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Abstract

Analysis of networked data has received a lot of attention lately from many researchers in various fields, including
physicists, mathematicians, computer scientists, biologists, and sociologists. As researchers from various research
disciplines, they have different viewpoints and thus it is important to have a unified framework for the analysis of
networked data. For this, we introduce in the tutorial the recently developed probabilistic framework for the analysis of
networked data, including centrality analysis, community detection and clustering. The key insight of this probabilistic
framework is to model networked data as a graph and sample the graph to obtain a probability measure for further
analysis. In particular, the centrality of a node can be defined by the marginal probability that this node is sampled and
a community can be defined as a set of nodes that are more likely to be sampled together. Each sampling method
provides a unique viewpoint to a graph and that leads a unique definition of centrality and a unique definition of
community for that graph.

In this probabilistic framework, the modularity of a partition of a graph is defined as the average community strength
of a randomly selected node. As such, the community detection problem that aims to find a good partition of a graph
can be tackled by looking for algorithms that yield large modularity. In this tutorial, we introduce four commonly used
modularity maximization algorithms for community detection: (i) the spectral modularity maximization algorithm, (ii) the
hierarchical agglomerative algorithm, (iii) the partitional algorithm, and (iv) the fast unfolding algorithm.

Clustering problems and community detection problems are closely related. For a clustering problem, there is a
set of data points (or objects) and a similarity (or dissimilarity) measure that measures how similar two data points are.
The aim of a clustering algorithm is to cluster these data points so that data points within the same cluster are similar
to each other and data points in different clusters are dissimilar. Our approach for clustering is to embed data points
into a graph so that it can be treated as a community detection problem. In this tutorial, we introduce the exponentially
twisted sampling technique to embed data points in a metric (resp. semi-metric) space to a graph. By doing so, the
community detection algorithms based on modularity maximization can also be applied to clustering data points in a
metric (resp. semi-metric) space. Unlike the other modularity maximization algorithms, the K-sets algorithm (resp. the
K-sets™ algorithm) is a partitional algorithm that clusters data points in a metric (resp. semi-metric) space to maximizes
the normalized modularity. The K-sets algorithm converges in the same way as a sequential version of the classical
kernel K-means algorithm. However, the key difference is that its input matrix does not need to be positive semi-definite.

keywords: centrality analysis, PageRank, community detection, modularity, K-means, spectral
clustering
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1 OVERVIEW

Analysis of networked data has received a lot of attention lately from many researchers in various
fields, including physicists, mathematicians, computer scientists, biologists, and sociologists.
As these researchers are from different fields and published their papers in different areas of
journals, the terminology and the viewpoints of their works could be quite different. In particular,
physicists put more emphasis on the discovery of new physical insights such as phase transition
and percolation, while mathematicians stress the importance of the mathematical proofs for these
newly discovered phenomenons. For computer scientists, the efficiency, in terms of computational
complexity, of the algorithms that lead to these new findings is the main interest of their research.
On the other hand, biologists and sociologists apply the algorithms to the networks from their
data and seek meaningful explanations for their findings. In order for researchers from various
research disciplines to carry out their scientific research, it is thus essential to have a framework
for the analysis of networked data [1].

The aim of this tutorial is to introduce a unified framework for the analysis of networked data,
including centrality analysis, community detection and clustering. Centrality analysis [2], [3] has
been one of the most important research topics in social network analysis. As networked data
are commonly modelled by graphs, there are various notions of centralities defined for ranking
the importance of nodes in a graph, including the degree centrality, the eigenvector centrality,
the Katz centrality, PageRank, the closeness centrality and the betweenness centrality (see e.g.,
the book [4]). Among them, PageRank [5], proposed by Google, is perhaps one of the most
famous centrality measures for ranking web pages. The key idea behind PageRank is to model
the behavior of a web surfer by a random walk (the random surfer model) and then use that to
sample the probability for a web surfer to visit a specific web page. The higher the probability for
a web surfer to visit a specific web page is, the more important that web page is.

The goal of community detection is to find a partition of a graph so as to discover and understand
the large-scale structure of a network. However, people have different opinions on what a
good community should look like. There are several notions for this in the literature: (i) a good
community should have more edges within the community than the edges going outside the
community (see e.g., [6], [7]) and thus conductance might be a good measure (see e.g., [8], [9],
[10]), (ii) a good community should be well connected and thus it should be dense [11] and have
a high clustering coefficient [12] or lots of k-cliques [13], (iii) a graph with a good community
structure should behave quite differently from random graphs and thus modularity and the
null model [14], [15] can be used for measuring how well a graph is partitioned, (iv) a good
community should be cohesive and cannot be easily divided into disconnected components [16],
[17], [18], (v) a good community should have a high probability to trap a random walker inside the
community for a certain period of time and thus one can use either data compression techniques
for describing the path of the random walker inside the community [19], [20] or stability [21],
[22] for measuring how well a graph is partitioned, and (vi) rumors are spread fast within a
good community [23]. Based on these notions of communities, many algorithms (see the review
papers in [11] and [24]) have been developed in the literature and they might be classified as
follows: (i) divisive algorithms (betweenness, spectral partitioning, sweep) [25], [6], [26], [27],
[28], [18], (ii) agglomerative algorithms [14], [29], [30], (iii) statistic and machine learning methods
(spectral learning [31], kernel-based clustering algorithms [32], [33], exponential families [34],
[35]), (iv) data compression algorithms [19], [20] and (v) clique percolation methods [13]. Various
comparison studies of these algorithms can be found in [36], [37], [17].

Clustering is one of the most fundamental problems in data analysis and it has a lot of
applications in various fields, including Internet search for information retrieval, social network
analysis for community detection, and computation biology for clustering protein sequences. The
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problem of clustering has been studied extensively in the literature (see e.g., the books [38], [39]
and the historical review papers [40], [41]). For a clustering problem, there is a set of data points
(or objects) and a similarity (or dissimilarity) measure that measures how similar two data points
are. The aim of a clustering algorithm is to cluster these data points so that data points within the
same cluster are similar to each other and data points in different clusters are dissimilar.

Clustering problems and community detection problems are closely related. In some sense,
community detection can be viewed as a clustering problem when data points are in a graph. On
the other hand, one can also transform a clustering problem into a community detection problem
by embedding data points into a graph. Like community detection algorithms, clustering algo-
rithms can also be divided into two groups: hierarchical and partitional. Hierarchical algorithms
can further be divided into two subgroups: agglomerative and divisive. Agglomerative hierarchical
algorithms, starting from each data point as a sole cluster, recursively merge two similar clusters
into a new cluster. On the other hand, divisive hierarchical algorithms, starting from the whole
set as a single cluster, recursively divide a cluster into two dissimilar clusters. As such, there is a
hierarchical structure of clusters from either a hierarchical agglomerative clustering algorithm or a
hierarchical divisive clustering algorithm. On the other hand, partitional algorithms do not have
a hierarchical structure of clusters. Instead, they find all the clusters as a partition of the data
points. The K-means algorithm is perhaps the simplest and the most widely used partitional
algorithm for data points in a Euclidean space, where the Euclidean distance serves as the natural
dissimilarity measure and the centroid of a cluster is selected to represent a cluster. For data
points that are in a non-Euclidean space, the K-medoids algorithm (see e.g., [42], [38], [43], [44])
is used as a refinement of the K-mean algorithm. Both the K-means algorithm and the K-medoids
algorithm are quite sensitive to the initial choice of the partition. There are some recent works
that provide various methods for selecting the initial partition that might lead to performance
guarantees [45], [46], [47], [48], [49]. Instead of using the iterative method as in the K-means
algorithm, one can also formulate a clustering problem as an optimization problem with respect
to a certain objective function and then solve the optimization problem by other methods. This
then leads to kernel and spectral clustering methods (see e.g., [50], [51], [52], [53], [54] and [55],
[56] for reviews of the papers in this area). Solving the optimization problems formulated from
the clustering problems are in general NP-hard and one has to resort to approximation algorithms
[57]. In [57], Balcan et al. introduced the concept of approximation stability that assumes all the
partitions (clusterings) that have the objective values close to the optimum ones are close to the
target partition. Under such an assumption, they proposed efficient algorithms for clustering
large datasets.

In Section 2, we first introduce the probabilistic framework in our previous works [58], [59] for
centrality analysis and community detection for networked data. In social network analysis,
centralities [2], [3], [4] have been widely used for ranking the importance of nodes. For instance,
movie stars who have a lot of fans can be easily identified as important nodes in social networks
by using the degree centrality. However, we generally do not consider movie stars important
persons to us. On the contrary, family members or friends are much more important fo us. In
view of this, we extend the concept of centrality and incorporate the concept of relative centrality
into the structural analysis of networks. In the probabilistic framework, relative centrality is a
(probability) measure that measures how important a set of nodes in a network is with respect
to another set of nodes, and it is a generalization of centrality that only measures (or ranks) how
important a set of nodes in a network is with respect to the whole set of nodes in the network. A set
(of nodes) that has a much larger relative centrality with respect to itself than its centrality can
thus be viewed as a community.

People have different views. As such, centrality and community can only be formally defined
on top of a specific viewpoint. To obtain a viewpoint of a network, one typical method is to
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“sample” the network, e.g., edge sampling, random walks, diffusion [15], or random gossiping
[23]. Mathematically, each sampling method renders a (probability) measure for a network that
enables us to carry out further analysis. In the probabilistic framework, we model a network as a
graph GG and “sample” the graph to generate a bivariate distribution p(-, -) for a pair of two nodes.
The bivariate distribution can be viewed as a normalized similarity measure [60] between a pair
of two nodes. A graph G associated with a bivariate distribution p(-,-) is then called a sampled
graph.

In Section 2, we consider the case that the bivariate distribution is symmetric first for undirected
networks. Under this assumption, the two marginal distributions of the bivariate distribution are
the same and they represent the probability that a particular node is selected in the sampled
graph. As such, the marginal distribution can be used for defining the centrality of a set as the
probability that a selected node is in this set. The larger the centrality of a node is, the larger
probability the node is selected. Such a probability measure recovers various centrality measures
in the literature as special cases, including the degree centrality and the Katz centrality [61], as
they simply correspond to various methods of sampling a graph.

An an extension of centrality, the concept of relative centrality of a set of nodes S; with respect
to another set of nodes S, in the probabilistic framework is formally defined as the conditional
probability that one node of the selected pair of two nodes is in the set S; given that the other node
is in the set S;. When the set .S, is taken to be the whole set of nodes in the graph, then the relative
centrality of S; with respect to S is simply reduced to the centrality of S;, which is the probability
that one node of the selected pair of two nodes is in the set S;. Thus, our view for a community
is a group of people (nodes) who consider themselves much more important to themselves than
to random people on the street, and the community strength for a set of nodes S is defined as the
difference between its relative centrality with respect to itself and its centrality. Moreover, a set
of nodes with a nonnegative community strength is called a community. With such a definition of
community, there are several mathematically equivalent statements of a community that can be
intuitively explained by their social meanings. There are also several interesting interpretations
of the community strength. In particular, the community strength for a certain sampled graph is
related to conductance that is commonly used for measuring the strength of a small community
[8], [9], [10]. Also, for a certain sampled graph, it is related to the probability that a random walker
is trapped inside the community for a certain period of time [19], [20].

The original modularity in [25] is a measure to quantify the strength of community structure
in a partition of a graph and such a measure has been widely accepted for analyzing community
structure in the literature. One of the well-known problems of Newman’s modularity is its
resolution limit in detecting communities [62]. As such, there are other measures, such as stability
in [21], [22], that were proposed for quantifying the strength of community structure in a partition
of a graph. However, when the communities in a network span a wide range of sizes, it is not
possible to find an optimal value of the resolution parameter to identify simultaneously all the
communities in a network [63], [64]. In the framework, the (generalized) modularity for a partition
of a sampled graph is defined as the average community strength of the community to which a
randomly selected node belongs. As such, a high modularity for a partition of a graph implies
that there are communities with strong community strengths. The original modularity in [25] and
stability in [21], [22] are simply special cases of the (generalized) modularity for certain sampled
graphs.

In Section 3, we introduce community detection algorithms. As the modularity for a partition
of a network is the average community strength of a randomly selected node, a good partition
of a network should have a large modularity. In view of this, one can then tackle the community
detection problem by looking for algorithms that yield large modularity. However, the modularity
maximization problem is known to be NP-hard [65] and one has to resort to heuristic algorithms.
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In this section, we introduce four commonly used modularity maximization algorithms for
community detection in undirected networks: (i) the spectral modularity maximization algorithm
[66], (ii) the hierarchical agglomerative algorithm [14], (iii) the partitional algorithm [67], and (iv)
the fast unfolding algorithm [68]. Under the probabilistic framework, the last three algorithms
converge in a finite number of steps, and the outputs of the hierarchical agglomerative algorithm
and the fast unfolding algorithm are guaranteed to be communities. Moreover, the partitional
algorithm is a linear time algorithm for large sparse graphs.

We summarize the logic flow of using sampled graphs for centrality analysis and community
detection of networked data in Figure 1. First, we model the networked data by a graph G =
(Vy, Ey), where V, is the set of vertices and £, is the set of edges. Then we provide a viewpoint
by sampling the graph with the bivariate distribution p(-,-). This results in a sampled graph.
Based on this sampled graph, we can then define the notions of relative centrality and centrality.
The notions of community and modularity are built upon the notions of relative centrality and
centrality. Ranking algorithms and community detection algorithms can then be developed and
written in codes by using sampled graphs as inputs. If one is not satisfied with the community
detection result from a sampled graph, e.g., the resolution, one has the freedom to choose another
viewpoint for the graph and try out the analysis again. There is no need to rewrite the codes for
the community detection algorithm.

A graph G=(Vq,Eg) Viewpoint p(u,v)

~.

Relative centrality
and centrality

— Ranking algorithms

\ \

; Community
Communlty and L detection
modularity :
algorithms

Fig. 1. The logic flow of using sampled graphs for structural analysis and community detection.

In Section 4, we extend the probabilistic framework from undirected networks to directed
networks, where the sampling bivariate distributions could be asymmetric. As pointed out in
the recent survey [69], this is important as many networks in sociology, biology, neuroscience
and computer science, are directed networks. The key insight is that we can relax the assumption
from symmetric bivariate distributions to bivariate distributions that have the same marginal
distributions in [70]. By using such a weaker assumption, the notions of centrality, relative
centrality, community and modularity can be defined in the same manner as before.

Another point that needs to be addressed in [69] is algorithm design and evaluation of com-
munity detection algorithms in directed networks. Since the bivariate distribution could be
asymmetric, these community detection algorithms for undirected networks cannot be directly
applied. For this, one needs to symmetrize the bivariate distribution. Such a symmetrization
process not only preserve modularity but also preserve sparsity (of the sampled graph). As such,
the computational complexity of these community detection algorithms for directed networks
remains the same as that of their undirected counterparts.
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The further extension to the setting with general bivariate distributions is possible. However,
the results are not as elegant as the setting with bivariate distributions that have the same
marginal distributions. The good news is that the notions of community and modularity can be
extended in the same manner. Moreover, the hierarchical agglomerative algorithm, the partitional
algorithm, and the fast unfolding algorithm can also be extended to the setting with some minor
modifications.

In Section 5, we introduce several commonly used datasets for benchmarking community
detection algorithms, including the stochastic block model, the LFR model, the six cluster model
and the Stanford Network Analysis Project Collection (SNAP) [71]. To see how the community
detection algorithms perform, we consider two methods for sampling a directed network with a
bivariate distribution that has the same marginal distributions: (i) PageRank and (ii) random
walks with self-loops and backward jumps. Though PageRank [5] has been very successful
in ranking nodes in directed networks, the experimental results show that its performance in
community detection is not as good as sampling by a random walk with self-loops and backward
jumps. This might be due to the fact that PageRank adds weak links in a network and that
changes the topology of the network and thus affects the results of community detection. In [72],
the authors pointed out a similar problem for the original PageRank and provided various ways
to modify PageRank to tackle this problem.

In Section 6, we consider attributed networks. An attributed network is a generalization of a
network (graph). In addition to the set of nodes and the set of edges in a (underlining) network,
an attributed network could have node attributes and edge attributes that specify the “features”
of nodes and edges. For instance, a signed network is an attributed network, where each edge is
labelled with either a positive sign or a negative sign to indicate the friendship/enemy relation-
ship between the two ends of an edge. Another typical example of an attributed network is that
every node in the network represents a person with different ratings/interests on various topics.

The centrality analysis in attributed networks is to rank the importance of nodes in attributed
networks. For this, we extend the probabilistic framework by using the exponentially twisted
sampling technique. Like PageRank [5], the probabilistic framework requires a sampling method
of a network, called a viewpoint. The sampling method of a network is characterized by a
probability measure for randomly selecting a path r in the network. In order to take the at-
tributes of nodes and edges into account, one needs a biased viewpoint as previously discussed in
Personalized PageRank [73], [74]. As such, the sampling method in an attributed network (and the
corresponding probability measure) needs to be a twisted probability measure of its underlining
network. For this, we use a path measure f(r) that maps every path r in an attributed network
to a real-valued vector. By specifying the average values of a path measure, we then have a set
of constraints for the twisted sampling probability measure. This then leads to the exponentially
twisted probability measure [75], [76], [77] that minimizes the Kullback-Leibler distance between
the twisted probability measure and the original probability measure under the set of constraints
from the average values of the path measure.

Each path measure with specified average values leads to a method of ranking nodes in an
attributed network and that method is in general different from the original ranking method in
its underlining network. In Section 6, we introduce three path measures in attributed networks
and that leads to three new notions of centralities in attributed networks. For signed networks
that have both positive edges and negative edges, we demonstrate how the influence centralities
can be defined by using a path measure derived from opinions dynamics and how the trust
centralities can be defined by using a path measure derived from a chain of trust. In particular,
we demonstrate that one may vary the specified average value of the path measure in a signed
network so that the influence centrality is turned into positive degree ranking, negative degree
ranking and total degree ranking. For attributed networks with node attributes, we also demon-
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strate how advertisement-specific influence centralities can be defined by using a specific path
measure that models influence cascades in such networks.

In Section 7, we give a brief introduction of the clustering problem. For a clustering problem,
there is a set of data points (or objects) and a similarity (or dissimilarity) measure that measures
how similar two data points are. The aim of a clustering algorithm is to cluster these data
points so that data points within the same cluster are similar to each other and data points
in different clusters are dissimilar. In this section, we briefly review several commonly used
clustering algorithms, including the K-means algorithm for clustering data points in a Euclidean
space, the K-medoids algorithm for clustering data points in a non-Euclidean space, and the
spectral clustering algorithm for clustering data points with a similarity measure.

In Section 8, we address the clustering problem for data points in a metric/semi-metric space by
using the probabilistic framework. For this, we consider a set of n data points, Q = {21, zs,...,2,}
and a distance measure d(z,y) for any two points x and y in . The distance measure d(-,-) is
said be a semi-metric if it satisfies the following three properties: (i) d(z,y) > 0, (ii) d(z,z) = 0,
and (iii) d(z,y) = d(y, x). If, furthermore, the distance measure satisfies the triangular inequality,
then the distance measure is said to be a metric. The key idea of sampling the data points in a
semi-metric space is to consider a complete graph with n nodes and n self edges and then maps
each data point in 2 to a node in the graph with the edge weight between two nodes being the
distance between the corresponding two points in (2. By doing so, the problem of clustering in a
semi-metric space is transformed to a community detection problem of a weighted graph.

In this section, we are particularly interested in the exponentially twisted sampling technique
in which one can specify the desired average distance from the sampling distribution to detect
clusters with various resolutions. The exponentially twisted sampling technique leads to a new
cohesion measure in terms of the distance measure. Using the cohesion measure, a cluster is
defined as a set of points that are cohesive to themselves. For such a definition, there are various
equivalent statements and these statements can be explained intuitively. The cohesion measure
enables us to develop a partitional algorithm, called the K-sets algorithm, that repeatedly assigns
every data point to the closest set in terms of the triangular distance. Moreover, the K-sets
algorithm converges in a finite number of iterations. In particular, for K = 2, the K-sets algorithm
returns two clusters when the algorithm converges.

One interesting property of the cohesion measure is the duality result between a distance metric
and a cohesion measure. There is a general definition of a cohesion measure. For each cohesion
measure, there is an induced distance metric, called the dual distance metric. On the other hand,
there is also an induced cohesion measure, called the dual cohesion measure, for each distance
metric. The dual distance metric of a dual cohesion measure of a distance metric is the distance
metric itself. Such a duality result leads to a dual K-sets algorithm for clustering a set of data
points with a cohesion measure. The dual K-sets algorithm converges in the same way as a
sequential version of the classical kernel K-means algorithm. The key difference is that a cohesion
measure does not need to be positive semi-definite.

For data points in a semi-metric space, the distance measure does not necessarily satisfy the
triangular inequality. Without the triangular inequality, the K-sets algorithm may not converge at
all. Even if it converges, there is no guarantee that the output of the K-sets algorithm are clusters.
To tackle this technical challenge, we introduce the K-sets® algorithm for clustering in a semi-
metric space in [78]. In the K-sets™ algorithm, we need to modify the original definition of the
triangular distance so that the nonnegativity requirement of the triangular distance can be lifted.
For this, we introduce the adjusted triangular distance such that the K-sets™ algorithm converges
in a finite number of iterations. Moreover, the K-sets™ algorithm outputs K disjoint sets such that
any two sets of these K sets are two disjoint clusters when they are viewed in isolation.

One can further extend the applicability of the K-sets™ algorithm from data points in a semi-



TABLE 1
List of Notations

Network notations
G(Vy, Eg) A graph with the vertex set V,; and the edge set F,
n The number of vertices (nodes) in a graph
m The number of edges (links) in a graph
m The number of positive edges in a signed network
m” The number of negative edges in a signed network
A The adjacency matrix of a graph
Avw (OF Gow) The indicator variable for the edge (v, w)
ko The degree of vertex v
out The outgoing edges of vertex v
Kkim The incoming edges of vertex v
p(r) The probability of sampling the path r in a graph
p(v, w) The bivariate distribution of a sampled graph
pv(v) The marginal distribution of the first variable in p(v, w)
pw (w) The marginal distribution of the second variable in p(v, w)
c(9) The centrality of the set S
C(51]52) The relative centrality of S; with respect to S
Str(S) = C(S|S) — C(9) The community strength of a set S
q(v,w) = p(v,w) — pv(v)pv (w) The correlation measure between two nodes v and w
q(S1,82) =3 cs, Dowes, 1V, W) The correlation measure between two sets S1 and S
qo (v, w) The correlation measure between two nodes v and w with go(v,v) =0
QP)) = 5, q(Sk, Sk) The modularity for a partition P = {S1, S2, ..., Sk} of a graph
Ty The steady state probability for a Markov chain to visit state v
Do,w The transition probability from state v to state w
o(S) The conductance of the set S in a graph
hv (u) The attribute of node w in an attributed network
hEe(e) The attribute of edge e in an attributed network
fr) The path measure of a path r in an attributed network
Clustering notations
Q={x1,22,...,Zn} The set of all data points
n The total number of data points
d(z,y) The distance metric (or semi-metric) between two points z and y
d(S1, S2) The average distance between two sets S1 and S in (164)
oa(z, y) The exponentially twisted distribution in (150)
pa(z) The marginal distribution of the bivariate distribution px (z, y)
Ya(z,y) = pa(z,y) — pa(x)pa(y) The correlation between two points z and y in (155)
YA (81, 82) = e, 2oyes, W (T, y) | The correlation measure between two sets Sy and Sz
v(z,y) The cohesion measure (or semi-cohesion measure, similarity measure) between z and y
Y(S1,82) =3, ¢ s Zye S5 v(z,y) The cohesion measure (or semi-cohesion measure) between two sets S; and S
Az, S) = 2d({z},S) — d(S, S) The triangular distance (or the A-distance) from a point z to a set S
Aa(z,S) The adjusted A-distance from a point x to a set .S in (196)
Q(P) = >°r  v(Sk, Sk) The modularity for a partition P = {S1, Sz, ..., Sk} of Q
Qnor(P) = S8 v(Sk, Sk)/|Sk] The normalized modularity for a partition P = {S1,S2,...,Sk} of Q

metric space to data points that only have a symmetric similarity measure. A similarity measure
is generally referred to as a bivariate function that measures how similar two data points are.
There is a natural mapping from a symmetric similarity measure to a distance measure in a
semi-metric space and the K-sets™ algorithm that uses this distance measure converges to the
same partition as that using the original symmetric similarity measure. Such an extension leads
to great reduction of computational complexity for the K-sets™ algorithm.

For the clarity of the presentation, all the mathematical proofs are deferred to the end of this
tutorial in Section 9. In Table 1, we provide a list of notations used in this tutorial.



1 1 2 3 4.
11 0 1 1 1
2 _ 201 01 0
A 3] 1 1 0 1
3 4101 0]
(a) The graph (b) The adjacency matrix

Fig. 2. A graph with 4 nodes and 5 edges.

2 THE PROBABILISTIC FRAMEWORK FOR UNDIRECTED NETWORKS
2.1 Sampling a network

In the literature, an undirected network is commonly modelled by an undirected graph G(V, E,),
where V, denotes the set of vertices (nodes) in the graph and E, denotes the set of edges (links)
in the graph. Let n = |V}| be the number of vertices in the graph and index the n vertices from
1,2,...,n. Then the graph G(V,, E,) can also be characterized by an n x n adjacency matrix A4,
where

A { 1, if vertices v and w are connected, (1)
v 0, otherwise.

Let m = |E,| be the number of edges in the graph and k, be the degree of vertex v. From the
adjacency matrix, we then have

m:%ZZAvwa (2)

v=1 w=1

and

b= A ®
w=1

In Figure 2, we show a graph with 4 nodes and 5 edges.

The main idea of the probabilistic framework is to sample a network by randomly selecting two
nodes V and W according to a specific bivariate distribution p(-, -). Specifically, for a network
with the set of nodes {1,2,...,n}, we have

P(V=uv,W=w)=pv,w). 4)
Let py (v) (resp. pw(w)) be the marginal distribution of the random variable V' (resp. W), i.e.,
pV(U) = Zp(vvw)v (5)
w=1
and .
pw(w) =3 plv,w). (6)
v=1

If p(v, w) is symmetric, then py(v) = pw(v) for all v, and py (v) is the probability that a randomly
selected node is v.
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Definition 1. (Sampled graph) A graph G(V,, E,) that is sampled by randomly selecting two
nodes V and W according to a specific bivariate distribution p(-,-) in (4) is called a sampled
graph and it is denoted by the two tuple (G(V,, E,), p(-,-)).

In the following, we introduce several methods to generate sampled graphs by specifying the
needed bivariate distributions.

Example 2. (Uniform edge sampling) One simple method is to generate V' and W as the two end
nodes of a uniformly selected edge from the graph G(V, E,). For this edge sampling method,

we have ]
PV =v,W=w)=—Au, (7)
2m

where m is the number of edges in the graph G(V,, E,). In particular, if we use the edge
sampling for the graph in Figure 2, we have the following bivariate distribution (written in the
4 x 4 matrix form):

P o1y 1
8oL
10 10

The problem of using the uniform edge sampling is its limited visibility to “see” more than one
step and that might cause a serious problem in community detection (known as the resolution
limit [62]). To see the intuition behind this, let us consider the illustrating example in Figure 3.
In the figure, there are two clearly separated “communities” A and B. But it is difficult to see
whether vertex C' should be classified to community A by considering paths with length not
greater than 1 (as vertex C' has exactly one path with length 1 to each community). However, if
we consider paths with length 2, then it is obvious that we should classify vertex C' to community

A

Fig. 3. An illustrating example for vertices that are difficult to classify by considering paths with length not greater than 1.

In view of Figure 3, we seek a more general method is to generate the needed bivariate
distribution by randomly selecting the two ends of a path. Specifically, let R, , be the set of
paths from v to w and R = U, yev, R, be the set of paths in the graph G(V,, E,). According to
a probability mass function p(-), called the path sampling distribution, a path r € R is selected at
random with probability p(r). Let V' (resp. W) be the starting (resp. ending) node of a randomly
select path by using the path sampling distribution p(-). Then the bivariate distribution

p(v,w) =P(V =v,W =w)= Y p(r) (8)

TeRv,w
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is the probability that the ordered pair of two nodes (v, w) is selected. As such, p(v, w) can be
viewed as a similarity measure between node v and node w.

One way of randomly selecting the two ends of a path is by mapping the adjacency matrix.
Specifically, one can first choose a (matrix) function f that maps an adjacency matrix A to another
nonnegative matrix f(A). Then one can define a bivariate distribution from f(A) by

1
PV =0v,W=uw)= mf(fl)vwa 9)

where || f(A)|[1 = >, > . | f(A)wy| is usual “entrywise” matrix norm of the matrix f(A).

Example 3. (A random selection of a path with length not greater than 2) Consider a graph with
an n x n adjacency matrix A and

F(A) = Mol + M A+ A A%, (10)

where I is the n x n identity matrix, and A\, A\;, and A, are three nonnegative constants. Then
the two random variables V' and W in (9) represent the two ends of a randomly selected path
with length not greater than 2. To see this, note that there are n paths with length 0 (for the n
vertices), ||A||; paths with length 1, and ||A?||; paths with length 2. Since

1F (A= Aol Tl[x + AulAll + Az||AZ]1,
a path with length ¢ is selected with probability A,/||f(A)||: for £ = 0,1, and 2.

As described in [60], randomly selecting the two ends of a path by mapping the adjacency
matrix can also be viewed as a way to compute the ”similarity” score between a pair of two
nodes v and w. In fact, if there is a bounded similarity measure sim(v,w) that gives a high score
for a pair of two ”similar” nodes v and w, then one can map that similarity measure to a bivariate
distribution p(v, w) as follows:

sim(v, w) — MINsim

D1 Dyt (sim(:v, y) — MINsim) 7

p(v,w) = (11)

where
MINsim =  Join | sim(z,y), (12)
is the minimum value of all the similarity scores. As such, one can view a sampled graph
(G(Vy, Ey),p(-,-)) as a graph G(V,, E,) associated with a normalized similarity measure p(-, -).
Another approach to generate a bivariate distribution from the adjacency matrix A from a graph
is to consider a random walk on a graph (see e.g., [76]).

Example 4. (A random walk on a graph) Consider a graph with an n x n adjacency matrix A. As
in (2) and (3), let m be the total number of edges and k, be the degree of vertex v. A random
walker on a graph hops from nodes to nodes with respect to time. When a random walker is at
node ¢ at time ¢, it selects uniformly at random one of the neighbors of node 7 and hops to that
neighbor at time ¢ + 1. A random walk on such a graph can then be characterized by a Markov
chain with the n x n transition probability matrix (p, ., ), where

1

vw:_Avw 13
Pow = 1 (13)

is the transition probability from vertex v to vertex w. The stationary probability that the Markov
chain is in vertex v, denoted by =, is k,/2m. Let 3, be the probability that we select a path with
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length ¢, ¢ = 1,2,.... Then the probability of selecting a random walk (path) with vertices

V= U1,Vg,...,0 = WIS
-1

5677-1;1 H pvi,vi_H . (14)
i=1

From this, we then have the bivariate distribution
00 /—1
p,w)=m> B> > [ Powi- (15)
/=1 2 vp_1 =1

Since A is a symmetric matrix, it is easy to see that

1 1
_Av w— 5
2m 2m

for all v and w, and the Markov chain is thus a reversible Markov chain [79]. This implies that

-1 /-1
Ty | |pviﬂ)i+1 = Ty, I |p'Ui+17Ui
im1 i=1

and p(v,w) = p(w, v) is thus a symmetric bivariate distribution.

ToPvw = Aw,v = TwPw,w

2.2 Centralities and relative centralities

In social network analysis, centralities [2], [3], [4] have been widely used for ranking the impor-
tance of nodes in a network. Intuitively, an important node in a graph has a higher probability
of being “spotted” than an arbitrary node. Since V' and W are two randomly selected nodes in a
sample graph (G(V,, E,), p(-,-)) via the bivariate distribution p(, -), it seems plausible to define the
centrality of a node as the probability that a node is selected. This leads us to define the centrality
of a set of nodes in a sampled graph in Definition 5 below.

Definition 5. (Centrality) For a sampled graph (G(V,, E,), p(-,-)) with a symmetric bivariate dis-
tribution p(-, -), the centrality of a set of nodes S, denoted by C(5), is defined as the probability
that a node in S is selected, i.e.,

C(S)=P(V eS)=P(W € S). (16)

Note that
PW e S)=PW e S|V eV,). (17)

Another way to interpret the centrality of a set of nodes S is the conditional probability that the
randomly selected node I is inside S given that the random selected node V' is inside the whole
set of nodes in the graph. As p(-,-) can be viewed as a normalized similarity measure, such an
observation leads us to define the relative centrality of a set of nodes S; with respect to another set
of nodes S, as the conditional probability that the randomly selected node W is inside S; given
that the random selected node V' is inside S,. Intuitively, a node w is relatively important to a set
of node S, if the node w has a high probability of being ”spotted” from the set of nodes in S,.
Such a definition is formalized in Definition 6 below.

Definition 6. (Relative centrality) For a sampled graph (G(V,, E,),p(-,-)) with a symmetric bi-
variate distribution p(-, -), the relative centrality of a set of nodes S; with respect to another set
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of nodes S,, denoted by C(S5:]52), is defined as the conditional probability that the randomly
selected node W is inside S; given that the random selected node V' is inside S, i.e.,

0(51’52) = P(W € Sl|V S SQ) (18)

In particular, when S; =V, is the set of all the nodes in the graph, the relative centrality of a set
of nodes S; with respect to V, is reduced to the centrality of the set of nodes 5, i.e.,

C(S1|Vy) =P(W € 51|V e V) =P(W € 51) = C(S51). (19)
Note that
P(V € Sy, W € 5))
= P pu—
C(51]52) (W e 51|V eSsy) P(V € 5y)
_ et PO W), (20)
ZUGSQ pV(U)
where py (v) is the marginal distribution of V' in (5). Also,
C(S)=PWes)=3 PW=uw=3 pww), (21)
weS7 weST

where py (w) is the marginal distribution of IV in (6). Since we assume that p(-, -) is symmetric,
we also have
C(S) =P(VeS) = prlw (22)

weSt

As relative centrality is defined as the conditional probability, there are several properties of
relative centrality that can be induced from a probability measure. This is shown in the following
proposition and its proof is given in Section 9.1.

Proposition 7. For a sampled graph (G(V,, E,), p(-, -)) with a symmetric bivariate distribution p(-, -),
the following properties for the relative centrality defined in Definition 6 hold.

(i) 0 < C(51]5) <land 0 < C(S;) < 1. Moreover, C(V,|S2) =1 and C(V,) =

(ii) (Additivity) If S; and S} are two disjoint sets, i.e., S; N S is an empty set, then C(S5; U S]|S3) =
C(51]52) + C(51]52) and C (S, U 1) = C(S1) + C(5Y).

(iii) (Monotonicity) If S; is a subset of 57, i.e.,, S; C 57, then C(5;|52) < C(S}]S2) and C(S;) <
C(5).

(iv) (Reciprocity)

C(51)C(52]51) = C(5:2)C(51]52).

As a result, C'(S1) > C(S:) if and only if C(5;]51) < C(51]52).

We note that the reciprocity in Proposition 7(iv) implies the following weaker version of
reciprocity
C(S)C(S°|S) = C(S°)C(S]5°). (23)

Such a weaker version will be used for directed networks.
Now we provide several illustrating examples for relative centrality, including the degree
centrality, the Katz centrality, and the continuous-time random walk.

Example 8. (Degree centrality) Consider the bivariate distribution in (7), i.e.,

1
p(v,w) =PV =0, W =w) = %Avw. (24)
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Thus, we have from (20) and (24) that

Avw
O8] = Zeegpdeee Do, (25)

Z’UESQ k”
In particular, when S; contains a single node w and S; =V is the set of all the nodes in the
graph, the centrality of w, i.e., C({w}), is simply P(W = w). From (24), we have
K
C{w}) =P(W =w) = = (26)

- 2m’

Thus, C({w}) is the usual (normalized) degree centrality that counts the number of edges
connected to the node w.

As another illustrating example, we show that Katz’s centrality can also be derived as a special
case of the sampled graph.

Example 9. (Katz centrality) For an undirected graph G(V, E,), Katz centrality [61] is based on the
assumption that the importance of a vertex is the sum of a fixed constant and the “discounted”
importance of vertices it connects to. Specifically, let =, be the Katz centrality of vertex v. Then

Ty =Y Myt + 1, (27)
w=1
where ) is the discount factor. Let x = (21,25, ...,2,)” be the vector of Katz centralities and
1=(1,1,...,1)T be the n-vector of all 1’s. Then we can write (27) in the matrix form x = A\ Ax+1
and solve for x to yield
x=I- )" 1, (28)

where I is the n x n identity matrix. To show that the Katz centrality is the centrality of a
particular sampled graph, we choose

e}

FA) =) (M) =(T-24)"" (29)

=0
in (9) and thus we have the bivariate distribution

1
I-XA)7Y)y
The matrix (I — AA)~! in (29) is called the “Katz similarity” in [4] and the bivariate distribution

in (30) can thus be viewed as the normalized Katz similarity. Since A is the adjacency matrix of
an undirected graph, we have A = AT and thus p(v, w) is symmetric. This then leads to

(I—XA)" (30)

plo.w) =1

eT

C{w}) = w) = w) = L I-)A)t-1, 31
where e, is the column vector that has 1 in its w'"* element and 0 otherwise. Thus, C'({w}) is the

(normalized) Katz centrality of node w. For this example, we also have from the symmetry of
A, (20), and (30) that

e, - (I—-XA)"-eg 32)

Cl51]52) = el (I—AA)T-1°

where eg is the column vector that has 1 in the elements of the set S and 0 otherwise.
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Example 10. (Continuous-time random walk on an undirected graph) In Example 4, we consider
a random walk on an undirected graph that takes one unit of time to hop from one node
to another node. A continuous-time random walk, as a generalization of the random walk
in Example 4, takes a random amount of time to hop from one node to another node. The
times between two successive hops (the inter-hop times) are independent and exponentially
distributed with mean 1. Thus, a continuous-time random walk on an undirected graph G =
(Vy, Ey) can be characterized by a continuous-time Markov process with the transition rate
Ay [k, from vertex v to vertex w. Let v,(t) be the probability that the continuous-time random
walk is at vertex v at time ¢t when the walk is started from vertex w at time 0. Since that the
transition rate from vertex v to vertex w is A, /k,, it then follows that

d’Yv(t) - A
= y o(t), 33
7 w:1kw'y Zkv — (t) (33)

where we use A = AT in the last equality. Let 7, be the steady probability that the continuous-
time random walk is at vertex v. In view of (33),

k.,
Ty = tli)m Yolt) = o’ (34)
Let y(t) = (1 (t), ..., ()" and L = (L, ) be the normalized graph Laplacian, i.e.,
A
Lyw=—2— .
v,w k'w 51},’[1} (35)
We can rewrite (33) in the matrix form as follows:
dy(t)
—— =1 .
o (1) (36)
This then leads to
(1) = e(0). (37)
Since we start from vertex w at time 0, i.e., 7,(0) = 1, we then have
Vv(t) = (6tL)vw- (38)

Now we choose the two nodes V' and W as the two ends of a path of length ¢ in a stationary
continuous-time random walk. Specifically,

p(v,w) = P(V=0v,W=w)=P(W =w)P(V =0V =uw)

k
- t) = (etly
TwYo(t) = (€ )ow om’ (39)

where we use (38) and (34) in the last identity. Since a stationary continuous-time random walk
is a reversible Markov process, we also have

pv,w) =PV =0, W =w) =PV =w,W =v) = p(w,v).
For this example, we then have

kuw
ZUESQ Z’w651 (etL)vw%

C(S1|S2) = z Ty ) (40)
vES2 2m
o) = Yo (1)

weS,



15

2.3 Community and community strength

Intuitively, a community in a social network includes a group of people who consider themselves

much more important to themselves than to random people on the street. In view of this, one

might consider a community as a group of nodes that have high relative centralities to each other
than to random nodes. As such, we propose the following definition of community strength based
on relative centrality.

Definition 11. (Community strength) For a sample graph (G(V,, E,),p(-,-)) with a symmetric
bivariate distribution p(-, -), the community strength of a subset set of nodes S C V,, denoted by
Str(S), is defined as the difference of the relative centrality of S with respect to itself and its
centrality, i.e.,

Str(S) = C(5]9) — C(9). (42)
In particular, if a subset set of nodes S C V, has a nonnegative community strength, i.e.,

Str(S) > 0, then it is called a community.

To understand the definition of the community strength, let us consider the continuous-time
random walk in Example 10. Let X (¢) be the node that the continuous-time random walk visits
at time ¢. Then

C(S|S) — C(S)
=PW e S|VeS)-P(Webs)
=P(X(t) € S|X(0) € S) = P(X(t) € 9). (43)

The first term in (43) is the conditional probability that the continuous-time random walk is
“trapped” in the set S given that it is started from that set, while the second term is the steady
state probability that the random walk is in the set S. In view of (43), the continuous-time random
walk is more likely being “trapped” in a set with a strong community strength. Of course, the
large the set is, the more likely the random walk will be “trapped” in that set. As such, the
community strength has to take into account the steady state probability that the random walk is
in the set. By so doing, for the whole set of nodes in the graph, i.e., V,, the community strength is
normalized to 0 as it should not contain any information for the strength of this trivial community.

To further understand the physical meaning of the concept of community strength, we show
how it is related to conductance for a small community. In the literature, conductance has been
widely used for testing whether a community (cut) is good (see e.g., [8], [9], [10]) when the
community (cut) is relatively small comparing to the whole graph. The conductance of a set .S,
denoted by ¢(S), is defined as

Z’UES Zw€S Av,w

min[) -, g ko, ngzs ko]
When S is relatively small comparing to the whole graph, we usually have

(44)

and the conductance of S is reduced to
> ves ngs Avw

¢(5) = Sk

In view of (45), a small community S with a small conductance can be viewed as a good
community. Now let us consider the bivariate distribution in (7), where V and W represent
the two ends of a uniformly selected edge. For this case, we have from (26) that

(45)

C(S) _ ZUES k”

om
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where m is the total number of edges. For a small community, we expect > .k, << m and

C(S) ~ 0. Then, we have from (25) in Example 8 that

veES

Avw
St?”(S) ~ C(S’S) _ Z’UGS Zwes )

Z”UES k”
Z’UES szS Av,w
=1-¢(9). 46
Sk ¢(S) (46)

In view of (46), a small community S with a large community strength has a small conductance
and thus can be considered as a good community.

The concept of community strength based on relative centrality enables us to look at the definition
of a community from various perspectives. For instance, we know from (42) that a community is
a set (of nodes) with its relative centrality to itself not less than its centrality. In addition to this,
there are various equivalent statements for a community that can be explained by their social
meanings. These are as shown in Theorem 12 below. Its proof is given in Section 9.2.

—1—

Theorem 12. Consider a sample graph (G(V,, E,),p(-,-)) with a symmetric bivariate distribution
p(+,-), and a set S with 0 < C(S) < 1. Let S¢ = V,\S be the set of nodes that are not in S. The
following statements are equivalent.

(i) The set S is a community, i.e., Str(S) = C(S|S) — C(S) > 0.

(ii) The relative centrality of S with respect to S is not less than the relative centrality of
S with respect to S¢, i.e., C(S|S) > C(S]5°).

(iii) The relative centrality of S¢ with respect to S is not greater than the centrality of S¢,
ie., C(5°9S) < C(S°).

(iv) The relative centrality of S with respect to S¢ is not greater than the centrality of .5,

ie, C(S]5°) < C(9).

(v) The set S¢ is a community, i.e., Str(S¢) = C(5°5¢) — C(S°¢) > 0.

(vi) The relative centrality of S¢ with respect to S¢ is not less than the relative centrality of
S¢ with respect to S, i.e., C(5°5°) > C(5¢|S).

As mentioned before, the social meaning for the first statement in Theorem 12(i) is that a com-
munity is a group of people who consider themselves much more important to themselves than
to random people on the street. The second statement in Theorem 12(ii) says that a community is
a group of people who consider themselves much more important to themselves than to the other
people not in the community. The third statement in Theorem 12(iii) says that the other people
not in a community are much less important to the people in the community than to random
people on the street. The fourth statement in Theorem 12(iv) says that people in a community
are much less important to the other people not in the community than to random people on the
street. The fifth statement in Theorem 12(v) says that the other people not in a certain community
are also a community. Finally, the sixth statement says that the other people not in a community
are much more important to themselves than to the people in a community.

There is a tradeoff between computational complexity and resolution for the choice of a bi-
variate distribution p(-,-) for community detection. For instance, the bivariate distributions in
Example 9 and Example 10 require the complete knowledge of the adjacency matrix A of the
graph, and its computational complexity in general very high. On other hand, the degree central-
ity in Example 8 only requires the local information that contains the first neighbors of v and w for
computing the needed relative centralities. However, exploring a graph by only looking at the
first neighbors might lead to a very limited view that sometimes prohibits us to tell the difference
among all the first neighbors. For example, as shown in Figure 4, all the three nodes w;, w, and w;
have the same relative centrality to the node v when the degree centrality in Example 8 is used.
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If we further take the second neighbors into consideration, we see that the three nodes w;, w, and
v forms a triangle. As such, it seems that w; and w, should have larger relative centralities with
respect to v than that of w;. This suggests using random walks with path length not greater than
2 for computing the relative centralities needed for community detection.

Fig. 4. An illustrating example for relative centralities with three nodes.

Example 13. (A random walk with path length not greater than 2) A random walk with path
length not greater than 2 is a special case of the random walk in Example 4 and it can be
generated by the following two steps: (i) with the probability k,/2m, an initial node v is chosen,
(ii) with probability ;, i = 1,2, a walk from v to w with length i is chosen. Here we add an extra
twist by allowing the random walk to select a path with length 0. Specifically, with probability
Bo, a walk will remain the same node. As such, we have from (15) that

ﬁokvév w 51 52 & Av V! Av w
- wo g O 22N Dewe e 47
2m * 2m~ * 2m Z kv, 47

p(v, w)

where 5y + 1+ fo =1and §; > 0,7 = 1,2, 3. Thus,
C{w}l{v}) =PW =w|V =v)
(6Okv5v,w + 51Av,w + 62 222:1 %)

= kv , (49)

and i
) = 5= (49)

In view of (48), we know that C({w}|{v}) = 0 if node w is neither a first neighbor nor a second
neighbor of v.
Also, observe that

P(W € S,V €5)
P(V es)
D _ves 2awes (501%51;@ + B1Avw + B2 X0 %)
) S
2 ves 2awes Ao + By 2 _ves 2awes 222:1 %{:ij |
2ves b > ves ko

C(S|S) =P(W € S|V € §) =

= Bo + b (50)
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For a small community with C(S) << 1, the community strength of a set S can be represented
by (50), where the first term is simply a constant 3, (for normalizing the community strength),
the second term is equal to f;(1 — conductance) (see (45)), and the third term is related the
clustering coefficient (in terms of the number of triangles) in the set S. In view of this, using
a random walk with path length not greater than 2 to sample a network seems to be a
good compromise between the viewpoint from conductance [8], [9], [10] and the viewpoint
of clustering coefficient [12].

As [ is only a constant for normalizing the community strength, one can increase the commu-
nity strength of a node by increasing ;. Note that

Fw
Str({w}) = CQwiliw}) — C{w}) = fo — o - (51)
Thus, if we choose 5y > ké"rj;‘ (with k. = maxey, b, being the maximum degree), then

Str({w}) > 0 for every node w in the sampled graph. As such, every single node has a
nonnegative community strength and thus a community by itself.

Fig. 5. The network of American football games between Division IA colleges during regular season Fall 2000.

To provide insights of community strength, we consider the dataset from the American football
games in the following example.

Example 14. (College football games) In this example, we use the random walk with path
length not greater than 2 in Example 13 to sample the network from the American football
games between Division IA colleges during regular season Fall 2000 [80]. We use the following
coefficients in (47): 2 = 0.25, By = kmax / 2m, and By = 1 — By — B2, where kp.x = max,cy, k, is
the maximum degree. In Figure 5, nodes represent teams and edges represent regular-season
games between two teams. The teams are divided into 12 conferences. As shown in Figure
5, the competitions (edges) in the same conference are more intense than those between two
different conferences. We compute the community strengths of these 12 conferences to see how
strong these conferences (as communities) are. These results are shown in the second column
of Table 2 and there are several conferences that have small community strengths, in particular
conference 5 only has the community strength 0.04.
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(a) conference 5 (b) conference 10 (c) conference 11

Fig. 6. Edges within conferences 5,10, and 11 of American football games.

To further understand this, we plot the edges within conference 5 in Figure 6 (a). There is only
one edge between two teams in this conference! We also plot the edges within conferences 10
and 11 in Figure 6 (b) and Figure 6 (c), respectively. These two conferences also have relative
low community strengths. As shown in Figure 6 (b), Conference 10 is formed by a single edge
between a clique of four nodes and another clique of three nodes. As for conference 11, there is
one team that did not play any games with any other teams in the same conference.

TABLE 2
The community strengths of the 12 conferences in the network of the American football games.

conference 0 1 2 3 4 5 6 7 8 9 10 11
strength 0.63 | 0.54 | 057 | 0.60 | 0.46 | 0.04 | 0.59 | 0.52 | 0.60 | 0.61 | 0.24 | 0.43

2.4 Modularity

In [14], Newman proposed using modularity as a metric that measures the quality of a division

of a network from the global perspective. Such an index has been widely accepted for analyzing

community structure in the literature. By using community strength, we propose a (generalized)
modularity index that recovers the original Newman’s modularity and stability in [21], [22] as

special cases. Since community strength is a metric that measures the quality of the structure of a

community from the perspective of the nodes inside the community, it seems reasonable to define

modularity as the average community strength of the community to which a randomly selected
node belongs.

Definition 15. (Modularity) Consider a sampled graph (G(V}, E,), p(, -)) with a symmetric bivari-
ate distribution p(-,-). Let P = {S.,c = 1,2,...,C}, be a partition of {1,2,...,n}, i.e, S. NSy
is an empty set for ¢ # ¢ and UY S, = {1,2,...,n}. The modularity Q(P) with respect to the
partition P = {S;,c = 1,2,...,C} is defined as the weighted average of the community strength
of each subset with the weight being the centrality of each subset, i.e.,

C
Q(P) = C(S.) - Str(S.). (52)
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As the centrality of a set S, is the probability that a randomly selected node is in the set S,
the modularity index @ in (52) is the average community strength of the community to which a
randomly selected node belongs. Note that

C
QP) = Zo Str(S) =" (P(v €S, W eS,)—P(VeS,)PW e sc))

c=1

= ZZ > (0)pw (w)). (53)

c=1 veS. weS.

It is easy to see that the (generalized) modularity in Definition 15 is in fact a generalization of the
original modularity index in [14] by choosing the bivariate distribution p(v, w) in (7), i.e.,

1
P(V =, W = w) = %Avw- (54:)
For such a choice, the modularity index @ in (52) is

¢ 1 by Ku
Z Z Z (%Aw 2m 2m> (55)

c=1 veS. weS,

One of the well-known problems of using Newman’s modularity in (55) is its resolution limit
in detecting communities [62] smaller than a certain scale. This motivated many researchers to
propose multi-scale methods, including the stability in [21], [22]. In the following example, we
show that stability can also be derived as a special case of a sampled graph.

Example 16. (Stability in [21], [22]) If we choose the bivariate distribution p(v, w) as in (39), i.e.,

p(v,0) = p(w,) = (D = (D (56)

then the modularity index @) in (52) is simply the stability previously defined in [21], [22], i.e.,

DD BD I (O ) )

c=1 veS. wES.

Since V' and W in this example are the two ends of a randomly selected path via a continuous-
time random walk with time ¢, the parameter ¢ serves as a multi-scale resolution parameter for
the size of the communities. Intuitively, a large (resp. small) resolution parameter ¢ tends to
identify large (resp. small) communities. Also, it is further illustrated in [21], [22] that stability
is in fact a generalization of other multi-scale methods in [81], [82].
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3 COMMUNITY DETECTION ALGORITHMS

As the modularity for a partition of a network is the average community strength of a randomly
selected node, a good partition of a network should have a large modularity. In view of this,
one can then tackle the community detection problem by looking for algorithms that yield large
modularity. However, the modularity maximization problem is known to be NP-hard [65] and
one has to resort to heuristic algorithms. In this section, we introduce four commonly used
modularity maximization algorithms for community detection in undirected networks: (i) the
spectral modularity maximization algorithm [66], (ii) the hierarchical agglomerative algorithm
[14], (iii) the partitional algorithm [67], and (iv) the fast unfolding algorithm [68]. For this, we
define the correlation measure below.

Definition 17. (Correlation) For a sampled graph (G(V,, E,), p(-,-)) with a symmetric bivariate

distribution p(+, -), the correlation measure between two nodes v and w is defined as follows:

q(v,w) = p(v,w) — py(v)py (w)
(58)

Define the modularity matrix Q = (¢(v,w)) be the n x n matrix with its (v, w)" element being
q(v,w). For any two sets S; and S;, define the correlation measure between these two sets as

51752 Z Z v, 'LU (59)
vEST WES>
The two sets S; and S, are said to be positively correlated (resp. negatively correlated) if
q(S1,52) > 0 (resp. q(51,52) <0).

Since p(v, w) is symmetric, the correlation measure ¢(v, w) is also symmetric. Moreover, we have

n n

Zq(v,w) = Zq(v,w) = 0. (60)

v=1 w=1

With this correlation measure, we have from (53) that the modularity for the partition P = {S.,c =
., C}is

q(Se, Se) (61)

HMQ

Moreover, a set S is a community if and only if q(S, S)>0

3.1 The spectral modularity maximization algorithm

The spectral modularity maximization algorithm in [66] tackles the modularity maximization
problem by dividing a graph into two groups S; and Ss. Let s, = 1 (resp. -1) if node v is assigned
to group 1 (resp. 2). Note that (s,s, + 1) = 1 if v and w are in the same group and 0 otherwise.
Since > "_, q(v,w) =Y _ q(v,w) =0, we have from (61) that

Q(P) = q(S1,51) + (5, S2) ZZ v, w) svsw +1) = %ZZq(v,w)svsw. (62)

v=1 w=1 v=1 w=1

Thus, the modularity maximization problem can be transformed into the following optimization
problem:

max ” nqv,wsvsw
>_ > alvw)

v=1 w=1

st. s,=1lor —1,v=1,2,...,n. (63)
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Instead of using the integer-valued constraints in (63), one can consider using a weaker real-
valued constraint } ', s> = n. This leads to the following (relaxed) optimization problem:

max Zn: z”: q(v, W) SySw

v=1 w=1
s.t. Z s2 =n. (64)
v=1

By using a single Lagrange multiplier 3, the solution of the above optimization problem can be
found by

n

%[Z > q(v,w)ses, + Bn— > s)] = 0.

v=1 w=1 v=1

Thus, foru=1,2,...,n,

q(u, w)s, = Bsy. (65)

w=1

Let s be the n x 1 column vector with its v'* element being s,. Writing (65) in the matrix form
yields
Qs = f(s. (66)

Thus, s is one of the eigenvectors of the modularity matrix Q with the corresponding eigenvalue
B. Note that

i i q(v,)s,8, = 8" Qs = fs° = np.

v=1 w=1

Clearly, in order to maximize ) _ > _ ¢(v, w)s,S,, one has to maximize /. Thus, the solution s
to the optimization problem in (64) is the eigenvector corresponding to the largest eigenvalue of
Q. Let s* be the eigenvector corresponding to the largest eigenvalue of Q. To find a good solution
to the original modularity maximization problem in (63), we can simply choose s, = 1 if s} > 0
and —1 otherwise.

The spectral modularity maximization algorithm relies on finding the eigenvector of the mod-
ularity matrix that corresponds to the largest eigenvalue. Even for a sparse network, the compu-
tational complexity is O(n?) [4] and it is still too high for a large network. To find a partition with
more than two groups, one can continue bisecting one of the two groups until the modularity
cannot be further increased.

3.2 The hierarchical agglomerative algorithm

Analogous to the hierarchical agglomerative algorithms in [14], [68], we introduce a hierarchical
agglomerative algorithm for community detection in the probabilistic framework (see Algorithm
1). The algorithm starts from n sets with each node itself as a set. It then recursively merges two
disjoint positively correlated sets to form a new set until either there is a single set left or all the
remaining sets are not positively correlated. There are two main differences between a standard
hierarchical agglomerative algorithm and ours:

() Stopping criterion: in a standard hierarchical agglomerative clustering algorithm,
such as single linkage or complete linkage, there is no stopping criterion. Here our
algorithm stops when all the remaining sets are not positively correlated.
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ALGORITHM 1: The Hierarchical Agglomerative Algorithm
Input: A sampled graph (G(V,, E,), p(-, -)) with a symmetric bivariate distribution p(-, -).
Output: A partition P = {S.,c=1,2,...,C} for some C < n.
(H1) Initially, C =n; S; = {i},i=1,2,...,n;
(H2) Compute the correlation measures ¢(.S;, S;) = ¢({¢}, {j}) from (58) for all
1,7=12,...,n;
while there exists some i and j such that ¢(S;,S;) > 0 do
(H3) Merge S; and S, into a new set Sy, i.e., Sy = S; U S;;

q(Sk, Sk) = q(Si, Si) + 2q(S;i, S;) + q(S;,.S;); (67)
for each { # k do
q(Sk, Se) = q(Se, Sk) = q(Si, Se) + q(S;, Se); (68)
end
C=C-1;
end

Reindex the C' remaining sets to {51, S2,...,Sc};

(ii) Greedy selection: our algorithm only needs to select a pair of positively correlated
sets to merge. It does not need to be the most positively correlated pair. This could
potentially speed up the algorithm in a large data set.

The hierarchical agglomerative algorithm in Algorithm 1 has the following properties. The
proof of Theorem 18 is given in Section 9.3.

Theorem 18.
(1) For the hierarchical agglomerative algorithm in Algorithm 1, the modularity is non-
decreasing in every iteration and thus converges to a local optimum.
(ii) When the algorithm converges, every set returned by the hierarchical agglomerative

algorithm is indeed a community.

The output of a hierarchical agglomerative algorithm can be represented by a dendrogram
that depicts the order of the merges as a tree. As an illustrating example for the output of the
hierarchical agglomerative algorithm, we use the Zachary’s karate club friendship network [83]
in Figure 7. The set of data was observed by Wayne Zachary [83] over the course of two years
in the early 1970s at an American university. During the course of the study, the club split into
two groups because of a dispute between its administrator (node 34 in Figure 7) and its instructor
(node 1 in Figure 7).

In Figure 8, we show the dendrogram generated by using the hierarchical agglomerative algo-
rithm (with a particular sampled graph). The algorithm stops when there are three communities
left, one led by the administrator (node 34), one led by the instructor (node 1), and person number
9 himself. According to [83], there was an interesting story for person number 9. He was a weak
supporter for the administrator. However, he was only three weeks away from a test for black
belt (master status) when the split of the club occurred. He would have had to give up his rank
if he had joined the administrator’s club. He ended up with the instructor’s club. We also run an
additional step for our algorithm (to merge the pair with the largest correlation measure) even
though the remaining three communizes are negatively correlated. The additional step reveals
that person number 9 is merged into the instructor’s club.
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Fig. 7. The network of friendships between individuals in the karate club study of Zachary [83]. The instructor and the administrator

are represented by nodes 1 and 34, respectively. Squares represent individuals who ended up with the administrator and circles
represent those who ended up with the instructor.

Dendrogram of the Zachary's karate club

Node ID

Fig. 8. The dendrogram from the hierarchical agglomerative algorithm for the Zachary karate club friendship network.

For (i) and (ii) of Theorem 18, it is not necessary to specify how we select a pair of two sets
with a nonnegative correlation. However, in practice, the greedy selection that selects the two
sets with the largest correlation measure to merge in (H3) of Algorithm 1 is widely used. Such a
selection results in the largest increase of the modularity in each merge. Another greedy selection
is to select the two sets with largest average correlation measure to merge. One advantage of using
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such a greedy selection is the monotonicity property for the dendrogram produced by a greedy
agglomerative clustering algorithm (see [38], Chapter 13.2.3), i.e., the measure for the selection of
the two sets in each merge operation is monotonic. With such a monotonicity property, there is no
crossover in the produced dendrogram. To address the monotonicity property for our hierarchical
agglomerative clustering algorithm, we consider the average correlation measure between two
sets as follows:

Definition 19. (Average correlation measure) Define the average correlation measure between two
sets S; and S, as

q(S1,52) = q(S1, 52). (69)

1Si- 151

To turn our hierarchical agglomerative clustering algorithm into a greedy algorithm, we modify
(H3) in the algorithm by selecting the two sets with the largest average correlation measure. In the
following corollary, we show the monotonicity property of our greedy hierarchical agglomerative
clustering algorithm. Its proof is given in Section 9.4.

Corollary 20. For the greedy hierarchical agglomerative clustering algorithm that selects the two
sets with largest average correlation measure to merge in (H3) of Algorithm 1, the average
correlation measure of the two selected sets in each merge operation is non-increasing.

Even though the hierarchical agglomerative algorithm in Algorithm 1 produces communities,
there are still two drawbacks:
(i) The hierarchical agglomerative algorithm only uses the “merge” operation to increase the
modularity. As such, once a “merge” operation is done, there is no way to reverse it. As such, the
order of the “merge” operations might have a serious effect on the final outcome.
(ii) In the initialization stage, every node is assumed to be a community itself. There are roughly
O(n) communities at the early stage of the hierarchical agglomerative algorithm. Thus, its com-
putational complexity is high at the early stage of the algorithm. For a graph with n nodes, it is
well-known (see e.g., [4]) that the computational complexity of a ndive implementation is O(n?)
[14] for a greedy hierarchical agglomerative algorithm and it can be reduced to O(n*logn) (or
O(mlogn) in a sparse graph) by implementing priority queues [84].

3.3 The partitional algorithm

As mentioned in the previous section, there are two drawbacks of the hierarchical agglomerative
algorithm in Algorithm 1. To tackle these problems, we introduce the partitional algorithm in
Algorithm 2 that has a much lower computational complexity. The partitional algorithm also
allows nodes to move from communities to communities.

We first consider another correlation measure ¢(-, -) from the original correlation measure ¢(-, -)
in (58) by letting ¢o(v, w) = q(v,w) for v # w and ¢o(v, w) = 0 for v = w. Also let

q0(S1,%) =D D qo(v,w) (70)

vEST WES?
In view of (61), we have for any partltlon P={S.,c= ...,C} that
= Z Q(Sca Sc) - Z QO(Sca Sc) + Z Q(U> U)' (71)
c=1 c=1 v=1

Thus, maximizing the modularity is equivalent to maximizing chzl qo(Se, Se).
To describe the partitional algorithm in Algorithm 2, we let

Nei(v) = {w : p(v,w) > 0} (72)
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ALGORITHM 2: The Partitional Algorithm
Input: A sampled graph (G(V,, E,), p(-,-)) with a symmetric bivariate distribution p(-, -) and
the (maximum) number of communities K.
Output: A partition P = {S.,c=1,2,...,C} for some C < K.
(P0) Initially, choose arbitrarily K disjoint nonempty sets Sy, ..., Sk as a partition of the
sampled graph (G(V,, E,), p(-,-)).
(P1) forv=1,2,...,ndo
for each neighboring set S; of node v do
| Compute the correlation measures gy(v, S;).
end
Find the neighboring set to which node v has the largest correlation measure. Assign

node v to that set.
end

(P2) Repeat from (P1) until there is no further change.

be the set that contains the “neighboring” nodes of v, where p(v, w) is the symmetric bivariate
distribution. A set S is called a neighboring set of a node v if there exists a node w € S such that
p(v,w) > 0.

The partitional algorithm in Algorithm 2 starts from a (random) initial partition of the nodes
into K disjoint sets. In each iteration, every node is presented and assigned to one of its neigh-
boring set to which it has the largest correlation measure (in terms of gy (-, -)). This process is then
repeated until there is no further change of the partition. It might happen (in fact very often) that
some sets of the initial partition become empty when all their set members are moved to other
sets. Intuitively, the “merge” operation that is used in the hierarchical agglomerative algorithm is
done in a microscopic manner in the partitional algorithm. As such, the chance for the partitional
algorithm to be trapped in a bad “merge” operation is smaller than that for the hierarchical
agglomerative algorithm.

A video demo of the results from the partitional algorithm to detect six clusters on a plane from
an initial random partition can be found at http://imgur.com/b5KQo91I.

The partitional algorithm has the following property and its proof is given in Section 9.5.

Theorem 21. In the partitional algorithm in Algorithm 2, the modularity is non-decreasing when
there is a change, i.e., a node is moved from one set to another. Thus, the algorithm converges
to a local optimum of the modularity in a finite number of steps.

Unlike the hierarchical agglomerative algorithm in Algorithm 1, the sets returned by the
partitional algorithm in Algorithm 2 may not be communities. As such, one can use the output
of the partitional algorithm as the input of the hierarchical agglomerative algorithm so that the
final outputs are communities. Such a two-step approach is called the partitional-hierarchical
algorithm.

Now we turn our attention to the computation complexity of the partitional algorithm in
Algorithm 2. Let m be the total number of nonzero entries in the n x n matrix P = (p(v,w)).
Even though the total number of nonzero entries in the modularity matrix @ is O(n?), we will
show that the computation complexity of the partitional algorithm is only O((n + m)I), where I
is the number of iterations in Algorithm 2. This is done with the memory complexity O(n + m).
Thus, Algorithm 2 is a linear time algorithm for a sparse graph with m = O(n) and it is much
more efficient than the hierarchical agglomerative algorithm for large sparse graphs.
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Let

p(S1,5) = Z Z p(v,v), and (73)
vEST WES2
pv(S) = ZPV(U)- (74)
vES

To store the nonzero entries of the nxn matrix P = (p(v, w)) requires O(m) memory complexity. In
addition to this, we also store ¢(v,v), py(v) forallv = 1,2,...,n,and py(Si) forall k = 1,2,... K.
Thus, the memory complexity is O(n +m). Now suppose node v is moved from S; to S;. As py (v)
forallv=1,2,...,n, are all stored in the memory, one can perform the following updates:

pv(S1) < pv(S1) —pv(v), and
pv(S2) < py(S2) + pv(v).

These updates can be done in O(1) steps. Thus, the total number of updates in each iteration of
Algorithm 2 requires O(n) steps.

Now we argue that the computational complexity for the correlation measures in each iteration
is O(n + m). Note that

q(v,S) = Zq(v,w)

wESk

= p(v,Sk) — pv(v)pv(Sk)
and that

p("U,Sk) = Z p(v,w)

wWESK

= Z p(v,w).

wESkﬂNei(v)

As now py(v) and py (Sk) are stored in the memory and there are |Nei(v)| “neighboring” nodes
of v, one can compute the correlation measures ¢(v, S;) for all the neighboring sets S;, of node v
in |Nei(v)| steps. The correlation measure gy(v, Si) can be computed by using ¢(v, Si) for v € Sj
and ¢(v, Sx) — q(v,v) for v € Si. Thus, the computational complexity for the correlation measures
for the n nodes in each iteration is O(n + m).

One possible initial partition for the partitional algorithm is to choose K = n and every node
is in a different set. Such a choice was in fact previously used in the fast unfolding algorithm in
[68]. The fast unfolding algorithm is also a modularity maximization algorithm and it consists
of two-phases: the first phase is also a partitional algorithm like the one presented here. The
difference is that our partitional algorithm uses the probabilistic framework. Such a framework
not only provides the needed physical insights but also allows a much more general treatment for
modularity maximization. Once the first phase is completed, there is a second phase of building
a new (and much smaller) network whose nodes are the communities found during the previous
phase. This will be addressed in the next section.

3.4 Node aggregation

In this section, we introduce the concept of node aggregation that transforms a sampled graph
into another smaller sampled graph by aggregating several sets of the nodes in the original
sampled graphs into giant nodes. Such a transformation is modularity preserving as it preserves
the modularity.
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Definition 22. (Node aggregation) Consider a sampled graph (G(V,, E,), p(-, -)) with a symmetric
bivariate distribution p(-,-), and a partition P = {S.,c = 1,2,...,C} of the sampled graph
(G(Vy, Ey),p(-,-)). Now we aggregate the nodes in S, into a giant node ¢, ¢ = 1,2,...,C, and
define the bivariate distribution p(-, -) with

]3(61762) = Z Z p(uﬂj)v (75)

UESc; VES ey

for ci,c0 =1,2,...,C. Let V be the collection of the giant nodes ¢, c = 1, 2,...,C, and E be the
collection of pairs (c¢;, c2) with p(cy, cz) > 0. The new sampled graph (G(V, E),p(-,-)) is called
the P-aggregated sampled graph of the sample graph (G(V,, E,), p(-,-)).

It is clear from Definition 22 that the new sampled graph (G(V, E), (-, -)) also has a symmetric
bivariate distribution p(-, ). In the following lemma, we further show that the node aggregation
in Definition 22 is a modularity preserving transformation. Its proof is given in Section 9.6.

Lemma 23. Consider a sampled graph (G(V,, E,),p(-,-)) with a symmetric bivariate distribution
p(+,-) and a partition P = {S.,c = 1,2,...,C} of the sampled graph (G(V,, E,),p(-,-)). Suppose
P ={S¢ k=1,2,...,K} for some K < C is a partition of the P-aggregated sampled graph of
the sample graph (G(V,, E,), p(,-)). Then P* induces a partition P° = {Sp,k =1,2,..., K} on
the sampled graph (G(V,, E,), p(-,-)), where

¢ = UeespSe, (76)

for k = 1,2,...,K. Let Q(P*) be the modularity of the partition P* of the P-aggregated
sampled graph and Q(P°) be the modularity of the induced partition P° of the sampled graph
(G(Vy, Ey), p(+;-)). Then

~

Q(P?) = Q(P?). (77)

Note from (75) that the number of nonzero entries in the C' x C' matrix P = (j(, -)) is not larger
than the number of nonzero entries in the n x n matrix P = (p(, -)). Thus, such a transformation
is also sparsity preserving.

3.5 The fast unfolding algorithm

The outputs of the partitional algorithm may not be communities when it converges. For this, we
consider another phase that uses node aggregation as in the fast unfolding algorithm in [68].

As shown in Lemma 23, node aggregation is a modularity preserving and sparsity preserving
transformation. The modularity preserving property in Lemma 23 allows us to further increase
the modularity by applying the partitional algorithm in Algorithm 2 again with the new sampled
graph after node aggregation as its input. In fact, one can do this two step process, i.e., the
partitional algorithm and the node aggregation algorithm, iteratively until the modularity cannot
be further increased. This then leads to a recursive modularity maximization algorithm, called
the (recursive) fast unfolding algorithm. The details of the fast unfolding algorithm is outlined in
Algorithm 3.

In Figure 9, we provide an illustrating example of the fast unfolding algorithm. After the first
pass of the partitional algorithm, nodes 1 and 2 are aggregated into a giant node. Also, nodes 3
and 4 are aggregated into another giant node. After node aggregation (and relabelling), we have a
sampled graph with three nodes. Now run the partitional algorithm again with this new sampled
graph leads to the aggregation of node 1 and node 2 into a giant node. As the modularity cannot
be further improved with the two two-node sampled graph, the fast unfolding algorithm stops
and return the induced partition,
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ALGORITHM 3: The fast unfolding (Louvain) algorithm

Input: A sampled graph (G(V,, E,), p(-, -)) with a symmetric bivariate distribution p(-, -).

Output: A partition P = {S.,c=1,2,...,C} for some C < n.

(FO0) Initially, choose the partition P with C =n and S; = {i},i=1,2,...,n;

(F1) Run the partitional algorithm in Algorithm 2 with the initial partition P. Let
P’ = {51, S5,...,5¢} be its output partition.

(F2) If P = P/, then there is no improvement and return P as the output partition.

(F3) Otherwise, do node aggregation to generate the P’-aggregated sampled graph of the
sampled graph (G(V,, E,), p(-,)). Run the fast unfolding algorithm in Algorithm 3 with the
P’-aggregated sampled graph as its input. Suppose it outputs the partition
Pr={S¢, k=1,2,...,K} on the P'-aggregated sampled graph. Return the induced
partition P° = {S¢,k = 1,2,..., K} on the sampled graph (G(V,, E,), p(-,-)), where
Sg = UCGS;; S..
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Fig. 9. An illustrating example of the fast unfolding algorithm and node aggregation.

Since the transformation by node aggregation is also sparsity preserving, the computational
complexity of each recursive call of Algorithm 3 is O(m+n) (as in the partitional algorithm). Thus,
the overall computational complexity depends on the depth of the recursive calls. A rigourous
proof for the upper bound on the depth of the recursive calls appears to be difficult. The original
fast unfolding algorithm is a special case of ours (by using the uniform edge sampling) and it is
generally conjectured to be O(logm) for the depth of the recursive calls. But we do not have a
formal proof for that. However, in our experiments, the depth is quite small.

We have the following properties for Algorithm 3. Its proof is given in Section 9.7.

Theorem 24.

(i) In the fast unfolding algorithm in Algorithm 3, the modularity is non-decreasing when
there is a change of the partition. Thus, the algorithm converges to a local optimum
of the modularity in a finite number of steps.

(ii) When the algorithm converges, every set returned by Algorithm 3 is indeed a commu-

nity.

The intuition behind the fast unfolding algorithm is to increase the modularity by moving a
single node one at a time at the first level and then moving a block of nodes in each recursive
level. As it gets deeper, the block size is larger. The fast unfolding algorithm stops at its deepest
level when no more blocks of nodes can be moved to increase the modularity. In view of this, it
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is not necessary to start the fast unfolding algorithm from the initial partition that contains n sets
with each node in a set. The modularity can be further increased by running the fast unfolding
algorithm again with its first output partition as its input partition. However, the gain from doing
another iteration of the fast unfolding algorithm is in general quite limited. Also, as pointed out
in [68], two tricks to reduce the computational cost are (i) to stop the partitional algorithm when
the gain of modularity is below a certain threshold, and (ii) removing the nodes with degree 1
and then adding them back later.

In comparison with the original fast unfolding algorithm in [68], our fast unfolding algorithm
has the following advantages:
(i) Generalization: based on our probabilistic framework, our fast unfolding algorithm provides
users the freedom to choose the sampled graph that might be more suitable for their viewpoints
and resolution requirements.
(ii) Theoretical guarantees: our framework provides a rigorous proof for the convergence of the
fast unfolding algorithm through modularity maximization and node aggregation. Moreover,
when the algorithm converges, it returns communities that are formally defined in our framework.
(iii) Probabilistic insights: our probabilistic framework defines the concept of correlation. The
partitional algorithm in the first phase of the fast unfolding algorithm is simply to repeatedly
move each node to the most positively correlated set. Also, the variables that need to be stored
in the memory have clear probabilistic meanings that can then be used for speeding up the
computation of correlation. More importantly, the node aggregation phase can be understood as
a modularity preserving and sparsity preserving transformation.
(iv) Reduction of computational cost: by setting the diagonal elements of the modularity matrix
to be 0, the computation for the largest increase of modularity, AQ in [68], is now reduced to the
computation of the largest correlation of a node to its neighboring sets.

3.6 Post-processing for weak communities and outliers

If the output partition of the fast unfolding algorithm is satisfactory, then we can simply stop
there. If otherwise, we can perform the following post-processing to find another and possibly
better initial partition. The idea of post-processing is to examine the contribution of each commu-
nity to the modularity and reassign the nodes in the communities with small contributions.
Specifically, suppose that the fast unfolding algorithm returns a partition of C' communities
51,52, ..., Sc. The contribution of S, to the modularity is then ¢(S,, S.), where ¢(-, -) is defined in
(59). Then we can sort ¢(S,, S;), ¢ = 1,2,...,C in the ascending order and perform a “sweep” to
cut these C communities (at the maximum gap) into strong communities and weak communities.
Suppose that the strong communities are 57, ..., Sy with K < C. The nodes in the weak commu-
nities are then iteratively reassigned to the most positively correlated strong community, i.e., node
i is assigned to 7 if ¢(i, S}) = maxi<,<k q(i,S;) and q(4,S;) > 0. After this is done, we have K
communities, S7,..., Sk with S; C S}/, ¢ = 1,2,..., K. There might be still some nodes that are
negatively correlated to S} for all ¢ = 1,2,..., K. The set of nodes {i : ¢(7,5])) < 0,{ =1,2,...,K}
can be classified as outliers. For outliers, we can either remove them from the graph or reassign
them to the most correlated strong community. In either case, we have a new initial partition that
we can use for another run of the fast unfolding algorithm.
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4 THE PROBABILISTIC FRAMEWORK FOR DIRECTED NETWORKS

In the previous section, the bivariate distributions are all assumed to be symmetric and that limits
its applicability to undirected networks. In this section, we relax the symmetric assumption for the
bivariate distribution so that the framework can be applied to directed networks. The key idea of
doing this is to assume that the bivariate distribution has the same marginal distributions, i.e.,

pv(v) = pw(v), forallw. (78)

As pointed out in [85], the bivariate distribution that has the same marginal distributions, called
circulation in [85], plays an important role in analyzing directed networks. Note that a symmetric
bivariate distribution has the same marginal distributions and thus the assumption in (78) is
much more general.

4.1 Sampling a directed network

One approach for sampling a network with a bivariate distribution that has the same marginal
distributions is to sample a network by an ergodic Markov chain. From the Markov chain theory (see
e.g., [79]), it is well-known that an ergodic Markov chain converges to its steady state in the long
run. Hence, the joint distribution of two successive steps of a stationary and ergodic Markov chain
can be used as the needed bivariate distribution. Specifically, suppose that a network G(V,, E,) is
sampled by a stationary and ergodic Markov chain {X(¢),¢ > 0} with the state space {1,2,...,n}
being the n nodes in Vj. For this Markov chain, let p;; be the transition probability from state
i to state j and 7; be the steady state probability of state i. Then we can choose the bivariate
distribution

P(V =v,IW =w) = p(v,w)
=P(X(t) = v, X(t+1) =w). (79)

As the Markov chain is stationary, we have
P(X(t) =v) =P(X(t+1) =v) =py(v) =pw(v). (80)

It is well-known that a random walk on the graph induces a Markov chain with the following
state transition probabilities:

(0771
Pij = k.mit’ (81)
where .
B =" ay, (82)

J=1

is the number of outgoing edges from vertex i (here we assume that £ > 1 for all ¢). In particular,
if the graph is an undirected graph, i.e., a;; = aj;, then the induced Markov chain is reversible
and the steady state probability of state i, i.e., 7;, is k;/2m, where m = % > 2?21 a;; is the total
number of edges of the undirected graph.

Example 25. (PageRank) One problem for sampling a directed network by a simple random
walk is that the induced Markov chain may not be ergodic even when the network itself is
weakly connected. One genuine solution for this is to allow random jumps from states to
states in a random walk. PageRank [5], proposed by Google, is one such example that has
been successfully used for ranking web pages. The key idea behind PageRank is to model
the behavior of a web surfer by a random walk (the random surfer model) and then use
that to compute the steady state probability for a web surfer to visit a specific web page.
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Specifically, suppose that there are n web pages and a web surfer uniformly selects a web
page with probability 1/n. Once he/she is on a web page, he/she continues web surfing with
probability A. This is done by selecting uniformly one of the hyperlinks in that web page. On the
other hand, with probability 1 — X\ he/she starts a new web page uniformly among all the n web
pages. The transition probability from state i to state j for the induced Markov chain is then

1 Qi

s (83)
where a;; = 1 if there is a hyperlink pointing from the i* web page to the j"* web page and
k{“t = 37", ay; is the total number of hyperlinks on the i web page. Let m; be steady probability
of visiting the i’" web page by the web surfer. It then follows that

+A§:;g (84)

PageRank then uses 7; as the centrality of the i" web page and rank web pages by their
centralities. Unlike the random walk on an undirected graph, the steady state probabilities in
(84) cannot be explicitly solved and it requires a lot of computation to solve the system of linear
equations. The sampled graph (G(V,, E,),p(-,-)) by using PageRank then has the following
bivariate distribution

p(U, w) = TyPow, (85)

where p,,, is defined in (83) and 7, is the solution of (84). Such a sampled graph was called
LinkRank in [86].

Example 26. (Random walks with self-loops and backward jumps) Another way to look at the
Markov chain induced by PageRank in (83) is that it is in fact a random walk on a different
graph with the adjacency matrix A that is constructed from the original graph with additional
edge weights, i.e.,

. 1
A=(1-N-1+AD7'4 (86)

where 1 is an n x n matrix with all its elements being 1 and D = (d,;) is the diagonal matrix
with d;; = k¢ foralli =1,2,...,n

In view of (86), another solution for the ergodic problem is to consider a random walk on the
graph with the adjacency matrix

A= XTI+ MA+ NAT, (87)

where I is the n x n identity matrix and A7 is the transpose matrix of A. The three parameters
Ao, A1, A2 are positive and
Ao+ M+ A =1

A random walk on the graph with the adjacency matrix A induces an ergodic Markov chain if
the original graph is weakly connected. Also, with the additional edges from the identity matrix
and the transpose matrix, such a random walk can be intuitively viewed as a random walk on
the original graph with self-loops and backward jumps.

Example 27. (Diffusion) In addition to random walks, one can also consider using diffusion in a
network to obtain the corresponding Markov chain. Specifically, let k24 = max;<;<, k¢, I be the

max
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n x n identity matrix and D = (d;;) be the diagonal matrix with d;; = k" forall i = 1,2,...,n.
The transition probability matrix is then I — a(D — A), where o < 1/k%% is a normalization

coefficient and D — A is the graph Laplacian. For other Laplacian related methods, we refer to
the survey paper [69].

In general, one can generate a bivariate distribution that has the same marginal distributions by
using a stationary and ergodic stochastic process, e.g., a semi-Markov process or a hidden Markov
process.

4.2 Centralities and relative centralities in directed networks

Under the assumption that the bivariate distribution p(-, -) has the same marginal distributions,

the definitions for centralities and relative centralities for directed networks are exactly the same

as those for undirected networks.

Definition 28. (Centrality) For a sampled graph (G(V,, E,), p(-, -)) with the bivariate distribution
p(+, -) that has the same marginal distributions in (78), the centrality of a set of nodes S, denoted
by C(S5), is defined as the probability that a node in S is selected, i.e.,

C(S)=P(V € S)=PW € 9). (88)

Definition 29. (Relative centrality) For a sampled graph (G(V,, E,),p(-,-)) with the bivariate
distribution p(-,-) that has the same marginal distributions in (78), the relative centrality of a
set of nodes S; with respect to another set of nodes S, denoted by C(5,|52), is defined as the
conditional probability that the randomly selected node W is inside S; given that the randomly
selected node V is inside 9, i.e.,

0(51’5’2) == P(W S Sl\V € SQ) (89)

Example 30. (Relative PageRank) PageRank defined in Example 25 has been commonly used
for ranking the importance of nodes in a directed network. Here we can use Definition 29 to
define relative PageRank that can be used for ranking the relative importance of a set of nodes
to another set of nodes in a directed network. Specifically, let m; be the PageRank for node i in
(84) and p, ; be the transition probability from state i to state j for the induced Markov chain in
(83). Then the relative PageRank of a set S; with respect to another set .S is

C(51]52) =P(W € 51|V € 5)

_PWeb5,Ves) Y icss 2jes, Tibij
P(V € SQ) Ziesz T .

(90)

4.3 Community and modularity in directed networks

Once again, under the assumption that the bivariate distribution p(-,-) has the same marginal
distributions, the definitions for community and modularity in directed networks are the same as
those in undirected networks.

Definition 31. (Community strength and communities) For a sampled graph (G(V,, E,),p(-,-))
with a bivariate distribution p(-,-) that has the same marginal distributions in (78), the commu-
nity strength of a set of nodes S C V,, denoted by Str(S), is defined as the difference of the
relative centrality of S with respect to itself and its centrality, i.e.,

Str(S) = C(S|S) — C(S). (91)
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In particular, if a subset of nodes S C V, has a nonnegative community strength, i.e., Str(S) > 0,
then it is called a community.

Under Definition 31, one can easily show that the equivalent statements for a community in
Theorem 12 still holds.

Definition 32. (Modularity) Consider a sampled graph (G(V,, E,), p(-,-)) with a bivariate distri-
bution p(-,-) that has the same marginal distributions in (78). Let P = {S.,c = 1,2,...,C}, be
a partition of {1,2,...,n}, i.e.,, S. N Sy is an empty set for ¢ # ¢ and UZ | S. = {1,2,...,n}.
The modularity Q(P) with respect to the partition S, ¢ = 1,2,...,C, is defined as the weighted
average of the community strength of each subset with the weight being the centrality of each

subset, i.e.,
c

Q(P) =Y C(S.) - Str(S.). (92)

c=1

As before, the modularity in (92) can also be written as follows:

C
QP) = Y P(VeS,WeS,)—P(VeS)PWeS,)

c=1

=D D> (wlv,w) = pyv()pw(w)). (93)

c=1 veS. weS,

For sampled graphs with symmetric bivariate distributions, there are already various community
detection algorithms in Section 3 that find local maxima of the modularity. However, they
cannot be directly applied as the bivariate distributions for sampling directed networks could
be asymmetric. For this, we introduce a modularity preserving transformation that transforms a
sampled graph that has the same marginal distributions to another sampled graph that has a
symmetric bivariate distribution. The proof of Lemma 33 is given in Section 9.8.

Lemma 33. Consider a sampled graph (G(V,, E,),p(-,-)) with a bivariate distribution p(-,-) that
has the same marginal distributions in (78). Construct the sampled graph (G(V,, E,), p(-, -)) with
the symmetric bivariate distribution

p(v,w) —i—p(w,v)‘
2

Let Q(P) (resp. Q(P)) be the modularity for the partition P = {S.,c = 1,2,...,C} of the
sampled graph (G(V,, E,), p(-,-)) (resp. the sampled graph (G(V,, E,), p(+,))). Then

Q(P) = Q(P). (95)

We note the transformation in Lemma 33 is also sparsity preserving. Specifically, let m, be the
total number of nonzero entries in the n x n matrix P = (p(v,w)). Then the number of nonzero
entries in the n x n matrix P = (j(v,w)) is at most 2my. Such a sparsity property is crucial
for reducing the computational complexity of the community detection algorithms described in
Section 3.

ﬁ(vv w) = (94)
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4.4 General bivariate distribution

In this section, we discuss how to extend our framework of sampled graphs to the setting with
general bivariate distributions. As the marginal distributions may not be the same, many results
derived in the previous section are not as elegant as before. For instance, now we have to
distinguish the notion of centrality into two types: the out-centrality (with respect to the marginal
distribution of V) and the in-centrality (with respect to the marginal distribution of W). The notion
of relative centrality also needs to be extended in the same manner. However, even with such an
extension, the reciprocity property in (23) is not true any more. To see this, let us consider the
uniform edge sampling method in a directed network. For such a sampling method, the bivariate
distribution is p(v, w) = a,,/m, where m is the total number of edges in the directed network.
Then py(v) = k2"'/m is the out-degree centrality of node v and pw(w) = ki*/m the in-degree
centrality of node w.

The good news is that the notions of community and modularity can be extended in the same
manner as before. There is no need to distinguish an in-community and an out-community.
Specifically, we can still define a set S as a community if

PVeSWeS)—P(VeS)P(WeS) >0,

and define the modularity Q(P) with respect to the partition S., ¢ = 1,2,...,C, by using (53).
However, the equivalent characterizations for a community in Theorem 12 are no long valid as
the reciprocity property in (23) is not true any more.

With the general definition of the modularity, one can still apply the hierarchical agglomerative
algorithm in Algorithm 1, the partitional algorithm in Algorithm 2, and the fast unfolding
algorithm in Algorithm in 3 for community detection in a sampled graph with a general bivariate
distribution. Moreover, the results in Theorem 18, Theorem 21, and Theorem 24 also hold.
However, there are two minor modifications:

(i) One needs to generalize the definition of the correlation measure between two nodes v and w
in (58) as follows:
p(v, w) — pv(v)pw (w) + p(w, v) — py (w)pw (v)

q(v,w) = 5 ) (96)

Then use ¢(v, w) in (96) to construct the correlation matrix. Also, for any two sets S; and S5, the
correlation measure between these two sets, i.e., ¢(51,52), is still defined as in (59). By doing so,
a set S is community if and only if ¢(S,S) > 0 and the modularity for a partition P = {S,, ¢ =
1,2,...,C} can still be computed by chzl q(Se, S.) as described in (61).

(ii) The definition of “neighboring” nodes of a node v in (72) should be generalized as follows:

Nei(v) = {w : p(v,w) > 0 or p(w,v) > 0}. (97)

Also, a set S is called a “neighboring” set of a node v if there exists a node w € S such that w
is a “neighboring” node of v. In order to show that the partitional algorithm is still a linear-time
algorithm, one needs to store in memory the nonzero entries of the n x n matrix P = (p(v, w)),
q(v,v), py(v), pw(v) for all v = 1,2,...,n, and py(Sk), pw(Sk) for all k£ = 1,2,..., K. Then use
those to compute the correlation measure

Q('U, Sk’)
_ p(v, Sk) + p(Sk, v) — pv(v)pw (Sk) — pw (v)py (Sk)
5 .
There are two different types of communities for directed networks that are commonly ad-
dressed in the literature (see e.g., [87], [88]): structural communities (based on the densities of
edges) and flow communities (based on the flow of probabilities). These two types of communities
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correspond to two different types of sampled graphs in our probabilistic framework. For flow
communities, they can be detected by using random walks as a random walker tends to be
“trapped” in a community with a high probability. On the other hand, structural communities
can be detected by using uniform edge sampling in [89] to produce communities that are densely
connected inside and sparsely connected outside. A very enlightening example was shown in
Fig. 4 of [88]. We note that the computation complexity of constructing the desired bivariate
distribution to detect a certain type of communities might vary. For instance, the computation
complexity of finding p(v, w) by using uniform edge sampling in [89] is O(1). On the other hand,
the computation complexity of finding p(v, w) by using a random walk requires solving the steady
state probabilities of a Markov chain, which is in general O(n?).



37

5 EXPERIMENTAL DATASETS AND RESULTS
5.1 The stochastic block model and the hierarchical agglomerative algorithm

The stochastic block model (SBM), as a generalization of the Erdds-Rényi random graph [90],
is a commonly used method for generating random graphs that can be used for benchmarking
community detection algorithms [91], [92]. In a stochastic block model with ¢ blocks (commu-
nities), the total number of nodes in the random graph are evenly distributed to these ¢ blocks.
The probability that there is an edge between two nodes within the same block is p;, and the
probability that there is an edge between two nodes in two different blocks is p,,;. These edges
are generated independently. Let ¢;;, = 7 - pin, , Cour = 1 - Pour- Then it is known (see e.g., [93], [94],
[91]) that these ¢ communities can be detected (in theory for a large network) if

|Cin — Cout| > ¢r/mean degree. (98)

As an illustrating example of the stochastic block model with two blocks, we use the hierarchical
agglomerative algorithm to compare the sampling methods by PageRank in Example 25 and
random walks with self-loops and backward jumps in Example 26. In these experiments, the
number of nodes n in the stochastic block model is 2000 with 1000 nodes in each of these two
blocks. The average degree (the sum of the average in-degree and the average out-degree) of a
node is set to be 3. The values of ¢;,, — ¢, Of these graphs are in the range from 2.5 to 5.9 with
a common step of 0.1. We generate 20 graphs for each c;,, — ¢, Isolated vertices are removed.
Thus, the exact numbers of vertices used in this experiment might be slightly less than 2000. For
PageRank, the parameter ) is chosen to be 0.9. For the random walk with self-loops and backward
jumps, the three parameters are Ay = 0.05, \; = 0.75 and A\, = 0.2. We run the greedy hierarchical
agglomerative algorithm in Algorithm 1 until there are only two sets (even when there do not exist
nonnegative correlation measures between two distinct sets). We then evaluate the overlap with
the true labeling. In Figure 10, we show the experimental results, where each point is averaged
over 20 random graphs from the stochastic block model. The error bars are the 95% confidence
intervals. From Figure 10, one can see that the performance of random walks with self-loops and
backward jumps is better than that of PageRank. One reason for this is that PageRank uniformly
adds an edge (with a small weight) between any two nodes and these added edges change the
network topology. On the other hand, mapping by a random walk with backward jumps in (87)
does not change the network topology when it is viewed as an undirected network.

FageRank
— backusard jumps

Fig. 10. Community detection of the stochastic block model by using PageRank in (86) and a random walk with self-loops and
backward jumps in (87).

5.2 The LFR model and the fast unfolding algorithm

Both the average degrees of nodes and the community sizes in the stochastic block model are
constants. To address this problem, the LFR benchmark graphs [95] have the freedom to choose



38

the distributions of node degrees and community sizes. There are several parameters that need to
be specified in the LFR benchmark graphs. The node degrees and the (ground truth) community
sizes in the LFR model are distributed according to the power law, with exponents v and j,
respectively. The symbol (k) denotes the average degree. The mixing parameter p is used for
characterizing how the built-in communities in a graph are mixed. Specifically, each node has a
fraction 1 — p (resp. p) of its edges connected to the other nodes of its community (resp. the other
nodes of the network). To generate directed network, the direction of the edge is chosen with a
certain probability. In the experiments below, such a probability is chosen to be 0.5.

0.95

NMI
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Fig. 11. The NMls of our fast unfolding algorithm as a function of the mixing parameter p.
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Fig. 12. The number of iterations in each level of recursive calls. The parameters ~, 8, (k) are set to be 2, 1, 100, respectively.

Now we illustrate the use of the LFR model by the fast unfolding algorithm. Though the
fast unfolding algorithm is a nearly-linear time algorithm for large sparse graphs with edge
sampling, it suffers from the problem of resolution limit [62] due to its limited visibility to “see”
more than one step. To address the problem of resolution limit, stability was then proposed
n [21], [22] based on continuous-time random walks. As shown in [59], the stability is also a
special case of the modularity for a certain sampled graph. However, the sampled graph that
corresponds to the stability in [21], [22] is no longer sparse and thus the computational cost of
the fast unfolding algorithm is increased dramatically. One reasonable compromise might be to
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consider the following sampling method with paths of length two:

9

au,v
p(u7 U) - 2m7 (99)
where .
A= (dy,) = (A+AT) +0.5(A+ AT)?
and

=Y d(u,v)/2.

The objective of the first experiment for the LFR model is to show that our fast unfolding
algorithm can produce good community detection results for various parameter settings. In the
tirst experiment, the two exponents (v, ) are chosen to be (2,1) and (3,2), respectively. The
rest of the parameters, including the number of nodes, the maximum degree, (k), are set to be
100,000, 300, and 100, respectively. The values of mixing parameter ;. of these graphs are in the
range from 0.1 to 0.75 with a common step of 0.05. We generate 20 graphs for each .. Then, we
run our fast unfolding algorithm on each graph and compute the normalized mutual information
measure (NMI) by using a built-in function in igraph [96]. The results are shown in Figure 11. The
error bars are the 95% confidence intervals. As shown in Figure 11, our fast unfolding algorithm
can produce good community detection results when the mixing parameter p is small. Also,
increasing the average degree (k) also increases the NMIs of the community detection results. In
Figure 12, we show the number of the iterations of performing the partition algorithm at various
recursive levels. As shown in Figure 12, the number of iterations increases when the mixing
parameter £ increases.

In the second experiment for the LFR model, we show that our fast unfolding algorithm is
capable of dealing with large scale networks. In this experiment, v, /3, the number of nodes, the
maximum degree, the average degree, and the mixing parameter y are set to be 2, 1, 10,000,000,
500,100, 0.5, respectively. As such, there are roughly half a billion edges in a graph with 10
million nodes. The number of ground-truth communities is 57187. As it takes more than 150
hours to generate such a large graph, we only generate a single LFR benchmark graph in this
experiment. We use a random walk with self-loops to obtain the needed bivariate distribution
for our probabilistic framework. In each node, the random walker will either stay at the same
node or go along with one of its edges to an adjacent node, with probabilities A and 1 — A,
respectively. Hence, the transition probability matrix of such a Markov chain can be characterized
by M + (1 — \)D'A. The steady state probability for the random walker to visit node v is
o = ky/2m, where k, is the degree of node v and m is the total number of edges in the network.
In this experiment, we set A = 2999/3000 so that the random walker has a very high probability to
stay at the same node. We then compare our algorithm with the original fast unfolding algorithm
that uses Newman’s modularity [68]. The original fast unfolding algorithm is known to be one
of the fastest community detection algorithms in the literature. Our algorithm is implemented in
C++, while the original fast unfolding algorithm is obtained from built-in functions of igraph [96],
which are implemented in C. We perform the experiment on an Acer Altos-T350-F2 machine with
two Intel(R) Xeon(R) CPU E5-2690 v2 processors (only one single thread is used). We compare
the performance of these two algorithms in Table 4. Note that the I/O time is excluded from the
running time in Table 4. As shown in Table 4, our algorithm achieves better performance than the
original fast unfolding algorithm, both in accuracy (in terms of NMI) and the running time. To dig
further, we observe that the original fast unfolding algorithm (that aims to maximize Newman'’s
modularity) fails to detect small communities because it keeps recursively merging communities
until there are only 3395 communities left. This phenomenon is known as the resolution limit
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previously reported in [62]. To see the intuition behind this, note that Newman’s modularity in the
original fast unfolding algorithm is equivalent to using the bivariate distribution p,, = A..,/(2m)
in our fast unfolding algorithm and this corresponds to the random walker without self-loops.
Intuitively, increasing the self-loop probability of the random walker decreases its mobility and
the mobility of the random walker can be used to control the size of detected communities.
Decreasing (resp. Increasing) the mobility behaves like “zooming in” (resp. “zooming out”) on
the graph, and results in the detection of “local communities” (resp. “global communities”), which
are small (resp. large) in size. Given this, our probabilistic framework has the flexibility to choose
the resolution and might be more suitable for practical applications than other algorithms that
have fixed resolutions.

5.3 The six cluster model and the process of eliminating communities with weak contribu-
tions

We generate a graph with six communities on a plane. We consider six unit circle centered at
(2,0), (4,0), (6,0), (2,2), (4,2), and (6,2), respectively. For the first (resp. last) three circles, we
generate 1000 (resp. 800) random nodes. A node within a circle is generated by first selecting its
distance to its center uniformly in [0, 1] and then its angle uniformly in [0, 27]. Clearly, there are
six “ground truth clusters” of these 5400 nodes as shown in Figure 13(a). Now we construct a
directed (neighborhood) graph by connecting two nodes with a directed edge if their distance is
not greater than a constant e. The direction of the edge is chosen with an equal probability of 0.5.

In our first experiment, we choose € = 0.5. We use the random walk with backward jumps for
generating the sampled graph. The three parameters are Ay = 0, A; = 0.5 and Ay = 0.5. In view of
(87), such a sampled graph has the following symmetric bivariate distribution

Ay + Ay,

1
s, (100)

p(”a U) =

where A = (a,,) is the adjacency matrix of the directed graph and m is the total number of edges.
This is also equivalent to the edge sampling [59] of an undirected graph with the adjacency
matrix B = A + A" (with AT being the transpose of the matrix A) that chooses the two end
nodes of a uniformly selected edge. The modularity for edge sampling is thus the same as the
Newman'’s modularity [25]. The modularity of the partition with the six “ground truth clusters”
for such a graph is 0.8105. We run the fast unfolding algorithm in Algorithm 3 for such a graph
and it outputs a partition of 6 communities with the modularity 0.8106 (see Figure 13(b)). The
fast unfolding algorithm in facts ends when the partitional algorithm in Algorithm 2 ends after 6
iterations. In other words, node aggregation is not used for this experiment of the fast unfolding
algorithm.

In our second experiment, we construct another graph that is more difficult to detect commu-
nities. This is done by choosing ¢ = 0.25 so that the graph is much more sparse than the one
with € = 0.5. Once again, we use the sampling in (100) for this new graph. The modularity of the
partition with the six “ground truth clusters” for such a graph is 0.8197. We run the fast unfolding
algorithm in Algorithm 3 for such a graph and it outputs a partition of 11 communities with the
modularity 0.8246 (see Figure 13(c)), which is much larger than the modularity of the ground
truth partition 0.8197. As can be seen from Figure 13(a) and (c), the fast unfolding algorithm
outputs a partition (with a much larger modularity value) that is not even close to the ground
truth partition. In view of this, one should carefully examine the output partition of a modularity
maximization algorithm.

For this new graph with ¢ = 0.25, the fast unfolding algorithm needs 5 levels of node aggre-
gations and the partitional algorithm in the first level has 20 iterations, which is significantly
larger than the graph with € = 0.5. By examining the 11 communities (see Table 3), we find that
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there are 5 communities (communities 3,4,6,7 and 9) that have relatively weak contributions to
the modularity. This does not mean the community strengths of these 5 communities are small.
In fact, their community strengths are comparable to the other 6 communities (communities
1,2,5,8,10 and 11). However, their sizes are relatively smaller. After the process of eliminating
communities with weak contributions to the modularity in Section 3.6, we have a partition of six
clusters with the modularity 0.8175 (see Figure 13(d)). We then use that partition as the initial
partition for another run of the fast unfolding algorithm and it outputs a partition of six clusters
with the modularity 0.8200 (see Figure 13(e)). One lesson learned from this experiment is that the
fast unfolding algorithm (based on modularity maximization) might produce small communities
with relatively strong community strengths if the total number of communities is not known in
advance. These small communities are also negatively correlated to the large communities and
thus cannot be merged into larger communities. In view of this, post processing that carefully
examines the results produced by modularity maximization algorithms (such as the fast unfolding
algorithm) is crucial to improving the quality of the community detection result.

In Figure 13(f), we show the partition generated by the fast unfolding algorithm for the sampled
graph in (99). Since the matrix A is the adjacency matrix of the graph with ¢ = 0.25, the matrix
A is capable of “seeing” nodes within the distance 0.5. As shown in Figure 13(a) and (f), its
performance is comparable to that by the fast unfolding algorithm for the more dense graph with
e = 0.5.

TABLE 3
The 11 communities by the fast unfolding algorithm for a graph with six clusters in Figure 13(c).

community 1 2 3 4 5 6 7 8 9 10 11
contribution || 0.1441 | 0.1397 | 0.0222 | 0.0229 | 0.1345 | 0.0225 | 0.0096 | 0.1116 | 0.0127 | 0.1044 | 0.1004
strength 0.8029 | 0.8007 | 0.7984 | 0.7908 | 0.7888 | 0.7961 | 0.8046 | 0.8662 | 0.8641 | 0.8631 | 0.8800
size 717 621 352 324 476 372 148 756 230 598 806

5.4 The SNAP collection

In addition to synthetic networks, there are several well-known real-world networks from the
Stanford Network Analysis Project Collection (SNAP) [71]. The collection contains six networks:
Amazon, DBLP, Friendster, LiveJournal, Orkut, and Youtube. All the networks come with top
5000 ground-truth communities with the highest quality. Since all the ground-truth communities
are overlapping, we need a preprocessing step to generate the ground-truth disjoint communities
in these networks. To do so, one can follow the maximum independent set (MIS) method in [97]
and use their code to generate the ground-truth disjoint communities. For each graph G, the
MIS method considers each of the 5000 ground-truth community as a giant vertex, and assigns an
edge between two giant vertices if and only if two communities share at least one vertex, i.e., they
are two overlapping communities. Specifically, let C;, i = 1,2,...,5000, be the 5000 ground-truth
communities in G. The MIS method constructs another graph G'(V', E') with V' = {C}, C5...C5000 }
and £' = {(C;, C;)|C; N C; # ¢}. Then, it finds the maximum independent set of the graph G’ and
removes all the giant vertices that are not in the maximum independent set. This then leads to a
graph with disjoint communities. We summarize the parameters of these six graphs by using the
MIS method in Table 5, including the number of vertices, the number of edges and the number
of ground-truth communities.

Now we use a random walk with self-loops to obtain the bivariate distribution for our prob-
abilistic framework and the fast unfolding algorithm in Algorithm 3 for community detection.
In each node, the random walker will either stay at the same node or go along with one of its
edges to an adjacent node, with probabilities A and 1 — A, respectively. In this experiment, the
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(b) fast unfolding, e = 0.5

(d) eliminating communities, (e) 2nd fast unfolding, ¢ = (f) another sampled graph,
e=0.25 0.25 e=0.25

Fig. 13. The community detection result for a graph with six "ground truth clusters.”

values of 1 — X are selected from 27%, ¢ = 0,1,...,18. The NMI results are shown in Figure 14,
and the running time for each data point in Figure 14 is within two seconds. Note that for ¢ = 0,
we have A = 0 and the random walk with self-loops degenerates to the original fast unfolding
algorithm. As such, the first data point of each curve corresponds to that from the original fast
unfolding algorithm. As shown in this figure, the NMI values of each curve form an inverted
U-shaped curve that gradually increases to its maximum and then decreases. When the value
of 1 — X is lower than a particular threshold, the curve will suddenly level off. To explain this
phenomenon, we manually examine the output communities. We find that the number of the
communities increases when the value of 1 — A decreases. This is because the random walker has
a higher probability to stay at the same node for a smaller 1 — A. If the value of 1 — X is below
a particular threshold, the algorithm outputs each single node as a community itself. As such,
each curve levels off when 1 — ) is below that threshold. Moreover, when each curve reaches its
maximum NMI, the output of the algorithm has roughly the same number of communities as
that of the ground-truth communities. For the two networks with less than 1000 communities,
i.e., Amazon and Orkut, the original fast unfolding performs well since both curves reach their
maximums with relatively small values of A. On the other hand, for the other four networks
with more than 1000 communities, i.e., DBLP, Friendster, LiveJournal, and Youtube, the number
of communities resulted from the original fast unfolding is smaller than the number of ground-
truth communities. For these four networks, the fast unfolding algorithm based on a random
walk with self-loops performs much better than the original fast unfolding algorithm. In view
of this, when the number of detected communities is smaller than expected, one might consider
using another “viewpoint” to detect the ground-truth communities in a real-world network (such
as the random walk with self-loops in this experiment).
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TABLE 4
Performance comparison between the original fast unfolding algorithm and the fast unfolding algorithm in our probabilistic

framework.
performance metric NMI | running time (hours)
fast unfolding (Newman’s modularity) | 0.86 1.45
fast unfolding (probabilistic framework) 1 0.50
TABLE 5

Summary of the six networks after the preprocessing step.

Amazon | DBLP | Friendster | Livejournal | Orkut | Youtube
number of vertices 8258 23479 79803 38713 6722 10206
number of edges 22129 72116 992461 633195 73522 15959
number of communities 992 3021 3529 2520 375 2883

6 CENTRALITY ANALYSIS IN ATTRIBUTED NETWORKS

In this section, we consider attributed networks. An attributed network is a generalization of a
network (graph). In addition to the set of nodes and the set of edges in a (underlining) network,
an attributed network could have node attributes and edge attributes that specify the “features”
of nodes and edges. For instance, a signed network is an attributed network, where each edge
is labelled with either a positive sign or a negative sign to indicate the friendship/enemy rela-
tionship between the two ends of an edge. Another typical example of an attributed network is
that every node in the network represents a person with different ratings/interests on various
topics. The problem we would like to address is how we rank nodes in attributed networks. Such
a problem will be called the centrality analysis in attributed networks.

Our approach to the centrality analysis in attributed networks is to use the probabilistic frame-
work for structural analysis in networks in [58], [59], [70]. Like PageRank [5], the probabilistic
framework requires a sampling method of a network, called a viewpoint. The sampling method
of a network is characterized by a probability measure for randomly selecting a path r in the
network. In order to take the attributes of nodes and edges into account, one needs a biased
viewpoint as previously discussed in Personalized PageRank [73], [74]. As such, the sampling
method in an attributed network (and the corresponding probability measure) needs to be a
twisted probability measure of its underlining network. For this, we propose using a path measure
f(r) that maps every path r in an attributed network to a real-valued vector. By specifying the
average values of a path measure, we then have a set of constraints for the twisted sampling
probability measure. This then leads to the exponentially twisted probability measure [75], [76],
[77] that minimizes the Kullback-Leibler distance between the twisted probability measure and
the original probability measure under the set of constraints from the average values of the path
measure.

Each path measure with specified average values leads to a method of ranking nodes in an
attributed network and that method is in general different from the original ranking method in
its underlining network. In this section, we introduce three path measures in attributed networks
and that leads to three new notions of centralities in attributed networks. For signed networks
that have both positive edges and negative edges, we show how the influence centralities can be
defined by using a path measure derived from opinions dynamics and how the trust centralities
can be defined by using a path measure derived from a chain of trust. In particular, we show
that one may vary the specified average value of the path measure in a signed network so
that the influence centrality is turned into positive degree ranking, negative degree ranking
and total degree ranking. For attributed networks with node attributes, we also show how
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Fig. 14. The NMIs of the six networks from the SNAP collection. The values of 1 — X are selected from 27¢, ¢ =0,1,...,18.

advertisement-specific influence centralities can be defined by using a specific path measure that
models influence cascades in such networks.

6.1 Exponentially twisted sampling in attributed networks

Now we generalize the probabilistic framework to attributed networks. An attributed network is
a generalization of a graph G(V, E) by assigning each node u € V an attribute hy (u) and each edge
e € F an attribute hg(e). As such, an attributed network can be represented as G(V, E, hy (), hg(+)),
where hy () and hg(-) are called the node attribute function and the edge attribute function,
respectively.

For a path r that traverses a sequence of nodes {uy, us, ..., ux_1,u;} in a attributed network, we
can define a path measure f(r) as a function of the attributes of the nodes and edges along the
pathr, ie.,

{hv(ur), ... by (ug), hp(ur, ug), . hip(ug—1, ug) }-

In this section, we assume that a path measure f(-) is a mapping from the set of paths R to an
L-dimensional real-valued vector in R, i.e

f(r) = (fulr), fa(r), - fr(r),

where f;(+),i=1,2,..., L, are real-valued functions.

Now suppose that we use the probability mass function py(r) to sample a path  in G(V, E). The
question is how the sampling distribution should be changed so that the average path measure
is equal to a specified vector f. In other words, what is the most likely sampling distribution p(-)
that leads to the average path measure f given that the original sampling distribution is py(-)?
For this, we introduce the Kullback-Leibler distance between two probability mass functions p(-)

and po(-):
D(pllpo) = > p(r) plr) ) (101)

reR )

The Kullback-Leibler distance is known to be nonnegative and it is zero if and only if p(-) = py(-)
(see e.g., [76]). Also, according to the Sanov theorem (see e.g., the books [76], [77]), the larger the
Kullback-Leibler distance is, the more unlikely for py(-) to behave like p(-). Thus, to address the
question, we consider the following constrained minimization problem:
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min  D(p||po)

s.t. Zp(r) =1,

reR

> frp(r) =T (102)

reR

The first constraint states that the total probability must be equal to 1. The second constraint states
that the average path measure must be equal to f with the new sampling distribution p(-).

The above minimization problem can be solved by using Lagrange’s multipliers a € R and
6 € R” as follows:

= Dpllpo) + (1= p(r))

reR
+0- (f = > f(r)p(r)). (103)
reR
Taking the partial derivative with respect to p(r) yields
ol
=logp(r) +1—logpe(r) —a—6- f(r)=0. (104)
Op(r)
Thus,

p(r) =exp(a — 1) x exp(0 - f(r)) * po(r). (105)

Since ), ., p(r) = 1, it then follows that

p(r) = Cxexp(0- f(r)) *po(r), (106)

where 1
O S e ) * o) (107)

is the normalization constant.
To solve the parameter vector 6, we let

F = log(1/C).

The quantity F' is called the free energy as it is analogous to the free energy in statistical mechanic
[4]. Also, the parameter vector 6 is called the inverse temperature vector. It is easy to see that for

i=1,2,..., L that
OF

o5 = 2 fitrp() = T. (108)
! reR
These L equations can then be used to solve §;,i =1,2,..., L.

Once we have the sampling distribution in (106), we can define a bivariate distribution pyw (u, w)
as in (4). Specifically, let R, ,, be the set of paths from u to w and U (resp. W) be the starting (resp.
ending) node of a randomly select path according to the sampling distribution in (106). Then the
bivariate distribution

pow(u,w) =PU =u,W =w) = Z p(r) (109)

TERu,w
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is the probability that the ordered pair of two nodes (U, W) is selected and it can be viewed as a
similarity measure from node u to node w. Analogous to the discussion of a sampled graph in the
previous section, the marginal distribution of the random variable U (resp. W), i.e., py(u) (resp.
pw(w)), can be viewed as the out-centrality of u (resp. in-centrality of w).

To summarize, in order to define the out-centrality and the in-centrality of an attributed
network, one needs (i) the original sampling distribution py(-) for the network, and (ii) the path
measure f(-) of the attributed network. Once a specified average path measure f (or the inverse
temperature vector ) is given, one can have the new sampling distribution p(-) in (106). This then
leads to the bivariate distribution in (109). The marginal distributions of that bivariate distribution
then correspond to the out-centrality and the in-centrality of the attributed network.

6.2 Influence centralities in signed networks

In this section, we consider a special class of attributed networks, called signed networks. A signed
network G = (V, E, hg(+)) is an attributed network with an edge attribute function /() that maps
every undirected edge in E to the two signs {+, —}. We represent the positive (resp. negative)
sign by 1 (resp. -1). An edge (u, w) mapped with the + sign is called a positive edge, and it is
generally used for indicating the friendship between the two nodes u and w. On the other hand,
an edge mapped with the — sign is called a negative edge. A negative edge (u, w) indicates that u
and w are enemies.

One interesting question for signed networks is how the nodes in signed networks are ranked.
Such a question was previously addressed in [98] by using a signed random surfer model that
consists of a positive surfer and a negative surfer. Instead of using the signed random surfer
model, our idea for this question is to use opinion dynamics. If v and w are connected by a positive
(resp. negative) edge, then it is very likely that v will have a positive (resp. negative) influence
on w and vice versa. As such, if we start from a node « with a positive opinion on a certain topic,
then a neighbor of node u connected by a positive (resp. negative) edge will tend to have the
same (resp. the opposite) opinion as node u has. Now we can let the opinion propagate through
the entire network (via a certain opinion dynamic) and count the (expected) number of nodes
that have the same opinion as node « has. If such a number is large, then it seems reasonable to
say that node u has a large positive influence on the other nodes in the network. In other words, a
node u has a large positive influence if there is a high probability that the other end of a randomly
selected path has the same opinion as node u. This then leads us to define the notion of influence
centralities for ranking nodes in signed networks.

The above argument is based on the general belief that “a friend of my friend is likely to be my
friend” and “an enemy of my enemy can be my friend” in [4]. As such, for a path r that traverses

a sequence of nodes {uy,us, ..., u;} in a signed network, we define the following path measure
as the product of the edge signs along the path, i.e.,
foy="JI hew,u). (110)

(us,uit1)€ET

Note that f(r) is either 1 or -1 as the edge attribute function hp(-) that maps every undirected
edge in £ to {1, —1}.

As an illustrating example, let us consider sampling the undirected network G = (V, E) by
a random walk with path length 1 or 2. Such sampling methods are previously addressed in
Example 4 and Example 13.

Example 34. (Sampling by a random walk with path length 1 or 2) For an undirected graph
G(V, E) with n nodes, let m = |E| be the total number of edges, k, be the degree of node v,
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v=1,2,...,n,and A = (a;;) be the adjacency matrix. A path r with length 1 can be represented
by the two nodes {u;, u,} it traverses. Similarly, a path with length 2 can be represented by the
three nodes {uy, us, us} it traverses. A random walk with path length not greater than 2 can be
generated by the following two steps: (i) with the probability k,/2m, an initial node v is chosen,
(ii) with probability 3;, ¢ = 1,2, a walk with length i is chosen. As such, we have

B ; _
ﬁauhug; lf r= {u17u2}7

po(r) = (111)

B2 Guy ugGug,ug : _
o Ky ,if r = {uy, ug, us},

where 5, + 3, = 1 and 8; > 0, i = 1,2. For an undirected network, we have a, ; = a;, for all
1,7 =1,2,...,n. Thus, in view of (111), we also have

po(r) = po(Rev(r)), (112)

where Rev(r) is the reverse path of r. Moreover, if §; = 0, then the random walk has path length
1, and this is equivalent to sampling by uniformly selecting an edge.

With the sampling distribution py(r) from a random walk with path length 1 or 2 in Example
34, we have follows from (106), (110) and (111) that

C - efhe(uiug) éB_l

if r = {ug, us},

a’u,1,’u27

p(r) =
C - efhe(uiuz)hp(ug,us) | B2 Guyupug ug

2m ku, )

if r = {uy, ug, us}.
(113)

The constant C' in (113) is the normalization constant. Summing all the paths from u to w yields
the bivariate distribution

pU,W(U;w) — Cv|:€6hE(u,w) . f_la

0-hg(u,u2) -hp(u2,w) | &au,waw,W] 114
- % ‘ 2m  ky, ' (114)
ug

The marginal distribution of the bivariate distribution, denoted by Py (u), is called the influence
centrality of node u (with respect to the inverse temperature 6).

If we only select paths with length 1, i.e., 5> = 0 in (114), then there is a closed-form expression
for the influence centrality. For this, we first compute the normalization constant C' by summing
over v and w in (114) and this yields

C = m (115)

mtel + m—e?0’

where m™ (resp. m™) is the total number of positive (resp. negative) edges in the graph. Thus, for
62 = O/

pulu) = ZPU,W(an)

weV
(ke +k;e™?)
2(mte? +m—e?)’

(116)

where k| (resp. k) is the number of positive (resp. negative) edges of node w.
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Now suppose we require the average path measure f to be equal to some fixed constant —1 <

~v < 1. Then we have from (108) that
- OF
L T
m*exp(f) — m~ exp(—0)
= 117
m* exp(0) + m~ exp(—0)’ (117)

where F' = log(1/C') with C in (115) being the free energy. This then leads to

,/m~(1+7)

0 = In( (=)

). (118)
Now we discuss the connection of the influence centralities with the three degree ranking meth-
ods: (i) ranking by the number of positive edges (positive degree), (ii) ranking by the number
of negative edges (negative degree), and (iii) ranking by the total number of edges (total de-
gree). When v — 1, we have from (118) that § — oo. As a result from (116), Py(u) — L

2m+t
and this corresponds to positive degree ranking. On the other hand, when v — —1, we have

0 — —oo and Py(u) — ;2. This corresponds to negative degree ranking. Finally, if we choose
v=(m*—m7)/(m*+m~), then § = 0 and Py (u) = £=. This corresponds to total degree ranking.

Thus, different choices of v lead to different ranking methods. We will illustrate this further in
Section 6.5.

6.3 Trust centralities in sighed networks

As discussed in the previous section, the influence centralities are based on the general belief
that “an enemy of my enemy can be my friend.” Such a statement might be valid for modelling
opinion dynamics. However, it is not suitable for modelling trust. In addition to the interpretation
of a signed edge as the friend/enemy relationship, another commonly used interpretation is the
trusted /untrusted link. A path r that traverses a sequence of nodes {uy, us, ..., u;} can be trusted
if every edge is a trusted link so that there exists a chain of trust. In view of this, the notion of trust
centrality in a signed network can be defined by using the path measure f that is the minimum
of the edge signs along the path, i.e,,
fr)= min _ hp(u, i) (119)
(wi uiy1)€T

If we use the random walk with path length 1 or 2 to sample a path r in G(V, E) as in (111), then
the sampling distribution for the signed network with the path measure in (119) can be written

as follows:
C - efhe(uiug) . B

i ’ 2m
if r = {uy, us},

aul ;U2

p(r) = ,
C . 60~m1n[hE(ul,ug),hE(ug,u))] . B2 Ouq,upQugiug
2m Kug )

if r = {ul, Usg, Ug}.
(120)
Moreover, we have the following bivariate distribution

Ohg(u,w) | 61 a
u,w
2m

pow(u,w) = C[e
+ Z e@-min[hE(u,ug),hE(ug,w)} . &auﬂmauz,w]

2m  k
u2eV u2

(121)
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where C' is the normalization constant. The marginal distribution of the bivariate distribution,
denoted by Py (u), is the trust centrality of node u (with respect to the temperature ¢). We note
that if we only select paths with length 1, i.e., 32 = 0, then the trust centrality is the same as the
influence centrality in (116).

6.4 Advertisement-specific influence centralities in networks with node attributes

In this section, we consider another class of attributed networks that have node attributes. For a
graph G(V, E) with the node attribute function hy (u) that maps every node u to a vector in R*

(hw1(u), hvg(U), ey hv@(U)). (122)

One intuitive way to interpret such an attributed network is to view the graph G(V, F) as a social
network with n users and the attribute vector in (122) as the scores of user u on various topics.
Now suppose an advertisement z can be represented by a vector of scores (21, 29,...,21) with
z; being the score of the i topic. Then we would like to find out who is the most influential
user in the network to pass on the advertisement z. Such a problem was previously studied in
[99] for ranking nodes in Twitter. In TwitterRank [99], a two-step approach was used. First, a
topic-specific ranking is obtained for each topic by using a random surfer model similar to that
in PageRank [5]. The second step is then to take the weighted average over these topic-specific
rankings. Specifically, suppose that R7;(u) is the ranking for topic ¢ and user u. TwitterRank for
advertisement 2 and user u is then defined as the following weighted average:

L
> "z RT(u). (123)
i=1

One flaw for such a two-step approach is that it neglects the fact that the propagation of a

specific advertisement through a user depends on how much a user “likes” the advertisement.

To model how much a user “likes” an advertisement, we use the similarity measure from the

inner product of the score vector of the user and that of the advertisement. It is possible that in

a cascade of two users {u;,us}, both users like the advertisement because their inner products

are large, but user u; likes one topic in that advertisement and user u, likes another different

topic in that advertisement. Such a cascade cannot be modelled by using the two-step approach
in TwitterRank [99]. In view of this, it might be better to use a one-step approach for computing
advertisement-specific influence centralities. As the influence centralities in the previous section,
we propose using opinion dynamics through a path. For a path r that traverses a sequence of

nodes {uy, us, ..., u,_1,u;} in the attributed network, we define the following path measure
L
FOr) =min[) "z - hy,(w). (124)

uer 4
=1

6.5 Experimental results for the influence centralities in signed networks

In this section, we evaluate the influence centralities in signed networks by using the real dataset
from the political blogs in [100]. The network in [100] is a directed network of hyperlinks between
weblogs collected around the time of the United States presidential election of 2004. There are
1,490 nodes and 19,090 edges in this dataset. These 1490 nodes can be partitioned into two
(ground-truth) communities (parties). In order to have a signed network for our experiment, we
add 4,000 negative edges between two nodes chosen randomly from each community. We then
symmetrize the adjacency matrix by using the matrix A + A" (to obtain an undirected network).
We also delete the nodes with degree smaller than 7, and remove self edges and multiple edges.
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Fig. 15. The ranking result of influence centrality by 8.=0 with different theta

As a result, we obtain a simple undirected signed network with 863 nodes and 16,650 edges,
including 15,225 positive edges and 1,425 negative edges.

For our experiment, we use sampling by a random walk with path length 1, i.e,, 5 = 0 in
Example 34. In Figure 15, we show the ranking results of the influence centralities for six values
of . The corresponding 6 is computed from (118). The top 100 nodes are marked with different
colors, 1-20 in red, 21-40 in orange, 41-60 in yellow, 61-80 in green and 81-100 in blue. When ~
is chosen to be -0.9 in Figure 15(a), the top 100 nodes seem to be uniformly distributed among
all the nodes. It is interesting to see that the top 100 nodes gradually move toward the “center”
of each community when the value of + is increased. Also, these top 100 nodes are separated
into the two communities, and they are closely packed with each other around the center of each
community. In our plots, the nodes near the center of each community have large degrees. As
discussed in Section 6.2, the choice of v is closely related to the three degree ranking methods:(i)
ranking by the number of positive edges (positive degree), (ii) ranking by the number of negative
edges (negative degree), and (iii) ranking by the total number of edges (total degree). To further
illustrate the connection between the influence centrality and the three degree ranking methods,
we compute the Jaccard index between the top 100 nodes obtained from the influence centrality
and the top 100 nodes obtained from each of the degree centrality method. Recall that the Jaccard
index between two sets S; and S, is computed as follows:

|S1 M Sy
J (51, 52) S U5 (125)
In Figure 16, we plot the three curves of the Jaccard indices with respect to . One can see that
the Jaccard index for the curve from ranking by negative degree is a decreasing function of ~,
while the other two curves are increasing functions of v. This shows that the influence centrality
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with ~ close to -1 is mostly in line with ranking by negative degree. On the other hand, the
influence centrality with v close to 1 is mostly in line with ranking by positive degree. This is
because increasing 7 increases the probability that a positive edge is sampled (and decreases the
probability that a negative edge is sampled). Note that there is a slight difference between ranking
by positive degree and ranking by total degree when 1 is close to 1 as ranking by total degree still
counts the number of negative edges and those negative edges have little chance being selected
when 7 is close to 1.
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Fig. 16. The three Jaccard index curves between the influence centralities and the three degree centralities for the top 100 nodes.

6.6 Experimental results for the advertisement-specific influence centralities

In this section, we evaluate the performance of the advertisement-specific influence central-
ity by using the MemeTracker dataset [101]. Such a dataset collects the quotes and phrases,
called “memes,” that frequently appear over time across mass media and personal blogs. To
obtain the advertisement information from these memes, we use Carrot2 [102], an open source
clustering engine, to classify memes into fifteen topics including “People”, “Going”, “Know”,
“Years”, “Way”, “United States”, “States”, “Life”, “Believe”, “Lot”, “Love”, “America”, “Coun-
try”, “Barack Obama” and “Obama”. As “United States” and “Barack Obama” are clearly subsets
of the two topics, “States” and “Obama”, they are merged into these two topics. Therefore, we
obtain a dataset with thirteen topics. As in the previous experiment, we delete the nodes with
degree smaller than 7, and remove self edges and multiple edges. This then leads to an attributed
network with 2082 nodes and 16,503 edges.

Again, we use sampling by a random walk with path length 1, i.e., 8, = 0 in Example 34. The
inverse temperature 0 is set to be 0.2 (as the top 250 nodes do not change when 6 is larger than
0.2 in our experiments). In Figure 17, we show the ranking results for the six most frequently-
used phrases, i.e., “Going”, “Know”, “People”, “Years”, “America”, and “Obama”. As shown in
Figure 17, different topics lead to different ranking results. Additional experimental results for
the ranking method that combines various topics can be found in the full report [103].
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Fig. 17. The ranking results of advertisement-specific influence centralities with different topics

7 INTRODUCTION TO CLUSTERING
7.1 Literature review

Clustering is one of the most fundamental problems in data analysis and it has a lot of applications
in various fields, including Internet search for information retrieval, social network analysis for
community detection, and computation biology for clustering protein sequences. The problem
of clustering has been studied extensively in the literature (see e.g., the books [38], [39] and the
historical review papers [40], [41]). For a clustering problem, there is a set of data points (or
objects) and a similarity (or dissimilarity) measure that measures how similar two data points
are. The aim of a clustering algorithm is to cluster these data points so that data points within the
same cluster are similar to each other and data points in different clusters are dissimilar.

As stated in [41], clustering algorithms (like community detection algorithms) can be divided
into two groups: hierarchical and partitional. Hierarchical algorithms can further be divided into
two subgroups: agglomerative and divisive. Agglomerative hierarchical algorithms, starting from
each data point as a sole cluster, recursively merge two similar clusters into a new cluster. On
the other hand, divisive hierarchical algorithms, starting from the whole set as a single cluster,
recursively divide a cluster into two dissimilar clusters. As such, there is a hierarchical structure
of clusters from either a hierarchical agglomerative clustering algorithm or a hierarchical divisive
clustering algorithm.

Partitional algorithms do not have a hierarchical structure of clusters. Instead, they find all the
clusters as a partition of the data points. The K-means algorithm is perhaps the simplest and the
most widely used partitional algorithm for data points in a Euclidean space, where the Euclidean
distance serves as the natural dissimilarity measure. The K-means algorithm starts from an initial
partition of the data points into K clusters. It then repeatedly carries out the Lloyd iteration [104]
that consists of the following two steps: (i) generate a new partition by assigning each data point
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to the closest cluster center, and (ii) compute the new cluster centers. The Lloyd iteration is known
to reduce the sum of squared distance of each data point to its cluster center in each iteration and
thus the K-means algorithm converges to a local minimum. The new cluster centers can be easily
found if the data points are in a Euclidean space (or an inner product space). However, it is in
general much more difficult to find the representative points for clusters, called medoids, if data
points are in a non-Euclidean space. The refined K-means algorithms are commonly referred
as the K-medoids algorithm (see e.g., [42], [38], [43], [44]). As the K-means algorithm (or the
K-medoids algorithm) converges to a local optimum, it is quite sensitive to the initial choice of
the partition. There are some recent works that provide various methods for selecting the initial
partition that might lead to performance guarantees [45], [46], [47], [48], [49]. Instead of using
the Lloyd iteration to minimize the sum of squared distance of each data point to its cluster
center, one can also formulate a clustering problem as an optimization problem with respect to a
certain objective function and then solve the optimization problem by other methods. This then
leads to kernel and spectral clustering methods (see e.g., [50], [51], [52], [53], [54] and [55], [56]
for reviews of the papers in this area). Solving the optimization problems formulated from the
clustering problems are in general NP-hard and one has to resort to approximation algorithms
[57]. In [57], Balcan et al. introduced the concept of approximation stability that assumes all the
partitions (clusterings) that have the objective values close to the optimum ones are close to the
target partition. Under such an assumption, they proposed efficient algorithms for clustering
large datasets.

@

Fig. 18. A consistent change of 5 clusters.

Though there are already many clustering algorithms proposed in the literature, clustering
theories that justify the use of these clustering algorithms are still unsatisfactory. As pointed out
in [105], there are three commonly used approaches for developing a clustering theory: (i) an
axiomatic approach that outlines a list of axioms for a clustering function (see e.g., [106], [107],
[108], [109], [110], [111]), (ii) an objective-based approach that provides a specific objective for
a clustering function to optimize (see e.g., [112], [57], and (iii) a definition-based approach that
specifies the definition of clusters (see e.g, [113], [114], [115]). In [109], Kleinberg adopted an
axiomatic approach and showed an impossibility theorem for finding a clustering function that
satisfies the following three axioms:

(i) Scale invariance: if we scale the dissimilarity measure by a constant factor, then the
clustering function still outputs the same partition of clusters.



54

(i) Richness: for any specific partition of the data points, there exists a dissimilarity
measure such that the clustering function outputs that partition.

(iii) Consistency: for a partition from the clustering function with respect to a specific
dissimilarity measure, if we increase the dissimilarity measure between two points in
different clusters and decrease the dissimilarity measure between two points in the
same cluster, then the clustering function still outputs the same partition of clusters.
Such a change of a dissimilarity measure is called a consistent change.

The impossibility theorem is based on the fundamental result that the output of any clustering
function satisfying the scale invariance property and the consistency property is in a collection
of antichain partitions, i.e., there is no partition in that collection that in turn is a refinement of
another partition in that collection. As such, the richness property cannot be satisfied. In [112], it
was argued that the impossibility theorem is not an inherent feature of clustering. The key point
in [112] is that the consistency property may not be a desirable property for a clustering function.
This can be illustrated by considering a consistent change of 5 clusters in Figure 18. The figure is
redrawn from Figure 1 in [112] that originally consists of 6 clusters. On the left hand side of Figure
18, it seems reasonable to have a partition of 5 clusters. However, after the consistent change, a
new partition of 3 clusters might be a better output than the original partition of 5 clusters. As
such, they abandoned the three axioms for clustering functions and proposed another three similar
axioms for Clustering-Quality Measures (CQM) (for measuring the quality of a partition). They
showed the existence of a CQM that satisfies their three axioms for CQMs.

As for the definition-based approach, most of the definitions of a single cluster in the literature
are based on loosely defined terms [38]. One exception is [113], where Ester et al. provided a
precise definition of a single cluster based on the concept of density-based reachability. A point p is
said to be directly density-reachable from another point ¢ if point p lies within the e-neighborhood
of point ¢ and the e-neighborhood of point ¢ contains at least a minimum number of points. A
point is said to be density-reachable from another point if they are connected by a sequence of
directly density-reachable points. Based on the concept of density-reachability, a cluster is defined
as a maximal set of points that are density-reachable from each other. An intuitive way to see such
a definition for a cluster in a set of data points is to convert the data set into a graph. Specifically, if
we put a directed edge from one point p to another point ¢ if point p is directly density-reachable
from point ¢, then a cluster simply corresponds to a strongly connected component in the graph.
One of the problems for such a definition is that it requires specifying two parameters, ¢ and the
minimum number of points in a e-neighborhood. As pointed out in [113], it is not an easy task to
determine these two parameters.

Mapping data points and the associated similarity (or dissimilarity) measure to a graph has
several advantages, including (i) rich theories and algorithms: there are many well-known graph
theories and algorithms that can be used, (ii) sparsification: the adjacency matrix of a graph
can be made to be sparse by considering neighboring points within a limited distance, and (iii)
manifold discovery: it is possible to map high dimensional data in a Euclidean space to a graph
to discover the embedded manifold by using the geodesic distance in the graph. Clustering in
a graph is commonly referred to as the community detection problem in the literature and there
are many algorithms that have been proposed for the community detection problem (see e.g., the
review papers in [11], [24] and the comparison studies of these algorithms in [36], [37], [17]). Most
importantly, the probabilistic framework developed for structural network analysis can now be
used for clustering.

In this following, we briefly review several commonly used clustering algorithms. Readers are
referred to the book [39] for more detailed references.
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ALGORITHM 4: The K-means Algorithm

Input: A data set 2 = {z1,22,...,2,} in R” and the number of sets K.

Output: A partition of sets {51, 52, ..., Sk}

(0) Initially, choose arbitrarily K centroids a4, as, ..., ax.

(1) For each data point =, compute (x — ax)” (x — a;) for each centroid ay. Find the centroid
to which the point z is closest. Assign that point = to the set of that centroid.

(2) Adjust the centroid of every set by using (127).

(3) Repeat from (1) until there is no further change.

7.2 K-means: clustering data points in a Euclidean space

The K-means algorithm (see Algorithm 4) is commonly used to solve the clustering problem for
data points in a Euclidean space (or more generally an inner product space). In the K-means
algorithm, initially K centroids are chosen to represent K clusters. Then there are two iterative
steps in the K-means algorithm: (i) assigning each point to the closest centroid, and (ii) recompute

the centroid of each cluster after each assignment. Specifically, suppose that Q = {z,z,,...,2,}
contains data points in R?, and that the number of sets K for the partition of (2 is given in
advance. The K-means algorithm finds a partition S;, S5, ..., Sy that achieves a local optimum of
the objective function
K
> D (o —an) (@ — ), (126)
k=1 z€Sy
where
a x 127
e |5k:| %S: (127
TESE

is the centroid of the set of points in Sj (see e.g., [41]). The centroid a acts as a representative
point for Sj. Let ¢(x) be the index of the set to which = belongs. Then one can write the objective
function in (126) as follows:

Z Z (ZL‘ - a/f)T(x - a/f) = Z(x - ac(z)>T(fL' - CLc(gc))' (128)

k=1 z€Sg e

Thus, the objective function is equivalent to minimize the sum of the square of the distance be-
tween each point and its representative point. It is well-known that the computational complexity
of the K-means algorithm is O(pKnlI), where [ is the number of iterations. One problem of the
K-means algorithm is the choice of the initial centroid in Step (0). For the choice of the initial
centroids, it is suggested that the initial centroids should not too close to each other (see e.g., [46],
[47], [48], [49] for additional references on this).

To see how the K-means algorithm works. Let S}, £ = 1,2,..., K be the K sets after the first
step. Also, let /() be the index of the set to which = belongs after the first step. In view of the
minimization step for points, we have

(ZIZ’ - ac(:l:))T(a7 - ac(x)) > ([E - ac’(z))T(x - ac/(x))
and thus

K
Z(fﬂ—%(m)) T — Qe(z) >Zx—acx ( — av(z)) Z (. — ap)” (z — ayg).

e e =1 zeS’
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Let aj, be the centroid of S}, k =1,2,..., K. One key property of a centroid is that
Y w—a) (@—a) <) (z—y) (z—y),
z€S), z€S),

for any point y. Thus,

NS - a) @ —a) 2 Y Y @ - a) (@ - af) = 3 — avw)” (@ — aog).

k=1 z€S), k=1 zeS! zeQ)
After these two steps, we then have
Z(x—ac(x)) T — Ge(z)) > Z T — G (g) x—ac/(x))
xeQ) €N

and the value of the objective function is non-increasing in each iteration.
Instead of viewing the K-means algorithm as a minimization problem for the objective function
in (128), it can also viewed as a maximization problem for a “similarity” measure. Let

g(z,y) = 2"y, (129)
and
9(S1,8) = > > gla,y), (130)
xESl yGSQ

for any two sets S; and \S,. In addition to minimizing the objective function in (128), the K-means
algorithm is also known to maximize the following objective function:

Z Lot 131)

where | S| is the number of elements in S. To see this, we note from (127) that

Z (x — ap)" (z — ag,)

€Sk
SDIEEE D O S
€Sy | €S YyESK
9(Sk, Sk)
= g(l’,l‘) - T
€Sk k

Thus, maximizing »,_, ? (‘? glj’“) is equivalent to minimizing >7," | >° ¢ (v — ar)" (z — a).

Note that the objective function in the maximization problem in (131) is normalized with respect
to the sizes of the output sets. As such, the K-means algorithm tends to output “clusters” with
even sizes. This could be a problem if the sizes of the clusters that one would like to detect are
very different. To illustrate this, we show an example in Figure 19, where there are two clusters
centered at (0,0) and (6, 0), respectively. The cluster centred at (0, 0) consists of 5000 points within
the radius of 4, and the cluster centered at (6,0) consists of 500 points within the radius of 1. As
shown in Figure 19, the K-means algorithm fails to detect the desired clusters. The centroids of the
two clusters from the K-means algorithm are (0.0178, —0.0302) and (3.9781, —0.4706), respectively..
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Fig. 19. An illustrating example of the K-means algorithm for the problem with uneven cluster sizes.

7.3 K-medoids: clustering data points in a non-Euclidean space

In a non-Euclidean space, there is no notion of centroid that can be used for representing a cluster
of points. Instead, various notions of medoids (or clusteroids) were proposed to represent clusters,
e.g., (i) the sum of the distance to the other points in the cluster, (ii) the maximum distance to
another in the cluster, and (iii) the sum of the squares of the distances to the other points in the
clusters (see e.g., the book [39]).

In particular, the K-medoids algorithm (see Algorithm 5) is an extension of the K-means
algorithm to a non-Euclidean space with a distance measure d(-,-) that uses the sum of the
distance to the other points in the cluster to find the the medoid of a cluster. Note that there are
two key properties in the minimization process of the K-means algorithm: (i) use the centroid as
the representative point for a set and assign each point to the nearest centroid, and (ii) identify
the new representative point, i.e., the new centroid, after the assignment. As there is no centroid
for a set in a non-Euclidean space, one quick fix is to represent a set by the point in the set that
minimizes the sum of the distance between a point in the set and the representative point. The
representative point is then called a medoid. Specifically, consider a set Sj. Then the medoid of S,
denoted by my, is

my, = arg min d(x,y). (132)

Following the same argument as in the K-means algorithm, the K-medoids algorithm also
reduces in each iteration the value of the objective function, ie., Y . d(z, mey)) with c(x)
denoting the index of the set to which = belongs to. As such,t he K-medoids algorithm converges
to a local optimum.

7.4 Spectral clustering: clustering data points with a similarity measure

In this section, we consider a set of n data points, Q@ = {z,xs,...,7,}. We assume there is a
symmetric similarity measure g(x,y) (ie., g(z,y) = g(y,z)) for any two points z and y in 2 and
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ALGORITHM 5: The K-medoids Algorithm

Input: A data set Q = {z,29,...,x,} with a distance measure d(-, -) and the number of sets
K.

Output: A partition of sets {51, 52, ..., Sk}

(0) Initially, choose arbitrarily K medoids m;, ma, ..., mg € Q.

(1) For each data point z, find the medoid to which the point z is closest. Assign that point
x to the set of that medoid.

(2) Find the new medoid of every set by using (132).

(3) Repeat from (1) until there is no further change.

each data point z is associated with a positive weight w(x) (i.e., w(x) > 0). For any two sets S; and

Ss, let
9(S1,82) =Y ) gla.y). (133)
z€S) yeSs
Also, for any set S, let
w(S) = w(x). (134)
zes

A K-way partition of ) consists of K disjoint nonempty sets Sy, Ss, ..., Sk such that the union of
these K sets is Q (i.e., (i) |S;| > 1 for all i, (ii) S;N.S; is an empty set for i # j, and (iii) UE_, ), = Q).
Let F be the collection of all K-way partitions of 2. Motivated by the maximization problem for
the K-means algorithm in (131), we consider the following maximization problem:

max Z g Sk’ Sk (135)

s.t. {51, 52, o Sn} e F. (136)

A K-way partition that has a very high objective value of this optimization problem may be
considered as a good solution of the clustering problem of 2 as data points in the same set are
similar to each other.

It is well-known that the optimization problem in (135) is NP-complete and is related to the
trace maximization problem [50], [116], [117]. An n x K matrix H is called a partition matrix
of Qif H € {0,1}"*X, 1TH > 0, and H1x = 1,, where 15 and 1, are K dimensional and n
dimensional column vectors with all its elements being 1. One can view a partition matrix H as
a bi-adjacency matrix of a bipartite graph that maps the n data points to the K sets of a K-way
partition {51, 5, ..., Sk}, and thus there is a one-to-one mapping between a partition matrix and
a K-way partition. Let Hj be the k' column vector of H (that represents the set of data points
in Sy). Also, let G = (g(z,y)) be the n x n similarity matrix and D = diag(w(z1), w(xs), ... w(z,)).
Then the optimization problem in (135) can be represented equivalently as follows:

HTGH,
max Z H:T D, (137)
st. He{0,1}K
17H >0,
Hlg =1,.

As shown in [116], one can use the scaled partition matrix

H=H(H"DH) : (138)
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ALGORITHM 6: The Spectral Clustering Algorithm

Input: A data set 2 = {zy, 2o, ..., x,}, a symmetric similarity matrix G = (¢(-, -)), a positive
weight vector w = (w(z1), w(za), ..., w(z,)) and the number of sets K.

Output: A partition of sets {51, 52, ..., Sk}

(0) Let D = diag(w(xq), w(za), ... w(x,)).

(1) Let Zy,Z,, ..., Zx be the K largest eigenvectors of the matrix D :GD~: (chosen to be
orthogonal to each other). Form the n x K matrix Z = (z; ;) = [Z1,Z,, ..., Zk] by stacking
these K eigenvectors in columns.

(2) Form the n x K matrix Z = (% ;) from Z by renormalizing each row in Z to have unit
length, i.e.,

5= —d
b T K a1
(Ze:1 Z?z) 2
(3) Treat each row of Z as a point in R* and use the K-means algorithm to cluster these n
points. 3
(4) Assign z; to the set Sy, if row i of Z is assigned to the k'™ cluster by the K-means
algorithm.

to represent the objective function in (137) by tr(HTGH), where tr denotes the trace of a matrix.
Since ) ) ) 1
H"DH = (H"DH) *H'"DH(H"DH)™ = I

Y

one can relax the integer constraints in the optimization problem in (137) and consider the
following maximization problem:
max tr( A GH) (139)
st. H'DH =I.

To convert the trace maximization problem to the standard form, one can further let

~

H=D>H. (140)

N

This then leads to

maxtr(HT D 2GD 2 H) (141)
s.t. HTF[ = IK.

Since the matrix D~2G D2 is a real symmetric matrix, it is diagonalizable. As stated in [55], a
version of the Rayleigh-Ritz theorem shows that the solution of the trace maximization problem in
(141) is given by choosing H as the matrix which contains the largest K eigenvectors of D :GD:
as columns. As the trace maximization problem in (141) is a relaxation of the optimization prob-
lem in (135), this also gives an upper bound on the objective value of the optimization problem
in (135). Specifically, let A;, Mg, ..., Ak be the K largest eigenvalues of the matrix D=3GD~=. Then
the objective value of the optimization problem in (135) is bounded above by S°& ),

The rest of the problem is to map the solution for the trace optimization problem in (141) back to
the solution space for the optimization problem in (137) (that requires the solutions to be binary).
For this, we follow the approach in [118] that treats the largest K eigenvectors of D~2G'D"2 as the
teatures of the n points and applies the K-means algorithm to cluster these n points. The details
of the spectral clustering algorithm is given in Algorithm 6.
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To see the insight of the spectral clustering algorithm, let us consider the case with equal
weights, i.e., w(z;) = 1 for all i. Let ¢ be the mapping from 2 to R* such that fori =1,2,...,n,

o) = (Zin, Zigs -+ - Zi i) (142)
Also, let
gz, y) = ¢(x)" o(y)- (143)
Note that the K-means algorithm in Step (3) of Algorithm 6 is to maximize
o (5% 5¢) (144
= |5

In other words, the spectral clustering algorithm simply transforms the optimization problem in
(135) to the optimization problem in (144) and hope that a good partition for the transformed
optimization problem is also a good partition of the original optimization problem. Such a
transformation would be exact if the matrix G is a positive definite (kernel) matrix and X = n. In
such a scenario, the spectral clustering algorithm reduces to the kernel K-means in [32]. However,
in practice K is much smaller than n, such a transform can be good if there is a significant spectral
gap so that the similarity matrix G can be well approximated by the matrix factorization

G~ 77", (145)

where Z is the n x K matrix in Step (2) of Algorithm 6. In view of (145), one might construct Z by
using the largest L eigenvectors of G for some L # K. In particular, for K = 2, one might simply
select the largest eigenvector of G and cluster the positive elements of that vector in one set and
the rest in the other [66].
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Fig. 20. A dataset plotted with different scales of the two axes.

8 CLUSTERING DATA POINTS IN A METRIC/SEMI-METRIC SPACE

Clustering is in general considered as an ill-posed problem. To see that there does not exist the
so-called “ground-truth” clusters for this ill-posed problem, in Fig. 20 we plot a set of 1250 data
points on a plane with different scales of the two axes. A quick glance at this figure might yield
tive (resp. four, three and one) clusters in Fig. 20 (a) (resp. (b), (c) and (d)). As such, the answer of
the number of clusters in the same dataset depends on how one “views” this dataset.

To provide a viewpoint, one needs a sampling method for the dataset. For this, we consider a
set of data points Q2 = {21, z,,...,,} in a semi-metric space, in which there is a semi-metric that
measures the distance between two points. Our idea of sampling the data points in a semi-metric
space is to consider a complete graph with n nodes and n self edges and then maps each data
point in € to a node in the graph with the edge weight between two nodes being the distance
between the corresponding two points in 2. By doing so, the problem of clustering in a semi-
metric space is transformed to a community detection problem of a weighted graph. There are
several well-known sampling techniques developed for community detections as described in
the previous sections. In this section, we are particularly interested in the exponentially twisted
sampling technique in which one can specify the desired average distance from the sampling
distribution to detect clusters with various resolutions.

8.1 [Exponentially twisted sampling

In this section, we use exponentially twisted sampling to sample the set of data points in a
semi-metric space.

We consider a set of n data points, Q2 = {x1,2,...,2,} and a distance measure d(z,y) for any
two points = and y in Q. The distance measure d(-,-) is said to be a semi-metric if it satisfies the
following three properties:

(D1)  (Nonnegativity) d(z,y) > 0.

(D2)  (Null condition) d(z,z) = 0.

(D3)  (Symmetry) d(z,y) = d(y, x).
If, furthermore, the triangular inequality in (D4) below is satisfied, then the distance measure is
said to be a metric.

(D4)  (Triangular inequality) d(z,y) < d(z, z) + d(z,y).

For this set of data points in a semi-metric space, we can view it as a weighted complete graph
with n self edges and the weight of an edge between two points is the corresponding distance of
the two points. If we sample two points Xand Y uniformly, then we have the following sampling
bivariate distribution: ]

pla.y) = . (146)
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for all z,y € Q. Using such a sampling distribution, the average distance between two randomly
selected points is
1
B XY=~ > dwy). (147)
€N ye
Suppose we would like to change another sampling distribution py(z,y) so that the average
distance between two randomly selected points, denoted by d, is smaller than E,[d(X,Y)] in (147).

By doing so, a pair of two points with a shorter distance is selected more often than another pair
of two points with a larger distance. For this, we consider the following minimization problem:

min D(pal|p)

s.t. Zzpk(l’hy) =1,

e ye

Z Z d(x,y) - pa(z,y) = d, (148)
e ye)

where D(p,||p) is the Kullback-Leibler distance between the two probability mass functions
p)\(l', y) and p(:E, y)/ i-e-/

Dallp) = 33 pae, o) log (P, (149)

e p(z,y)

The solution of such a minimization problem is known to be the exponentially twisted distribu-
tion as follows (see [76]):

pa(w,y) = Cxexp(A-d(z,y)) * p(z,y), (150)

where .
C = (151)
erﬂ Zyeﬂ eXp()\ ’ d(.lf, y)) * p(xa y)
is the normalization constant. As the distance measure d(-, ) is symmetric and p(z,y) = 1/n?, we

know that py(z,y) = pa(y, ). Moreover, the parameter A can be solved by the following equation:

g—]; = Z Zd(x,y) oAz, y) = d, (152)

e yed

where F' = log(1/C) is the free energy.

If we choose A < 0, then d < E,[d(X,Y)]. In Fig. 21, we plot the average distance d as a function
of \ for the dataset in Fig. 20. Clearly, as A — oo, d approaches to the maximum distance between
a pair of two points. On the other hand, as A — —oo, d approaches to the minimum distance
between a pair of two points. The plot in Fig. 21 allows us to solve (152) numerically.

We note that the following transformation for data points in a Euclidean space to a graph was
previously proposed in [118] for spectral clustering and in [51] for support vector clustering :

Agy = exp(—|z —yl*/20%),

where ||z — y|| is the Euclidean distance between the two points z and y, and o is the scaling
parameter. In view of this, ||z — y||? is a semi-metric and our exponentially twisted sampling is a
generalization of the transformation in [118], [51] from data points in a Euclidean space to data
points in a semi-metric space.

Now with the exponentially twisted distribution, we can define sampled graphs as before.

Definition 35. (Sampled graph) Let G be the complete graph with n nodes and n self edges.
Each node in G corresponds to a specific data point in 2 and the edge weight between two
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Fig. 21. The average distance d as a function of \ for the dataset in Fig. 20.

nodes is the distance measure between the corresponding two points in . The graph G
sampled by randomly selecting an ordered pair of two nodes (X, Y") according to the symmetric
bivariate distribution p,(z, y) in (150) is called a sampled graph and it is denoted by the two-tuple
(G, a5 0))-
Let
pa(z) =Y pale,y) (153)
ye
be the marginal probability that the point z is selected by using the sampling distribution p,(-, -).
The higher the probability is, the more important that point is. As such, p,(z) can be used for
ranking data points according to the sampling distribution p, (-, -), and it is called the centrality of
point z for the sampled graph (G, pa(-, -)). For example, if we choose very small A < 0 and replace
exp(Ad(z,y)) by 1 + Ad(z,y) in (150), then it is easy to see that ranking by using p,(z) is the same
as ranking by using
= d(z,y). (154)
yeN
Such a ranking method is known as the closeness centrality in the literature (see e.g., the book [4]).
The exponentially twisted sampling technique embeds a set of data points in a semi-metric
space into a sampled graph in Definition 35. As before, various notions for structural analysis of a
sampled graph can be defined and analyzed, including centrality, community and modularity.
Moreover, the problem of clustering in a semi-metric space is transformed to a community
detection problem of a weighted graph and that can be solved by using modularity maximization
algorithms in Section 3.
Definition 36. (Correlation, Community and Modularity) For a sampled graph (G, pi(:,-)), the
correlation between two points x and y (cf. (58)) is defined as follows:

Y (z,y) = palz,y) — pa(z)pA(y), (155)
where py(z,y) is in (150). Using (146), (150), (151) and (153) in (155) yields
wy) = G _ Y > en €Y
ZzleQ ZZ2€Q eAd(Zl,ZQ) 22169 ZZQEQ e/\d(21722) ZmGQ ZzzEQ ekd(zhm)

Y oecq Doen (e’\(d(zlv@”d(w»y)) _ e/\(d(1'721)+d(z27y))>
zZ1 z9
- <ZZ1€Q ZZQEQ e)\d(zl,ZQ))Z (156)




64

40 40 40 40

20 %’ 20 w 20 ﬁ 20 a
! : & : g : &
> % > ﬁ.. ': > s Py ]
20 20 -20 -20
-40 -40 @ -40 $ -40 %
-20 0 20 40 60 -20 0 20 40 60 -20 0 20 40 60 -20 0 20 40 60
(a) The dataset in Fig. (b) A = —0.5 (c) A =-0.01 (d) A = —0.0001
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Fig. 22. An illustrating example for various resolutions of d (data points in different clusters are marked with different colors).

Define the modularity matrix Q = (yx(z,y)) be the n x n matrix with its (z, y)" element being
v (z, y). Moreover, the correlation between two sets S; and S, (cf. (59)) is defined as follows:

WS 82) =D > nlwy). (157)

TES1 YyES2

Two sets S; and S, are said to be positively correlated if v, (51, S2) > 0. In particular, if a subset
of points S C (2 is positively correlated to itself, i.e., 7,(S,S) > 0, then it is called a community
or a cluster.

Let P = {Si,k = 1,2,..., K}, be a partition of 2, i.e., Sy N Sy is an empty set for k # k' and
UK Sk = Q. The modularity Q(P) with respect to the partition Sy, k = 1,2,..., K, (cf. (61)) is
defined as

]~

Q(P) = > (Sk,Sk)- (158)

k=1

As an illustrating example, we use the partitional-hierarchical algorithm in Section 3 for the
dataset in Fig. 20 (a). As shown in Fig. 21, one can select a particular A for the sampling
distribution py(-, ) so that the average distance is d. In Table 6, we list the average distance d for
various choices of A\. Now we feed the modularity matrix obtained from the sampling distribution
pA(+, ) into the partitional-hierarchical Algorithm. It is clear to see from Fig. 22 that various choices
of A lead to various resolutions of the partitional-hierarchical algorithm. Specifically, for A = —0.5
(and d = 2.6055), there are five clusters detected by the partitional-hierarchical algorithm. Data
points in different clusters are marked with different colors. For A = —0.01 (and d = 31.1958),
there are four clusters detected by the partitional-hierarchical algorithm. Finally, for A = —0.0001
(and d = 36.6545), there are only three clusters detected by the partitional-hierarchical algorithm.
These clustering results obtained by using different sampling distributions are in line with those
plotted by using different scales of the two axes in Fig. 20.

TABLE 6
The average distance d for various choices of A.

A -0.5 -0.01 -0.0001 0 1
d || 2.6055 | 31.1958 | 36.6545 | 36.7121 | 87.8800
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8.2 Cohesion measure in a metric space

Let us consider the correlation measure v, (z,y) in (156) when X is very small. Using the first order
approximation e** ~ 1+ Az + o()) in (156) yeilds

5 e Sapen (14 Md(z1, 22) + d(2.)) +0(N) — (Lt Al 20) +dlz2,0)) + o(3)))
’Vk(xv y) (Zzleﬂ ZzQEQ(l + )‘d<217 Z2) + 0( )))
) —

—/\)(% Z d(ze,y) Z d(x, z1) Z Z d(ze, 21

220€0 21€Q 220€Q 21 €0

Q

Q

d(z,y)) +o(N).  (159)

Thus, when we choose a very small negative ), the correlation measure ~,(z,y) is proportional

to
Y(z,y) = % Z d(z2,y) Z d(x, z1) s Z Z d(z9, 21) ,Y) (160)

22€Q) 21€Q 20€Q 21€0
1
= - Z Z (d(x, 21) +d(ze,y) — d(z1, 20) — d(x,y)). (161)
20€Q 21 €0

The function ~(z,y) is called a cohesion measure (resp. semi-cohesion measure) if the distance
measure d(x,y) is a metric (resp. semi-metric) in [67], [78]. Moreover, two points = and y are said
to be cohesive (resp. incohesive) if v(x,y) > 0 (resp. y(x,y) < 0). A cohesion measure satisfies the
following properties in Proposition 37 and its proof is given in Section 9.9.

Proposition 37.

(1) (Symmetry) The cohesion measure is symmetric, i.e., y(z,y) = v(y, x).

(ii) (Self-cohesiveness) Every data point is cohesive to itself, i.e., y(z,z) > 0.

(iii) (Self-centredness) Every data point is more cohesive to itself than to another point,
ie., y(xz,z) > v(x,y) for all y € Q.

(iv) (Zero-sum) The sum of the cohesion measures between a data point to all the points

in Q2 is zero, i.e., Y, o v(z,y) = 0.

These four properties can be understood intuitively by viewing a cohesion measure between
two points as a “binding force” between those two points. The symmetric property ensures
that the binding force is reciprocated. The self-cohesiveness property ensures that each point is
self-binding. The self-centredness property further ensures that the self binding force is always
stronger than the binding force to the other points. In view of the zero-sum property, we know
for every point z there are points that are incohesive to x and each of these points has a negative
binding force to z. Also, there are points that are cohesive to x (including x itself from the self-
cohesiveness property) and each of these points has a positive force to . As such, the binding
force will naturally “push” points into “clusters.”

To further understand the intuition of the cohesion measure, we can think of z; and z; in (161)
as two random points that are used as reference points. Then two points = and y are cohesive if
d(z,z1) + d(22,y) > d(z1, 22) + d(x,y) for two reference points z; and z, that are randomly chosen
from Q. In Figure 23, we show an illustrating example for such an intuition in R?. In Figure 23(a),
point x is close to one reference point z; and point y is close to the other reference point z;. As
such, d(z, z1) + d(22,y) < d(#1, 22) and thus these two points = and y are incohesive. In Figure
23(b), point z is not that close to z; and point y is not that close to z,. However, z and y are on
the two opposite sides of the segment between the two reference points z; and z;. As such, there
are two triangles in this graph: the first triangle consists of the three points z, z;, and w, and the
second triangle consists of the three points y, z;, and w. From the triangular inequality, we then
have d(w, z1) +d(z,w) > d(x, z) and d(y, w)+d(w, z2) > d(y, z2). Since d(w, z1) +d(w, z2) = d(z1, 22)
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and d(z,w) + d(y,w) = d(z,y), it then follows that d(z1, z2) + d(x,y) > d(z,21) + d(y, 22). Thus,
points = and y are also incohesive in Figure 23(b). In Figure 23(c), point z is not that close to z;
and point y is not that close to z; as in Figure 23(b). Now z and y are on the same side of the
segment between the two reference points z; and z,. There are two triangles in this graph: the
tirst triangle consists of the three points z,y, and w, and the second triangle consists of the three
points zi, 25, and w. From the triangular inequality, we then have d(z,w) + d(w,y) > d(z,y) and
d(w, z1) + d(w, z2) > d(z1, 22). Since d(z, w) + d(w, z1) = d(z,z1) and d(w, y) + d(w, z3) = d(z2,y), it
then follows that d(x, z1) +d(y, z2) > d(z1, 22) + d(z, y). Thus, points  and y are cohesive in Figure
23(c). In view of Figure 23(c), it is intuitive to see that two points x and y are cohesive if they both
are far away from the two reference points and they both are close to each other.

(a) y

Fig. 283. lllustrating examples of the cohesion measure in R?: (a) incohesive as d(z, z1) + d(y, z2) < d(z1,22), (b) incohesive as
d(w7 Zl) -‘rd(fﬁ, U}) > d(ﬂ,’, Zl) and d(y7 w) +d(w7 22) > d(y7 ZQ)! and (C) cohesive d(x7 w) +d(w7 y) > d(3:7 y) and d(w, Zl) —|—d(’LU, 22) >
d(z1, 22).

Analogous to Definition 36, we can extend the cohesion measure between two points to the
cohesion measure between two sets and define clusters in metric spaces.

Definition 38. (Cohesion measure between two sets and clusters) Define the cohesion measure
between two sets S; and S;, denoted by (57, S3), as the sum of the cohesion measures of all
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the pairs of two points (with one point in S; and the other point in 5,), i.e.,

Y(S1,82) = Y (). (162)

x€S1 yeS?

Two sets S; and S, are said to be cohesive (resp. incohesive) if (51, .S2) > 0 (resp. v(S1,S2) < 0).
A nonempty set S is called a cluster if it is cohesive to itself, i.e.,

~(S,S) > 0. (163)

One can also show a theorem for various equivalent statements for what a cluster is in a metric
space.

Theorem 39. Consider a nonempty set S that is not equal to (2. Let S¢ = Q\S be the set of points
that are not in S. Also, let d(S;, S2) be the average distance between two randomly selected
points with one point in S; and another point in S5, i.e.,

164
d(Sl7SQ ‘51’X|52|szxy (6)

TES1 YES?
The following statements are equivalent.

(1) The set S is a cluster, i.e., ¥(S,S) > 0.

(ii) The set S¢ is a cluster, i.e., v(S¢, S¢) > 0.

(iii) The two sets S and S¢ are incohesive, i.e., (S, 5¢) < 0.

(iv) The set S is more cohesive to itself than to S¢, i.e., v(5,.5) > v(S, S°).
(v) 2d(S,Q) — d(Q,9) —d(S,S) >0

(vi)  2d(S,S°) —d(S,S) —d(S°,5° >0

One surprise finding in Theorem 39(ii) is that the set S¢ is also a cluster. This shows that the
points inside S are cohesive and the points outside S are also cohesive. Thus, there seems a
boundary between S and S¢ from the cohesion measure. Another surprise finding is in Theorem
39(vi). One usually would expect that a cluster S should satisfy d(S, S) < d(S,S¢). But it seems
our definition of a cluster is much weaker than that.

Analogous to the definition of modularity in (158) for the correlation measure, we can also
define the modularity for the cohesion measure below.

Definition 40. (Modularity and normalized modularity) Let v(z, y) be a semi-cohesion measure
of Q@ = {z1,29,...,z,}and P = {Si, k = 1,2,..., K} be a partition of 2. The modularity Q(P)
with respect to the partition P = {S,k =1,2,..., K} is defined as follows

K
= > Sk Se). (165)
k=1

Moreover, the normalized modularity Qnor(P) with respect to the partition P = {S;,k =
1,2,..., K} is defined as follows:

ﬁ (Se, S5). (166)

The community detection algorithms in Section 3, including (i) the spectral modularity maxi-
mization algorithm, (ii) the hierarchical agglomerative algorithm, (iii) the partitional algorithm,
and (iv) the fast unfolding algorithm [68], can be applied by maximizing modularity in (165).
On the other hand, the spectral clustering algorithm in Section 7.4 can be applied by maximizing

Qnor(P) =

\?\TMN
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normalized modularity in (166) (if K is fixed and known in advance). The spectral clustering
algorithm in Section 7.4 consists of two steps: (i) embedding data points into a Euclidean space
by spectral decomposition and (ii) the K-means clustering algorithm. In the next section, we will
introduce a single step clustering algorithm like the K-means algorithm and it does not require
the step of embedding data points into a Euclidean space.

8.3 The K-sets algorithm: clustering data points in a metric space

In this section, we introduce a clustering algorithm, called the K-sets algorithm in [67], for
clustering data points in a metric space. The K-sets algorithm is similar to the classical K-means
algorithm by iteratively assigning each point to the nearest set (until it converges). Such an
approach requires a measure that can measure how close a point z to a set S is. In the K-means
algorithm, such a measure is defined as the square of the distance between = and the centroid of
S. However, there is no centroid for a set in a non-Euclidean space and we need to come up with
another measure.

Fig. 24. An illustration of the triangular distance in R?.

Our idea for measuring the distance from a point z to a set S is to randomly choose two points
z; and z, from S and consider the three sides of the triangle z, z; and z,. Note that the triangular
inequality guarantees that d(x, z1) + d(x, 22) — d(z1, 22) > 0. Moreover, if = is close to z; and 2,
then d(x, 1) + d(x, 22) — d(#1, 22) should also be small. We illustrate such an intuition in Figure 24,
where there are two points z and y and a set S in R?. Such an intuition leads to the following
definition of triangular distance from a point = to a set S.

Definition 41. (Triangular distance) The triangular distance from a point = to a set S, denoted by
A(z, S), is defined as follows:

’SP Z Z (d x,z1) +d(x, 29) — d(21,22)>. (167)

21E€S8 z9€8

In the following lemma, we show several properties of the triangular distance and its proof is
given in Section 9.11.
Lemma 42.
(i)
Az, S) = 2d({z},S) — d(S,S) > (168)
(i)
Az, S) =v(z,z) - |S| v({z},5) + |S|27(S, 9). (169)
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ALGORITHM 7: The K-sets Algorithm

Input: A data set Q = {x;,z9,...,2,}, a distance metric d(-, -), and the number of sets K.
Output: A partition of sets {51, 52, ..., Sk}
(0) Initially, choose arbitrarily K disjoint nonempty sets S, ..., Sk as a partition of 2.
(1) fori=1,2,....,ndo
Compute the triangular distance A(x;, S;) for each set S;, by using (168).
Find the set to which the point z; is closest in terms of the triangular distance.
Assign point z; to that set.
end
(2) Repeat from (1) until there is no further change.

(iii) Let P ={Sy,k=1,2,..., K} be a partition of 2. Then

K
DD A, 8) =) v(z,x) - Qnor(P). (170)
k=1 €S} el

(iv) Let P = {Sk,k = 1,2,..., K} be a partition of €2, and ¢(z) be the index of the set to

which z belongs, i.e., z € Sc(;). Then

S Aws) = Y3 didal sy

= Y d({z}, Sew)- (171)

e

The first property of this lemma is to represent triangular distance by the average distance. The
second property is to represent the triangular distance by the cohesion measure. Such a property
plays an important role for the duality result in Section 8.4. The third property shows that the
optimization problem for maximizing the normalized modularity Qnor(P) is equivalent to the
optimization problem that minimizes the sum of the triangular distance of each point to its set.
The fourth property further shows that such an optimization problem is also equivalent to the
optimization problem that minimizes the sum of the average distance of each point to its set.
Note that d({z}, Sy) = ‘3—1}6' > yes, 4@, y). The objective for maximizing the normalized modularity
Onor(P) is also equivalent to minimize

ZﬁZ S d(e,y).

€Sy yESK

This is different from the K-median objective, the K-means objective and the min-sum objective
addressed in [57].

In the following, we propose a partitional clustering algorithm, called the K-sets algorithm in
Algorithm 7, based on the triangular distance. The algorithm is very simple. It starts from an
arbitrary partition of the data points that contains K disjoint sets. Then for each data point, we
assign the data point to the closest set in terms of the triangular distance. We repeat the process
until there is no further change. Unlike the Lloyd iteration that needs two-step minimization,
the K-sets algorithm only takes one-step minimization. This might give the K-sets algorithm the
computational advantage over the K-medoids algorithms [42], [38], [43], [44].

In the following theorem, we show the convergence of the K-sets algorithm. Moreover, for
K =2, the K-sets algorithm yields two clusters. Its proof is given in Section 9.12.
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Theorem 43.

(1) In the K-sets algorithm (based on the triangular distance), the normalized modularity
is increasing when there is a change, i.e., a point is moved from one set to another.
Thus, the algorithm converges to a local optimum of the normalized modularity.

(ii) Let S1,5,,...,5k be the K sets when the algorithm converges. Then for all i # j,
the two sets S; and S; are two clusters if these two sets are viewed in isolation (by
removing the data points not in S; U S; from (2).

An immediate consequence of Theorem 43 (ii) is that for K = 2, the two sets S; and S, are
clusters when the algorithm converges. However, we are not able to show that for K > 3 the K
sets, 51,59, ..., Sk, are clusters in (2. On the other hand, we are not able to find a counterexample
either. All the numerical examples that we have tested for K > 3 yield K clusters.

8.4 Duality between a cohesion measure and a distance metric

In this section, we show the duality result between a cohesion measure and a distance metric. In
the following, we first provide a general definition for a cohesion measure.

Definition 44. A measure between two points x and y, denoted by [(x,y), is called a cohesion
measure for a set of data points 2 if it satisfies the following three properties:

(C1)  (Symmetry) S(x,y) = B(y,z) for all z,y € Q.
(C2)  (Zero-sum) Forallz € Q, > _, B(z,y) = 0.
(C3) (Triangular inequality) For all z, y, z in €,

B(IL‘,CL’)—FB(y,Z)—6(:L‘,Z)—ﬁ(£(},y) > 0. (172)

In the following lemma, we show that the specific cohesion measure defined in Section 8.2
indeed satisfies (C1)—(C3) in Definition 44. Its proof is given in Section 9.13.

Lemma 45. Suppose that d(-, -) is a distance metric for (2, i.e., d(-, -) satisfies (D1)-(D4). Let

B =+ S d(y) 4 S dr,z)

29€0 21E€9

_% ST dz, ) - d(a,y). (173)

29€80 21 €0
Then (5(z,y) is a cohesion measure for €.

We know from (160) that the cohesion measure (-, ) defined in Section 8.2 has the following
representation:

Yew) = 2 Y dlzay) + - 3 da )

2260 21€Q
1
T2 Z Z d(z2,21) — d(z,y).
22€Q 21 €92

As a result of Lemma 45, it also satisfies (C1)—(C3) in Definition 44. As such, we call the cohesion
measure (-, -) defined in Section 8.2 the dual cohesion measure of the distance metric d(-, -).

On the other hand, if 5(z,y) is a cohesion measure for (2, then there is an induced distance
metric and it can be viewed as the dual distance metric of the cohesion measure (z,y). This is
shown in the following lemma and its proof is given in Section 9.14.
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ALGORITHM 8: The dual K-sets Algorithm

Input: A data set Q@ = {x;,29,...,2,}, a cohesion measure 7(-, -), and the number of sets K.
Output: A partition of sets {51, 52, ..., Sk}
(0) Initially, choose arbitrarily K disjoint nonempty sets S, ..., Sk as a partition of 2.
(1) fori=1,2,....,ndo
Compute the triangular distance A(x;, S;) for each set S;, by using (178).
Find the set to which the point z; is closest in terms of the triangular distance.
Assign point z; to that set.
end
(2) Repeat from (1) until there is no further change.

Lemma 46. Suppose that (-, ) is a cohesion measure for (2. Let

d(z,y) = (B(z,x) + By, ) /2 — B(=,y). (174)
Then d(-, -) is a distance metric that satisfies (D1)—(D4).

In the following theorem, we show the duality result. Its proof is given in Section 9.15.
Theorem 47. Consider a set of data points (2. For a distance metric d(-, -) that satisfies (D1)—~(D4),

n ’ y n ’

29€0 21E€9Q
1
—— D > dlzm) —d(x,y) (175)
29€8Q 21 €9

be the dual cohesion measure of d(,-). On the other hand, For a cohesion measure (-, -) that
satisfies (C1)—(C3), let

Bz, y) = (B(z,z) + By, y))/2 = B(z,y) (176)
be the dual distance metric of j(-,-). Then d**(z,y) = d(x,y) and **(z,y) = [(z,y) for all
x,y € .

8.5 The dual K-sets algorithm

For the K-sets algorithm, we need to have a distance metric. In view of the duality theorem
between a cohesion measure and a distance metric, we propose the dual K-sets algorithm in
Algorithm 8 that uses a cohesion measure. As before, for a cohesion measure (-, -) between two
points, we define the cohesion measure between two sets S; and S as

Y(S1,82) = Y (). (177)
r€S1 yeS?

Also, note from (169) that the triangular distance from a point = to a set S can be computed by
using the cohesion measure as follows:

A, ) = 3(r.2) = =7}, ) + 57(5.5). (178)

As a direct result of the duality theorem in Theorem 47 and the convergence result of the K-sets
algorithm in Theorem 43, we have the following convergence result for the dual K-sets algorithm.
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Corollary 48. As in (166), we define the normalized modularity as Zle @fy(Sk, Sk ). For the dual
K-sets algorithm, the normalized modularity is increasing when there is a change, i.e., a point
is moved from one set to another. Thus, the algorithm converges to a local optimum of the
normalized modularity. Moreover, for K = 2, the dual K-sets algorithm yields two clusters
when the algorithm converges.

8.6 Connections to the kernel K-means algorithm

In this section, we show the connection between the dual K-sets algorithm and the kernel K-
means algorithm in the literature (see e.g., [117], [119]). As shown in Section 7.4, the kernel
K-means algorithm is a special case of the spectral clustering algorithm when the similarity
measure is a positive definite matrix. In [119], it was shown that a general weighted kernel K-
means objective is mathematically equivalent to a weighted graph clustering objective, including
the ratio cut, normalized cut, and ratio association criteria.

Let us consider the n x n matrix I' = (v, ;) with v;; = 7(z;,z;) being the cohesion measure
between x; and z;. Call the matrix I' the cohesion matrix (corresponding to the cohesion measure
v(+,+)). Since y(z;, z;) = y(x;, z;), the matrix I' is symmetric and thus has real eigenvalues \;, k =
1,2,...,n. Let I be the n x n identity matrix and ¢ > — min;<j<,, Ax. Then the matrix I =ol+Tis
positive semi-definite as its n eigenvalues M =0+ M\, k= 1,2,..., N are all nonnegative. Let v}, =
(U1, U2y -y k), k= 1,2,. ,n, be the eigenvector of F correspondmg to the eigenvalue ;.
Then vy, is also the elgenvector of I corresponding to the eigenvalue ). Thus, we can decompose
the matrix T as follows:

f = Z S\kvkvg, (179)
k=1

where v} is the transpose of v;. Now we choose the mapping ¢ :  — R" as follows:

o) = (Vo Ravnse oV Aw) (180)
fori=1,2...,n. Note that
Sla)" - dlay) = D Mvgivny

1
= (D)iy =00ij +v(xs,25), (181)

where 0, ; = 1 if i = j and 0 otherwise.
The “centroid” of a set S can be represented by the corresponding centroid in R", i.e.,

S qu (182)

and the square of the “distance” between a point  and the “centroid” of a set S is

(¢<x>—r;y26;¢<y>)T (o) |5|Z¢ )

2 1
=(1- ml{xes} + m)a +y(z,x) — |S| v({z}, S)

| ;’27(5 s), (183)
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where 1y,cq is the indicator function that has value 1 if = is in S and 0 otherwise. In view of

(169), we then have
COR |S|Z¢ 0) - (o) \S|Z¢ )

2 1
=(1—- ml{xes} + m)(f + A(z, S), (184)

where A(z, S) is the triangular distance from a point x to a set S. Thus, the square of the “distance”
between a point z and the “centroid” of a set S is (1 — | S|)a + A(z,S) for a point x € S and
(1+ 5 t)o + A(z, S) for a point z € S. In particular, when o = 0, the dual K-sets algorithm is the

same as the sequential kernel K-means algorithm for the kernel I'. Unfortunately, the matrix T’
may not be positive semi-definite if o is chosen to be 0. As indicated in [117], a large o decreases
(resp. increases) the distance from a point z to a set S that contains (resp. does not contain) that
point. As such, a point is more unlikely to move from one set to another set and the kernel
K-means algorithm is thus more likely to be trapped in a local optimum.

To summarize, the dual K-sets algorithm operates in the same way as a sequential version
of the classical kernel K-means algorithm by viewing the matrix I' as a kernel. However, there
are two key differences between the dual K-sets algorithm and the classical kernel K-means
algorithm: (i) the dual K-sets algorithm guarantees the convergence even though the matrix I’
from a cohesion measure is not positive semi-definite, and (ii) the dual K-sets algorithm can only
be operated sequentially and the kernel K-means algorithm can be operated in batches. To further
illustrate the difference between these two algorithms, we show in the following two examples
that a cohesion matrix may not be positive semi-definite and a positive semi-definite matrix may
not be a cohesion matrix.

Example 49. In this example, we show there is a cohesion matrix I' that is not a positive semi-definite

matrix.
044 004 004 0.04 —0.56

0.04 0.64 —-0.36 —0.36 0.04

I'= 0.04 —-036 0.64 —-0.36 0.04 |. (185)
0.04 —-0.36 —-0.36 0.64 0.04
—0.56 0.04 0.04 0.04 044

The eigenvalues of this matrix are —0.2, 0, 1, 1, and 1.

Example 50. In this example, we show there is a positive semi-definite matrix M = (m; ;) that is not an

cohesion matrix.
0.375 —0.025 —-0.325 —-0.025
—0.025 0.875 —0.025 —0.825
M = —0.325 —0.025 0.375 —0.025 ’ (186)

—0.025 —-0.825 —0.025  0.875

The eigenvalues of this matrix are 0, 0.1, 0.7, and 1.7. Even though the matrix M is symmetric and has
all its row sums and column sums being 0, it is still not a cohesion matrix as my; —my o —my4+moy =
—0.4 < 0.
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8.7 Constructing a cohesion measure from a similarity measure

A similarity measure is in general defined as a bivariate function of two distinct data points
and it is often characterized by a square matrix without specifying the diagonal elements. In
the following, we show how one can construct a cohesion measure from a symmetric bivariate
function by further specifying the diagonal elements. Its proof is given in Section 9.16.

Proposition 51. Suppose a bivariate function f; : 2 x 2 — R is symmetric, i.e., So(z,y) = Bo(y, x).
Let 81 (z,y) = Bo(z,y) for all x # y and specify f;(z, z) such that

Bl(xv I) Z ;23?2[51(1'7 Z) + ﬁl(xa y) - 51(?/, Z)] (187)
Also, let
o) = ble) = 3 ey
S ) oy 3D ez, (188)
29€Q) 21E€Q 20€0

Then §(x,y) is a cohesion measure for ).

We note that one simple choice for specifying £ (x, ) in (187) is to set

Bl (,I, ZIZ') = 26max - 6mina (189)
where
Bmax = %12;( ﬂ(ma y)7 (190)
and
Bmin = min 6(1‘, y) (191)
Ty

In particular, if the similarity measure (z,y) only has values 0 and 1 as in the adjacency matrix
of a simple undirected graph, then one can simply choose 3;(z,z) = 2 for all x.

Example 52. (A cohesion measure for a graph) As an illustrating example, suppose A = (a; ;) is the
n x n adjacency matrix of a simple undirected graph with a; ; = 1 if there is an edge between node i
and node j and 0 otherwise. Let k; = Y ", a; ; be the degree of node i and m = § 3", k; be the total
number of edges in the graph. Then one can simply let 3, (i, j) = 20, ; + a; j, where 6, ; = 1 if i = j and
0 otherwise. By doing so, we then have the following cohesion measure

— + 5 .
n n

ﬂ(l,]) = 251'73‘ -+ Cli,j — (192)

We note that such a cohesion measure is known as the deviation to indetermination null model in [120].
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8.8 The K-sets™ algorithm: clustering data points in a semi-metric space

Though the extensions of the duality result and the equivalent statements for clusters to semi-
metric spaces are basically the same as those in [67], one problem arises when extending the K-
sets algorithm to a semi-metric space. The key problem is that the triangular distance (A-distance)
defined in the K-sets algorithm (see Definition 53 below) might not be nonnegative in a semi-
metric space.

Definition 53. (A-distance [67]) For a symmetric bivariate function (-, -) on a set of data points
QO = {x1,29,...,2,}, the A-distance from a point z to a set S, denoted by A(z, S), is defined as
follows:

Az, S) =~(z,z) —

v(z, S) + (S,9), (193)

1
\S| S
where (S}, S>) is defined (162).

Note from (173) that the A-distance from a point = to a set S in a semi-metric space can also be
written as follows:

Az, S) 5 Z Z ( x,z1) +d(z, 29) — d(zl,z2)>. (194)
|S’ z1E€S8 z9€S8

Now consider the data set of three points 2 = {x,y, 2} with the semi-metric d(-,-) in Table 7. For
S ={y, z}, one can easily compute from (194) that A(z,S) = -1 < 0.

TABLE 7
A data set of three points Q = {z, y, z} with a semi-metric d(-, -).

d(. )

o8

o\ O R
ol o |

)
T
Y
z

Since the A-distance might not be nonnegative in a semi-metric space, the proofs for the
convergence and the performance guarantee of the K-sets algorithm in [67] are no longer valid.
Fortunately, the A-distance in a semi-metric space has the following (weaker) nonnegative prop-
erty that will enable us to prove the performance guarantee of the K-sets™ algorithm (defined in
Algorithm 9 later) for clustering data points in a semi-metric space.

Proposition 54. Consider a data set Q2 = {21, 23,...,2,} with a semi-metric d(-, -). For any subset
S of (, )
> Az, 8) = [8]d(S, S) > 0. (195)
zeS

The proof of (195) in Proposition 54 follows directly from (194) and (164). To introduce the
K-sets™ algorithm, we first define the adjusted A-distance in Definition 55 below.

Definition 55. (Adjusted A-distance) The adjusted A-distance from a point x to a set S, denoted
by Aa(z, S), is defined as follows:

A, S), ifr ¢S,
Aa(z,S) = %A(x, S), ifx € Sand|S|> 1, (196)
—00, ifr e Sand |S| = 1.

Instead of using the A-distance for the assignment of a data point in the K-sets algorithm, we
use the adjusted A-distance for the assignment in the K-sets™ algorithm. We outline the K-sets™
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ALGORITHM 9: The K-sets™ Algorithm

Input: A data set 2 = {zy, o, ..., x,}, a symmetric matrix I' = (y(-, -)) and the number of
sets K.

Output: A partition of sets {51, 5, ..., 5k}

(0) Initially, choose arbitrarily K disjoint nonempty sets Si,. .., Sk as a partition of (2.

(1) fori=1,2,....,ndo
Compute the adjusted A-distance Aa(z;, Sy) for each set Si, by using (193) and (196).
Find the set to which the point z; is closest in terms of the adjusted A-distance. Assign
that point z; to that set.
end
(2) Repeat from (1) until there is no further change.

algorithm in Algorithm 9. Note that in Algorithm 9, the bivariate function (-, -) is required to
be symmetric, i.e., y(z,y) = v(y,z). If 4(-,-) is not symmetric, one may consider using y(z,y) =
(v(2,y) +(y, z))/2.

In the following theorem, we show the convergence and the performance guarantee of the
K-sets™ algorithm. The proof of Theorem 56 is given in Section 9.17.

Theorem 56. For a data set Q2 = {1, x,...,2,} with a symmetric matrix I' = (v(-,-)), consider the
clustering problem that finds a partition {5, Ss,...,Sk} of {2 with a fixed K that maximizes
the objective function S5 | 577 (Sk, Sk)-

(i) The K-sets™ algorithm in Algorithm 9 converges monotonically to a local optimum of
the optimization problem in a finite number of iterations.
(ii) Suppose that (-, -) is a semi-cohesion measure. Let S}, 5,, ..., Sk be the K sets when

the algorithm converges. Then for all ¢ # j, the two sets S; and S; are two clusters if
these two sets are viewed in isolation (by removing the data points not in S; U S; from
Q).

In particular, if K = 2, it then follows from Theorem 56(ii) that the K-sets™ algorithm yields two
clusters for data points in a semi-metric space.

8.9 Clustering with a symmetric similarity measure

In this section, we further extend the applicability of the K-sets™ algorithm to the clustering
problem with a symmetric similarity measure. A similarity measure is generally referred to as
a bivariate function that measures how similar two data points are. The clustering problem
with a similarity measure is to cluster data points so that similar data points are clustered
together. For a symmetric similarity measure 7(-,-), we have shown in Theorem 56(i) that the
K-sets* algorithm in Algorithm 9 converges monotonically to a local optimum of the optimization
problem Z,f;l ﬁ'y(Sk, Si) within a finite number of iterations. Thus, the K-sets™ algorithm can
be applied for clustering with a symmetric similarity measure. But what is the physical meaning
of the sets returned by the K-sets™ algorithm for such a symmetric similarity measure? In order
to answer this question, we show there is a natural semi-cohesion measure from a symmetric
similarity measure and the K-sets® algorithm that uses this semi-cohesion measure converges
to the same partition as that using the original symmetric similarity measure (if they both use
the same initial partition). As a direct consequence of Theorem 56(ii), any two sets returned by
the K-sets™ algorithm for such a symmetric similarity measure are clusters with respect to the
semi-cohesion measure when they are viewed in isolation.
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In Lemma 57 below, we first show how one can map a symmetric similarity measure to a
semi-cohesion measure. The proof is given in Section 9.18.

Lemma 57. For a symmetric similarity measure (-, -), let

Y, y) = y(w,y) - %7(%9) - %v(y,ﬂ)

1

where §(z,y) is the usual ¢ function (that has value 1 if z = y and 0 otherwise), and o is a
constant that satisfies

o > maxly(z,y) — (1(x,2) +1(9,9))/2] (198)

zFY

Then the bivariate function (-, -) in (198) is a semi-cohesion measure for €2, i.e., it satisfies (C1),
(C2) and (C3).

In the following lemma, we further establish the connections for the A-distance and the adjusted
A-distance between the original symmetric similarity measure +(-, -) and the semi-cohesion mea-
sure (-, -) in (197). The proof is given in Section 9.19.

Lemma 58. Let A(x, S) (resp. A(z, S)) be the A-distance from a point z to a set S with respect to

(-, ) (resp. A(-, -)). Also, let Aa(x, S) (resp. Aa(x, S)) be the adjusted A-distance from a point =

to a set S with respect to (-, -) (resp. 7(+,)). Then

- Alz,S)+o(l - L), ifegsS
_ ) 1S/ )
A, 5) { Alw,S)+o(1+ L), ifzes. (199)
Moreover, )
Aa(z,95) = Aa(z,S) + 0. (200)
It is easy to see that for any partition S, 5, ..., , Sk
S
ﬁ’?(Sk, Sk)
k=1 17K
S| 1
k=1

Thus, optimizing Y5 , ﬁv(sk, Sk) with respect to the symmetric similarity measure ~(-,) is
equivalent to optimizing S ﬁ%(sk,sk) with respect to the semi-cohesion measure (-, ).

Since }
Aa(ﬂfas) :Aa(x75)+0a (202)

we conclude that for these two optimization problems, the K-sets™ algorithm converges to the
same partition if they both use the same initial partition.

Note that the K-means algorithm needs the data points to be in a Euclidean space, the kernel
K-means algorithm needs the data points to be mapped into some Euclidean space, and the K-sets
algorithm needs the data points to be in a metric space. The result in Lemma 58 shows that the
K-sets™ algorithm lifts all the constraints on the data points and it can be operated merely by a
symmetric similarity measure.
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8.10 Clustering of a real network

In this section, we test the K-sets™ algorithm on the real network from the WonderNetwork
website [121]. In this dataset, there are 216 servers in different locations and the latency (measured
by the round trip time) between any two servers of these 216 servers are recorded in real time.
The dataset in our experiment is a snapshot on Sept. 24, 2016. For this dataset, the triangular
inequality is not always satisfied. For example, we notice that latency(Adelaide, Athens)=250,
latency(Athens, Albany)=138, latency(Adelaide, Albany)=400, and 250 + 138 < 400. In addition
to the latency data, the WonderNetwork website also provides the geographic location of each
server. We then use the Haversine formula to compute the distance between any two servers.
In the WonderNetwork dataset, the latency measure from location L; to location L is slightly
different from that from location L, to location L;. To ensure that the latency measure is a semi-
metric, we simply symmetrize the latency matrix by taking the average of the latency measures
from both directions. In our experiments, the number of clusters K is set to 5. We run 20 times
of the K-sets™ algorithm by using the distance matrix and the latency matrix, respectively. In
each of the 20 trials, the initial partition is randomly selected. The output partition that has the
best objective value from these 20 trials is selected. The results for the distance matrix and the
latency matrix are shown in Figure 25(a) and (b), respectively. In Figure 25(a) and (b), the servers
that are in the same cluster are marked with the same colored marker. In view of Figure 25(a),
we can observe that almost all the servers are partitioned into densely packed clusters except
for the servers in South America and Africa. On the other hand, as shown in Figure 25(b), the
servers in South America and Africa are merged into other clusters. To shed more light on these
interesting differences, we compare the findings in Figure 25(b) to the Submarine Cable Map
[122] (which records the currently active submarine cables). We notice that there are many cables
placed around South America, connecting to the Caribbean and then to the East Coast of the
United States. These cables greatly reduce the latency from South America to North America
and thus cause the servers in South America to be clustered with the servers in North America.
Similarly, there are a few connected cables between Africa and Europe. Therefore, the servers
in Africa and Europe are clustered together. Due to many directly connected cables from Dubai
to the Singapore Strait, servers around India are not clustered with the other servers in Asia. In
particular, there are two servers marked with green dots, located in Jakarta and Singapore, that
are clustered with servers in India even though they are geographically closer to the East Asia.
These outliers have low latency to communicate with those servers in India. Finally, there are
three servers, two in Russia and one in Lahore, that have low latency to the servers in Europe
and they are clustered with the servers in Europe.
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Fig. 25. Clustering for the WonderNetwork dataset: (a) the (geographic) distance matrix and (b) the latency matrix.

9 PROOFS
9.1 Proof of Proposition 7
Since the relative centrality is a conditional probability and the centrality is a probability, the
properties in (i),(ii) and (iii) follow trivially from the property of probability measures.
(iv) From the symmetric property of p(-, -), the definitions of relative centrality and centrality in
(18) and (16), it follows that
C(Sl)O(Szlsl) = P(W S Sl)P<W € SQ‘V € Sl)
= P(V < Sl>P(W € SQ|V < Sl) = P(V € Sl,W & Sg)
=P(VeES,Wes). (203)

Similarly, we also have
C(SQ)C(Sl|SQ) = P(V c Sl, W e Sg) = P(V S SQ, W e Sl) (204)

Thus,
C(51)C(5:]S1) = C(52)C(S1]52).

9.2 Proof of Theorem 12
We first prove that the first four statements are equivalent by showing (i)= (ii)= (iii))= (iv)= (i).
(i) = (ii): Note from Proposition 7 (i) and (ii) that C'(S|S) + C(5¢|S) = C(V,|S) = 1 and C(S) +
C(5°) = C(V,) = 1. It then follows from the reciprocal property in Proposition 7(iv) that
C(S)NC(S]S) = C(5]59)
= C(S9)C(S|S) — C(S°)C(S]S°)
= (1=0(9)C(5]5) = C(S)C(5%5)
= (1=0(9)C(5]5) = C(S)(1 = C(519))
C(S]S) — C(S) = Str(S) > 0.
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As we assume that 0 < C(S5) < 1, we also have 0 < C(S°) < 1. Thus,
C(S]S) — C (5|5 > 0.
(ii) = (iii): Since we assume that C'(S|S) > C'(5]5¢), we have from C(S|S)+C(S¢|S) = C(V,|5) =
! hat 1 =C(S]9)+ C(SS) > C(S]5°) + C(59]9).
Multiplying both sides by C'(5°) yields
C(59) > C(S°)C(5]5°) + C(S°)C(5°9).
From the reciprocal property in Proposition 7(iv) and C(S) + C(S¢) = C(V,) = 1, it follows that
C(S%) > C(5)C(5°S) +C(59)C(5°9)
= (C(S) + O(59)0(57S)
= C(5989).
(iii) = (iv): Note from the reciprocal property in Proposition 7(iv) that
C(S)C(S°S) = C(S°)C(S]5°). (205)
It then follows from C(5¢|S) < C(S¢) that C(S]S°) < C(S).
(iv) = (i): Since we assume that C'(S]5¢) < C(95), it follows from (205) that C(S¢|S) < C(S). In
conjunction with C(S]S) + C(5¢5) = C(V,|S) =1 and C(S) + C(S¢) = C(V,) = 1, we have
C(S]S) — C(S) =C(S°) — C(S°S) > 0.
Now we show that and (iv) and (v) are equivalent. Since C'(S5]S¢) + C(5¢S¢) = C(V,]|S¢) =1
and C(S5) + C(S°) = C(V,) = 1, we have
C(S]5°) — C(S) = C(S°) — C(5°5°) = —=Str(S°).

Thus, C(S]5°¢) < C(S) if and only if Str(5¢) > 0.
Replacing S by S¢, we see that (v) and (vi) are also equivalent because (i) and (ii) are equivalent.

9.3 Proof of Theorem 18

(i) Since we choose two sets that have a nonnegative correlation measure, i.e., ¢(S5;,S;) > 0, to
merge, it is easy to see from (67) and (61) that the modularity is non-decreasing in every iteration.
(ii) Suppose that there is only one set left. Then this set is V,, and it is the trivial community.
On the other hand, suppose that there are C' > 2 sets {5}, 52,...,5¢} left when the algorithm
converges. Then we know that ¢(5;, S;) < 0 for ¢ # j.
Note from (58) and (59) that for any node v,

g, V) = > q(v,w) =0. (206)
weVy
Thus,
q(Si, V) =Y (v, V) = 0. (207)
VES;
Since {51, Sa, ..., Sc} is a partition of V, it then follows that
0=q(Si,V,) = q(Si,S) + > a(Si. S)). (208)
i

Since ¢(5;, Sj) < 0 for i # j, we conclude that ¢(S;, S;) > 0 and thus S; is a community.
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9.4 Proof of Corollary 20

Suppose that S; and S; are merged into the new set S;. According to the update rules in (68) and
the symmetric property of ¢(-, -), we know that

q(Ska Sf) = Q(Sea Sk) = Q(Sla Sf) + Q(S], Sf) = Q(Sw S@) + Q(Sfa S])v
for all ¢ # k. Thus,

_EL | Jﬂ_ |

Since we select the two sets with the largest average correlatlon measure in each merge operation,
we have ¢(5;, S¢) < q(S;,S;) and ¢(S¢, S;) < q(S;, S;). These then lead to

d(Sk, Se) < 4(S;, S).

Thus, ¢(S;, S;) is not less than the average correlation measure between any two sets after the
merge operation. As such, the average correlation measure at each merge is non-increasing.

(Skasf)

9.5 Proof of Theorem 21

It suffices to show that if node v is in a set Sy and ¢o(v, S2) > qo(v, S1), then move node v from
S1 to Sy increases the value of the modularity. Also let P (resp. P’) be the partition before (resp.
after) the change. Since ¢o(, -) is symmetric and gy(v, v) = 0, it follows from (71) that

Q(P') —Q(P)

= qo(S1\{v}, S1\{v}) + qo(S2 U {v}, 52 U {v})
—q0(S1,51) — q0(S2, S2)

= 2((10(11, S2) — qo(v, Sﬁ) >0

As the modularity is non-decreasing after a change of the partition, there is no loop in the
algorithm. Since the number of partitions is finite, the partitional algorithm thus converges in
a finite number of steps.

9.6 Proof of Lemma 23
Note from (53) that

K
Pa = Z (B(c1, c2) — pv(ci)pw(e2)), (209)
k=1 c1 €Sk c2E€Sk
where
pv(cr) = pw(cr) Zp c1, C2) (210)
co=1

is the marginal distribution of the bivariate distribution p(, -). In view of (75) and (76), it is easy

to verify that
Yo > dlene) =Y > pluv). (211)

c1E€S) c2ES) ueSg vesy
Similarly,
C
> bvle) =3 > ble,co)
Clesk Clesk co=1
=YD pwv) = pr(u). (212)
ueSy veVy u€eSsSy

From (209), (211) and (212), it then follows that Q(P?) = Q(P).
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9.7 Proof of Theorem 24

(i) This is a direct consequence of the modularity increasing result in Theorem 21 and the
modularity preserving result in Lemma 23.

(ii) Suppose that Algorithm 3 returns a partition {Si,S,,...,S¢}. Observe from (F2) of Al-
gorithm 3 that the algorithm terminates when the deepest level of the partitional algorithm
returns the same partition as its input partition. Let p*(u, v), p*(u, v), and ¢*(u,v) be the bivariate
distribution that has the same marginal distributions, the symmetric bivariate distribution and
the correlation measure (see (58)) at the deepest level, respectively. Also, let ¢ (u,v) = ¢*(u, v) for
u # v and 0 otherwise. As the initial partition in (F0) is the partition that contains a single element
in each set, the condition that the output partition is the same as the input partition (see (P1) in
Algorithm 2) implies that

q"(u,v) = go(u,v) < gy(v,v) =0
for all u # v and p*(u,v) > 0. On the other hand, if p*(u,v) = 0, then ¢*(u,v) < 0. Thus, we
conclude that in the deepest level ¢*(u,v) < 0 for all u # v. Let S, be the set recursively expanded
from the (super)giant node u in the deepest level. Analogous to the modularity preserving proof
in Lemma 23, one can easily show that ¢(S,, S,) = ¢*(u,v) and thus ¢(S,,S,) < 0 for all S, # S,.
For a correlation measure, we know that 25:1 q(Sy, Sy) = 0. Thus, ¢(S,,S,) > 0 and S, is indeed
a community (cf. the proof of Theorem 18(ii)).

9.8 Proof of Lemma 33
Since py (v) = pw(v) for all v, it then follows from (93) that

@mzzzz (v)pv (w)) (213)

c=1 veS. wES,

=ZZZ (w)py (v)). (214)

c=1 veES. WES,

Adding (213) and (214) yields
c

Z Z Z v, w) + p(w,v) = 2py (v)py (w)). (215)

c=1 veS, weS,

As p(v,w) = (p(v,w) + p(w, v))/2, we have

Thus,

C
— Z Z Z (p(v,w) = pv(v)pyv(w)) = Q(P)

c=1 veS. wES,

9.9 Proof of Proposition 37

(i) Since the distance measure d(-, -) is symmetric, we have from (160) that v(z,y) = v(y, ). Thus,
the cohesion measure between two points is symmetric.
(i) We note from (161) that

Z Z ( ,21) + d(2,2) — d(z1, 22) —d(ﬂﬂ,l’))- (216)

FASYERSY
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Since d(z, z) = 0, we have from the triangular inequality that v(z,z) > 0.
(iii) Note from (216) and (161) that

v(z,z) — (=, y)

= 5" (A, ) — de 1) + d(z,) — d(z2,)).

22€Q
Since d(z,z) = 0, we have from the triangular inequality that
V(@) = v(2,Y).
(iv) This can be easily verified by summing y in (160).

9.10 Proof of Theorem 39

We first show several properties that will be used in the proof of Theorem 39.
Proposition 59.

(i) Suppose that S; and S5 are two disjoint subsets of 2. Then
d(Sy, Sy U S3)
S| 5 |55
= ——=__4(5,,8 d(S1,S3).
S+ 5 " 5 T T 1 5
(217)
(ii) The cohesion measure between two sets can be represented in terms of the average
distance as follows:
WS, 8) = 181+ 1S5] - (A9, 82) + d(1,9)
~d(,9) — (51, $2)). (218)

(iii) Suppose that S is a nonempty set and it is not equal to 2. Let 5S¢ = Q\S be the set of
points that are not in S. Then

7(57 S) - _7(507 S) - 7(‘967 SC) (219)

Proof. (i) This is trivial from the definition of the average distance in (164).
(ii) From (160), one can represent the cohesion measure between two points in terms of the
average distance as follows:

Yz, y) =d(Q,y) +d(z,Q) —d(Q,Q) —d(z,y). (220)

That (218) holds then follows from (162) and (220).
(iii) From (218), we know that v(€2, S) = y(S U 5¢,S) = 0. Thus, (S5, S) + (5S¢, .S) = 0. We then
have
V(S,5) = =(5%9). (221)

From (221), we also have
V(5% 89) = —(8, 5. (222)

From the symmetric property of the cohesion measure, we have v(5¢, S) = (5, 5¢). As a result of
(221) and (222), we then have
(S, 5) = ~(5% 5.
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Proof. (Theorem 39) (i) = (ii): If v(5,.S) > 0, we then have from (219) that

1(5°,5%) = (S, S) = 0. (223)
(i) = (iii): If v(S¢,S¢) > 0, then it follows from (219) that
V(Sca S) = _7(S07 Sc) <0. (224)

(iii)) = (@iv): If v(S¢,.S) < 0, then we have from (219) that v(S,S5) = —v(S¢.S) > 0. Thus,
(S, 8) > ~(S, S°).
(iv) = (v): If v(S,5) > ~(S5, 5°), then it follows from (224) that

’7(57 S) > ’7(57 Sc) = _’7(87 S)
This then leads to v(S, S) > 0. From (218), we know that
1S, 9) = S2 - (2d(8,) - d(2,2) - (S, 5)) = 0. (225)

Thus, 2d(S, Q) —d(Q,Q) —d(S,S) >0
(v) = (vi): Observe from (217) that

d(S.Q) = d(S,S U S°) = ‘i Li(s. ) + |nc‘d(s, )
and that
d(Q,Q) = d(S U S°, S U S°) = |S’2 108, 5) + 2'*972“256’61(5, S9) + @d(sc, 5.
Thus,
2d(S, Q) — d(,Q) — d(S, S) = ((’i Dy (2&(5, S) — d(S,S) — d(S°, Sc)). (226)

Clearly, if 2d(S, Q) — d(©2,Q) — d(S, S) > 0, then 2d(S, S¢) — d(S, S) — J(Sc,ﬁc) >0.
(vi) = (i): From (225) and (226), we know that (5, 5) > 0 if 2d(S, S¢) — d(S,S) —d(5¢,5°) > 0. m

9.11 Proof of Lemma 42

(i) From the triangular inequality, it is easy to see from the definition of the triangular distance in
(167) that A(x,S) > 0. Note that

|szd$21 |S|dez1 d({z},9).

Z1E€S z9€S Z1ES

Similarly,

’S|2ZdeZQ d({z},9).

21E€S z9€8

Thus, the triangular distance in (167) can also be written as A(z, S) = 2d({z}, S) — d(S, S).
(ii) Recall from (218) that

W18 = 1Sil-1Sa] - (A S) + (1, )
—d(Q,Q) — d(Sh, Sg))
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Thus,
(. a) = () §) + r5(S.9)
2d({x}, ) - d(©,2) - 2(d({z},2) +d(5,)
~d(,9) - d({z},9))
(2J(Q S) — d(€, Q) — d(8, 5))
— 2d({z},5) - d(S.5) = Alw, 9),

where we use (i) of the lemma in the last equality.
(iii) Note from (ii) that

k=1 :pGSk

_ZZ< (z,7) |S|({x}5k)

k=1 z€Sk

1
+W7(Ska Sk))

:ZZV(x x) Z v(Sk, Sk)

k=1 z€Sk

= 7(x,2) = Qnor(P). (227)

e

(iv) From (i) of this lemma, we have

ZZA[E Sk) =Y > (2d({z}, S¢) — d(Sk, Sk))-

k=1 z€Sy k=1 z€Sy

Observe that B B
> d({x}, Si) = [Skld(S, Sk).

€Sk

Thus,

K
Z Az, Sg) = Z |Sk| - (2d(Sk, Sk) — d(Sk, Sk))

k=1 z€Sy
K K )
=[Skl d(Sk, Se) =D Y d({x}, Sk)
k=1 k=1 x€Sk
e

9.12 Proof of Theorem 43

In this section, we prove Theorem 43. For this, we need to prove the following two inequalities.
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Lemma 60. For any set S and any point = that is not in §,

>, Awsu{sh< ) AwS (228)
yeSU{xz} yeSU{x}
and
STA®W,S) <D Ay, SU{z}). (229)
yeS yeS

Proof. We first show that for any set S and any point x that is not in 5,

d(SuU{z},Su{z}) —2d(SU{z},S) +d(S,S) <O0. (230)
From the symmetric property and the weighted average property in Proposition 59(i), we have
_ B ’SP _

21S| - 1

+Wd({$}a S) + Wd({l"}, {z}),
and i s - _
d(Su{z},S) = S+ 1 (S,9) + Wd({x}, S).
Note that
d({z},{z}) = d(z,z) = 0.
Thus,

d(S U {z}, S U {a}) — 2d(S U {z}, )+ d(S, S)

_ m (d(s.5) - 2d({x},5)) <0,

where we use (168) in the last inequality.
Note from (168) that

Z Ay, 51) = Z(ZJ({yL S1) —d(Sh, S1))

yES2 YyES2

— |S,] - (2&(51, Sy) — d(Sh, Sl)>. (231)
Using (231) yields

Z Ay, SU{z}) — Z Ay, S

yesSu{xz} yeSu{z}

=S U {a}|- (2d(5 U {2}, 5 U {})
~d(SU {a}, S U {a}))
“1SU {2} - (zd(s SU{a}) — d(s, S))
= IS U e} (d(S U {z}, S U{a})
—2d(S, S U {x}) +d(S, 5)). (232)
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As a result of (230), we then have
> A, Sufzh) - Y A@y,S
yeSuU{z} yeSU{x}
Similarly, using (231) and (230) yields

ZA<y7S) - ZA(:’JaSU {.Z'})

yes yes
—|S]- (2&(5, S) — d(S, S))
-15]- (2J(s U{z},S) —d(SU{z},SU {x}))
=I5 (d(S U {z}, S U{a})
—2d(S U {x},S) + d(S, S))
<0 (233)

Proof. (Theorem 43) (i) Let S; (resp. S;), k = 1,2,..., K, be the partition before (resp. after)
the change. Also let ¢(z) be the index of the set to which z belongs. Suppose that A(z;, Si+) <
A(x;, Se(z,)) and x; is moved from S, to S+ for some point z; and some k*. In this case, we
have Si. = Sp- U{wi}, Sy = St \{x} and S, = S; for all k£ # c¢(z;), k*. It then follows from
A(Ii, Sk*) < A(ZEZ, Sc(xl)) that

k=1 z€Sk

k;éc(xi),k* €Sy

mGSC(xi) TES*

Z Z A(I7 Sk) + Z A(:L‘,Sc(xi))

k#c(z;),k* z€Sy TES (a;) \{@i}

_|_A x“ Z) Z A .1’ Sk*

IL‘ESk*

> Z Z A(x7 Sk) + Z A($>SC($1'))

k#c(x;),k* v€Sy TE€Se(z,) {2}

—|—A ;L‘“Sk* Z A ZE Sk*

zeSk*

Y Y A@S)+ D Al Suw)

k#c(xi),k* zES), 2€Se(a;) i}

+ Y A, Se), (234)

€S+ U{z;}
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where we use the fact that S}, = S;, for all & # c(x;), k", in the last equality. From (228) and
Spe = S U {z;}, we know that

x€SpxU{x;} TE€SpxU{:}

= Y Az, 8.) (235)

TES) .

Also, it follows from (229) and S, ., = 5, \{z:} that
Z Az, Se(wy)) 2 Z A(z, Se(zyy \{zi})

S Am s (236
x65’< ;)

Using (235) and (236) in (234) yields

k=1 €S}

> ) D A@S)+ Y A, S
k#c(x;),k* z€S), €S,

+ Z AxS’

€Sy

= Z > Az, Sp). (237)
k=1 zeS;,

In view of (170) and (237), we then conclude that the normalized modularity is increasing
when there is a change. Since there is only a finite number of partitions for (2, the algorithm thus
converges to a local optimum of the normalized modularity.

(ii) The algorithm converges when there are no further changes. As such, we know for any
x e S;and j #i, Az, S;) < A(z, S;). Summing up all the points x € S; and using (168) yields

0= 3 (A@S) - A, 5))

z€S;

= > (2d{x}. $) — d(Si, 50

z€S;

—Z(Qd{x}S) d(s;, S)>

T€S;
= IS - ((5,,50 2J(Si,sj)+ci(sj,sj)). (238)

When the two sets S; and S; are viewed in isolation (by removing the data points not in S; U S;
from (2), we have S; = S¢. Thus,

d(S;, S;) — 2d(S;, SS) + d(S¢, S5) <

(3 3

As a result of Theorem 39(viii), we conclude that S; is a cluster when the two sets S; and S; are
viewed in isolation. Also, Theorem 39(ii) implies that S; = 5S¢ is also a cluster when the two sets
S; and S; are viewed in isolation. [



89

9.13 Proof of Lemma 45

We first show (C1). Since d(x,y) = d(y, x) for all z # y, we have from (173) that f(z,y) = S(y, x)
for all = # y.
To verify (C2), note from (173) that

S By = =S ) + Y =)

yeN YEN 2260 z1E€Q
1
S Y - Yta
22060 21 €0 yeN
_— (239)

Now we show (C3). Note from (173) that
B(I‘,.ﬁ) —i—ﬁ(y,z) _B<I72) _6(‘1:731)

Since d(z,z) = 0, it then follows from the triangular inequality for d(-, -) that

6(1:793) +5(yvz) _B($7Z) —ﬂ(!)ﬁ,y) Z 0.

9.14 Proof of Lemma 46

Clearly, d(z,z) = 0 from (174) and thus (D2) holds trivially. That (D3) holds follows from the
symmetric property in (C1) of Definition 44.
To see (D1), choosing z = y in (172) yields

0<B(z,2)+ By, y) — Bz,y) — Bz, y) = 2d(z,y).
For the triangular inequality in (D4), note from (174) and (172) in (C3) that

d(x, z) + d(z,y) — d(z,y)

(B(z,z) + B(z,2)) (B(z,2) + B(y,y))

= 5 — Bz, 2z) + 5

= B(2,2) + B(x,y) — B(z,2) — B(z,y) > 0.

9.15 Proof of Theorem 47

We first show that d**(z, y) = d(z,y) for a distance measure d(-, -). Note from (175) and d(z,z) =0
that

d*(z,x) = % Z d(z9,x) + % Z d(z,z)

22682 21€0Q

3 S e ), (241)

290€Q0 21 €Q

From the symmetric property of d(-, -), it then follows that

d*(z,z) = % Z d(z,z1) — % Z Z d(ze, 21). (242)

21E€9Q 2060 21EQ
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Similarly,

DEED I CRINES S SF EAS! (043)
22€Q 29€Q 21 €0
Using (175), (242) and (243) in (176) yields
d™(z,y) = (d"(z,z) + d*(y,9))/2 — d"(x,y) = d(z,y). (244)

Now we show that 5**(z,y) = B(z,y) for a cohesion measure (-, -). Note from (176) that
B (22, y) + B (z, 21) — B (21, 22) — B (2, y)

= —B(22,y) — Bz, z1) + B(21, 22) + B(z,y). (245)
Also, we have from (175) that
B, y)
= %26;5*(2279) + %2126;5*(17; 21)
—% YD B(zn) = B(wy)
29€8 21 €€)
ZZ( (z2,y) + B (z, 21)
29€8 21 €€)
B (z1,22) = B (2,9) ). (246)
Using (245) in (246) yields
5**(93 0)
ZZ( Iy +621,Zg)
29€8 21 €€

Bz 21) — B(22,))

=B y) 4oy 30 S Bl - 3 )

29€0 21 €0 z21E€Q
1
e e47)
z1€Q

Since (-, ) is a cohesion measure that satisfies (C1)—(C3), we have from (C1) and (C2) that the
last three terms in (247) are all equal to 0. Thus, 5**(z,y) = 5(z,y).

9.16 Proof of Proposition 51

We first show (C1). Since fi(z,y) = Bo(z,y) for all = # y, we have from the symmetric property
of fo(+, ) that p1(z,y) = f1(y, x) for all x # y. In view of (188), we then also have 5(z,y) = (y, x)
for all z # y.

To verity (C2), note from (188) that

S By = Y a3 Y Ay

yeN yeN yeN 21 €Q
1
= DBzt Y Bilanz)
29€Q) 21€0Q 20€0)

— (248)
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Now we show (C3). Note from (188) that
B(l’,l’) +B(yaz) - B(IVZ) - B(a},y)

= Bi(z,2) + Bi(y, z) — Bi(z, 2) — Bi(z,y). (249)
It then follows from (187) that for all = # y # z that
Blx,z) + By, 2) — Bz, z) — Bz, y) > 0. (250)

If either x = y or x = z, we also have

Bz, x) + Bly, z) — B(x, z) — B(z,y) = 0.

Thus, it remains to show the case that y = z and = # y. For this case, we need to show that

B(z,x) + By, y) — Blz,y) — Blz,y) = 0. (251)
Note from (250) that

B(y,y) + Bz, 2) — By, 2) — By, x) > 0. (252)

Summing the two inequalities in (250) and (252) and using the symmetric property of 3(-, -) yields
the desired inequality in (251).

9.17 Proof of Theorem 56

(i) It suffices to show that if = is in a set S; with |S;| > 1 and Aa(z, S2) < Aa(z,S1), then move
point = from S; to S, increases the value of the objective function. Let S}, (resp. S}), k =1,2,..., K,
be the partition before (resp. after) the change. Also let R (resp. R') be the value of the objective
function before (resp. after) the change. Then

R — R
_ oS\ Sie}) | (S Ute) S Ude})
151 =1 |52 +1
(51, 81) (52, 5)
|51 |52

Since

Y(Sp U {z}, Sy U{z})
= (82, S2) + 2v(x, Sa) + y(z, ),

we have from (193) and (196) that
V(S Ufa}, S U{z}) (52, 5)

|Ss| + 1 1S
_ 2[Sy(x, 9) + |Sa|y(x, ) — (52, 52)

[So| - (|S2] + 1)
_ 15
_’7(‘7:7'T> |SQ| _l_lA('r?SQ)

=v(x,z) — Aa(z, S).

On the other hand, we note that
V(S \{z}, Si\{z}) = v(51, S1) — 29(z, 51) + (2, @). (253)
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Using (253), (193) and (196) yields

S\ {z} Si{z}) (51, 51)
151 —1 |S1]
_ —2[S1|y(z, 51) + [Si[v(z, z) + (51, 51)
|1S1] - ([S1] = 1)
= —y(x,x) + |S|1]S’1_] 1A(3:, Sh)
= —(z,2) + Aalz, 5).

Thus,
R'— R = Aa(z,S1) — Aa(z,Ss) > 0.

As the objective value is non-increasing after a change of the partition, there is no loop in the
algorithm. Since the number of partitions is finite, the algorithm thus converges in a finite number
of steps (iterations).

(ii) Let d(-,-) be the induced semi-metric. In view of Theorem 39(vi), it suffices to show that for

alli # j
(Sza S; ) (Sza Sz) (Sjv SJ) > 0. (254')

If the set S; contains a single element z, then
d(S;, S;) = d(x,x) = 0.

Thus, the inequality in (254) holds trivially if |S;| = |5;| = 1.
Now suppose that min(|S;|, |S;|) > 2. Without loss of generality, we assume that |S;| > 2. When
the K-sets* algorithm converges, we know that for any = € S,

Aa(l’, SZ) S Aa(.fﬂ, S])

Summing over x € S; yields

Y Aa(x,S) <> Aalx,S)). (255)

J/‘ESi xeSi

Note from (196) that for any = € S,

S|
A A Alz. S,
a(‘r7SZ) |SZ|—1 (1:757,)7
and
Aa(z,S;) 53] A(z, S;)
155 +1 !
Thus, it follows from (255) that
IS | IS |
Alx — A ). 2
IES TE€S;
Note from (194) that
> A, 8) = Sid(S:, S5), (257)
TES;
and that B )
> Alz, 8;) = |Sil(2d(Si, 8;) — d(S;, 5;)).- (258)

TES;



Since d(-, -) is the induced semi-metric, we know from Proposition 54 that

> Az, S) >0
TES;
Using this in (256) yields
> A, S;) = 0.
TES;
Thus, we have from (256) that
|5l
N < )
> A, S) < 51 > A, S)
z€S; z€S;
|55
A ) < A ).
— |S]|+1; (wWSJ) —gs: ($7SJ)

That the inequality in (254) holds follows directly from (257), (258) and (259).

9.18 Proof of Lemma 57
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(259)

Since (-, ) is symmetric, clearly 7(:,-) is also symmetric. Thus, (C1) is satisfied trivially. To see

that (C2) is satisfied, observe from (197) that

So3wy) = 150 (0~ 11(2.9)

yeN
1
+ —(Q,Q)+0—-0=0.
n

To see that (C3) holds, we note that

o 2 1 (n—1)
’}/(JZ,ZE) - ’Y(ff, ZL‘) 57<m7 Q) + E’Y(Qa Q) + n g,
and that
i B 2 1 (n—1)
Yy, y) =7, y) — m(y, Q) + EV(Q, Q) + 0,
Thus, for x # y, we have from (198) that
Yz, z) +3(y,y) — 27(z,y)
=y(z,7) +v(y,y) — 27(z,y) + 20 > 0.
9.19 Proof of Lemma 58
Note from Definition 53 and Definition 55 that
- 2 1
Az, S)=9(x,x) — —F(x,5) + —=7(5,.9),
(x,8) = 3(x,2) = 7732, 8) + (S, )
and that - )
_ m%(lﬁ,S), lfx¢57
Aa(z,S) = %A(m,S), if r € Sand |S]| > 1,

—00, ifreSand|S| = 1.

(260)

(261)

(262)

(263)
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To show (199), we need to consider two cases: (i) x € S and (ii) * ¢ S. For both cases, we have

from (197) that
(n—1)

n

3(,2) = (2, 2) = (D) + (9, 9) +

g,

and

3(5.5) = 2(5.9) - D5, - s 0

S|? S|?
+ |—l7(Q,Q) +o|S| — au.
n n
Now we consider the first case that z € S. In this case, note that for z € S

. S 1

3w.8) = .9~ ) - Lys.0)
S S

+ | l’y(Q,Q)—I—a—au.

n? n

Using (264), (266) and (265) in (262) yields

~ 2 1
Az, S) = Alz,z) — —F(x,9) + —==7(5,9
(@.5) = A(r.) = 153, 5) + (S, 9)
2 1
= y(z,z) — —=y(x,5) + v(S, S
1
+o(1— —
57
1
= A(x,S)+o(l ——).
(x.8) + 01— )
From (263), it then follows that
- B |S’ ~
5] 1
= A 1— —
S (A S) +oll - o)
= Aa(%, S) + 0.
Now we consider the second case that = ¢ S. In this case, note that for z ¢ S
- S 1
§.8) = A(0,8) ~ Dy, 0)  19(5,0)

S S
+ Bl -2

n? n

Using (264), (269) and (265) in (262) yields

Az, ) =i@@—%ﬂ%$+ﬁﬂ@@
2 1
- ’}/($,113) _1E7(x7 S) + W’Y(Sv S)
—i—a(l—l—m)

1

(264)

(265)

(266)

(267)

(268)

(269)

(270)



95

From (263), it then follows that

X 5|

Aa(z,S) = =21

a(% ) |S|+1
5|

1
Eﬁiigu%sy+d1+ﬁﬂ0
— Aa(z,9) + 0. (271)

A(z, S)
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