and we use
variance-reduced trace estimation (similar to Hutch++).

Remark 9. We comment on the different choices for each application. On the linear sys-
tem solvers: the runtime for solvers using Chebychev semi-iteration is dependent on the
condition number, but the runtime of [DS26a] depends on average condition number (see
Theorem for details). In the Schatten-1 norm setting, we can provide a much better
bound on the average condition number than on the condition number. For spectral density
estimation though, we cannot reasonably improve the average condition number without
prior knowledge about the positioning of eigenvalues (which is what we are trying to ap-
proximate). Additionally, our linear systems across different intervals will all have the same
Krylov subspace (for a fixed vector), so using polynomial methods will actually be quite
beneficial for our spectral density algorithm.

On trace estimation, both methods roughly follow the same strategy. In both cases,
part of the method is to construct a low rank approximation of our target matrix. In the
Schatten-1 norm setting, we can build a low-rank approximation using Nystrom approxima-
tions (see Section for details). For spectral density estimation, this approach for low-rank
approximation is not an option due to certain properties of the sign function (in particular,
the sign function is not operator monotone; see [PMM25| for details).

For each step, we are trying to choose the optimal strategy available to us; for these
applications they happen to be different.

Prior work

Rational functions in numerical linear algebra: There has been considerable interest
in using rational functions for tasks in numerical linear algebra, considering the superior
approximation properties of rational functions over polynomials. Most of these have been
centered around Zolotarev functions, optimal degree rational approximations of the sign
function [Zol77|. For an extensive overview of rational approximations in linear algebra, see
[NT25]. One key issue with rational approximations is the need to solve linear systems to
compute a rational approximation. We mention several results and how they address this
issue.

Zolotarev approximations were used in [JS19| to perform spectral filtering for principal
component projection. Their work is similar to the ideas advanced here; they use asymmetric
SVRG to approximately solve systems. They also use Zolotarev functions to construct a
rational approximation of v/ and apply this to a matrix. Zolotarev functions were also used
in [NF16] as part of an algorithm to find the polar decomposition of a matrix A. They use a
QR factorization to avoid solving a linear system (see Lemma 4.1 of [NF16| for details). The
FEAST method for solving eigenproblems also uses Zolotarev approximations (see [TP14]
and |[GPTV15] for details). Other works implicitly use rational approximations through
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quadrature of contour integrals. This method was proposed in [HHTO0S8] to compute various
matrix functions.

Spectral density and Schatten-1 norm estimation: For spectral density algorithms,
polynomial methods have been historically more preferred (see [LSY16| for an overview
of the most popular methods). Perhaps the most prominent spectral density estimation
algorithm is stochastic Lanczos quadrature (SLQ), which is rooted in polynomial methods.
With O(1/¢) matrix-vector products, the spectral density estimation §4 from SLQ satisfies

W(SA,gA) S 15

with high probability for sufficiently large n, where s4 is the true spectral density [CTU21]|.
This bound was tightened for A with decaying singular values in [BJMMR25]. Current
results only give guarantees on the Wasserstein distance, but we expect SLQ can satisfy
much stronger guarantees.

The core idea of our spectral density algorithm is to do some spectral filtering for specific
regions of [— || Al [[Al|] where || A]| is the spectral radius. This idea is explicitly suggested in
[DPS16], where they discuss both polynomial and rational approximations of bump functions
to perform spectral filtering. In [MNSUW17|, Musco et al. implement this idea to construct
a spectral density estimation satisfying histogram guarantees, meaning for certain intervals,
they approximate the mass within that interval with relative guarantees. Although the
measure they construct does not satisfy a Wasserstein distance bound, it can be used to
approximate spectral sums, in particular the Schatten-1 norm. Interestingly, their approach
can be seen as using a rational approximation of a step function, but with only one real pole.
They use stochastic gradient descent to solve the arising systems.

We also mention that the spectral density algorithm in |[BJMMR25] can be used to
approximate the Schatten-1 norm; they directly estimate all of the singular values and use
this to approximate the Schatten-1 norm.

4.2 Preliminaries

Notation

We denote matrices and vectors in bold, A and v. For a matrix A, let ||A|| and ||A|
denote the spectral norm and the Frobenius norm, respectively. For a vector v and a positive
definite matrix M, ||z||,, = 7 Mz, i.e., the norm induced by M. For a symmetric matrix
A, we let \(A) > ... > A\, (A) denote the eigenvalues of A and let 0(A) denote the set
of all eigenvalues. For any matrix A, let 0;(A) be the singular values of A. As defined
above, we let ||Al|, = 3.7, 0;(A), i.e., the Schatten-1 norm or the nuclear norm, and let
k(A) = 01(A)/54(A). O(:) hides constants, and O(-) hide constants and polylog factors.
For an interval I, we let 1;(x) be the indicator function of that interval.
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Solving linear systems

Since we are using rational approximations, we will need ways to solve linear systems. If our
matrix A has some structure that makes solving the arising linear systems easy, we can take
advantage of that. If not, we offer two alternatives: polynomial methods with Chebychev
semi-iteration or near-optimal methods from [DS26].

Chebychev semi-iteration

For a positive definite matrix M, the following proposition gives an explicit iterative scheme
for approximating the action of M 'y by a degree-k polynomial qz(M)y. A key point
is that the induced polynomial depends only on k and the spectral interval, and it does
not depend of the input vector y. Note the vector-independence means we replace each
linear system appearing in f(A) for a rational function f with a polynomial approximation,
essentially rendering a polynomial approximation of f. We highlight this for two reasons:
(1) this effectively becomes a polynomial approximation method, and should be compared
to the (many) known polynomial methods, and (2) this makes the trace estimation analysis
easier. Stochastic trace estimation methods are analyzed as querying a single fixed matrix
across many matrix-vector products. Since this method uses a fixed polynomial independent
of y, we fit this model

Methods like conjugate gradient may be preferable in practice for solving the system,
but its approximation of M~y depends on the vector y. We do not consider this approach
here.

Theorem 4.2.1 (Chebyshev semi-iteration). Let M be a positive definite matriz with con-
dition number k. Given T > 0, there exists an explicit polynomial q, with degree at most
O(v/klog(1/7)) such that

Q1—7)M "' <g¢.(M) = (14+7)M".

Alternative methods: near-optimal linear system solvers

One can also opt for more “high-tech” linear system solvers, for example |[DS26a]. This
methods combines preconditioning, matrix sketching, low rank update formulas to get a
near-optimal linear system solver. We note that one advantage of these methods is that

they are not dependent on the condition number x(A) = Z?Eﬁ;, but rather on the average

condition number of a regularized matrix (defined below). We state the specific result that
we will use in Section .5l

Theorem 4.2.2 (Modified [DS26]). Let A € R"™¢ v € R?, and X > 0. For any 1, > 0,
there exists a randomized algorithm that returns a vector @& satisfying

- ) 2
|2 — w*HATA+>\I <e€r H‘If’*HATAJrAI» (4.3)
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with high probability, where x* = (AT A + M)~ *v. The algorithm runs in time

O((nnz(A) + d*Ro1(Ay)) 1og(1/5L)),

where A, € RD*d s the qugmented matriz formed by appending VI € R>? to the rows

of A, and for any M € R kg, (M) := %127:1 Z;((Az\ff))

Krylov methods

As we will see in Section [4.4, many of the linear systems that we solve will have a shared
right-hand side. We argue in this section that if one intends to approximate the solution
of all of these linear systems using polynomial methods, such as Chebyshev semi-iteration,
then one may save time by using a shared polynomial Krylov subspace. Notably, polynomial
Krylov subspace methods have become a standard tool in numerical linear algebra for large-
scale eigenproblems and linear systems [Saa03; [Saall]. We summarize our main claim in the
following proposition.

Proposition 4.2.3. Let py,ps,--- ,pr be polynomials of degree at most m — 1. Then for a
fized vector v, one may compute p;(A)v for each j =1,2,---  k using O(m) matriz-vector
products with A and an additional O(nmk) run-time.

Proof. Form the matrix K = [v, Av, -+, A" lw|. Let p(z) = cg+c1x+ -+ cp_12™ ! be
any polynomial of degree m — 1 and let ¢ = [cy,c1, -+, cm_1]T be the column vector of its
coefficients. Then p(A)v = Kec. Thus, to compute all of the p;(A)v, we can first use O(m)
matrix-vector products with A to form K € R™*™ and second use O(k) rectangular matrix-
vector products of the form ¢ — K¢ to calculate the p;(A)v, each of which requires O(nm)
time. Overall, we require O(m) matrix-vector products with A plus O(nmk) additional
time. O

Remark 10. The monomial basis used in K is known to be poorly behaved numerically; in
practice, one should use the output of the Lanczos procedure [Saall, Chapter 6]. See also
[Che24|. Stability is discussed also in [MMS1§].

Trace estimation

To approximate the trace of a matrix function f(A) we will use variance-reduced Hutchin-
son’s, known as Hutch++ [MMMW21].

Lemma 4.2.4 (Hutch++). Let M be a symmetric matriz, then with O(y/log(1/6)/e +
log(1/9)) matriz vector products with M, Hutch++ algorithm satisfies the following with
probability > 1 —§:

| Hutch++(M) —tr(M)| < e ||M||, .
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At a high level, Hutch++ approximates the trace in two steps: first it finds a low rank
approximation M) of M and directly computes the trace, then it approximates the trace
of M — M) using classical stochastic trace estimators, via quadratic forms with random
Rademacher vectors.

We note that Hutch++ builds its low rank approximation using matrix-vector products
computed with M. In Section[4.5, computing these matrix-vector products will be expensive,
and we will use an alternative method to construct a low-rank approximation of our matrix.
Although we do not directly apply Hutch-++, the same ideas will still apply: we approximate
our target matrix with a low rank approximation and directly compute the trace, then use
Hutchinson’s to approximate the remaining portion.

4.3 Rational approximation of step function

Our first goal will be to find an explicit, computable rational approximation of the indi-
cator function 1jg)(z). The well-known Zolotarev functions are the standard choice for a
rational approximation of the step function, given their optimal rate trade off between error
and degree. However, we opt for a different rational approximation, given by [PP11] (see
Theorem for an explicit definition).

The main advantage of this approximation as opposed to Zolotarev functions is the ability
to avoid elliptic integrals. We will want to take a partial fraction decomposition of whatever
rational approximation we take, so we will need to find the poles. For Zolotarev functions,
this means computing elliptic integrals. For our construction, we will have to approximate
the solutions to some system of equations, but as we will see in Section [4.3] this can be done
very accurately very quickly. Additionally, using this rational approximation we will be able
to explicitly write down the partial fraction decomposition in terms of the poles, and we can
bound the error introduced by substituting approximate poles.

Overall, this choice of rational approximation is simpler but still enjoys many of the
same benefits as Zolotarev functions: fast rate of convergence to the step function (as seen
in Theorem [4.3.1]), purely imaginary poles (as seen in Theorem [4.3.2)), and smallest pole
bounded away from zero (as seen in Theorem [4.3.3). We defer almost all of the proofs in
this section to the appendix — they largely rely on standard tools from calculus and in our
opinion are not conceptually interesting.

We remark that everything contained in this section is problem independent in a sense.
The function we construct will only depend on our error parameters, but not on A.

Theoretical approximation of step function

Our starting point is the following lemma from [PP11]:
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Lemma 4.3.1 ([PP11]). Let o, 5,7 > 0 and o/2 < 3. Then there ezists a rational function
s such that

|s(x)
1 —s(2)

‘ S [_ﬁ> —06/2]
|
0 < s(z)

<7
<7,  w€la/2,0],
<1 z € (—00,00)

and letting deg be the max degree of the numerator and denominator we have

2 1
deg s < Bln(e+—5) ln(e—l— —)
o v

where B > 1 1s an absolute constant less than 5.

We have the following explicit construction of s(x) from [PP11]. Let p = and

m = O(In(% )ln( )) and define

1
e+28/a

—z e 1
n(z) = 222 =TI+ 0", 5() = e
7j=1
Then the rational approximation described above is s(z) = s1(5z). Note that the degree m
is of the same order as the optimal degree rational approximation of this form, Zolotarev
functions.

As we will see, since we assume our matrix A has ||A|| = 1, we can take 3 to be a
constant (in particular, 5 = 3 will suffice). We will continue to include § as a parameter
in what follows, but we treat it as a constant. If we assume a < 1, we can take p = f, so
p = a. As « is the more meaningful parameter in terms of our construction, we will always
replace p with a in bounds. Note the dependency of the function on v is through m.

We will find the partial fraction decomposition of this function. To start, we need to
know where the poles are; below we show the poles are purely imaginary and give an explicit
description.

Lemma 4.3.2. The poles of s(z) are {j:i%, ce iiy";;l} where vy, satisfies:

Zarctan yep ™) = % + kg

J=1

The pole closest to the real axis will be of particular interest to us, mostly in regards to
conditioning of certain linear systems. We lower bound the magnitude of this pole.

Lemma 4.3.3. Let i be a pole of s(z). Then if p <1/2,
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For computational reasons, it will be beneficial to express s(z) as its partial fraction
decomposition. Fortunately, we can compute this in terms of the poles of s(z).

Lemma 4.3.4. Denote the poles of s(z) as {xiyo/p, ..., £iym_1/8}. The partial fraction
decomposition of s(z) is given by:

m—1 m i -1
1 P 1 1
S(Z> 2 z :( ZPQJ/W-I—?J;%) (ﬁz—zyk ﬁz—l—zyk)

k=0 \ j=1

Note this also gives us the partial fraction decomposition over the reals:

m—1 m ; -1
1 P 26z
= - 4 —_ —s |. 4.4
J/m

This will be useful to avoid complex arithmetic. To simplify notation, let C(y) = 4>, p%f’/m—ﬂ/z

so that )
— 20z
e (20
2

s(x) =

Remark 11. We see that to compute $(A) (or $(A)y for some vector y) we will need to
compute the inverses:

(B°A® +yid) ™.
Here we can begin to appreciate the advantage of having purely imaginary poles — no matter
the spectrum of A, our system still has eigenvalues bounded away from zero due to the y?
term. In other words, having the imaginary component ensures the systems we are solving
are (at least somewhat) well-conditioned.

Remark 12. We work with the partial fraction decomposition for a few reasons. First, it
allows for parallel computations of each desired inverse when we run Hutch++4-. It also will be
easier to analyze the error from approximately solving the inverses using the partial fraction
decomposition. Finally, it will be convenient to work with the partial fraction decomposition
when we analyze the error from approximating the poles in the next section.

Numerical approximation of step function

There is one key difficulty with the above approximation: we cannot explicitly compute the
poles, so we cannot implement this approximation. We will first need to numerically approx-
imate the poles (using a simple numerical method, such as bisection method or Newton’s
method), and then see how much this affects our approximation.

Lemma 4.3.5. We can numerically approzimate the poles to within & in O(m?log(m/€)) =

O(log(1/€)) time.
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Let y; be the approximate poles returned from Theorem We consider the rational
function §(z) constructed with the approximate poles of s(x):

m—1

+> Cly) ™ (L) (4.5)

§(ZL‘) = e 5212 + (y;;>2

We show the error from using the approximate poles is small.

Lemma 4.3.6. Let §(z) be as above and assume |y, — yi| < & < yo for all m. Then for all
real x

|5(x) — s(x)| < O(m&/yo)-
Then with the appropriate choice of parameters, we can approximate a step function:

Lemma 4.3.7. In O(1) time, we can find 5(z) such that

< v YIS [_57 —04/2]
<7, z€la/2,8],
+ 7, x € (—00,00).

Proof. We will make an explicit choice of &, use Theorem to bound the difference
between |$(z) — s(z)|, then use Theorem to bound the difference to the step function.
Apply Theorem with
0 _ Y
§=—75<—.

m m
Then O(d{/yo) < O(7) so we have |5(z) — s(z)| < O(y). We note that the constant hidden
here is less than 10, provided & < /2. Adjusting our choice of v by a constant factor, we
can assume

|3(z) = s(x)] <.
Applying triangle inequality and Theorem [4.3.1| gives us the desired error bounds to the step
function.
Combining the runtime from Theorem with our choice of &, the runtime is

O (m2 h(%i)) =0(1).

We have now achieved the goal of this section: an explicit, computable rational approx-
imation of the step function, given to us in the form of §(x). Now we see what we can do
with this approximation.

]
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4.4 Spectral density estimation

We now leverage our estimate $(x) to approximate the number of eigenvalues in a given
interval and to give a spectral density estimation with histogram guarantees. First, we
construct an approximate bump function using the following observation:

Lia1.00) (%) = L[a1,00) (%) = Lag,00)(T) = Lpo,00) (T — 1) — Ljo,00) (7 — a2). (4.6)

Once we construct our approximate bump function, in order to apply it to our matrix A,
we need to solve the linear systems appearing in our expression. We will do this using
Chebychev semi-iteration. We note that this will in fact give us a polynomial approximation
of a bump function (and a step function). As we will see in Theorem [4.4.3] this polynomial
achieves the best degree possible up to log factors. Once this is in place, we apply Hutch++
to give approximations for the number of eigenvalues in an interval.

Note our approximation of a bump function is smooth from the rational approximation
and will have some non-zero boundary region of width /2 on each side. We offer different
framings of how to interpret our approximation with respect to this boundary region. If
there is a known gap in our spectrum, we can take advantage of this (Theorem ; if not,
we can use what we call a “sandwich” approximation (Theorem [4.4.6).

For a full spectral density estimation with histogram guarantees, we will apply the single
interval framework many times. We will choose the partitioning of [—1, 1] stochastically to
avoid having a large number of eigenvalues in our boundary regions (this is inspired by the
same random choice of intervals used in [MNSUW17]). The end result is a spectral density
estimation with global and local guarantees (see Theorem [£.4.7).

Rational approximation: indicator function

We first use $(x) to define an approximate indicator function of some interval.

Theorem 4.4.1. Let —=3/2 +a < a1 < az < /2 —a. In O(1) time, we can compute
bla,,a0) () such that

blar.a) (1) — 1 (93)‘< 7 fora € [=6/2,a1 — o] Ular, ar] Uaz + v, 5/2]
v ezl “ |1+~ otherwise.

We also note for x € [a1—a, a1]U[az, ag+a] (our boundary regions), —y < B[al,ag](:v) <1+7.

Proof. We will construct our indicator as a difference of shifted step functions, as alluded to
in (4.6). We need to have some care with our choice of shifts due to our boundary regions.
Recall the shape of §(z):
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1"/ .

" 1
L 2 T 1) A 1

P % %fa ®

where the shaded regions are the bounds we have on §(z) (we have drawn a representative
curve for concreteness, but note we only know the curve falls in the shaded region).
Let —3/2 +a < a; < ay < /2 —a. We want to take shifted copies of §(z):

¥ s 4 i i i 5 I "
1 v 1} L AN A | T ] L4
ok A% oy Oz 0% 0y+X

We see the appropriate shifts to make sure we are close to 1 for all of [ay, as] is a; — «/2 for
one step function and ay + a/2 for the other step function. We let

s 021 () = 8(2 — (a1 — @/2)) = 3(z — (a2 + @/2)).

This gives us an approximate indicator of [a1, as] with boundary regions of width a on either
side. Using Theorem and the triangle inequality, we have

(4.7)

N 2 f —0B/2 — 2
b[a1,a2](1') - 1[a1,a2}($)’ < { i orre [ ﬂ/ i a] N [GI’GQ] N [a2 i a’ﬁ/ ]

142y otherwise

Note for the first case we are leveraging our choice of ay,ay: for any x € [—f/2,a; — o] U
las + «, B/2] we have © — (a; — a/2), x — (aa + «/2) € [—f, 5], the region where we have more
control over §(x).

Adjusting v by a constant factor gives us the desired error bounds. The bounds for the
boundary region come from applying the triangle inequality more carefully to our difference
of step functions (or from our illustration above).

The runtime analysis is identical to the runtime for §(z). O
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Remark 13 (Choice of 3). Recall that in our initial construction, we chose f = 3. Assuming
a < 1/2, we see that we can construct a bump function for any interval with —1 < a; <
as < 1, which is precisely our spectral window. We took [ to be slightly larger than our
spectral radius so that we would be able to do these shifts to get bump functions.

Recalling the partial fraction decomposition of §(x) from Theorem [4.3.4] we have:

m—1

baraa)(A) = Y Cyp) "2(A = (a1 — /2 )(B*(A = (a1 — a/2)I)* + (y)*T) !
k=0

m—1

=D Clu) "2(A = (a2 + a/2)I)(B*(A = (az + a/2)I)* + (y;)*I) .

i

(4.8)

Now we turn to solving the linear systems appearing in this expression.

Linear system solver: Chebychev semi-iteration
For ease of notation, let b := B[al,ag} throughout.

If we have a linear system solver, then we are happy to work directly with ZA)(m) If not, we
can use Chebyshev semi-iteration to approximate the inverses with polynomials. As stated
in Theorem [4.2.1], given a positive definite matrix M with condition number x and error
tolerance 7 > 0, we can find a polynomial ¢, with degree at most O(y/klog(1/7)) such that

(1—7) M 2 q(M) = (14+7) M.

We will first bound the condition number of the systems we are applying this to and bound
the degree of the polynomial. Then we analyze the error introduced by substituting in these
polynomial approximations. Since our bump function is just constructed as a difference of
two step functions, we will work with step functions primarily (for ease of notation), and
then apply the triangle inequality to control the error in b.

Condition number bound

~

Theorem 4.4.2. For each inverse appearing in $(A) or b(A), we can find a (1 +7) poly-
nomual approximate inverse with degree at most

o210 -oft)

Note this means we need at most O(é) matriz-vector products to find the approximate in-
verse.
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Proof. We want bound the condition numbers of matrices of the form
(B*(A —tI)* + (y)*1)

for some shift ¢ (which could be 0 in the case of §(A)). The smallest eigenvalue is at least
(y5)? because of the second term. The largest is at most O(1) + (y;)? since 3 = 3 and
|A —tI|| < 3since |[t| <1+ «a/2 < 2. The condition number is always bounded by

ws1+0( ) <05

Using Theorem and the fact that y§ = O(yo) by our choice of parameters in Theo-

rem 4.3.7,, we have
sof2)-o()
P e

Combining this bound with Theorem we have that for each inverse appearing in §(A),

we can find a (1 & 7)-approximation using O<%ﬂ> matrix vector products. ]

Error analysis from inverse approximation

We now need to understand the error introduced into $(A) from plugging in these approxi-
mate inverses. We start with analyzing the error introduced to the scalar function §(z).

Lemma 4.4.3. Recall  should be treated as a constant. Let q.(x) denote the polynomial
from Theorem [J.2.1) satisfying for x € [(y), B + (4)?),

(1— )2 < gp(z) < (1+ )2, (4.9)

Let §(x) denote the fully polynomial approximation of the step function

+ > Clyp) ' - 282 - (822 + (43)?). (4.10)

Note by Theorem |4.4.4, 3(x) has degree at most O<M> = O(é) Then we have

[0}

For x € [—a/2,a/2], we can guarantee —y < §(x) < 1+ 7.

Proof. We start by bounding the difference between 5(z) and $(x). We will leverage the fact
that for any « € [—f, 5], by our choice of ¢, we have

|ari(B72® + ()*) — (B%% + (yp)*) 7| < 7(8%” + (y)*) .
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By definitions of $(x) and §(z), and the fact that C'(y;) > 0, we have

|5(x) — 3(2)] = 2_: Cy) 26 - (617(62902 +(5)?) — (B%* + (yZ)Q)_l)
k=0
<3 ) e | (0.5 + D) — (820 + ) 7))
k=0
<+ 3 O) ™ 282 - (P2 + ))

o

=0

Now notice that all terms in the sum are positive if > 0 or negative if x < 0, so we can
move the absolute value outside the sum again without any loss. Taking the absolute value
of the sum, we see

|5(z) = s(x)[ <7 Z_ Clyr) ™28z - (8% + (y)") | = 7 |s(x) — 1/2|.
k=0

Since |$(z)] < 2, we have |$(x) — s(x)| < O(r) for x € [-5,8]. We can adjust 7 by a
constant factor and incur no change to the order of the degree, so we assume without loss
of generality that |$(z) — s(z)| < 7.

Now by the triangle inequality and Theorem we have

5() = Lo (@)] <747 forz € [=B,—a/2 Ula/2,8
Within the boundary interval, we can bound the value of our approximation:
—(v+7)<5(x)<1+~y+7 forxe[-a/2,a/2

Letting 7 = 7 and scaling both by a constant factor we get a v approximation to 1. ()
for x € [-f, —a/2] U [a/2, B].
Finally, we have the degree guaranteed by applying Theorem and our choice of

Remark 14. By [EYO06], this achieves the best polynomial approximation of a step function
with respect to parameters «,7 up to log factors. Such a polynomial was used in [JS19)
to perform principal component projections; they explicitly construct a polynomial approx-
imation of sign(z) with optimal degree with respect to analogous parameters. They give
an efficient and stable construction using Chebyshev polynomials by first approximating a
square root function. The connection between rational and polynomial approximations of
optimal degree (up to log factors) has not been noted previously to our knowledge.

Our results for spectral density estimation with histogram guarantees can thus also be
obtained by directly using such an optimal degree polynomial. However, we believe the
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connection between rational and polynomial approximations of optimal degree (up to log
factors) is theoretically interesting. We also note that given a structured matrix A where
fast system solvers are available, it is possible to do better than the runtime achieved with a
polynomial approximation. In this case, one would work directly with b(A) instead of b(A)
(defined below).

We can now define b(z) as

b(x) =5z —ay + a/2) — 3(x — az — a/2). (4.12)

This is a fully polynomial approximation to the indicator function of [a;, as]. As an imme-
diate corollary of the above and Theorem we have that b is a good approximation to a
bump function.

Corollary 4.4.4. For —3/2 —a < a; < ay < /2 + a, letting b(x) be as defined in (4.12),
then

13[ () -1 ](:17)‘ < {7 forxz € [—F/2,a; — a| U ay,as] Ulas + «, 5/2] (4.13)

1+~ otherwise.

For z € [a; — a, a1] U ag, ag + ] we have —y < bia, ap)(2) < 1+7. The degree of b is at most
O(1/a).

We note by the choice of our ¢, and the conditioning of our systems, this immediately
extends to the matrix case.

Trace estimation: Hutch++

Our overall goal is to give an approximation for the number of eigenvalues in some tar-
get interval [a;,as]. Let ke, denote the number of eigenvalues in [a;, as] and note that
t1(1[a, 0] (A)) = Keig- Let &y denote the number of eigenvalues in [a1 —ar/2, a1]U[ag, as+ /2],
tion of 1, q,](%), we can approximate ke;y by looking at tr(b(A)). From Theorem |4.4.1/ and
Theorem [4.4.4] respectively we have

which we will refer to as the “boundary regions”. Now that we have l;(x), an approxima-
1]

—ny < tr(b(A)) — tr(Ljg, a0 (A)) < kb + 17, (4.14)

where we are using the fact that by our choice of f = 3 and normalization, o(A) C

[_6/27 ﬂ/2] - ~
Now we turn to estimating tr(b(A)). To compute tr(b(A)) to e relative accuracy, we

will need to compute O(1/¢) matrix-vector products with b(A) by Theorem 4.2.4] By Theo-
rem b(A) is a polynomial of degree at most O(1/«), so for each matrix-vector product
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with b(A), we need O(1/a) matrix-vector products with A. We see that with O(aie) matrix-
vector products with A, we can find

(4.15)

‘Hutch++(l~9(A)) - tr(l;(A))‘ <e HB(A)

From Theorem [4.4.4] we can bound HE(A)H => )\Z(Z;(A))‘ < keig + kp + ny. Combining
this with (4.14]) and using the triangle inequality we see

(1 — e)keiyg — ek — ny < Hutch++(b(A)) < (1 + €)keig + (1 +€)ky + 1y (4.16)

where we have let v absorb a constant factor. Note the runtime is inversely proportional to
the width of the boundary region.

Single intervals

We apply the above to single intervals.

Isolated interval

Corollary 4.4.5. Suppose for some target interval [a1, as] there is a choice of « such that

. . . . . . =2
ky =0 (i.e., therc:zs a known gap of width o on either side of the target interval). In O(%)
time we can find k such that

k— keig S 5keig-

Proof. Applying the above with the given a, with O(é) matvecs, we can find Hutch++(b(A))
such that .
‘Hutch++(b(A)) .

£
S §keig + nv,

where we have used that k, = 0 and let v absorb the constant factor in (4.16]). Letting

v = ¢/2n? note ny < . Then if we return k¥ = Hutch++(b(A)), we have the desired
bound since

‘Hutch—i——F(B(A)) — Keig

9
< ékeig +ny < Skeig'

We now just need to deal with the case when k., = 0. If k;; = 0, then we have

‘Hutch++(l~)(A))‘ < (4.17)

<
2n’
Additionally, provided ¢ < 1 and n > 1 we will only ever have (4.17)) if ke;y = 0, so in this

case we can safely round down and return k£ = 0. O]
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interval of length (14 ¢)d

[ | [
1 [ 1

interval of length

Figure 4.3: Intervals used in a “sandwich” approximation.

“Sandwich” approximations

Corollary 4.4.6. Consider some target interval of length 6 centered at some point \: I; =
A —3/2, A+ 0/2], and the “sandwiching” interval of length (1 + ¢)d for some constant c:
L=A=(14¢)d8/2, A+ (1+¢)6/2] (see Figure[{.5). Let k; be the number of eigenvalues of
A in I;. Then in O(%) time, we can find k such that

(]_ — E)k’l S ];‘ S (]_ —|—€)]€2.

Proof. Instead of applying Hutch—++ to estimate the trace, we will apply classic Hutchinson’s.
This requires O(1/e?) matrix-vector products to give a (1 & ) approximate of the trace; in
other words we have

(1 - g) tr(b(A)) < Hutch(b(A)) < (1 n g) tr(b(A)).

Using the bounds from (4.14)), this gives

(1 - g)(zﬁ — n7) < Hutch(b(A)) < (1 + g) (ks + ny).
Assume € < 1/2 and n > 2 and set 7 = ¢/2n* If Hutch(b(A)) < 0, then return k= 0;
otherwise return £ = Hutch(b(A)). Using a similar argument to above, k satisfies the desired
bounds. O

Spectral density estimation

We use the machinery developed in the past few sections to give a spectral density estimation
with histogram guarantees — essentially to approximate the number of eigenvalues in various
intervals.

We consider a histogram approximation with intervals of uniform widths. We will choose
our the endpoints of our intervals randomly so that with some constant probability, very
few of the eigenvalues fall in the boundary regions (drawing inspiration from [MNSUW17]).
Note that if we choose our intervals deterministically, we cannot possibly hope to make this
guarantee.

We outline the procedure with the following algorithm:
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Algorithm 2 Approximate spectral histogram with uniform interval widths

Require: Symmetric A with ||A|| < 1, desired width w, and error parameters ¢, v
Ensure: Set of intervals I; of width w with counts /;;t where /;t approximates the number of
eigenvalues of A in the interval I;

> Choose partitioning and vectors for trace approximations.
Set a = O(w?v).
Choose z € [~w/2 + «/2,w/2 — /2] uniformly at random.
Set Iy = [x + tw,z + (t + Dw] for —[1/w| —1 <t < [1/w] + 1.
Set S = [1/e]. choose yi,...,ys € {—1,1}" independently, uniformly at random.

> Find Krylov subspaces.

o

for each y; do
6:  Form Krylov subspace K4(y;) = {yi, Ay;, . .. ,Akyi} where k = O(l/a).
7: end for
> Perform trace approximation.
8: for each I; do
9:  Run Hutch++ [MMMW21] on b;,(A), using Ka(y;) to efficiently compute by, (A)y;.
10:  Let k, = approximation returned by Hutch++
11:  If l%t < ev, set l%t =0.
12: end for
13:
14: return I, and l%t for all ¢. > Return intervals and estimates.

Theorem 4.4.7. With probability at least 99/100, Algom'thm@ returns intervals Iy of width
w and values k; such that

(1 — 5)]{315 — €V(k't_1 + k’t + kt+1) S ]%t < (1 + E)k’t + I/(k’t_l -+ kt + ka_l).

cw?v

The runtime for the algorithm s O( n )

Proof. We break the proof up into several sections for clarity: (1) construction of intervals,
(2) probabilistic argument, where we argue that by the construction of our intervals, there
should be few eigenvalues lying in the boundary regions, (3) trace estimation, where we
unravel the error from applying Hutch++, and (4) runtime analysis of all the steps of our
algorithm.

Construction of intervals: We construct the intervals as outlined in Algorithm 2] Let
w denote some fixed length and choose some = € [—w/2 4+ a/2,w/2 — «/2] uniformly at
random. Consider the lattice points {z + tw} with —|1/w]| —1 <t < [1/w] + 1. Let

I = [z +tw,z+ (t+ 1w, I, =[r+tw—a/2,z+ (t+ Dw+ a/2).
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Now define M; = [tw —w/2, (t + 1)w + w/2]. Notice that by our choice of z, we determinis-
tically have 3
[t C Mt C It,1 U [t UIt+1.

Probabilistic argument: Let k; denote the number of eigenvalues in the interval I;.
Recall that 3 3
tr(by, (A)) <k + |o(A) N (T\L)| + ny. (4.18)

Let B = {i:\(A) € I,\I, for some t}, i.e., the indices of eigenvalues that fall in some
boundary. Note that B is a random set, depending on the choice of . We have that
P(i € B) < - for any i. (This is easiest to see by considering the probability that the
point 0 is in a boundary region — this only occurs if x € [—«a/2, /2] so that 0 is within «/2
of an endpoint. This occurs with probability a/(w — «).)

Using this, we bound the expectation of ‘O’(A) N (Tt\ft)‘:

E|lo(A)n(T\L)|=E > 1(i€B) (4.19)
)\'( )Ejt\lt
Z (i € B) (4.20)
i(A)e
Z (i € B) (4.21)
i(A)e
(6%
< o (kt 1+ ke + k). (4.22)
By Markov, with probability 1 — 5&:
200« 400«

‘U(A) N (Tt\]t)} < (ki1 + ke + kppr) < —5— (ki1 + ke + Kigr)

w(w — a)

where in the last step we have assumed o < w/2. By a union bound, this holds for all
intervals simultaneously with probably 99/100 (since we have 2/w intervals).
Taking o = O(w? - v) we have for all I; with probability 99/100

tr(by,(A)) < ke + v(keo1 + ki + kyr) + 0y

Trace estimation: Now we consider the Hutch++ step with 1/ matvecs with by, (A).
Letting k; = Hutch++(b;, (A)), by (4.16) we have

]::t_kt

<eki+ (14 ¢e)ky + ny.

We are conditioning on the event that the second term in this bound is small — in particular,
with probability 99/100, we have

ky — k| < eky+v(1+ &) (ke + ke + kigr) + 1y
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By adjusting our choice of v, the (1 + ) factor can be absorbed into v (as we will see, this
will not affect the runtime by more than a constant factor). We then have

ke < (14 e)ky + v(kiy + ke + Kisr) + 0.

Note we can set v = ev/n, which will again not affect the asymptotic runtime except for log
factors. If k;_1, k¢, or ki1 are non-zero, the ny term can be absorbed into the second term.
If b,y =kt = kyiq = 0, then the algorithm will return a value < ev, in which case we round
down to 0. In either case, the following upper bound holds:

ke < (14 &)ky + v(ke_y 4 ki + k).
For the lower bound, recall that
tr(b(A)) >k, — ny.
Combining this with Hutch++, we have with probability 99/100:
ke > (1 — &)k — vk + ko + ki),

where we have absorbed the ny term into the second term by the above argument.

Run time analysis: Now we work out the runtime. In order to leverage Theorem
we fix one random set of vectors {yi,...,ys} where S = |1/¢] to be used When we apply
Hutch++ for any by, (A). Recalling that each by, (A), we have from Theorem |4.2.3| that to
compute by, (A)y; for a fixed y; for all t will take O(1/a) matrix-vector products Wlth A and
an additional O(%) We do this for |1/e] vectors, so recalling a = O(w?v), in total our

runtime is )
~( n ~/n
O n 0( ) .
sw?v swsdy

Note that the dominant time is computing the Krylov subspaces. O]

Corollary 4.4.8. Fiz 1 > ¢ > 0. With probability at least 99/100 in time O(n?/e*), Algo-
rithm |4 returns I; of width less than or equal to € and kt such that

(1—¢e)ky — 52(]%}71 + kit + k1) < ];716 < (1 +e)ky + (ks + ke + keq).

Additionally, we can define the probability measure S a with point masses at the midpoints of
each I, with weight proportional to k. Then W(sa,5a) < O(e).

Proof. For the histogram guarantee, we simply apply Theorem [4.4.7| with w = v = ¢.
We consider the Wasserstein distance guarantee. First consider an intermediary measure
i defined as follows: given the intervals I, = [a;, b;] and k;, the number of eigenvalues in Iy,

let
at+bt _E
P\ on’
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Note that each point mass in the original spectral distribution s4 could have moved by at
most £/2 since I; have width < e, so we have

W(n, sa) < 5. (4.23)

DO ™

Now we turn to s4. Letting I; be as above and /;;t be the approximate number of
eigenvalues returned by the algorithm, we let

§ Qy +bt o ]%t
4 2 B Zz ffz

Note the sum of the approximate number of eigenvalues in each interval will not necessarily
sum to n, hence the different normalization. Using the guarantees on each k;, we have:

n(l—e—3e?) < Z]%t < n(l+ 4e).
t

We write 37, ks = n(1 + A) where —4e < A < 4e, where we assume ¢ < 1 and v < ¢.

We will bound W (1, § 4) since the only difference is the mass they place at each midpoint,
then use the triangle inequality to compare s4 to s4. To bound the Wasserstein distance,
we have from [GS02]

W(p,54) < 2([p— Sallzy

where the 2 is coming from the fact that the whole interval has length 2. Let y = {% 1y = [ay, by },
i.e., the locations of all the point masses. By definition since both y and 54 are defined on
the same discrete set, we have

3 1 i 1 ke Ky
= Sallpy =5 ) lu() —84@)| =5 ) |- — ==
2;; 2; no Sk
I k(14 A) — K
221; n(l+ A)
1 1 Ak, ky—ky
_2;<1+A) n * n
1 4e
< — (|A 4e) <
Ssaray (Al+4e) s
We have 4
£
<\ < ‘
W 8a) < 7

Combined with (4.23)), assuming ¢ < 1/5 we have
W(SA,gA) S 0(6)
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Remark 15. The individual interval count guarantees in Theorem are reminiscent of
the histogram approximation of [MNSUW17| but are ultimately incomparable. The spec-
tral density estimation given from the histogram counts in [MNSUW17| does not achieve
a Wasserstein distance guarantee, but it can be used to give an approximation of spectral
sums. Our spectral density estimation is the opposite: while we satisfy a Wasserstein dis-
tance guarantee, the rounding we do is in an absolute sense (not a relative sense), so we
cannot use this to give relative approximations of spectral sums. The key difference is the
“boundary” regions of the two methods: in [MNSUW17|, these boundary regions have size
relative to the size of the endpoints of an interval; here, the boundary regions are always of
a constant size.

The method of [MNSUWI17] can also be viewed as using a rational approximation of a
bump function, but they restrict to only one real pole. The advantage is then they only have
one system to solve (repeatedly), so they can find a good preconditioner for that one system
to then use repeatedly; the disadvantage is that the approximation is not as good.

4.5 Schatten-1 norm approximation

We look at the problem of approximating the Schatten-1 norm (or a nuclear norm) of a
matrix A € R"*¢ again assuming we have normalized so || A|| € [1/2,1]. Recall from (4.2))
the Schatten-1 norm of A, denoted ||A]|,, is defined as follows

d
1Al =) oi(A),
=1

where o1(A) > -+ > 04(A) are the singular values of the matrix A. Given an error
parameter ¢ > 0, our goal is to compute an estimator Z such that (1 —¢) [|A|], < Z <
(1+¢)||All,, with probability 99/100.

We first observe that ||Al|, = tr(VATA). We proceed by constructing a rational ap-
proximation to y/z using the previously defined step function §(z). We again assume we
have taken a pre-processing step to normalize so that HATAH € [1/2,1]. Note this implies
1Al > 172

Rational approximation: /x

For a non-negative z € R, let x = 2, then \/z = |t| = t - sign(t). We form a rational
approximation to the sign function §(¢) using the step function §(¢) from Theorem as
g(t) :== 25(t) — 1. We can also write this as
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Then, we have that a rational approximation to \/x can be represented as tg(t). Substituting
x = t? we get the following expression

m—1 m j =
L I N A
- kz; (16 ; prm 4 (y?:)2> <52$ + (972)2) ‘

where again we will assume = 3. This gives us the following piecewise bound for g(x)

—O(vr) < g(z) < Ve £O0(We), xel0,a°/4]
f—O('y\/_)éﬁ(x) Ve+0(Wr), xela?/4,5

where the degree, m, of §(z) is O( Eﬂ (—))
Setting /2 < %, we get that
(1—2—0() 1A, < tr(7(ATA)) < (1+0(x) | Al (4.24)

We will use stochastic trace estimator to estimate the trace above, which requires getting
an estimate of

m—1 m . -1
o Pj/m -1
AT Ay = 16 —_——— -BATA(B*ATA *)2
A kz—() ( ; prm + (y}i)2> pa Al H) e,

for any vector v. To get an estimate of #(A" A)v, we will invoke the linear system solver of
DS26, and the main work goes into estimating (5*A"TA + (yZ)Q)_lv.

Linear system solver: [DS26a]

Theorem 4.5.1 (Modified [DS26]). Let A € R"™¢ v € R?, and A > 0. For any g1, > 0,
there exists a randomized algorithm that returns a vector @ satisfying

|2 — 33*||%4TA+,\1 <er ||w*||?4TA+AI7 (4.25)
with high probability, where z* = (AT A + XI)~v. The algorithm runs in time
O((nnz(A) + d’Fo.1(Ay)) log(1/er)),

where Ay € RD* s the augmented matriz formed by appending VI € R¥>4 to the rows
of A, and for any M € R kg, (M) = dzz L

Ud

To estimate tr(#(A"T A)), we will consider quadratic forms like v " <ﬁATA(52ATA + (y7)?) 71) v.
To estimate this we will use the Theorem [4.5.1l The following fact simplifies the expression,

and in the lemma after that we bound the error in the quadratic form produced by our
procedure, versus the actual quadratic form.
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Fact 4.5.2. Let M be a positive semidefinite matriz and let ¢ > 0. Then M (M + cI)™' =
I—c(M +cI)™

Lemma 4.5.3. Let v € R? be a Rademacher vector. Suppose that & is the vector returned
by Theorem solver with x* = (AT A + ((y;)?/8*)I) " v. Then, with high probability,
the error E; between the quadratic forms can be bounded as

1 1 - d«/SL
E,=v -ATAx* —v' —ATAz| < )
5 p - p

Proof. Let M = AT A, and let \; = (y;/53)?. Then, by Theorem |4.5.2) the expression

BATA(B*ATA + (y;*)2)‘1 = %(I —N(M 4+ N7,

Multiplying a Rademacher vector v on both sides, we get that
1 1
UTE(I — MM+ \I) v = B(d — Ao (M + NI .

Recall that & is the vector returned by Theorem solver with * = (M + \I) 'v. Then
our procedure outputs %(d — \v'x). We now bound the error E; between the quadratic
forms:

1 1 Y
E,=|=(d= ) \v'&)— =(d= \v'z)| =" |v (@2 —x*
5 )= 5l =73 v )
By definition * = (M + \I) v, so v = (M + N\ I)x*, and we get that

i
< — |z ,
5 (B PV,

AZ * -~ * -~ *
Ei:E‘((M‘i‘)\iI)CU ) (& — x¥) & — || pp g - (4.26)

Now, note from (4.25)) that | — @*| p;, 5.1 < VEL ||| ar4,7> Which implies that

by .
e A (.27
Furthermore, we can simplify

VEL I 2 = vVEze (M 4+ AD)a" = VEL((M + AD)™0) (M + AD)((M + A1) ™)
= Vepv (M + \I) o = Jepv'x".

Plugging this into (4.27)), we get that

Ai
E; < E\/gL(vTa:*). (4.28)
We can also bound v x* by recalling that v'x* = v (M + \I) v < %, since the eigen-

values of (M + \I)~' < A7t and ||v||5 = d. Moreover, v &* > 0, which from (4.28) implies
that B; < 2L, O
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Lemma 4.5.4. For a Rademacher v, let DS_Alg(f(AT A)v) be our algorithm to estimate
v 7(ATA)v. Then

| DS_Alg(F(AT A)v) — v #(AT A)v| < O(dmy/er).

Moreover, for a Rademacher vector v, each call of DS_Alg(F(AT A)v) takes time

O(<nnz(A) + d;) log(1 /gL)).

Proof. From Theorem 4.5.3, we get that

IDS_Alg(# (A" A)v) — #(AT A)v| < Z(mz S G ) -déa.

< O(dmy/zL),

where the last inequality follows from Theorem |4.6.3, and the fact that £ is a constant.

To show the running time, we first collect all the facts we need. Recall that to get a
relative approximation to Schatten-1 norm ((4.24])) we set the parameter o/2 = || A||, /d
and we assumed that the spectral radius, and hence the Schatten-1 norm, is at least a
constant. Therefore, from Theorem |4.3.1], we get that

m := deg(7(x)) = O(log(d/e) log(1/7)). (4.29)

Next, we compute the smallest y; used in the expression for a, because that would determine
the condition number of our system. From Theorem , we know that the smallest y; =
O(( || All, /d)log(v™")).

We now compute the number %, and let y§ denote the smallest magnitude pole of 7(z).
Then the matrix A, in Theorem is the matrix A with y3I appended at the bottom.
Calculating <o 1, we get that

dEHA” Jd e

&.I*—‘

Ko <

d
Z +3/0 LAl 1

We have to use Theorem [£.5.1]for each of the m poles, and therefore, we get that the running
time of computing DS_Alg(7(A" A)v) is bounded by

O (m (nnz(A) + dg) log(1 /EL)) =0 ( <nnz(A) + dg) log(1 /sL)) :

where the equality follows from (4.29)). O
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Trace estimation: variance reduced Huchinson’s

Instead of directly applying Hutchinson’s trace estimator, we follow the variance reduced
Hutchinson’s approach [MMMW21] to estimate tr(#(A"TA)). Towards that, we first get a
low rank approximation to /(AT A). However, matrix-vector products with /(AT A) (or
an approximation of it) are expensive, so we appeal to different method for constructing a
low rank approximation. This exact problem has been addressed by Persson et al. [PMM25|,
where they show how that for operator monotone functions f, tr(f(ATA)) can easily be
approximated using low rank approximation to AT A. We show this in the following lemma.

Lemma 4.5.5. Let A € R"™? and let M = AT A. For any k € [d], and constant n > 0
there exists a randomized procedure that computes a rank-k PSD matriz H € R>? such that,
with high probability:

1. tr(H) can be computed in O(k) time.

2. The matriz H satisfies

H\/_ HH (1+mn) H\/_ \/_) (k)

2
» .

The total running time of this procedure is O(nnz( A)k + dk? + k).

Proof. First, run p = O(logd) iterations of the randomized Block Krylov subspace method
on M to obtain an orthonormal basis Q € R¥*. From Musco and Musco [MM15, Theorem
11] we get that

1M — (QQ" M) [} < (1+n) || M — (M)g][5.

<

Next, we explicitly construct the rank-k Nystrom approximation M = MQ(QTMQ)!Q™ M.
Then, using Persson et al. [PMM25, Theorem 3.2] we get that

M~ W1 < (4 ) a2 — (v

and M = M = 0. Finally, we apply the operator monotone function f(z) = \/z to the

Nystrom approximation M, setting H = (v M )(k)- From Persson et al. [PMM25, Theorem
2.5], we have the guarantee that

2

Vot - s, < 1+ 0| VAT - /A0

Running Time: The block Krylov method takes O(nnz( A)k+dk?) time, and the Nystrom
method takes O(nnz(A)k+dk*+k?) time, which leads to a total running time of O(nnz(A)k-+
dk* + k?). O
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Lemma 4.5.6. Let M = AT A, and let H be the matriz from the previous lemma, and
let ¢ € Z be a positive integer. Let #(x) be the rational approzimation to vV, of degree m.
Then, there exists an algorithm that returns an estimate Z that satisfies

Z- Al

10 /1 1
< O(e) ||All,, with probability at least 1 — " (a + @>

Moreover, the time taken to construct such an estimator is

O (q(nnz(A) + d;) ) .

Proof. Let ¢ be the number of matrix-vector product queries to 7(M ). If we had exact access
to them, then our ideal variance-reduced Hutchinson’s estimator would be Z = tr(H) +
1N T

g 2uie1 Vi (7(M) — H)v;, where v;’s are random Rademacher vectors. However, since we

are using the solvers of [DS26] to estimate v, #(M )v;, our estimator (Theorem |.5.4) is
. 1 <
7 :=tr(H)+ = (DS-Alg(f(M)v;) — v Hv,).

i=1

Using triangle inequality, we get that the total error is

Z-)Al|< |Z2-2|+ |2-EZ] + [EZ-|Al] .
\ / TV Ve

Solver Error Statistical Error ~ Approximation Error

We bound each of those individually.

Approximation error: By definition EZ = tr(7(M)). In our setting with a/2 = ¢ ||A||, /d,
and v < £/(4d), we get that

EZ ~ || AlL| = |Tr((M)) - :(vM)| < O(e) | Al
Solver error: By Theorem 4.5.4] we have that

q
]Z - Z‘ < 3 Y [DSAlg(#(AT A)v,) — v (AT A)wi| < O(dm /2.

=1

To ensure that this is at most € || A||,, we set e, = O(e? || A||, /(d*m?)), and since we assumed
that || A||, is at least a constant we have that e, = O(g?/(d?*m?)).



CHAPTER 4. SPECTRAL SUMS AND RATIONAL APPROXIMATIONS 88

Statistical error: To bound |Z — EZ|, we will use the Chebyshev concentration inequality,
which requires computing its variance. Recall that Z = tr(H) + é S v (F(M) — H)v,,
where v;’s are random Rademacher vectors. Then,

Van(z) = Yool CLO0) = Hjo) 21600 = HIJ,

We now bound 2 ||#(M) — H||3. We decompose this as

2
2|If(M) — HI} < 4 |[7(M) - VM| +4 H\/M _H

2
F

2
The second term, 4 H\/M - H H , can be bounded using the previous lemma as follows
F

=) Y oA

i=k+1

4H\/M— HH? <4(1+n) H\/M— (VM) @

where the last inequality uses the fact that the singular values are sorted in descending
2

order, which implies that oy41(A) < ||A]||, /k. Next, we bound 4 ‘ (M) — \/MH . Since
F

a/2 =c||Al, /d, we get that

2
A|[F) VM| <4 AL fd+ 40 AL < 52 A2 /d,

for v < ;5. Therefore, we get that the variance of the Hutchinsons estimator for the tail is

Var(z) < PIALC/d+ (Lt m)/k)
N q

Using the Chebyshev concentration inequality, we get

g SIAIZ 2/d+ (Lt n)/k) _1(5  5(L+n)
Pr(|Z ~ E[Z]| > < | A]l,) < T (34 )

d ke?

.. . - 1(5
Therefore, combining all three bounds above, we get that with probability 1— (E + ==

we have

12— 1141L] < 0@) |14l
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Running time analysis: We make a total of ¢ matrix-vector queries to 7(M). From
Theorem [4.5.4) and with our parameters o/2 = ¢ [|A||, /d, v = €/(4d), ep, = O(*/(d*m?)),
where m = log(d/e) log(1/7) (), we get that the total running time of estimating Z is

0, <q (nnz(A) + d;) log(1 /EL)) = O(q (nnz(A) -+ d;) >

We note that the solver of DS26 in Theorem returns the answer with high probability,
so our probability bound holds. O]

We consolidate the above steps for the full algorithm, given in Algorithm [3]

Algorithm 3 Approximate Schatten-1 norm

Require: A € R™? with ||A|| <1
Ensure: (14 O(e)) relative approximation of 37, 0;(A)

> Parameter Initialization
1: Set a=¢/d, p=3,7=c¢/(4d)
2: Set the rational degree m = ©(log(d/e)log(1/v)), and solver tolerance e, =
O(e2/(d*m?)).

3: Set k and ¢ based on sparsity of A, and let M = AT A.

> Head: Low Rank Approximation
Run Block Krylov method on M to obtain basis Q € R**.
Form the Nystrom approximation M = M QQ"MQ)'Q"M.

Compute rank-k square root H = (\/ M)( ;
k

Calculate the exact trace of the head: Tyeaq := tr(H).
> Tail: Hutchinson’s Stochastic Trace Estimator
8: Initialize S = 0 to accumulate trace of the tail.
9: for =1 to g do
10:  Draw random Rademacher vector v; € {—1,1}¢, and let Q; = 0.
11: fork=0tom —1do

12: Let A\x = (y;)?/ 5%

13: Use DS_Alg to find & satisfying (M + A\,I)x = v; to precision ¢y > [DS26a]
i —1

14: Let ¢, = (16 Z;"Zl W) . > Rational Coefficients

15: Q,,<—Qz+ck%(d—)\kvja~3)

16: end for

17: S(—S*FQi—’UZTH’Ui.

18: end for

19:

20: return Z = Tyeag + % > Combine the Outputs
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Theorem 4.5.7. Assuming d = n, nnzA) = n?, Algomthm@ yields a (1+¢) approzimation

of the Schatten-1 norm with probability 99/100 in time O(n?/e"5).

Proof. Combining the running time of two lemmas, we get that we can estimate Schatten-1

: o 1(5  5(1+n)
norm with probability 1 — (E + 25

) and with a total running time of

B B 2
O(nnz(A)k + dk* + k*) + O (nnz(A)q + %q) .

We optimize k and ¢ under various settings of nnz(A) v/s d, and note down their running

time in the following table: O]
Matrix Condition | Optimal Rank (k) | Optimal Queries (¢) | Total Running Time
nnz(A) > d?/e o(1/¢) o(1/¢) )
nnz(A) = O(d?) O(1/:1%) O(1/£%%) O(;f—i
43 )2 < nna(A) < & @(#) @(W) O(d jfi(A)>
nnz(A) = 8(d) O(d/e) O(1/(d"/3¢)) o)

Table 4.1: Optimized runtime of Algorithm |3| for various sparsities.

4.6 Appendix

Proofs for theoretical approximation of step function

Results on poles:

Proof of Theorem[{.3.9. We show the poles of s(z) must be purely imaginary and give ex-
plicit equations defining them.
By definition:

1
s(z) = s1(Bz) = W25 + 1
so the poles are precisely when h%(3z) +1 =0 = h(8z) = +i. Now consider 3z = x + iy:
p(=B2)| _1rl—2—iy+0""| _ 1 p”m — ) y2
h = = A
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Note that p//™ is a real, positive number. If z > 0, all of the factors will be less than 1, so
|h(Bz)] < 1. If x < 0, all of the factors will be greater than 1, so |h(8z)| > 1. We must
have x = 0, so all the poles are strictly imaginary. We also note that since the poles are the
roots of p?(82) + p*(—fz), a real-coefficient polynomial, they must be closed under complex
conjugation.

Suppose we have a pole at 2 = i%. Then by above, we must have arg(h(iy)) = £5 +mn
for some m. Using the definition of h(z), we have

arg(h(iy)) = arg( %) = erj;arg (H) (4.30)
fj B/ i) — ang(" 4 ) (451)
= —2Zarctan(y/pj/m), (4.32)
j=1
so for some m, y must satisfy
2’": arctan(y/p/™) = :t% + k% (4.33)

J=1

First consider equations of the form
Zarctan (y/p'™) = + k—

Since |arctan(z)| < /2, we see the above only has a solution for 0 < m < d — 1. Let y; be
the solution to

Zarctan y/p]/m)zg%—kg for 0 <m <d-—1.
7j=1

3 3 Yo ;Y1 T Ym—1
This gives us d poles, {zﬁ,zﬁ,...,z 5

exactly 2d poles. O]

}. Including the complex conjugates, we have

Proof of Theorem [{.5.3. Our goal is to lower bound the minimum pole.
We note that Z;n:l arctan(yp~9/™) is strictly increasing in y, so the smallest pole will be

when .
E arctan<L> = il
j=1 P 4
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or equivalently when the right hand side is —7/4. Since z > arctan(z), we must have

— Y
2 i =

J=1

%Ia

We analyze the geometric series appearing in the sum

m

-1
Zp—j/m:p—um. p -1 -0 ,
p~t/m—1  p(l—pt/m)

j=1
Plugging this back into the above, we get the lower bound

mp(1 — p'/™)

R Ti Ry

To get the second bound, we recall that m = O(In(1/p)), so we have p/™ = em < e7! <
1 — & for m > 1. Rearranging this we have

p(1—pt/my > 2
m

]

Results on partial fraction decomposition: To find the partial fraction deomposition,
we will use the residue method. We state and prove it now for the sake of completeness.

Theorem 4.6.1 (Residue method). Let s(z) be a rational function and let f, g be any analytic
functions such that s(z) = %. Suppose s(z) has a pole at \,.. Then in the partial fraction

decomposition, the coefficient on the term ﬁ 1S given by

f( M)
g'(Ar)

Proof. Suppose we have a rational function s(z) with poles \; and we want to find the partial
fraction decomposition, i.e., we want to find r; such that:

s(z) :sz)\i'

Suppose also we have some expression s(z) =

(but not

necessarily polynomials). Suppose we want to find r. Multiplying both sides by z — Ay we
have

(z = Ap)s(z) = rp + Z ST = lim (2 — Ap)s(2).

zZ — )\,L 2=k
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Now we use the expression we had for s(z):

o o =M
s(z) = Zli)rg\lk(z — Ap)s(z) = le)ri R
)
— i TAFCE= M) oitars
PR g (z)
)
9'(Ak)
where from the first to the second line we used that (A — Ax) f(Ax) = 0 and g(Ax) = 0 since
i is a pole. O

Proof of Theorem[{.3.4, We want to write s(z) as

m—1 m—
A B, By,
iy—’“+2+zy’“_ Z —1 ﬁzﬁj%
k=0 8 k= Yk Yk
where A, and B, are some (possibly complex-valued) constants.
Recall that
p(82)? 1 Bz
s(z) = 2( ) 5 = R h(Bz) = p52)
p(B2)* +p(=Bz)>  h(Bz)*+1 p(Bz)

Since the degrees of the numerator and denominator are equal, ¢(z) must be a constant; in
particular, we must have lim, ., s(z) = ¢(z). Since p(z) is a degree d polynomial, we see
lim, o h(B2) = (—1)™, so lim, o, h(B2)* = 1. Using this we have

o) = Jim o) = I g =

To find A,, and B,,, we invoke the residue method, as stated in Theorem |4.6.1. To
Applying this to the above expression of s(z), we have:

1 1
%(h(ﬁz)z + 1)|Z=iyk/ﬁ a Qﬂh(iyk)h/(iyk)‘

A, =

We use the logarithmic derivative to differentiate h(z):

TloR(h(2) = 5 = W) = S log(h()
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Using the definition of h(z) and p(z) we have:

d

d—log(h Zlog (—z+ p/'™) —log(z + p//™)

>
_j_ —z 4 pilm 4 pilm

_pr/m
- Z 2j/m _

Plugging in iy, we have

PRI 27 P
2Bh(iye)h (iy) = 2Bh(iyk)* > ——s e =Y Z e
j=1
where we used h(iy,)?> = —1 by the choice of y;,. Plugging in —iy; we get the same expression

for B,,:

pﬂm B

Bound on sum of coefficients: We first bound the largest pole.

Lemma 4.6.2. Let y,,_1 be the solution to
- y o\ _ 7 T
;arctan<m) =57t (m — 1)5

Then ypm_1 < 2 < O(m)

T1— El/m

Proof. Using the identity arctan(z) = 5 — X for 2 > 0 we have

- Ym-1\ T m S Ym-1) _ T
Zlamtan<gj/m) 7Z+(m_1>§ = ;g—arctan<€j/m) =1

m j/m
<= Zarc’cam(6 ) = %

j=1 Ym—1

Now using that arctan(xz) < z we have that

" S (20 <5

1 Ym—1

]/m 5\7/m 1

—gl/m’

Ym—1 - Z
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To arrive at the final expression, notice that
(1—g)=(1—e/™(1 4V 2my  emmy < (1—e/™m.

Rearranging we have
1 m
<
l—¢el/m = 1-—¢

where we assume that ¢ < 1/2. [

Lemma 4.6.3. Let y; be the solutions to
iarctan( > = z—}—k:z
s gi/m 4 2"

Then we have

m—1 m -1
P
(Z Wﬂ) < O(m).

k=0

Proof. We will show sum is dominated by the final term, i.e., the dominant term is

—1
m 2i/m
s (S )

First we upper bound this term and then we should the sum of the rest are the same order.
To upper bound S;ll_l, we want to lower bound S,,_1. We can rewrite S,,_; as:

m ; m i/m
Z gi/m - 1 Z ;;71
STy Y (221

From Theorem [4.6.2] we have an upper bound on y,,_1, so we have a lower bound on m 171
Our goal then is To lower bound the sum

m gd/m
Z Ym—1

j/m
=L

As shown in Theorem |4.6.2| we know » ", arctan<ﬂ> = 1. We define 0; = arctan(ﬂ)
J Ym—1 Y

2.0=17
j=1

We can now think of this as the following optimization problem

then we have:

m m

tan 0;

minimize E tanenﬁ SllbjeCt to E Qj = % and 9j Z 0.
j=1 J Jj=1
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Simplifying the trigonometry, this is equivalent to

1 m
minimize 5 Z sin(26;) subject to Z 0, = — and 6, > 0.
j=1 j=1
By the concavity of our objective function, we see that the minimum will occur at one of the
vertices of the boundary, i.e., when one 6, = 7/4 and the rest are 0. In this case we have

1
—Zsm 20 :—sm< ):—.
. 2 2

Recalling our original expression, we have the upper bound S,' | < 2y,, ;.

Now we bound the rest of the sum. In particular, we will show

First note that letting f(y) = > 7", arctan(y/ﬂ/m) we have

m

Ms

=y

/ i/m 2/ 2
Fll y//ﬂm pilm =Mty

We can rewrite our target expression as ZZ 0 f,(y 3 Now we want to invoke the inverse

function theorem. Recall by choice of y; we have f(yx) = § +i5. Let ; = § +iF, then by
the inverse function theorem

m—2 m—2

L )Y
> 7 = LU @)
Now we will relate the right hand side as an integral. Note that x;;; — x; = 5 for all 4, so
m—2 o =2
S (f M @) = — > (@ipr — @) (f (@)
=1 j=1

We interpret this as an integral. We claim that (f~!(z))’ is an increasing function. Provided

this fact:
)

3

2 m—
- Z Tit1 — iEz 1(5Ui))/ <

>q
BRI

/ (/" (@) da

3 .
|
() —-

(f M wiza) — ()

I
SEECE RS

FH @mer) = [N (21))

IA
<
i
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The only outstanding thing to show is that (f~!(x))’ is an increasing function. But recall
that (f~!(x)) = f’ y for z = f(y). Since arctan is an increasing function and f is a sum of

arctans, y increases as x increases. Thus, it suffices to show % is increasing in y. We have

an explicit form of ﬁ, and we see this is increasing in y.

Putting these bounds together with Theorem we have

m—1 m p]/m -1
(Z PRI L2 ) < O(Ym—1) < O(m).

k=0

n
Corollary 4.6.4. Let y;, be the approximate poles as in Theorem with |y — yr| < Yo.

Then
m—1 m /m -1
(Z i T <y;>2> =

k=0

Proof. We omit the details, but the core idea is that the perturbation is sufficiently small so
that the relative change to the denominator is a constant factor. O]

Proofs for numerical approximation of step function

Proof of Theorem[{.3.5. We want to find the zero of the function

= Z arctan(y/p”/™) — (7 /4 + mm /2).
j=1
Note that f,,(0) < 0, and for y > 0, f/.(y) = Z;’;l% > 0. Moreover, let y, =
%Z;’;l p’/™. Since m < d — 1, using the bound arctan(t) > 7/2 — 1/t, for t > 0, we obtain
that

Z arctan( y/pm
j=1 P

We have established that f,, is a strictly increasing function with f(0) < 0 and f(y,) > 0.
Therefore, the root y; € [0,y,]. By using the bisection algorithm, y,, can be approximated
to error at most p in at most O(log(y,/{)) iterations, where each iteration cost at most
O(d) arithmetic operations. Moreover y, = %2211 /™ = O(d). Hence, all d poles can be
approximated in time at most O(d?log(d/¢)). O

7T 1 & T 7 T T 7 7
T 2N pm=gt T >d————<— k—)>0
) 2 pz_: d5-3 = Imlp)zds—3-(3+k3) 2

Remark 16. One could alternatively use Newton’s method to approximate the poles. This
should give faster convergence, but since either method is independent of the size of our
matrix A and gives polylog runtime with respect to the error parameters, we opted for the
simpler one.
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Proof of Theorem [£.5.6 To simplify notation, let C(y) =437 2" 6 that:

1 2J/m+ 2
1= 2B 1 = 28
— -1 . J — S — — ) —1 . e —
AN (5%2 +yz>’ =g+ 2 ) (62332 T <y;:>2)‘
Let z € R and consider /5. We have:
m—1
2x 2x
S(x — s(x = — 4.34
$/B) = sl B) =12 (eromenn) (@ +yz>c<yk>)‘ (434
m—1
2x 2x
< — ) 4.35
S22 (wrormem) ~ (@rew)| (43
We apply the mean value theorem to the function:
2z
Y = ———.
e =t mon)

Letting I,,, be an interval with endpoints y, and vy, by the mean value theorem

ES * a
F@ay) — )] < v — i - sup a—y\ |

yElm
Taking the derivative we have
9 ’
O] = f2at(a® PO (42 + 20C00) (4.36)
2y C'(y)
= ‘J‘(x,z/)(xzﬂ2 + o) (4.37)
2y C'(y
<1 (|| + [G]) (139
2|, [C'(y) D
< |f(z, it . 4.39
e (2] + |5 (4.39
Computing C’(y), we have
, m pim 2
‘O (?J)‘ _ Zj:l Py pzi/”ngyQ < max 2y < ‘g
C(y) S s prm 2| =y

where to see the first inequality, we interpret this as a weighted average of Our last

term to bound is | f(x,y)|. Using the fact that (z —y)? > 0, we have
=lyewl
Cly)| ™ ly-Cw)|

2y
p2j/m+y2 .

2z
x? + y?

|z, y)| =
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All together we have

0 4
o §|f(x,y)l-‘§‘-

Applying this to our original expression we see

|5(z/B) — s(z/B)| Z |y — Y3l - sup (4.40)

YEIm y? ‘0(3/>

Wl

Note this bound is independent of x. To bound the supremum, we note that y?C(y) is a
function increasing with y, so the supremum will be maximized for small values of y. We
first find a lower bound for C(y) for sufficiently small y.

Suppose y < p, then 32 < p¥/™ for all j so

m m

S E
Cly)=4) p2/m {2 = 421 2p%/m 2.21 pilm
i= i=

Jj=1

Now recall that the smallest y we will consider is yo — p, corresponding to the smallest pole.
We assume that p < yq, so it suffices to bound the value of y?C(y) for y > 3,/2. Recall that

Xm: ( Yo > m

arctan ) T

Jj=1 P

Looking at the j = d term and using the fact that arctan(z) < x, we see

Y
_O<Z — Yo <p = Y/2<p.

p

This means we can apply our lower bound for C(y) so we see

™

3

(40/2)*C(yo/2) > %Z > % Z arctan(yop /™) = yo—

Combining this with the above, we have

5(2) — s(2)] < o( e > - o(m—§>. (4.41)
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Chapter 5

Ground state energies of Schrodinger
operators

In this chapter we turn to a question from mathematical physics on relating the ground
state energies of analogous discrete and continuous Schrodinger operators. Though this is a
question from mathematical physics, we approach it from a theoretical computer science per-
spective. We view the ground state energy as an optimization problem, using the variational
characterization of the ground state energy, and construct (pseudo-)ground state functions
for each operator from (pseudo-)ground state functions for the other.

5.1 Introduction

Let V : R? — R5( be a smooth Z?-periodic potential and let # € (0,1) be a parameter. We
study the family of discrete Schrodinger operators Ay : fo(0Z%) — (5(6Z%) defined by

A f (k) = (2df(k0) =3 f(j&)) +V(kO) f(KkO) = (L+ V) f(k0), forkeZ? (5.1)

ik

where j ~ k indicates that j,k € Z¢ differ in exactly one coordinate by +1 and L is the
discrete Laplacian of the corresponding graph on 6Z¢. This family includes several well-
studied operators, such as the almost-Mathieu operator which corresponds to the special

case
V(z) := A2 — 2cos(27z)), for A > 0 (5.2)

in d = 1. The operator Ay is bounded and self-adjoint with o(Ag) C [0,4d + ||V||]. We
refer to the infimum of its spectrum as its ground state energy, denoted p(Ayg), which admits
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the well-known variational characterization

1(Ag) = mf <f Agf)

fela (o
||f|| 1
(5.3)
= inf k0) 24 V(k0)f
jeitln | 2 U0 =100+ 2V
Ifll=1 J~keZ keZ

We can consider the analogous semiclassical (or continuous) d-dimensional Schrodinger
operator with potential V' and semiclassical parameter 0, By : H*(R?) — L*(R?), defined as

Byf(x) = —? Z j L p@) + V(@) f(2) = (—6°A+ V) f(2). (5.4)

By is an unbounded selfadjoint nonnegative operator. Let p(By) denote the ground state
energy of By. We then have the variational characterization (see e.g. |[RS81, Chapter VIII])
p(Bg) = inf (g, Byg)
gEH?(RY)
llgll=1

— inf /Rd 62 ||Vg(x)H2 + V(z)g(z)*dw.

geH?(RY)
llgll=1

(5.5)

The purpose of this work is to establish a relationship between p(Ag) and p(By) for a
wide class of V', that are non-asymptotic in 6.

Motivation

Motivated by questions in geometric group theory, there has been interest |[BVZ97; [BZ05}
BDHMW17a; BDHMW17b; |Oza22] in proving good upper and lower bounds on p(A4y), 6 €
[0, %] for the special case — roughly speaking, this quantity arises naturally in the
representation theory of the Heisenberg group and controls the spectral gap of the random
walk on that group. More recently, a line of work initiated by Ozawa [Ozal6; [KNO19;
KKN21] introduced a method for producing semidefinite programming proofs of Kazhdan’s
Property (T) for various groups including S L, (Z), in which effective bounds on certain u(Ay)
play a role. The best known bounds on p(Ay) for the almost-Mathieu operator due to [BZ05]
rely on delicate trigonometric calculations, and as far as we are aware there is no systematic
method for proving such bounds in general.

In contrast, in many cases u(Bjy) can be estimated using well-established tools of spec-
tral theory — see e.g. [Kat52; |GGS92] for examples of such bounds in 1 dimension, and
Theorem for coarse bounds in any dimension.

Establishing a relationship between u(Ay) and p(By) allows bounds in one setting to
be transferred to the other. Our results are general, in that they apply for a wide class of
potentials, and effective, in that they provide concrete bounds for fixed 6, as is required in
applications to group theory mentioned above.
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Statement of main results

We prove the following three results which articulate that while the spectra of Ay and By
are clearly different, their ground state energies are in many cases comparable. With the
exception of Theorem we do not expect the bounds obtained here to be sharp in terms
of their dependence on 6.

Upper bound on p(A4y) for continuous periodic V, irrational 6. We refer to this
direction as the “easy” direction. As the proofs will show, proving this relationship is much
simpler and yields a clean bound, given below.

Theorem 5.1.1. Let V : R — Rxq be continuous and Z-periodic. For 0 irrational,

11(Ag) < 1(Bo).

The irrationality assumption above cannot be removed in general — see Section for a
concrete example and Remark [17]for a discussion. However the above result can be extended
to all # by instead considering the infimum of the union spectrum of Ay (see Definition
instead of 11(Ap). The proof of Theorem appears in Section [5.3]

For the reverse direction (which we refer to as the “hard” direction), we will require more
conditions on V. We prove two different results, each requiring different conditions on V.
The first is a general bound, for any V' that satisfies the local condition given in ([5.6). This
condition states that the local discrete averages of V' can be related to the local continuous
averages of V, where local is over any “cube” defined by the lattice points §Z¢. This result
holds for any 6, provided the condition (which is 6 dependent) still holds.

The second result is for smooth, periodic V' and roughly requires V' to not grow too
quickly near its minimums (a more precise definition is given in Definition . We note
this result only holds for sufficiently small # (in particular, we need sufficiently small 6 to

apply Lemma [5.4.9)).

Lower bound on p(Ag) for bounded V and any 6. For y € 0Z%, let
Cly) =y+{0,0}%, & Cly):=y+[0,0"

We then have the following comparison between p(Ay) and p(By) under the less restrictive
assumptions that V' is bounded, nonnegative, and its local averages on the cubes C(y) and
C(y) are comparable for all y € §Z.

Theorem 5.1.2. Let V : R — Rsg, not necessarily periodic with V|, < 1, and let
0 € (0,1). Suppose that there exists a = a(f) > 0 such that for all y € 074,

0_1(1/ V(z)dr < a- % Z V (k). (5.6)
)

C(y) keC(y
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Then
cqit(Ag) > 11(By)

where cqg = max{g—i +5-3%4- g—i -a}.

Combined with Theorem this establishes that for V' satisfying the conditions of both
theorems and 6 irrational, (Ag) and u(By) agree up to a multiplicative factor. The quantity
cq arises as the worst-case relationship between local Rayleigh quotients on individual cubes
C(y) and C(y). The requirement that @ > 0 in particular rules out the possibility that
V(y) = 0 for all y € 6Z? while having V # 0 elsewhere, in which case we could have
0 = u(Ay) < pu(By). The proof of Theorem [5.1.2] appears in Section

Lower bound on u(Ap) for smooth periodic V, small §. Under stronger assumptions
on V, we establish the reverse inequality p(Ag) > 1(By)(1 —o(1)) as § — 0. To state our
result we introduce the following definitions.

Definition 5.1.1 (Critical point). For a multi-index o = (ay, ..., aq) € N9, let

o« 0 \“ g\

A point m € R? is a critical point of order p of V if DV (m) = 0 for all « satisfying
lall; <p—1, and D*V(m) # 0 for some « satisfying ||a|, = p.

Definition 5.1.2 (Coercive). A potential V' is P-coercive with parameters (to, K, P), K > 1,
if for every t < tp and y € R%, V(y) < t +inf V implies that there exists a critical point m
of order p with 2 < p < P such that ||y — m| < Ktr. We say that V' is uniformly p-coercive
if it is p-coercive and all of its critical points have order exactly p.

Coercivity guarantees that if a function is close to its minimum value, then its input
must be polynomially close to a critical point. Note that any real analytic periodic potential
with finitely many local minima satisfies this property. The bound below depends on the
parameters of coercivity as well as V'’s smoothness.

Theorem 5.1.3. Let V : R? — Rsq be smooth, Z-periodic, and P-coercive with bounded
directional derivative in every sequence of P directions — i.e., for each v € R? and o € N¢
with ||af], < P, there is an upper bound on D*V (z) independent of o and x. Then for 0
sufficiently small,

(1 +0 (QW)) 1(Ag) > p(By) — O (QQ—%) .

The proof of Theorem appears in Section [5.4] where a more precise version (The-
orem 5.4.6|) specifying the constants in the asymptotic notation is provided. The estimate
above is nontrivial at least for V' with isolated critical points: for such potentials, it can be
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3P+1
shown that the additive 0(92_2P<P++1>) term on the right hand side is of smaller order than
1(By) as @ — 0. In particular we prove the following estimates in Section using simple
arguments which we suspect are known but could not find in the literature.

Proposition 5.1.4. Suppose V : R? — Rsq is a smooth Z%-periodic potential which is
uniformly p-coercive for some p > 2 and has only isolated critical points. Then as 0 — 0 we
have

(a) u(Bo) = (05 if d=1,2,
(b) 1(By) = <9T> ifd >3, and
(¢c) u(By) = O (91’%> for alld > 1,

where the implicit constants depend on V.

Example. As an example, consider the almost-Mathieu operator. The potential ([5.2))

, 271’1/K’2>’ its Lipschitz constant is 4wA, and its second

derivative is bounded by 872A. Therefore we find from Theorem that forall 0 < ¢ < 1

is coercive with parameters (4/\

1(Ba) < u(Ag) + #W) <8m/Kel+q/2 + (u(Ae) + %) u(A9)> .

This choice of V' also obeys the conditions of Theorem m so from the choice ¢ = %
and the constant in l} being v/8mv/A, we obtain the multiplicative upper bound

11(Bo) 1 P ,  8mtAfs
<1+ 8TVAOT + V8TVA? + ——— | .
1 — v/8mv/A§? 1 —4rAbs

The lower bound of 1 follows from Theorem [5.1.1, We note that the large error bound of
O <95> (in comparison to [BWZ24]’s 1' see the following section for further discussion)

is a lossy consequence of applying a Lipschitz bound for the potential on its entire domain.

In the setting of Theorem |5.1.2| and Theorem [5.4.2, when 6 < %, V has a < %; note that

it 0 = % such an a does not exist. Thus ¢; as in the Theorem statement is % (we note that

this can be improved to ¢; = 9 with modified choices of parameters in the proof which are
preferable in d = 1).

Related work

The question of quantitative bounds on u(Ap) in the case of the almost-Mathieu operator
(5.2)) was first investigated by Béguin, Valette, and Zuk [BVZ97| in the context of proving
mixing time bounds for random walks on the Heisenberg group; they proved pu(Ay) = Q(1)
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for # in a neighborhood of % and conjectured a constant lower bound for 6 € [i, %] . This was
significantly improved by Boca and Zaharescu |BZ05] who proved nonasymptotic bounds
in the full range 0 € [O, %} via an elementary trigonometric calculation (see also Ozawa
[Oza22] for a simplified proof of a slightly weaker result). Bump, Diaconis, Hicks, Miclo, and
Widom [BDHMW17a; BDHMW17b] gave alternative proofs of similar bounds based on an
uncertainty principle for circulant matrices and by a comparison to the harmonic oscillator
spectrum via a limiting argument[]] Our results do not improve the best known bound of
[BZ05], but provide an alternate and more conceptual route to proving such bounds.

There has been an extensive study of the fine structure of the spectrum of discrete
Schrodinger operators in the mathematical physics community, but surprisingly few works
giving quantitative bounds on the edge of the spectrum. Davies [Dav99| studied the nu-
merical problem of estimating p(Ag) and observed that it is related to subtle dynamical
phenomena. Akkouche [Akk10] gave a necessary and sufficient condition for the ground
state energy of a discrete Schrodinger operator —L + AV on Z% to be positive for a large
(not necessarily periodic or nonnegative) class of potentials V', for small A: V' merely needs
to have mean bounded away from 0 on all sufficiently large intervals. This is related to the
condition but holds only on some fixed macroscopic scale, whereas a(6) is posited to
exist for a chosen scale #. Milatovic [Mill3] generalized this result to other bounded degree
graphs.

We will not attempt to survey the vast literature on the spectrum of Schrédinger operators
on R?; most relevant for this paper are the works by Kato [Kat52|, Gesztesy, Graf, and Simon
[GGS92|, and Arendt and Barry [AB96; AB97|, who proved bounds on p(Bjp) in d = 1 for
various classes of potentials. More broadly, there appear to be no results in the literature
relating spectral bounds for discrete and continuous Schrédinger operators. Establishing
such bounds, as is done here, could provide a fruitful bridge between the two areas.

Motivated by this work, Becker, Wittsten, and Zworski [BWZ24] used semiclassical meth-
ods to significantly improve some aspects of Theorem [5.1.3] They establish

(4o = as
B = L 0ul0) 60 (5.7)

for all periodic smooth confining potentials V : R? — Ry where Og4(+) hides constants
and d-dependent factors, with a full asymptotic expansion in # when V satisfies further
nondegeneracy assumptions. Their result is stronger than Theorem in that it obtains a
smaller ratio as a function of 6, but weaker in that it does not provide explicit estimates for
fixed 6. The classes of potentials considered in the two theorems are incomparable: [BWZ24]
requires V' to be confining, whereas Theorem requires V' to be coercive with critical
points of finite order. Theorem m proves a much weaker bound than , but requires
fewer assumptions on V', and Theorem proves a stronger upper bound of 1 for irrational
0.

I This latter argument only gave asymptotic bounds as § — 0.
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5.2 Preliminaries and overview of approach

Before giving an overview of our approach, we define the Rayleigh quotient and e-pseudo-
ground-states.

Rayleigh quotient and e-pseudo-ground-states. We introduce the Rayleigh quotient
for any operator 7" and function f in the domain of 7', D(T):

R0 =5

For f € D(T), we say that f is a e-pseudo-ground-state or e-p.g.s. if Ry(f) < u(T) + «.
When T is either Ay or By and f is an e-p.g.s. of T, we may assume that f is non-negative
by considering |f|, which is easily seen to have a Rayleigh quotient less than or equal to
that of f. We will sometimes want to assume f is positive; in this case we add a small
everywhere-positive perturbation from D(T') which increases the Rayleigh quotient by an
arbitrarily small amount.

Approach. Our approach is simple and inspired by methods in theoretical computer sci-
ence. For the upper bound, given any g : RY — R, we exhibit f : §Z¢ — Rsq such that
Ra,(f) < Rp,(g). The naive construction is to construct f by sampling g on §Z?. However,
we can never hope to construct a “good” test function f with this method since we are only
sampling g on a null set. Instead, we will sample g many times across many shifted lattices:
0Z 4+ 1. We will show that at least one of these shifts give a discrete function f with low
energy for 6 irrational.

Similarly for the lower bound, given a e-pseudo-ground-state function f for Ay, we will
try to construct a function g for By such that Rp,(g) < ¢Ra,(f) for some constant ¢ (as we
will see, we will be unable to have ¢ = 1 as in the upper bound). The most natural way to
construct g is through interpolation of f, which is defined on the lattice points Z¢. It will
be more challenging to relate the energy these functions, so we will need to require certain
conditions on V.

Preliminaries. One main technical tool we will use in the second method for the “hard
direction” is discrete Fourier analysis (or analysis of Boolean functions). In particular, we
will often consider functions restricted to C(y) for some choice of y € 0Z¢, and it will be
useful to view these as functions defined on a hypercube.

To that end, we recall some facts from Fourier analysis on a hypercube: consider a
function F defined on the d-dimensional hypercube {—1,1}¢ with the standard edge set.

The functions Xg(z) := [] @; for S C [d] form an orthogonal basis for the space of functions
ieS
on {—1,1}% with respect to the inner product

(f.9):= > fla)g(x).

ze{-1,1}4
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We can then write F(z) = 3 F(S)Xg(z). From [ODol4] we have
SCld]

E[F(z)’] = ) F(S)", (5.8)

SCld]
E[F(z)- LF(z)] =2 [S| F(S)? and (5.9)
SCld)
(F,LF) =21 " |S| F(S)? (5.10)
SCld]

where the expectation is taken over z drawn uniformly at random from {—1,1}¢ and L is
the unnormalized graph Laplacian: Lf(z) := 2df(z) — > f(y).

y~z

Notation. We use ||-|| to denote the ¢5 and L? norms of functions, and the operator norms
of operators. We use E to denote the expectation of a random variable, and E, [f(z,y)] to
denote the partial expectation of an expression with respect to the random variable x only,
treating the other variables as constants.

5.3 Easy direction

In this section we prove Theorem [5.1.1l Recall that this requires that 6 be irrational. We
start with an explicit example to show that in general, we cannot remove the irrationality
assumption.

Motivating example. The core issue is that By is invariant to shifts of the potential, but
Ay is not. Consider the following two potentials:

u; N/
3 / ! Ay

\/ v \v/

Figure 5.1: Potential V; over R and sampled Figure 5.2: Potential V5 over R and sampled
points on 07 (given by dots). points on 07 (given by dots).
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Consider V; and V; given in Figure and Figure [5.2] Note that V5 is simply a shfited
version of V7, and since By is shift invariant, letting By ; correspond to the By operator with
potential V;, 1(Bp1) = 1(Bpz2). However, we can see that Ay definitely not shift invariant,
particularly with this choice of 0. Vi|pz = 1 while Vs|gz &~ 0.65. Since both of these are
constants, we see (1(Ap1) = 1 and p(Ap2) ~ 0.65, where Ay, corresponds to the Ay operator
with potential V;. Since p(Ay) depends so heavily on the shift of of the potential and p(By)
is completely invariant to it, it is unsurprising that in this setting we cannot relate p(Ay)
and 1(By).

Note that since V' is assumed to be Z-periodic, by forcing 6 to be irrational, we can avoid
this constant behavior of V' on 6Z. In fact, requiring € to be irrational will force u(Ag) to
similarly be invariant to shifts of the potential function (see Lemma for details).

Constructing test functions.

As stated above, for any g : R — Rs, we exhibit f : 0Z¢ — R such that Ra,(f) <
Rp,(g). The naive construction is to construct f by sampling g on §Z?. However, we can
never hope to construct a “good” test function f with this method since we are only sampling
g on a null set.

The key observation is that for 6 irrational, ergodicity implies there is a priori no reason
to prefer 0Z¢ C R over any other shift §Z¢ + n C R?. We show by averaging over all such
translations that there exists a translation giving rise to a satisfactory f.

Let g : RT — Rsg. Let n € [0,0]¢, drawn uniformly at random with each coordinate
independent. We define the test function f, as f,(kf) := g(kf + 7).

Since we sample g at §Z + 1 to construct fn, it is only natural to sample V' on the same
lattice. To this end define Ay, a discrete operator on functions defined on 6Z¢, via

Agpf(KO) = 2df (k0) — > f(j0) + > _ V (kO +n)f (ko).

4,kez? kezd
Jr~k

We aim to show that there exists an 1 so Ra,, (f;) < Rsp,(g). However, this will not be
sufficient to relate j(Ag) and p(Bp) unless we can first relate p(Ay) and p(Ay,). This is
precisely where we will need to use the irrationality condition on 6.

Relating 11(Ap) and p(Ag,)

We have the following lemma, relating 11(Ag,,) and p1(Ag), which is known (appearing in e.g.
[Jit21] for the almost-Mathieu operator), but we include a proof for completeness.

Lemma 5.3.1. IfV : R? — Rxq is continuous and periodic and 0 is irrational, then u(Ag.,)
1s independent of 1.
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Proof. Observe that

49,0 — Agyll < sup [V(nf +n) — V(nh)| < w(n)

neza

where w(-) is the modulus of continuity of V, so u(Ay,,) is continuous in 7.

Let e > 0 and 1 € R%. Since 6 is irrational, ergodicity in each coordinate of nf +n implies
that there is some 1 € R? and ng € Z% such that |7’ — n| < e and ngf =1’ (mod 1) (solve
for an appropriate entry of ng separately for each component). Observe that Ay, = Ay
since the Laplacian part of Ay is translation-invariant and we have V (ng0+nf) = V(nf+n').
By continuity we now have |p(Ag) — pu(A,)| < . Letting ¢ — 0 yields the result. O

Proof of Theorem [5.1.1]

Proof of Theorem[5.1.1. Given g: R — Rsg, define f, as above, i.e. f,(kf) := g(kf + n).
By above, for § irrational, it is sufficient to relate p(Ag,) and p(Bp). We claim that it
suffices to show
E[(fa; Aonfa)] _ (g, ng>]'
E [||f4]I"] [llg1”]

Note that if X and Y are non-negative random variables with E [| X |] < co and X # 0 almost
surely, then with nonzero probability

< (5.11)

< %. (5.12)

By Section we can assume that f > 0, so || fn||2 > 0 almost surely, and we can apply
(5.12). In particular, (5.11]) implies that there exists an 7 such that

[{fn: Ao fa)] _ [9: Bog)]
(AT~ [lel]

Minimizing over all choices of g, we can then conclude there exists an 7 such that p(Ag,) <
1(Bp). Finally by Lemma 1(Ag) < 1(By).
We now turn to proving (5.11)). Expanding the numerator, we have

E [(fm A97nfn>] _ E [<fn> Lfn>] +E Kfnv %fn)]

E [l £,1°] E (|| £,11°]

We will evaluate each quantity appearing in the right hand side individually.
First we bound the expected norm and potential term, both of which are straightforward.

Claim 5.13. The norms of f, and g satisfy E, [an\ﬂ = = [l

| =<
&
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Proof. This follows from directly evaluating this expectation:

[“f%” 2{: fh (k0) ] 2{: E, g(ko +n) :
kezd kezd
1
_ZEm " [g(k6 +n)?] -- ]:@||9||2~
kezd

]

Claim 5.14. The quadratic forms of f, and g with the respective potential operators satisfy

£, [(fy V)] = 519, Vo)

Proof. Again, we directly evaluate this expectatlon

E[(fy, VI =By | D V(KO + 1) f(k6)°
kezd
= B, [V(k6 + n)g(ko + n)?]
kezd
= 9—1d (9. Vg).

O

In bounding the Laplacian term, the following segmentation will be useful in our analysis
when we want to vary only one coordinate: for k € Z%, 1 <i < d,n € [0,0)%, let

L=z wy = (kO +n); Vi F#4, ki +mi <2 < (ki +1)0 + ;)
Letting {el} be the coordinate basis of R?, we can also express these sets as
IIZ;L' = (kO +n) +[0,0)e;.
Given k and 4, let k_; := (k1, ..., ki_1,kiy1, ..., kq) € Z L. For k' € Z% ' define

noo.__ n
o= J I

kezd
k_i=k'

Immediately from this we have

|| 7= | Con), therefore L ] 7 =R (5.15)

0<n; <6 kezd k'€Zd—1 0<n; <0
J#1 k_;=Fk J#i

Note J,Z, - is independent of 7; but is dependent on each nj, J # i. See Figure 5.3 E 3| for examples
of [,?Z and J,?, - and Figure |5.4] for an illustration of
Equlpped with this, we bound the expectation of the Laplacian term.
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n
I 2
A s e e
Tk Tt 1 Tt 1
ey
:Jk’,2

(0,0); . . . (0,9

Figure 5.3: In d = 2, I}, (solid) and J;,,  Figure 5.4: In d = 2, J, (purple, dotted)
(dotted) for i = 1 (in purple) and i = 2 (in  and | ye, 9 Jp 4 (plnk) for k" = ky = 1. Note

blue), k = (0,1), and n = ( 0, 1709) that this union is independent of n = (36, 56).

Claim 5.16. The quadratic forms of f,, and g with the respective Laplacian operators satisfy

By [{fn, LIn)] < Qd 5 IVgll*

Proof. First we evaluate (f,, Lf,). Using the definition of f, and Cauchy-Schwarz, we see

(fo Lfy) = ZZ (fal(k + €:)0) — f,(k0))

keZdll
_ZZ ((k+e)0+n) — g(kd +n))°
1=1 kezd

2
_ZZ</ 59 )dx)
zlkezd L O

Z Ze/jzl (axz x))zdx

=1 kezd
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Then by Tonelli’s theorem, the invariance of J, 77,7i with respect to n;, and {} we have
DS 2 gte)) e
o (s L) <0 E, / (— (x)) dx
i=1 prezd—1 Ter i O
-
2 [y, (Gzot)

=0 ZE
K ezd—1
2
_ QZE(TH Mi— 15Nt 15e-5Md) [ Z / <81‘1 ) dx]

k' €741
a1 Z/ (axg(x)> dr
= 3 IVl
[
Combining the above claims we have
E, [(fs; Aonfn)] ( 1 0 ‘92 HVQH +(9,Vyg)
7 S IVall® + 75 (9. V) = R, (9)-
By [{Fns Jo)] 642 6 Il Il '
As we have shown , we are done. ]

The above proof considers the infimum of the spectrum of the operator Ay. However, we
can instead consider its union spectrum, which is more natural in some contexts.

Definition 5.3.1 (Union Spectrum, cf. [MJ17]). The union spectrum of Ay is
U g Ag 77
U

Note that if 6 is irrational, then by Lemma [5.3.1], inf Sy (Ay) = p(Ag). By considering
the infimum of the union spectrum, we can extend Theorem to all 6:

Corollary 5.3.2. For all 6 > 0, inf S, (Ap) < (By).

Proof. By the above proof we know that there exists n such that

<f777A9,nfn> < <ngt‘)g>
<f777f17> h (g,g) ‘

Minimizing over g and recalling the definition of S, (Ap), the claim is shown. O

,“(AG,U) <
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For choices of V such that u(Ap) is continuous with respect to 6, this result extends
immediately to rational # by continuity.

Corollary 5.3.3. For V' such that u(Ay) is continuous with respect to 0, for all 0

11(Ag) < p(Bo).

Remark 17. Choices of V satisfying Theorem [5.3.3]are not immediately apparent. A notable
counterexample is the almost-Mathieu operator. Let V,(z) = 2—2cos(2rx +n) and V = Vj.
Then for # = 1 and any 7, we have V, (k) = V() for all k, so u(Ag,) = V(n). Now consider
¢’ = 1 — ¢ where ¢ is a small positive irrational (so ¢ is irrational). Then for n = 0, we
have V(k8') = V(k(1 —¢)) = V(—ke) = V(ke), so p(A1_.) = pu(A.). By Theorem [5.1.4]
and Theorem [5.1.1] u(A.) < O(e), so as ¢ — 0 along a sequence of irrationals, p(Ay) — 0.
Since ¢ is irrational, p(Ag ,,) — 0 for all n, so we see ;(Ay,,) is not continuous in # at § =1
for any 7 such that V(n) > 0 (as u(Ai1,) = V(n)). By considering e.g. 2 — 2 cos(2nkx) for

integers k > 1, one can also create discontinuities at 6 = %

5.4 Hard direction

In this section we prove Theorem [5.1.3] Whereas the previous direction of the proof used
the probabilistic method to find a pseudo-ground-state for Ay from one for By, here we
deterministically construct a pseudo-ground-state for By from one for Ay. Our construction
will simply be the multilinear interpolation of a pseudo-ground-state function f. In d = 1 this
amounts just to “connecting” the function values by line segments. In higher dimensions, on
each hypercube in 0Z¢, the interpolating function is the unique multilinear function in each
variable which equals the given function on the corners of the hypercube. The techniques
brought to bear are first Boolean Fourier-analytic, in terms of understanding both local
and global behavior of the functions, and then a careful consideration of the potential’s
polynomial behavior near its minimizers.

It will be significantly more difficult to relate the energies of these functions than in the
previous direction. We start with two motivating examples, to show where these difficulties
can arise.

Motivating examples

Example 1: Hidden high potential regions. Consider the following discrete potential
function and low-energy test function.

Consider the discrete potential function given in blue in Figure [5.5 This potential has
a relatively large low potential region (or a “well”) where the test function (in red) places a
large amount of mass. Our discrete test function will not incur a large increase in energy by
placing a large amount of mass in this region because the discretized potential is low here.
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0.8 0.8
06 0.6

0.4 . * 0.4

LT

Figure 5.5: Discrete potential function (blue)  Figure 5.6: Continuous potential (blue) and
and a low-energy test function (red). interpolation of discrete function (red).

In contrast, consider the continuous potential function given in blue in Figure 5.6, We
see that the discretized potential function was in fact quite misleading and obscured many
high potential regions. If we consider the linear interpolation of the discrete test function,
we see that we will be heavily penalized for placing a large amount of mass in these high
potential regions.

The core issue here was that the discretized potential is not representative of the contin-
uous potential. To combat this, we must impose some conditions on the potential. In our
first method, we will require that we can relate the average of the endpoints of any interval
to the continuous average over the whole interval, effectively forcing the discretized potential
to be representative of the continuous potential. In the second method, we require that the
potential cannot grow too quickly near a minimum. This means that if the discretized po-
tential is low at some point, the continuous neighborhood around it must also have relatively
low potential.

Example 2: Introducing non-zero terms. Recall that in the previous section, we
directly related the potential term of the discrete test function (or at least the expectation
over the potential term over all test functions) to the potential term of the continuous
function. In the following section, we will want to do something similar. Letting g be the
multilinear extension of f (which we can think of simply as the linear interpolation for now),
we would like to relate (g, Vg) to (f,V f). In particular, we would like to relate these for
each interval.

However, we will be unable to do this. Consider the function given in Figure [5.7, Notice
that at the left endpoint of the interval f(z) = 0, and at the right endpoint, the potential
is 0. We see that overall then, (f,V f); = 0, where (f,V f), denotes the potential term
restricted to the interval I. However, we see that (g, Vg), is definitively not 0. This means
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0.8
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0.4

0.2

-02

Figure 5.7: A sample discrete test function and its linear interpolation (blue), as well as a sample
potential function (red) across one interval.

that we will be unable to upper bound (g, Vg), by any constant multiple of (f,V f),.

Instead, we will bound (g, V¢g) by both (f,V f) and (f, Lf). Roughly, if f is relatively
constant across an interval, we will be able to relate (g,Vyg) and (f,V f); otherwise, we
bound (g, Vg) by (f,Lf). See Lemma [5.4.5 for details.

Constructing the test function

In both methods, we will use the same construction: the multilinear extension of a given
discrete function f. We outline that construction here.

First we set up some notation and basic facts. For y € §Z%, C(y) identifies naturally with
the vertices of the hypercube {—1,1}¢, and we let E(C(y)) be the edge set of the subgraph
induced by the vertices in C(y).

Let f be a positive bounded function on #Z?. Let g be the piecewise multilinear extension
of f, defined on R? as

g(z1, .. xq) =By oy [f(key0, .. K, 0)] (5.17)

where each k,, is independent with the following distribution for k;0 < x; < (k; + 1)6:

P(k,, = k;) = W7
Plky, = ki + 1) = = _9'“'9 = 1—P(k,, = k).

The function g obtained in this way is continuous on each closed hypercube, and is continuous
on all of R? since ¢ is defined uniquely on the intersection of any two adjacent cubes: if
x; = k;0 then P(k,, = k; — 1) = P(k,, = k; + 1) = 0 and so the expectation is taken over
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the same set of lattice points, namely those forming the codimension 1 hypercube of the
intersection.

Fourier analytic results

As mentioned in Section [5.2] we will use discrete Fourier analysis to help with the analysis of
g. We discuss the necessary translations and dilations to relate a given C'(y) to the Boolean
hypercube {£1}“, then collect several facts about the relationships between a function de-
fined on {il}d and its multilinear extension defined on [—1, 1]¢. These results will primarily
be used in Section (.4

Single cube analysis

Let f be a function defined on §Z and g be its multilinear extension. Given y € Z%, let v,
be a vector such that z — 42 — v, sends C(y) — {—1,1}? and y — —1. Define the following
functions:

7
F(z):=f (§x> , a dilation of f,

7 o :
Fy(z):=f (§x - vy) , a dilation and translation of f.

Note that F is independent of y, and F, is simply a shifted version of F'. We will only ever
consider F, () for z € {—1,1}%, so we restrict it to this domain. As introduced in Section
we can write Iy as

Ey(x) =) Fy(5)Xs(x).
SCld]
Similarly, we define G(z) := ¢ (gm) and G, = ¢ (gx — vy). Since there is a unique
multilinear function agreeing with F, on {—1,1}4, for x € [—1,1]? we have the expansion

It will be convenient to relate E [G,(x)?] (where the expectation is taken over x drawn
uniformly at random from [—1,1]%) and (G, —AG) to the Fourier coefficients of F, denoted

ﬁy(S). This simply amounts to integrating the characters with respect to the Lebesgue
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measure and differentiating. For any Xg, we have

Xs(z de:/ rid
/[_w< swrar= [ ]

€S

= 94~ SH/ dez

€S

S
_ gd-is| (2 ”
3

We then have for every y € 67

E[G,(z)*] = ; (%)S F,(S (5.18)
(%)lsl sy, (5.19)

(3) 1!5’@(8)2. (520)

N
SRS
)

<

=
~_
™

||

Full domain analysis

We want to find expressions for ||f||°, |lg||”, (f, Lf), and (g, —Ag) with respect to ﬁy for
y € 0Z°. Since we won’t be looking at a single cube in these settings, we define

> N F(8)?
5:|S|=k yezd

Proposition 5.4.1. For a function f defined on 0Z% and its multilinear extension g, we
have the following expansions with respect to the Fourier coefficients

d d
I1£1* = ka, &  (f,Lf)= 4Zk‘mk, (5.21)
k=0 k=0
=03 (e & oty () e 6
o\ o \3

Proof. We prove the results for the norm and Laplacians side by side, as the steps are
identical. Recall from (5.8)) that for every y € 0Z,

=Y F(S)? & (F,LF)=2""%"|S|F,(5)"

SCld]
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We relate the norm and Laplacian terms on a single cube to those on the whole space:

1

1= SSURNE & (L) = oy Z (Fy, LF,)
y
Combining these we have
d d
AP =D mi & (fiLf) =4 kmy,
k=0 k=0

as desired. Recall from - and - that

s
BG@ =Y (3) R(s? & B
SCld]

(6iiG(x))2] _y (%)ml F(s)2.

S:eSs

Taking into account the dilation and the change of variables, we see that

it = (3) Tiet & 050 =% (2) @0

Combining these we have

4Nk d_ ke
2 d d—2
=40 - & —Ag) =40 — k
ol = '3 (3) my (9.~ Ag) 3 (3) .
as desired. O

Proof of Theorem [5.1.2

In this section we prove an upper bound on p(By) with respect to pu(Ag) with few constraints
on our potential V. We start with this result as the approach is more closely aligned with
the approach of Section [5.3] The result we prove is the following, a slightly sharper version
of Theorem 5.1.2

Theorem 5.4.2. Let V : R — Rs, not necessarily periodic with V|, < 1, and let
0 € (0,1). Suppose that there exists a € R such that for all y € 77,

1
| V(e)de < V (k)2
01 Jow) ke;
Then,

cap(Ag) > (By)

where cq; = max {g—j +5- 34, g_dg} and r 15 a d-dependent constant between }1 and 1.
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Throughout this section, we let f be a positive function on §Z% and let g be the multilinear
extension of f. Recall we can think of g as an expectation, as outlined in (5.17). We want

to show
<97B0.g> _ —6° <g7Lg> <97Vg> <ec <faA9f>
lgl? ll? P

where ¢4 is as defined above. We will try to directly relate each term appearing on the left
hand side to the corresponding term on the right hand side. As alluded to in Section [5.4] this
will not be possible for the potential term. In this case, we will relate the potential term for
continuous function to both the potential term and Laplacian term for the discrete function
(see Lemma for details). We give bounds for each term in the following lemmas, then
combine them for the eventual proof of Theorem

We start by relating the norms of f and g. The following bound achieves a better constant
than Theorem [(.4.1]

Lemma 5.4.3. The norms of [ and g satisfy ||g||> > (%)dﬁd 1£11%.

Proof. We prove this via induction on d. For d = 1 we have

(k+1)6 1 )
/Rg(x)zdx = Z/k 7 ((z —kO)f(kO)+ (E+ 1) —2)f((k+1)8))” dz

kez ko

>> .5 /k(k+1 (z — k)2 (kO) + ((k+ 1)0 — )2 f((k + 1)0)%dx

kEZ

= Z )2+ f((k+1)0))

kJEZ
20 .
=S I

Assume that for any function f defined on 0Z? its multilinear extension ¢ satisfies
2 d 2
lgll” = (3)" 6 1LAI°
Consider f defined on #Z*! and its multilinear extension g. For any z; € R with
kO < 1 < (k+1)0 and for any y € 0Z¢, define

ko (k+1;0—m1f((k+1)9’y>‘

fwl (y) = a ; f<k97 y) +

Let g,, be the multilinear extension of f,, and observe that by definition g,, (y) = g(x1,y).
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Now we evaluate the norm. Using the inductive hypothesis we have

/ g(flf)zd:v=// g(xl,y)Qdyd:L‘l:// 9y (y)*dyda,
RdJrl R ]Rd R Rd
20\ “ )
> [(5) 1l aey (5.29

-(0) [ fatwren

y€e0Z
Now we apply Tonelli’s theorem to interchange the integral and the sum:

[ 3 i = 3 [ (= ) £(k8.0) + (0 18 = 20) £+ )0, d

yehzZd y€OZ kEZ

=Y

y€OZ4 kEZ

(k4+1)6
(w1 — kO F(kO,y)* + ((k + 1) — 21)* f((k + 1)8, y)*dy
0

= 30 S k) + SOk )60

y€OZ kEZ
20
- ().

Combining (5.23)) and (}5.24)), we have the desired result. O]

(5.24)

Now we relate the Laplacian terms.

Lemma 5.4.4. The quadratic forms of f and g with the respective Laplacian operators
satisfy

<ga _Ag> < 9d_2 <f7 Lf> :
Proof. From ([5.21),

d
(f,Lf) =4 kmy
k=0

d 1 k—1
(9, —Ag) = 46" <§> k..

k=0

Immediately we see
(9, —Ag) <O (f,Lf).
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Finally, we relate the potential term of g to the potential and Laplacian terms of f.

Lemma 5.4.5. Let V : R — R, not necessarily periodic with |V|| , < 1, and let 6 € (0,1).
Suppose that there exists a € R such that for all y € 072,
1
i | V(z)de <a-— Z V(k
Cly) keC

The quadratic forms of f and g with the respective potential operators satisfy
(9. V) <0 (1021 (f, L) + 2 £,V 1))

where r is a d-dependent constant between % and 1.

Proof. We will consider cases based on the size of the local Laplacian Rayleigh quotients.
Let a(d) be a function of d to be determined later. Let y € Z% and let

(f, Lf>c(y) = Z (f(u) - f(v))z :

(uv)€E(C(y))

Case 1. %L—J?C(y) > a(d).
1 llc )

We use the naive bound
<97V9>6(y) <1 N (9, Vg)é(y) < 1 (f, Lf>C(y).

9l loliew @) 1Iflleq
S A~ A~
Note that [, =6 3> (3)"" F,(5)% and ||f]|%,, =2 3 F,(S)% so we see
Scld] Scld]
lglleq) _ 6
7 N oa
Iflleq — 2
Using this and rearranging gives
gl 1 ed
(9.V9)ew < 7om o S Lhew < a7 (L) (5.25)
O ey ald) < )
L
Case 2. U—J?C(y) < a(d).
1o
Assume || f ||QC( = 1. Let p:= < 1) By the Poincaré inequality,

If = 1Ll < (f LF) < ald).
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Let ||f — u1||é(y)7oo be the infinity norm of f — 1 on C(y). Then

1F = 11leg) 00 < IF = e, < a(d).

By its definition, p = \/E [f?] — Var(f) > /47 — %. We see that for all z € C(y),

21 1—a(d) —va(d) < f(z \/;—I— Va(d).

Now we relate the minimum and maximum values of f on C(y). Define r by

S = V1= a(d) —/2%(d)
I+ Vo)

Th h > k)2.
en we have glcl? f(k)? _Tkrencz}é)f( )

Combining the above,

(f.VHey = min f(k)* > V(k)

k:eC( ) keCy)
S 2T ax F(k)? V(x)dx (5.26)
- 9d a keC(y) 6(y)
2d r
From ((5.25)) and (5.26)), for any y € 0Z¢
0% a g4 1
(9: V)5 < Y. (- Vhew + 2 a(d) (s L) e
Now we sum over all y € Z¢. Observe that in summing (f, V f > ) over y, each vertex is
counted 2¢ times; similarly, in summing (f, Lf > , each edge is counted 24=1 times. Thus,
ed ed 1
yehzd yehzd yeozd
9d d B
=0 (2(f,V Lf)).
(r (VA + g L0

Letting o(d) = 1557 we have r > 1 and we achieve the desired result. O
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Proof of Theorem[5.4.3 From Lemma [5.4.3] Lemma [5.4.4] and Lemma we have

(9. Bog) _ 3
lgll2 2404 || f|?

(0 (1 10- 27 (1.1 + %07 V)
d d
) ||;||2 ((3_ *5'3d) (L) + 57 8 Vf>) .

This proves our claim with

34 g 3%a
cd:max{@—l—@?) ’ﬁ;}'

Proof of Theorem [5.1.3

We now prove our alternative lower bound, Theorem|5.1.3, To prove this bound, we will again
consider the same multilinear extension g of a given discrete function f. However, we will not
consider each term ||g||, —0% (g, Ag) , (g, V g) separately as done in previous sections. Instead
we will compare the Rayleigh quotients of both the Laplacian term and the potential terms.
In particular, for the Rayleigh quotient of the potential term, we will do a local analysis
of the Rayleigh quotient at each cube, then view the full Rayleigh quotient as a weighted
average of the local components.
The precise result that we prove, an explicit form of Theorem [5.1.3] is:

Theorem 5.4.6. Let V : R — Rsq be Z-periodic, sufficiently smooth, and (to, K, P) coer-

cwe. Let L be the Lipschitz constant of V' and let Dﬁguv < Mp for any unit vectors u,v,
and k < P — 1 where D, is the directional derivative with respect to v. For any q € (0,1)

and and 6 small enough that 09 < tg,

(1 + #(Ae) (M(Ag) + %)) 1(Ag) > M(Ba)—#(%) (2MPK¢391+Q<P-1>/P) .

To prove Theorem [5.4.6, we will analyze the contributions from the Laplacian terms and
the potential terms to the Rayleigh quotient separately.
Laplacian term analysis
Given the above proposition, we now prove the following.

Lemma 5.4.7. Let f be an e-pseudo-ground-state for Ay and let g be its multilinear exten-

ston. Then
R_p2a(9) < 1
Re(f) — 1—p(Ag) —¢
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Proof. In the following, keep in mind that m, is dependent on 6.

d
Assume without loss of generality that ||f||> = 3. mi = 1. From (5.21)) we have
k=0

R_p2alg) = —0° l9.89) _ 43 (

1
3

2 d
Il > o (

)k—l k’mk
1
3

o

so that

R_p2a(9) <

We also note that if d = 1, this becomes an equality.
d
Now we want to lower bound ) (%)k my. It will suffice to just lower bound my. Since
k=0

d

> my =1, we can view (f, Lf) as a weighted average of elements of [d] (times 4). Since f
k=0
is an e-p.g.s., we know Ry, (f) < 1(Ag) + ¢. From this and (5.21)) we must have

mo > 1— (u(Ag) +¢) =1— p(Ay) —e.
From this we see
¢ r\" 1
Z(g) mk:mo—l—gml—i----Zl—u(Ag)—e.
k=0

Altogether we have

R _p2a(9) < 1 < 1
Ru(f) sl (3 m 1 n(de) —e

as desired. O

Potential term analysis

Now all that remains is to analyze the potential terms. We will analyze the Rayleigh quotient
of the potential terms restricted to each C(y) (or C'(y) for the continuous case). We define
the following quantities:

2
9l = /o(y)g(x)dev (9. Valay =

||f||?;(y) = Z f(x)?, L,V D =

zeC(y) z€C(y)

z)g(w)*dz,

/c< )v<
> Vi) f(x)
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If we do a “cube by cube” analysis, we then need some way to relate this to the whole

Rayleigh quotient. Observe that we can relate the “local” Rayleigh quotients to the “global”
Rayleigh quotients via

2
2 2 2
9]l veama Mgl™ llglize,

(V) _ Z ||f||?:(y) £,V Dew
¥l vegma 2 AP 11

(5.27)

where the 2¢ factor corrects for overcounting, since each vertex z is contained in 2¢ cubes.
It is natural to define the following probability measures on 6Z¢:

L ”gl%(y)
() = 22Cw)
gl -
vi(y) := ”f“é(y) _ EkEC(y)f(k’)Z‘
ST Tk

Lemma 5.4.8. For f and g as above, for all y € 077,

(o) < T =)

Proof. Assume | f||* = ZZ:O myi = 1. Recall from (|5.8)) and 1’ that
4Nk
ol =43 (3)
k=0
1
ol =o' S (5) Fulsr

SC[d]

Then we have o

_ Xscg (3)7 Fy(9)?

N d k :

Yo (3)
Recall from the proof of Lemma we must have mg > 1 — u(Ag) —e. We see
k
ZZ:O (3)" mk >mo >1—p(Ag) — e, s0

vy (y)

. e
ve(y) < T= (A —< 5;[;1] (g) y(9)
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From ({5.8)), we can write v¢(y) as

vi(y) = D Fy(9)*
SCld]
Clearly > g (3 )|S| F,(S)* < 25l ﬁy(S)2, so the claim is shown. O

Now we arrive at the main estimate.

Lemma 5.4.9. Let V : R — Rsq be smooth, Z3-periodic and (to, K, P)-coercive. Let L be

the Lipschitz constant of V' and let Dy D“ < Mp for any unit vectors u,v, and k < P — 1.
For any q € (0,1) and 6 small enough that 01 < to,

1

2061
Rv(f)’ < m

Rv(g) (2MPK Vg PP mRv(f)) :

Proof. Suppose y € 0Z¢. Let ¢ € (0,1) and # small enough that 69 < t,.
Case 1. V(y) > 0%. Then, for z € C(y),

— LA K <14 Lo,

so that we have

Rycw(9) <V(y) (1+L677),
>

Rvew(f) =2 V(y) (1—L6'77),

Ryzw(9) < 1+ Lot

Rvow(f) ~ 1= L0
2L91_q

Rygi)(9) = Rucw ()| < 715 R ()

Case 2. V(y) < 0%
Consider the difference ‘Rvﬁ(y) (9) — Rv,cu( f)‘ Being the difference of two random

variables supported in C(y), it is at most

sup lim V(z) — inf V(z) <2 sup [V(z)—V(y)|.
z€C(y) zeC(y) 2€C(y)

By the fundamental theorem of calculus,

sup |V (z) — V(y)| < VdO- sup D,V (2).
zeC(y) zegd(y)
uesd—t



CHAPTER 5. GROUND STATE ENERGIES OF SCHRODINGER OPERATORS 127

Let 2z and u maximize this expression. By coercivity, m is a critical point of order p < P. We
know D* D,V(m) =0 for any k < p — 1. By Taylor’s remainder theorem we can bound
p—1 HZ - mH};_l
DV(:)< s DILDV(E) L
le=mll<ab (p— 1!

By coercivity, we know that ||z —m|5 " < K@9~D/7. Using the uniform bound Mp we
have

max |V(z) — V(y)| < MpKVdb - 9°~D/P = N K/do' 1 e=D/P < M pK\/dgrHaP=-D/F.

zeC(y)
(5.29)
To relate the global Rayleigh quotients we recall (5.27). By Theorem [5.4.8, v, <

T}%)_Euf, so by (5.29) we have in both cases:

2101

1
<2A4p1(\/39L+“P_1VP<+-Itjjzﬁ—;7av(f)) . (5.30)

Rv(g) — Rv(f)| < m

]

Proof of Theorem [5.4.6

Proof of Theorem[5.4.6. We first verify that the g constructed in (5.17) is a valid test func-
tion for (5.5)). Note that g is continuous and equal to a polynomial of degree at most
d on each cube C(y). Since f € L*(R?), g has all derivatives d;g uniformly bounded

on RY = |J int(C(y)). Thus, g is Lipschitz. By e.g. [Eva22, pp. 279], we see that
y€eoZ

g € WL(R?). By Jensen’s inequality we further have HgH%(y) <O <Hf”20(y)) for every

y, so g € HY(R?), as desired.
We now aim to bound the difference between

Rpy(9) = Ro2alg) + Rv(g) and  Ra,(f) = Rel(f) + Rv(f).

From Lemma [5.4.7, multiplying through and rearranging yields the following relation on the
Laplacian terms:

n(Ag) + €
R_p2a(g) = Ro(f)| < WRL(J”)-

Combining this with (5.30|) we have

1

|RB9<9) _RAe(f)| < 1 “

T— (A —¢ <2MPK\/391+‘1(P_1)/P + (M(Ae) e+ ﬂ) RAe(f)) :

1— Lo
(5.31)
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Minimizing over all f we have the following bound on u(By):

(o) < p(Ae) + T (zMPKﬁel+q<Pl>/P ; (M<A9> ; %) u(Ae)> |
(5.32)

]
Remark 18. It is clear from the proof that Theorem holds for any periodic V € CF,
not necessarily C'*°.
Lower bounds on p(By)

Lastly, to show Theorem is non-trivial, we prove asymptotic lower bounds on 1(By)
for uniformly p-coercive potentials with isolated critical points, as advertised in Section 5.1}

Proof of Theorem [5.1.4 Assume f : R? — Ry with || f||* = 1 satisfies

VeI [ Virara <
R4
for r a constant depending on p and d to be chosen later. Let
W={z:V(x) <20"}

and notice by Markov’s inequality (applied to the probability distribution defined by the
mass of f) that

S’ ”ﬂ‘}ﬁm” T

where the sum is over unit volume cubes in R?. Let S be the set of cubes C satisfying

I lwrcl” _ 3
2 N
1flell 4

and notice by Markov’s inequality that

Do lflel® = e

ceS

2
for a constant c. Let ¢ > 2. For each cube C' € S we have ||f|wnc||® > % as well as

Hf!wm\l wol(W 1 )3,

||f|wmc||



CHAPTER 5. GROUND STATE ENERGIES OF SCHRODINGER OPERATORS 129

which together yield

1 2_
A2 = L flweells = ZZVOKWNC)Q HIflel

ceS ces

Since f has isolated critical points and is uniformly p-coercive, we have the uniform estimate
rd
vol(W N C) =0 (07)
for each cube C'. Substituting, we have

112 > 1) - 0% G ST 1 fe ) = o) - 0% ().

cesS

(b) If d > 3 set ¢ = 75 and apply the Sobolev inequality to obtain
VA1 =00) -6,
whence 6% |V f||* = Q (92*2?» . Choosing r =2 — 2 = ]% yields the claim.
(a) If d = 1,2 we instead use the Sobolev inequalities
IVAIP+ 1% = Gl f g

for ¢ = oo and ¢ large, respectively. Since ||f]|> = 1 and the right hand side is
unbounded as # — 0, this term can be ignored and we have Hf||i > Q)07 ford=1
and HfH2 > Q(1) - o5 +W for d = 2. Choosing r =2 — % and r = 2 — 2}{ +o(1) yields
r= 2+p1 and r = 2p + o(1), as advertised.

Now, we set out to prove the upper bound (c) through a different approach. By bounded-
ness, there is a constant H such that V(z) < H ||z||” =: W (z) where we assume that V' (0) = 0
and that 0 is a critical point of order p. For all test functions g, Rp,(9) < R_g2a1w(g). Let

9o() = exp (—%) :

(90 Wa) = [ ol ()
R

2
= HSdl/ rPralexp (—T—2) dr
R>0 20

= HS; 255 <p—+ ;l — 2) lgPtd

Then,
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d
where S;_1 = (2£ is the surface area of S“'. We also compute directly that

=y

g 1z 2
(g0 (075 + H) g) = & (d02+trHU)

lgal* = (Vo)
so that all told,
1 62 , ptd=2Y)
<g0'7 (_02A + W) ga> = §d§ + 2?}[%017
2
By weighted AM—GM this is minimized by
2d g [poace (P50 2

where the exponent of # matches the claim. n
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Chapter 6

Curvature of basis exchange walks

The work in this section largely follows that of [Det25].

In this chapter the question we explore has a slightly different flavor, focusing on the
discrete curvature of a specific class of Markov chains. Although we don’t directly consider
the spectrum of any operator, we still consider it a spectrally motivated question due to the
connection between curvature and the spectral gap of a Markov chain.

In particular, we ask about the Ollivier-Ricci curvature of basis exchange walks, a specific
class of Markov chains. We spend some time discussing the properties of basis exchange walks
and the properties of discrete Markov chains with non-negative Ollivier-Ricci curvature to
properly motivate the following question:

Do all basis exchange walks have non-negative Ollivier-Ricci curvature?

We find that although basis exchange walks exhibit many of the hallmark properties of
Markov chains with non-negative Ollivier-Ricci curvature, there exist examples with negative
curvature. This result is somewhat surprising, and implies that local notions of expansion
are not equivalent (see the next section for details).

6.1 Introduction

Considering the long history of translating ideas from geometry to spectral graph theory,
considerable effort has been made in the last two decades to find a discrete analogue of the
notion of curvature. One particularly fruitful definition has been Ollivier-Ricci curvature.
Ollivier-Ricci curvature on metric spaces was first introduced in |OlI09], as an analog to
Ricci curvature on manifolds. Notably, this is a local notion, depending only on the two
neighborhood of adjacent states in a Markov chain, but can have global implications (sim-
ilar to curvatures in differential geometry settings). We will see several examples of such
implications for a Markov chain with non-negative Ollivier-Ricci curvature in Section
Here we consider the Ollivier-Ricci curvature of basis exchange walks, and show that
despite the many desirable properties uniformly exhibited by basis exchange walks, there
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exist both negatively and non-negatively curved basis exchange walks. Furthermore, we show
even among standard classes of matroids, such as linear matroids or graphic matroids, there
exist both matroids with negatively and non-negatively curved basis exchange walks. This
work reinforces the idea that non-negative curvature is a somewhat delicate phenomenon,
which cannot be guaranteed by a strongly log-concave stationary distribution (a feature of
all basis exchange walks) or the representability of the matroid.

We highlight in particular the implication this has for the connection between spectral
independence and Ollivier-Ricci curvature, both local certificates of expansion. Concurrent
works [BCCT22] and [Liu2l| prove non-negative Ollivier-Ricci curvature implies spectral
independence (see either work for precise, quantified statements). The validity of the converse
to this statement was not previously known, but this work disproves it: basis exchange walks
are uniformly O-spectrally independent, but we establish several examples with negative
Ollivier-Ricci curvature.

6.2 Markov chains and basis exchange walks

We will think of basis exchange walks as a particularly type of “well-behaved” Markov
chain. Before formally defining a basis exchange walk, we pause to discuss several different
desirable properties of Markov chains. We will see that basis exchange walks have all of
these properties.

Desirable properties of Markov chains

We define several desirable properties of Markov chains, noting that all of these ultimately
serve the same purpose: to bound the mixing time of the Markov chain. For each notion,
we show the connection to mixing time.

Let P be the transition matrix of a reversible, irreducible Markov chain over a finite state
space x. Let m denote the stationary distribution of P. We first recall the definition of the
mixing time:

Definition 6.2.1 (Mixing time). The mixing time of a Markov chain is
tmin(€) = inf {t : || P'(z,-) — 7THTV <eVzex}

where [|p — vz, =3, ln(z) — v(z)|, the total variation distance.

Spectral gap. The first property we look at is a spectral gap.

Definition 6.2.2 (Spectral gap). Let A\, = max{|A| : A € o(P)}. The absolute spectral gap
of P is defined as v, =1 — A,.

Note for a lazy Markov chain the absolute spectral gap coincides with the spectral gap,
that is v, =v=1— A\o.
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It will be convenient to consider the inverse spectral gap, which we refer to as the re-
laxation time and denote t,., = vi The subsequent fact shows that a large spectral gap
implies that the Markov chain mixes quickly (which, considering a spectral decomposition
of P, should not be surprising).

Theorem 6.2.1 (Mixing time bound from spectral gap, [LP17]). Let T, 1= minge, m(x).

Then letting , we have
1
tmzx<e) < trel log ( ) .
€M min

Modified log-Sobolev constant. Next we define another quantity we can associate to a
Markov chain: the modified log-Sobolev constant. To define this, we first need to define the
Dirichlet form of a reversible Markov chain and the normalized relative entropy.

Definition 6.2.3 (Dirichlet form). Given f,g: x — R, we define
Ep(f,9) =Y m(@)f(x)[I = P)(z,y)9(y)
T,YyEX
where I denotes the identity matrix.

Definition 6.2.4 (Normalized relative entropy). Given f : x — R>q we define

Entﬂ'(f) = Eﬂ'(f 1Og f) - wa log ]Eﬁf
where we adopt the convention that 0log0 = 0.

Definition 6.2.5 (Modified log-Sobolev constant). The modified log-Sobolev constant of a
Markov chain P is defined as

. 8P<f710gf)

A bound on the modified log-Sobolev constant allows us control over the decay of entropy
as the Markov chain runs. More formally, we can bound the KL-divergence of P*(z,-) and 7
in terms of p, which by Pinsker’s inequality will give us control over the TV distance between
P'(z,-) and 7. This, in turn, gives us a bound on the mixing time, which we state below.

| f:x = Rxo, Entr(f) 750}.

Lemma 6.2.2 (from [BT06|). Letting myn = minge, 7(z), we have

1 1 1
tmis(€) < — (log log + log )
p

T min 2¢2?
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Spectral independence. Lastly we look at a property specific to certain Markov chains
over product spaces known as spectral independence, first introduced in [ALG21]. Spectral
independence can also be considered a local notion of expansion; to understand spectral
independence in this way, one must go back to the definition of spectral independence and
its motivation from high-dimensional expanders. The curious reader should see [Liu23] for
a comprehensive exploration of spectral independence.

Spectral independence itself is a property of a measure m. We will first define spectral
independence, then discuss a Markov chain associated with 7. Finally we will see that
spectral independence of 7 implies a spectral gap (and therefore a mixing time bound) for
the associated Markov chain.

We start with a measure over subsets of a uniform size 7 : ([”]) — R>o. Spectral

k
independence is a condition on the influence matrix defined by 7, as seen below.

Definition 6.2.6 (Influence matrix). The influence matrix I, € R"*" is defined by

I.(i,j) = Psrlj € S|i € 5] —Psrli € 5]
Definition 6.2.7 (Spectral independence). For n > 0, we say 7 is n-spectrally independent
if Mo () <141,

The associated Markov chain we will consider is the down-up walk defined by this chain,
which we denote P,. Informally, starting at a set S, one step of the down-up walk drops
an element of S uniformly at random (the down step), then adds an element to form a new
set T with probability proportional to 7(7") (the up step). See Definition for a formal
definition in the context of matroids.

The following connects spectral independence of ;1 and the spectral gap of P,. Note we
can then translate this to a mixing time bound.

Lemma 6.2.3 (from |[ALG21]). Suppose there exists n > 0 such that m and all of its condi-
tional measures are all n-spectrally independent. Then v(P,) > Q(k~1*7).

Basis exchange walks
We now define basis exchange walks, starting with the definition of a matroid.

Definition 6.2.8 (Matroid). A matroid M = (E,B) is a set £ and a non-empty collection
of its subsets B, called bases, satisfying the following:

e 1o proper subset of a basis is itself a basis, and
e for any By, By € B, if by € B;\Bs, there exists a by € By\ By such that B; —b; + by € B.
The second condition is known as the basis exchange property.

Definition 6.2.9 (Rank). The rank of a matroid M = (E, B) is the size of any basis B € B.
Note that by the basis exchange property, all bases must be the same size.
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A particularly interesting class of matroids are those induced by a graph G, known as
graphic matroids. We consider several graphic matroids as examples, so we define them here.

Definition 6.2.10 (Graphic matroids). A graphic matroid induced by a graph G is a matroid
whose basis sets are the spanning forests of GG. If G is connected, the basis sets are the
spanning trees of G.

Definition 6.2.11 (Down-up walk). The down-up walk or the basis exchange walk is a
Markov chain on the bases of a matroid. Starting from a basis S € B, the random walk
proceeds by dropping an element v € S uniformly at random, then moving to a basis
containing S — v uniformly at random.

We note that the above describes the basis exchange walk on a set of bases given by
the uniform distribution (i.e., the uniform distribution over all bases will be the stationary
distribution). Given a distribution 7 over B, one can define the corresponding down-up
walk, but in considering the question of curvature of basis exchange walks, we will only be
concerned with the uniform case.

With the definitions of basis exchange walks in hand, we point out that basis exchange
walks have all of the “desirable” properties of Markov chains mentioned above. One key tool
used to prove these properties is the generating polynomial of the stationary distribution
associated to a basis exchange walk. In particular, this generating polynomial is strongly
log-concave (see [ALGV19] or [ALGV V21| for further details).

We have the following properties of basis exchange walks:

Theorem 6.2.4 (from |[ALGV19|). Let 7 be the uniform distribution over the bases of a
matrotd. Then m 1s 0-spectrally independent.

Theorem 6.2.5 (from [ALGV19]). The spectral gap v of a basis exchange walk over a rank-k
matroid satisfies v > 1/k.

Theorem 6.2.6 (from [CGM19|). The modified log-Sobolev constant p of a basis exchange
walk over a rank-k matroid satisfies p > 1/k.

We highlight that the state spaces for these Markov chains could be exponential in the
size of the ground set n, but the bounds for the spectral gap and modified log-Sobolev
constant depend only on k, the rank of the matroid.

6.3 Ollivier-Ricci curvature

We now turn to a particular notion of discrete curvature, Ollivier-Ricci curvature. To define
Ollivier-Ricci curvature, we first recall the definition of Wasserstein distance:
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Definition 6.3.1 (Wasserstein distance). Let u, v be two probability distributions over some
metric space (X, d). The Wasserstein distance between p and v is defined as

W(u,v) = min Ed(X,Y),

XY ~v
where the minimum is over all possible couplings of y and v.
Now we are ready to define Ollivier-Ricci curvature:

Definition 6.3.2 (Ollivier—Ricci curvature). For a Markov chain P over a metric space
(X,d), we define the Ollivier-Ricci curvature of P as the minimum k such that for all
S,TeX

W(P(S,-),P(T,-)) <(1—k)-d(S,T).

Note if d is the metric induced by P, i.e., d(S,T) := inf{t : PY(S,T) > 0}, we can
consider the minimum over only adjacent S,T € X in the above definition (see [O1109] for
further details). Throughout, we will take d to be the metric induced by P.

Properties of non-negatively curved Markov chains

We have the following results about Markov chains with non-negative curvature Ollivier-
Ricci curvature: we see that non-negative curvature allows us to bound the spectral gap,
gives us control over the entropy, and implies spectral independence.

Lemma 6.3.1 (from [O1109]). Suppose a Markov chain P has Ollivier-Ricci curvature k > 0.
Then v(P) > k.

Non-negative Ollivier-Ricci curvature can imply a modified log-Sobolev constant, but
additional conditions must also be satisfied (see [Miin23| for details). We can, however, get
control on other aspects of the entropy if we have a non-negatively curved Markov chain.
In particular, we can bound the the variance of the KL divergence (also known as the
varentropy) of P'(x,-) with respect to the stationary distribution. We refrain from stating
any formal results here, but direct the reader to [Sal23] for more details.

Lemma 6.3.2 (|Liu21], informally). Non-negative Ollivier-Ricci curvature implies spectral
independence.

Note that both curvature and spectral independence are quantitative properties, and a
Markov chain with stronger positive curvature will have stronger spectral independence.
See |Liu21] for full details.
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Curvature and degree

We briefly comment that non-negative curvature is only a useful notion for a family of
Markov chains with high degree (where the degree is the number of neighboring states a
given state can move to). We have the following fact about bounded degree expanders:

Lemma 6.3.3 (from [Sal21]). Bounded degree expanders always have negative curvature.

Since bounded degree expanders always have negative curvature, we see that if we have
an infinite family of constant degree Markov chains, they cannot have non-negative curvature
bounded below by a constant. If such a family did exist, then by Lemma [6.3.1], they should
be expanders. But this is a contradiction with the above fact.

From this, we see that curvature is only a useful notion for families of Markov chains
with superconstant degree (which basis exchange walks are).

6.4 A lower bound and positively curved examples

We now specifically consider the Ollivier-Ricci curvature of basis exchange walks.

From Definition and Definition [6.3.2) we see that to show a Markov chain is posi-
tively curved, it suffices to find a coupling for each edge (.S, T’) so that in one step, a random
walk started from S and a random walk started from 7" move closer in expectation. In the
following section we define such a coupling. Intuitively, this coupling tries to keep the walks
close by matching their down-steps and then matching their up-steps whenever possible.

Using this coupling, we define give a lower bound on the Ollivier-Ricci curvature of a
basis exchange walk in terms of the rank of the matroid and size of the ground set. We also
give a more precise lower bound in terms of more local measures. We then use this to give
several examples of positively curved basis exchange walks.

The down-step coupling

We define a candidate coupling, which we call the down-step coupling, for the down-up walk
starting from any adjacent bases S,7. The following will be useful to denote all possible
“up-steps” of a given down-step:

Definition 6.4.1. If B is a basis and u € B, let N(B—u) = {x € E': B—u+z is a basis}.

Definition 6.4.2 (Down-step coupling). Let S = {s,u1,...,up1}, T = {t,u1,...,up_1} be
bases of a rank-k matroid. Let P be the basis exchange walk, X ~ P(S,-), and Y ~ P(T,-).
We couple X and Y by first matching the down-steps when possible, then matching the
up-steps when possible. More concretely:

o If S drops s, then T drops t. Since S — s =T — t, we can always couple the up steps
to be the same.



CHAPTER 6. CURVATURE OF BASIS EXCHANGE WALKS 138

o If S drops u;, then T drops u;. Without loss of generality, suppose
We couple the up steps in the following way:

— If S —w; adds t, T'— w; adds s (note if t € N(S — u;), then s € N(T — u;) since

—IfS—wu;addsv e N(S —u;)) " N(T — w;), T — u; adds v.

— If S —w;adds v ¢ N(S —u;)) N N(T — u;) with v # ¢, then T'— u; adds a random
element from N(T — w;) with any distribution preserving the desired marginal
across N (T — u;).

The distribution mentioned in the last line is simply a distribution such that the up-step for
T — w; is uniform across N(T — u;); such a distribution will always be possible given that
#N(S —u;) > #N(T —u;). Note that with this coupling, the walks are at distance at most
2 by the basis exchange property.

Remark 19. We remark that while this coupling might not be optimal, coupling different
down steps for S and T can only decrease Ed(X,Y) in a small number of cases. For example,
consider S = {s,u,u'} and T = {t,u,u'}. Suppose S drops u and adds a, while T drops
u' and adds b, so S moves to {s,u,a} and T moves to {¢,b,u'}. We are only in a better
position (i.e., at a distance less than 2) if: (1) @ = ¢ and b = s, in which case the distance
is 1, or (2) @ = v/ and b = u, in which case the distance is also 1. We see that for most
possible up-steps, it is more advantageous to couple based on the down-step. We make this
more precise with an upper bound on curvature in Section [6.5]

Example. We give an example of this coupling on the graphic matroid induced by Kj.
Let S and T be the following spanning trees, respectively:

The following table shows how walks would move from S and T in the down-step coupling,
where s is the bottom edge and ¢ is the diagonal edge from the upper left to bottom right.
For clarity, we group outcomes under which element is dropped in the down step of the
down-up walk.

Lower bound

Our first theorem provides a lower bound on the curvature of the basis exchange walk in
terms of the rank and the size of the ground set.
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initial
state

drop s/drop ¢ drop top edge drop left edge

X ERARRKNK S K| S5

P I O O 1 1 | 1 | ggeach
9 9 9 9 9 9 12 12 12 pair
add
add same edge add same edge add ¢ left a.dd
/add s edge diag.

Table 6.1: The down-step coupling for two states in the graphic matroid induced by Kj.

Theorem 6.4.1. The basis exchange walk of a rank-k matroid over a set of sizen >k + 1
satisfies

o g2, Bk
"= kK k(n—k+1)

If n =k + 1, the basis exchange walk satisfies k > 1/k.

Proof. We show that the above coupling gives us the desired bound.
First note if S drops s and T drops ¢ (which occurs with probability %) we have

E (d(X,Y) | s,t dropped in down step) = 0.

Now we consider what happens when we drop u;. Letting U" = {uy, ..., w1, Uis1, ..., Up_1},
we have two cases:

Case 1: U'+s+t¢B.
We claim N (S —u) = N(T — u) by the basis exchange property. Let x € N(S — u) and
y € N(T —u), so

S—u+x=U+s+x€eb, T—u+y=U+t+yeB.

Applying the basis exchange property to U'+s+xz, U'+t+y, and z, we must have U'+s+y € B
since U'4+s+t ¢ B,soy € N(S—u). Similarly, we can see that U'+t+x € B,sox € N(T—u).
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Since N(S —u) = N(T — u), we can couple these walks to have the same up-step and in
this case
E (d(X,Y) | u; dropped) = 1.

Case 2: U'+s+teB

In this case, we can couple the walks to both move to U’ + s+t with some probability and
the distance will be 0. Note that N(S—u), N(T'—u) < n—(k—1) since (S—u)NN(S—u) = ()
(and similarly for T'), so

mm~{]13>(U’+s—>U’+s+1&),IP>(U’+1t—>U’+s+1t)}zT+1
n_

where P(U’ + s — U’ + s + t) denotes the probability of adding ¢ on the up-step, given u;
was dropped on the down-step (i.e., 1/N (S —u;)). Similarly, we can couple the walks to stay
at S and T respectively, which also occurs with probability > - and the distance is 1.

k+1’
Otherwise, the distance is always less than or equal to 2 since
U+s+a~U+s+t~U +t+y.
All together then we have
E (d(X,Y) | u; dropped) <2+ (1— — 2 )41 oo 3
u; dropped) <2-|1— =2—-— .
’ bp n—k+1 n—k+1 n—k+1
If n > k+ 1, in either case we have
3
EdX,)Y)|u; d d)<2— ———.
(d(X,Y) [ us dropped) <2 — ————

Then we have

By definition of k, we have:

k> 1 (2 n_k+1) (6.1)
k—1) E—1)

-1 k +km—k+1) (6.2)
2 3k—1)

S T I A\
T E Rkt 1)

(6.3)
If n =k + 1, then in either case E(d(X,Y) | w; dropped) < 1, so we have k > 1/k. O

By more carefully tracking which case we are in, we can sharpen this bound. We define
the set of elements we can drop that would place us in case two from above:
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Definition 6.4.3. Let J ={u:t € N(S —u) and u # s}.

Corollary 6.4.2. The basis exchange walk over any matroid satisfies

Rme{_ﬁ_ 1 2:2+# —@mAWT—wH}.

~ maX{#N ), #N(T — u)

Proof. This follows immediately from the down-step coupling and definitions. O

While this expression is not particularly friendly, it makes explicit the idea that if there
is a high overlap between N(S — u) and N(T — w) for all u, the basis exchange walk will
be positively curved. In the following examples, we directly analyze the coupling, which is
equivalent to applying this corollary (although we refrain from referring to this expression).

Positively curved examples
Non-negative curvature from smallness

We have the following corollaries to Theorem for rank-2 matroids, matroids over small
ground sets, and graphic matroids over small graphs:

Corollary 6.4.3. The basis exchange walk on any rank-2 matroid is positively curved.

Corollary 6.4.4. The basis exchange walk on any matroid with n < 7 is non-negatively
curved.

Corollary 6.4.5. The basis exchange walk on any graphic matroid induced by a simple graph
G = (V, E) with #V < 4 is non-negatively curved.
Uniform matroid

Lemma 6.4.6. The basis exchange walk over the rank-k uniform matroid with size n ground

set satisfies
(k—=1)(n—k)
>1- .
A gy )

Proof. The down-step coupling gives

1 kE—1 1 n—=k
Ed(X,Y)=—--0 -0 -1
(X.Y) PO TR (n—k+1 +n—k~|—1 )
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Vamos matroid

The Vdmos matroid is a rank-4 matroid over a ground set of size 8 that cannot be represented
as a matrix over any field. However, this matroid is close, in some sense, to a uniform matroid;
it includes 65 of the possible 70 subsets of size 4 as bases. The excluded sets are the shaded

parallelograms in Figure

Figure 6.1: Dependent sets in the Vamos matroid.

The following lemma shows that the Vamos matroid is positively curved. We can interpret
this as a consequence of how close the Vamos matroid is to the rank-4 uniform matroid over
8 elements.

Lemma 6.4.7. The basis exchange walk over the Vamos matroid is positively curved.

Proof. Again we show the down-step coupling demonstrates positive curvature.

Let S = {a,b,c,s} and T = {a,b,c,t} for some distinct elements a,b, ¢, s,t. For u # s,t
we consider the possibilities for N(S —u) and N(T' —u). By definition of the VAmos matroid,
for any S € B and any v € S, #N(S —u) =5 or 4 (i.e., it either contains all the elements
not in S — w or one less). We compute the expected distance in each case.

Suppose #N (S —u) = #N(T —u) = 5. Since t € N(S — u), the down-step coupling in
this case gives

4
E (d(X,Y) | u dropped) = 5

Suppose #N (S —u) =5 and #N (T —u) = 4. Again since t € N(S —u), in this case we
have

3 1
E (d(X,Y) | u dropped) < -0—1—3-1—1—5-2:1.

Suppose #N(S —u) = #N(T —u) = 4. As seen in the proof of Theorem , if
S —u+t ¢ B, we can couple so the distance is always 1, so we assume t € S — u and
s € T —u. Then we must have {u,d} C N(S —u) N N(T — u) for some d. Conditioned on
being in this case, we have

ol =

1 1 1
E (d(X,Y) | u dropped) < Z—l:-O—i-§-1+2~Z—l =1
In all cases with u # s,t the expected distance is less than or equal to 1, so we see the
basis exchange walk on this matroid has positive curvature. O

!Provided by David Eppstein, CCO.
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Graphic matroids

Now we consider a specific class of graphic matroids that induce positively curved basis
exchange walks. This shows that in addition to having non-negatively curved basis exchange
walks on graphic matroids induced by sufficiently small graphs, one can have non-negatively
curved basis exchange walks on graphic matroids induced by arbitrarily large graphs.

Lemma 6.4.8. Basis exchange walks over graphic matroids induced by graphs with edge-
disjoint cycles are positively curved.

Proof. We express the graph as a union of cycles, C;, and edges with effective resistance 1,
G"
G=Ci+...+C+ G

Any spanning tree S of the graph must be a union of spanning trees .S; of each cycle and G’
so we have

S=85+...+5+G.
Any adjacent spanning tree T' must differ in only one spanning tree of one cycle. Without
loss of generality we assume the different spanning tree is in the cycle labeled as ', so

T=T1+Sy4+...+5, +G".

We must show for any uw € S NT, we can couple walks from S and 7' conditioned on
dropping u so that the expected distance is not greater than 1. We consider different cases
for u.

Suppose u € G'. For any B € B we have N(B —u) = {u} (i.e, the only edge that can be
added on the up step is u). For this case, we have

E (d(X,Y) | u dropped) = 1.

Suppose u € S; with ¢ # 1, then N(S —u) = N(T' — u) = {u,v'} where {v'} = C;\S;.

We can always add the same element to each of S —u and T — u, so we again have
E (d(X,Y) | u dropped) = 1.

Suppose u € Sy, then N(S —u) = {u,t} and N(T — u) = {u, s} where t = C1\S; and
s = C1\T} (similar to previous notation, s is simply the edge included in S but not in T').
Since S =Cy—tand Ty =C;—s, S1—u+t =T, —u+s. We couple by adding u to both
S and T or adding ¢ to S and s to T'. In this case, we have

E (d(X,Y) | u dropped) = 1/2.

This covers all cases, so the basis exchange walk is positively curved. O]
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6.5 An upper bound and negatively curved examples

In this section we give an upper bound on the curvature of an edge (S, 7") of a basis exchange
walk in terms of the sets N(T — u) and N(S — u), given in Theorem [6.5.1] Using this, we
then give explicit examples of negatively curved basis exchange walks.

Note that to prove an upper bound on the curvature of an edge, we will need to prove
a lower bound on the expected distance of two walks starting from S,T for all possible
couplings. We do so by exhaustively considering all events where the distance can drop to
0, and upper bounding the probability that the distance goes to 0 under any coupling. We
then consider events where the distance must be at least 2 for any coupling and lower bound
this probability.

An upper bound

We now give an upper bound on the curvature of the basis exchange walk (we note the main
function of this bound will be to prove specific examples have negative curvature). In order
to state this bound, we fix any S ~ 1" and define the following notation.

Definition 6.5.1. Let J ={u:t € N(S —u) and u # s}.

Definition 6.5.2. For any u € J, let A, = (N(S —u) —t)\N(T' —u), i.e., the elements that
are not ¢t and that can be added to S — u but cannot be added to T — u.

Remark 20. These sets will be to identify neighbors of S that are all far from all but a
small number of neighbors of T' (see Proposition for a more precise statement). If
t ¢ N(S — u), then as seen in the proof of Theorem [6.4.1, N(S — u) = N(T — u). In this
case, every neighbor of S induced by dropping u has a unique neighbor of 7" induced by
dropping u.

Theorem 6.5.1. Consider any bases S ~ T of a matroid M. Then the basis exchange walk

on M satisfies
1 1 1 #Au
K§E+E';<#N(T—u) _#N(S—u))'

Proof. Let S and T be adjacent bases with S = {s,uy,...,ur_1} and T = {t,uq,...,up_1}.
Let X ~ P(S,-) and Y ~ P(T,-). Note for any coupling we have

Ed(X,Y)>0-Pd(X,Y)=0)+1-Pd(X,Y)=1)+2-Pd(X,Y)
= (1-P(X,Y)=0)—Pd(X,Y) >2)+2 -PdX,Y)
— 1 —P(d(X,Y) =0) +P(d(X,Y) > 2).

2)
2)

AVARAY

Recalling the definition of curvature, we see then

k <P(X,Y)=0)—Pd(X,Y) > 2).
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We will upper bound this quantity for any coupling.

We start by considering events where d(X,Y) > 2. In particular, we want to identify
neighbors of S that are from most neighbors of T'. The following proposition shows that any
neighbor of S of the form S — u + a for some u € J and some a € A, is far from almost all
neighbors of 7.

Proposition 6.5.2. For anyu € J anda € A,, S—u+a is at distance at least 2 from any
neighbor of T aside from T —u+ s, T —t+ s, or T —t+ a (if these sets are bases).

Proof. Without loss of generality, let v = u;. Then S —u+a = {s,a,ua,...,up_1}. We
proceed by cases on which element T drops.

Case 1: T drops u; and adds some element b, so T'—uy +b = {t,b,uz, ..., ux_1}.

Recall by definition of A,,, b ¢ N(T — u;) so b # a. Since a # uq,t, these are at distance 2
unless b = s.

Case 2: T drops t and adds some element b, so T'—t + b = {b,uy, ..., ur_1}.

Since a # uy, these are at distance 2 unless b = s or b = a.

Case 3: T drops u; # u; and adds b.

Then T — u; + b contains t and uq, neither of which are contained in S —u; +a, so T —u; +b
is at distance at least 2 from S — u; + a. O

We define the following relevant events:

Fua:={S drops v and adds a € A,} for any u € Ja € A, (6.7)
B, := {T drops u and adds s} for any u € J,
&, :={T drops t and adds a} for any a € N(T —t).

The above proposition shows
PA(X,Y)>2) > Y P(Fua) = P(Fua N Bu) —P(FuaNE) = P(FuaNé&).  (6.10)
ueJ a€Ay

Now we consider events where d(X,Y) = 0. The following table gives all possible pairs
of exchanges by S and T so that d(X,Y) = 0.

’ Exchange by S \ Exchange by T ‘
S drops s, adds t T drops u, adds u for any u € T
S drops s, adds a #t | T drops t, adds a
S drops u # s, adds u | T drops t, adds s
S drops u € J, adds t | T drops u, adds s

We define the additional relevant events, based on the exchange made by S:
Cia :={S drops s, adds a}, (6.11)
Cay :={S drops u, adds u}  for any u € S,u # s, (6.12)
Cs. = {S drops u, adds t}  for any u € J. (6.13)



CHAPTER 6. CURVATURE OF BASIS EXCHANGE WALKS 146

Then we have

PA(X,Y)=0) <PCr)+ Y PCraN&)+ Y PCounN&)+ > P(C3,NB,) (6.14)

aFt u€esS ueJ
u#s

Now we want to combine these two expressions. First note that if we collect some of the
terms in the difference between and [6.10] we can simplify as follows:

PCro)+ Y P(CLaN&a)+ Y PCouN&)+ > Y (P(FuaN&)+P(Fuan&)) (6.15)

a#t uiS ueJ a€Ay
1 1 #N(S —s)—1 1
PC)+ > P(E ——-< + >:—. (6.16)
N Tt k- \#N(S —s) #N(S — s) k
a;ét

Passing to the full expression we have

P(d(X,Y) =0) —P(d(X,Y) > 2) %+ZP Cs.u N By)

ueJ
+3 N P(FuanB) - > Y P(F
ucJ acAy ueJ u€Ay
1
<pHPBY- D PR
ueJ ueJ u€Ay,

Explicitly computing these probabilities, we have

1 1 #A,
_+E;(#N(T—u) ) (610

]

An immediate corollary of the above is a sufficient condition for negative curvature:

Corollary 6.5.3. The basis exchange walk on M is negatively curved if there exist bases

S ~ T such that 44 |
2 (#N(Su—w - #N(T—u)) =

ueJ

Negatively curved examples

By Corollary [6.4.3] all basis exchange walks over rank-2 matroids are positively curved.
However, as soon as we move to rank-3 matroids, this is no longer true, as shown in the
example below. One might then hope that certain classes of matroids, for example regular
matroids, induce non-negatively curved basis exchange walks. We show this is not the case
with an explicit example: we give a graphic matroid (thus also a regular matroid) with a
negatively curved basis exchange walk.
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Rank-3 matroid

The bound from Theorem [6.5.1] says that in order to ensure negative curvature, it suffices to
have S and T so that N (S —u) is very different from N (T — u) for many u. We construct a
matroid with this property.

Let E = {s,t,u,u vy,...,v5,wq,...,ws}. We define a matroid over E by defining the
bases:

o S={s,u,u'},

o T'={t,u,u'},

o {s,t,u},{s,t,u'},

o {s,u,v;},{s,u,v;} for all i,

o {t,u,w;},{t,u,w;} for all i,

o {u,u,v;},{u, v w;} for all i, and
o {u,v;,w;}, {u, v;,w;} for all i, j.

This is a R-linear matroid, with the elements identified with the following vectors in R?:

1
s= (0|, t=
0

o = O

0 1 0 1
,u= |0, =1, vi= 1], w;= |0
1 1 0 0

We have J = {u,u'}, #4; =5, and N(S —j) = N(T'— j) = 7 for j € J, so by Theorem

651
2 2.5 1
Y S 1
<7 7) 21 (6.18)



CHAPTER 6. CURVATURE OF BASIS EXCHANGE WALKS 148

Graphic matroid

We want to construct a graphic matroid with spanning trees S and 7" so that N (S — u) and
N(T — u) are very different for many u. We look at the graphic matroid induced by Kjg; in
order to make the set J as large as possible, we choose S and T to be paths. We label the
“outer” edges of Kg as in Figure [6.2] and consider the spanning trees S = {s,1,2, 3,4} and
T=At1,2,3,4}.

Figure 6.2: Labeling of outer edges of K.

We count the relevant quantities for Theorem [6.5.1. In the following table, let ¢ be the
element dropped in the “down” step of the down-up walk.

i | #N(S—i) | #N(T—i) | #Ai |
124 1.5 5
2[1-5 2.4 2
315 2.4 2
124 1.5 5

Table 6.2: Quantities needed for computing curvature upper bound

By Theorem we have

1 1/2 2 2-5 2-2 2
K<_+5(-+-————):——. (6.19)
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