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Abstract

Based on the work of Hartigan, the clusters of a distribution are often defined to be the
connected components of a density level set. Unfortunately, this definition drastically depends
on the user-specified level, and in general finding a reasonable level is a difficult task. In addition,
the definition is not rigorous for discontinuous densities, since the topological structure of a
density level set may be dramatically changed by modifying the density on a set of measure
zero. In this work, we address these issues by first modifying the notion of density level sets
in a way that makes the level sets independent of the actual choice of the density. We then
propose a simple algorithm for estimating the smallest level at which the modified level sets have
more than one connected component. For this algorithm we provide a finite sample analysis,
which is then used to show that the algorithm consistently estimates both the smallest level
and the corresponding connected components. We further establish rates of convergence for the
two estimation problems, and last but not least, we present a simple strategy for determining
the width-parameter of the involved density estimator in a data-depending way. The resulting
algorithm turns out to be adaptive, that is, it achieves the optimal rates achievable by our
analysis without knowing characteristics of the underlying distribution.

1 Introduction

A central and widely studied task in statistical learning theory or machine learning is cluster analysis,
where the goal is to find clusters in unlabeled data. Unlike in supervised learning tasks such as
classification or regression, a key problem in cluster analysis is already the definition of a learning
goal that describes a conceptionally and mathematically convincing definition of clusters. A widely,
but by no means generally accepted, definition of clusters has its roots in a paper by Carmichael
et al. (1968), who define clusters to be densely populated areas in the input space that are separated
by less populated areas. The non-parametric mathematical translation of this idea, which goes back
to Hartigan (1975), usually assumes that the data D = (x1,...,2,) € X" is generated by some
unknown probability measure P on a topological space X that has a density h with respect to some
known reference measure p on X. Given a threshold p > 0, the clusters are then defined to be the
connected components of the density level set {h > p} := {& € X : h(z) > p}. Here, one typically
considers the case, where X C R? and p is the Lebesgue measure on X. In addition, it is often
explicitly or implicitly assumed that the density h is continuous, since this avoids various pathologies
regarding the topological notion of connectedness that are caused by changes of h on p-zero sets,
see Rigollet (2007) for some illustrations.

Some approaches were made in the past to address these topological pathologies. For Example,
Cuevas and Fraiman (1997) introduced a thickness assumption for sets C, that rules out cases, in
which neighborhoods of = € C have not sufficient mass. This thickness assumption excludes some
topological pathologies such as topologically connected bridges of zero mass, see e.g. Rigollet (2007),
while others such as cuts of measure zero are not addressed. Moreover, Rinaldo and Wasserman



(2010) entirely avoid these issues by considering level sets of convolutions k * P of the underlying
distribution P with a continuous kernel k& on R? having a compact support. Since such convolutions
are always continuous, these authors can not only deal with discontinuous densities but also with
distributions that do not have a Lebesgue density at all. However, different kernels (or kernel widths)
may lead to different clusters, and consequently, their approach introduces another parameter that
is in general hard to control by the user.

Defining clusters by the connected components of a level set clearly requires us to estimate the
level set in one form or the other. Level set estimation itself is a classical non-parametric problem,
which has been considered by various authors such as Devroye and Wise (1980), Hartigan (1987),
Miiller and Sawitzki (1991), Polonik (1995), Ben-David and Lindenbaum (1997), Tsybakov (1997),
Bafillo et al. (2001, 2000), Steinwart et al. (2005), Rigollet and Vert (2009), Singh et al. (2009).
In these articles, two different performance measures are considered for assessing the quality of a
density level estimate, namely the mass of the symmetric difference between the estimate and the
true level set, and the Hausdorfl distance between these two sets. Estimators that are consistent
with respect to the Hausdorff metric clearly capture all topological structures eventually, so that
these estimators form an almost canonical choice for density-based clustering. In contrast, level set
estimators that are only consistent with respect to the first performance measure are, in general,
not suitable for the cluster problem, since even sets that are equal up to measure zero may have
completely different topological properties.

Historically, two distinct questions have been investigated for density-based clustering. The first
one is the so-called single level approach, which tries to estimate the connected components of
{h > p} for a single and fized level p > 0. The single level approach has been studied by several
authors, see, e.g., Hartigan (1975), Cuevas and Fraiman (1997), Rigollet (2007), Maier et al. (2009),
Rinaldo and Wasserman (2010) and the references therein. Moreover, we have mentioned above
that level set estimators that are consistent with respect to the Hausdorff metric can be easily
used for this version of density-based clustering, and thus it seems fair to say that this clustering
problem enjoys a good statistical understanding. Unfortunately, however, it suffers from a serious
conceptional issue, namely that of determining a good value of p. Indeed, it is not hard to see that
different values of p may lead to different numbers of clusters, see e.g. the illustrations by Chaudhuri
and Dasgupta (2010), Rinaldo et al. (2012). On the other hand, it is almost impossible for the user
to guess a suitable value for p, and using a couple of different candidate values creates the problem of
deciding which of the resulting clusterings is best. For this reason, Rinaldo and Wasserman (2010)
note that research on data-dependent, automatic methods for choosing p (and the width parameter
of the involved density estimator) “would be very useful”.

The second approach, which is known as the cluster tree approach, tries to address the issue of
finding a good value of p by considering all levels simultaneously. In this approach, the focus lies
on the identification of the hierarchical structure of the connected components for different levels.
To be more precise, let h be a fixed density, which, for the sake of simplicity, is assumed to be
continuous, and A be a connected component of {h > p}. Then, for every p’ € [0, p], there exists
exactly one connected component B of {h > p'} with A C B, see e.g. Lemma 2.9. Under some
additional assumptions on p and h, this leads to a finite tree, in which each node B is a connected
component of some level set {h > p'} and all children of a node B are the connected components
of {h > p} for some p > p’ that are contained in B. Results, further definitions, and methods
for estimating the structure of this tree can be found in the work by Hartigan (1975), Stuetzle
(2003), Chaudhuri and Dasgupta (2010), Stuetzle and Nugent (2010). In particular, Chaudhuri and
Dasgupta (2010) show that in a weak sense of Hartigan (1981), a modified single linkage algorithm
converges to this tree under some assumptions on the density h. To be more precise, let A and
A’ be two different connected components of some level set of h, and D € X" be a data set from
which the tree estimate is constructed. Furthermore, let Ap and A, be the smallest clusters in
this tree estimate that satisfy AN D C Ap and A’ N D C A, respectively. Then the result by
Chaudhuri and Dasgupta (2010) shows that we have Ap N A, = 0 with probability P™ converging
to 1 for n — oo. Roughly speaking, this means that all parent/child relations of the cluster tree are
eventually contained in the tree estimate, and Chaudhuri and Dasgupta (2010), actually show the
latter by finite sample guarantees. More recently, Kpotufe and von Luxburg (2011) extended this
analysis to a wider range of parameters for the underling k-NN density estimator. In addition, they



also proposed a simple pruning strategy, that removes connected components that only artificially
occur because of finite sample variability. Unfortunately, however, neither of these results tell us a)
how to find these smallest sets Ap and A, in the estimating tree without knowing h, and b) how
well Ap and A’, approximate A and A’, respectively. Consequently, it seems fair to say that this
notion of consistency reveals more about the cluster structure and less about the actual clusters.

Unlike the papers mentioned above, we neither consider the single level approach nor the cluster
tree approach. Instead, we are interested in estimating the infimum p* of all levels at which the
density level set consists of more than one connected component. In addition, we wish to estimate
the corresponding clusters.

To make these goals mathematically rigorous for discontinuous densities, we first introduce a
notion of density level sets that is independent of the actual choice of the density, see (2). Since
the above mentioned topological pathologies are all caused by the ambivalence of densities on zero
sets, this new notion is immune against such pathologies. In general, our new notion of level sets
leads to sets M, that are larger than the classical level sets {h > p}, though it will turn out that
we always have M, A {h > p} C 0{h > p}, see (3) for details. Consequently, both sets are equal up
to measure zero, whenever we have p(9{h > p}) = 0 for some density h, and Lemma 2.4 presents
another sufficient condition.

With the help of the level sets M, we can then consider the infimum p* over all levels p for
which M, contains more than connected component. For simplicity, we assume in this paper that
there exists some p** > p* such that, for all p € (p*, p**], the level sets M, contain exactly two
connected components. Note that the persistence of the cluster structure over a small range of
levels p € (p*, p**] is assumed either explicitly or implicitly in basically all density-based clustering
approaches that deal with several levels p, see e.g. Chaudhuri and Dasgupta (2010), Kpotufe and von
Luxburg (2011). Intuitively, this restriction is somewhat natural, since without such a persistence it
seems impossible to identify the topological structure of a level set with the help of an estimate that is
vertically uncertain due to finite sample effects. On the other hand, the restriction to two components
seems to be quite restrictive at first glance. Surprisingly, however, the opposite is true. To illustrate
this, assume for simplicity that X = [0,1] and h : X — (0,00) is a continuous density with exactly
two distinct strict local minima at say x1 and x2. Now, if, e.g., h(z1) < h(z2), then p* = h(z1) and,
for p**, we can choose any value with h(x1) < p** < h(z2), since for p € (p*, h(x2)], the density level
set actually contains exactly two connected components. Consequently, our assumption of having
two connected components for a small range above p* would only be violated if h(z1) = h(x2).
Compared to the case h(x1) # h(x2), the latter seems to be rather singular, in particular, if one
considers higher-dimensional analogs.

Besides the assumptions discussed so far, we need to make an additional assumption on the level
sets that excludes bridges and cusps that are too thin and long. While this is certainly unpleasant,
it seems to be rather necessary, since such an assumption occurs in one form or the other in most
articles dealing with density-based clustering and Hausdorff estimation of level sets. Moreover, for
Holder continuous densities it is easy to show that such an assumption essentially holds for all levels
and this fact is implicitly used, e.g. by Kpotufe and von Luxburg (2011).

In this work we present an algorithm that consistently estimates the level p* and the correspond-
ing clusters with the help of a histogram-based level set estimator. Using finite sample guarantees,
we further establish rates of convergence for estimating p* under a rather natural assumption on P
that describes how fast the connected components of M, move apart for increasing p € (p*, p**].
Note that this assumption does not incorporate any sort of continuity, or even smoothness, of h.
In particular, it is easy to construct examples of discontinuous densities satisfying this assumption,
while we show that it is automatically satisfied for Holder-continuous densities. We further establish
rates of convergence for the problem of estimating the corresponding clusters. Here we addition-
ally need to consider the well-known flatness condition by Polonik (1995) and an assumption that
describes the mass of d-tubes around the boundary of the level sets. Unlike in previous articles
however, we do not need to restrict our considerations to (essentially) rectifiable boundaries. Unfor-
tunately, however, all these rates can only be achieved, if the histogram width is chosen in a suitable,
distribution dependent way, and therefore we finally propose a simple data-driven parameter selec-
tion strategy. For this strategy we show that, in many cases, it achieves the above mentioned rates
without knowing characteristics of the underlying distribution.



Since this work strongly builds upon the papers by Steinwart (2011), Sriperumbudur and Stein-
wart (2012), let us briefly describe our main new contributions. Firstly, Steinwart (2011) only
establishes consistency of the algorithm considered in this work, that is, no rate of convergence is
presented. While Sriperumbudur and Steinwart (2012) do establish such rates, the situation con-
sidered by Sriperumbudur and Steinwart (2012) is different. Indeed, Sriperumbudur and Steinwart
(2012) considers a different algorithm that uses a Parzen window density estimator to estimate the
level sets. However, this algorithm requires the density to be a-Holder continuous, and in fact, it
requires the user to know a. Secondly, neither of the two papers consider a data-dependent way of
choosing the width parameter of the involved density estimator. Besides these new contributions,
this paper also adds a substantial amount of extra information regarding the imposed assumptions
and last but not least polishes many of the results from Steinwart (2011).

The rest of this paper is organized as follows. In Section 2 we introduce our topologically
robust notion of density level sets and establish some simple properties of these sets. We further
consider maps that relate connected components of different level sets. These maps will be our
fundamental tool for comparing the cluster structure of the true density level sets and their empirical
estimates. We further make the above notion of clusters rigorous and establish some results about
the persistence of the cluster structure under horizontal and vertical uncertainty. Section 3 contains
three parts. In the first part we determine the vertical and horizontal uncertainty when estimating
density level sets with the help of a standard plug-in histogram approach. We then propose a
simple and generic algorithm that receives a family of level set estimates with known uncertainty
and that returns both an estimate of the smallest level p* and the resulting clusters. Finally, we
present a finite sample analysis for this generic algorithm. In Section 4 we then apply this finite
sample analysis to the case in which the algorithm receives the level set estimates of a histogram
approach. Here we show the consistency of our algorithm and present learning rates. Section 5
contains the description and the analysis of the data-driven width selection strategy. All proofs
as well as many auxiliary results can be found in Section 6. Finally, the appendix contains, as
supplemental material, an example of a large class of distributions on R? with continuous densities,
that satisfy all the assumptions made in this paper.

2 Preliminaries: Level Sets, Connectivity, and Clusters

In this section we introduce all notions related to the definition and analysis of clusters. We further
present various technical result needed throughout the paper.

2.1 Density-Independent Density Level Sets

Unlike to the rest of the paper, where we mostly consider compact metric spaces, we assume through-
out this subsection that (X,d) denotes a complete separable metric space. Recall that compact
metric spaces are both complete and separable, and hence everything developed in this subsection
can actually be used in the remainder of the paper, too. Now, let B(X) be the Borel o-algebra on X,
u be a known o-finite measure on B(X), and P be an unknown u-absolutely continuous probability
measure on B(X). Recall that by Radon-Nykodym’s theorem, P has a p-density h : X — [0, 00),
but this density is only p-almost surely determined and therefore, for p € [0, 00), the density level
set {h > p} is also only p-almost surely determined. In particular, if we consider a measurable set
A C X with

WA & {h=p}) =0,

then there exists another p-density b’ : X — [0,00) of P such that A = {h' > p}. Now observe that
the topological properties such as closedness or connectivity of {h’ > p} may be quite different from
those of {h > p}, since in general these properties may be changed by pu-zero sets. Unfortunately,
however, these topological properties play a crucial role in the definition of clusters, and hence we
need a notion of “density level sets” that is independent of the particular choice of the density. To
achieve this, recall that the support supp v of a measure v on (X, B(X)) is the complement of the
largest open v-zero set, that is, supp v is the smallest closed subset B of X that satisfies v(X \ B) = 0.
Moreover, recall that, for every measure on a complete, separable metric space, the support actually



exists. Now observe that, for every fixed p € R,
pp(A) == u(AN{h = p}), A€ B(X),

defines a o-finite measure p, on (X,B(X)) that is independent of the particular choice of the y-
density h of P. Consequently, the set

M, = supp i,

is independent of this choice, too. In the following, we call M, the density level set to the level p.
For any given p-density h of P, these definitions yield

p({h > pI\ M,) = p({h > p} N (X \ M,)) = p,(X \ M) =0, (1)

that is, up to u-zero sets, no density level set {h > p} is larger than M,. Moreover, M, is actually
the smallest closed set satisfying this equation. In addition, it is easy to check that we have

M, ={z € X : n,(U) > 0 for all open neighborhoods U of z} . (2)

Note that if supp pu = X, we actually have M, = X for all p < 0, but typically we are, of course,
interested in the case p > 0, only. To state our first technical result, which provides a lower and
an upper bound for the set M,, we write A for the interior and A for the closure of a set A C X.
Moreover, A := A\ A denotes the boundary of a A C X.

Lemma 2.1. Let (X,d) be a complete separable metric space, u be a o-finite measure on X with
supp u = X, and P be a p-absolutely continuous probability measure on X. Then, for all u-densities
h of P and all p € R, we have

{(h>pycM,c{h=p}.
Moreover, if h is continuous, we have {h > p} C M, C {h > p} and OM, C {h = p}.

An immediate consequence of Lemma 2.1 is that the symmetric difference between the sets M,
and {h > p} is contained in the boundary of {h > p}, that is

M, & {h = p} C 0{h > p}. (3)

The next lemma shows that the sets M, are ordered the way one would expect density level sets
to be ordered.

Lemma 2.2. Let (X, d) be a complete separable metric space, u be a o-finite measure on X, and P
be a p-absolutely continuous probability measure on X. Then, for all p1 < p2, we have

M,, C M,, .

In turns out that we will not only need the equality p({h > p} \ M,) = 0 established in (1), but
also the “converse” equality u(M, \ {h > p}) = 0. This is ensured by the following definition.

Definition 2.3. Let (X,d) be a complete separable metric space, p be a o-finite measure on X, and
P be a p-absolutely continuous probability measure on X. For p € R, we say that P is

i) upper normal at level p € R, if, for some p-density (and thus all p-densities) h of P, we have
WM, \ {h > p}) = 0.

i1) lower normal at level p € R, if, for some u-density (and thus all p-densities) h of P, we have
u({h > p}\ M,) =0.

Moreover, we say that P is normal at level p if it is both upper and lower normal at level p. Finally,
P is normal, if it is normal at every level.



The following lemma provides some simple sufficient conditions for normality.

Lemma 2.4. Let (X,d) be a complete separable metric space, u be a o-finite measure on X with
supppu = X, and P be a p-absolutely continuous probability measure on X. Then the following
statements hold:

i) If P has a upper semi-continuous u-density, then it is upper normal at every level.
it) If P has a lower semi-continuous u-density, then it is lower normal at every level.
iii) If P has a p-density h such that u(8{h > p}) = 0 for some p > 0, then P is normal at level p.

Let us now assume that P is upper normal at some level p. By (1) we then immediately see that

u(M, & {h = p})=0 (4)

for all p-densities h of P. In other words, up to p-zero measures, M, equals the p-level set of all
p-densities h of P. Moreover, if for some p* > 0 and p** > p*, the distribution P is upper normal
at every level p € (p*, p**], then using the monotonicity of the sets M, and {h > p} in p as well as
(UieIAi) A (Uie[Bi) C UiEI(Ai A Bi), we find

M({h >pta | Mp> < u(U ({h>p"+1/n} A Mp*-H/”)) =0 (5)

p>p* neN

for all p-densities h of P, and if P has a continuous density h, we even have {J,. ,. M, = {h > p*}
by an easy consequence of Lemma 2.1. Similarly, if P is lower normal at every level p € (p*, p**],
we find

a0 U < (U @0 o+ 1\ M) ) =0, 6)

p>p* neN

and if in addition, (5) holds, we obtain (U, ,- M, A U, - M,) = 0.

2.2 Some Notions of Connectivity

We have already mentioned in the introduction that we will follow the idea of defining clusters by
connected components. In this subsection, we introduce the necessary topological tools for this
approach. Furthermore, we consider another, more quantitative notion of connectivity that is used
in our algorithm.

Since in general we cannot expect to estimate the levels set exactly, we need a tool to compare
the clusters, i.e. the connected components, of our estimate to the true clusters. Now, connected
components form a partition of the (estimated) level set, and thus it seems natural to compare these
partitions. It turns out that this idea is so fruitful that it will also help us in other situations. We
thus begin by introducing a general approach for comparing partitions.

Definition 2.5. Let A C B be two arbitrary non-empty sets and P(A) and P(B) be two partitions
of A and B, respectively. We say that P(A) is comparable to P(B), if for all A’ € P(A) there exists
a B’ € P(B) such that A’ C B’.

Informally speaking, P(A) is comparable to P(B) if no cell A" € P(A) is broken into pieces
in P(B). Moreover, since P(B) is a partition, it is clear that we cannot have two distinct cells
B',B"” € P(B) such that A’ C B’ and A’ C B”. This simple observation immediately leads to the
following crucial lemma.

Lemma 2.6. Let A C B be two non-empty sets with partitions P(A) and P(B), respectively. Then
the following statements are equivalent:

i) P(A) is comparable to P(B).
it) There exists a map ¢ : P(A) — P(B) such that for all A’ € P(A) we have
AT C (4. (7)



Moreover, if one the statements above are true, ¢ is uniquely determined by (7). In the following we
call ¢ the cell relating map (CRM) between A and B, and when we want to emphasize the involved
pair (A, B) and the partitions are known from the context we write (a g := (.

Note that a CRM ¢ : P(A) — P(B) is injective if and only if no two distinct cells of P(A) are
contained in the same cell of P(B). Conversely, ¢ is surjective, if and only if every cell in P(B)
contains a cell of P(A4). As a consequence, ( is bijective, if and only if there is a one-to-one relation
between the cells of the two partitions. The latter situation is usually the one we seek, which justifies
the following definition.

Definition 2.7. Let A C B be two non-empty sets with partitions P(A) and P(B), respectively.
Then we say that P(A) is persistent in P(B), if P(A) is comparable to P(B) and the corresponding
CRM ¢ : P(A) — P(B) is bijective.

As we will see later, the bijectivity of a CRM is often proved with the help of intermediate
CRMs. The key to this approach is provided by the following lemma that establishes transitivity
for comparable partitions and a composition formula for the involved CRMs.

Lemma 2.8. Let A C B C C be three non-empty sets with partitions P(A), P(B), and P(C).
Assume that P(A) is comparable to P(B) and that P(B) is comparable to P(C). Then P(A) is
comparable to P(C) and the corresponding CRMs satisfy

Ca,c =CB,coCaB-

The lemma above shows, for example, that if P(A) is persistent in P(B) and P(B) is persistent
in P(C), then P(A) is also persistent in P(C'). Conversely, if P(A) is persistent in P(C), then (4 p
must be injective and (g c must be surjective. Such arguments will be frequently used in our proofs.

Let us now relate the rather abstract notion of CRMs to the topological notion of connectivity
that will be used in the definition of clusters. To this end, we fix a metric space (X, d). Now recall
from topology that an A C X is connected, if, for every pair A’, A” C A of relatively closed disjoint
subsets of A with A’ UA” = A, we have A’ = () or A” = (). Moreover, the maximal connected
subsets of A are called the connected components of the space, see e.g. (Kelley, 1955, p. 54f). It
is well-known that these components form a partition of A and that every component is relatively
closed in A. In particular, if A is closed, all connected components of A are closed. In the following,
we denote the set of (topologically) connected components of A by C(A). Clearly, C(A) is a partition
of A and the next lemma shows that for different sets these partitions are comparable.

Lemma 2.9. Let (X,d) be a metric space and A C B be two closed non-empty subsets of X with
|IC(B)| < 0co. Then C(A) is comparable to C(B).

For path-connected components it is straightforward to see that a statement analogous to Lemma
2.9 holds. In the following we will consider a discrete version of path-connectivity introduced in the
following definition.

Definition 2.10. Let (X,d) be a metric space, A C X be a non-empty subset, and T > 0. We say
that x,x’ € A are T-connected in A, if there exist x1,...,T, € A such that r1 = z, , = ' and
d(xi,xip1) <7 foralli=1,...,n— 1. Moreover, we say that A is T-connected, if all x,2’ € A are
T-connected in A.

It is easy to check that the property of being 7-connected in A gives an equivalence relation for
elements in A. We call the resulting equivalence classes the 7-connected components of A and denote
the set of all 7-connected components of A by C.(A). Obviously, the 7-connected components of
A C X are 7-connected. To formulate some more properties of 7-connected components, we write

B /
d(z, A) = ml/rg4 d(x,x")
for the distance between some 2 € X and A C X, and d(A4, B) := inf{d(z,y) : x € A,y € B} for the
distance between A and another set B C X.
With these preparations we can now collect some useful facts about C(A) in the following lemma.



Lemma 2.11. Let (X,d) be a metric space, A C X be a non-empty subset and 7 > 0. Then we
have d(A’, A") > 1 for all A’, A" € C,(A) with A" # A”. Moreover, if A is closed, all A" € C,(A)
are closed, and if X is compact we have |C.(A)| < oco.

The next lemma shows that a statement analogous to Lemma 2.9 also holds for 7-connectivity.

Lemma 2.12. Let (X,d) be a metric space, A C B be two non-empty subsets of X and 7 > 0.
Then C-(A) is comparable to C.(B).

It can be easily shown, see Lemma 6.4, that, for compact metric spaces (X, d), a closed A C X
is topologically connected, if and only if it is 7-connected for all 7 > 0. The following lemma
investigates the relation between C.(A) and C(A) in more detail.

Lemma 2.13. Let (X,d) be a compact metric space and A C X be a non-empty closed subset. Then
the following statements hold:

i) For all T >0, C(A) is comparable to C,(A) and the CRM ¢ : C(A) — C.(A) is surjective.
it) If |C(A)| < oo, we have
74 :==min{d(4’,A"): A", A" € C(A) with A" # A"} >0, (8)

where min () := co. Moreover, for all T € (0,73] N (0,00), we have C(A) = C-(A) and, for such
T, the CRM ¢ : C(A) — C-(A) is bijective. Finally, if T, < oo, that is, |C(A)| > 1, we have

74 =max{T >0:C(4) =C,(4)}.

Note that, in general, a closed subset of A may have infinitely many topologically connected
components as, e.g., the Cantor set shows. In this case, the second assertion of the lemma above is,
in general, no longer true.

Given two closed subsets A C B and a 7 > 0, we can consider both the CRM ¢ : C(4) — C(B)
and the CRM ¢, : C,(A) — C-(B). To distinguish between them, we sometimes call ¢ the top-CRM
and the (; the 7-CRM. The following lemma, which is a direct consequence of Lemma 2.13, and
whose proof is therefore omitted, shows that for sufficiently small 7 both coincide.

Lemma 2.14. Let (X,d) be a compact metric space, A C B be two non-empty closed subsets of
X with |C(A)|] < oo and |C(B)| < oo. Let ¢ : C(A) — C(B) be the top-CRM. Then, for 7* :=
min{7%, 75} and all 7 € (0,7*], we have ¢ = ¢, where {; : C;(A) — C-(B) is the T-CRM.

We will see later that clusters will be defined with the help of connected components, while our
clustering algorithm needs to work with 7-connected components to recognize small bridges. The
lemma above shows that for sufficiently small 7, both concepts coincide. This already suggests that
the quantity 77 will be key to our analysis.

The following lemma establishes monotonicity of 7} in A under a natural regularity assumption.

Lemma 2.15. Let (X, d) be a compact metric space and A C B be two non-empty closed subsets of
X with |C(A)] < oo and |C(B)| < co. If the top-CRM ¢ : C(A) — C(B) is injective, then we have
TH > Th.

2.3 Clusters

Using the concepts developed in the previous subsections we can now introduce our notion of clusters
in this subsection.
We begin with the following definition that describes distributions that have clusters.

Definition 2.16. Let (X,d) be a compact metric space, u be a finite Borel measure on X, and P
be a p-absolutely continuous and normal Borel probability measure on X. We say that P can be
topologically clustered between the critical levels p* > 0 and p** > p*, if, for all p € [0, p**], the
following conditions are satisfied:



i) We have either |C(M,)| =1 or [C(M,)| = 2.
ii) If we have |C(M,)| =1, then p < p*.
iii) If we have |C(M,)| = 2, then p > p* and the top-CRM ¢ : C(M,-~) — C(M,) is bijective.

Definition 2.16 ensures that up to the level p* we only have one connected component, and thus
C(M,) is persistent in C(M,) for all 0 < p < p" < p*. Similarly, Condition iii) guarantees that for
some, possibly rather small, vertical range (p*, p**|, C(M,) is persistent in C(M,). We will see later
that our algorithm, probably like any other algorithm, needs to deal with some vertical uncertainty
caused by finite sample effects. The persistence described above will be crucial for our algorithm to
work well under the presence of this uncertainty.

Note that the definition above does not exclude the case |C(M,+)| = 1, and hence the elements of
C(M,-) cannot be used to define the clusters of P. On the other hand, for p > p*, each A € C(M),)
should be a subset of a cluster of P. This idea is used in the following definition, which defines the
clusters of P by a limit for p N\, p*.

Definition 2.17. Let (X,d) be a compact metric space, u be a finite Borel measure on X, and P be
a p-absolutely continuous Borel probability measure on X that can be topologically clustered between
the critical levels p* and p*™*. For p € (p*, p**], we write (, : C(My++) — C(M,) for the top-CRM.
Moreover, let Ay and Ay be the topologically connected components of M,«. Then the sets

Ar= | G4, ie{1,2},

pE(p*,p**]
are called the topological clusters of P.

By the bijectivity of the maps (,, it is straightforward to show that A} N A5 = 0. In general,
however, the clusters may touch each other, that is, we may have d(Aj, A5) = 0. For example, if P
is a mixture of two Gaussians with different centers but same variance, then it is easy to check that
the two clusters are only separated by a hyperplane, and therefore they do touch each other.

2.4 Cluster Persistence under Horizontal Uncertainty

Using finitely many samples, we can only expect estimates of the level sets M, that are both
vertically and horizontally uncertain. While to some extent the vertical uncertainty has already
been addressed by the persistence assumed in our cluster definition, the horizontal uncertainty has
not been addressed, so far. Therefore, the goal of this subsection is to investigate under which
conditions a controlled horizontal uncertainty does not affect the persistence.

To begin with, let us recall some notions that will help us to describe what we mean by horizontal
uncertainty. To this end, let us fix a metric space (X, d) and some A C X. For § > 0, the §-tube
around A is then defined by

AT = {r e X :d(zx,A) <6}.

Conceptionally similar is the operation of cutting off a §-tube from A, namely
A0 =X\ (X \ AT,

Clearly, we have A=% € A € AT?, and both (X \ A)*% = X\ A7% and (X \ A)~° = X\ A9, Despite
the notation, however, both operations are anything than inverse to each other in the exponent.
Namely, in general we have (A19)7% £ A and (A=%)*® # A. Nonetheless, for € > 0, we have at least
A C (ATF4)7% and (A=97¢) T C A, see Lemma 6.5, which also collects some other useful inclusions
related to these operations.

Remark 2.18. In the literature there is another, closely related concept for adding and cutting off
0-tubes, which based on the Minkowski addition and difference of sets. Namely, in generic metric
spaces (X, d), we can define

AP =z € X : Iy € A with d(z,y) < 6}

A®% .= {z e X : B(z,0) C A}



for AC X and 6 > 0, where B(z,0) := {y € X : d(z,y) < 0} denotes the closed ball with radius
8 and center x. Some simple considerations then show APVt ¢ A=0 c A®9 qnd A®% c AT C
AP0+ for all €,6 > 0, that is, the operations of both concepts almost coincide. In addition, it is
straightforward to check that A% = X \ (X \ A)%7.

Usually, the operations ®6 and ©6 are considered for the special case X := R? equipped with the
Euclidean norm. In this case, we immediately obtain the more common expressions

AGB‘;:{x—i—y:xeAandyE(SBég}
Ae‘;:{xeRd:x—HSngCA},

where ng denotes the closed unit Euclidean ball at the origin. Note that the latter formulas remain

true for sufficiently small § > 0, if we consider the “relative case” X C R? and subsets A C X
satisfying d(A,R%\ X) € (0,00).

In general, it is quite cumbersome to determine the exact forms of At% and A=, respectively
AP and A®? for a given A. For a particular class of sets A C R?, Example 7.1 illustrates this by
providing both A®? and A9,

Let us now assume that we have an algorithm that can only estimate the true level sets M, up
to some J-tube, that is

M;°c M, c M,

where M,, is the estimate generated by the algorithm. To use M,, for identifying the connected
components of M,, it then seems natural to relate the connected components of Mp to those of
M, % and M,j"s. Clearly, this approach can only be successful, if the connected components of
M;‘s and Mp+5 can in turn be related to those of M,. While for sufficiently small ¢ it can be
shown similarly to Lemma 2.13 that C(Mp*‘s) is persistent in C(M,,), this is no longer true for M;5.
Indeed, in the presence of thin bridges the cutting operation may split a connected component into
two. Consequently, we need a method to carefully glue connected components together. As we will
see later, considering 7-connected components instead of connected components, is such a method
provided that 7 and J satisfy certain constraints. Keeping this motivation in mind, our goal of this
section is thus to investigate under which conditions CT(Mp’é) and CT(M;‘S) are persistent to C(M,).

Let us begin with the following lemma that establishes properties for the 7-CRM between a set
A and A19. Roughly speaking, it states, that C,(A) is persistent in C,(A1%), if 7 > 0 and § > 0 are
sufficiently small.

Lemma 2.19. Let (X,d) be a compact metric space, and A C X be a non-empty subset of X. Then,
for all 5 > 0 and T > 9, the following statements hold:

i) The set (A)19 is T-connected for all A’ € C.(A).
i) The T-CRM ( : C.(A) — C,(A™?) is surjective.

iii) If A is closed, |C(A)| < oo, and T < 7%/3, then the T-CRM ( : C.(A) — C.(AT?) is bijective
and satisfies
(A = (A", A’ € Cr(A). (9)

With the help of the preceding lemma we can now establish our first persistence result, which
compares the 7-connected components of M, with those of M ;‘ 9,

Theorem 2.20. Let (X, d) be a compact metric space, u be a finite Borel measure on X and P be
a p-absolutely continuous Borel probability measure on X that can be topologically clustered between
the critical levels p* and p**. We define the function 7 : (0, p** — p*] — (0,00) by

* 1 *
T(e) = g M - (10)

Then 7* is monotonically increasing. Moreover, for all e* € (0, p™* — p*], § > 0, 7 € (§, 7*(e*)], and
all p € [0, p**], the following statements hold:
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i) We have 1 < |C-(M°)] < 2.
it) If p > p* +¢*, then |C-(M,°)| = 2 and the CRM ¢ : C(M,) — C(M°) is bijective.
iii) If |C-(M)| =2, then p > p* and the T-CRM ( : CT(M;;‘E) — C-(M0) is bijective.
iv) If the T-CRM ¢** :CT(M,;SE) — CT(M;?E) is bijective and |C.(M )| =1, then p < p* +¢*.

The first three statements of Theorem 2.20 basically show that for sufficiently small § and 7 the
T-connected component structure of M, is not changed when J-tubes are added. Not surprisingly,
however, the meaning of “sufficiently small”, which is expressed by the function 7%, changes when
we approach the critical level p* from above. Moreover, even for 0 < § < 7 < 7*(¢*), Theorem 2.20
does not specify the component structure of CT(M;‘S) for levels close to p*, that is p € [p*, p* +&*).
We will see later, that these two facts will complicate our analysis significantly.

The assumed bijectivity of (** : C-(M - 9) = C (M 5) in 4v) means that the 7-connected com-
ponent structure of M,-- is not changed by cutting off d-tubes, and the corresponding conclusion
essentially states that this is actually true for all levels p € [p* +¢&*, p**]. Our next goal is to further
investigate persistence under the cutting operation. We begin with the following lemma, which
investigates situations in which C,(A~?) is persistent in C(A).

Lemma 2.21. Let (X,d) be a compact metric space, and A C X be a non-empty closed subset of
X with |C(A)| < 0o. We define the function ¥% : (0,00) — [0, 00] by

Y4 (8) == sup d(z, A7%), 6> 0.

z€A
Then, for all § > 0 and all T > 2% (), the following statements hold:
i) For all B' € C(A), there exists at most one A’ € Cr(A™?) such that A’ N\ B’ # 0.
i) We have |C,(A7%)| < |C(A)].

X (A7) = , then C-(A™°) s persistent in . oreover, for a , c
) If |C. (A ‘5)| |IC(A)]|, then C.(A ‘5) C(A). M f Il B',B" € C(A)
with B' # B we have
d(B',B") = 7 — 2¢74(9). (11)

Part iii) of Lemma 2.21 states that if 7 is sufficiently large compared to § and |C,(A7%)| = |C(A)],
then we obtain persistence. Informally speaking this means that gluing §-cuts by 7-connectivity may
preserve the component structure in some situations.

The lemma above suggests that like 73, the function v} will play a central role in our analysis.
Let us therefore consider % in some more detail. To this end, we first note that the function %
can actually be defined for arbitrary non-empty sets A in arbitrary metric spaces (X,d). In the
following discussion we always consider this general case.

Our first observation is that the definition of ¢% immediately yields A C (A=%)*¥a(®) for all
d > 0 with 9% (0) < oo, and it is also straightforward to see that % (J) is the smallest ¢ > 0, for
which this inclusion holds, that is

¢4 (0) =min{y) >0: AC (A—5)+w}

for all 6 > 0. In other words, 1% (d) gives the size of the smallest tube needed to recover a superset
of A from A~%. In particular, if § is too large, that is A=% = (), we obviously have ¥*(§) = oo and
no recovery is possible.

Intuitively it is not surprising that )% grows at least linearly, that is

Vva(0) =6 (12)

for all § > 0 provided that d(A4,X \ A) = 0. Indeed, ¥%(4) < ¢ for some § > 0 gives us an € > 0
such that d(z, A7%) < § — € for all 2 € A. Since d(A, X \ A) = 0 there then exists an € A with
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d(x, X \ A) < ¢, and for this = there exists an 2/ € A~? with d(z,2') < § — e. Now the definition of
A~? gives d(z', X \ A) > 6, and hence we find a contradiction by

d<d@, X\ A) <d(,z)+dxz,X\A)<J.

For generic sets A, the function % is usually hard to bound, but for some classes of sets, 1% can
actually computed precisely. For example, if I C R is a bounded and closed interval, say I = [a, b],
then ¥5(d) = d for all § € (0, (b — a)/2], and ¥5(J) = oo, otherwise. Clearly, this example can be
extended to finite unions of such intervals and for intervals that are not closed, the only difference
occurs at 0 = (b — a)/2. In higher dimensions, an interesting class of sets A with linear behavior of
% is described by Serra’s model, see (Serra, 1982, p. 144), that consist of all compact sets A C R?
for which there is a §y > 0 with

A= (A@%)@(So _ (A@%)@% )

If, in addition, A is path-connected, then (Walther, 1999, Thm. 1) shows that this relation also holds
for all § € (0,dp]. In this case, we then obtain by Remark 2.18

A= (Ae(6+e))ea(6+e) - (A@(5+6))+5+6 c (A75)+5+e

for all § € (0,d0) and 0 < € < §p — §. In other words, we have 1% (§) < § + €, and letting e — 0, we
thus conclude % (6) = § for all § € (0, dp). In addition, with the help of Lemma 6.5, it is not hard to
see that this result generalizes to finite unions of compact, path-connected sets, which has already
been observed in Walther (1999). Finally, note that (Walther, 1999, Thm. 1) also provides some
useful characterizations of (path-connected) compact sets belonging to Serra’s model. In a nutshell,
these are the sets whose boundary is a (d — 1)-dimensional sub-manifold of R? with outward pointing
unit normal vectors satisfying a Lipschitz condition.

Our analysis does not require the exact form of 9%, but only its asymptotic behavior for § — 0.
Therefore it is interesting to note that % is also asymptotically invariant against bi-Lipschitz
transformations. To be more precise, let (X, d) and (Y, e) be two metric spaces and I : X — Y be
a bijective map for which there exists a constant C' > 0 such that

Cle(I(z), I(z))) < d(z,2") < Ce(I(x),I(x))

for all z,2’ € X. For A C X and § > 0, we then we have I(A1%/¢) C (I(A))*® C I(AT®?), which
in turn implies
C™H4(8/C) < 9jay(0) < CY4(C9)

for all 6 > 0. In particular, we have ¥} (6) < 67 for some v € (0, 1] if and only if ¢7 4, (0) = 67.

Last but not least we like to mention that based on the sets A C R? considered in Example 7.1,
Example 7.2 estimates ¢%. In particular, this example provides various sets A with % (d) ~ J that
do not belong to Serra’s model, and this class of sets can be further expanded by using bi-Lipschitz
transformations as discussed above.

Let us now return to the persistence of level sets under the cutting operation. To this end, we
need the following definition.

Definition 2.22. Let (X, d) be a compact metric space, p be a o-finite Borel measure on X and P be
a p-absolutely continuous Borel probability measure on X. Then we say that, up to the level p** > 0,
the distribution P has thick levels of order v € (0, 1], if there exist cinick > 1 and denick € (0, 1] such
that, for all 6 € (0, dtnick, p € [0, p**], we have

Vs, (0) < Chick 67 . (13)
In this case, we call 1 : (0,00) — (0,00), defined by ¥(0) := 3cinickd”, the thickness function.

With the help of the discussion following Lemma 2.21 it is easy to see that we have M, C
(M=) (/2 for all § € (0, Snick] and all p € (0, p**]. In addition, it becomes clear that exponents
v > 1 are impossible as soon as d(M,, X \ M,) = 0 for some p € (0, p**].
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Intuitively, Definition 2.22 excludes thin cusps and bridges, where the thinness and length of both
is controlled by ~. Such assumptions have been widely used in the literature on level set estimation
and density-based clustering. For example, a basically identical assumption has been made in Singh
et al. (2009) for the exponent v = 1, which can be taken, if, e.g., the level sets belong to Serra’s
model. Moreover, level sets belonging to Serra’s model have been investigated in Walther (1997).
In particular, (Walther, 1997, Thm. 2) shows that most level sets of a C'-density with Lipschitz
continuous gradient belong to Serra’s model. Unfortunately, however, levels at which the density
has a saddle point are excluded in this theorem, and some other elementary sets such as cubes in R?
do not belong to Serra’s model, either. For this reason, we allow constants cipick > 1 and exponents
v < 1. Finally, a less geometric assumption excluding thin features, known as standardness, has
been used by various authors, see e.g. Cuevas and Fraiman (1997), Cuevas et al. (2000), Rigollet
(2007) and the references therein, and an overview of these and similar assumptions can be found
in Cuevas (2009).

Understanding (13) in the one-dimensional case is very simple. Indeed, if X C R is an interval
and P can be topologically clustered between the critical levels p* and p**, then every level set M,
consists of either one or two closed intervals, since intervals are the only topologically connected sets
in R. Using this, the discussion following Lemma 2.21 shows that P actually has thick levels of order
v =1 up to the level p**. Moreover, a possible thickness function is ¢(§) = 3§ for all 6 € (0, Stnick],
where dihick equals the smaller radius of the two intervals at level p**.

Using the discussion following Lemma 2.21 it is not hard to construct distributions with discon-
tinuous densities that have thick levels of order, e.g. v = 1. For continuous densities, however, this
task is significantly harder due to saddle point effects at the critical level p*. Nonetheless, Example
7.4 provides a large class of such densities in the case X C R2.

Let us now summarize the assumptions that will be used in the following.

Assumption C. We have a compact metric space (X,d), a finite Borel measure p on X with
supp 4 = X, and a p-absolutely continuous probability measure P that can be topologically clustered
between the critical levels p* and p**. In addition, we assume that up to the level p** > 0, the
distribution P has thick levels of order v € (0,1]. We denote the corresponding thickness function
by 1 and write T* for the function defined in (10).

Our last result of this subsection, which is the counterpart of Theorem 2.20, shows that, for thick
clusters, the connected component structure of M, is not changed when cutting off J-tubes.

Theorem 2.23. Let Assumption C be satisfied. Then, for all e* € (0,p** — p*], 6 € (0, dtnick,
T € (¥(5),7*(€")], and all p € [0, p**], the following statements hold:

i) We have 1 < \CT(M;5)| <2.
it) The T-CRM (™ : C-(M,.0) — C,(M2) is bijective.
i) If |CT(MP_5)\ =2, then p > p* and the T-CRM ( : CT(MP_*‘E) — CT(MP_‘S) is bijective.

Intuitively, considering C, (M, %) rather than C(M p %) means that we add a 7-tube around M . g
By Theorem 2.23, the thickness of the level sets then ensure that CT(MP_‘S) and M, have the same
component structure, or to say it in simple words, considering 7-connected components glues together
what has been accidentally cut by removing §-tubes.

3 The Algorithm and its Finite Sample Behaviour

In this section, we introduce our clustering algorithm and present first results on its clustering
ability. In a nutshell, this algorithm first estimates density level sets with the help of a standard
histogram-based density estimator. It then identifies 7-connected components of the estimating level
sets and prunes certain components. The smallest level, at which we have more than one remaining
T-connected component is then our estimate of the critical level p*.

While the algorithm is conceptionally simple, its analysis turns out to be laborious, mostly
because we have to ensure that, at least for most of the considered levels, the estimated T-connected
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component structure is closely related to the connected component structure of the true level set.
A key step towards this relation will be presented in Lemma 3.4, which specifies the vertical and
horizontal uncertainty of the estimating level set. Theorem 3.5 then gives a simple criterion for
the pruning operation, and Theorems 3.6 and 3.8 provide a detailed finite-sample analysis of the
clustering algorithm.

Let us begin by recalling that histograms are based on partitions of the input space X. In the
following, we need to ensure that the partitions we use are geometrically well-behaved. To this end,
we need the diameter of a subset A C X, that is,

diam A := sup d(z,2').
z,x’ €A

Now, the following definition describes partitions that are controlled in size, measure, and shape.

Definition 3.1. Let (X,d) be a compact metric space and p be a finite Borel measure on X with
supp 4 = X. Moreover, for each 6 € (0,1], let As = (A, ..., Am,) be a finite partition of X. Then
(As)se(o,1) is called a uniform family of d-dimensional partitions of X, where d > 0, if there erists
a constant cpary > 1 such that, for all 6 € (0,1] and alli=1,...,ms, we have

diam A; <6,
mg < Cpartaid ’

11(As) > cpm6?.

The easiest yet most important examples of uniform families of partitions are hypercube parti-
tions in combination with the Lebesgue measure. The following example presents the details.

Example 3.2. Let X := [0,1]9 be equipped with the metric defined by the supremum norm || - lla_s

and \? be the d-dimensional Lebesque measure. For & € (0,1], there then ewists a unique £ € N with
“_% <0< %, We define h = %H and write As for the usual partition of [0,1] into hypercubes
of side-length h. Then, for each A; € As, we have diam A; = h < § and A4 (A;) = b > 27459,
Moreover, we obviously have |As| = h=4 < 24674, Consequently, (As)se(o,1] is a uniform family of

d-dimensional partitions of X with cpart := 2d,

In the following, we will mainly deal with situations in which Assumption A is satisfied and we
have a uniform family of partitions. For convenience, the following assumption summarizes this.

Assumption A. Assumption C'is satisfied and we have a uniform family (As)se(o,1) of d-dimensional
partitions of X.

Let us now assume that (X, d) is a compact metric space and p is a finite Borel measure with
supp 4 = X, such that we have a uniform family of d-dimensional partitions (As)sc(o,1) of X. For a
fixed 6 > 0, we write As = (Ay,..., Ay). Given a probability measure P on X, we then define the
corresponding histogram by

!

hps(z) == Z u((jllj)) .

j=1

14,(z), z e X,

where 14 denotes the indicator function of a set A. Let us now assume that we have a data set
D = (x1,...,2,) € X™ In a slight abuse of notation, we denote the corresponding empirical
measure by D, that is D := %E:L:l dz,;, where J, is the Dirac measure at the point z. For A C X
this gives

i=1
and the corresponding (empirical) histogram is
" D(4A;)
hD’(;(JJ) = LA 1Aj (l‘) , z e X. (14)
24

Our first result in this section shows, that, for i.i.d. observations D, the empirical histogram hp, 4,
uniformly approximates the infinite-sample histogram hp s with high probability.
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Theorem 3.3. Let (X, d) be a compact metric space, 1 be a finite Borel measure on X with supp p =
X, and (As)sc(o,) be a uniform family of d-dimensional partitions of X. Moreover, let P be a
probability measure on X. Then, for alln > 1, >0, and § > 0, we have

) 252(:1
P*({D € X" i ||hp,s — hpglloo < €}) 2 1= 26pan exp( —dIng — Z5"—).

Cpart

In addition, if P is p-absolutely continuous and there exists a bounded u-density h of P, then we
have

2 ¢d
Pn<{D € X":|lhps —hpslleo < s}) > 1 — 2¢part exp(—d1n5 B 3ne?s ) .

Cpart (6]| oo + 2¢)

As already indicated above, our clustering algorithm will use the set {hp s > p} to estimate the
true level set M,. The following key lemma specifies the accuracy of this approach.

Lemma 3.4. Let (X,d) be a compact metric space, p be a finite Borel measure on X with supp p =
X, and (As)se(o,1] be a uniform family of d-dimensional partitions of X. Moreover, let P be a p-

absolutely continuous probability measure on X and h: X — R be a function with ||h — hpslloo <€
for some € > 0. Then, for all p > 0, the following statements hold:

i) If P is upper normal at the level p + €, then we have Mp__,‘_s6 C {fz > p}.
i) If P is upper normal at the level p — e, then we have {h > p} C M;‘;E.

Note that, for ¢ = 0, the lemma above shows Mp_‘s C {hps > p} C M;“S, that is, the horizontal
inaccuracy of approximating M, by {hps > p} can be described by adding and cutting-off -tubes
to and from M,. The additional error of using an e-approximate hof h p,s, for example hp s, directly
translates into the levels p + ¢ and p — € of the enclosing sets M +65 and M pt‘;g. In other words, our
statistical uncertainty causes vertical uncertainty, while the geometric inaccuracy of our partition is
responsible for the horizontal uncertainty.

Motivated by Lemma 3.4, our next goal is to relate the 7-connected components of our estimate
{iz > p} to the T-connected components of M _,‘_55. To make the corresponding results reusable for
possible future clustering algorithms, we formulate the following theorems for generic estimators.

These generic results are then applied to our histogram-based algorithm in Theorem 3.8.

Theorem 3.5. Let Assumption C be satisfied. Furthermore, let €* € (0, p** — p*], § € (0, dthick],
T € (Y(6),7*(e")], and € € (0,e*]. In addition, let (L,),>0 be a decreasing family of sets L, C X
such that

M. cL,C M, (15)

for all p > 0. Then for all p € [0, p** — 3¢], the following disjoint union holds

Cr(Ly) = C(C- (ML) U{B €C-(L,) : BN Lpyae =0}, (16)
where ¢ : CT(ijfE) — C,(L,) is the T-CRM, whose existence is guaranteed by (15) and Lemma
2.12.

Theorem 3.5 shows that, for suitably chosen ¢, ¢, and 7, all 7-connected components B’ of our
estimate L, of M, are either contained in ((C;, (Mp_fs)) or satisfy B' N L,19. = ). Now, if the latter
components are easy to find and remove, we have a device that allows us to identify exactly the
T-connected components B’ that are contained in ((Cr (M, _fe)). This suggests that, starting with
p =0, we only need to scan through the values of p. Algorithm 3.1 formalizes this idea.

Obviously, the described heuristic of Algorithm 3.1 only makes sense if we can relate the 7-
connected component structure of M, +§5 to the topologically connected component structure of M),
for “most” p. The following result shows that this is indeed the case. It further shows that the level

P, returned by Algorithm 3.1 estimates p*.
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Algorithm 3.1 Clustering with the help of a generic level set estimator
Require: Some 7 > 0 and € > 0.
An algorithm that produces, for all data sets D € X", a decreasing family (Lp ,),>0 of
subsets of X.
Ensure: An estimate of p* and the topological clusters A} and Aj.
1. p < 0
2: repeat
3: Identify the 7-connected components Bj,..., B}, of Lp , satisfying

B; N Lp py2e # 0.

p—pte
until M # 1
pp+2e
Identify the 7-connected components Bj,..., B}, of Lp , satisfying

N

B; N Lp,pt2e # 0.

8: return p}, := p and the sets B;(D) := B} fori =1,..., M.

Theorem 3.6. Let Assumption C be satisfied. Furthermore, let e* < (p** — p*)/9, § € (0, Stnick,
T € (¥(0),7(e%)], and € € (0,€*]. In addition, let D be a data sets and (Lp,,),>0 be a decreasing
family satisfying
-6 5
Mp+e CLp,C Mp_‘——s
for all p > 0. Furthermore, assume that Algorithm 3.1 receives the parameters 7, €, and (Lp p)p>0-

Then, the following statements are true:
i) The returned level p}, satisfies p5, € [p* + 2¢, p* + €* + be].
ii) We have \CT(M;§+€)\ =2 and the T-CRM ( : CT(M;§+E) — C+(Lp,pz) is injective.

1) Algorithm 3.1 returns the two T-connected components ofC(CT(Mp_;H)).

iv) There exist CRMs (pe CT(M;*‘Z) — C(Mp=+) and Cpr e : CT(M;;;;ﬁ) — C(Mys +) such that
the following diagram

Cpon
C.(M) - (M)
Ty
Coropy 12 ¢
CT(M/;};S+5) Copte C(Mps, +e)

commutes, where Cps« px 1 is the T-CRM and 5 is the top-CRM. Moreover, every map in the
diagram is bijective.
v) The returned level p}, satisfies T — () < 37*(p, — p* + ).

To illustrate the meaning of part 4v) of Theorem 3.6 let us assume that we are in the situation
of this theorem. Moreover, let A; and A be the two topologically connected components of M y««,
and

, . ,

Vis ye 1= Comm e (G (42)) i=1,2, (17)
be the two 7-connected components of M;; .- Note part iv ) ensures that we can actually make this
definition, and, in addition, it shows Vplz,+a £ Vp273 4o+ Moreover, by part i) and m) we may assume
that the sets returned by Algorithm 3.1 are ordered in the sense of B;(D) = C(V;B+E), that is

Bz(D) = CO Cp**,pji_,+6 (C/;*}‘ (A1)) ) 1= 1a 2. (18)

16



Now, this definition ensures Vﬂi’b 4o C Bi(D), while the diagram gives VPiE e C C(A;) C Ar. For
i = 1,2, we consequently have 4
V. 4o C Bi(D)N A7,

i.e. each returned component B;(D) contains a chunk of the desired cluster A. The following result
refines this analysis.

Theorem 3.7. Suppose that the assumptions of Theorem 3.6 are satisfied, and thc_zt the two sets
returned by Algorithm 3.1 are ordered in the sense of (18). For i = 1,2, we write A;B-F& = ((4;).
Then we have

p(Bi(D) b AY) + p(B2(D) & A3) < 2u(A7\ (Ap: 1) 7°) +2u(A5\ (A2, 1))
+u(MSL__N\{h>p*}). (19)

Pp—¢€
Let us assume for a moment that we wish to estimate how well the clusters B;(D) returned by
Algorithm 3.1 estimate the true clusters. By part i) of Theorem 3.6 we then know p}, € [p*+2¢, p* +
€* + 5e], and hence the estimate of Theorem 3.7 yields

1(B1(D) & A7) + p(Ba(D) & A5) < 2u(AT\ (A v 6.)70) +20(A5\ (A2 i) ™0)
+ (M N\ A{h > p*}),

where A’., . ¢ are the connected components at level p* 4 &* 4 6e. Consequently, it suffices to
understand how the mass of the three sets on the left-hand side of this estimate behave for § — 0
and €* — 0.

Having understood the generic clustering Algorithm 3.1 in detail, let us now return to the concrete
example of clustering with the help of histogram-based density level set estimators. The following
theorem provides a finite sample bound for this approach.

Theorem 3.8. Let Assumption A be satisfied. For some fized § € (0,0¢nick], s > 1, n > 1, and
T > (0), we fix an € > 0 satisfying the bound

¢+ 1In(2¢part) —dInd
3 Z Cpart\/ ( 2133(;71 ) (20)

or, if P has a bounded p-density h, the bound

2¢part (1 + ||M]loo) (s + In(2¢pare) — dInd)  2cpart(s + In(2¢part) — dInd)
> p p p 1% . 21
£= \/ ddn + 36dn (21)
We further pick an €* > 0 satisfying
e* > e+inf{e" € (0,0 = p*]: 7¥(") = 7}. (22)

For each data sets D € X™, we then feed Algorithm 3.1 with the parameters T and €, and with the
family (Lp p)p>0 given by
Lp,:={hps = p}, p > 0.

If e* < (p™ — p*)/9, then the probability P™ of having a data set D € X™ satisfying both the
assertions i) - v) of Theorem 3.6 and (19) is not less than 1 —e™°.

At this point we like to emphasize that a finite sample bound of the form of Theorem 3.8 can
be derived from our analysis whenever Algorithm 3.1 uses density level set estimator guaranteeing
the inclusions M- _EE CLp,C M;“_‘SE. A possible example of such an alternative level set estimator
seems to be a plug-in approach based on a moving window density estimator, since for the latter it
is possible to establish a uniform convergence result similar to Theorem 3.3, see e.g. Sriperumbudur
and Steinwart (2012), Giné and Guillou (2002). Unfortunately, however, the resulting level sets
become computationally infeasible, and hence we have not included this approach, here. In general it
remains an open question, whether sets Lp , that are constructed differently from the moving window
estimator can address this issue. So far, the only known result in this direction is by Sriperumbudur
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and Steinwart (2012) who have constructed such sets for a-Holder-continuous densities with known
a.

If the assumption of Theorem 3.8 are satisfied, then Algorithm 3.1 clearly terminates after a
finite number of iterations. To show that it actually always terminates after finitely many iterations,
we first observe that

||hD,5||oo S Cpart(s_d Z D(Az) = Cpart(s_d
i=1
for all § € (0,1]. After at most [cpartd 917 + 1 iterations we thus have Lp , = {hps > p} = 0
in the loop of Algorithm 3.1, so that the loop is terminated at this stage with M = 0, if it has not
been terminated earlier.

4 Consistency and Rates

At the end of the previous section we established a finite sample bound for Algorithm 3.1 when it
receives a histogram-based plug-in level set estimator. The first goal of this section is to use this
finite sample bound to show that this clustering algorithm estimates both p* and the clusters A in
a consistent manner. In a second step we then introduce a couple of additional assumptions on P
that make it possible to establish convergence rates for both estimation problems.

Let us begin with the following result that establishes consistency.

Theorem 4.1. Let Assumption A be satisfied, and let (g,,), (0n), and (1) be strictly positive
sequences converging to zero such that 1¥(d,) < 7, for all sufficiently large n and

Ing,*
Forn > 1, consider Algorithm 3.1 with the input parameters e, T,, and the family (Lp ,),>0 given
by Lp,, :={hps, > p}. Then, for all e > 0, we have

lim P"({DeX":0<pp—p <e}) =1

n—oo

and, if p(Ar U A3\ (A3 U A%)) =0, we also have

lim P"({D € X": u(Bi(D) & A7)+ p(Ba(D) & 43) < ¢}) =1,

n—oo
where, for B1(D) and B2(D), we use the numbering described in Theorem 3.7.

Before we discuss the consequences of Theorem 4.1, let us briefly illustrate the additional as-
sumption p(ArF U A3\ (A3 U A%)) = 0. To this end, we fix a u-density h of P. Then Lemma 2.1 tells
us that

Audy=|JMc | hzptc Y {nzpt={n>p7}.

p>p* p>p* p>p*

Using (5), which is ensured by the assumed normality in Assumption A, we then obtain
p(A7 UAS\ (AT U A3)) < u({h > p 3\ {h > p*}) < u@{h > p*}) = u(@{h < p*}).

Consequently, the additional assumption is satisfied, if there exists a u-density h of P such that
w(0{h < p*}) = 0. In this respect recall, that Lemma 2.4 showed that P is normal, if, for all p € R,
we have a p-density h of P with u(0{h > p}) = 0. In other words, the additional assumption is
somewhat similar to the already assumed normality.

Theorem 4.1 shows that for suitably chosen parameters Algorithm 3.1 asymptotically recovers
both p* and the clusters A7 and A3, whenever the distribution P has levels that are thicker than
a pre-described order «. In other words, as soon as we assume a minimal thickness, we are able
to recover the clusters. To be more precise, suppose that we choose 6, ~ n~® and ¢, ~ n~=? for
some a, 8 > 0. Then it is easy to check that (23) is satisfied if and only if 2(ad + 8) < 1. For
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Tn ~ n~ % Inn, we then have ¢(d,) < 7, for all sufficiently large n, and therefore, Algorithm 3.1
recovers the clusters for all distributions P that have thick levels of order «. Similarly, the choice
Tn ~ (Inn)~1 leads to consistency for all distributions P that have thick levels of some order v > 0.
Finally note that (23) can be replaced by

Ing,*

a2
néde?

— 0,

if we restrict our consideration to distributions with bounded p-densities. The proof of this is a
straight forward modification of the proof of Theorem 4.1 , and hence omitted.

Let us now give two simple though concrete examples. For the first one, recall that for the one-
dimensional case in which X C R is a compact interval, we automatically have thickness of order
v =1 with ¥(§) = 36 for all § € (0, d¢nick]. Consequently, Algorithm 3.1 asymptotically recovers the
clusters for all distributions P on X that can be topologically clustered, if, for example, we choose
6 ~n~% g, ~nP8 and 7, = 49, for a,B > 0 satisfying 2(a + B) < 1. Note that it is easy
to construct distributions in this class that either do or do not have a continuous density. In the
two dimensional case, as well as in any higher dimension, it is also straight forward to construct
distributions with thick levels of order v = 1 and discontinuous densities. The construction of a
corresponding rich family of continuous densities is, however, significantly more complicated due to
possible saddle points at the level p*. For d = 2, we have thus included the construction of such a
family in the appendix. Note that in this case, sequences §, ~ n~%, &, ~n~? and 7, ~ n *Inn
with «, 8 > 0 and 4a 4 28 < 1 guarantee consistency, and for bounded densities the latter can be
weakened to 2a + 20 < 1.

Our next goal is to establish rates of convergence for both p}, — p* and u(B;(D) A AF) — 0.
As usual in nonparametric statistics, such rates require some assumptions on P. Let us begin by
introducing an assumption that leads to rates for the estimation of p*.

Definition 4.2. Let (X,d) be a compact metric space, pu be a finite Borel measure on X, and P be
a p-absolutely continuous probability measure on X that can be clustered between the critical levels
p* and p**. We say that the clusters of P have separation exponent k € (0,00], if there exists a
constant c.., > 0 such that, for all ¢ € (0, p** — p*], we have

7€) > Cuepe'/".
Moreover, we say that the separation exponent k is exact, if there exists another constant Csep > 0
such that, for all € € (0, p** — p*], we have

() < Esepel/"“ i

Roughly speaking, the separation exponent describes how fast the connected components of the
level sets M, move apart for increasing p > p*. It is easy to check that the separation exponent is
monotone in the sense that a distribution having separation exponent x also has separation exponent
k' for all k¥’ < k. In particular, the “best” separation exponent is K = oo and this exponent describes
distributions, for which we have d(Aj, A3) > c,,, i-e. the clusters A7 and A3 do not touch each
other.

Because of our horizontal uncertainty described by M _fs CLp,C M;_‘SE and our gluing with
the help of T-connected components, it seems quite natural that the separation exponent has an
influence on how well p* can be estimated by our algorithm. Before we present a finite-sample result

in this direction, let us first provide a concrete class of distributions having a separation exponent.

Lemma 4.3. Let X C R? be a compact and convex subset, || - || some norm on R, and P be a
Lebesgue absolutely continuous distribution on X that can be clustered between the critical levels
p* and p**. Assume that P has a continuous density h and that there exists constants ¢ > 0 and
0 € (0,00) such that

|h(z) - ha)| < ¢l — 2| (24)

for all x € {h < p*}, p € (p*,p™*], and 2’ € Ox M,, where Ox M, denotes the boundary of M, in X.
Then the clusters of P have at least the separation exponent 6.
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Note that (24) holds, if the density h in Lemma 4.3 is actually -Holder-continuous, and it is
easy to see that the converse is, in general, not true. Moreover, using the inclusion dx M, C {h = p}
established in Lemma 2.1, it is easy to check that (24) is equivalent to

|h(z) = p| < cd(x,0xM,)° (25)

for all z € {h < p*} and p € (p*, p**]. A localized but two-sided version of this condition has been
used by Singh et al. (2009) for a level set estimator that is adaptive with respect to the Hausdorff
metric.

The exponent given in Lemma 4.3 may or may not be exact. To illustrate this, consider X :=
—[3,3] and, for 6,8 € (0,00] and p* > 0, the symmetric density

ho,s(x) := co,5(p" + Lo,y (|2D)|2|” + L gy (J2]) + Lo,y (1) (3 — J2])) zeX  (26)

where cg g is a constant ensuring that hg g is a probability density with respect to the Lebesgue
measure on X. Obviously, p* is the first critical level and hg g is min{1, 6, 3}-Holder-continuous
if # < oo and B < oo. In addition, it is not hard to check, that hg g always has exact separation
exponent 6. The reason for this mismatch is that the separation exponent only describes the steepness
of h in the “valley” between the “peaks” of the clusters, while the Holder-continuity, or (24), describes
the steepness globally.

To some extend, the distributions of the form (26) are archetypal for smooth densities on R since
they provide simple examples of arbitrary polynomial behaviour in the upper vicinity of the critical
level p*. In particular, for C?-densities h whose first derivative h’ has exactly one zero x in the
set {h = p*} and whose second derivative satisfies h”(xg) > 0, one can easily show with the help
of Taylor’s theorem that their behaviour in the upper vicinity of the critical level p* is, in terms
of exponents, identical to that of (26) for 8 = 2 and § = 1. Moreover, larger values for 6 can be
achieved by assuming that higher derivatives of h vanish at zo. Last but not least note that the
class of continuous densities on R? that are considered in the appendix have separation exponent
Kk = 2, see Example 7.4 for details, and similarly to the 1-dimensional case, the construction can be
modified to achieve other exponents, too.

Let us now return to our investigations on the speed of p7, — p*. The following theorem, which
forms the base of the rates we will establish, provides finite-sample guarantees that bound the error
P — p* from above and below.

Theorem 4.4. Let Assumption A be satisfied and assume additionally that P has a bounded -
density h and its clusters have separation exponent k € (0,00]. For some fized § € (0, Stnick], s > 1,
n>1, and 7 > 2¢(9), we pick an € > 0 satisfying (21), that is

o \/2Cpart(1 + [[~]loo) (s + In(2¢pars) — d1nd) n 2¢part (s + In(2cpart) — d1nd)
- ddn 35dn
Let us assume that €* 1= & + (7/cep,)" satisfies € < (p™* — p*)/9. Then, if Algorithm 3.1 receives
the input parameters €, T, and the family (Lp ,),>0 given by Lp , = {hps > p}, the probability P"
of having a data set D € X™ satisfying

e < pp—p (27)
p*D - p* < (7_/gsep)N + 657 (28)

is not less than 1 — e™°. Moreover, if the separation exponent k is exact and Kk < oo, then we can
replace (27) by

1/ 7 \*
- < pp—p". 29
4(6656;)) +e < pp—p (29)

The finite sample guarantees of Theorem 4.4 can be easily used to derive (exact) rates for
pp — p*. The following corollary illustrates this.

Corollary 4.5. Let Assumption A be satisfied and assume that P has bounded u-density and its
clusters have separation exponent k € (0,00). Furthermore, let (g,,), (0), and (7,) be sequences
with

Inn-Inlnn\ 55554 Inn\ =ara Inn-Inlnn\ 55254
Ep ~ _ , 6,” ~ | — 5 and Tn ~
n n n

9
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and assume that, for n > 1, Algorithm 3.1 receives the input parameters €,, Tn, and the family
(Lp,p)p>0 given by Lp , := {hps, > p}. Then there exists a constant K > 1 such that for all
sufficiently large n we have

—/Inn-Inlnny =5 1
P”({DEX":pE—p*§K<nnnnnn)2 *d}>21_n. (30)

Moreover, if the separation exponent k is exact, there exists another constant K > 1 such that for
all sufficiently large n we have

P”<{D c xn :K(lnwlnlnn)m <o SK(lnndnlnn)W}) Zl—l. (31)
n

n - n

Finally, if kK = oo, then, for

gk

1
En ~ (W)z ) O ~ (lnlnn)_%, and Ty ~ (lnlnn)_'

the estimates (30) and (31) hold for all n > 3, respectively all sufficiently large n.

Note that Theorem 4.4 also makes it possible to consider alternative choices of (e,,), (d,), and
(Tn), which lead to other rates of convergence for p§, — p*. The choice in Corollary 4.5 ensures that
modulo the (double) logarithmic factors the rates are the best ones we can derive from Theorem
4.4. So far, we don’t know whether these rates are (essentially) minmax optimal, or at least (essen-
tially) optimal for our algorithm, but we conjecture that they are, since both the statistical analysis
from Theorem 3.3 as well as the subsequent analysis of Algorithm 3.1 do not seem to allow much
improvement. However, a detailed analysis of this question is clearly out of the scope of this work.

To illustrate the rates above, let us recall that for the one-dimensional distributions of the form
(26) we can set v = 1 and k = 6, so that the exponent in the rates becomes ﬁ;l. In particular,
for the C2-case discussed there, we had § = 2 and thus we get a rate with exponent 2/5, while for
6 — oo the exponent converges to 1/2. Similarly, for the two-dimensional distributions considered
in the appendix, we have vy = 1, k = 2, and d = 2, and hence the exponent in the rate becomes 1/3.

Our next goal is to establish rates for pu(B;(D) A AF) — 0. Since this is a modified level set
estimation problem, let us recall some assumptions on P, which have been used in the context of level
set estimation. The first assumption in this direction is the following flatness-assumption, which in
its two-sided variant goes back to Polonik (1995).

Definition 4.6. Let i be a finite measure on X and P be a distribution on X that has a p-density
h. For a given level p > 0, we say that P has flatness exponent ¢ € (0, 00|, if there exists a constant
Cfiat > 0 such that

p({0<h—p<s}) < (chars)?, s> 0. (32)

Obviously, (32) is independent of the actual choice of h. Moreover, note the larger ¢ is, the less
h is concentrated in the upper vicinity of the level p, and hence the steeper h must behave above
the level p. In particular, for 9 = oo, the density h is allowed to take the value p but is otherwise
bounded away from p.

To provide an illustrative example on how the steepness of h influences the flatness exponent,
consider the density in (26). Some simple calculations then show that the corresponding distribution
has flatness exponent ¥ = min{1/6,1/5} if § < co and 8 < oo and flatness exponent ¥ = oo if
# = 8 = oco. Finally, for the two-dimensional examples considered in the appendix, the flatness
exponent is not fully determined because of the variability in this class of distributions, but some
simple calculations show that we always have ¢ € [0, 1].

Our second assumption describes in some sense the roughness of the boundary of the clusters.

Definition 4.7. Let Assumption C be satisfied. Given some « € (0,1], we say that the clusters
have an a-smooth boundary, if there exists a constant chouna > 0 such that, for all p € (p*, p**],
§ € (0, d¢nick], and i = 1,2, we have

p((AD) TN\ (AD) ) < chounad® (33)

where A; and A% denote the two connected components of the level set M,.
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In the Euclidean case, the following lemma shows that assuming a > 1 does not make sense. In
addition it shows that, for each level set with rectifiable boundaries in the sense of (Federer, 1969,
3.2.14), the bound (33) holds with oo = 1. Therefore, the a-smoothness of the boundary enforces a
uniform version of this.

Lemma 4.8. Let \? be the d-dimensional Lebesque measure, H¥~' the (d—1)-dimensional Hausdorff
measure on R, and o4 be the volume of the d-dimensional unit Euclidean ball in R¢. Then, for
every non-empty, bounded, and measurable subset A C R? the following statements hold:

i) There exists a 64 > 0, such that for ¢, := dai/d)\d(Z)lfl/d/Q and all § € (0,84], we have

MATO\NA) > ¢, 6.

i) If OA is (d — 1)-rectifiable and H4=1(OA) > 0, then there exists a 54 > 0, such that, for all
0 € (0,04], we have
A(ATON\ A70) < 4HI7H(9A) - 6.

Before we proceed, let us finally mention that the clusters of the distributions in Example (26)
have an a-smooth boundary with @ = 1 and c¢pounq = 4. Furthermore, the two-dimensional dis-
tributions discussed in the appendix also have smoothness boundary a = 1, see Example 7.5 for
details.

The following simple lemma shows that a bound of the form (33) together with a regular behavior
of h around the level of interest ensures a non-trivial flatness exponent.

Lemma 4.9. Let (X,d) be a complete, separable metric space, v be a finite Borel measure on X
with supp p = X, and P be a p-absolutely continuous distribution on X. Furthermore, let p > 0 be
a level and h be a p-density of P for which exist constants ¢ > 0, o € (0,1], dp > 0, and 6 € (0,00)
such that

p(MF\ M) < 5 (34)

for all 6 € (0,80] and
A, 0M,)" < c[h(z) (35)

for all x € {h > p}. Then P has flatness exponent o/0 at level p.

Recall that a two-sided version of condition (35) has been used in the above mentioned paper by
Singh et al. (2009). We will come back to this after we have established our rates.

The following assumption collects all conditions we need to impose on P to get rates for estimating
the clusters.

Assumption R. Assumption A is satisfied and P has a bounded p-density h. Moreover, P has
flatness exponent ¥ € (0,00] at level p*, its clusters have an a-smooth boundary for some « € (0,1],
and its clusters have separation exponent k € (0, 00].

With these preparations we can now investigate how well our algorithm estimates the clusters
A7 and Aj;. As usual, we begin with a finite-sample estimate, which will then lead to rates of
convergence.

Theorem 4.10. Let Assumption R be satisfied and assume that d, €, 7, €*, ¢, n, and (Lp ,),>0 are
as in Theorem 4.4. Then the probability P™ of having a data set D € X™ satisfying (27), (28), and

1(B1(D) & AT) + p(Ba(D) & A3) < 6¢hounad® + (Cat(T/Coep)™ + 7cﬂata)19 (36)

is not less than 1 — e~°, where the sets B1(D) and B2(D) are ordered according to (18). Moreover,
if the separation exponent k is exact and salisfies k < 0o, then (29) also holds for these data sets D.

Note that, for finite values of 9 and &, the right-hand side of (36) behaves like 6% + 7% +¢?, and
in this case it is thus easy to derive the best convergence rates our analysis yields. The following
corollary presents corresponding results and also provides rates for the cases ¥ = co or kK = co.
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Corollary 4.11. Assume that Assumption R be is satisfied and write o ;== min{a, 9yk}. Further-
more, let (,,), (0n), and (7,,) be sequences with

Enw<h17”>ﬁ(lnlnn)fse}z%7 5nw(w>zg+¢m’ and Tnfv(M)%_

Assume that, forn > 1, Algorithm 3.1 receives the input parameters ep, T,, and the family (Lp ,) >0
gwen by Lp , == {hD,(;n > p}. Then there exists a constant K > 1 such that for all n > 1 we have

. 2 729199
P”<{D € X" : u(By(D) & A7) + pu(By(D) & A3) < K(W) o }) >1- %

where the sets B1(D) and Ba(D) are ordered according to (18).

Let us now compare the established rates for estimating the level p* and the clusters. To this
end, we restrict ourselves to the most important case &« = 1. Then, if vk < 1, we obtain g = vk
in Corollary 4.11, and the exponent in the asymptotic behavior of the optimal (§,,) becomes ﬁ.
Since this equals the exponent in Corollary 4.5, and, modulo the extra Inlnn terms, we also have
the same behavior for (g,) and (7,) in both corollaries, we conclude that we obtain the rates in
Corollaries 4.5 and 4.11 with (essentially) the same controlling sequences (g,,), (d,), and (7,,) of
Algorithm 3.1. In the case Jyx < 1 we can thus achieve the best rates for estimating p* and the
clusters simultaneously. Unfortunately, this changes if Y9k > 1. Indeed, while the exponent for (d,,)
in Corollary 4.5 remains the same, it changes from ﬁ to 24_% in Corollary 4.11, and a similar
effect takes place for the sequences (g,) and (7,). Roughly speaking, the reason for this difference
is that in the case ¥yx > 1 the estimation of p* is easier than the estimation of the level set M-,
and since for estimating the clusters we need to do both, the level set estimation rate determines
the rate for estimating the clusters.

To illustrate the difference between the estimation of p* and the clusters in more detail, let us
consider the case § = § = oo in the toy model (26), that is kK = co. Then the clusters are stumps
and the corresponding levels sets M, do not change between the levels p* and p**. Intuitively, the
best choice for estimating p* are then sufficiently small but fixed values for §,, and 7,, so that &,
converges to 0 as fast as possible. In Corollary 4.5 this is mimicked by choosing very slowly decaying
sequences (d,,) and (7,). Let us now consider the estimation of the clusters. Since the connected
components of M, do not change for p € (p*, p**], it clearly suffices to find an arbitrary p € (p*, p**]
and to estimate the connected components for this p. The best way to achieve this is to use a
sufficiently small but fixed value for €,, and sequences (d,,) and (7,,) that converge to zero as fast as
possible. In Corollary 4.11 this is mimicked by choosing a very slowly decaying sequence (g,) and
fast decaying sequences (4,,) and (73,).

Interestingly, the case 9yx > 1 seems to be rather rare for one-dimensional data. To illustrate
this, let us have another look at our toy model (26). We have already seen that v =1, k = 6 and
¥ =min{1/60,1/8}. Consequently, if 6 < 8 < oo, we find 9y = /5 < 1, while 8 < 8 < co implies
Yvk = 0/6 = 1. In other words, the only case, in which we have ¥yx > 1, is the one with 8 = oo,
that is, in the case in which the two clusters do not touch each other. Finally note that in higher
dimensions, the situation becomes more interesting. Indeed, for the two-dimensional distributions
considered in the appendix, both cases ¥yx > a and ¥yk < a are possible depending on the value of
the flatness exponent ¥, and it is straightforward to modify these distributions so that other values
for v and k occur, too. On the other hand, the toy model (26) can be easily made two-dimensional
by letting the density to be constant in the second dimension. It is easy to check, that in this case
the phenomena of the one-dimensional model, which we observed above, are preserved.

As for estimating the critical level p*, we do not know so far, whether our rates for estimating the
clusters are minmax optimal. Again, our conjecture is that they are optimal modulo the logarithmic
terms. To motivate our conjecture, let us consider the case & = v = 1. Moreover, assume that two-
sided versions of (25) and (35) hold for all p € (p*, p**], respectively p = p*. Then we have x = 0
and ¢ = 1/6 by Lemmas 4.3 and 4.9, and thus we find ¢ = 1. Consequently, the rates in Corollary
4.11 have the exponent ﬁ. This is exactly the same exponent as the one obtained by Singh et al.
(2009) for minmax optimal and adaptive Hausdorff estimation of a fixed level set. In addition, it
seems that their lower bound, which is based on Tsybakov (1997), is, modulo logarithmic factors, the
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same for assessing the estimator in the way we have done it in Corollary 4.11. While this coincidence
indicates that our rates may be (essentially) optimal, it is, of course, not a rigorous argument. A
detailed analysis is, however, out of the scope of this paper. Another interesting question, which
is also out of the scope, is, whether the estimates B;(D) approximate the true clusters A} in the
Hausdorff metric, too, and if so, whether we can achieve the rates reported by Singh et al. (2009).

5 Data-Dependent Parameter Selection

In the last section we derived rates of convergence for both the estimation of p* and the clusters.
In both cases, the best rates we could achieve required parameters ¢, d,, and 7, that do depend
on some properties of the unknown distribution P, namely «, ¥, and strictly speaking, also a. Of
course, these parameters are not available to us in practice, and therefore the obtained rates are of
little practical value. The goal of this final section is to address this issue by proposing a simple data-
dependent parameter selection strategy, that is able to recover the rates of Corollary 4.5 without the
above mentioned knowledge about P. We further show that this parameter selection strategy also
recovers the rates of Corollary 4.11 in the case of ¥yx < a, i.e. in the case in which the estimation
of the level is harder than the estimation of the level set.

Let us begin by presenting the parameter selection strategy. To this end, let A C (0,1] be a
finite set and n > 1, ¢ > 1. For § € A, we fix some 75, > 0 and define

C’\/Cpart (q + In(2¢pars|A]) — dIn 5) Inlnn N 2¢part (g + In(2¢cpare|A]) —dIn 5)
Esm =

ddn 36dn ’ (37)

where C' > 1 is some user-specified constant. Now assume that, for each § € A, we run Algorithm
3.1 with the parameters ¢5,, and 75, and the family (Lp ,),>0 given by Lp , := {hp s > p}.

We write p7, 5 for the corresponding level returned by Algorithm 3.1. Let us consider a width
0p.a € A that achieves the smallest returned level, that is

07 inpp s -
DA€ arggrélng’(; (38)

Note that in general, this width may not be uniquely determined, so that in the following we need
to additionally assume that we have a well-defined choice, e.g. the smallest § € A satisfying (38),
whenever there is some ambiguity. Moreover, we write

* * . *
= « = min 39
PD.A PD,&QA TN PD.s (39)

for the smallest returned level. Note that unlike 07, 5, the level p}, 1 is always unique. Finally, we
define ep A := €55, A and 7p A = TS5, Ao l

Our first goal is to show that p7, o achieves the rates of Corollary 4.5 provided that A and 75,
are suitably chosen. We begin with a finite sample guarantee.

Theorem 5.1. Assume that Assumption A is satisfied, that P has a bounded p-density h, and that
the two clusters of P have separation exponent k € (0,00]. For a fized finite subset A C (0, S¢nick],
and n > 1, ¢ > 1, and C > 1, we define €5, by (37) and assume that we have chosen Tsy,
such that 75, > 2(8) for all § € A. Furthermore, assume that C*Ilnlnn > 2(1 + ||h]l~) and
€5 = €5+ (Ts.n/ Coep)™ < (p™ = p*)/9 for all § € A. Then we have

P”({D €X":epa < ppa—p" < ?gg((Té,n/Qsep)K + 6557n)}) >1—e°.

Moreover, if the separation exponent K is exact and k < oo, then the assumptions above actually
guarantee

P"({D e X": gréig(cwgfn + E§7n) < ppa—p° < {;%ig(cﬂg" + 6657n)}) >1—e"°,

where ¢y := §(6Csep) ™" and 3 := ¢k, and similarly

P”({D €X":athatepa < ppa—p° < CQTB7A+6ED7A}) >1—e".
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Roughly speaking, Theorem 5.1 establishes the same finite sample guarantees for the estimator
pp.a as Theorem 4.4 did for the simpler estimator pp,. Therefore, it is not surprising that for
suitable choices of A, the rates of Corollary 4.5 can be recovered, too. The following corollary shows
that this can actually be achieved for candidate sets A that are completely independent of P.

Corollary 5.2. Assume that Assumption A is satisfied, that P has a bounded p-density h, and that
the two clusters of P have separation exponent k € (0,00]. For n > 16, we consider the interval

I, = {(lnn. (lenn)Q)g’ (mllnn)é]

and fir some n~ 4 net A, C I, of I,, with |A,| < n. Furthermore, for some fized C > 1, we define
Ts;m =07 Inlnlnn and

Cpart (ln(ZCPart\Anm) —dIn (5) Inlnn = 2cpart (1n(20part\An|n) —dln (5)
gsni=C + )
; 5dn 3ddn

for all 6 € A, and all n > 16. Then there exists a constant K such that, for all sufficiently large n,
we have

n n

—/Inn - (Inlnn)?\ = 1
P7L<{D€XnZED,An<pE’A"—p*§K(nn(nnn))2 +d}>21—. (40)

Moreover, if the separation exponent K is exact and Kk < co, then the assumptions above actually
guarantee the existence of another constant K such that for all sufficiently large n we have

Inn-Inlnny =i __/lnn - (Inlnn)?y wi 1
P"({DeX”:K(nn e N IR (E (Ininn) ) +d})21—. (41)
n y=n n n

Finally, we show that the parameter selection strategy (38) in the set-up of Corollary 5.2 also
partially recover the rates for estimating the clusters A} obtained in Corollary 4.11.

Corollary 5.3. Assume that Assumption R be is satisfied with o > Uyk and that separation exponent
K 1s exact. Then, for the procedure considered in Lemma 5.2, there exists a constant K > 1 such
that, for all sufficiently large n, we have

: 2\ 5tfsa
P"({D € X" w(By(D) & A}) + u(Ba(D) & A) < K(W) e }) > 1—%,

where the sets B1(D) and Bs(D) are ordered according to (18).

Unfortunately, the simple parameter selection strategy (38) is not adaptive in the case a < ¥k,
i.e. in the case in which the estimation of p* is easier than the estimation of the corresponding
clusters. It is unclear to us, whether in this case a two-stage procedure that first estimates p* by
PD.a, as above, and then uses a different strategy to estimate the connected components at the
level pp, A, can be made adaptive.

6 Proofs

6.1 Proofs Related to the Definition of Level Sets

Proof of Lemma 2.1: By definition, M, is the smallest closed set A satisfying p({h > p}\ A) = 0.
Moreover, we obviously have

u({h =y \Th= ) =0,

and hence we obtain M, C {h > p}. To show the other inclusion, we fix an = € {h > p} and an open
set U C X with € U. Then {h > p} NU is open and non-empty, and hence supp p = X yields

uo(U) = p({h = p} NU) = p({h = p} NU) > 0.
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By (2) we conclude that x € M, that is, we have shown {h > p} C M,.

Let us now assume that h is continuous. Clearly, we have {h > p} C {h > p} and since {h > p}
is open, we conclude that {h > p} C {h > p} C M, by the previously shown inclusion. Moreover,
since {h > p} is closed, we find M, C {h > p} = {h > p}. Recalling that M, is closed by definition,
we further find OM, C M, C {h > p}, and thus it remains to show 0M, C {h < p}. Let us assume
the converse, that is, that there exists an © € M, such that h(z) > p. By the continuity we then
find an open neighbourhood U of z such that U C {h > p}. Since x € OM,, we further find an
y € U\ M,, while our construction together with the previously shown {h > p} C M, yields the
contradicting statement U \ M, C {h > p} \ M, = 0. O

Proof of Lemma 2.2: We fix an € M,, and an open set U C X with € U. Moreover, we fix a
p-density h of P. Then we obtain

1o, (U) = n({h = p1} N U) = p({h = p2} NT) = i, (U) > 0,
and hence we obtain « € M,, by (2). O

Proof of Lemma 2.4: i). Let h be an upper semi-continuous p-density of P. Then {h > p} is
closed, and hence Lemma 2.1 shows M, C {h > p} = {h > p}. Thus, P is upper normal at level p.
ii). Let h be a lower semi-continuous p-density of P. By Lemma 2.1 we then know {h > p} =
{h>plc{h>p}cC M,,. This yields the assertion.
i11). The upper normality follows from (3). To see that P is lower normal, we use the inclusion
{h > p}\ ]\04,) c{h>p\{h > p} = 0{h > p} which follows from Lemma 2.1. O

6.2 Proofs Related to Basic Properties of Connected Components

Proof of Lemma 2.6: ii) = ¢). Trivial.

i) = ). For A’ € P(A) we find a B’ € P(B) such that A’ C B’. Defining ((A’) := B’ then
gives the desired Property (7).

Finally, assume that i) is true. To show that ¢ is unique, assume the converse. Then there exist
A" € P(A) and B',B"” € P(B) with B’ # B"” and both A’ C B’ and A’ C B”. Since A’ # (), this
yields B’ N B” # (), which in turn implies B’ = B” as P(B) is a partition, i.e. we have found a
contradiction. O

Proof of Lemma 2.8: Clearly, ¢ := (p,co(a,p maps from P(A) to P(C). Moreover, for A’ € P(A)
we have A" C (4, p(A’) and for B’ := (4, 5(A’) € P(B) we have B’ C (p,c(B’). Combining these
inclusions we find

A" cCap(A) CCe(Can(A))=C(pcolanr(A)=C(A)

for all A" € P(A). Consequently, P(A) is comparable to P(C) and by Lemma 2.6 we see that ¢ is
the CRM (4,c, that is (a,c = ( =¢B,c ©Ca,B- O

Proof of Lemma 2.9: Let us fix an A’ € C(A). Since A C B and |C(B)| < oo there then exist an
m > 1 and mutually distinct By,..., By, € C(B) with A’ C By U---U B,, and A’ N B; #  for all
1=1,...,m. Since A and B are closed, A’ and the sets A’ N B; are also closed. Consequently, the
sets A’ N B; are also closed in A’ with respect to the relative topology of A’. Let us now assume that
m > 1. Then A’ N By and (A’ N By)U---U (A" N B,,) are two disjoint relatively closed non-empty
subsets of A’ whose union equals A’. Consequently A’ is not connected, which contradicts A’ € C(A).
In other words, we have m = 1, that is, C(A) is comparable to C(B). O

Proof of Lemma 2.11: Let A’ # A” be two 7-connected components of A. Then we have
d(z',2") > 7 for all 2’ € A" and 2" € A", since otherwise ' and z” would be 7-connected in A.
Consequently, we have d(A’, A”) > 7, and from the latter and the compactness of X, it is straight-
forward to conclude that |C;(A)| < co. Finally, let (z;) C A’ be a sequence in some component
A" € C;(A) such that z; — x for some = € X. Since A is closed, we have z € A, and hence z € A”
for some A” € C;(A). By construction we find d(A’, A”) = 0, and hence we obtain A" = A” by the
assertion that has been shown first. O
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Lemma 6.1. Let (X,d) be a metric space, A C X be a non-empty subset and 7 > 0. Then the
following statements are equivalent:

i) A is T-connected.

ii) For all non-empty subsets AT and A~ of A with At UA™ = A and AT N A~ = 0 we have
d(A+, A7) < 7.

Proof of Lemma 6.1: i) = 7). Let us fix two non-empty subsets AT and A~ of A with ATUA™ = A
and ATNA~ = (). Let us further fix two points z+ € A* and = € A~. Since A is T-connected, there
then exist x1,...,2, € A such that 1 = 27, 2, = 2% and d(z;,;41) < T foralli=1,...,n— 1.
Then, 7 € AT and 2= € A~ imply the existence of an i € {1,...,n — 1} with z; € A~ and
xiy1 € AT, This yields d(AT, A7) < d(x;, zi41) < T.

ii) = i). Assume that A is not 7-connected, that is |C,(A)| > 1. We pick an AT € C,(A) and write
A™:= A\ AT, Since |C;(A)| > 1, both sets are non-empty, and our construction ensures that they
are also disjoint and satisfy AT U A~ = A. Moreover, for every A’ € C,(A) with A’ # AT we know
d(A*T, A") > 7 by Lemma 2.11 and since A~ is the union of such A’, we conclude d(A*T, A™) > 7. O

Corollary 6.2. Let (X,d) be a metric space, A C B C X be non-empty subsets and 7 > 0. If
A is T-connected, then there exists exactly one T-connected component B' of B with AN B’ # (.
Moreover, B’ is the only T-connected component B” of B that satisfies A C B”.

Proof of Corollary 6.2: The second assertion is a direct consequence of the first, and hence it
suffice to show the first assertion. Let us assume the first is not true. Since A C B there then
exist B/, B"” € C;(B) with B’ # B", AN B’ # (), and AN B"” # (). We write A~ := AN B’ and
AT = AN (B\ B’). Since B” C B\ B’, we obtain AT # (), and therefore, Lemma 6.1 shows
d(A~,A%) < 7. Consequently, there exist 2= € A~ and 27 € A" with d(z*,27) < 7. Now we
obviously have = € B’, and by construction, we also find a B” € C.(B) with z* € B"”. Our
previous inequality then yields d(B’, B"') < 7, while Lemma 2.11 shows d(B’, B"") > 7, that is, we

have found a contradiction. O
Proof of Lemma 2.12: For A’ € C,(A), Corollary 6.2 shows that there exists exactly B’ € C.(B)
with A" C B’. Consequently, C,(A) is comparable to C,(B). O

Lemma 6.3. Let (X,d) be a metric space, A C X be a non-empty subset and T > 0. Then, for a
partition A1, ..., Ay of A, the following statements are equivalent:

i) Cr(A) ={A1,..., An}.
it) For alli=1,...,m, the set A; is T-connected and d(A;, A;) > T for all i # j.

Proof of Lemma 6.3: i) = ii). Follows from Lemma 2.11.

ii) = 4). Let us fix an A" € C;(A) and an A; with A; N A" # (. Since A; is 7-connected and
A’ € C.(A), Corollary 6.2 applied to the sets A; C A C X yields A; C A’. Moreover, Ay,..., Ay, is
a partition of A, and thus we conclude that

A= UA17
i€l

where I := {i : A;N A" # 0}. Now let us assume that |I| > 2. We fix an iy € I and write
At = A;, and A = Uien (i} 4i- Since |I| > 2, we obtain A~ # (), and hence Lemma 6.1 shows
d(AT, A7) < 7. On the other hand, our assumption ensures d(A*, A=) > 7, and hence |I| > 2
cannot be true. Consequently, there exists a unique index 7 with A’ = A;, that is, we have shown
the assertion. O

Lemma 6.4. Let (X,d) be a compact metric space and A C X be a non-empty closed subset. Then
the following statements are equivalent:

i) A is connected.
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ii) A is T-connected for all T > 0.

Proof of Lemma 6.4: i) = ). Let us assume that A is not 7-connected for some 7 > 0. Then,
by Lemma 2.11, there are finitely many 7-connected components Ay, ..., A,, of A with m > 1. We
write A’ := A; and A" := Ay U---UA,,. Then A’ and A” are non-empty, disjoint and A’UA" = A
by construction. Moreover, Lemma 2.11 shows that A’ and A” are closed since A is closed, and
hence A cannot be connected.

it) = i). Let us assume that A is not connected. Then there exist two non-empty closed disjoint
subsets of A with A’ U A” = A. Since X is compact, A" and A” are also compact, and hence
A’'NA” =0 implies 7 := d(A’, A”) > 0. Lemma 6.1 then shows that A is not 7-connected. O

Proof of Lemma 2.13: i). Let A’ € C(A) and 7 > 0. Since A is closed, so is A, and hence A’
is 7-connected by Lemma 6.4. Consequently, Corollary 6.2 shows that there exists an A” € C,(A)
with A’ C A", i.e. C(A) is comparable to C,(A). Now we fix an A” € C;(A). Then there exists an
x € A’ and to this z, there exists an A’ € C(A) with x € A’. This yields A’ N A” # (), and since
A’ is T-connected by Lemma 6.4, Corollary 6.2 shows A’ C A", i.e. we obtain ((A’) = A”. In other
words, ( is surjective.

it). Let Aj,..., A, be the topologically connected components of A. Then the components
are closed, and since A is a closed and thus compact subset of X, the components are compact,
too. This shows d(A4;, A;) > 0 for all ¢ # j, and consequently we obtain 73 > 0. Let us fix a
7€ (0,741 N (0,00). Then, Lemma 6.4 shows that each A; is 7-connected, and therefore Lemma 6.3
together with d(A4;, A;) > 74 > 7 for all ¢ # j yields C-(A) = {41,..., An}. Consequently, we have
proved C(A) = C,(A). The bijectivity of ¢ now follows from its surjectivity. For the proof of the
last equation, we define 7* := sup{7 > 0: C(A) = C.(A)}. Then we have already seen that 7} < 7*.
Now suppose that 73 < 7*. Then there exists a 7 € (75, 7*) with C(A) = C;(A). On the one hand,
we then find d(A;, A;) > 7 for all i # j by Lemma 2.11, while on the other hand 7 > 7} shows
that there exist ig # jo with d(A;,, 4;,) < 7. In other words, the assumption 7} < 7* leads to a
contradiction, and hence we have 73 = 7*. O

Proof of Lemma 2.15: Let us fix some A’, A” € C(A) with A’ #£ A”. Since ( is injective, we then
obtain ((A’) # ((A”). Combining this with A" C {(A’) and A” C ((A"), we find

(A", A") = d({(A), {(A")) = 7,

where the last inequality follows from the definition of 77 in Lemma 2.13. Taking the infimum over
all A and A” with A’ #£ A” yields the assertion. O

6.3 Proofs Related to Cluster Persistence

Lemma 6.5. Let (X,d) be a metric space and A,B C X be two subsets. Then the following
statements hold:

i) If A is compact, then AT® = A®?,
i) We have d(A, B) < d(A*%, B) +24.

iit) We have
(AT =4. (42)
6>0

i) We have (AU B)T? = AT UB*° and (AN B)™? Cc A* N B*o.
v) We have A=°UB~° C (AUB)™° and, if d(A, B) > §, we actually have A=°UB~° = (AUB)~°.
vi) For Ay, Ay C X with Ay N Ay =0 and B; C A; with d(By, Bs) > 8, we have

(AT°\ By °) U (A;°\ By°) C (A1 UAz) °\(BLUBs)™°,

and equality holds, if d(Ay, As) > 4.
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vii) For all § > 0 and € > 0, we have A C (AT9€)=% and (A=°=¢)T9 C A.
viii) For all § > 0 and € > 0, we have (QA)+T0 C ATOTe\ A=0¢,

Proof of Lemma 6.5: i). Clearly, it suffices to prove AT0 C A®%. To prove this inclusion, we fix
an 2 € A9, Then there exists a sequence (r,,) C A with d(z,z,) < 8+ 1/n for all n > 1. Since A
is compact, we may assume without loss of generality that (z,) converges to some 2’ € A. Now we
easily obtain the assertion from d(x,2’) < d(z,x,) + d(xy,,z’).

ii). Let us fix an z € A*® and an y € BT, Then there exist two sequences (z,,) C A and
(yn) C B such that d(z,x,) < d+ 1/n and d(y,yn) < é + 1/n for all n > 1. Now this construction
yields

d(A, B) < d(wn,yn) < d(wn, x) +d(2,y) + d(y, yn) < d(z,y) + 26+ 2/n n>1,

and by first letting n — oo and then taking the infimum over all z € AT® and y € B9, we obtain
the assertion.

iii). To show the inclusion D, we fix an # € A. Then there exists a sequence (z,,) C A with
2, — x for n — co. For § > 0 there then exists an ns such that d(z,z,) < 0 for all n > ns. This
shows d(z,A) < 0, i.e. x € AT, To show the converse inclusion C, we fix an 2 € X that satisfies
x € AT/ for all n > 1. Then there exists a sequence (x,,) C A with d(z,2,) < 1/n, and hence we
find x,, — = for n — oco. This shows z € A.

w). If x € (AU B)*°, there exists a sequence (z,,) C AU B with d(z,x,) < & + 1/n. Without
loss of generality we may assume that (x,) C A, which immediately yields 2 € A™0. The converse
inclusion A U B*® C (AU B)* and the inclusion (AN B)™ c A N B are trivial.

v). The first inclusion follows from part iv) and simple set algebra, namely

ATPUBT =X\ (X\A)Tn(X\B)™M) cX\((X\A)m(X\B))*‘S
=X\ (x\(4auB)™
=(AUuB)™?.

To show the converse inclusion, we fix an 2 € (AU B)~°. Since (AU B)™% C AU B, we may assume
without loss of generality that z € A. It then remains to show that € A7, that is d(x, X \ A) > 6.
Obviously, AN B = ), which follows from d(A, B) > §, implies

X\A=((X\A)NX\B)U((X\A)NB)=(X\(AUB))UB,
and hence we obtain
d(z, X\ A) =d(z, X\ (AUB))Ad(z,B) > Nd =0,

where we used both z € (AU B)~? and d(A4, B) > 4.
vi). Using the formula (A; U A2) \ (B1 U By) = (A1 \ B1) U (42 \ Bs), which easily follows from
A; \ Bj = A; for i # j, we obtain

(AT°\By°) U(A;°\ By°) = (AT  UA;°) \ (Bi° UBy®) € (41U A2)° \ (B1UBy) ™’

where in the last step we used v). The second assertion also follows from v).

vii). Obviously, A C (A+9%€)79 is equivalent to (X \ AT9T¢)T9 X\ A. To prove the latter, we
fix an o € (X \ AT+€)T9. Then there exists a sequence (z,,) C X \ ATo+€ with d(z,z,) < §+1/n for
alln > 1. Moreover, (x,) C X\ A+°*€ implies d(x,,2’) > §+eforalln > 1 and 2’ € A. Now assume
that we had = € A. For an index n with 1/n < e, we would then obtain 6 + € < d(z,,x) < § + ¢,
and hence x € A cannot be true.

To show the second inclusion we fix an 2 € (A797¢)*%. Then there exists a sequence (z,,) C
A=%=¢ such that d(z,z,) < §+ 1/n for all n > 1. This time, x,, € A=~ implies z,, & (X \ A)o+e,
that is d(xy,,2’) > d +e for alln > 1 and 2’ € X \ A. Again, choosing an n with 1/n < ¢, we then
find x € A.

viii). Let us fix an 2 € (0A)®%. By definition, there then exists an 2’ € A with d(z,2") < 6.
Moreover, by the definition of the boundary, there exists an 2" € A with d(2’,2"”) < ¢, and hence
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we conclude that d(z,2”) < § + ¢, that is # € AT+, Since A = 9(X \ A), the same argument
yields x € (X \ A)*toF€ that is © ¢ A~9~¢. Consequently, we have shown (9A)®% c A+o+e\ A=0—<
Using (0A) € (90A)®(+9) and a simple change of variables then yields the assertion. O

Proof of Lemma 2.19: i). Since 7 > J, there exist an ¢ > 0 with § + ¢ < 7. For z € (4")*?,
there thus exists an 2/ € A’ with d(z,2’) < 6+ < 7, i.e.  and 2’ are T-connected. Since A’ is
T-connected, it is then easy to show that every pair z, 2" € (A")*° is 7-connected.

ii). Let us fix an A’ € C,(A°) and an x € A’. For n > 1 there then exists an z,, € A with
d(z,z,) <6+ 1/n and since by Lemma 2.11 there only exist finitely many 7-connected components
of A, we may assume without loss of generality that there exists an A” € C,(A) with z,, € A” for
all n > 1. This yields d(z,A”) < § + 1/n for all n > 1, and hence d(z, A”) < 4. Consequently,
we obtain x € (A”)*?, i.e. we have (A”)*9 N A’ # (). Since (A”)*% C A*® we then conclude that
(A")*9 ¢ A’ by Corollary 6.2 and part i). Furthermore, we clearly have A” C (A”)*°, and hence
(A = A,

iit). Let us first consider the case |C(A)| = 1. In this case, part i) of Lemma 2.13 shows
|C.(A)| = 1, and thus |C,(AT%)| = 1 by the already established part ii). This makes the assertion
obvious.

In the case |C(A)| > 1 we write Ay,..., A, for the 7-connected components of A. By part ) of

Lemma 6.5 we then obtain .

AT =[] AP, (43)
i=1
Since |C(A)| > 1, we further have 7% < oo, and hence part ii) of Lemma 2.13 yields C(A4) = C,(A).
The definition of 7} thus gives d(A4;, A;) > 7 > 37 for all i # j. Our first goal is to show that

d(A, AT > 7, i (44)

To this end, we fix ¢ # j and both an z; € Aj‘g and an z; € Aj+5. Now, the compactness of X yields
the compactness of A; and A; by Lemma 2.11, and hence part i) of Lemma 6.5 shows that there
exist ; € A; and 2} € A; with d(x;, 7}) < ¢ and d(x;, ;) < 6. This yields

3T < d(l‘“ ‘T]) S d(gj;7 1‘1) + d('rlv Ij) + d(gjjv I;) S 26 + d(zl’ :Ej) )

and the latter together with ¢ < 7 implies (44).

Now part i) showed that each A+5 i = 1,...,m, is 7-connected. Combining this with (43),
(44), and Lemma 6.3, we thus see that Af‘s, ..., A} are the T-connected components of AT?. The
bijectivity of ¢ then follows from the surjectivity and a simple cardinality argument, and (9) becomes
obvious. O

Proof of Theorem 2.20: Let us first show the assertions related to the function 7*. To this end,
we first observe that for ¢ € (0, p** — p*] we have |C(M,-4c)| = |C(Mpe+)| = 2 by Deﬁmtlon 2.16.
This shows 7*(¢) < 0.

Let us now fix 1,69 € (0,p** — p*] with &1 < 3. Then Definition 2.16 guarantees that
both M,-,., and M,-,., have two topologically connected components and that the top-CRM
C:C(Mpte,) = C(Mp+4c,) is bijective. From Lemma 2.15 we thus obtain

1 1
T*(Eg) = gTX/[p* > g 7-*(51),
i). Since 0 # M, C M+‘5, we find |C; (M‘*“s)\ > 1. On the other hand, since 7 > ¢, part i) of
Lemma 2.19 and part i) of Lemma 2.13 yleld
Cr(M0)| < €7 (My)| < [C(M,)] < 2. (45)

ii). Let us fix a p € [p*+¢&*, p**]. For € := p—p*, the monotonicity of 7* then gives 7*(¢*) < 7*(¢),
and hence we obtain

<=7 <=7
T=3™Mpe o = 37N,

Part i) of Lemma 2.13 thus shows that the CRM ¢, : C(M,) — C-(M,) is bijective. Furthermore,
§ <7 <7}y /3 together with part 4ii) of Lemma 2.19 shows that the 7-CRM (s : C-(M,) — C- (M;r‘s)
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is bijective. Consequently, the CRM ¢ = (50(, : C(M,) — CT(M;‘&) is bijective, and from the latter
we conclude that |C,(M)| = |C(M,)| = 2.

iii). Since |CT(M;“S)| = 2, the already established (45) implies |C(M,)| = 2, and hence Definition
2.16 yields both p > p* and the bijectivity of the top-CRM ¢** : C(M,++) — C(M,). Moreover,
for p**, the already established part i) shows that the 7-CRM (ar : Cr(Mp+-) — CT(Mpt‘i) is
bijective, and the proof of i) further showed C(M,+) = C;(M,-+). Consequently, (ys equals the
CRM C(Mp+-) — C; (M;”f,) In addition, § < 7 together with part ) of Lemma 2.19 and part i) of
Lemma 2.13 shows that the CRM ¢, : C(M,) — CT(M;”;) is surjective. Now, by Lemma 2.8 these

maps commute in the sense of the following diagram
sk

C(Mp**) C(Mp)
Cm Co
Cr(M)2) Cr (M)

¢

and consequently, ¢ is surjective. Since |CT(M;;‘3)
conclude that ( is bijective.

iv). We proceed by contraposition. To this end, we fix an p € [p* + &*, p**]. By the already
established part ii) we then find |C,(M,°)| = 2, and part iii) thus shows that the 7-CRM (y

CT(M;Z‘,E) —C; (M;‘S) is bijective. Moreover, Lemma 2.8 yields the following diagram

* %

= [C(My+)| = 2 and |C- (M) = 2, we then

Cr(M,.0) Cr(M12)
Cv Cm
Cr (M) C (M)

Cv,mr
where (v and (y,pr are the corresponding 7-CRMs. Now our assumption guarantees that ¢** is
bijective, and hence the diagram shows that (y,as o (v is bijective. Consequently, ¢y is injective,
and from the latter we obtain 2 = |C-(M )| = |CT(MPZ‘3) < |C- (M), O

Proof of Lemma 2.21: ). Let us fix a ¢ > 2¢%(d) with ¢ < 7 and a 7/ € (0,7}) such that
¥+ 7' < 7, where 7} is the constant defined in Lemma 2.13. Moreover, we fix a B’ € C(4). By
Lemma 2.13 we then see that C(A) = C./(A), and hence B’ is 7’-connected. Now let Aj,..., A,
be the 7-connected components of A=%. Clearly, Lemma 2.11 yields d(A;, Aj) > 7 for all § # j.
Assume that i) is not true, that is, there exist indices 4o, jo with ig # jo such that 4;,) N B # 0
and Aj, N B’ # (. Consequently, there exist ' € A;, N B" and z”” € A;, N B’, and since B’ is 7'-
connected, there further exist zg,...,zn41 € B’ C A with 29 = 2/, z,41 = 2" and d(z;,2541) < 7’
for all i = 0,...,n. Moreover, our assumptions guarantee d(x;, A=°) < ¢/2 for all i = 0,...,n + 1.
For all : = 0,...,n+ 1, there thus exists an index ¢; such that

d(.’L‘i7Agi) < ’(/)/2

In addition, we have zg € A;, and z,4+1 € Aj, by construction, and hence we may actually choose
ly = ip and £,11 = jo. Since we assumed fy # {,1, there then exists an i € {0,...,n} with
¢; # £;11. For this index, our construction now yields

d(Afm A£i+1) < d((ZZ“ qu) + d(xla $i+1) + d(xi-‘rlﬂ A2i+1) <+ <1 »

which contradicts the earlier established d(Ay,, Ay, ) > 7.

ii). Since A% C A, there exists, for every A’ € C,(A7?), a B’ € C(A) with AN B’ # (). We pick
one such B’ and define ((A’) := B’. Now part i) shows that ¢ : C,(A~%) — C(A) is injective, and
hence we conclude |C,(A~%)| < [C(A)].

iii). As mentioned in part ii), we have an injective map ¢ : C;(A7%) — C(A) that satisfies

A'NC(A)#0, A€ C.(A7Y). (46)
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Now, |C,(A%)| = |C(A)] together with the assumed |C(A)| < oo implies that ( is actually bijective.
Let us first show that ¢ is the only map that satisfies (46). To this end, assume the converse, that
is, for some A’ € C,(A™%), there exists an B’ € C(A) with B’ # ((A’) and A’ N B’ # (. Since ¢
is bijective, there then exists an A” € C,(A7%) with ((A”) = B’, and hence we have A” N B’ # ()
by (46). By part i), we conclude that A’ = A”, which in turn yields ((A’) = ((A”) = B’. In other
words, we have found a contradiction, and hence ( is indeed the only map that satisfies (46).

Let us now show that C,(A™%) is persistent in C(A). Since we assumed |C,(A™°%)| = |C(A)], it
suffices to prove that the injective map ¢ : C;(A7%) — C(A) defined by (46) is a CRM, i.e. it satisfies

Al C (A, A eC (A9, (47)

To show (47), we pick an A’ € C,(A~?%) and write Bi,...,B,, for the topologically connected
components of A. Since A=® C A, we then have A’ C By U--- U B,,, where the latter union
is disjoint. Now, we have just seen that ((A’) € {Bi,..., B} is the only component satisfying
A’ N¢(A") # 0, and therefore we can conclude A’ C ((A’).

Finally, let us show (11). To this end, we first prove that, for all A’ € C,(A7%) and z € ((4’) we
have

d(z, A") < P(9), (48)

where ¢ : C,(A™%) — C(A) is the bijective CRM considered above. Let us assume that (48) is not
true, that is, there exist an A’ € C,(A7%) and an = € ((A’) such that d(z, A’) > 9% (). Since
d(x, A=%) < 9% (9), there further exists an A” € C,(A°) with d(x, A”) < 9% (). Obviously, this
yields A’ # A”. Let us fix a 7/ € (0,7%) such that 2¢%(6)+ 7' < 7, and an 2’ € A’. For B’ := ((A'),
we then have 2/ € B’ by (47), and our construction guarantees € B’. Now, the rest of the
proof is similar to that of ). Namely, since B’ is 7/-connected, there exist xg,...,Z,+1 € B’ with
2o =, Tpy1 = & and d(x;,x;41) < 7' for all i = 0,...,n. Now let Ay,..., A, be the 7-connected
components of A7, Then, for all i = 0,...,n + 1, there further exists an index ¢; such that

d(wi; Ag;) < a(9),

where again we may choose Ay = A” and Ay, ., = A’. Since ly # lp41, there then exists an
i1 €{0,...,n} with ¢; # £;1. For this index, our construction now yields

T < d(AZw A€i+1) < d(xla A&) + d(xivxi-l-l) + d(x’i-‘rl’ A5i+1) < 27112(5) +7' < T,

and hence we have found a contradiction.

To prove (11), we again assume the converse, that is, that there exist B’, B” € C(A) with B’ # B”
and d(B’, B"”) < 7—2%(0). Then there exist ' € B’ and " € B” such that d(z’,z") < 7—2¢7%(0).
Now, since ( is bijective, there exists A’, A” € C,(A™%) with A’ # A", B’ = ((A’), and B"” = ¢(A").
Using (48), we then obtain

T <dA,A") <d(2',A") +d(z',2") + d(z", A") < 295(6) + T — 205(6) =T,

i.e. we again have found a contradiction. O

Proof of Theorem 2.23: i). To show that |CT(MP_5)| > 1, we first observe that § < dpick implies

sup d(x, Mp_‘s) =P, (0) < Conied” < 00,

zeEM,
and thus M, # (). This yields [C-(M, )| > 1. Conversely, we have |C,(M;°)| < |C(M,)| < 2,
where the first inequality was established in part i) of Lemma 2.21 and the second is ensured by
Definition 2.16.

ii). The monotonicity of 7* established in Theorem 2.20 yields 6 < ¥(d) < 7 < 7*(¢*) < AL /3.
By part iii) of Lemma 2.19 we then conclude that the -CRM C,(M,++) — C- (M;‘S) is bijective,
and part #) of Theorem 2.20 shows |C, (M« )| = \CT(M;;‘E) = 2. By Lemma 2.8 it thus suffices to
show that the -CRM CT(MP_*‘Z) — C;(M,-+) is bijective. Furthermore, if |CT(MI;‘2)| =1, this map

is automatically injective, and if |C. (M p_*‘i)

= 2, the injectivity follows from the surjectivity and the
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above proven |C,(M,+~)| = 2. Consequently, it actually suffices to show that ¢ is surjective. To this
end, we fix a B’ € C;(M,++) and an # € B’. Then our assumption ensures d(x,MpZ‘z) < (6), and
hence there exists an A’ € CT(MPZ‘Z) with d(z, A") < 9(5). Therefore, )(d) < 7 implies that = and
A’ are T-connected, which yields z € A’. In other words, we have shown A’ N B’ # (). By Lemma
6.2 and the definition of ¢, we conclude that ((A") = B’.

iii). We have 2 = |C-(M,°)| < |C(M,)| < 2, where the first inequality was shown in part i)
of Lemma 2.21 and the second is guaranteed by Definition 2.16. We conclude that [C(M,)| = 2,
and hence the definition of topological clustering ensures both p > p* and the bijectivity of the top-
CRM Ciop : C(Mp++) — C(M,). Furthermore, \CT(M;5)| = |C(M,)|, which has been shown above,
together with part éii) of Lemma 2.21 yields a bijective CRM ¢, : CT(MP_‘s) — C(M,). Moreover,
part i) of Theorem 2.20 shows |C,(M pti) = 2, and hence the already established bijectivity of
¢ :CT(MPZ‘E) — CT(M;Z‘E) gives |CT(M,;§)| = |CT(M;‘E) =2 =|C(Mp++)|. Consequently, part %)
of Lemma 2.21 yields a bijective CRM e+ : Cr(M.2) — C(M,++). Then the 7-CRM ¢ : C;(M,.2) —

Cr (M, %) enjoys the following diagram

y (o
Cr(M,:2) C(Mp-~)
C Ctop
Cr (Mp_(;) C(Mp)
Co
whose commutativity follows from Lemma 2.8. Then the bijectivity of (,««, (iop, and (, yields the
bijectivity of ¢, which completes the proof. O

6.4 Proofs Related to Basic Properties of Histograms

Proof of Theorem 3.3: We fix an A € As and write f := u(A)~'14. Then f is non-negative,
bounded, and our assumptions ensure || f|ls < cpartd <. Consequently, Hoeffding’s inequality, see

e.g. (Devroye et al., 1996, Theorem 8.1), yields

1< 2ne252d
P”({DEX”:’ flz; —Epf’<s})>1—2exp(— )
n ; ( ) cgart
for all n > 1 and € > 0, where we assumed D = (z,...,z,). Furthermore, we have £ "% | f(z;) =

w(A)"ID(A) and Epf = u(A)~1P(A). By a union bound argument and |As| < cparsd ¢, we thus
obtain
, , D(A) P(A) ) —d 2ne252d
P DeX": sup |—=~ — —2|<¢ >1—2cpartd “expl— .
({ s Ly | << R

Since, for x € X and A € As with € A, we have hps(z) = pu(A)"'D(A) and hps(z) =
w(A)~rP(A), we then find the first assertion.

To show the second inequality, we fix an A € Az and write f := pu(A)~1(14 — P(A)). This yields
EPf =0, ||fHoo < Cparté_dy and

Epf? < n(A)72P(A) < p(A) Ao < cpared ™[]l -

Consequently, Bernstein’s inequality, see e.g. (Devroye et al., 1996, Theorem 8.2), yields

1 & 3neZod
P"™ DeX™: |- ’ >1-—-2 — .
<{ e x| 2 @] < 5}> = ex"( court (6]1hl]oo +2e>)

Using £ 37" | f(x;) = (D(A) — P(A))u(A)~™", the rest of the proof follows the lines of the proof of
the first inequality. O
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Proof of Lemma 3.4: i). We will show the equivalent inclusion {h < p} € (X \ M,;.)*. To this
end, we fix an z € X with h(z) < p. If z € X \ M, we immediately obtain z € (X \ M,,.)*?,
and hence we may restrict our considerations to the case x € M,;.. Then, ﬁ(m) < p together with
|h — hpslle < € implies hpg(x) < h(x) + & < p+e. Now let A be the unique cell of the partition
As satisfying x € A. The definition of hps together with the assumed 0 < p(A) < oo then yields

[ i = P(A) = ksl ) < o+ ) 4). (19)

where h : X — [0,00) is an arbitrary p-density of P. Our next goal is to show that there exists an
' € (X \ M,yc) N A. Suppose the converse, that is A C M,4.. Then the upper normality of P at
the level p + ¢ yields p(A\{h > p+e}) < p(My1 \ {h > p+€}) =0, and hence we conclude that
w(AN{h>p+e}) = pu(A). This leads to

/hd,u:/ hd,u+/ hd,u:/ hdp > (p+e)u(4).
A An{h>p+e} A\{h>p+e} An{h=>p+e}

However, this inequality contradicts (49), and hence there does exist an 2’ € (X \ M,;.) N A. This
implies

d(x, X\ M,;.) < d(z,2") < diam A <4,

i.e. we have shown z € (X \ M,.)*°

i). Let us fix an 2 € X with h(z) > p. If z € M,_., we immediately obtain = € Mpt‘sg, and

hence it remains to consider the case x € X \ M,_.. Clearly, if p —e < 0, this case is impossible,
and hence we may additionally assume p — e > 0. Then, h(z) > p together with ||k — hpsle < €
yields hps(z) > B(m) —e > p—ec. Now let A be the unique cell of the partition Aj; satisfying z € A.
By the definition of hps and p(A) > 0 we then obtain

[ = P(A) = e s(@n(4) > (o= u4). (50)

where, again, h : X — [0,00) is an arbitrary p-density of P. Our next goal is to show that there
exists an 2’ € M,_. N A. Suppose the converse holds, that is A C X \ M,_.. Then the assumed
upper normality of P at the level p — ¢ yields

N(MP*S A{th—g}):o7

and using A A B = (X \ A) A (X \ B), we thus find p((X \ M,—c) A {h < p—¢}) =0. Combining
the latter with the assumed A C X \ M,_. we obtain

w(AN{h < p—e}) < u((X\My-) \ {h<p—e}) =0,

and this implies

/hduz/ hd,u—i—/ hduz/ hdp < (p—e)u(A).
A An{h<p—e} A\{h<p—ce} An{h<p—e}

However, this inequality contradicts (50), and hence there does exist an o’ € M,_. N A. This yields
d(z,M,_.) < d(z,z') < diam A < 9§,
i.e. we have shown z € M;‘SE. O

Lemma 6.6. Let (X,d) be a compact metric space and i be a finite Borel measure on X with
supp 4 = X. Moreover, let P be a p-absolutely continuous probability measure on X, and (L,)y>0
be a decreasing family of sets L, C X such that
-4 +6
M, f, CL,C M,

for some fixed 6 > 0, € > 0, and all p > 0. For some fized p > 0 and 7 > 0, let C : CT(Mp_fE) —
C,(L,) be the T-CRM. Then the following statements hold:
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i) For all A’ € CT(M;JfE) with A’ N ijfgs # 0 we have ((A") N Lyyoc # 0.

i) For all B' € C,(L,) with B' & ((C.(M°.)), we have

pte
B C (X \ Mpp)™ n M, (51)
B' N Lppoe C(X\ My )P0, (52)

Proof of Lemma 6.6: i). This assertion follows
0# A NMP5 CEA)N Ly,

where we used the 7-CRM property A’ C ((A’) and the inclusion Mp_f?,e C Lptoe.
ii). Let fix a B’ € C-(L,) with B' ¢ C(CT(Mp_fE)). For z € B’ we then have

vg  |J A,

AreC, (M,7,)

and hence the 7-CRM property yields

x ¢ U A =DM
AreC. (M)
This shows x € (X \ M,.)*°, i.e. we have proved B’ C (X \ M,..)*°. Now, (51) follows from
B’ C L, C M}, and (52) follows from B’ N Lyi2. C Lys2e C M. O

Proof of Theorem 3.5: Our first goal is to establish the following disjoint union:

Cr(Ly) = C(Cr(M2.))
U{B' € C-(L,)\¢(Cr(M.)) : B'N Lyyae # 0}
U{B' €C-(L,): B'N L2 =0} . (53)

We begin by showing the auxiliary result
ANMD #0, A€ C (M), (54)

To this end, we observe that parts i) and i) of Theorem 2.20 yield |C, (M ;fi)
ii) of Theorem 2.23 implies \CT(MPZ‘E)
of M p:‘i. We first assume that M’ has exactly one r-connected component A, i.e. A’ = M p Jfg.

pte
Then p+ 3¢ < p** and p + ¢ < p 4 3¢ imply

= 2, and hence part

= 2. Let W’ and W” be the two T-connected components

-0 -0 -0 —0 =
0#MySCM Py =M NM S =AM,

i.e. we have shown (54). Let us now assume that M fg has more than one 7-component. Then it has
exactly two such components A" and A” by p+¢e < p** and part i) of Theorem 2.23. By part 4ii) of
Theorem 2.23 we may then assume without loss of generality that we have W/ € A’ and W C A”.
Since p+ 3¢ < p** implies MpZ‘Z C M;fgs, these inclusions yield § = W' = W'nN Mp_‘s cA'nN M;f3€
and ) £ W" =W"nN Mf;fi cA"n ijfga. Consequently, we have proved (54) in this case, too.

Now, from (54) we conclude by part i) of Lemma 6.6 that B'NL, 2. # () for all B’ € {(C (M;fs)).
This yields

{B' € C (L) \C(C-(M; ) : B'A Lppae =0} = {B' € Cr(L,) : B'N Lpyae =0},

which in turn implies (53).
Let us now show (16). Using (53) we first observe that it remains to show

B/mLp+25 = @,
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for all B" € C+(L,)\¢(C( p+€)) Let us assume the converse, that is, there exists some B’ € C,(L,)

with B" & {(C,( ers)) and B'NL,y2. # 0. Since L4 2. C Mp+sa there then exists an € B'N M;Zfs
By part i) of Lemma 6.5 the latter yields an ' € M,;. with d(x,2") < 6, and since P has thick

clusters we obtain
d(z', M, %) < ¥ip . (6) < conierd” < 2cinierd” -

From this inequality we conclude that there exists an z” € M _55

satisfying d(a’,2") < 2¢hickd?.
Let A” € C,(M +E) be the unique 7-connected component satisfying " € A”. The 7-CRM property

then yields " € A” C ((A”) =: B”, and hence, using ¢ > 1, we find
d(B',B") <d(xz,2") < d(z,2') +d(z’',2") < § + 2¢tniexd” < 3ctnickd? < 7.

However, since B’ & C(CT(M,;+5)) and B € ((C,( p_,‘_sa)) we obtain B’ # B”, and therefore, Lemma

2.11 yields d(B’, B”) > 7, i.e. we have found a contradiction. O

Proof of Theorem 3.6: We begin with some general observations. To this end, let p € [0, p** — 4]
be the level that is currently considered in Line 3 of Algorithm 3.1. Then, Theorem 3.5 shows
that Algorlthm 3.1 identifies exactly the T-connected components of Lp , that belong to the set

(= (Mp+6)) where (¢ : C,( p+5) — C,(Lp,p) is the 7-CRM. In the following, we thus consider the

set ((C- (M, +€)) Moreover, we note that the returned level p}, always satisfies p}, > p+ 3¢ by Line
4 and Line 6, and equality holds if and only if |¢(C-( p+6))| # 1.

i). Let us first consider the case p € [0, p* —¢). Then p+ € < p* together with part ¢) and i) of
Theorem 2.23 shows |C,( p+€)| =1, and hence |{(C;( p+5))| = 1. Our initial consideration then
show, that Algorithm 3.1 does not leave its loop, and thus p}, > p* + 2¢.

Let us now consider the case p € [p* +&* + ¢, p* + €* + 2¢]. Then we first note that Algorithm
3.1 actually inspects such an p, since it iteratively inspects all p =i, i = 0,1,..., and the width of
the interval above is €. Moreover, our assumptions on €* and e guarantee p* + €* + 2e < p™* — 4¢
and hence we have p € [p* + &* + ¢, p™ — 45] that is, we are in the situation described at the
beginning of the proof. Let us write (v : C- (M ) — C( p+8) ¢ Cor (Mt‘z) - C; (Mj_‘l)7 and
Cvar 2 Cr( p+€) — Cr (MM ) for the 7-CRMs between the involved sets. Using Lemma 2.8 twice,
we then obtain the followmg diagram:

Cv,m
Cr (M) C- (M)
Cv Cm
C-(M:2) o G

where the 7-CRM (** is bijective by part i) of Theorem 2.23. Moreover, p — & > p* 4+ €* together
with part i) of Theorem 2.20 shows |CT (M;_‘SE)\ = 2, and by iii) of Theorem 2.20 we conclude that
Cr is bijectlve Similarly, p + & > p* 4+ &* and the bijectivity of {** show by ) of Theorem 2.20
that |C( p+€)\ = 2, and thus (y is bijective by part #4) of Theorem 2.23. Consequently, (v, s is
bijective. Let us further consider the -CRM ¢’ : C;(Lp,,) — C- (M:_‘SE). Then Lemma 2.8 yields
another diagram:

s Cv.m . »
Cr(MY,) Cr(M)~,)

C-(Lp,p)

Since Cv,n 1s bijective, we then find that ¢ is injective, and since we have already seen that M, fE has

two 7-connected components, we conclude that ((C- (M, _fa)) contains two elements. Consequently,
the stopping criterion of Algorithm 3.1 is satisfied, that is, p}, = p+ 3¢ < p* +¢* + be.
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it). Theorem 3.5 shows that in its last run through the loop Algorithm 3.1 identifies exactly the
T-connected components of Lp , that belong to the set C_ga(CT(M;fe), where p := p}, — 3¢ and
C_3e: T(ijfg) — C-(Lp,p) is the 7-CRM. Moreover, since Algorithm 3.1 stops at p}, — 3¢, we have
|¢—3¢(C( erE))| # 1 by our remarks at the beginning of the proof, and thus |C,( erg)| # 1. From
the already proven part i) we further know that p +e=pp—2e<pF4+e"+3 < pt 4t < ptf
and part 4) of Theorem 2.23 hence gives |C; (M, +8)| = 2. For later purposes, note that the latter

together with |¢_3.(C T(Mp+5))| £ 1 1mpheb the injectivity of (_z.. Now, part éi;) of Theorem 2.23

shows that the 7-CRM (e« pye 1 Cr (M. 9) = Cr( p_JfE) is bijective. Let us consider the following
commutative diagram:

_s Cp**,p+s X 5
Cr (M%) Cr(M,1,)
Cors ot 4 ¢
C-(M0,.)

where the remaining two maps are the corresponding 7-CRMs, whose existence is guaranteed by
pp+e<pp+7e" <p*™ and p+e < pp +e, respectlvely Now the bijectivity of (,«« ,4 shows that
Cp=*,p3+e 18 injective. Moreover, pp, +& < p** implies |C (M o +€)| < 2 by part ¢) of Theorem 2.23,

while p** > p* + £* implies |C, (M ) of Theorem 2.20 and part i) of Theorem
2.23. Therefore, (pe pr 1c is actually bijective. This yields both |C,(M o +E)\ = 2, which is the first

assertion, and the bijectivity of (: . Let us consider yet another commutative diagram

C-(M20,) C-(M,7.)
C C*Bs
Cr ((LD,pD) CT(LD,p)

C/
where again, all occurring maps are the 7-CRMs between the respective sets. Now we have already
shown that (_3. is injective and that ( is bijective. Consequently, ¢ is injective.

4i1). This assertions follows from Theorem 3.5 and the inequality p}, < p** — 3¢, which follows
from part i).

iv). We have already seen in the proof of part ) that |C,(M ;fi) = 2, and consequently part
iii) of Lemma 2.21 shows that there exists a bijective CRM (,«+ : 7.(M_‘s) — C(M,-~). Moreover,
part i) shows |C. (M o +E)\ = 2, thus part i) of Lemma 2.21 yields another bljectlve CRM (ps 4
CT(MngrE) — C(Mpz +c). Furthermore, in the proof of part ii) we have already seen that 7-CRM
Co*= p% +¢ 18 bijective. This gives the diagram.

v). By parts %) and iv) we know 2 = |C.(M o +E)\ = |C(Mpz )| Let us thus write By and
By for the two topologically connected components of M+ ;.. Furthermore, part i) together with
e* < (p** — p*)/9 ensures p}, + ¢ < p**. Therefore, part m) of Lemma 2.21, namely (11) shows

d(BhBQ) > T — 2’(/)M -

Ppte

((5) >T17— QCthiCk(S’Y > T — 1/)((5) .

On the other hand, the definition of TJ’\‘/[P* .. in Lemma 2.13 together with the definition of 7* in (10)
gives i

3% (pp — P +¢) = My o = d(Bi, Ba) .
Combining both we find the assertion. O

Proof of Theorem 3.7: To simplify notation in the following calculations, we write B; := B;(D)
for i € {1,2} and p := p}. Consequently, A} pre and A2, are the two connected components of

My = My i, Moreover, we define V!, _ and V2. by (17), so that V, _ and V%, _ become the two
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r-connected components of M2 = M>? As discussed in front of Theorem 3.7, we then have
Al CA;

P+6 ppte’
7 C B; for i = 1,2. For i € {1,2}, we further write

and the assumed (18) ensures Vi,
Wi, = (AL, )7 Our first goal is to show that

W’L

pte - Vpi+6 ) S {17 2} (55)

To this end, we fix an x € W, _. Since W), C A} pre and W), C M,

» +E, where the latter follows
from AP+E C M., we then have x € A/H_E and z € VP+EUVP+E Let us assume that x € Vp+5 Then

we have V2, _NAL,_# 0. Now, the diagram of Theorem 3.6 shows that ¢, : T(M,HE) — C(M,yc)
satisfies Cp+5n(Vp+E) = A2, ., and hence we have V. C A2, . Consequently, V>, . NAL _ #0
implies A}, N Ap +o # 0, which is a contradiction. Therefore, we have z € V,_, that is, we have
shown (55) for ¢ = 1. The case ¢ = 2 can be shown analogously.

With the help of (55) we now find Wi, C Vi,  C B;, and thus u(A} \ B;) < pu(A7\
i = 1,2. Conversely, using the equation u(B\ A) = u(B) — (A N B) twice, we obtain

wi, ) for

p(Br\ (AU AD)) = pu(Br) = p(By 1 (4] U A3))
> u(By) — p(By N AY) — u(By N AY)
= u(B1\ A]) — u(B1 N A3).

Since By N By = () implies By N A5 C A3\ Bs, we thus find

w(Br & A7) = p(B1\ A7) + p(A7 \ Bi)
u(By\ (A7 U A3)) + (A3 \ By) + p(A} \ By)
p(Bi\ {h > p*}) + (AT \ Wyp) + p(A5 \ W),

where in the last estimate we also used (5). Repeating this estimate for u(Bs A A%) and using both
BiUByCLp,C M:_‘SE then yields the assertion. O

Proof of Theorem 3.8: Let D € X" be a dataset that satisfies ||hps —
first estimate of Theorem 3.3 we easily check that the probability P™ of such a D is not smaller
than 1 — e~°. In the case of a bounded density and (21) the same holds by the second estimate of
Theorem 3.3 and

\/6Cpart ||hHoo§ + 1n(2cpart) —dIné + <2cpartg>2 CpartS

I/\ I/\

30dn 36dn 30dn
\/6cpart||h|oo§ + In(2¢pary) —dInd n 2¢partS
- 30dn 30dn
< \/2cpart(1 + [|Alloo) (s + In(2¢par) — d1nd) . 2¢part (s + In(2cpary) — d1nd)
- odn 30dn ’

where in the last step we utilized In(2cpart) > dInd. Now, Lemma 3.4 shows

-5 18
Mp+s CLp,C Mp—s

for all p > 0. Let us check that the remaining assumptions of Theorem 3.6 are also satisfied, if
e* < (p** — p*)/9. Clearly, we have § € (0, dpnick], € € (0,e*], and ¢(§) < 7. To show the remaining
7 < 7*(e*) we write E := {&’ € (0,p** —p*] : 7*(¢/) > 7}. Since e* < oo, we first observe that F # ()
by the definition of e*. Consequently, there exists an ¢’ € E with ¢/ < inf F 4+ & = &*. Using the
monotonicity of 7* established in Theorem 2.20 we then conclude that 7 < 7*(&") < 7*(e*). O

6.5 Proofs Related to Consistency and Rates

Lemma 6.7. Let (X,d) be a metric space, (1 be a finite Borel measure on X, and (A,),cr be a
decreasing family of closed subsets of X. For p* € R, we write

Ap* = U fip and Ap* = U A,.

p>p* p>p*
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Then we have

= U yUuy4a..

p>p* e>05>0
Moreover, the following statements are equivalent:
i) ﬂ(/ip* \Ap*) =0
it) For all € > 0, there exists a p. > p* such that, for all p € (p*, pc], we have u(A,\ /olp) <e

Proof of Lemma 6.7: To show the first equality, we observe that (42) implies

N NNENA)T =) () X\ Ape= [] X\ 4,.

p>p* e>08>0 e>0 p>p* p>p*

Moreover, every set A C X satisfies X \ A = X'\ A, and hence we obtain

N NNE\A)T = ) X\A4,= ) (X\4,) =X\ | 4,.

p>p* e>06>0 p>p* p>p* p>p*

Therefore, by taking the complement we find

U 4=\ (N N NE 407 ) = U UUE 07 = U U U4

p>p* p>p* e>06>0 p>p* e>06>0 p>p* e>06>0

i) = ii). Let us fix an € > 0. Since /Clp =Uys, /Clpx A, for p N\ p*, the o-continuity of finite
measures yields a p. > p* such that u(/lp* \/ip) < ¢ for all p € (p*, p]. Using A, C Ap* for p > p*,
we then obtain the assertion p(A, \ /ip) < u(A,- \/ip) <e

ii) = 1). Let us fix an € > 0. For p € (p*, pc], we then have fi,, C Ap*, and hence our assumption
yields pu(A, \ A,-) < e. In other words, we have lim,~ - (A, \ A,) = 0. Moreover, we have
A, 2 A, for p N\, p*, and hence the o-continuity of y yields lim - u(A,\A,-) = p(A-\A,). O

Lemma 6.8. Let f : (0,1] = (0,00) be a monotonously increasing function and g : (0, f(1)] = [0,1]
be its generalized inverse, that is

gly) == inf{z € (0,1] : f(z) 2y}, y € (0,1].
Then we have lim,_,0+g(y) = 0.

Proof of Lemma 6.8: Let (y,) C (0, f(1)] be a sequence with y, — 0. For n > 1, we write
E, :={x € (0,1 : f(z) > yn}. Let us fix an € € (0,1]. Since f is strictly positive, we then find
f(e) > 0, and hence there exists an ng > 1 such that f(e) > y, for all n > ny. Consequently, we
have ¢ € E,, for all n > ng, and from the latter we conclude that g(y,) = inf E,, < e for such n. O

Proof of Theorem 4.1: Let us fix an € > 0. For given n > 1 and 7 := 7,, € := ¢, we define €, by
the right hand-side of (22). Then, Lemma 6.8 shows 0 < & < eA(p™ —p*)/9 for all sufficiently large
n. In addition, §,, and e, satisfy (20) for sufficiently large n by (23), and we also have §,, < dthick
for sufficiently large n. Consequently, there exists an ng > 1 such that, for all n > ng, the values ¢,
On, T, and €}, satisfy the assumptions of Theorem 3.8 as well as €} <.

Let us now consider an n > ng and a data set D € X" satisfying both the assertions i) - v)
of Theorem 3.6 and (19). By Theorem 3.8 and our previous considerations we then know that the
probability P™ of D is not less than 1 —e~°. Now, part ¢) of Theorem 3.6 yields p}, — p* > 2¢, > 0
and

pp —p* < ey +be, < 6e) < 6e,

i.e. we have shown the first convergence.
In oder to prove the second convergence, we write A;, i = 1,2, for the two topologically connected
components of M,«-. Moreover, for p € (p*, p**], we define A, := (,(A;), where (, : C(M,«) —
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C(M,) is the top-CRM. In addition, we write A; := () for p > p** and Az = X for p < p*. Our first
goal is to show that
A\ A ) =0 (56)

for i = 1,2, where we used the notation of Lemma 6.7. To this end, we fix an € > 0. Since P is
lower and upper normal at every level p € [p*, p**] we find, for an arbitrary u-density h of P,

N(Mp* \Mp*) = N({h > p*}\MP*) =0,

where we used (5), (6), and the notation of Lemma 6.7. Lemma 6.7 then shows that there exists a
pe > p* such that

(M, \ M,) < e (57)
for all p € (p*, pe|, where we may assume without loss of generality that p. < p**. Let us now fix
a p € (p*,pe)- Then we obviously have A}, U A% C M,. To prove that the converse inclusion also
holds, we pick an x € ]\OJP. Without loss of generality we may assume that = € A},. Since A[% is
closed and thus compact, we then have e := d(x, A%) > 0. Moreover, since M » is open, there exists a
d € (0,¢) such that B(z,0) C ]\;[p. This yields B(x,d) C A, U A2, and by d(z, A2) > §, we conclude
that B(z,d) C A}. This shows = € jl},, and hence we indeed have M, = /01/1, U /01,2). Now we use this
equality to obtain

M, \ M, = (A} \ (AL U A2)) U (42\ (AL U A2)) = (AL\ ALy U (A2 A2).

Using (57), this implies u(A% \ A;)) < ¢, and therefore Lemma 6.7 shows (56).

Let us now fix an € > 0 and a ¢ > 1. By the equality of Lemma 6.7 and the o-continuity of finite
measures there then exist d > 0, . > 0, and p. € (p*, p**] such that, for all € € (0,¢], 6 € (0, ],
p € (p*, pel, and i = 1,2, we have u(Al. \ (AL, )7°) < e. Combining this with A} = Af., which
holds by the definition of the clusters A}, and Equation (56) we then obtain

(AN (A1) 7°) = m(Ap \ (4540) %) = p(A} \ (A,0)7°) <e. (58)

Moreover, our assumption u(AF U A3 \ (A U A3)) = 0 means (M, \ M,+) = 0, and since by part
i11) of Lemma 6.5 we know that

N(Uw) = U=

6>0 “p>p* p>p*

«((U Mp)Jré\Mp*) <

p>p*

we find

for all sufficiently small § > 0. From this it is easy to conclude that

p(M2 N\ M) < e (59)
for all sufficiently small € > 0, § > 0 and all p > p* + e. Without loss of generality, we may thus
assume that (59) also holds for all € € (0,&.], § € (0,d.] and all p > p* +e.

For given 7 := 7, and ¢ := g, we now define €}, by the right hand-side of (22). Then, Lemma 6.8

*

shows ¢}, — 0, and hence we obtain &), < min{?<5%, ¢, ¢} for all sufficiently large n. In addition, d,
and e, satisfy (20) for sufficiently large n by (23), and we also have ¢, < e Ae. and d,, < ¢ A Othick
for sufficiently large n. Consequently, there exists an ng > 1 such that, for all n > ng, the values g,
On, T, and € satisfy the assumptions of Theorem 3.8 as well as €, < e Ae. and 0, < d..

Let us now consider an n > ng and a data set D € X" satisfying both the assertions i) - v)
of Theorem 3.6 and (19). By Theorem 3.8 and our previous considerations we then know that the

probability P™ of D is not less than 1 —e~°. Now, part i) of Theorem 3.6 gives both p}, > p*+2¢, >
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p* +e, and ph, < p* + ek 4 5ey, < p* 4 6er, < pe, and hence (58) and (59) hold for € :=¢,,, § := 0y,
and p := p},. Consequently, (19) shows
W(B1(D) & A7) + u(Ba(D) & A3) < (A5 \ (AL,)~) + 2(A5 \ (42,.)~)
F (LN {h > ).
<de+ pu(MI\ M)
< be,

where in the second to last step we also used (6). O

Proof of Lemma 4.3: Let € € (0, p** —p*] and A; and As be the connected components of M«..
Since A; and A, are closed, they are compact, and hence there exist x1 € Ay and xzo € Ay with

a = ||x1 — z2|| = d(A1, A2), (60)
where we note that 4; N A = () implies a > 0. For ¢ € [0, 1], we now consider
x(t) :=tx1 + (1 —t)xa.

Since X is convex, we note that x(¢) € X forallt € [0, 1]. Our first goal is to show that x; € Ox M+«
for i = 1,2. To this end, we assume the converse, e.g. zo € Mp*+€. Then there exists an € € (0,a)
with Bx (z2,€) C Ay, where Bx (22,€) := {z € X : ||z — 23] < €} denotes the closed ball with center
x9 and radius € in X. Now |z(e/a) — x2|| = € implies z(e/a) € As, while ||z(e/a) — 21| = a — €
shows ||z(e/a) — z1] < d(A1, A2). Together this contradicts (60).

For what follows, let us now observe that ¢ +— z(t) is a continuous map on [0, 1], and since h is
continuous, there exists a t* € [0, 1] with h(z(t*)) = min,c[o,1) h(x(t)). Our next goal is to show that

h(z(t7)) < p*. (61)

To this end, we assume the converse, that is h(z(t*)) > p*. Then there exists a ¢ € (0, <] such that
h(z(t)) > p* + 0 for all t € [0,1], and therefore an application of Lemma 2.1 using the continuity of
h yields x(t) € M,-4s for all t € [0,1]. In other words, z; and x5 are path-connected in M-, 5, and
since the connecting path is a straight line, it is easy to see that x; and x5 are 7-connected for all
7> 0. Let us pick a 7 < 37%(0) = Thuyqe SINCE |C(Mp+4s)| = 2, part ii) of Lemma 2.13 then shows
C(Mp+y5) = Cr(Mp-45). Let A; and A be the two topologically connected components of M« s.
Our previous considerations then showed that A; and A, are also the two 7-connected components
of My+«ts. Now, 6 < ¢ gives a top-CRM ¢ : C(Mp+4.) = C(Mp+4s), which is bijective, since P can
be clustered between p* and p**. Without loss of generality we may thus assume that ((4;) = A; for
i =1,2. This yields z; € A; C /L—, i.e. 1 and x2 do not belong to the same 7-connected component
of M,«y5. Clearly, this contradicts our observation that z; and zy are 7-connected, and hence (61)
is proven.

Let us now assume without loss of generality that ¢* € [1/2,1). Since we have already seen that
x1 € Ox Mp+ 4, our assumption (24) together with (61) yields

|A((t%) = h(a)] < ellz(t) — 2|
In addition, Lemma 2.1 together with the continuity of h shows z1 € M,-1. C {h > p* + ¢}.
Combining these estimates with (60) and d(A;, A2) = My, = 37*(g), we find
p"+e < h(x1)
< ha(t)) +cllz(t') — 2|’
<p"tella(t) — o)
=p" (1=t a1 — 22|’
<p'+ c2_‘9d9(A1, As)
=p" +c(3/2)70m(e)’,
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and from the latter the assertion easily follows. O

Proof of Theorem 4.4: Let us begin by checking the conditions of Theorem 3.8. Obviously, ¢ is
chosen this way, and the definition of * together with the assumption * < (p** — p*)/9 yields

(T/Csep)™ <" <p™ —p*. (62)
Since the clusters have separation exponent k, we find in the case kK < oo that
e+inf{e € (0,p" — p*]: 7°(&) = 7} < e+ inf{é € (0,p™ — p*] : ¢,

=&+ (7/Cep)” -

Consequently, (22) holds in the case k < co. Moreover, in the case Kk = 00, (62) together with
p** < oo implies 7 < ¢, In addition, the separation exponent x = oo ensures 7*(£) > ¢, for all
€ > 0, and hence we obtain

pe/" 2 7]

e+inf{g€ (0,p" —p*l: 7" () =7} = < ¢&*,

that is, (22) is also established in the case kK = oo. Now, applying Theorem 3.8, we see that
ph € [p* + 2¢,p* + &* + be] with probability P™ not less than 1 — e™°, that is, (27) is proved. In
addition, the definition of £* yield

pp —p" < et 458 < (T/cgep)” + e,

sep )

and therefore, we also obtain (28). Let us finally show (29). To this end, we first observe that
Theorem 3.8, or more precisely, part v) of Theorem 3.6 further ensures

7/2 <7 —(8) <37 (ph — p* 4 €) < 3aep(ph — P+ &)YF < 3euep2t (0l — p*)",
where in the last step we used the already established (27). By some elementary transformations

we conclude
1( T )“ < ot
2\ 624cp Po =P

and combining this 2e < p}, — p* we obtain the assertion. O

Proof of Corollary 4.5: Our first goal is to show (31) for k < oo and sufficiently large n with the
help of Theorem 4.4. To this end, we define £} := €n+(Tn/gsep)"”" for n > 1. Since the sequences (e,,),
(0n), and (7,,) converge to 0, we then have d,, € (0, dnick] and e, < (p** — p*)/9 for all sufficiently
large n. Furthermore, our definitions ensure 7,,/d) — 0o, and thus we have 7,, > 6¢nickd,) = 2¢(6y)
for all sufficiently large n, too. Before we can apply Theorem 4.4, it thus remains to sow (21) for
sufficiently large n. To this end, we observe that, for ¢, := Inn, we have

2Cpart (gn + IH(QCpart) —dln 5n)
30dn

o %%wm+wmam+m@@m—mmm+

ddn
< (1nn>% .
n

Using ¢, - (“‘Tn)_ﬁ — 00, we then see that e, > ¢/ for all sufficiently large n. Now, applying
Theorem 4.4, namely (28), we obtain an ng > 1 and a constant K such that (30) holds for all n > ny.
Moreover, if  is exact, (29) yields a constant K such that (31) holds for all n > ng.

Let us now consider the case £ = oo. In this case, we first observe that ¢}, := e, + (7n/csep)"
satisfies €}, = &, for all n with 7, < ¢, that is, for all sufficiently large n. Moreover, we have
Tn/0) — 00, and, like in the case k < oo, it thus suffices to show (21) for sufficiently large n. To
this end, we observe that, for ¢, := Inn and &/, as above, we find that, for all sufficiently large n,

Inn-vVInlnn\ 3
Cn S

/
15 SCQ(
" n

where ¢y is a suitable constant independent of n. Consequently, (27) and (28) yield (31) for all
sufficiently large n. O
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Lemma 6.9. Let X C R? be compact and convezr and d be a metric on X that is defined by a norm
on R, Then, for all AC X and x € A, we have

d(z,0xA) < d(z, X\ A4),
where Ox A denotes the boundary of A in X.

d
Proof of Lemma 6.9: Before we begin with the proof let us recall that the BY =B forall
B C X by the closedness of X, that is, taking the closure with respect to X or R? is the same.
Like in the statement of the lemma, we thus omit the superscript in the following. Let us now write
d :=d(z,X \ A). Then there exists a sequence (z,) C X \ A such that d(x,z,) — §. Since X is
assumed to be compact, so is X \ A, and thus there exists an z,, € X \ A such that d(z,z) < 0.
Obviously, it suffices to show x,, € OxA. Let us assume the converse. Since OxA = AN X \ 4,
we then have 2., ¢ A, that is 7o, € X \ A. Now, the latter set is open in X, and hence there
exists an € > 0 such that Bx(z.,e) C X \ A, where Bx(7,¢) denotes the closed ball in X
that has center x,, and radius e. This ¢ must satisfy € < §, since otherwise we would find a
contradiction to x € A by € Bx (Zeo,0) C Bx(Too,e) C X\ A. For t :=¢/d € (0,1) we now define
' :=tx + (1 —t)Zo. The convexity of X implies 2’ € X, and since d is defined by a norm, we have
d(Too, ') = td(z,25) < €. Together, this yields 2’ € Bx(rs0,e) C X \ A C X \ A. Consequently,
d(z,2") = (1 = t)d(z,2s0) < (1 —t)0 < 6 implies d(z, X \ A) < §, which contradicts the definition of
0. O

Lemma 6.10. Let X C R? be compact and convex and d be a metric on X that is defined by a
norm on R, Then, for all AC X and § > 0, we have

A+6 \ A—é C (aXA)-‘ré7

where the operations AT and A=% as well as the boundary Ox A are with respect to the metric space
(X.d).

Proof of Lemma 6.10: Let us fix an 2 € AT\ A7% = AP N (X \ A)F°. If x € A, then
Lemma 6.9 immediately yields d(x,dx A) < d(z, X \ A) < 6, that is z € (9x A)*%. Tt thus suffices
to consider the case * ¢ A. Then we find 2 € X \ A C X \ A C X\ A, and hence another
application of Lemma 6.9 yields d(z,dx (X \ 4)) < d(z,A) < 6. Now the assertion easily follows
from Ox (X \A) =X \ANX\(X\A) =X\ANA=0xA. O

Proof of Lemma 4.8: Before we begin the actual proof let us recall that for an integer 0 < m < d
the upper and lower Minkowski content of a set B C R? is defined by

*m : Ad B+6

M*™(B) := limsup %

e—0+t Od—-m

d +0
M (B) = lim inf 2B 0)

en0+ Og_mdd—m ’

where o4_,, denotes the A¥~"-volume of the unit Euclidean ball in R4, It is straightforward to
check that these definitions coincide with those in (Federer, 1969, 3.2.37).

i). Since in the case AY(A) = 0 there is nothing to prove, we restrict our considerations to the case
A4 (A) > 0. Now, A is assumed to be bounded, and hence we have A\?(A) < oo. The isoperimetric
inequality in the form of (Federer, 1969, 3.2.43) thus yields

dory/ N(A) 7 < MEH 04,
and consequently, there exists a §4 > 0, such that, for all § € (0,94], we have

da;/d/\d(Z)lfl/d _ )\d((aA)+6) - )\d(A+26\A726)
010 - 26 ’

where in the last estimate we used part viii) of Lemma 6.5 and o7 = 2.

43



ii). Since OA is closed and (d — 1)-rectifiable in the sense of (Federer, 1969, 3.2.14), we find
M= (94) = HE1(DA)

by (Federer, 1969, 3.2.39). Moreover, since 0A is bounded, the boundary is contained in a compact
set X C R% such that the relative boundary dx A of A in X equals OA and the sets AT? and A=9
considered in X equal the sets A*® and A~° when considered in R? for all § € (0,1]. By Lemma
6.10 there thus exists a d4 > 0 such that

)\d(A-i-tS \A—é) - )\d((aA)-i-&)
20 - 0'1(5
for all 6 € (0,0.4]. O

< 2HI1(9A)

Lemma 6.11. Let the assumptions of Theorem 3.7 be satisfied. Then we have

u(BL(D) & A7) + p(Ba(D) & A3) < (M2 \ My o) + u({p" < h < pp +¢})

+ QU(Ap e\ (A pD+e) ) + 2“(‘41) e \ ( +€)76) :

Proof of Lemma 6.11: We will use Inequality (19) established in Theorem 3.7. To this end, we
first observe that (5) implies

WM (> 7)) = (M” VU M

p'>p*

) (M} \M,_.).

To bound the remaining terms on the right-hand side of (19), we further observe that the disjoint
relation AN BT = (AN (BT \ B))U (AN B) applied to B := X \ A’ _ yields

(AN (A1) 77) = n(AT N (X N\ AL.0™)

(AT N (XN AL )T N AL + (AT \ AL
M( o+e [ N(X\ Ap+€)+5) + p(A; \Ap+5)

(A \ (A1) 70) + (A7 \ ApL).

Moreover, AL, C A7 and A} N A5 = 0 together with (4) and (5) imply

AT\ ALy ) + (A5 \ADy ) = p((ATUAD) \ (A UAD ) = u({p" <h<p+e}).
Combining all estimates with (19), we obtain the assertion. O

Proof of Lemma 4.9: Let us fix an s > 0. For z € {0 < h — p < s} we then find d(x,0M,)? < cs
by (35), that is @ € (OM,)*? for § := (cs)!/?. Using part viii) of Lemma 6.5, we conclude that
T € sz‘s \ Mp_%. In the case 2§ < &y, we thus obtain

pte

p{0<h—p<s}) < u(Mp*%\M;%) < 2% 6% = 2%t/ 050/0

and since p is a finite measure, it is then easy to see that we can increase the constant on the
right-hand side of this estimate so that it holds for all s > 0. O

Proof of Theorem 4.10: Since Assumption R includes the assumptions made in Theorem 4.4, it
suffices to prove (36). Furthermore, recall that the proofs of Theorems 4.4 and 3.8 showed that the
probability P™ of having a dataset D € X" satisfying the assumptions of Theorem 3.6 is not less
than 1 —e™°. For such D, Lemma 6.11 is applicable, and hence we obtain

W(B1(D) & A7) + p(Ba(D) & A3) < p(MS2_ N\ Mys, o) + p({p* < h < pp +¢})
+ 20 (A 1\ (Ape 1) 70) +2u(A5, o\ (A2, ,)70)
< (M2 N\ My, o) + p({0 < h = p* < ppp = p" +¢})
+ 4choundd”
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where in the second estimate we used that the clusters have an a-smooth boundary by Assumption
R. Moreover, the a-smooth boundaries also yield

p(ME N\ My, o) < p((Agy )™\ My, o) + (A5 )™\ My, —c)
< u((Agy ) "N AL ) + (A7, )T\ AT )
S 20bound5a .

Finally, by (28) and the flatness exponent ¥ from Assumption R we find

* * * * * 9 K s
p({0<h—p* <ph—p*+e}) < (canlpp —p* +2)" < ((T/ceep) + 7).
Combining these three estimates, we then obtain (36). O

Proof of Corollary 4.11: Clearly, our goal is to apply Theorem 4.10 for sufficiently large n. To
this end, it suffices to check that the €,, J,, and 7, satisfy the assumptions of Theorem 4.4 for
Sn :=Inn and all sufficiently large n. To this end, we observe that, for ¢, := Inn, we have

I 2¢part (1 + ||A]loo) ($n + In(2¢part) — d1néy,) n 2¢part (Sn + In(2¢part) — d1ndy,)
o ddn 36dn

Inn\ sstva -l
—_— (ln In n) et .
n

Using &, - (mT”)_%fM (Inlnn) i 00, we then see that e, > &/ for all sufficiently large n.
Moreover, the remaining conditions on €, d,, and 7, from Theorem 4.4 are clearly satisfied for all
sufficiently large n, and hence we can apply Theorem 4.10 for such n. This yields

,U(Bl (D) A AT) + ,U(BQ(D) A A;) < 6Cbound(sg + (Cﬂat (TTL/QSQP)K/ + 7Cﬁat5n)ﬁ

with probability P™ not smaller than 1—1/n for all sufficiently large n. Some elementary calculations
then show that

P”({D € X" : u(By(D) & A7) + u(By(D) & A3) < K(W)Zi’”}) >1- %

holds for a suitable constant K and all sufficiently large n. Moreover, since we always have
w(B1(D) & A7) + p(B2(D) & A3) < 2u(X) < o0

it is an easy exercise to suitably increase K such that the desired inequality actually holds for all
n > 1. O

6.6 Proofs Related to Adaptivity

Proof of Theorem 5.1: We first observe that C2In(Inn) > 2(1 + ||h||«) guarantees that all &,
satisfy (21) for ¢’ := ¢ + In|A|. Consequently, Theorem 4.4, namely (27) and (28), yields

P"({D € X" e5m < Pps— P < (15, /Coep)" + 665,n}> >1—ecnIAL
for all 6 € A. Applying the union bound, we thus find
P”({D € X" ie5n < pps— P < (75,,/Coep)” + 65,5, for all 6 € A}) >1—e"°.

Let us now consider a data set D € X" such that €5, < pp 5 — p* < (75, /Ceep)™ + 65, for all
6 € A. Then, the definitions of p}, o and ep a, see (39), imply

* * . * * . . ¥ K
— = min — S (mms min((7{ /c + 6¢ }
pD,A P SEA pD75 P SCA o,m 6EA(( 6,n/7sep) 57")
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and ep.A = €53, \;n < Ppsx  — P = Pp.a — P, that is, we have shown the first assertion. To show

the remaining assertions, we first observe that a literal repetition of the argument above, in which
we only replace the use of (27) by that of (29), yields

P"({D €EX" 178, t s <pps—p < CaTsp, + 6e5,, for all 6 € A}) >1—e°.

Using (39) we then immediately obtain the second assertion, while considering 6 = 0h A gives the
third assertion. O

Proof of Corollary 5.2: Let us fix an n > 16. For later use we note that this choice implies
I, C (0,1]. For ¢ :=Inn, we further see that the definition of €5, is consistent with (37). Our first
goal is to show that we can apply Theorem 5.1 for sufficiently large n. To this end, we first observe
that max A,, = (Inlnn)~¢ — 0 for n — oo, and hence we obtain A,, C (0, dinick] for all sufficiently
large n. Analogously, max A, Inlnlnn — 0 implies maxsen,, (T5.n/Ceep)” < (0™ — p*)/18 for all

sufficiently large n, and the definition of 75, ensures minsea,, 75, > 21(0) for all sufficiently large

n. Let us now show that eventually we also have maxsea,, €5, < (p** — p*)/18. To this end, note
that the derivative of the function g, : (0,00) — R defined by

~ In(2cpart|An|n) —dIné
N din

gn(d) :

is given by
d (1 4+ In(2¢cpart|An|n) — dInd)
g’l/’L((s) = - p(;l:»dn ;

and using cpart > 1, we thus find that g, is monotonically decreasing on (0,1] for all n > 1. In
addition, using |A,| < n we obtain

Inn - (lnlnn)2>i> _ In(2cpare|An|n) +Inn —Inlnn — 2Inlninn
n

gn(min 1) = gn ((

Inn - (Inlnn)?
4Inn —Inlnn —2Inlnlnn

Inn- (Inlnn)?

4
~ (Inlnn)?

for all n > max{16, 2cpart }, and hence g, (min I,,) Inlnn — 0 for n — co. Since the definition of &5y,

gives €5, = C/Cpartgn(0) Inlnn + %cpartgn(é), we can thus conclude that

max €5, < max C'4/cp, 6)Inlnn 4+ max cp, 1
Sen, on > Sen, pdrtgn( ) SEA, pdrtgn( )

< C’\/cpartgn(min I,)Inlnn + cparegn (min I,)

—0

for n — oco. This ensures the desired maxsea, €5, < (p™ — p*)/18 for all sufficiently large n.
Combining this with our previous estimate, we find

max ((To,n/Ceep)” + E60) < (P = 9)/9

for all sufficiently large n, and therefore we can indeed apply Theorem 5.1 for such n.

Before we proceed, let us now fix an n > 16 and assume that without loss of generality that A,
is of the form A = {81,...,0n} with §;_1 < ¢; for all i = 2,...,m. We write dy := minI, and
Om+1 := max I,,. Our intermediate goal is to show that

6 — 01 < 2n~ Y4, i=1,...,m+1. (63)

To this end, we fix an i € {1,...,m} and write § = (0; +6;_1)/2 € I,. Since A, is an n~'/-net
of I,,, we then have §; — 6 < n~ Y9 or § — §;_; <n~/9, and from both (63) follows. Moreover, to
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show (63) in the case i = m + 1, we first observe that there exists an §; € A,, with 6; — §,, < n-1/d
since A, is an n~"/9-net of I,,. Using our ordering of A,,, we can assume without loss of generality
that ¢ = m, which immediately implies (63).

Let us now prove the first assertion in the case k < co. To this end, we write

5 (1nn~lnlnn)ﬁ
n n ’

where we note that for sufficiently large n we have ¢ € I,,. In the following we thus restrict our
considerations to such n. Then there exists an index ¢ € {1,...,m + 1} such that §;—1 < &} < ¢;,
and by (63) we conclude that 6% < §; < 6% + 2n~1/4, Clearly, this yields

6I.IeliAnn (czrgfn + 6557,1) = 6réliAri (02(57" (Inlnlnn)® 4+ 6&5,71)

< 28" (Inlnlnn)® + 6es, ,,
< (8% 4 2~ Y% (Inlnn n)* + 6e5, ,,

Inn - (Inlnn)?\ =
< 662(—nn (nlnn) )27 "+ Ges,m (64)
n
for all sufficiently large n, where co := ¢ p is the constant from Theorem 5.1. Moreover, using

|A,| < n and the monotonicity of g,, we further find

In(2cpart| An|n) — dInd} < In(2¢part) +2Inn — dInd’

9n(51) < 9u(5) = LT < G (©5)
< 41nn
~(03)dn
c A ()
(Inlnn)2v-+a n

for all sufficiently large n. By the relation between €5, and g,(0) we then find
Inn-Inlnn\ =+m Inn\ =
€5, < 20\/Cpart<7) ’ + 3Cpart(7) !
and combining this estimate with (64) and Theorem 5.1, we obtain the first assertion in the case
K < 00.
Let us now consider the case k = oo for sufficiently large n. To this end, we fix a sample size n

such that .
1 T
()
" Inlnn
satisfies (6 +2n~/4) Y Inlnlnn < Ceep» and thus (4, + 20~/ Inlnln n/Ceep)™ = 0. Since 0,, € I,
there also exists an index i € {1,...,m+ 1} such that §;_; < §* < §;, and by (63) we again conclude

§* < 6; < 6%+ 2n~ /4. Clearly, the latter implies

)

n

: K K * —-1/d K
5%311((75’71/%81)) +6e5,n) < (0] InInlnn/c..,)" + 6es,.n < ((6; +2n /) In Inlnn/c,,)" + 6¢s,n

= 6g5,.n
by our assumptions on n. Analogously to (65) we further find, for sufficiently large n, that

3lnn —dlnd;, 3lnn+Inlnlnn Inn-Inlnn
(6:)dn ~ n(lnlnn)-t  ~ n ’

and by the relation between €5, and g(¢) we then find the assertion with the help of Theorem 5.1.

Let us finally prove (41). To this end we first recall that we have already seen that, for sufficiently

large n, we can apply Theorem 5.1. Consequently, it suffices to find a lower bound for the right-
hand-side of

I 5 n) 2> min{l,ci} - min (74 n)> 66

o (ClTé,n +és, ) > min{l, ¢ } 6%11&, (Ta,n + &5, ) (66)

n
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where ¢; is the constant appearing in Theorem 5.1. Now, for n > 16, we have I,, C (0,1], and thus
we find § € (0,1] for all 6 € A,,. For sufficiently large n this yields

M K 3 K K 2
érénAri (T&n + 557n) = 6121&2 (5”’ (Inlnlnn)® 4+ C4/cpartgn(6) Inlnn + gcpartgn(é))
> 52121 (5“’“ + Cy/cpartgn(9) In lnn>
. . Cpart N - Inlnn
> min (7" +C —m———
SEA, §dn
. " Cpart In7 - Inlnn
> min (" +Cy ———m—— | .
5€(0,1] 6n
An elementary application of calculus then yields the assertion. O

Proof of Corollary 5.3: We have seen in the proof of Corollary 5.2 that for sufficiently large n
Inequality (40) follows from the fact that the procedure satisfies the assumptions of Theorem 5.1 for
such n and ¢ := Inn. Consequently, for sufficiently large n, the probability P™ of having a data set
D e X™ satisfying both (40) and the third inequality of Theorem 5.1 is not less than 1 — 1/n. Let
us fix such a data set D. Then we have

—/Inn - (Inlnn)?\ =k
CIT’E),A +€D,A S p»[c)’An _ p* S K(W) 2yr+d . (67)
Moreover, an elementary estimate yields
ClTB,A + ED,A > mln{1/7’ Clg:ep} : ((’7—[),A/Qsep)"€ + 7€D,A) ’
and setting c := min{1/7,¢;cf,,}, we hence obtain
—/Inn-(Inlnn)?\ =<
(TD,A/Qsep)K + 7€D7A < C_lK( sl (; Ln) )2 - . (68)
In addition, for sufficiently large n, Inequality (67) implies
— 1/Inn- (Inlnn)?\ =ara
5p.s < THA < (AR) (65p) ¥ (RIS . (69)
; : n

Now we have already seen in the proof of Theorem 5.1 and Corollary 5.2 that, for sufficiently large
n, the assumptions on 8, €5, €5 ,,, Tn, Sn 1= Inn, and n of Theorem 4.4 are satisfied for all § € A,
simultaneously. Consequently, we can combine (68) and (69) with Theorem 4.10 to obtain the
assertion. O

References

A. Baillo, A. Cuevas, and A. Justel. Set estimation and nonparametric detection. Canad. J. Statist.,
28:765-782, 2000.

A. Baillo, J.A. Cuesta-Albertos, and A. Cuevas. Convergence rates in nonparametric estimation of
level sets. Statist. Probab. Lett., 53:27-35, 2001.

S. Ben-David and M. Lindenbaum. Learning distributions by their density levels: a paradigm for
learning without a teacher. J. Comput. System Sci., 55:171-182, 1997.

J.W. Carmichael, G.A. George, and R.S. Julius. Finding natural clusters. Systematic Zoology, 17:
144-150, 1968.

K. Chaudhuri and S. Dasgupta. Rates of convergence for the cluster tree. In J. Lafferty, C.K.I.
Williams, J. Shawe-Taylor, R.S. Zemel, and A. Culotta, editors, Advances in Neural Information
Processing Systems 23, pages 343-351. 2010.

48



A. Cuevas. Set estimation: another bridge between statistics and geometry. Boletin de Estadistica
e Investigacion Operativa, 25:71-85, 2009.

A. Cuevas and R. Fraiman. A plug-in approach to support estimation. Ann. Statist., 25:2300-2312,
1997.

A. Cuevas, M. Febrero, and R. Fraiman. Estimating the number of clusters. Canad. J. Statist., 28:
367-382, 2000.

L. Devroye and G.L. Wise. Detection of abnormal behavior via nonparametric estimation of the
support. SIAM J. Appl. Math., 38:480-488, 1980.

L. Devroye, L. Gyorfi, and G. Lugosi. A Probabilistic Theory of Pattern Recognition. Springer, New
York, 1996.

H. Federer. Geometric Measure Theory. Springer, Berlin, 1969.

E. Giné and A. Guillou. Rates of strong uniform consistency for multivariate kernel density estima-
tors. Ann. Inst. H. Poincaré Probab. Statist., 38:907-921, 2002. En I’honneur de J. Bretagnolle,
D. Dacunha-Castelle, I. Ibragimov.

J. A. Hartigan. Clustering Algorithms. John Wiley & Sons, New York, 1975.

J. A. Hartigan. Estimation of a convex density contour in 2 dimensions. J. Amer. Statist. Assoc.,
82:267-270, 1987.

J.A. Hartigan. Consistency of single linkage for high-density clusters. J. Amer. Statist. Assoc., T6:
388-394, 1981.

J. L. Kelley. General Topology. D. Van Nostrand, Toronto, 1955.

S. Kpotufe and U. von Luxburg. Pruning nearest neighbor cluster trees. In L. Getoor and T. Scheffer,
editors, Proceedings of the 28" International Conference on Machine Learning, pages 225-232.
ACM, New York, NY, USA, 2011.

M. Maier, M. Hein, and U. von Luxburg. Optimal construction of k-nearest neighbor graphs for
identifying noisy clusters. Theoret. Comput. Sci, 410:1749-1764, 2009.

D. W. Miiller and G. Sawitzki. Excess mass estimates and tests for multimodality. J. Amer. Statist.
Assoc., 86:738-746, 1991.

W. Polonik. Measuring mass concentrations and estimating density contour clusters—an excess
mass aproach. Ann. Statist., 23:855-881, 1995.

P. Rigollet. Generalization error bounds in semi-supervised classification under the cluster assump-
tion. J. Mach. Learn. Res., 8:1369-1392, 2007.

P. Rigollet and R. Vert. Optimal rates for plug-in estimators of density level sets. Bernoulli, 15:
1154-1178, 2009.

A. Rinaldo and L. Wasserman. Generalized density clustering. Ann. Statist., 38:2678-2722, 2010.

A. Rinaldo, A. Singh, R. Nugent, and L. Wasserman. Stability of density-based clustering. J. Mach.
Learn. Res., 13:905-948, 2012.

J. Serra. Image Analysis and Mathematical Morphology, volume Vol. 1. Academic Press, San Diego,
1982.

A. Singh, C. Scott, and R. Nowak. Adaptive Hausdorff estimation of density level sets. Ann. Statist.,
37:2760-2782, 2009.

49



B.K. Sriperumbudur and I. Steinwart. Consistency and rates for clustering with DBSCAN. In
N. Lawrence and M. Girolami, editors, JMLR Workshop and Conference Proceedings Volume 22:
Proceedings of the 15th International Conference on Artificial Intelligence and Statistics 2012,
pages 1090-1098. 2012.

I. Steinwart. Adaptive density level set clustering. In S. Kakade and U. von Luxburg, editors,
JMLR Workshop and Conference Proceedings Volume 19: Proceedings of the 24th Conference on
Learning Theory 2011, pages 703-738. 2011.

I. Steinwart, D. Hush, and C. Scovel. A classification framework for anomaly detection. J. Mach.
Learn. Res., 6:211-232, 2005.

W. Stuetzle. Estimating the cluster tree of a density by analyzing the minimal spanning tree of a
sample. Journal of Classification, 20:25-47, 2003.

W. Stuetzle and R. Nugent. A generalized single linkage method for estimating the cluster tree of a
density. Journal of Computational and Graphical Statistics, 19:397-418, 2010.

A. B. Tsybakov. On nonparametric estimation of density level sets. Ann. Statist., 25:948-969, 1997.
G. Walther. Granulometric smoothing. Ann. Statist., 25:2273-2299, 1997.

G. Walther. On a generalization of Blaschke’s rolling theorem and the smoothing of surfaces. Math.
Methods Appl. Sci., 22:301-316, 1999.

50



7 Appendix: Continuous Densities in two Dimensions

In this appendix we present a couple of two-dimensional examples that show that the assumptions
imposed in this paper are not only met by many discontinuous densities, but also by many continuous
densities.

We begin with an example of a set A C R?, for which we can compute A®% and A®°® explicitly.
This example will be the base of all further examples.

Example 7.1. Let X := [—1,1]x[—2, 2] be equipped with the metric defined by the supremums norm.
Furthermore, for x* (—0.6,—0.4) and xf € (0.4,0.6) we fiz two continuous functions f~, f+ :
[—1,1] — [-1,1] such that f* is increasing on [-1,2T] U [0,2F] and decreasing on [zF,0] U [zT,1],
while f~ is decreasing on [—1,2”]U[0,27] and increasing on [x—,0] U [z} ,1]. In addition, assume
that {f~ <0} ={f*t >0} and {f~ =0} = {f* =0} as well as f~(£0.5) < 0 and f*(£0.5) > 0.
Now consider the (non-empty) set A enveloped by f*, that is

A={(zy)eX ze[-1,1] and f~(z) <y < fH(z)}.
To describe AS° for § € (0,0.1], we define functions f_ié :[-1,1] = [-1,1] by
fE(=1) ifrzel-1,-1+4

ff(;(m) =< f£(0) if x €[—0,+9]
fFQ) ifzel-41]

and f~s(x) == f~(x—08)V f~(x+6), respectively f5(x) := fH(x—38) A fT(x+6) for the remaining
x € [-1,1]. Then we have

A®® = {(z,y) e Xz e[-1,1] and fZ4(x) +6 <y < fry(x)—6}.
Moreover, to describe AP, we define the

xo,—1 :=min{z € [-1,-0.5] : fF(z) — f(2)
20— :=max{x € [-0.5,0] : fF(z) — f~
20,40 :=min{z € [0,0.5] : f*(z)— f () >

20,41 = max{z € [0.5,1] : fF(z) — f~(z) >0},

where we note that the minima are actually attained by the continuity of f* and the fact that all

sets are non-empty. Furthermore, we define two functions ffé [-1,1] = [-1,1] by

FE@+8) i 2 e -1V (w1 —6),at — 4

T) =
+o fE(z) if x € aT —8,a% 4]

fE—0) if x €2 4+, (xo41 +6)A1]
as well as

o) = f"(x =) A f~(x+9)

fié(x) =[x =68V fH(z+6)
for x € [z% + 4, xf — 0]\ (zo,—0 + 9, 20,40 — 0) and ffé(x) := —20 for the remaining x € [—1,1].

Then we have
A% = {(as,y) eX:ze[-1,1] and f 5(z) -0 <y < fj_'(;(x) +5}.

Finally, we have |C(A)| < 2 with |C(A)| = 2 if and only if xo,—o < xo,+0, and in the latter case we
further have T} = %940 — To,—0-
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Proof of Example 7.1: Let us fix a § € (0,1/10]. To simplify notations, we further write g~ :=
fos+dand gt == f1;—4.
Proof of “A®% C ...”. By the relation A9% = X \ (X \ A)®’ it suffices to show that

{(,y) e X:ze[-1,1]and (y< g (z) ory>gH(zx))} C (X\ A)®0

By symmetry, it further suffices to consider the case x > 0 and y > g™ (z). Moreover, to show the
inclusion above, it finally suffices to find &’ € [—1,1] and ¥’ € [—2,2] with |[x —2/| <4, l[y—¢'| <
and y' > f1(2'). However, this task is straightforward. Indeed, we can always set y’ := (y + d) A 2,
and if z € [0,8] then z’ := 0 works, since ¢/ = (y + ) A2 > gt (z) + = fT(0) = ('), while for
x € [1 — 0,1], the choice 2’ := 1 does by an analogous argument. Finally, if z € (6,1 — ), we set
=x—-0ifgt(x)=fT(r—-90)—dand 2’ ==+ if g7 (x) = fT(z+d) — 6.

Proof of “A®% 5 ...”. Again, it suffices to consider z > 0 due to symmetry. Let us fix an y with
g~ (z) <y < gt (x). Then, our goal is to show that (z,y) & (X \ A)®%, that is,

(2, y) = (&', 9 )l > & (70)

for all (2/,y") € X \ A. In the following, we thus fix a pair (z/,3’) € X \ A for which (70) is not true
and show that this leads to a contradiction. We begin by considering the case x € [0,4]. Since (70)
is not true, we find |x — 2’| < §, and hence <o < a:f Then, if ¥y > f*(2'), this leads to

y<g' @) =f10)-0<f@)-d<y -4,

which contradicts the assumed |y—y’| < §. The case y’ < f~(2') analogously leads to a contradiction.

Let us now consider the case x € [1 — §,1]. Then |z — /| < ¢ implies z’ > :z:f Consequently,

y' > fT(2') leads to another contradiction by

y<g' @) =fT1)-0<fr@)-d<y -4,
and the case y' < f~(2’) can be treated analogously. It thus remains to consider the case z € [d,1—4].
Then |z — 2’| < § implies  — § < 2’ <z + 6. For 2’ < I we thus find fT(z — §) < fT(2’), while
for 2/ > 2 we find f*(z+6) < f*(2’). Consequently, for y’ > f*(2’) we obtain a contradiction by

y<gt@)=(T@-0)AfTa+d))-0<fT@)-d<y -9,

and, again, the case y’ < f~(z) can be shown similarly.

Proof of “A®% C ...”. Let us fix a pair (z,y) € A®°. Without loss of generality we restrict our
considerations to the case y > 0 and « € [—1,0]. To show that y < fi'é(x)Jré we assume the converse,
that is y > fs(2) 4+ 0. Since (z,y) € A%’ we then find (2/,y') € A with ||(z,y) — (2/,9)]| < 6.
From the latter we infer that both z — d < 2/ < 2+ § and

J 2y i ). ()

Now suppose that z € [-1,—1V (z9,_1 — ¢)). Then we obtain a contradiction since (z’,y’) € A
implies x > 2’ — § > 9,1 — 8. Moreover, for z € [~1V (z9,_1 — §),zF — §], we obtain

fis@) = fH@+d) 2 ff@) 2y,
which contradicts (71). Analogously, in the case x € [z —d, 27 + 6] we obtain a contradiction from
Fi@) =) > @) >y
Moreover, for z € [z + 6,0 A (z9,—o + §)] we have
fis@) =@ =8)v i@ +8) = fr@—0) = ff@) =y

which again contradicts (71). Finally, if z € (0 A z9,_¢ + J,0] we obtain a contradiction from
x> x9,_0+0>a +94.
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Proof of “A®% 5 ...”. Let us fix a pair (z,y) € X with f;(z) — 6 <y < fl(x) + 6. Without
loss of generality we again consider the case y > 0 and x € [—1,0], only. To show (z,y) € A®® we

need to find a pair (2/,y") € A with ||(z,y) — (2/,¥)||cc < 0. Let us assume that we have found an
a’ with |z — 2’| < § and f(a') >y — 6. For ¢ defined by

y = f@) A (y+9)

we then immediately obtain 3’ < y + §. Moreover, if we actually have y' = y + §, then we clearly
obtain |y — ¢/| < §, while in the case ¥y < y + 6 we find ¢/ = f(z') > y — 0, that is again
ly —y'| < 6. Consequently, it suffices to find an z’ with the properties above. To this end, we
first observe that we can exclude the case z € [—1,—1V (xg,—1 — J)), since for such = we have
0<y< fj_“(;(x) + 6 = —4. Analogously, we can exclude the case x € (0 A (zg,—o + 9),0]. Let us now
consider the case z € [~1V (zg,—1 — d),2T — §]. For 2/ := 2 + § we then have

fa') = flz +6) = fl5(z) >y -0,

and hence z’ satisfies the desired properties. Moreover, for z € [xf — 8zt + 0] we define 2’ := zt,
which clearly gives |z — 2’| < 4. In addition, we again have

f@) =f@T) = fis@) 2y -4
Finally, let us consider the case z € [zF+6,0A (o, _o+0)]. Let us fist assume that f(z—3) > f(x+0).
For 2’ := x — ¢ we then obtain

f@) = flz=08) = fis(x) >y -0

Analogously, if f(z —¢) < f(x + 0), then 2’ := 2 + J has the desired properties.

Finally, |C(A4)| < 2 is obvious, and so is the equivalence between |C(A)| = 2 and zg,_o < Zo,+0-
In the latter case, A1 := {(z,y) € A: 2 < x0_o} and Az := {(z,y) € A : z > x40} are the two
components of A, and from this it is easy to conclude that 7} = x¢, 40 — Zo,—0- O

Our next example shows how to estimate the function 1% for the sets considered in Example 7.1

Example 7.2. Let us consider the situation of Example 7.1. To simplify the presentation, let us
additionally assume that the monotonicity of f+ and f~ is actually strict and that A has sufficiently
thick parts on both sides of the y-axis in the sense of

[—0.8,—0.2] U [0.2,0.8] C {f~ < —-02}n{f* >0.2}. (72)

Note that, for all § € (0,0.1], this condition in particular ensures that A9° contains open neighbor-
hoods around the points (—0.5,0) and (0,0.5). Moreover, for § € [0,0.1] we define

251 :=min{z € [-1,-0.8] : fT(z) — [~ (z) > 26}

x50 = max{z € [-0.2,0] : fT(z) — f(z) > 20}

z5.40 :=min{x € [0,0.2] : fH(z) — f~(z) > 26}

z5.41 :=max{z € [0.8,1] : fT(2) — f~(z) > 26},

where we note that the minima and maxima are actually attained by (72) and the assumed continuity

of f¥, and for the same reason we further have z5,—1 < —0.8, x50 > —0.2, 2540 < 0.2, and

Zs5,+1 > 0.8. Then, the function ffa has ezxactly two local mazima x:;t and x;{Jr, satisfying x3'7 €

[-1,0] and x:{Jr € [0, 1], and the function 5 has ezactly two local minima x5 _ and x5, satisfying
x5 €[-1,0] and x5, € [0,1]. Moreover, for all 6 € (0,0.1] we have

v5(0) <d+ (max{\x&i —xzg,| 11 € {—1, -0, +O,+1}} \/max{|fi(x§) - fi(g(a:g,jﬂ (i, ] € {—,—i—}}) )

Finally, the right hand-side of this inequality can be further estimated under some reqularity assump-
tions on f*. Indeed, if there exists constants ¢ > 0 and v € (0,1] such that

|fE@E) - f5(2)] < caf — a7, z € [z - 01,25 +0.1], (73)

53



then, for all § € (0,0.1], we can bound the second mazimum by
max{|f*(2}) — fLs(a5;) 10,5 € {— +}} < b

In addition, if, for somei € {—1,—0,+0,+1}, we write 260 := f¥(x0:)—f~ (z04), then |xs;—x0,:| =
0 for all 6 € (0,00], i.e. the corresponding term in the first maximum disappears for these 6. If
09 < 0.1, and we additionally assume, for example, that

@) = e wo, 1 — a7 (74)

for all x € [xg,—1,—0.8], then we have |r5_1 — x0,—1] < 07 for all 6 € (d9,0.1]. Combining these
assumptions we easily obtain a variety of sets A satisfying ¥ (6) < (c+1)d" for all é € (0,0.1], and
these examples of sets can be even further extended by considering bi-Lipschitz transformations of
X.

Before we can prove the assertions made in the example above, we need to establish the following
technical lemma.

Lemma 7.3. Let z* € [2/5,3/5] and f : [0,1] :— R be a continuous function that is strictly
increasing on [0, z*] and strictly decreasing on [z*,1]. For § € (0,1/8] we define f_5:[0,1] = R by

f(0) if = €0, 0]
fos(@) =< flx—8) A flz+0) ifzels1—7]
f() ifxell—a,1].

Then there exists exactly one x5 € [0,1] such that f_s(x}) > f_s5(x) for all x € [0,1]. Moreover, we
have x§ € (z* — §,2* 4+ 6) and x} is the only element x € [0,1 — ] that satisfies f(x —J) = f(z+9).
Finally, we have

o fa=8) ifrelsay]
f-s(z) {f($+5) ifx € (23,1 —4].

Proof of Lemma 7.3: Let us first show that there exists an xg € (z* — §,2* 4+ d) such that
flxo—9) = f(xo+0). To this end, we observe g : [x*—0, z*+J] — Rdefined by g := f(-—=3)—f(-+9)
is continuous, and since g(z* —0) = f(z* —20) — f(z*) < 0 and g(z* +0) = f(z*) — f(z* +26) > 0,
we find an z € (z* — 6, 2* + §) such that g(zo) = 0 by the intermediate value theorem.

Let us now show that f(z —d0) < f(z +9) for all z € [§,z0] and f(z — &) > f(xz + §) for all
x € [xg,1 — d]. Clearly, for x € [, 2* — J], the strict monotonicity of f on [0,z*] yields f(z —0) <
f(z + ). Moreover, for x € (x* — §,x0), we have f(x —0) < f(xg — ) = f(zo+0) < f(x +9)
since f(- —9) : [z* — §,2* + 8] — R is strictly increasing, while f(- +6) : [z* — d,2* + 0] — R is
strictly decreasing. This shows the assertion for x € [d, x], and the assertion for z € [z(,1 — 4] can
be shown analogously.

Combining the two results above, we find that there exists exactly one z¢ € [d,1 — §] satisfying
flxo —0) = f(zo + 6), and for this zp we further know xy € (z* — §,2* + ). In addition, these
results show

fa@) = {f(a: —0) ifwedm)
flz+96) ifze€lxg,l—10].

Let us now return to global maximizers of f_s. To this end, we first observe that the existence
of a global maximum of f_s follows from the continuity of f_s and the compactness of [0,1]. Let
us now fix an x5 € [0,1] at which this global maximum is attained by f_5. We first observe that
x5 € (0,1 —9). Indeed, if, e.g., we had z5 > 1 — §, we would obtain f(1) = f_s(xs) > f_s(1 —20) =
f1=30)Af(1=6)=f(1-6) > f(1) using 1 — 30 > z*, and z5 < ¢ would similarly lead to a
contradiction. We next show that we actually have x5 € [z* — §,2* 4+ §]. To this end, we observe
that it suffices to show

s> x" =4 = s <x*+0. (75)
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To show the latter, assume that x5 > x* — . Since f_s attains its maximum at x5, we then obtain
f(xs +06) > flzs = 0) A flws +0) = fos(ws) > fos(x™ 4+ 0) = f(a") A f(a" +20) = f(a" +20).

Now z5 + § < x* + 2§ follows from the assumed x5 + 6 > z* and the strict monotonicity of f on
[z*,1]. Analogously, x5 < 2* +§ = x5 > 2* — § can be shown, and hence (75) is indeed true.

Finally, we can prove the remaining assertion. To this end, we pick again an x5 at which f_;
attains its maximum. Then we have already seen that x5 € [z*—0, 2*+d]. Now observe that assuming
x5 < g leads to f(xs —9) < f(xo—9) = f(zo+0) < f(xs+0) using xo, x5 € [* — 0, z* + ], which
in turn yields the contradiction

f-s(xs) = f(ws = 8) A f(ws +0) = f(zs — 0) < f(zo — 6) = f(wo — ) A f(z0 +6) = f-5(x0) -

Analogously, we find a contradiction assuming x5 > xg, and hence we have xs = xg. Consequently,
2§ is unique and solves f(z — §) = f(x + 9). O

Proof of Example 7.2: Let us first note that the existence and uniqueness of the local extrema
is guaranteed by Lemma 7.3. In addition, this lemma actually shows =y _ € (zF —d,27 +9),
Ty € (zZ = 6,2_ 4 9), J:}',Jr € (mi — 9, a:i + ¢), and Ts5, € (xy — 6,27 + J). Moreover, since
A% C A®%, we have

$5(8) = supd(z, A~°) < supd(z, A%°).
z€A zEA

In the following, we thus estimate d(z, A®?) for z := (z,y) € A.

Let us begin with the case x € [—1,x5_1]. For later purposes, we note that the definition of A
then yields # > xo,_;. By the monotonicity of f* on [~1,—0.8 + 6] we further know fi (z + ) =
fE(z). We write 2/ := 251 + J and

f_(.%'g,fl)'f‘(s if y < f_($5,71)+5
vi=qy ifye[f (ws-1)+06 fH(zs-1)— 0]
fH(xs—1)—06 ify> fH(as_1)—90.

If y < f~(x5-1) + 0, we then obtain y < ¢’ and ¢/ = f~(zs,—1) + 6 < f~(z) + < y+ 4, that is
ly —3'| <4, and it is easy to check that the same is true in the two other cases. Consequently, we
have ||(z,y) — (', ¥')||cc = Z5,—1 + 0 — z, and our construction further ensures

y € [f (ws—1) + 6, f T (ws—1) — 8] = [fZ5(2") + 6, f15(") - 4].
By Example 7.1 we conclude (z’,y') € A9, and from this we easily find
d(z, A95) <O0+4z5-1—c<0+T5-1—20,—1- (76)

Let us now show that the latter inequality is also true in the case z € [r5,_1, —0.8 + ¢]. To this
end, we first observe that the monotonicity of f* on [~1, —0.8 4 26] then yields

fr@) = (@) 2 fH(as-1) = [ (w5-1) 2 20,
and consequently, we can define
f@)+d6 ify<f(x)+4

yi=4y ity [f~ () + 0, f(x) — 0]
ff(x)—6 ify>fH(z)—4.

Ify < f~(x)+ 0 we then obtain y <y’ and v/ = f~(z) +§ < y+ 4, that is |y — y/| < 4, and again

it is easy to check that the same is true in the two other cases. Writing 2’ := x + §, we thus have
[(z,9) — (2/,4')|loo = §. Moreover, the construction together with f5(z + &) = f*(x) ensures

Yy € (@) + 6, (x) = 0] = [f5(a") + 6, f15(a") — 4],
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and hence we find (2/,y’) € A9° by Example 7.1. Consequently, we have shown
d(z,A®?) <5 <6+ w51 —T0_1,

that is, (76) is true for all z € [-1, 0.8 4 4].

Let us now consider the case x € [—0.843J, —0.2—4]. Here, we will focus on the sub-case y > 0, the
subcase y < 0 can be shown analogously. For later purposes, note that we have f~ (z+46) < —26. Now
suppose that we actually have z € [—0.844, CL‘;{i —4d]. Then we set ' := x40 and 3/ := yA(f T (x)—09).
This gives y/ <y and y — 9§ < fT(x) — 6 < %/, and hence we again have ||(z,y) — (2',9")||oc = 0.
Moreover, our constructions together with Lemma 7.3 ensures

y €0, fT(2) = 0] = [0, fT5(a") — 0] C [fZ5(a) + 6, f15(2") — 4],

that is (2/,7') € A®%, and hence (76) is true in this case, too. The next case, we consider, is
x € [wy_ — 6,25 _ +0]. In this case we set 2’ := zj _ and y' := y A (fF5(x5_) — 6). This implies

y €0, fT5(xf ) — o] C [fZ5(2) + 6, fT5(2") — 4],

and hence (2/,y') € A9%. Moreover, we clearly have |z — 2’| < ¢ and, if y < fjé(x};) — 4, we also
have |y — /| = 0. Conversely, if y > f*; (x:{f) — 0, we find

y < fH@) < fHat) =) - (fEi) -0 +y,

that is |y —¢'| < 0 + fT(zF) — ffé(x;tf). Combining the latter two cases, we therefore obtain
(@,y) = (@', y )l <0+ fF(2l) = fI5(x5 ), that is

d(z, A®°) <6+ fH(at) - fH(=f).

Since all remaining cases can be treated analogously, the proof of the general estimate of 1% (9) is
finished.
Let us now consider the additional assumptions of f*. For example, suppose that we have

[fF@E) = fH(@)] < clat — 2]

for all z € [ — 0.1,2F + 0.1]. By Lemma 7.3 we know 2} € (2% — §,2% + §). Without loss of
generality, we may assume that x;r,_ € [z, 2% +6). Using Lemma 7.3 and x5+_ —scat -6zt C
[zF —0.1,2F + 0.1], we then obtain

|f+(:1:J_r) — ff(;(as;:_)| = |f+(17f) — f+(arj{,_ - §)| < c}z‘_” - a:}j_ —|—5’7 < 7.

Now let us assume that for e.g. i := —1 we have §y > 0. For § € (0,80] we then find fT(zg_1) —
f(xo,—1) > 26, and thus zg_1 = x5-1 = —1. Conversely, let § € (dp,0.1]. Then we have
ft(zo—1) — f(z0,—1) < 28 and a simple application of the intermediate value theorem thus yields
fT(zs_1) — f~(25_1) = 26. Using the additional assumption on f* around the point xq 1, we
then find

2 w51 — wo MY < | (@s )|+ 1 (@s,-1)| = fT(ws1) = F (ws,-1) = 26,
that is ‘157_1 — 1'07_1| S co”. O

Our next example, which represents the main result of this appendix, shows that many continuous
distributions satisfy our thickness assumption.

Example 7.4. Let X := [—1,1]x[-2,2] be equipped with the metric defined by the supremums norm.
Moreover, let P be a Lebesgue absolutely continuous probability measure that has a continuous density
h. Furthermore, assume that there exists a p*™* > 0, such that, for all p € (0, p**], the level set M,
is of the form considered in Example 7.2. In addition, we assume that there is a constant K € (0,1)
such that

|h(z,y) = p* — 2 +9?| < K(2® +y°) (77)
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for some p* € [0, p™) and all (z,y) € {h > 0} N ([-0.2,0.2] x (=1.1,1.1)). Moreover, assume that
h is continuously differentiable on the sets

A ={h>0lN (((—0.7, ~0.3) U (0.3,0.7)) x ((—1.1,-0.2) U (0.2,1.1)))
={h>0}n (((—1,—0.8) U(0.8,1)) x ((~1.1,0) U (0.2,1.1)))

1+ K
As:={h>0}nN {(os,y) €X:xe(-0.2,0)U(0,0.2) and |y| < Jr \ |}
with hy = 7& 0 on Ay and h, ah + # 0 on Ay U A3. Finally, assume that there exists another
constant C > 0 such that |hy| < C’|h \ on Ay and |hy| < Clhy| on Ay U As. Then the distribution P
has thick levels of order v = 1 with dtnhick = 0.1 and

1+ K
Cthick = 1+ maX{C’, + } .

1-K

Moreover, P can be topologically clustered between the critical levels p* and p*™* and for all € €

(0, p** — p] we have
2

2 *
RYES e S Ve (78)

Proof of Example 7.4: Since we consider the Lebesgue measure on X, we have My = X. Moreover,
we have X % = X since we consider the operation in X, and from this, we immediately see i (0) =0
for all § > 0. Consequently, there is nothing to prove for p = 0.

Let us now fix some p € (0,p**]. Moreover, let f* : [~1,1] — [~1,1] be the two functions
satisfying the assumptions of Example 7.2 and

M,={(z,y) e X:ze[-1,1]and f~(z) <y < fH(z)}.

Let us now pick an (z,y) € M, with y = f(z) or y = f~(x). Then we find (z,y) € 9M,, and thus
we have h(z,y) = p by Lemma 2.1, that is h(z, f*(z)) = p.

Our first goal is to verify (73). To this end, we solely focus without loss of generality to the case asi
and fT, since the other cases can be treated analogously. Let us fix an = € [xi —0.1, a:i +0.1]. Then
we have z € (0.3,0.7) and thus f(z) € (0.2,1.1) by (72). Consequently, h is continuously differen-
tiable in (x, fT(z)). By the implicit function theorem and the previously shown h(z’, f*(z')) = p
for all 2’ € (0.3,0.7) we then conclude that f* is continuously differentiable at x and

I oh, .. >1 Oh o he(a, Y (2))
@) ==(Gole @) @) = (79)
Using |hy| < Clhy| on Ay, we thus find |(f*(z))'| < C, and hence f* is Lipschitz continuous on
(0.3,0.7) with Lipschitz constant smaller than or equal to C. This implies (73) with constant C' and
exponent vy = 1.

Let us now consider the endpoints xg +1, where again it suffices to consider one case, say zo —1,
due to symmetry. Let us write 28y := f*(z0-1) — [~ (x0,—1). Then, if o > 0.1, we have |z5_1 —
x0,—1] =0 for all § € (0,0.1] by Example 7.2, and hence it suffice to show (74) in the case dp < 0.1.
Observing that it actually suffice to show (74) for all = € (x0,_1, —0.8) by continuity, we begin by
fixing such an z. By monotonicity we then have 0 < f(z) < f7(0.8) < 1.1, and consequently, h is
continuously differentiable at (z, fT(z)). The implicit function theorem and the previously shown
h(z', fT(z')) = p for all 2’ € (x9,—1,—0.8), then shows that fT is continuously differentiable at x
and (79) holds. Using |hy| < Clhy| on As, we then find |(f*(z))| > 1/C, and the fundamental
theorem of calculus thus yields

[FH@) = @) =

/ ))dt‘>0 ' — g
for all z,z" € (z9,—1,—0.8). Now, letting &’ — z _1, we obtain, for all = € (x¢,_1,—0.8),

fT (@) > T (@) — fT(wo,—1) = |fF(2) = fH(20,-1)| > C M wo—1 — 2|,
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that is (74) holds with constant C' and exponent v = 1.
Finally, let us consider the points xg +¢, where yet another time, we only focus on one case, say
Zo,40- For & € [x0,40,0.2], we then have

p=nhw, fH(x)) < p"+ 1+ K)a? + (K = 1)(f7(2))?, (80)

that is (fT(2))% < % + £ 22, Analogously, we can find a lower bound on (f*(z))?, so that we
end up having

(f+($))2€ |:p*—p+1—K 2 PP—p 1+K 2:|’ (81)

I+K 1+K '"1-K 1-K'
and an analogue result holds for (f~(z))2. Again, our goal is to show an analogue of (74). To this
end, we first consider the case p € (0, p*]. By (77), we then know that h(0,0) = p* > p, and hence
f7(0) > 0. Analogously, we find f~(0) < 0, which together implies zg 1o = 0. Furthermore, for
x € [0,40,0.2], (81) gives

—p 1-K 1-K 1-K
+ > P P 2>\/ = P —
! (x)\/1+K+1+Kx Z\ 13RI = TR oo~ 2l

that is (74) holds with constant ,/% and exponent 7 = 1. Let us now consider the case p €

(p*, p**]. For x € (xg,40,0.2), (81) then yields

—, 14K 1+ K
TN ) \/
/ (x)_\/l—K+1—Kx <Vi—x"h

and thus we find (z, f*(z)) € A3. Consequently, & is continuously differentiable at (z, f*(z)), and
(79) holds. As for zg,_1, we can then show that (74) holds with constant C' and exponent v = 1.

In order to show that P can be topologically clustered between the critical levels p* and p**,
we first note that the assumed continuity of h guarantees that P is normal by Lemma 2.4. Let us
now fix a p € (p*,p™*]. Since from (77) we infer that h(0,0) = p*, we then obtain (0,0) ¢ M,.
The latter implies xg,—¢ < 0 < g 40, Where zo _g and xg ¢ are the points defined in Example 7.2
for the set M,. By Example 7.1 we then see that C(M,)| = 2. Analogously, for p € [0, p*], the
equality h(0,0) = p* implies x9,—g = 0 = ¢ 40, which shows C(M,)| = 1. Finally, the bijectivity of
¢ : C(Mp++) — C(M,) follows from the form of the connected components described in Example 7.1.

Let us finally prove (78). To this end, we fix an e € (0, p** — p| and define p := p* + . Then
we have already observed that zo,_¢ < 0 < xg,40, and hence ft (z0,40) = 0. For z := x¢ +¢ we then
obtain

p=hz, f*(@) < p* + (1 + K)o

by (80), and applying some simple transformations we thus find zg 19 == > 4/ q;’; =\/13x- For

x 1= Tg 40 we further have
p=hz, fF(z))>p"+ (1 - K)2*,

and hence xg 1o < /755 Since analogous estimates can be derived for zg, o, the formula My, =
20,40 — Zo,—o found in Example 7.1 then gives (78). O

The last example of this appendix shows that the distributions from the previous example have
a smooth boundary.

Example 7.5. Let X and P be as in Example 7.4. Then the clusters have an a-smooth boundary

fora=1 and
1+ K

Cbound:8<10+c+ 1—K>

Proof of Example 7.5: Let us first consider the case 0 < § < 0.1. To this end, we fix a p € (p*, p**].

Without loss of generality, we only consider the connected component A with 2 < 0 for all (z,y) € A.
From Remark 2.18 we know that A+%/2\ A=9/2 ¢ A®9\ A9% and the latter two sets have been
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calculated in Example 7.1. In the following, we will only estimate A\2({(z,y) : y > 0} N A%\ A9?),
the case y < 0 can be treated analogously. Our first intermediate result towards the desired estimate
is

N ([=1V (20,1 = 8), 25 1] ¥ [0,2] N AP\ AZ%) < 2[(wg, 1 — 6) — 5,1
<20 + 2|wo,—1 — Ts,—1]
<2(1+0)s,

where in the last step we used that the proof of Example 7.4 showed (74) for ¢ = C and v = 1.
Moreover, we have

zt -6

A2 ([ws,—1, 27 — 6] x [0,2] N AP\ A% = / ff(x+0)— ff(x—6)+25d

x5, —1

wt 9
§25+/ ' f(z)dx

)

<44

and analogously we obtain A?([zF + &, 5 o] x [0,2] N A®?\ A®%) < 45. In addition, we easily find
M ([t = 6,27 +6] x [0,2) N A9\ 49%) < 46 and finally, we have

1+ K

)\2([5557,0,0 A\ (iE()’,O + 5)] X [0, 2] N A®6 \ A95) S 2|£L'57,0 — Z0,—0 — 5| S 20 + 2 m

9,

where we used that the proof of Example 7.4 showed (74) for ¢ = /1% and v = 1. Combining all
these estimates we obtain

for all 4 € (0,0.05]. Moreover, for § € [0.05, 1] we easily obtain
A2([—1,0] x [0,2] N A®O\ A%%) < 2 < 405

Combining both estimates and adding the case y < 0, we then obtain the assertion. O

59



Ingo Steinwart

Universitat Stuttgart

Fachbereich Mathematik

Pfaffenwaldring 57

70569 Stuttgart

Germany

E-Mail:| Ingo.Steinwart@mathematik.uni-stuttgart.de
WWW: | http://www.isa.uni-stuttgart.de/Steinwart


mailto:Ingo.Steinwart@mathematik.uni-stuttgart.de
http://www.isa.uni-stuttgart.de/Steinwart




Erschienene Preprints ab Nummer 2007/2007-001

Komplette Liste: http://www.mathematik.uni-stuttgart.de/preprints

2013-016 Steinwart, I.:  Fully Adaptive Density-Based Clustering

2013-015

2013-014

2013-013
2013-012
2013-011

2013-010

2013-009
2013-008

2013-007
2013-006
2013-005

2013-004
2013-003

2013-002

2013-001

2012-018

2012-017

2012-016

2012-015

2012-014

2012-013

2012-012
2012-011
2012-010
2012-009
2012-008

Steinwart, .. Some Remarks on the Statistical Analysis of SVMs and Related
Methods

Rohde, C.; Zeiler, C.: A Relaxation Riemann Solver for Compressible Two-Phase
Flow with Phase Transition and Surface Tension

Moroianu, A.; Semmelmann, U.:  Generalized Killling spinors on Einstein manifolds
Moroianu, A.; Semmelmann, U.:  Generalized Killing Spinors on Spheres

Kohls, K; Rosch, A.; Siebert, K.G.: Convergence of Adaptive Finite Elements for
Control Constrained Optimal Control Problems

Corli, A.; Rohde, C.; Schleper, V.:  Parabolic Approximations of Diffusive-Dispersive
Equations

Nava-Yazdani, E.; Polthier, K.: De Casteljau’s Algorithm on Manifolds

Béchle, A.; Margolis, L.: Rational conjugacy of torsion units in integral group rings
of non-solvable groups

Knarr, N.; Stroppel, M.J.: Heisenberg groups over composition algebras
Knarr, N.; Stroppel, M.J.: Heisenberg groups, semifields, and translation planes

Eck, C.; Kutter, M.; Sédndig, A.-M.; Rohde, C.: A Two Scale Model for Liquid Phase
Epitaxy with Elasticity: An Iterative Procedure

Griesemer, M.; Wellig, D.: The Strong-Coupling Polaron in Electromagnetic Fields

Kabil, B.; Rohde, C.: The Influence of Surface Tension and Configurational Forces
on the Stability of Liquid-Vapor Interfaces

Devroye, L.; Ferrario, PG.; Gyorfi, L.; Walk, H.: Strong universal consistent estimate
of the minimum mean squared error

Kohls, K.; Rdsch, A.; Siebert, K.G.: A Posteriori Error Analysis of Optimal Control
Problems with Control Constraints

Kimmerle, W.; Konovalov, A.: On the Prime Graph of the Unit Group of Integral
Group Rings of Finite Groups I

Stroppel, B.; Stroppel, M.: Desargues, Doily, Dualities, and Exceptional
Isomorphisms

Moroianu, A.; Pilca, M.; Semmelmann, U.: Homogeneous almost
quaternion-Hermitian manifolds

Steinke, G.F.; Stroppel, M.J.: Simple groups acting two-transitively on the set of
generators of a finite elation Laguerre plane

Steinke, G.F.; Stroppel, M.J.: Finite elation Laguerre planes admitting a
two-transitive group on their set of generators

Diaz Ramos, J.C.; Dominguez Vazquez, M.; Kollross, A.: Polar actions on complex
hyperbolic spaces

Moroianu; A.; Semmelmann, U.: Weakly complex homogeneous spaces
Moroianu; A.; Semmelmann, U.: Invariant four-forms and symmetric pairs
Hamilton, M.J.D.: The closure of the symplectic cone of elliptic surfaces
Hamilton, M.J.D.: lterated fibre sums of algebraic Lefschetz fibrations
Hamilton, M.J.D.:  The minimal genus problem for elliptic surfaces



2012-007

2012-006
2012-005
2012-004
2012-003
2012-002
2012-001
2011-028
2011-027

2011-026

2011-025

2011-024

2011-023

2011-022

2011-021
2011-020

2011-019

2011-018

2011-017
2011-016
2011-015

2011-014

2011-013
2011-012

2011-011
2011-010

2011-009

2011-008
2011-007

Ferrario, P: Partitioning estimation of local variance based on nearest neighbors
under censoring

Stroppel, M.: Buttons, Holes and Loops of String: Lacing the Doily

Hantsch, F.: Existence of Minimizers in Restricted Hartree-Fock Theory
Grundhéfer, T.; Stroppel, M.; Van Maldeghem, H.: Unitals admitting all translations
Hamilton, M.J.D.: Representing homology classes by symplectic surfaces
Hamilton, M.J.D.: On certain exotic 4-manifolds of Akhmedov and Park

Jentsch, T.: Parallel submanifolds of the real 2-Grassmannian

Spreer, J.:  Combinatorial 3-manifolds with cyclic automorphism group

Griesemer, M.; Hantsch, F.; Wellig, D.: On the Magnetic Pekar Functional and the
Existence of Bipolarons

Miiller, S.: Bootstrapping for Bandwidth Selection in Functional Data Regression

Felber, T.; Jones, D.; Kohler, M.; Walk, H.: Weakly universally consistent static
forecasting of stationary and ergodic time series via local averaging and least
squares estimates

Jones, D.; Kohler, M.; Walk, H.: Weakly universally consistent forecasting of
stationary and ergodic time series

Gyorfi, L.; Walk, H.: Strongly consistent nonparametric tests of conditional
independence

Ferrario, PG.; Walk, H.: Nonparametric partitioning estimation of residual and local
variance based on first and second nearest neighbors

Eberts, M.; Steinwart, I.:  Optimal regression rates for SVMs using Gaussian kernels

Frank, R.L.; Geisinger, L.: Refined Semiclassical Asymptotics for Fractional Powers
of the Laplace Operator

Frank, R.L.; Geisinger, L.: Two-term spectral asymptotics for the Dirichlet Laplacian
on a bounded domain

Hénel, A.; Schulz, C.; Wirth, J.: Embedded eigenvalues for the elastic strip with
cracks

Wirth, J.:  Thermo-elasticity for anisotropic media in higher dimensions
Hdllig, K.; Hérner, J.:  Programming Multigrid Methods with B-Splines

Ferrario, P: Nonparametric Local Averaging Estimation of the Local Variance
Function

Miiller, S.; Dippon, J.:  k-NN Kernel Estimate for Nonparametric Functional
Regression in Time Series Analysis

Knarr, N.; Stroppel, M.: Unitals over composition algebras

Knarr, N.; Stroppel, M.: Baer involutions and polarities in Moufang planes of
characteristic two

Knarr, N.; Stroppel, M.: Polarities and planar collineations of Moufang planes

Jentsch, T.; Moroianu, A.; Semmelmann, U.: Extrinsic hyperspheres in manifolds
with special holonomy

Wirth, J.:  Asymptotic Behaviour of Solutions to Hyperbolic Partial Differential
Equations

Stroppel, M.:  Orthogonal polar spaces and unitals

Nagl, M.: Charakterisierung der Symmetrischen Gruppen durch ihre komplexe
Gruppenalgebra



2011-006

2011-005
2011-004

2011-003

2011-002
2011-001
2010-018
2010-017

2010-016
2010-015
2010-014
2010-013
2010-012
2010-011

2010-010

2010-009

2010-008
2010-007

2010-006

2010-005

2010-004
2010-003

2010-002

2010-001

2009-008
2009-007

2009-006

2009-005
2009-004

Solanes, G.; Teufel, E.:  Horo-tightness and total (absolute) curvatures in hyperbolic
spaces

Ginoux, N.; Semmelmann, U.:  Imaginary Kahlerian Killing spinors |

Scherer, C.W.; Kése, I.E.: Control Synthesis using Dynamic D-Scales: Part Il —
Gain-Scheduled Control

Scherer, C.W.; Kése, I.E.: Control Synthesis using Dynamic D-Scales: Part | —
Robust Control

Alexandrov, B.; Semmelmann, U.: Deformations of nearly parallel G,-structures
Geisinger, L.; Weidl, T.: Sharp spectral estimates in domains of infinite volume
Kimmerle, W.; Konovalov, A.: On integral-like units of modular group rings

Gauduchon, P; Moroianu, A.; Semmelmann, U.: Almost complex structures on
quaternion-Kahler manifolds and inner symmetric spaces

Moroianu, A.; Semmelmann,U.: Clifford structures on Riemannian manifolds
Grafarend, E.W.; Kiihnel, W.: A minimal atlas for the rotation group SO(3)
Weidl, T.: Semiclassical Spectral Bounds and Beyond

Stroppel, M.: Early explicit examples of non-desarguesian plane geometries
Effenberger, F.: Stacked polytopes and tight triangulations of manifolds

Gyorfi, L.; Walk, H.: Empirical portfolio selection strategies with proportional
transaction costs

Kohler, M.; Krzyzak, A.; Walk, H.: Estimation of the essential supremum of a
regression function

Geisinger, L.; Laptev, A.; Weidl, T.:  Geometrical Versions of improved
Berezin-Li-Yau Inequalities

Poppitz, S.; Stroppel, M.:  Polarities of Schellhammer Planes

Grundhéfer, T.; Krinn, B.; Stroppel, M.: Non-existence of isomorphisms between
certain unitals

Hédllig, K.; Horner, J.; Hoffacker, A.: Finite Element Analysis with B-Splines:
Weighted and Isogeometric Methods

Kaltenbacher, B.; Walk, H.: On convergence of local averaging regression function
estimates for the regularization of inverse problems

Kihnel, W.; Solanes, G.: Tight surfaces with boundary

Kohler, M; Walk, H.: On optimal exercising of American options in discrete time for
stationary and ergodic data

Gulde, M.; Stroppel, M.:  Stabilizers of Subspaces under Similitudes of the Klein
Quadric, and Automorphisms of Heisenberg Algebras

Leitner, F.:  Examples of almost Einstein structures on products and in
cohomogeneity one

Griesemer, M.; Zenk, H.: On the atomic photoeffect in non-relativistic QED

Griesemer, M.; Moeller, J.S.:  Bounds on the minimal energy of translation invariant
n-polaron systems

Demirel, S.; Harrell Il, E.M.:  On semiclassical and universal inequalities for
eigenvalues of quantum graphs

Béchle, A, Kimmerle, W.: Torsion subgroups in integral group rings of finite groups
Geisinger, L.; Weidl, T.:  Universal bounds for traces of the Dirichlet Laplace operator



2009-003
2009-002
2009-001
2008-006

2008-005

2008-004

2008-003
2008-002

2008-001

2007-006
2007-005

2007-004

2007-003
2007-002
2007-001

Walk, H.: Strong laws of large numbers and nonparametric estimation
Leitner, F.:  The collapsing sphere product of Poincaré-Einstein spaces
Brehm, U.; Kiihnel, W.: Lattice triangulations of E2 and of the 3-torus

Kohler, M.; Krzyzak, A.; Walk, H.:  Upper bounds for Bermudan options on
Markovian data using nonparametric regression and a reduced number of nested
Monte Carlo steps

Kaltenbacher, B.; Schépfer, F.; Schuster, T.: lterative methods for nonlinear ill-posed
problems in Banach spaces: convergence and applications to parameter
identification problems

Leitner, F.:  Conformally closed Poincaré-Einstein metrics with intersecting scale
singularities

Effenberger, F.; Kihnel, W.: Hamiltonian submanifolds of regular polytope

Hertweck, M.; Hofert, C.R.; Kimmerle, W.: Finite groups of units and their
composition factors in the integral group rings of the groups PSL(2, q)

Kovarik, H.; Vugalter, S.; Weidl, T.: Two dimensional Berezin-Li-Yau inequalities with
a correction term

Weidl, T.:  Improved Berezin-Li-Yau inequalities with a remainder term

Frank, R.L.; Loss, M.; Weidl, T.: Polya’s conjecture in the presence of a constant
magnetic field

Ekholm, T.; Frank, R.L.; Kovarik, H.: Eigenvalue estimates for Schrédinger
operators on metric trees

Lesky, PH.; Racke, R.: Elastic and electro-magnetic waves in infinite waveguides
Teufel, E.: Spherical transforms and Radon transforms in Moebius geometry

Meister, A.: Deconvolution from Fourier-oscillating error densities under decay and
smoothness restrictions



