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Abstract

Semantic Web (as the WIWW itself) can be seen as a decentralized system that
self organizes and evolves, scaling to unforeseen conditions, features which are typical
of complex systems. A big amount of Semantic Web (SW) schemas expressed in
either RDFS [11] or OWL [18] has been developed during the last years [43]. In their
majority, they are not specified at the same level of detail and hence, only few classes
appear as domain/range of many properties, while most appear as domain/range of
few or none. Furthermore, they usually form interconnected graphs as a result of
a social collaboration process, which involves the reuse and extension of the classes
and properties defined in different schemas. In this setting, it would be interesting
to investigate to what extent graph features that emerge in social network analysis,
such as power-law degree distributions and the small world phenomenon, could be
used to grasp the morphology of existing SW schemas.

The knowledge of these features is essential in several contexts. For instance, it
can be exploited for selecting or devising efficient index structures and search algo-
rithms [1] or it can be exploited for ontology visualization [50]. Furthermore, it can
be useful for revealing emerging conceptual modeling habits. Finally, it can be used
for guiding synthetic SW data generation in order to benchmark SW repositories and
query languages implementations in a credible manner. For instance, for developing

ontology-based repositories that will be able to cope with the expected size of the



Semantic Web in the coming years, we need to be able to create large datasets and
test now the scalability of storage, query or update methods.

This Thesis consists of two parts. The former focuses on the investigation of
graph features of real SW schemas, while the latter on the generation of synthetic
SW schemas that exhibit those features. Concerning the former part, the well-known
graph mining techniques cannot be used as such, since SW schemas are graphs en-
riched with the semantics of RDF/S [11] or OWL [18] specifications. In particular,
arcs in these graphs are of different nature, namely, a) arcs representing subsumption
relationships among classes, and b) arcs representing relations between classes (e.g.
has_a) or attributes (e.g. title), collectively called properties. The existence of arcs
of the former kind implies additional arcs of the latter one, e.g., a class inherits the
properties of its ancestors. Hence, for each SW schema we essentially need to study
two graphs that have the same set of nodes (i.e., classes or literal types), namely, the
subsumption, and the property graph. Among the results of our experimental analy-
sis, we briefly mention that the total-degree distribution of the property graph as well
as the class descendants distribution of the subsumption graph of real SW schemas
follow a power-law. Moreover, the property graph of the their majority exhibits the
small world phenomenon.

Concerning the latter part of this Thesis, i.e., the generation of synthetic SW
schemas whose property and subsumption graphs exhibit the features observed in
the real SW schemas, the main challenge that was faced was the generation of the
subsumption graph given the in- and out-degree sequence of its transitive closure.
This implies the generation of transitively closed graphs given their in- and out-degree
sequences, problem that has not been studied before in the literature. We present a

reduction of this problem to the Linear Programming one.
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YxeTxd ne toug Kavdveg tne Advaung xou to

Ynuaciohoyixd Iotd

[wdvvne Ocoydenc
Metamtuytond| Eoyaota

Tunua Enotiunc Troroyotawy, Havemotiuo Kerine

IMepiAndm

O Enuactohoyixde Iotog (EI) (6nwe xaw o mayxbéowog 101dc) unopel va Yewpnie
oAV €Vl ATOXEVTPWUEVO GUGTNUO TOU AUTO-00YAVWVETAL ot ECEMGOETOL XATw and Ampo-
Bhenteg oUVINXES, YAPUXTNEIOTIXS TOU ATOTEAOVY TUTIXES WOLOTNTES TWV TOAOTAOXWY
ovotnudtey. ‘Evag peydhog apuiudg oynudtwy tou Xl exgpacuévewv eite oe RDES
1y oc OWL éyouv avantuydei ta tedeutaia ypdvia. Xty mhetodngio Toug, dev €youv
avaAudel otov {Bto Badud ue anotéleopa Aiyeg xhdoeig va epgaviCovton oav 1o REdio
0pLoUo0/TIADY TOMGDY BLOTATWY, EVE Ol TEPIOTOTERES VoL epgavilovtar cav To medio
0ptopol /Ty Mywy 1 xon xoplag wietnTag. Emmhéov, cuvidug oynuatiCouv diacuvo-
E0EUEVOUC YRAPOUS GOV TO UTOTEAECUA ULAG OLAOLXAGTAS XOWVWVIXTC GLVERYAGIAS, 1) oTola
TEQLAOPBAVEL TNV ETAVOLYETOWOTOMOT) Xl EREXTAOCT] XAACEWY X IDIOTHTWY OPIGUEVRY
oe dtapopeTixd oyfuata. Méou o autd Ta mhalota etvar evdtagépouca 1 e€axplBwon
Tou Potuod otov omolo yvwplouata Yedpwy Tou avadlovIdL GTNY AVIAUCY) TWY XOLV-
WVIXWY OXTUOY, OTWS Ol XATAVOPES xavova Tng d0voung yia Toug ohxolg Baduoic
X0l TO QAULVOUEVO TOU UXEOU XOOUOU, UT0EoLY va yenotponondoly yia va “maoTtel’ 7
Hoppoloyid TwY LUTAEYOVIWY oyNUdTwy Tou XL

H yvhon autdv tov yvwpioudteny etvar (wtixy yia oudgopa Aoyoug. [ tapdderyua,
umopel va yenowonomel yioo TNV emAOYY | TNV ETVONOY] ATOOOTIXGDY OELXTWOV XL UA-

Yoprduwy avalAtnong, Omwe xat Yo TNV onTxonoinon twv oviohoywwy. Emmkéoy,



umopel va yenowonowmdel yio TNV amoxdAun avaduOUEVLY GUVIUELDY EVVOLONOYIXNS
wovteroroinone. Téhog, umopel va yernowonotiet yior Ty xadodryrnon tne dnuovpylag
ouvleTxv dedouévey Tou Xl ue oxomd TNy TEpopATIX 0ELOAOYTOT) ETOOCEWY ATO-
V1oV BEDOUEVDY XA UNOTIOLACEWY YAWOCKY ENEQWTHCEWY Tou Xl ue aliémoTo Tpodmo.
[t mapdderypua, yiow TNV avdmTuln OVTOAOYIXO-XEVTRXWY amo¥nxwy ded0UEVewY TTou Yo
ebvon ovég var avtaneléldouy oto avouevouevo uéyedog tou X1 o embueva ypdvia,
ypetdletan vor EfaoTE Vol Vo TopdyOUUE UEY Ao GUvolo BEBOUEVWY Xat Vo EAEYEOUUE
TOEA TNV XAAXOCIUOTNTA TwV PEVOOWY amoVXEUoNS, EREPWTNONG XAt EVIUEPWOTS.

H epyaota auth yweiletan oe 2 yéen. To mpwto eotidlel otny e€axpifworn twv
YVWRICUATWY TV YdpwY Twv oynudtwy Tou X, eved o debtepo o1 dnuioupyio ouv-
VETIXOY oY NUATLY Tou eppaviCouy autd Ta yvemplopaTa.

‘Ocov agopd 10 TPWTO UEP0C, 0L YVWOTEC TEYVIXES EEOPUENS YRAYMY BE UTOPOLY Vo
yenoworoinioly autoloteg, agol ta oyfuata Tou Xl eivar Ypdgol eumhouTiouévol Ue T
ornuactoroyio Tne RDES 4 tng OWL. Yuyxexpuéva, ot axuéc 6° autolc Toug Yedpoug
elvor DLapOPETIX NS PUOTE, ONAUON o) OXUES TOU AVAAPLETOUY GYEGELS unoAAnAtag petagld
xNEoEWY Xou B) oxUéS TOU TUPLOTAVOUY OYEGELC AVAUETH GE XAAGELS 1 Yvwplopata, and
x0voU ovoualouevee w¢ wiotnte. H Omopdn ooy tou mpoTou eldoug cuverdyeta
ETUTPOCVETEC AXUES TOL OEVTEQOL, Y. Lot XAAOT xANEOVOUEL TIC LOLOTNTES TWVY TPOYOV-
v ™¢. Emouévac, yia xdde oyrua tou X1 efvon avdyxn va pehetricouue 500 yedpoug
Tou €Youv 10 {810 6UVOAO xOUPwV (BNAAST T0 GUVORO TWY XAGCEWY XL TWY GLINONOYIXWY
TOTWY), T0 YEAYo TNe ETOAANA{UC X0t TO YPdPOo TwV WI0TATWY. AViueoo ota anoTeLéo-
HOUTOL TNG TELRAUATIX TG MG avEAUGTS EV GUVTOMLN AVUPEPOUUE OTL 1) XATAVOUT| TV OAXWY
Baduwy Tou YEAPOU TWY WIOTATWY OTWS XAl 1) XATAVOUT TWY ATOYOVWY TWY XAJCEWY
TOU Ypdou TN emahAnAiog Twv oynudtwy tou XTI axohouvdolv évav xavova tng d0-
vaung. Emmiéov, o ypdgpog twv Wothtwy g mhetodngiog Tov oynudtoy epgaviCet to
PUYOUEVO TOL UXEOU XOGUOU.

‘Ocov agopd o deltepo PEpog TNg epyaoiag authc, Onhadr tn dnutoupyio cuvieTixwy



OYNUATLY TwV 0ToiwY oL Ypdpol uTahknhiog xar WOTATOY eu@avilouy Ta yvweioyato
Tou TapaTEHUNXAY oA TEUYUATXd oy uata Tou X, 1 UeYUALTERY TROXANOT] TOU Av-
TIETOTICOUE HTAY 1 dNULoupYiol ToU Ypdpou Tne ERUAANALLS BOCUEVLY TWY 0xXONOLILGDY
TWY EIOERYOUEVWY xat €EEQYOUEVWY Badudy Tou yetafatixol xAewoiuatoc toug. Autd
oLVETdYETUL TN Onuovpylo YeTaBaTind XAEICTWY YRAPWY BOOUEVWY TwY axohoudmy
TWYV ELCEPYOUEVWY X0t ECEPYOUEVWY PBoduwdy Toug, TeoBAnua mou dev €yet uehetniet
Teonyouuéveg ot Pihoypagio. XNy epyacio auth TapouctdlouUE THY avaywY T Tou

TpoPBhiuatog autol oto TpoBinua tou [pauuixot Ipoypouuatiopo.

Enontne Kadnyntvg: Baciing Xeotopidng
Avaminpwthc Kadnynthc
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Evyapiotisg

Y10 onuelo autd Va Hleha va guyoploTAow GAoug TOUS BAGXIAOLS HOU ATtd TO
Anuotxo éwe 1o Iavemothuwo. Ioiutépwe, tov x. Ogmiotoxhy Henovr, xodnyntn
HOUMUOTIXWY TWY AUXELIXWY JoU YeoVwy, xat Tov x. Baciin Xelotogidn emBrénovta
NG TTLUYLAXAC OAAS o TNG UETamTUYtaxtig Lou epyaociac. Tov mpwTo yiow TNV napouci-
00T TWV LOUTUATIXWY WS {OVTAVO 0PYAVIGHO X 1o THY ATOXAAUYT TNG OYEoNE TOUS UE
TN QUOIXT| XA XOWVWYLIXY| TparyUoTixotnTa. Tov Bedtepo yio TV ddoyn cuvepyaoio yog
Ta Teheutadar 3 o TAEOV yeoVLA, XapTO¢ NG omolag anoTeAE!, TEPUY TOMWY GAAWY, X
7 mapoloa epyacio. Ot yvwoelg xau 1 cuveyhic didecudtnTa Tou Yo fordeio otdinxay
taiTepa EVEPYETNAES Yol VAL

[Switepec euyapiotiec aliCouv xou otoug x. [dvvry TCtlxa xon TNdpyo Tewpe-
yoxonouvro. Ot mapatneroeig xat oL TeoTdoelg Toug anedetydnoay tapandve and yeh-
OLIES YIo TNV TERATWOT TNG Tapovoag epyactiag. Ewdwdtepa, Ya Alela va euyaplothow
Tov %x. Tdvvn TCtlwo yia v ddoyn cuvepyasia pog to TeEAeuTaio 2 ypovio uéoa omod
TO EPYAOTHP0 TANPOGORtax®Y cuoTudtwy Tou ITE oAAd xou yia Ti¢ grhocogixég -
uetapadnuatixés culnTRoE Hog.

Oa Hieha oxxdua va euyaplothon tov x. Ilavoyidtn Toaxohidn yia tny mpodupla
TOU Vo CUUUETACYEL OTNY EEETACTIX EMTROTY TNG UETATTUYLOXTS HouU Epyaoiog.

[Swadtepa Yo deha va euyapothion to Tufua Enietiung Trohoyiotwy tou [avemiotr-
wou Kerjtng xou to Epyaotfpio IThnpogopiaxmy Yuotnudtwy tou Ivotitovtou ITingo-
gopixfic Tou ITE yio Tic YV®OOE TOU améXTNoa xUTd T1) SLIOXELN TWY CTOUBWY UOU GTNV
Ken.

Eniong Yo Hdeha va euyopioticn toug @lloug pou, Ed TwV TROTEPLY YROVLY,
Avtovn, Anuften, Nixo, Topyo, Magtva, Tlavdyo, Agylen, ohhd xo twv VOTERWY
yeovwyv, I'dvvn, Tloptln, Havaywwtn, Mdpxo, Xewotiva, Pola. Idiutépng, Yo flela
va. euyopioThow TNV Iwdvva mou Ytav tpdduurn va anavtAceL 6TIC amopleg Lou Yl Ti

TEYVIAES AETTOUERELS TNG HOPQPOTOINONE TNG TUPOVOUS AVAPOEAS.



Tehxd xou ndvew and oha Yo fdeha va euyaploThon TNV adep@r uov, Eiprvn, xo

Toug Yovelc you, ®ilnmo xou Bépa, yia Ty unooTtipllr Toug OAa auTd TaL YOI
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Chapter 1

Introduction

In the next evolution step of the Web, termed the Semantic Web [6], vast amounts
of information resources (data, documents, programs) will be made available along
with various kinds of descriptive information, i.e., metadata. Better knowledge about
the meaning, usage, accessibility, validity or quality of web resources will considerably
facilitate automated processing of available Web content/services. The Resource De-
scription Framework (RDF') [38] enables the creation and exchange of resource meta-
data as normal Web data. To interpret these metadata within or across user commu-

nities, RDF allows the definition of appropriate schema vocabularies (RDFS) [11].

Semantic Web (as the WWW itself) can be seen as a decentralized system that
self organizes and evolves, scaling to unforeseen conditions, features which are typical
of complex systems. A big amount of Semantic Web (SW) schemas expressed in
either RDFS [11] or OWL [18] has been developed during the last years [43]. In their
majority, they are not specified at the same level of detail and hence, only few classes
appear as domain/range of many properties, while most appear as domain/range of
few or none. Furthermore, they usually form interconnected graphs as a result of
a social collaboration process, which involves the reuse and extension of the classes
and properties defined in different schemas. In this setting, it would be interesting

to investigate to what extent graph features that emerge in social network analysis



2 CHAPTER 1. INTRODUCTION

could be used to grasp the morphology of existing SW schemas.

The knowledge of these features is essential in several contexts. For instance, it
can be exploited for selecting or devising efficient index structures and search algo-
rithms [1] or it can be exploited for ontology visualization [50]. Furthermore, it can
be useful for revealing emerging conceptual modeling habits. Finally, it can be used
for guiding synthetic SW data generation in order to benchmark SW repositories and
query languages implementations in a credible manner. For instance, for developing
ontology-based repositories that will be able to cope with the expected size of the
Semantic Web in the coming years, we need to be able to create large datasets and

test now the scalability of storage, query or update methods.

Generally, degree sequence, diameter and average distance are three main fea-
tures that characterize graphs. The internet topology [25] as well as WWW [37, 5]
have been observed to exhibit a power-law distribution for their in- and out-degree
sequences. Several models of power-law graphs evolution have been proposed [5, 9,
37, 36, 2| to capture the way in which such power-law distributions arise as graphs
evolve (see [3] for a comparison). Furthermore, social network analysis has focused
on the investigation of the small world phenomenon [53], i.e., graphs with small av-
erage distance and many clusters of nodes. However, such graph mining techniques
cannot be used as such, since SW schemas are graphs enriched with the semantics
of RDF/S [11] or OWL [18] specifications. In particular, arcs in these graphs are
of different nature, namely, a) arcs representing subsumption relationships among
classes, and b) arcs representing relations between classes (e.g. has_a) or attributes
(e.g. title), collectively called properties. The existence of arcs of the former kind
implies additional arcs of the latter one, e.g., a class inherits the properties of its
ancestors. Hence, for each SW schema we essentially need to study two graphs that
have the same set of nodes (i.e., classes or literal types), namely, the subsumption,

and the property graph. It would be interesting to investigate whether the property

University of Crete, Computer Science Department



graph exhibits the small world phenonemenon or a power-law degree distribution,

while examining the distributions involved in the subsumption graph could provide

additional hints about the morphology of SW schemas. Note that, the structure of

the property graph is more complex than the graphs studied in the literature, since it

involves self-loops (e.g., recursive properties) and multiple arcs (i.e., two classes may

be connected by more than one property).

The main contributions of the first part of this thesis are:

i)

ii)

iii)

We analyze the features of the property graph for individual SW schemas. In
particular, we show that 94.8% of the schemas with a significant number of
properties approximate a power-law for property total (in- and out-) degree
distributions with exponents in [0.79,2.18] and that 67.2% of them exhibit the
small world phenomenon as an effect of the previous distributions in conjunction
with their trend to form clusters of classes. In contrast to our work, [48] studied
only the subsumption graph of schemas, while [26] studied the graph derived by
aggregating all schemas (regardless of whether they are interconnected or not)

but without distinguishing subsumption relationships from properties.

We study the relationship among the distinct numbers of descendants per class
(i.e., subsumed classes). More precisely, we show that the relationship between
the i — th biggest number and its corresponding rank (in descending order), i,
is approximated by a power-law function with exponents in [0.97,2.44] for the
87.9% of the schemas defining a significant number of classes. Unlike our work,
[48] examined only the frequency of the numbers of classes that have the same

number of descendants and not their correlation.

We provide the means to sketch an abstract morphology of SW schemas. In
particular, we show that the classes with big degrees in the property graph (i.e.,

classes with many properties) are usually located at the higher levels of the
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subsumption graph. Additionally, SW schemas have many clusters of connected
classes. Moreover, we observed that most schemas have many cyclic paths
of average size equal to 21. Finally, class subsumption hierarchies are mostly
unbalanced with large branches and many leaves. To the best of our knowledge,

no other work has reported similar results.

It should be stressed that, although SW schemas is a small subset of the WIWW,
their graph morphology exhibit common features, i.e., power-law for their degree
distribution (i.e., properties relating classes versus hyperlinks connecting web pages),
while both exhibit the small world phenomenon. One plausible explanation for this
fact is the emergence in both graphs of the preferential attachment [5], which stems
from the rough divergence in the significance (for a specific domain of discourse) of
classes in SW schemas or the popularity of pages in the WWW.

The main contributions of the second part of this thesis are:

i) We propose algorithms to generate SW schemas given the characteristic expo-
nents of the total-degree distribution of their property graph and of the class
descendants distribution of their subsumption graph. The former guides the
generation of the property graph, while the latter the generation of the sub-
sumption graph. Combinatoric features of real SW schemas that correlate the
two graphs (that have the same set of nodes) are then exploited to generate a
SW schema. Specifically, the total-degree of each node is modeled as a Discrete
Real Random Variable (DRV') that follows a power-law with the given expo-
nent. The total-degree sequence of the property graph is produced by sampling
values of that DRV. Graph features of real SW schemas are then exploited
to produce the out- and in-degree sequences. Similarly, we produce the out-
degree sequence of the transitive closure of the subsumption graph using the

power-law exponent of the class descendants distribution. The corresponding
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in-degree sequence is produced as a function of the number of classes according

to features observed in real SW schemas.

ii) We tackle the problem of the generation of directed graphs without self-loops or
multiple edges given either its out-/in-degree sequences, or the out-/in-degree
sequences of its transitive closure. The former problem can be solved by the
algorithm [42] in O(N3) time, where N is the number of graph nodes (i.e.,
schema classes and literal types). However, the latter one, i.e. the generation
of transitively closed graphs, has not been addressed in the literature yet. In
this thesis we propose its reduction to the Linear Programming problem. In
particular, we propose a reduction of the problem for trees of O(N?) complexity,
which yields a tree, whose transitive closure realizes the exact out- and in-
degree sequences that were given. Moreover, we propose a reduction of the
problem for DAGs of O(N?®) complexity, which yields a DAG whose transitive
closure has out- and in-degree sequences that approximate the given ones. An
exact solution is also possible for DAGs by a reduction to the Integer Linear
Programming (ILP) problem. However, it is of no practical impact, since ILP

is an NP-complete [44] problem.

The remainder of this thesis is organized as follows: Chapter 2 elaborates on the
graph features of real SW schemas. Chapter 3 focuses on the problem of generating
graphs given their degree sequences. Additionally, Chapter 4 provides methods to
sample DRV's that follow a power-law distribution. Chapter 5 presents the generation
of SW schemas by combining the graph features (see Chapter 2) of real SW schemas,
the methods to generate graphs given their degree sequences (see Chapter 3) and the
methods to sample DRV's that follow a power-law distribution (see Chapter 4). It
also presents the results of the experimental evaluation of the generation of synthetic

SW schemas. Finally, Chapter 6 summarizes the contributions of this thesis as well
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as identifies issues for future research.
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Chapter 2

Graph Features of SW Schemas

In this Chapter we study the graph features of real SW schemas. Specifically, Sec-
tion 2.1 provides formal definitions of SW schema graphs, as well as definitions related
to power-law distributions and the small world phenomenon. Section 2.2 details the
corpus of schemas used in this work and the methods adopted in the experiments
performed, and details the results of our analysis. Based on these measurements
Section 2.3 sketches the general morphology of SW schemas. Finally, Section 2.4

resumes related work.

2.1 Semantic Web Schema Graphs

SW schemas are usually represented as directed labeled graphs, whose nodes are
classes or literal types and arcs are properties. These graphs may have self-loops
(representing recursive properties) and multiple arcs (when two classes are connected
by several properties). In particular, SW schemas have two different kinds of arcs:
subsumption arcs (rdfs:subclassOf or rdfs:subpropertyOf), and user defined ones. The

former comprises subsumption relationships among classes or properties (which are

7



8 CHAPTER 2. GRAPH FEATURES OF SW SCHEMAS

transitive in nature), while the latter comprises domain-specific attributes or rela-
tionships among classes, which are called properties. According to the RDFS se-
mantics [30], a class inherits all the properties of its (direct and indirect) subsuming
classes. As the interpretation of these two arc kinds is different, for each SW schema
we need to define two graphs: a) the property and b) the subsumption graph. Both
graphs have the same set of nodes (i.e., the union of classes and literal types used in

the schema) but they comprise different kinds of arcs.

Definition 1 The property graph of a schema is a directed graph G, = ({CUL}, P),
where C' is a set of nodes labeled with a class name, L is a set of nodes labeled with
a literal type, P is a set of arcs of the form {(c1,p,c2) where ¢; € C, co € CUL, and

p is a property name.o
If (cl,p,c2) is an arc, we shall write domain(p) = cl and range(p) = 2.

Definition 2 The class subsumption graph of a schema is a directed graph G, =
(C, Py), where C' is a set of nodes labeled with a class name and Py is a binary

relation over the elements of C.o

We can denote an arc of this kind by (cy, rdfs:subclassOf, ca) meaning that ¢; is
a subclass of co. The property subsumption graph can be defined in a similar way,

where the nodes are the schema properties and the arcs are relationships of the form

(p1, rdfs:subpropertyOf, pa) (p1,p2 € P).

By considering the RDFS semantics we can obtain the closure of the subsumption

and property graph of a schema.

Definition 3 Let G, = (C, Ps) be the class subsumption graph of a schema. The
closure of the class subsumption graph, denoted by G%, is the pair (C, P¥) where P

1s the reflexive and transitive closure of Ps.¢
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rdf-rdfs I

Resource ’
J X

Property Graph Subsumption Graph

—> isA ) .
—> property defined in the schema O Class defined in the schema
~--> property defined in other schemas i} Class defined in other schemas

---p> instanceOf

Figure 2.1: SW schemas reusability and extension (left) / Property and subsumption
graphs of schema nsl (right)

Definition 4 Let G, = ({C U L}, P) be the property graph of a schema, and let
G: = (C, PY) be the closure of its class subsumption graph. The closure of the property
graph of the schema, denoted by G, is the pair ({C' UL}, P*) where P* comprises all

arcs {c1,p, ca) such that there exists (c1,cs) € P¥, (ca,cq4) € P and (c3,p,cq4) € P.o

s

For example, the right part of Figure 2.1 depicts the property, the subsumption
graph and their closures of the schema nsl illustrated in the left part of Figure 2.1.

It should be stressed that in order to study the cyclic paths, we need to reduce the
closure of the property graph to an undirected unlabeled one, denoted by G . which
is derived by replacing the set P* of arcs with the set P!, = {(c1,¢c2) | {(c1,p, c2) €
P* or {ca,p, 1) € P*}. Additionally, studying the local connectivity of nodes implies
the removal of self-loops from the G7 . reaching thus way the G; ~ whose set of

edges is Pl = {(c1,¢2) | (e1,¢2) € Pk, and ¢; # ca}.

un—
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UnionOf: <A, p, B or C> IntersectionOf: <A, p, B and C>

g o ) (©

> J

—> isA
—> property

Figure 2.2: Treatment of union and intersection OWL constructs (left) / Connectivity
of a SW schema (right)

In this work we ignore the logic-style descriptions of schemas expressed in OWL [18]
and focus only on the core RDFS [11] features which are also exploited by OWL. In
addition, we transformed OWL schemas that contain unionOf and intersectionOf
expressions (in class or property definitions), into equivalent RDFS schemas (see the
Figure 2.2 left). In particular, for OWL schemas that contain expressions of the from
AUB, AUBUC, ANB, ANBNC, we have added the appropriate subsumption relation-
ships of the form (AU B, rdfs:subclassOf, AUBUC), (ANBNC, rdfs:subclassOf, ANB).
Finally, we also exploited the Restriction feature of OWL (someValuesFrom | allVal-

uesFrom) to identify the domain/range of properties.

SW schemas are subject of social collaboration by reusing and extending existing
concept and property definitions. Firstly, reusability of schemas is mainly achieved
through the definition of properties, i.e., a schema can define as domain/range of
one of its properties a class that is defined in another schema. This case is depicted
in Figure 2.1 (left) where schema nsj defines that property p2, which is defined in
nsl, has as domain the class B2 (defined in ns2) and as range the class C4 (defined
in nsj). Extension of schemas is achieved through the introduction of subsumption
relationships between classes/properties defined in different schemas. For instance, in
Figure 2.1 (left) ns2 defines classes B2 and C2 and declares that they are subsumed

by E1 and F1 respectively, which have been introduced in schema nsi. Note that
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2.1. SEMANTIC WEB SCHEMA GRAPHS 11

a schema can declare that two classes are related through the subsumption relation
without defining any of these two classes. For example, ns3 declares that classes Bl
and C1, which are defined in nsi, are subclasses of E1 and F1 respectively, which
are also defined in schema nsl. Due to the aforementioned interconnection among
schemas, the (property or subsumption) graph of a schema is obtained from the union
of its classes and properties with those of the schemas that are reused or extended by
it. Finally, another way to reuse schemas defined in different namespaces is through
instantiation. As we can see from Figure 2.1 (left), all SW schemas are instances
of the rdf-rdfs meta-schema, i.e., their classes/properties that are instances of the
rdfs:Class [ rdf: Property respectively (see Figure 2.1 (left)).

It is worth noticing that all schema classes may not have the same significance.
Intuitively speaking, there usually exist few ”central” classes (e.g., in Figure 2.2 right
class C2 is "central”) that form the conceptual backbone of the defined schema, and
many " peripheral” ones that are used to further detail the analysis of the former.
When a ”peripheral” class (e.g., C'1 in Figure 2.2) is added to the schema, it is more
likely to be related through properties with ”central” classes rather than with other
peripheral ones. Moreover, the ”central” classes of a schema consist ideal articulation
points for interconnection with schemas defined in other namespaces, since many
properties are located in their neighbourhood (the path between a central concept and
the others is small). Both processes of SW schemas development fit in the definition
of preferential attachment [5] (also called the “rich-get-richer” phenomenon), which

has been proven to yield power-law degree distributions.

2.1.1 SW Schema Graph Features

As defined in [53] small world graphs are highly clustered like regular graphs, but

have short distances between arbitrary pairs of vertices like random graphs. These
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properties are quantified by the clustering coefficient and the average distance of the
graph. Furthermore, small world graphs are characterized by their small diameter. In
general, small world can emerge from the high variability of degree distributions and

the preference for local connectivity (i.e., the trend to form clusters of nodes) [34].

It should be noticed that, since the property graph is sparse, i.e., its number of
classes is usually bigger than its number of explicitly given properties (or at least of the
same order of magnitude), we consider its closure to examine whether RDFS graphs
exhibit a small world structure. Additionally, self-loops have to be removed, multiple
arcs should be replaced by single ones (unlabeled), while the directedness should
be ignored. This is because, in the small-world picture, we are interested only in
studying static patterns of whether nodes are connected or not (and hence, we consider
the Gy ). However, since all classes are instances of the rdfs:Resource and there
exist schema properties defined by the rdf(s) meta-schema with domain and range
rdfs: Resource (e.g., the property rdfs:seeAlso of Figure 2.1 (left)), every SW schema
results in a regular graph (i.e., all nodes are connected with all others). To avoid this
effect, we excluded from our computations the classes and properties of the rdf(s)

namespace (unlike [26]), which is reused by all schemas of our corpus.

We can define the neighbourhood of a class ¢; € C, denoted by n(c;), the set
of nodes that are connected with ¢; in G5, ie. n(c) = {¢ | (c,¢;) € Py, _}.
The clustering coefficient C'C; for a class ¢; of an undirected simple graph G;
is the fraction of arcs connecting neighbours of ¢; (i.e., classes that are contained
in n(c;)) divided by the maximum number of edges that could exist among them

[53], specifically, CC; = [{(eg.cn) | (Cﬂ;c(’ifﬁff@iﬁ‘f)cj’cken(ci)}l. Figure 2.2 (right) shows
AN G

an example of a property graph, where n(cs) = {co, ¢1, 3, ¢4, 5,6}, 1.e., |n(c2)| = 6.
Among these 6 nodes there can be at most % = 15 undirected edges. However, there
actually exist only 4 edges, i.e., (¢3,¢4), (¢3,¢6), (¢5,¢4), (c5,¢6). Hence, the clustering

coefficient of ¢y is % = 0.26.
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Definition 5 [58] The clustering coefficient for an undirected simple graph G s

the average of the clustering coefficients of its classes, i.e., CCgy = ﬁ Z'gl CC;.0

A necessary and sufficient condition to characterize a graph G; =~ as a small world,

follows.

Definition 6 /53] Let g;;m_ be a graph and G qndom be a random graph with the same
number of nodes and arcs as Q;un; Also, let LGZW_’ Lyandom be the average distance
of G5, Grandom TESpectively and C’Cqun_, CChrandom be the clustering coefficient
of Gy Grandom reSpectively. Q;un* s a small world iff, LGZW_ ~ Loondom and

CCG;;H B > C(C’random-o

n

In order to decide whether a graph is a small world or not, we need to set the
values of Lyandom and CCrangom- Fortunately, Erdos and Rényi have proved in [24]

that a random graph with N nodes and k arcs per node on average (i.e., N * k arcs

log N
logk

totally) has average distance L;qndom = and clustering coefficient C'C,.qnaom = %

2.1.2 SW Schema Graph Distributions

It is well known that the distribution of the degree sequence determines partially
or totaly some other significant features, such as the average distance and diameter
of a graph, as well as the emergence of the aforementioned small world phenomenon.
Moreover, in our setting the study of the degree distribution can reveal classes of dif-
ferent significance (central or peripheral). Hence, we are interested in investigating the
degree distribution of each RDFS schema property graph. Since it is a directed graph,
we need to distinguish between out- and in-degree distributions. The out-degree can
be regarded as the distribution of property domains, while the in-degree as the distri-

bution of their ranges. However, from a conceptual modeling viewpoint, the direction

Yannis Theoharis



14 CHAPTER 2. GRAPH FEATURES OF SW SCHEMAS

of the properties is not important. One can replace the property (B1, pl, C'1) of ns1 of
Figure 2.1 (left), with the property (C1, p3, B1) by inverting the direction and chang-
ing the property label (see also the OWL inverse properties). Thus, it is reasonable
to also study the total-degree distribution and try to compare its characteristics with
those of the in-/out-degrees. Furthermore, since subsumption plays a significant role
in SW schemas we will also investigate the out-/in-degree (corresponding to transitive
subclasses/superclasses respectively) distributions of the closure of the subsumption
graph, G*. Formally, we (mainly) consider the Discrete Random Variables (D.R.V.)
for the out-/in-/total-degrees of the property graph, G,, and for the out-degrees of
the closure of the subsumption graph, G:.

Then, for each D.R.V. we study:
i) its probability density function (PDF), i.e., P(X = z)

ii) its complementary cumulative probability density function (CCDF),i.e., P(X >
x)

iii) the relationship among the values of its range and their rank in decreasing order

(VR)

The consideration of VR beyond the two frequency-based functions is necessary,
since it reflects the variability of the values (e.g., of the total degrees), while the
PDF measures only the frequencies of the values and not their correlation [40]. Note
also that the high variability of degrees, which is correlated with the total-degree
VR (and not PDF), is a necessary condition for a graph to be small world [34]. Next,

we introduce power-law functions.

Definition 7 A power-law (also denoted by P(c, 3)) is a function f : X C R} — Rf

of the form: f(x) = az™", where a, 3 are constants, with o, 3 € R}. Equivalently,
log f(x) =loga — flogz. ©
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This means that f(x) can be drawn as a line in log-log scale. Obviously, the slope
of this line equals —f3. Power-law functions are scale-free, in the sense that if z is
rescaled by multiplying it by a constant, then f(x) would still be proportional to z~°.

Previous definition excludes the value 8 = 0.0, since in this case f(z) could be
equal to « for all values of z, i.e. f could be constant (uniform distribution, if f
is PDF of a D.R.V.). Loosely speaking, uniform distributions can be regarded as a
trivial case of power-law distributions. Intuitively, the value of ( is a measure of the
skewness of the distribution, i.e. § = 0 implies no skewness, while increasing values of
it implies increasing skewness. However, it is worth noticing that a distribution can
be skewed without being a power-law and this is why the skewness of a distribution

can not be the only explanation for the emergence of a power-law.

2.2 Experimental Results

In this section, we detail our sampling, methodology and the results of our exper-
imental analysis'. For each of the three functions of the considered DRV's we mainly
focus on two aspects: a) the fraction of schemas that approximates a power-law; and
b) the evidence or not for some correlation between the characteristic exponent of a

power-law function and the corresponding number of schema classes/properties.

2.2.1 SW Schemas Corpus

We collected 250 schemas from RDFSuite?, SchemaWeb? and Swoogle* schema
registries. We should stress that this corpus contains the biggest (in terms of number

of classes and properties) schemas published on the WIWIW until May 2006, including

1To perform this analysis we extended VRP[4].
Zathena.ics.forth.gr:9090/RDF /VRP /Examples/
3www.schemaweb.info

4swoogle.umbc.edu/
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the largest schemas of the Swoogle2005 ontology set (with 4000 ontologies). The size
of each schema (i.e., the number of classes and properties) is crucial for our analysis
since for small schemas the 'noise’ would be significant and thus would hinder the
deduction of credible conclusions. Hence, we categorized (see Table 2.1) the schemas
of our corpus according to their size. One group consists of 83 schemas with more
than 100 classes. Note that there are four sets (i.e., 9—16, 18 — 26, 29— 36, 54 —55) of
strongly interconnected schemas (i.e., each schema of a set reuses/extends all the other
set schemas). A second group (subset of the first one) comprises 58 schemas that have
more than 100 properties. The motivation behind this decision is that searching for
any kind of distribution in schemas with less than 100 classes (properties respectively)

is meaningless as explained earlier®.

2.2.2 Power-law Investigation Method

In this subsection, we aim at investigating whether the three functions of the con-
sidered DRV's (see Section 2.1.2) approximate a power-law and if they do, to which ex-
tent. For this purpose, we rely on a commonly used method (based on the least square
errors method), called Linear Regression [45], to fit a line in a set of 2-dimensional
points and, thus, to investigate whether the log-log plot of a function approximates
a line. The accuracy of the approximation is indicated by the correlation coefficient,
the absolute value of which (hereafter called ACC) always lies in [0, 1]. Since, there
is no formal definition of a threshold of ACC' value over which the approximation
can be characterized as good, we used 6 scales, namely 0.7,0.75,0.8,0.85,0.9,0.95
and looked at the plots to observe the credibility of the method®. By adopting this

®Detailed figures depicting the distributions of all corpus schemas are available at
athena.ics.forth.gr:9090/RDF /VRP/SWSchemas/
Swww.tufts.edu/~gdallal /corr.htm
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id Name # of C. | # of P. id Name # of C. | # of P.
1 tap 6031 379 53 onto 115 190
2 dcd100 5112 355 54-55 geocoordsyst 113 102
3 not-galen 3135 484 56 moviedatabase 108 394
4 opencycprotege 2966 1317 57 datatypes 101 334
5 cyc 2731 1193 58 cononto_Fuzzy 101 117
6 bsr 2724 1770 59 unspsc84-title 16518 20
7 milo 2480 458 60 unspsc 9810 16
8 sweet_data 2036 205 61 go 7006 25
9-16 sweet_phenomena 1923 190 62 acm-css 1483 16
17 clib-core-office 1352 1786 63 mygrid-reasoned 1012 99
18-26 mds 856 914 64 gams 795 16
27 weap_of_mass_destr 828 263 65 facc 620 16
28 ontology 823 296 66 mygrid-services-lite 592 30
29-36 science 790 301 67 java_ontology 503 28
37 sumo 643 254 68 mygriddomainontology 463 30
38 framenet_1.1_inferred 537 753 69 sweet_hum_act 295 24
39 adw 445 161 70 sweet_mat_thing 295 24
40 p3p-rdf-schema 422 379 71 orel 288 56
41 akt-refont-20020509 362 243 72 math_inter 223 16
42 kimo 341 126 73 kmi_basic 216 17
43 akt_portal_ont 228 208 74 wine_ontology 166 33
44 mgedontology 226 114 75 food_ontology 166 33
45 spacenamespace 224 143 76 substance 138 16
46 resume 217 119 7 gold 129 24
47 phontology 193 148 78 sweto_v2_3 127 85
48 spase_051214 176 224 79 earthrealm 125 16
49 cerif 164 226 80 property 125 16
50 geo_Inf_Met 158 335 81 openmath 107 16
51 copyright_Ontology 155 117 82 pizza_20041007 101 46
52 georelations 148 144 83 sweet_biosphere 100 16

Table 2.1: 83 schemas with > 100 classes (58 with > 100 properties and 25 with
< 100 properties)

approach, we observed that the approximation is: a) not good enough to be ac-
cepted for ACC < 0.85, b) quite good, but not to the same degree for all plots for
0.85 < ACC < 0.9, and ¢) credible for ACC > 0.9. For this reason, we present our
results” for each distribution for two threshold values of ACC, namely 0.85 and 0.9.
We should notice that during our experiments we observed power laws PDF' exhibit-
ing a characteristic 'heavy tail’, i.e., small values have big frequencies. This skewness
essentially consists a noise for the linear regression method, which computes a slope
(which equals to —f) smaller in absolute value than the real one (see the PDF' of

schema 61 in Figure 2.3), as has been observed in [12]. In the literature there has

"To produce the plots as well as to perform linear regression we used Gnuplot, gnuplot.info
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—_ 0 . . ~ -05 . : .
f2) CCDF of schema9  + o) CCDF of schema45 ~ ~
_§ 05 M Fitting (ACC =0.94) - | % Fitting (ACC =0.91) -
1
g o i
© ., ° A
< Tty
X -15 i, N5 |
A T, A
£ 2 s £ t
2 *q‘**ﬁtﬁ% S N
g 25t y g 27 %
© 3+ ©
k<) B 251
X 35t X
8 8
= 4 . . . . 2 3 . . . .
0 0.5 1 15 2 25 0 0.5 1 15 2 25
log( # of classes) log( # of classes)

-0.5 T T T 0 T T
@ * _ PDF of schema 61 n _ PDFof schema6  ~
g 1k + Fitting (ACC = 0.95) - 1 5 o5k Fitting (ACC = 0.93) - 1
° + ° .
g sy % 1
© ©
< 2+ " x
1] o 15+
< X, E=
s 25 - g ol
| B

S

2 35 - T 25 RN
5 S e
Soaf S 3 \
D D
° N o N

-45 L L L L L L 1 -35 L L L !

0 05 1 15 2 25 3 35 4 0 05 1 15 2 25
log( # of classes) log( # of classes)

Figure 2.3: Examples of different ACC values for functions CCDF and PDF

been proposed to bin the data in logarithmic bins, i.e., bins with exponentially in-
creasing widths as we go towards the tail. However, this method introduces a new
source of noise, since binning leads to loss of information (all that we retain in a bin
is its average). Hence, it is recommended to derive the characteristic exponent of the
PDF from the corresponding exponent of the CCDF [12] which is more resistant to
noise. If PDF follows a power-law with exponent 3, i.e., P(X = z) = ax™?, then
CCDF follows a power-law with exponent 8 — 1, i.e., P(X > 1) = vz~ =1 [12]. Fi-
nally, the VR function is one-to-one and thus no noise incurs in the linear regression
method.

To provide a graphical representation of what the value of AC'C' means, Figure 2.3
illustrates the CCDF and PDF functions of subsumed classes (all figures are plotted
in log-log scale with log base 10) of schemas 9,45 (CCDF) and 61,6 (PDF). We
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Figure 2.4: Deviations from the power-law for class descendants (left) / total-degree
(right) VR functions

should mention that the VR function slightly diverges from a power-law, exhibiting a
frequent plot of a curve, like the one shown in Figure 2.4 (left), instead of a strict line
in log-log scale. This kind of divergences from a power-law has been also observed in
the degree distributions of other graphs, like the WWW and has led to the proposal of
the DGX [7] distribution, which is a truncated log-normal one. This observation also
holds for the degree VR function. Another plot observed during our experiments for
the VR function is that of wings-like plots (see Figure 2.4 (right) which corresponds
to the total-degree VR function of schema 17). The impact of both divergences in our
method is captured by observing the decreasing AC'C' values employed to demonstrate
the quality of the power-law approximation (and thus we stick on a standard log-log

method).

2.2.3 Features of the Property Graph

In order to obtain an accurate picture about the domain/range distributions we
considered the given property graph G, (and not its closure). As we will see later on,
schema classes present strong differences in their significance. Few central classes are

developed in detail (i.e., they appear as domain/range of many properties), in contrast
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Domains (out-degrees)

Distribution > 100 Properties > 300 Properties

ACC =0.85 ACC =09 ACC =0.85 ACC =09

PDF & CCDF | 51/58 (87.9%) | 19/58 (32.7%) | 27/30 (90%) | 9/30 (30%)

VR 56/58 (96.5%) | 34/58 (58.6%) | 29/30 (96.6%) | 20/30 (66.6%)
Ranges (in-degrees)
Distribution > 100 Properties > 300 Properties

ACC =0.85 ACC =0.9 ACC =0.85 ACC =0.9

PDF & CCDF | 39/58 (67.2%) | 14/58 (24.1%) | 23/30 (76.6%) | 12/30 (40%)

VR 50/58 (86.2%) | 24/58 (41.3%) | 27/30 (90%) | 22/30 (73.3%)
Total (in- and out-degrees)
Distribution > 100 Properties > 300 Properties

ACC =0.85 ACC =09 ACC =0.85 ACC =0.9

PDF & CCDF | 53/58 (91.3%) | 39/58 (67.2%) | 27/30 (90%) | 25/30 (83.3%)
VR 58/58 (100%) | 55/58 (94.8%) | 30/30 (100%) | 29/30 (96.6%)

Table 2.2: Number of schemas exhibiting a power-law function for domain / range /
total degrees

to many peripheral ones. Additionally, central classes appear both as domain/range
of many properties. This correlation reflects the fact that for schema developers the

direction of the properties is not important.

2.2.3.1 Distribution of Property Domains (out-degrees)

Table 2.3 (left) depicts the characteristics of the distribution of property domains
for schemas 1 — 58. For each schema, its min, max, mean, standard deviation and
C.0.V. (i.e., st.dev./mean) measure is shown. Table 2.2 (upper) shows the portion
of schemas that define more than 100/300 properties and also approximate a power-
law for each considered function of property domains and for two threshold values
of ACC, namely 0.85 and 0.9. The main conclusion that can be drawn is that
the VR functions of property domains of most schemas approximate a power-law.
However, we can not infer any relationship between the number of properties of

a schema that approximates a power-law and the exponent of it (the corresponding
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domains ranges
id # of P. || Min | Max | Mean | St.dev. | C.O.V. || Min | Max | Mean | St.dev. | C.O.V.
1 379 0 313 18.95 67.53 3.56 0 22 1.11 1.24 1.1
2 379 0 45 18.03 13.59 0.75 0 4 1.23 0.6 0.48
3 484 0 17 2.93 2.55 0.87 0 4 1.11 0.39 0.35
4 1317 0 65 3.97 7.64 1.92 0 85 4.09 9.4 2.29
5 1193 0 63 4.07 7.79 1.91 0 7 4.1 9.18 2.23
6 1770 0 6 1.18 0.42 0.36 0 552 67.92 131.59 1.93
7 458 0 19 3.0 3.05 1.01 0 17 2.7 2.76 1.02
8 205 0 15 3.2 3.23 1.01 0 10 1.36 0.97 0.71
9-16 190 0 15 3.14 3.26 1.03 0 10 1.37 0.97 0.71
17 1786 0 225 6.41 23.81 3.71 0 197 3.98 14.18 3.55
18-26 914 0 11 2.06 1.85 0.89 0 32 1.94 3.12 1.6
27 263 0 19 3.52 3.31 0.93 0 17 3.03 3.15 1.03
28 296 0 15 2.69 2.82 1.04 0 12 2.31 2.53 1.09
29-36 301 0 7 1.76 1.28 0.73 0 30 1.79 3.38 1.87
37 254 0 19 3.66 3.38 0.92 0 17 3.16 3.25 1.02
38 753 0 6 2.66 1.69 0.63 0 4 24 1.01 0.42
39 161 0 8 1.59 1.3 0.82 0 31 6.6 9.7 1.45
40 379 0 313 21.82 72.87 3.33 0 42 1.1 1.67 1.5
41 243 0 10 2.51 2.11 0.84 0 38 2.27 4.28 1.87
42 126 0 12 2.69 2.48 0.92 0 34 2.74 5.35 1.95
43 208 0 21 3.14 3.84 1.22 0 8 1.92 1.66 0.86
44 114 0 6 2.15 1.34 0.62 0 4 24 1.01 0.42
45 143 0 16 5.15 5.3 1.02 0 19 5.45 6.0 1.1
46 119 0 12 2.37 2.44 1.02 0 16 1.84 2.64 1.43
47 148 0 29 8.78 8.79 1.0 0 19 34 3.95 1.16
48 224 0 124 4.55 16.8 3.68 0 133 9.61 30.14 3.13
49 226 0 12 3.81 3.28 0.86 0 4 1.4 0.79 0.57
50 335 0 21 4.45 3.74 0.84 0 10 1.63 1.33 0.81
51 117 0 9 2.79 1.95 0.7 0 7 2.16 1.59 0.73
52 144 0 11 3.56 2.78 0.78 0 8 2.0 1.71 0.85
53 190 0 38 4.54 7.84 1.72 0 30 3.48 6.17 1.77
54-55 102 0 11 3.76 2.83 0.75 0 4 2.09 1.08 0.51
56 394 0 70 6.45 12.8 1.98 0 286 12.28 52.67 4.28
57 334 0 30 4.54 5.27 1.15 0 20 3.17 4.75 1.28
58 117 0 6 1.77 1.14 0.64 0 4 1.44 0.83 0.57

Table 2.3: Distribution of property domain/range

figures are not illustrated in this paper). For PDF' the range of exponents lies between

[1.82,2.99], except for schema 2 with exponent 1.5,

[0.83,2.22).

2.2.3.2 Distribution of Property Ranges (in-degrees)

while for VR it lies between

Table 2.3 (right) depicts the basic characteristics of the distribution of property

ranges for schemas 1 — 58. Table 2.2 (middle) shows the portion of the schemas

that define more than 100/300 properties and also approximate a power-law for each
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Distribution | PDF | VR
ranges 12/39 | 21/39
domains 15/39 | 26/39
total 33/39 | 39/39

Table 2.4: Number of small world schemas that approximate (ACC' > 0.9) a power-
law for property domain/range

function of property ranges. We conclude that as the number of properties increases,
the portion of schemas that approximate a power-law also increases. The range of
PDF exponents for the majority of the schemas is [2.12,2.71]. However, we can not
figure out any relationship between the exponent and the number of properties. Fi-
nally, for VR the corresponding range of its exponents is [0.91,2.23]. One noteworthy
observation is that all schemas that approximate a power-law for property ranges

VR function, also approximate a power-law for property domains VR function.

2.2.3.3 Distribution of Total Degrees

We should stress that there is a strong correlation between the number of proper-
ties that have as domain a class and the number of properties that have as range the
same class. This correlation was revealed by the analysis of the total-degree (in- and
out-degree) functions, the results of which are shown in Table 2.2 (bottom). Note
that the percentages for total degrees are greater than those corresponding to both in-
(ranges) and out-degrees (domains). So if we consider the properties as undirected,
then their distribution better approximates a power-law. The range of the exponents

in this case lie in [1.65,3.05] for PDF and in [0.79,2.18] for VR.

2.2.3.4 Small World Schema Graphs

As has been mentioned in Section 2.1.1, to examine if a SW schema graph exhibits

the small world, we consider the G; . Additionally, to decide whether such a graph
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is a small world or not, we need to further detail the necessary and sufficient condition
presented in Section 2.1.1, i.e., LGZun_ ~ Lpandom and COGZW_ > CCrandom- For the
former, we consider that it is true if LGZM— < 2% Lygndom- This decision is motivated
by the fact that the average distance of small world graphs should not exceed by an
order of magnitude the average distance of a random graph with the same number
of classes and properties. Moreover, since we observed that SW schemas (treated
as undirected simple graphs) have small average distances, we further restrict the
upper bound into 2 % L,qn40m- For the latter (i.e., OOG}SM, ), we consider the initial
assumption of the paper [53] that introduced this condition using as a threshold a
multiplicative of CCungom. For example, in [53] the smallest threshold considered in
the examples presented there was 5. In our experiments, we increase it up to 8 (i.e.,

C’C’G; > 8 % CCrandom), Since we observe a transition point there.

39 (i.e., the schemas with id 1 —5, 7— 26, 28 — 36, 40, 46, 48, 51, 53) out of the 58
schemas that contain more than 100 classes and more that 100 properties, are small
world graphs. All of them, approximate a power-law for total-degree VR function and
33 of them also approximate a power-law for the corresponding PDF (ACC > 0.9).
The approximation of a power-law from the total-degree VR function of a schema
implies the high variability of total-degrees which is necessary for a graph to be small
world. The preference for local connectivity (i.e., the second necessary condition for
a graph to be a small world), although common, is exhibited by less schemas than
those exhibiting a power-law total degree VR function. Furthermore, as it has been
already mentioned in Section 2.1.2, the PDF' does not provide any information about
the relationship among values (i.e., total-degrees in this case). The difference between
total-degree VR and PDF is even more clearly reflected for property domains/ranges
(Table 2.4). Also, it is worth mentioning that even the 19 schemas that do not exhibit
the small world phenomenon have small average distance (i.e. Lg;;un_ ~ Lrandom

holds), but not a sufficiently big clustering coefficient (i.e., CCgqs > CCrandom

Yannis Theoharis



24 CHAPTER 2. GRAPH FEATURES OF SW SCHEMAS

Distr. Min | Max | Mean | St.dev. | COV
self-loops 0.0 |0.382 | 0.126 0.124 0.984
multiple arcs | 0.0 | 0.626 | 0.177 0.194 1.09

Table 2.5: Distribution of self-loops/multiple arcs

Distr. Min | Max | Mean | St.dev. | COV
# of cycles 0 65204 | 2315.51 | 9057.05 | 3.91
size of cycles 1 96 21.02 22.71 1.08

Table 2.6: Distribution of cyclic paths

does not hold). Specifically, CCg;  of the schemas 1 — 58 lies in [0.1,0.82] (0.1

CC *
corresponds to schema 28 while 0.82 to schema 40), while CCGp“d"* lies in [0.58, 179.66]

(0.58 corresponds to schema 45 while 179.66 to schema 3).

2.2.3.5 Cyclic Paths

Another worth mentioning finding of our experiments concerns the percentage of
multiple arcs and self-loops in the property graph G,. As we can see in Table 2.5,
the effect of self-loops is significant, i.e., 12.6% in the average case and its maximum
reaches the 38.2% for schema 37. The average percentage of multiple arcs is slightly
bigger, i.e., 17.7%, but its maximum roughly diverges from that of self-loops, reaching

the 62.6% for schema 56.

Finally, we also measure the number and the length of schema cycles (see Ta-
ble 2.6). With the term ’cycles” we mean a path (of length > 1) from a class to itself
in the undirected closure of the property graph G7 . We should notice the big differ-
ence between the C.0O.V. measure of the 2 distributions. The former is much more
skewed than the latter, i.e., most schemas have few or no cycles, while few schemas
have many cycles (up to 65,204). On the other hand, the corresponding deviation in

the cycle length distribution is relatively lower (i.e., 21.02 in the average case).
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2.2.4 Features of the Subsumption Graph

Since subsumption is a transitive relationship, we consider the closure of the class
subsumption graph, G*. We mainly focus on the out-degree (i.e., class descendants)
functions. However, to better grasp the morphology of the class hierarchies in the
presence of multiple subsumers (i.e., tree vs DAG-shaped hierarchies) we also study
the in-degree (i.e., class ancestors) functions. Furthermore, to discover dominating
structural patterns of these hierarchies, we analyzed the DRV of class descendants
that are leaves. In addition to the depth-first view of the hierarchies provided by
these three DRV's, we finally employ a fourth one for analyzing the number of classes
located at each hierarchy level and thus, reveal a breadth-first view of the subsumption

hierarchies.

From our experiments we observed that class hierarchies are usually unbalanced,
i.e., some branches are very deep, while others are shallow. Thus, few classes located
highly in the closure of the subsumption graph have big out-degree (i.e., many descen-
dants), in contrary, most of those located at lower levels have small out-degree. In
particular, large branches expose few leaves at the medium levels, while most of them
are located at the maximum branch depth (see Figure 2.5). In conjunction with
the list-like structure [52] of subsumption relationships, we can sketch the general

morphology of class hierarchies as depicted in Figure 2.5.

2.2.4.1 Distribution of Class Descendants (out-degrees)

Table 2.7 (left) presents the basic characteristics of the class descendants distri-
bution for schemas with id 1 — 58. Table 2.8 shows the portion of schemas that
approximate a power-law for the three functions. Our results are presented for two

groups of schemas: one with > 100, and another with > 200 classes and for two
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Figure 2.5: Structural pattern of class hierarchies
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Figure 2.6: Exponents vs number of classes for subclass FV (left) / VR (right)

threshold values of ACC, namely 0.85 and 0.9. We can easily observe that the emer-
gence of a power-law is almost total for VR function, which better approximates a
power-law than the other two functions for all threshold values of ACC' (confirming
that it is not sensible to noise, see Section 2.2.2). Also, by comparing the two columns
(’> 100 classes” and "> 200 classes’) of Table 2.8, we can observe that, as the number
of classes increases, the portion of schemas that approximate a power-law for some or
all of the 3 functions, also increases. Moreover, as the number of classes increases, the

results obtained for ACC = 0.85 converge to those obtained for ACC = 0.9 (column

University of Crete, Computer Science Department



2.2. EXPERIMENTAL RESULTS 27
descendants ancestors
id # of Classes | Depth || Max | Mean | St.dev. | C.O.V. Max | Mean | St.dev. | C.O.V.
1 6031 11 5455 28.25 232.53 8.22 17 6.94 2.53 0.36
2 5112 4 4227 101.37 425.48 4.19 9 4.7 0.82 0.17
3 3135 6 71 4.1 6.85 1.67 8 1.6 1.00 0.6
4 2966 14 2214 17.62 105.46 5.98 64 15.22 10.98 0.72
5 2731 3 1829 17.71 95.8 5.4 61 13.94 11.35 0.81
6 2724 5 108 4.14 7.44 1.79 5 1.94 0.94 0.48
7 2480 15 626 8.24 31.59 3.83 18 3.79 2.72 0.71
8 2036 9 240 9.72 21.48 2.2 12 3.29 1.91 0.58
9-16 1923 9 241 9.94 22.07 2.21 12 3.36 1.92 0.57
17 1352 15 737 19.09 60.87 3.18 28 11.49 5.64 0.49
18-26 856 4 44 3.82 4.96 1.29 15 2.18 2.28 1.04
27 828 15 626 14.95 50.24 3.35 18 6.89 2.84 0.41
28 823 12 474 22.32 58.63 2.62 19 7.38 2.96 0.40
29-36 790 9 86 7.62 13.06 1.71 10 3.80 2.01 0.52
37 643 13 626 15.96 54.92 3.44 18 7.29 2.69 0.37
38 537 5 74 4.49 10.92 2.43 12 1.9 1.97 1.03
39 445 5 319 18.48 53.42 2.89 7 3.42 1.43 0.41
40 422 4 318 49 98.6 2.01 7 4.42 1.72 0.39
41 362 9 151 5.92 15.19 2.56 22 6.22 5.77 0.92
42 341 8 262 12.15 33.05 2.72 11 4.78 1.82 0.38
43 228 10 167 10.07 22.71 2.25 15 5.48 3.65 0.66
44 226 7 212 19.42 42.6 2.19 11 5.3 2.57 0.48
45 224 7 161 22.08 43.13 1.95 9 3.43 1.56 0.45
46 217 3 47 6.87 9.21 1.33 5 1.9 1.11 0.58
47 193 12 188 15.49 33.18 2.14 12 7.29 2.69 0.36
48 176 4 54 5.59 8.64 1.54 13 4.08 2.98 0.73
49 164 3 29 5.78 6.27 1.08 3 1.67 0.7 0.41
50 158 3 22 3.4 4.4 1.29 3 1.43 0.7 0.49
51 155 6 28 4.17 5.94 1.42 11 2.68 3.08 1.14
52 148 4 49 11.93 14.84 1.24 4 1.89 0.8 0.42
53 115 4 23 4.39 5.97 1.35 7 2.05 1.84 0.89
54-55 113 3 49 20.5 19.9 0.97 3 1.67 0.57 0.34
56 108 3 29 15.66 10.15 0.64 2 1.89 0.3 0.16
57 101 5 16 4.07 3.65 0.89 5 2.14 0.96 0.45
58 101 5 11 3.99 2.96 0.74 6 2.17 1.37 0.63
Table 2.7: Distribution of descendants/ancestors

"> 200 classes’), i.e., the functions better approximate a power-law.

In order to investigate whether there is a correlation between the number of classes

of a schema that exhibits a power-law and its characteristic exponent (i.e., the value

of 3), we plotted Figure 2.6 (left) depicting the subclass F'V function (ACC > 0.9): z

axis represents the number of schema classes and is plotted in log scale, while y axis

represents the corresponding power-law exponents. We can easily observe a trend

of increasing exponents with respect to the number of classes. The range of expo-

nents lies in [1.54,2.47]. Figure 2.6 (right) illustrates the subclass VR function whose
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Distribution > 100 Classes
ACC =0.85 ACC =0.9
PDF & CCDF | 75/83 (90.3%) | 50/83 (60.2%)
VR 82/83 (98.7%) | 73/83 (87.9%)
Distribution > 200 Classes
ACC =0.85 ACC =109
PDF & CCDF | 60/61 (98.3%) | 48/61 (78.6%)
VR 61/61 (100%) | 59/61 (96.7%)

Table 2.8: Number of schemas exhibiting a power-law distribution for class descen-
dants

Distribution > 100 Classes

ACC =0.85 ACC =0.9

PDF & CCDF | 23/83 (27.7%) | 17/83 (20.4%)
Distribution > 200 Classes

ACC =0.85 ACC =09

PDF & CCDF | 22/61 (36%) 16/61 (26.2%)

Table 2.9: Number of schemas exhibiting a power-law distribution for class ancestors

exponents lie in the range [0.97,2.44], while their mean value is 1.4 approximately.
Although this figure reveals a rough fluctuation of exponents, we can also infer a

trend of decreasing exponents with respect to the number of schema classes.

2.2.4.2 Distribution of Class Ancestors (in-degrees)

Table 2.7 (right) illustrates the basic characteristics of the class ancestors distri-
bution for schemas with id 1 — 58. Due to the multiple subsumption relationships,
the maximum number of superclasses of a class surpasses the maximum depth of
many schemas (see Table 2.7 right). Table 2.9 details the portion of schemas that
approximate a power-law for PDF and CCDF functions. After computing additional
features of the subsumption graph, such as the number of direct ancestors (explicitly
given in G) per class, we observed that the schemas approximating a power-law for

class ancestors employ extensively multiple subsumption relationships. For instance,
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Distr. Min Max Mean | St.dev. | COV
% of leaf classes | 49.88% | 96.37% | 74.41% 0.1 0.14

Table 2.10: Distribution of percentages of leaf classes

Distribution > 100 Classes
ACC =0.85 ACC =09
PDF & CCDF | 75/83 (90.3%) 48 /83 (68.5%)
VR 78/83 (93.9%) 73/83 (87.9%)
Distribution > 200 Classes
ACC =0.85 ACC =09
PDF & CCDF | 59/61 (96.7%) 44/61 (72.1%)
VR 60/61 (98.3%) 59/61 (96.7%)

Table 2.11: Number of schemas exhibiting a power-law function for leaf descendants

schemas 18 — 26, which approximate a power-law (ACC > 0.9), the 18.9% of their
classes have more than one proper subsumer (up to 8). Another characteristic exam-
ple is schema 4, in which the 79.1% of the classes have more than one parent (up to
9). However, the majority of the schemas do not approximate a power-law for class
ancestor functions. This fact reveals that the effect of multiple subsuming classes is
not so important. The range of the corresponding PDF exponents lies in [1.98,3.73].

It should be stressed that the VR of class ancestors does not approximate a power-
law by definition. This is due to the fact that all (or almost all) hierarchy levels
contain leaf classes. Hence, almost every integer value in [1,maz] (i.e., up to the
maximum number of class ancestors), represents a distinct number of ancestors per
class. Hence, the plot of VR consists a line in linear-linear (and not in log-log as

required for power-law approximation) scale.

2.2.4.3 Distribution of Leaf Descendants

We observed that on average 75% of the classes of each schema are leaves (see

Table 2.10). Given that in most schemas subsumption hierarchies are deep (see
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Distribution > 100 Classes
ACC =0.85 ACC =09
PDF & CCDF | 74/83 (89.1%) 38/83 (45.7%)
VR 73/83 (87.9%) 35/83 (42.1%)
Distribution > 200 Classes
ACC =0.85 ACC =109
PDF & CCDF 55/61 (90%) 35/61 (57.3%)
VR 58/61 (95%) 33/61 (54%)

Table 2.12: Number of schemas exhibiting a power-law distribution for class levels

Table 2.7), if the fanout (i.e., the number of direct descendants) was the same for all
classes, the percentage of leaves would be close to 50% (i.e., as in complete trees).
However, from our experiments we observed that the fanout is small for intermediate
level classes and big for the classes that are close to the leaves (see Figure 2.5).

Consequently, the DRV of leaf descendants has as range a set of values slightly
smaller than those of the corresponding DRV for class descendants, while bigger
values exhibit slightly bigger frequencies. As a result, the percentages of schemas
approximating a power-law for the considered functions (see Table 2.11) coincide with
those of class descendants (see Table 2.8) with comparable exponents, i.e., [1.38,2.56]
for PDF and [1.00,2.45] for VR.

2.2.4.4 Distribution of Class Levels

The PDF distribution is almost uniform (exponents lie in [—0.09,0.12]). Specifi-
cally, in most cases PDF is a one-to-one function (or has only one pair with the same
range values), i.e., a discrete number of classes is placed at each level. Hence, the per-
centages for PDF presented in Table 2.12 essentially demonstrate the approximation
of the uniform and not of the power-law distribution. On the other hand, the VR of
42.1% of schemas approximate a power-law with exponents in [1.04, 2.38]. Moreover,

the corresponding exponent of the VR distribution increases as long as the number
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Exponents Vs # of Classg§ —+—
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Figure 2.7: Exponents vs number of classes for VR class level distribution

Distribution > 100 Properties
ACC =0.85 ACC =0.9
PDF & CCDF | 15/58 (25.8%) | 5/58 (8.6%)
VR 17/58 (29.3%) | 8/58 (13.7%)
Distribution > 300 Properties
ACC =0.85 ACC =09
PDF & CCDF | 8/30 (26.6%) | 5/30 (16.6%)
VR 8/30 (26.6%) | 7/30 (23.3%)

Table 2.13: Number of schemas exhibiting a power-law distribution for property
descendants

of classes increases (see Figure 2.7). The plot of Figure 2.7 is approximated by the
line y = 0.00017 * x + 1.36.

Intuitively, the aforementioned results reflect the fact that usually deeper levels
contain a bigger number of classes. The biggest number of classes is observed between
the middle and the leaf levels. This is due to the fact that only few branches reach

the maximum depth of the hierarchies, while most of them end few levels higher.

2.2.5 Subproperty Hierarchies

Although property subsumption does not play a significant role as class subsump-

tion, we also studied the closure of the subsumption graph of properties. Table 2.13
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depicts the percentage of schemas exhibiting a power-law for property descendants
functions. The observed low percentages reflect the fact that subsumption relation-
ship for properties is not widely employed by existing SW schemas. The range of
exponents lies in [1.63,2.63], except for schema 56 with exponent 0.09 for PDF and
in [0.96, 1.55] for VR.

2.2.6 Combinatoric Features

An interesting finding of our experiments is that most properties have as domain,
classes which are located highly in the class hierarchy, i.e., somewhere between the
root and the middle level. This was revealed by computing for each schema the corre-
lation coefficient (in most cases in [—1, —0.5]) between the depth in the subsumption
graph, G, of each class with its corresponding out-degree in the property graph, G,.
It seems that the specification of a class in SW schemas is used more for classification
purposes rather than for refining classes with additional properties. The same trend
was observed for range classes, although the dominance of classes located higher over
those located lower in the subsumption graph is not so important as for property

domains.

2.3 Towards a Morphology of SW Schemas

Figure 2.8 illustrates, the abstract morphology of the graphs employed by the SW
schemas of our corpus. The upper left part of the figure depicts the distribution of
classes to the various subsumption hierarchy levels. The level of a class ¢ equals 0
if ¢ is the root, otherwise it equals p + 1 where p is the level of its parent class (if ¢
has more than one parents, then p is the maximum of their levels). The upper right

part of the figure shows the distribution of properties according to their level, by
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Figure 2.8: Distributions of classes and properties w.r.t. their level in the subsumption
hierarchy

considering as level of a property the mean of the levels of the classes that it connects
(i.e., level(p) = (level( from(p)) + level(to(p)))/2).

The drawings of Figure 2.8 (which resemble vases and amphoraes) were derived by
first splitting the range of levels [0...maxDepth]| into 4 equally sized intervals (named
A, B, C, D), and then counting the classes/properties that are located at each level
interval.

At the upper left part of the figure we can observe that the minimum number of

classes does not occur at level A (as one would expect) but between A and B. This
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is due to the fact that level A comprises all the literals, as well as, the classes of
commonly reused schemas (like the Dublin Core or the FOAF schema) with shallow
class hierarchies. The maximum number of classes is not placed at level D (as one
would expect) but at level C ( see also Section 2.2.4.4). This is due to the fact that

class hierarchies are mostly unbalanced.

At the upper right part of figure we can see that the maximum number of proper-
ties are placed at level B (see also Section 2.2.6) and the minimum at level D. Notice
that the number of properties at level A is bigger than the corresponding number of

classes, since top level classes, although few, usually expose several properties.

The bottom part of the figure illustrates the total number of elements (classes and
properties) located at each level interval. In particular, the bottom right part of the
figure captures schemas that have more properties than classes. For those schemas,
the maximum number of properties is bigger than the maximum number of classes
for a specific level interval and as a consequence the bottom left part of the figure

converges to that of properties (upper right part).

On the other hand, schemas with much more classes than properties are divided
into two groups with respect to the level interval, denoted by M, at which the sum
of classes and properties reaches its maximum. The former comprises schemas for
which M converges to the level interval where the maximum number of classes occurs
(resulting in the bottom left part of the figure). The latter comprises schemas for
which M converges to the level interval where the maximum number of properties
occurs (resulting in the bottom right part of the figure). M actually depends on the
morphology of the subsumption hierarchy of each schema, i.e., its depth as well as

the percentage of its classes placed at lower levels.
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2.4 Related Work

In this Section we position the contributions of this Chapter with respect to prior
research in the field. The results presented in this paper go beyond the statistical
analysis presented in [41], which provides only min/avg/max values for depth and
size of RDFS class (and property) subsumption hierarchies. Moreover, authors in
[52] analyzed the expressiveness of the OWL fragments employed by a large corpus of
SW schemas (we employee the same corpus of schemas but analyze only the big ones)
and discovered that only few OWL schemas are OWL Full, while most of them are
OWL Lite or DL. Furthermore, [48] classified the ontologies of the DAML ontology
library® into three clusters, the taxonomic (i.e., ontologies with few properties and a
large number of classes), the logic-style (i.e., ontologies with a high number of axioms
per class) and the database-like one (i.e., ontologies of medium size containing on
average 65 classes and 25 properties). They observed that the distribution of the
DAML restrictions (e.g., property cardinalities) follows a power-law for each of the 3
clusters. They also observed that the cumulative class descendants distribution fol-
lows a power-law for the taxonomic cluster, while approximates a power-law for the
other two. However, they did not study the property graph. Moreover, according to
the analysis presented in [26], the cumulative total-degree distribution of the graph
obtained by aggregating all ontologies of the DAML library follows a power-law. How-
ever, authors did not distinguish between subsumption and user defined properties,
something which consists a decisive factor for the quality of the analysis method and
the interpretation of the presented results. Unlike that study, in our work we treat
and analyze the graphs of each SW schema separately (i.e., the graphs obtained from

the union of its classes/properties and only those of other schemas that it reuses

8www.daml.org/ontologies
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or/and extends). This is important for two main reasons: a) we need to know indi-
vidual schema graph features in order to generate realistic, synthetic SW schemas,
and b) the fact that the graph aggregating all schemas (regardless of whether they are
interconnected or not) exhibits some features does not necessary imply their emer-
gence for each individual one. This implication requires to study whether the graph is
scale-free® (not addressed in [26]), i.e., whether it exhibits the same features irrespec-
tive of the employed scaling factor. On the contrary, from our experiments we found
a variety of schemas approximating a power-law for different distributions and with
different characteristic exponents. In the same direction, a recent work [32] analyzed
the graph structure of two OWL ontologies (one of them is schema 37 while the other
is small) focusing on measures like the diameter, the density of the graphs as well
as on different notions of centrality (i.e., degree, betweenness, eigenvector centrality).
They showed the usefulness of these measures for the identification of important (or
dummy) concepts, of clusters of concepts and of the core conceptual backbone of an
ontology. In this study both classes and properties have been considered as graph
nodes (i.e., a bipartite graph). Although useful for evaluating ontologies according
to various quality criteria, these metrics are not sufficient for generating synthetic
SW schemas, which is the main focus of our work.

Furthermore, authors in [19, 28] collected a voluminous set of online FOAF!
documents and analyzed the resulting RDF instance graph. They also observed a
power-law for both in- and out-degree distribution (data level), while authors in [46]
analyzed a slice of a specific folksonomy and found that the network composed of the
tags from the folksonomy exhibits both of small world and power-law degree distri-
bution. Our work focuses on SW schemas rather than their instances. Additionally,

authors in [20] focused on aspects such as the provenance, the age and the size of

9Tt is well known that the power-law distribution of total-degrees is a necessary but not a sufficient
condition for a graph to be scale-free [40].
Oww.foaf-project.org/
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SW documents (i.e., schema instances). They found that the CCDF of instances per
class follows a power-law, i.e., few classes are populated by many instances while most
classes by few instances or none at all. These results provide a complementary view
regarding the significance of classes, i.e., not only (as in our work) determined by the
number of properties for which they appear as a domain/range, but also by the cor-
responding number of instances. However, a study of the involved instance graphs is
not presented in [20]. Finally, authors in [47] analyzed subsets of the instance graphs
of the Gene Ontology (schema 61), which also exhibit power-law degree distributions

and the small world phenomenon.
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Chapter 3

Graph Generation Using Linear
Programming

In this Chapter we elaborate on the problem of generating synthetic graphs. In
particular, we are interested in the synthetic generation of the two graphs forming a
SW schema, namely G, and G5. We assume that the in/out-degree sequences of G,
and the in/out-degree sequences of the transitive closure of G are given.

We propose a Linear Programming (LP) reduction of the problem of generating
directed graphs (without self-loops and multiple edges) given the out-and in-degree
sequence of it or of its transitive closure. This allows us to generate our graphs by
exploiting LP algorithms, such as Simplex [17], that have expected polynomial time
complexity [10], while their optimization has been extensively studied during the last
6 decades.

Previous works on generating graphs given their degree sequences can be catego-
rized with respect to the nature of the graphs that they generate (e.g. general graph
or DAG or tree) and the consideration of transitive edges or not. We position the
algorithms presented in this Chapter according to these axes in Table 3.1.

The remainder of this Chapter is organized as follows: Section 3.1 introduces
the LP problem in the abstract framework of optimization problems. Section 3.2

provides a model for graphs that allows to capture G, and G in terms of variables and
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Non Transitive Edges Transitive Edges
Previous Contribution | Previous | Contribution
Work Work
Undirected || [27, 29] O(NlogN) - - -
Graph 8] Q(N?)

Directed [42] O(N?) Section 3.2.1 - Section 3.2.2.2
Graph O(N?) O(N?)
DAG - - - Section 3.2.2.1

O(N?®)

Directed - - - Section 3.2.2.3

Tree O(N?)

Table 3.1: Graphs and Generation Algorithms

constraints of an LP. Specifically, Section 3.2.1 copes with the problem of generating
graphs with non transitive edges. Generating graphs with transitive edges is the
subject of Sections 3.2.2.1 (for DAGs), 3.2.2.2 (for graphs) and 3.2.2.3 (for Trees).

Finally, Section 3.3 subsumes related work and compare our algorithms to them.

3.1 Optimization Problems and LP

Many problems of both practical and theoretical importance concern themselves
with the choice of a "best” configuration or set of parameters to achieve some goal.
Over the past few decades a hierarchy of such problems has emerged, together with a
corresponding collection of techniques for their solution. At one end of this hierarchy
is the general nonlinear programming (NLP) problem:

Find x to
Minimize f(x)

Subject to g;(x) >0, i=1,...m
hj($) :0, j:l”p
where f, g;, h; are general functions of the parameter x € R". The techniques for
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solving such problems are almost always iterative in nature, and their convergence is
studied using the mathematics of real analysis.

When f is convex, g; concave, and h; linear, we have what is called a convex
programming problem. This problem has the most convenient property that local
optimality implies global optimality. We also have conditions for optimality that are
sufficient, the Kuhn-Tucker conditions [44].

To take the next big step, when f and all the g; and h; are linear, we arrive at the
linear programming (LP) problem. Several striking changes occur when we restrict
attention to this class of problems. First, any problem in this class reduces to the
selection of a solution from among a finite set of possible solutions. The problem is
what we can call combinatorial. The finite set of candidate solutions is the set of
vertices of the convex polytope defined by the linear constraints.

The widely used simplex algorithm of G.B. Dantzig [17] finds an optimal solution
to a linear programming problem in a finite number of steps. This algorithm is based
on the idea of improving the cost by moving from vertex to vertex of the polytope.
Thirty years of refinement has led to forms of the simplex algorithm that are generally
regarded as very efficient. It is also true, however, that there are specially devised
problems on which the simplex algorithm takes a disagreeably exponential number of
steps.

Although, a polynomial algorithm for LP has been invented, i.e. the ellipsoid
algorithm [35], in practice simplez is still considered to be the most efficient algorithm

for LP. The general form of an LP problem follows.

Definition 8 [44] Given an m x n integer matriz A with rows a;T, let M be the set
of row indices corresponding to equality constraints, and let M be those corresponding
to inequality constraints. Similarly, let ¥ € R"™ and let N be the column indices
corresponding to constrained variables and N those corresponding to unconstrained
variables. Then an instance of the general LP s defined by
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min ¥

ali=b ieM
a?bei ie M
z; >0 jEeEN

r; €R jEN

where b is an m-vector of integers and ¢ an n-vector of integers.

The variables of the general form of the LP problem are real ones. If instead, we
restrict them to take only integer values, then we reach the Integer Linear Program-

ming (ILP) problem, which is NP-complete [44].

3.2 Modeling Graphs using LP

Let G : (V,E) be the graph that we want to generate, where V' is the set of
its nodes and E the set of edges, i.e., the set of ordered pairs (u,v) u,v € V. We
will consider a variable z,,, for a candidate edge from u to v. The value z,, = 0
means that the edge (u,v) does not exist in G, while x,, = 1 means that it exists.
Whenever, 0 < z,, < 1 we will consider z,, as the probability that the edge (u,v)
exists in G. We should notice that if we did not allow non-integer values for each z,, ,,
then our problem would no longer be an LP but an ILP instance, which is intractable
as noted in Section 3.1.

Additionally, we will not consider any unconstrained variable, i.e., N = (), because
the variables represent edges and thus are bounded in the range [0, 1]. Moreover, we
will consider ¢ = 0, (i.e., we will leave empty the objective function). This is due to
the fact that we will exclusively express the conditions for the given sequences to be
simultaneously realizable in terms of constraints of the LP instance. The features of

the graph that we want to generate, will affect the number of the candidate edges
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(i.e., the value of n in Definition 8), as well as the number (i.e., the value of m
in Definition 8) and the type (i.e., equality or inequality) of the constraints of the
LP instance. Specifically, the influencing factors are: a) whether G is a general graph
or a DAG or a tree and b) where the set of its edges, i.e. F, should be transitively

closed or not.

3.2.1 Non Transitive Edges

In this section we elaborate on the problem of generating a graph G that simul-
taneously realizes the given in-/out-degree sequences. In the rest of this Chapter, we
will denote with Dout/Din the out-/in-degree (respectively) sequence of G. Finally,
we will denote with Dout(u)/Din(u) the out-/in-degree (respectively) of node u in
G.

We consider as candidate edges all the possible edges of a directed graph without
self-loops and multiple edges. In such a graph every node can be connected with each
other once, resulting in a set of N(N — 1) candidate edges.

After having computed the set of candidate edges (i.e., the variables of the LP in-
stance) we turn our attention to the definition of constraints which guarantee that
G realizes the given sequences. It is evident that the sum of the values of all candi-
date out-/in-going edges from/to a node of G should be equal to its out-/in-degree
respectively:

Yu eV, Z Ty = Dout(u) and Yu eV, Z Ty = Din(u)  (3.1)

(uw)eE (v,u)eFR
Considering additionally the constraints that bound each candidate edge between

0 and 1, we reach the reduction of our problem to the LP problem of the form LP1I.

Definition 9 (LP1)
Let G be a graph and let E be the set of its candidate edges. The generation of G
gien its out- and in-degree sequences can be reduced to an LP instance of the form.:
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min 0TF
> (wwyer Tou = Dout(v), Yo € V
> (uw)er Tup = Din(v), Yv €V
0<xz,, <1, V{u,v) € E

The number of constraints of LP1 is 2 % [N, since for each node u € V' we form 2
constraints (one corresponding to each in- and one corresponding to each out-degree).
Hence, the expected time complexity of simplex to solve an LPI instance is O(N3).
We should stress that although we allowed the edges variables z,,, to take non-integer
values, every solution of an LPI instance is integral (all the variables z,, € Z and
more specifically z,,, € {0,1}). To prove this fact we will first show (see Theorem 2)
that the matrix A of every LPI instance is totaly unimodular (TUM), i.e. every
square submatrix of A has determinant equal to 0 or +1 by exploiting Theorem 1
and then we will exploit Theorem 3 to conclude that every solution of an LP1 instance
is integral.

Theorem 1 [44] An integer matriz A with a;; =0, £1 is TUM if no more than two

nonzero entries appear in any column, and if the rows of A can be partitioned into
two sets I; and Iy such that:

e If a column has two entries of the same sign, their rows are in different sets;

e If a column has two entries of different signs, their rows are in the same set.

Theorem 2 FEvery LP1 instance can be described as {x : AZ = b,0 < T < 1} where
Ais a TUM m x n matriz.

Proof. It is evident from the type of constraints of LP1 that each element a;; of
A is either 0 or 1. Moreover, A can be split into two 3 X n matrices C, D, i.e,
A = (%), where C corresponds to the first % rows of A (i.e., those corresponding to
the out-degree constraints) and D corresponds to the next % rows of A (i.e., those
corresponding to the in-degree constraints). Fach variable z; ; appears in one and only
out-degree constraint, namely the constraint that corresponds to the Dout(i). Hence,

each column of C' contains one and only nonzero element (i.e. equal to 1). Similarly,

University of Crete, Computer Science Department



3.2. MODELING GRAPHS USING LP 45

each variable x; ; appears in one and only in-degree constraint, namely the constraint
that corresponds to the Din(j). Hence, each column of D contains one and only
nonzero element. Hence, every column of A (which corresponds to a specific variable
x;j) has 2 nonzero elements (i.e., +1) of the same sign. Moreover, the rows of A
can be partitioned into two sets Iy and Iy such that if a column has two entries of the
same sign, their rows are in different sets. It is evident that Iy coincides with the set
of rows of C' and I, with the set of rows of D. Since all the conditions of Theorem 1
are satisfied, we conclude that the matrix A of every LP1 instance is TUM.

Theorem 3 [31, 51] If A is a TUM matriz, then all the vertices of the polytope
{Z: AZ =b, ¥ > 0} are integer for any integer vector b.

Stmplex algorithm seeks for the optimum in the vertices of the polytope defined
by an LP instance. Since, every vertex of the polytope defined by an LP1 instance is
integral (as a corollary of Theorems 2, 3), every solution of it is integral. Theorem 3
assumes that © > 0. The additional range constraints # < 1 of every LPI instance

restricts the range of the coordinates of # in {0, 1}.

3.2.2 Transitive Edges

In this paragraph we elaborate on the problem of generating a transitively open
DAG G, whose transitive closure, denoted by G*, simultaneously realizes the given in-
/out-degree sequences. Hereafter, we will denote with Dout/Din the out-/in-degree
(respectively) sequence of G* (and not G, as in Section 3.2.1). We first study the

problem in its generality and then under the assumption that G to is also a tree.

3.2.2.1 Directed Acyclic Graphs

We divide our method into two steps. The former is to generate G* while the
latter to compute the transitive reduction on G* in order to obtain G. Figure 3.1

shows a transitively open DAG whose transitive closure simultaneously realizes the
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©,2) 1, 3)

Figure 3.1: An example of a DAG

following sequences, Dout = (6,3,3,0,1,1,0), Din = (0,1, 1,2, 3,2,5). For each node
u, the pair (Dout(u), Din(u)) is drawn. As one can observe in Figure 3.1, each node
has more transitive descendants than any of each descendant (direct or transitive).
Similarly, it has less transitive ancestors than any of each descendants (direct or

transitive). The reader’s intuition is validated by the Lemma 1.

Lemma 1 An edge (u,v) € V XV can be an edge of a transitively closed DAG
G*: (V,E*) only if, Dout(u) > Dout(v) and Din(u) < Din(v).

Proof. Let (u,v) € V xV be an edge of G* and let desc(u) be the set of the
transitive descendants of each node w in V, i.e. desc(u) = {v € V | (u,v) € E*}.
Then, Yw € desc(v) it also holds that w € desc(u). Equivalently, desc(v) C desc(u).
Moreover, v € desc(u), while v ¢ desc(v). Hence, desc(v) C desc(u), i.e. Dout(u) >
Dout(v). Similarly, let anc(u) be the set of the transitive ancestors of each node u
in G*, i.e. anc(u) = {v € V | (v,u) € E*}. Then, Yw € anc(u) it also holds that
w € anc(v). Equivalently, anc(u) C anc(v). Moreover, u € anc(v), while u ¢ anc(u).
Hence, anc(u) C anc(v), i.e., Din(u) < Din(v).

We should notice that the strict inequalities in the formulae of the above lemma,
guarantee that no cyclic path can be obtained by the considered set of candidate
edges. Otherwise, all the nodes of the cyclic path would have exactly the same out-
and in-degree, since G* is transitively closed, something that contradicts to the fact

that the edges of the cyclic path are candidate.
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Figure 3.2: Three possible connections of three nodes

After having computed the set of candidate edges (i.e., the variables of the LP in-
stance) we turn our attention to the definition of constraints which guarantee that
G*: a) realizes the given sequences and b) is transitively closed. Beginning with the
former, the condition presented in Section 3.2.1 for the out- and in degrees of nodes
holds for every graph and thus it also holds for G*. Thus, for each node we consider
two linear equality constraints that express our goal that G* will have the given degree
sequences.

However, this is not sufficient for our problem. Many DAGs may simultaneously
realize the same pair of sequences. Among them, we seek for those (specifically
one of those) that are also transitively closed (recall we aim to generate G*). As a
consequence, we need to model the transitivity of the edges as linear constraints for
the LP problem that we build. Figure 3.2 provides us the intuition behind the type
of linear constraints we seek.

Whenever two edges of the form (u,v), (v,w) exist in the generated graph, we
should enforce the edge (u,w) also to exist. The fact that (u,v), (v, w) exist implies
that x,, + =, = 2. Note also that it always (irrespective of whether (u,v), (v, w)
exist or not) holds that z,, + 4. < 2 (since 0 < z,, < 1,V(u,v) € E). To enforce

that (v, w) exists whenever the other two edges exist, we write x,, + Ty — Tuw < L.

Lemma 2 Let G* : (V, E*) be a transitively closed DAG. For every triple (u,v,w) €
V xV xV, such that (u,v), (v,w) € E*, it holds that: ., + Tyw — Tyw < 1.
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Proof. Whenever either x,, or x,, does not ewist, the above inequality obviously
holds since it is of the form a —b < 1, where a,b € [0,1] (two such examples are
shown in the left and the center part of Figure 3.2). We focus on the case that both
Tuw and Ty, ezrist (see as an example the right part of Figure 3.2). Then, x,., also
exists because G* is transitively closed. Hence, Xy, + Ty — Tyw = 1 +1 -1 < 1,
which obviously holds as equality.

We consider one such constraint for every triple (u, v, w) such that both (u,v), (v, w)
are candidate edges. Adding the range constraints that bound every variable in [0, 1],
we have completed the reduction of the generation of G* to the LP problem of the
form LP2.

Definition 10 (LP2)

Let G* be a transitively closed DAG and E* be the set of its candidate edges.
Then, the generation of G* given its degree sequences, Dout, Din, can be reduced to
an LP instance of the form:

min 077
Z(u,v)eE* Typ = Dout(u), YueV
Z(wu)EE* Ty = Din(u), YueV
Ty + Ty — Tyw < 1, Y(u,v), (v,w) € E*
0 <@y, <1, V{u,v) € E*

Let us now see an example of the proposed reduction for the generation of a
transitively closed graph given its sequences. Note that there is no reason to ex-
press constraints of the form Z(uu)eE* Ty = 0 because, in this case, we know a
priori that V(v,u) € E*, z,, = 0. Similarly, we do not express the constraint
Z(Toom)e 5+ Trootw = Dout(root), since in a transitively closed graph, the root is con-
nected to every other node of the graph, i.e., V(root,u) € E*, Tyoot = 1. Moreover,

we replace Zpoor,, With 1 in every constraint that it appears.
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Example 1 The LP2 instance that corresponds to the sequences Dout = (6,3, 3,0,
1,1,0), Din = (0,1,1,2,3,2,5) follows:

min 077
+r13+T1a+ T+ 216 =3
+To3 4+ Toa + Tos + T =3
+x46 =1
+x56 = 1
+T13+x23=1
+T14+ Tog = 2
+x15+ To5 =1
+x16 + Lo + Tap + 156 = 4
+r14+ 246 — 216 < 1
+T15 + Ts56 — T16 < 1
+xo4 + 246 — T2 < 1
+Io5 + T56 — Toe < 1
0<mx3<1
0<mx4<1
0<z5<1
0<16<1
0<mxp3<1
0< Toq < 1
0<a5 <1
0<z96<1
0< 246 <1
0< 56 < 1
The solution has the following 1-coordinates (x4, %15, T16, T2,3, T24, T2.6, Ta.6, T56)
and all the other variables are zero. Note that xo1, To2, To3, To4, Tos, Toe have
been initially precomputed to be 1. The transitive reduction of G* is the DAG
obtained from the DAG shown in Figure 3.1, if we swap nodes 1 and 2, which have
the same out- and in-degree, i.e. (3,1).

The LP2 Instance Solution. Beginning with the case that the problem is in-
feasible, we can conclude that the constraints of the problem are not simultaneously

satisfiable, i.e., there does not exist a transitively closed DAG that simultaneously
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realizes the given sequences. However, if the LP2 instance is feasible, there is no
guarantee that the solution is integral, i.e., that all its variables are integers. We
should devise a method for obtaining the set of edges of the generated graph.

The fact that the LP2 instance is feasible provides us a crucial observation: there
exists at least one transitively closed DAG that simultaneously realizes the given
sequences. In the style of [55], we could adopt a method for selecting, according to
certain criteria, a non-integer variable and to generate two subproblems by setting
this variable to 0 and 1, respectively. These two subproblems are solved recursively,
repeating the above process for each subproblem. However, the recursion depth, which
determines the number of LP subproblems to be solved, can be big. The formulation
of sufficient criteria (if exist) to select among the non-integer variables of the solution
of the current subproblem the one (and to decide its value, i.e. 0 or 1) which faster
guides to an integral solution remains an open problem. Hence, we rely on heuristics
leading to ”good approximations”, i.e., the degree sequences of the generated graph
approximate the given ones. For instance we can consider a threshold value T' € [0, 1],
and consider that an edge (u, v) exists iff x,,, > T". In Chapter 5 we will explore issues

concerning the value of T" that yields the best approximations.

Complexity. To study the time complexity for solving the LP instance presented
above, we have first to bound the number of its variables and the number of its
constraints. The former is evident to be O(N?) (however, note that in practice it can
be much less than N (N — 1), depending on the given sequences), while for the latter
note that the degree constraints are 2% N (N for out-degrees and N for in-degrees) and
the transitivity constraints are O(N?), since all possible triples u, v, w, such that both
(u,v), (v,w) are candidate edges, are less (not all edges are candidate) than N3. We
conclude that simplez has expected time complexity O(N?®). However, the constants

of the O definitions are quite small in practice for our framework. For instance, as has
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Figure 3.3: An Example of a Tree

been observed in the Section 2.2.4 approximately 75% of the classes of a SW schema
are leaves (i.e., their out-degree is 0), and thus the number of variables is much less
than N(N — 1). Using the same observation we can also decrease the number of

constraints by a constant factor.

3.2.2.2 Graphs

Although in this work we do not need to generate any transitively closed graph
(G* is a DAG or a tree), we note that if we modify appropriately the set of candidate
edges to allow cycles, then we can reduce the problem of the generation of transitively
closed graphs to an LP2 instance. Specifficaly, we need to replace the necessary and
sufficient condition for an edge (z,,) to be candidate, i.e. Dout(u) > Dout(v) and
Din(u) < Din(v), with Dout(u) > Dout(v) and Din(u) < Din(v), since it is evident
that all the nodes of a cyclic path of a transitively closed graph have the same out-
and in-degree. However, notice that the transitive reduction of a graph that contain

cycles is not unique.

3.2.2.3 Trees

In this subsection we restrict our attention to the generation of trees. In this case,

it is possible to generate G immediately from the degree sequences of G*, without
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generating firstly G*. Below, we make clear the idea, beginning with an intuitive
example.

Figure 3.3 depicts a tree whose transitive closure simultaneously realizes the fol-
lowing sequences, Dout = (6,2,2,0,0,0,0), Din = (0,1,1,2,2,2,2). For each node
u, the pair (Dout(u), Din(u)) is drawn. Since, every tree is also a DAG, for each edge
(u,v) it holds that Dout(u) > Dout(v) and Din(u) < Din(v). Additionally, as the
reader can observe from the tree drawn in Figure 3.3, for each edge (u,v) it holds

that Din(u) = Din(v) — 1. More formally, we prove the following lemma.

Lemma 3 An edge (u,v) € V XV can be an edge of a Tree G : (V,E) only if,
Dout(u) > Dout(v) and Din(u) = Din(v) — 1.

Proof. Let (u,v) € VXV be an edge of G and let desc(u) be the set of the transitive
descendants of each node w € V, i.e. desc(u) = {v € V | (u,v) € E*}, where E*
stands for the set of edges of G*, i.e., the transitive closure of E. Then, Yw € desc(v)
it also holds that w € desc(u). Equivalently, desc(v) C desc(u). Moreover, v €
desc(u), while v ¢ desc(v). Hence, desc(v) C desc(u), i.e. Dout(u) > Dout(v).
Similarly, let anc(u) be the set of the transitive ancestors of each node u in G*, i.e.
anc(u) = {v € V| (v,u) € E*}. Since G is a tree there is a unique path, denoted by
p = (root, ...,v), from the root node to node v and v has one and only parent node.
Thus, if (u,v) is an edge of G, then u is the immediate predecessor of v in p. Hence,
anc(v) \ anc(u) = u, i.e., Din(u) = Din(v) — 1.

Lemma 3 actually splits V' into partitions of nodes which can not be intercon-
nected. Specifically, a node located at the ¢ — th level of the tree can be connected
only with nodes located at the (i+ 1) —th level, since Din(u) coincides with the level
at which wu is located. Moreover, Yu € V; there should be a set S C V;,; such that
Y veg Dout(v) +|S| = Dout(u). For instance, consider the node vy of the tree drawn
in Figure 3.3. It holds that Dout(vy) + Dout(vy) +2 = 2+ 2+ 2 = 6 = Dout(vy).
Based additionally on Lemma 3, as well as on the fact that for every tree each node
(except for the root) has one and only parent we formulate the problem of generating

G in terms of an LP instance as follows.
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Definition 11 (LP3) Let V; = {v € V | Din(v) = i} and d be the mazimum value
of 1. V; corresponds to the set of nodes located to the i — th level of the tree G and d
to its depth. Then the problem of generating G given the sequences of its transitive
closure is reduced to the LP instance of the form :

min07 7
Zue‘/i+1 (Dout(u) + 1)x,,, = Dout(v), Vi€ [0,d—1], Yv eV, s.t. Dout(v) # 0
> uevi Tup = 1, Vi e [1,d], Yv eV,
0<x,, <1, Y{u,v)y € E

Example 2 The LP3 instance that corresponds to the sequences Dout = (6,2,2,0,
0,0,0), Din =(0,1,1,2,2,2,2) follows:
min 077
+3[L'072 + 31‘071 =6
+lwoy + 1o + lagz + lags = 2
+lo g+ 116+ 1213+ 1215 = 2
+I072 =1
+xp1 =1
+xo4+T1a=1
+xop+ T16 =1
+$2,3 + x1,3 = 1
+Tos+T15=1
0<mpp <1
0< 291 <1
0<m4 <1
0<m6<1
0<m3<1
0<zy5<1
0< T14 <1
0<mz6<1
0<z3<1
0<mz5<1
The solution has the following 1-coordinates (o1, %o 2, 1.4, 1,6, Ta3, T25) and all the
other variables are zero. The corresponding tree is obtained from the tree shown in
Figure 3.3, if we swap nodes 3 and 6, which have the same out- and in-degrees, i.e.
(0,2)
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The LP3 Instance Solution. Beginning with the case that the LP3 instance is
infeasible, we can conclude that there does not exist a tree whose transitive closure
simultaneously realizes the given sequences. Surprisingly enough, we observed that
whenever the LP3 instance is feasible, its solution is integral, i.e., all the variables
take integer values (0 or 1). This fact was not expected, since the matrix A that
corresponds to the constraints of the LP3 problem is not totally unimodular (TUM) in
the general case (e.g., consider the LP3 instance expressed in Example 2. Fortunately,

Theorem 4 guarantees the integrality of LP3 instance solutions,

Theorem 4 Every solution, ©* of an LP3 instance is integral. Specifically, it holds
that x* € {0,1}".

Proof. FEvery LP3 instance can be described as {Z¥ : AT = 57 0 < & < 1}, where
A is an m x n matriz that can be split into two matrices C, D, i.e ., A= (%), where
C' corresponds to the first my rows of A (i.e., those corresponding to the out-degree
constraints) and D corresponds to the next m—m;y rows of A (i.e., those corresponding
to the in-degree constraints), and b can simalarly be split in two vectors b:, b;. Then the
LP3 instance can be described as {¥: CZ = b_i, DZ¥ = b_é, 0 <& < 1}. Fach element
of D is either O or 1. Additionally, each column of D has only one nonzero entry,
because each variable x; ; appears in one and only in-degree constraint. Hence, D 1is
TUM according to Theorem 1. According to Theorem 3 each solution £* of the system
Dz = b;, T > 0 is integral. Thus each solution of the system Di = b;, 0<r<1
is contained in {0,1}". Additionally, each solution of an LP3 instance should also be
solution of the system DT = b;, 0 < & <1 and thus each solution of an LP3 instance
is contained in {0,1}".

It is worth noticing that integral solution does not necessary implies uniqueness
of solution (even if it is defined as uniqueness up to isomorphism). For instance,
consider the two non-isomorphic trees, depicted in Figure 3.4, that simultaneously
realize the same pair of sequences. The solution of the LP3 instance produced for

that case will be the left (in Figure 3.4) tree.
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(11,0) (11,0)

Figure 3.4: Two non-isomorphic trees whose transitive closures realize the same se-
quences

Complexity. The number of variables, i.e., the number of the candidate edges is
O(N?) (actually much less, since V(u,v) € E — Din(u) = Din(v) —1). The number
of constraints is O(N), since for each node v € V' we consider one constraint for its
in-degree and possibly (only if Dout(v) # 0) another for its out-degree. Hence, the

expected time complexity for Simplex to solve this LP instance is O(N?).

3.3 Related Work

The problem of generating a graph given its degree sequence(s) dates back to [27,
29]. These works consider a given non-ascending sequence of non-negative integers
and provide the necessary and sufficient condition for that sequence to be realizable
(i.e., to exist a graph satisfying the given degree sequence). Authors considered only

simple (undirected, without self-loops and multiple edges) graphs.

Definition 12 [15, 23] Let n denote the number of nodes of the graph we wish to
generate. Let u;, 1 < 1 < n denote nodes and dy > dy > ... > d, intended degrees
of these nodes. The necessary and sufficient condition for a degree sequence to be

realizable is: S5 d; < k(k —1) + Yoo min{k, d;}
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Figure 3.6: Algorithm [42] Generating Directed Graphs (left) and its output (right)

The algorithm is iterative and maintains the residual degrees of vertices. In each
iteration it picks an arbitrary vertex u and adds edges from u to d,, vertices of highest
residual degree, where d, is the residual degree of u (see Figure 3.5). The residual
degrees of the latter d, vertices are updated appropriately. By connecting with d,
highest degree vertices the algorithm ensures that the necessary and sufficient condi-
tion holds for the residual problem instance. However, this algorithm is not suitable
for synthetic SW schema generation. Specifically, for the generation of G4 we need to
consider the transitivity of the edges. Moreover, both G and G, are directed graphs
(we consider two sequences).

Moreover, [42] proposed a reduction of the problem of generating directed graphs
that satisfy simultaneously a given degree sequence for in-degrees and for out-degrees.
The proposed method follows:

Let din, = (din1,din2s s dingn) a0d dowt = (dout,1s dout.2s -, dout.n) be sequences of
integers (in no particular sorted order), with > 7"  din; = > i | dow;. We wish to

construct a directed graph on n nodes, such that node wu; has d;,; incoming edges
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and d,,;; outgoing edges, 1 <17 < n. Consider the following graph. There is a source
s, a sink ¢, a set of nodes L = {l,...,1,} and a set of nodes R = {ry,...,r,}. There
is a link of capacity 1 directed from each [; to each r;, for 1 < 4,5 < n and i # j.
There is a link of capacity dgy,; directed from s to each [;, for 1 < 4,7 < n. Finally,
there is a link of capacity d;n,¢ directed from each r; to ¢, for 1 < 14,5 < n. We may
now consider integral maximum flows from s to t. If there is such a flow of value
Z?Zl din,i = 2?:1 dout i, then the corresponding degree sequences are simultancously
realizable and the flow gives a directed graph that satisfies, simultaneously, in-degrees
din; and out-degrees doyt ;.

Figure 3.6 illustrates an example for this algorithm, where d;, = (0,1, 1,1,2) and
dowt = (2,2,1,0,0). The maximum integral flow of the graph of Figure 3.6 (left), is
maxFlow =5=>" ded,, d=>" dedyus d. Hence, d;,, d.,; are simultaneously realizable
and the graph of the maximum flow, which is drawn in Figure 3.6 (right), satisfies

them.

This algorithm can be used for the generation of G,, but not of that of G since: a)
the transitivity of the edges needs to be considered (we consider as given the sequences
of the transitive closure of G) and b) G, is a DAG (i.e., no cycles are allowed). The
reduction of the problem considers 2 * N nodes and N? edges, where N is the length
of the given sequences (the number of nodes of the graph we want to generate).
Several algorithms solving the Max-Flow problem have been proposed. They differ
in their time complexity: a) the algorithm of [16] costs O(|V[?), b) that of [21] costs
O(|[V?|E|) and c) that of [22] costs O(]V||E|?). Since in our case asymptotically
|V| < |E| (since 3Ny s.t. VN > Ny, it holds that 2 * N < N?), we consider the first
algorithm and its complexity as O(N3).

Furthermore, authors in [8] studied the number of simple undirected graphs that
realize a given sequence and proposed non-deterministic algorithms whose output is

one them. Specifically, they focused on how each one of the graphs that realize the
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given sequence is generated from their algorithms with as uniform distribution as
possible. Although theoretically interesting, that work cannot be used in our case for
the same reasons that the works [27, 29] can not.

Finally, in the bibliography there exists works, such as [13], studying the problem
of generating graphs given an expected degree sequence, i.e., the generated graph is
not guaranteed to realize the exact given sequences. These models are stochastic and
are based on the convergence of the graph sequence to the given one, as long as the
size of the graph increases. Since the graphs we want to generate is of relatively
small size (i.e., their nodes number is mostly in 100-5,000), these models cannot be
exploited (not to mention their inability to capture transitive edges).

To the best of our knowledge, in this Chapter we proposed the first algorithm to
generate a synthetic DAG given the in/out-degree sequences of its transitive closure.
In particular, we rely on a Linear Programming (LP) reduction, which allows us
to generate SW graphs in polynomial time (using algorithms such as Simplez [10]).
Adopting alternative LP formulations of graphs, we tackled both the problems of: a)
generating a graph that simultaneously realizes the given sequences and b) generating

a graph whose transitive closure simultaneously realizes the given sequences.
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Chapter 4

Sampling Discrete Random
Variables With A Power Law

Distribution

In this chapter we elaborate on the problem of sampling Discrete Random Vari-
ables (DRVs) that follow a power-law distribution. This is needed to generate the in-
and out-degree sequences of G and G, by exploiting features of real SW schemas
(Chapter 2). We will present two ways for the sampling. The former (Section 4.2)
implements well known ideas and is independent of the nature of the PDF' function.
The latter (Section 4.3) is far from trivial and applies only when the VR function is
a power-law. The former is useful in the case that the DRV is bounded by a maxi-
mum value, while the latter in the case that the sum of the bag of sampled values is
predefined. The effectiveness of each method will be experimentally evaluated in Sec-
tions 4.2.1 and 4.3.1 respectively. The inherent relationship between the two methods

is the result of the relation between PDF and VR functions, presented in Section 4.1.
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4.1 The Relation between PDF and VR Functions

As noticed in [14] there exists a correlation between the PDF and the VR function
of a DRV X. Let us, assume that the VR of X is a power-law with characteristic
1 1

exponent = for ig < ¢ < n + g, i.e., z; = ci” *=1. The constant c¢ is determined

by the average value of X and iy depends on the maximum value of X. Then the
PDF of X is a power-law with characteristic exponent b, i.e., f(z) = c/z7°.

The appearance of 7y has the meaning that if we ignore the first i values of X, then
the PDF function of X is also a power-law. In the sequel, we exploit the correlation
between PDF and VR functions ignoring the observation about ¢, but keeping in
mind that the consideration of the first values may decrease the ACC' value of the
VR plot. Specifically, we will examine whether v = ﬁ holds, where ~/b stands for
the characteristic power-law exponent of the VR/PDF respectively. Consequently,

we will examine whether v = %, where ¢ is the characteristic exponent of the CCDF.

4.2 Sampling According to the PDF

Let X be a DRV and f its PDF. We consider that the range of X is a given
finite set of successive integers in the range [1,m], where m stands for the maximum
allowed value for X. In order to sample a number N of values of this DRV, we adopt
the following process.

We construct the plot (see Figure 4.1) of f (we plotted a power-law function,
although the method is the same for any function). Let .S; be the space defined by the
x-axis, the function f and the parallel to y-axis lines z = 7 and x = 1+ 1. We consider
the surface of S;, denoted by FEj, as the probability of X =i, i.e., P(X =1i) = E;
Vi € [1,m]. It is evident that F; = ff“ f(z)dz. We then draw a new plot and define
S! to be the space that is defined by the z-axis, the parallel to it line y = 1 and the
parallel to y-axis lines x = 22;11 E; and z = Z;’:l E;. The final step is to sample N
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Figure 4.1: Sampling DRV's According to PDF function

pseudo-random real numbers in the range [0, >, E;]. For each sampled number £,
we compute the i such that k € S, i.e., Z;j{l E; <k< Z;Z E;. We then consider
that the value i has been sampled.

In order to apply the above process in our case, we need to clarify some issues which
depend on the specific function f. Firstly, since f(z) = ez, E; = fl.Hl e?rvdx =
o

<y

17b]7§+1
1-b

7. The characteristic exponent of the power-law, i.e. b, is assumed (for

this method to apply) to be bigger than the unity and thus 1 — b can appear in the
denominator. Moreover, the value e* that appears in the formula of E; is actually the
f(1), i.e., the probability of the most frequent value of X. Fortunately, the sampling
is independent of e®, because this quantity appears in E;, Vi € [1,m]. What really
matters for each i, is not the quantity E;, but its relation with Ej;, Vj € [1, m], with
a4

j # 1 and note that g— = L i.e., the sampling is depended only on b.
J x j

4.2.1 Experimental Evaluation

Since the sampling of DRV's that follow a power-law depends on the sampling of

pseudo-random numbers, we need to examine the plots of the distribution that the

Yannis Theoharis



CHAPTER 4. SAMPLING DISCRETE RANDOM VARIABLES WITH A

62 POWER LAW DISTRIBUTION
0 05 4
b=2.0 M=10000 N=2500 - X b=2.0 M=10000 N=2500 - b=2.0 M=10000 N=2500 -
05 1 b Fitting - 35F T Fitting -
. ., T
1 . -15 e, 3
= . 2 2 —~ 25p
g - £ s \ P
5 2 E T - ]
e e T 3 *"\34 2 15t
25 e T s iy it
3 N -4 o 05
35 e mr — -45 0
0 05 1 15 2 25 3 35 4 0 05 1 15 2 25 3 35 4 0 02 04 06 08 1 12 14 16 18 2
log(x) log(x) log( rank )
Figure 4.2: Sampling with (b, M, N) = (2, 10000, 2500)
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Figure 4.3: Sampling with (b, M, N) = (2, 2500, 2500)

generated values obey with respect to the given ones. Specifically, we consider as
input of the above sampling method: a) the characteristic exponent, denoted by b, of
the power-law that corresponds to the PDF function of X, b) the maximum value,
denoted by M, that X is allowed to take and ¢) the number of values, denoted by N,
that we want to sample.

The output of the sampling is a bag of values, which can be modeled using another
DRV, denoted by Y. We can plot the PDF as well as CCDF and VR of Y in log—log
scale. Then we apply Linear Regression (as presented in Chapter 2) in order to
understand to what extent the distribution of Y approximates (in terms of ACC
values) a power-law and the characteristic exponent of it. Recall that we will use
CCDF (and not PDF) of X, Y to compare their distributions due to the reasons
explained in Chapter 2. Hence, if we give as input a characteristic exponent b for the
PDF of X, the corresponding exponent of its CCDF is b — 1.

Figure 4.2, depicts the sampling obtained for (b, M, N) = (2,10000,2500). The
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Figure 4.4: Sampling with (b, M, N) = (2,312, 2500)
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Figure 4.5: Sampling with (b, M, N) = (2,125, 250)

CCDF exponent of X is 2 —1 = 1. Moreover, the VR exponent of X is ﬁ = 1.
The CCDF power-law exponent of Y is 0.96 (very close to that of X), while the
approximation of Y to a power-law is good (ACC=0.939). The plot corresponding to
the VR of Y also approximates (ACC=0.967) a power-law with exponent 1.45. This
actually diverges from the VR power-law exponent of X (which is 1). Moreover,
from the plot of VR we can easily observe that the deviation of Y from a power-
law exhibits a similar behaviour to that reported for SW schemas (see Chapter 2)
and other real data sets [7].

We now keep b and N constant and decrease the value of M. Figure 4.3, shows
the sampling obtained for (b, M, N) = (2,2500,2500). The CCDF exponent of Y
increases (compared to Figure 4.2) up to 1.01 (almost the same as the CCDF' exponent
of X). The same also holds for the ACC value, which increases up to 0.942. For the

corresponding VR plot we can observe a kind of deviation from a power-law similar

to that of Figure 4.2. The ACC value remains the same (i.e., 0.967) while the
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CCDF of Y VR of Y
(b, M, N) Exponent | ACC | Exponent | ACC
(2.0, 10000, 2500) 0.96 0.939 1.45 0.967
(2.0, 2500, 2500) 1.01 0.942 1.38 0.967
(2.0, 312, 2500) 1.23 | 0.954 1.07 | 0.967
(2.0, 125, 250) 1.16 0.923 1.19 0.944

Table 4.1: Sampling DRV's based on their PDF' function

characteristic VR exponent decreases down to 1.38.

We further decrease the value of M keeping constant the values of b and N. Fig-
ure 4.4, shows the sampling obtained for (b, M, N) = (2,312,2500). The CCDF ex-
ponent of Y increases (compared to that of the CCDF of Figure 4.3) up to 1.23 (and
thus diverges from the corresponding exponent of X which is 1). The ACC value
also increases up to 0.954. Concerning the plot of the VR, the ACC value remains
the same 0.967, while the computed characteristic exponent decreases down to 1.07

(and thus converges to the corresponding VR exponent of X).

We finally examine the case where both M, and N are small while b remains the
same. Figure 4.5, shows the sampling obtained for (b, M, N) = (2,125,250). The
CCDF exponent of Y is 1.16, while ACC = 0.923. Concerning the plot of the VR,
the ACC = 0.944 while the computed characteristic exponent is 1.19. Table 4.1
summarizes the experiments of this Section (since b = 2.0, the CCDF exponent of
X is 1.0 and its VR exponent is 1.0). As one can observe, the CCDF exponent of
Y and the corresponding AC'C' value increases as long as M increases. On the other
hand, the VR exponent of Y decreases (and the corresponding ACC' value remains

constant) as long as M increases.
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4.3 Sampling According to the VR

Let X be a DRV and f its VR function. We consider that the range of X is

a given finite set of successive integers in the range [1, N], where N stands for the

number of values of X that we want to sample. Let S be the bag of values we want

to sample. Then, we consider that the quantity Ziil S(i), i.e., the sum of the values

that will be sampled, is given. Since, f is a power-law, we can adopt the following
process to construct S.

The i — th biggest value, denoted by z;, of the range of X is given by the formula:

b

x; = e~ °. Specifically, the relation between two values of X, ie., z; and z;, is

x
Tj

s

b
= ;Tb Hence, for the constant factor e®* we can choose any constant number. For

normalization purposes we will choose the quantity et

i=1

This way the sum of the

sampled values is guaranteed to be equal to S~ | S(i).

Definition 13 Let X be a DRV that follows a power-law with VR exponent b. We
can sample a bag S of N wvalues of X of given sum as follows:
Vi € [1,N], f(i) = | =3¥2—i~°|, where |x], stands for the integral part of x.

N .
Zi:l it

The intuition behind the above definition is that | f(i)] and | f(i+1)] are different
integers if 7 is small, but the probability that they are the same increases as long as
i increases. Another way to grasp this idea is to observe that [ f(:)] — [f(i + 1)]
decreases as long as i increases. Hence, the number m of successive i’s for which
| f(@)] — [ f(i +m)] < 1 increases as long as ¢ increases. An indicative example

follows.

Example 3 Let X be a DRV that follows a power-law with VR exponent b =1 and
consider we want to sample 100 values of sum 1000. Bellow we write each sampled
value, k, preceding by the range of i such that |f(i)] = k. (1, 192), (2, 96), (3,
64), (4, 48), (5, 38), (6, 32), (7, 27), (8, 24), (9, 21), (10, 19), (11, 17), (12, 16),
(13, 14), (14, 13), (15-16, 12), (17, 11), (18, 10), (19-20, 9), (21-23, 8), (24-26, 7),
(27-31, 6), (32-37, 5), (38-47, 4), (48-63, 3), (64-95, 2), (96-100, 1).
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sum

SLRE as the constant factor of the

b

VR power-law function would normalize the x;’s, if they were real numbers. Since,

we consider them to be integers, the final sum of the sampled values, i.e., Zf\; S(1),

is slightly different from the given sum.

4.3.1 Experimental Evaluation

The bag S of sampled values can be modeled by a DRV, denoted by Y. In order
to contrast the PDF and CCDEF functions of Y to those of X, we considered two

experiments t

hat show the effect of b values and of the sum of the values that will be

sampled, denoted by sum.

Figure 4.6

shows the sampling obtained for (b, N, sum) = (0.5,500, 10000). In that
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Figure 4.9: Sampling with (b, N, sum) = (0.5, 1000, 10000)

case the CCDF exponent of X is + = 2. The CCDF exponent of Y is 2.0, i.e., same as
for X, while the approximation 02f CCDF to a power-law is excellent (ACC = 0.98).
Decreasing the sum down to 1,000 (Figure 4.7) results in the same CCDF' exponent,
i.e., 2.0, but the ACC value decreases down to 0.92. To complete this group of
experiments we present the sampling obtained for (b, N, sum) = (0.5,500,500) in
Figure 4.8, for which the CCDF exponent is 2.04 while the ACC' value decreases
down to 0.88. The main conclusion that can be drawn is that CCDF of Y coincides
with that of X. However, the approximation of CCDF to a power-law (ACC value)
decreases as long as sum increases.

To realize the effect of b values, we keep constant N and sum and we vary b. Fig-
ure 4.9 shows the sampling obtained for (b, N, sum) = (0.5, 1000, 10000). In that case
the CCDF exponent of X is % = 2. As one can see in Figure 4.9, the exponent of the

Yannis Theoharis



CHAPTER 4. SAMPLING DISCRETE RANDOM VARIABLES WITH A
68 POWER LAW DISTRIBUTION

0

T T ; ; T -05 T T T ; T
b=1.0 N=1000 sum=10000  + b=1.0 N=1000 sum=10000 +
IR Fitting -
-05 1 R =l « 1
.
-15 *y
~ -1lf - .,
D s
X 15t b
z . T 25
L T
S Ll g ey
o 3f
. .
25} - ] 35|
3 L e 4 R
0 05 1 15 2 25 3 35 0 05 1 15 2 25 3 35
log(x) log(x)
Figure 4.10: Sampling with (b, N, sum) = (1.0, 1000, 10000)
-1 T T T T T T -1 T T T T T T
b=1.5 N=1000 sum=10000 + b=1.5 N=1000 sum=10000 +
-z 1 . Fitting
T
R b -15 .
.
-16 - S,
< a8l w2} \
X ol 2 .
= T
5’ -22 - _‘g; -25 -
24 L
26 | . 1 3t
-28
0 05 1 15 2 25 3 35 4 0 05 1 15 2 25 3 35 4
log(x) log(x)

Figure 4.11: Sampling with (b, N, sum) = (1.5, 1000, 10000)

CCDF of Y is 2.0 while the ACC value is 0.97. Figure 4.10 illustrates the distribu-
tions of the corresponding samplings obtained when b is increased up to 1.0 (and thus
the CCDF exponent of X is % =1). The CCDF exponent of Y decreases down to
0.99 and the ACC value also decreases down to 0.94. We further increase b up to 1.5
(and thus the CCDF' exponent of X is 1—15 = 0.66) and the distributions correspond-
ing to the obtained sampling are depicted in Figure 4.11. The CCDF exponent of Y
decreases down to 0.66 and the AC'C value also decreases down to 0.91. We complete
this group of experiments by increasing b up to 2.0 and thus the CCDF' exponent of
X is 5 (Figure 4.12). The CCDF exponent decreases down to 0.49 and the respective
ACC value also decreases down to 0.88. The main conclusion that can be drawn

from these experiments (see Table 4.2) is that CCDF of Y coincides with that of X.

However, the approximation of CCDF to a power-law (ACC value) decreases as long
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as b increases.

CCDF of X CCDF ofY

(b, N, Sum) Exponent || Exponent | ACC
(0.5,500, 10000) 2.0 2.0 0.98
(0.5, 500, 1000) 2.0 2.0 0.92
(0.5, 500, 500) 2.0 2.04 0.88
(0.5, 1000, 10000) 2.0 2.0 0.97
(1.0, 1000, 10000) 1.0 0.99 0.94
(1.5,1000, 10000) 0.66 0.66 0.91
(2.0, 1000, 10000) 0.5 0.49 0.88

Table 4.2: Sampling DRV's based on their VR function

4.4 The Usefulness of Both Sampling Methods

The existence of the two ways presented in Sections 4.2, 4.3, is important for both
theoretical and practical reasons. By a theoretical viewpoint, it provides the means
to realize the correlation between the PDF and the VR function of a DRV that
follows a power-law. Moreover the fact that selecting appropriate values for the
parameters of both methods we can produce deviations from power-laws that appear

to SW schemas, provides a hint for a more elaborated interpretation of the conditions
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of the evolution of SW schemas that result in the emergence of power-laws for various
kinds of distributions. This is part of our future work.

By a practical viewpoint, we notice that in order to produce the degree sequences
of G%, Gy, the standard sampling method (Section 4.2) based on the PDF function is
not sufficient. For instance, in order to generate the in-degree sequence of G we can
exploit the observation (see Section 2.2.4.4) that the VR function of Level of Classes
distribution is a power-law. However, its PDF approximates the uniform distribution
(it is rare for two different levels to have the same number of classes located at them).
Using the sampling method that is based on the VR function we can sample a bag
of values, which guarantee that the VR is the given power-law while the respective
PDF is a constant function (i.e., uniform distribution). Such issues will become more

clear in Chapter 5.
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Chapter 5

Synthetic SW Schema Generation

In this Chapter we elaborate on the generation of synthetic SW schemas based
on the findings of Chapter 2. To this end, we consider as given the number of schema
classes, denoted by N., and of properties, denoted by NNV,. Then, we essentially need to
generate the subsumption graph, G, = (V, E;) and the property graph G, = (V, E,),
where V' is a set of nodes corresponding to classes with |V| = N, E;, CV x V a
set of edges representing subsumption relationships and £, C V' x V a set of edges
representing relationships between classes, with |E,| = N,,.

The remainder of this Chapter is organized as follows: Section 5.1 focuses on the
generation of G, while Section 5.2 of G5. Then Section 5.3 aims at combining G,
and G to generate a synthetic SW schema. Finally Section 5.4 presents the results

of the experimental evaluation of the generation of synthetic SW schemas.

5.1 Generating The Property Graph

In order to generate G, we additionally consider as given the characteristic power-
law exponent, denoted by b, of the VR function of the total-degree distribution.
Table 5.1 sketches the algorithm that generates G,. Bellow, we explain in detail each

of its steps.
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Algorithm GenerateG,
Input. b: the VR exponent of the total-degree distribution,
N./N,: the number of schema classes/properties respectively,
po: percentage of classes that are neither domain or range
of any property.

(1) D :=VRSampling(b, | (1 — po)N.],2N,);
Doy = wa
(2) fori=1to N, do
Dini] = Doytli) = 5 = DI[i];
(3) Chose randomly nodes and attach on them a set S
of [0.126 x N, self-loops (modify D;,, and Doy);
(4) Chose randomly pairs of nodes and attach on them a set M
of [0.177 % N, | multiple edges (modify D, and D:);
(5) E := the set of edges of the solution of the
LP1 instance corresponding to D;, and D,;
(6) E,=EUSUM,

Table 5.1: Algorithm GenerateG),

Using the sampling method based on VR function that was presented in Section 4.3
we can generate the total-degree sequence, denoted by D, of the G, based on b (step
1). D is the vector sum of Din and Dout, i.e. Yv € V, D(v) = Dout(v) + Din(v).
We choose to generate D instead of Dout and Din, because the percentage of real
SW schemas that approximate a power-law for the total-degree distribution is big-
ger than the corresponding percentages for out- and in-degree distributions (see Sec-
tion 2.2.3). Moreover, there exists a strong correlation between the out- and in-degrees
of nodes. Note that we choose to use the sampling method based on the VR and not
on the PDF' function of the total-degree distribution (see Section 4.3). This is due to
the fact that the sum of the sampled values is determined by N, i.e., the number of

schema properties. Specifically, since each edge (u, v) is counted twice in D (i.e., once

in the D(u) and once in the D(v)), it holds that > _,, D(v) = 2N,. We should also

veV
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stress that there exist classes in real SW schemas that are neither domain nor range of
any property, i.e., their total-degree is 0. Although the percentage, denoted by pg, of
such classes can be a parameter of the generator, we report that in average case 50%
of the classes of each schema have total degree 0. D can be generated using the afore-
mentioned sampling method with parameters (b, N, sum) = (b, [ (1 — po)N¢|,2N,).
As a next step (2), we need a method that splits D into Dout and Din. This

method should exhibit the following characteristics :
o > v D)=,y Dout(v) + >, .y Din(v),

® > v Dout(v) =3 ., Din(v), because there is no graph that simultaneously
realizes Dout and Din if ) _, Dout(v) # > ., Din(v), since every edge is

counted once in Dout and once in Din,

e nodes of high out-degree should also be of high in-degrees and similarly nodes
of low out-degree should also be of low in-degree (see Section 2.2.3.3).

A simple formula that conforms to all the above features is Yo € V, Dout(v) =

Din(v) = $D(v) (we can tackle odd values of D(v) by considering its value as | D(v) ]
for one of the two sequences and as [D(v)] for the other).

In Section 3.2.1 we proposed the reduction of the generation of a directed graph
without self-loops or multiple edges to an LP1 instance. However, considerable per-
centages of edges of real SW are self loops, i.e., 12.6%, or multiple edges 17.7%
(see Section 2.2.3). Hence, we will choose nodes (whose both out- and in-degree
are bigger than 1) to assign them self-loops and pairs of nodes (whose both out-
and in-degree are bigger than 2) to assign them multiple edges (steps 3 and 4).
Since we do not have the means to distinguish nodes according to the number of
their self-loops or multiple edges, we will distribute them uniformly. Let S be the
set of the chosen self-loops and M the set of the chosen multiple edges. This pro-

cess will modify the Dout and Din. Specifically, for each self-loop (u,u), it will be
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Dout(u) := Dout(u) — 1 and Din(u) := Din(u) — 1. Similarly for each multiple edge
(u,v), it will be Dout(u) := Dout(u) — 1 and Din(v) := Din(v) — 1.

The modified Dout and Din can now be used for the generation of a directed graph
without self-loops and multiple edges (step 5) according to the method presented in
Section 3.2.1.

Let E be the set of edges obtained from the solution of the corresponding LP1
instance. We will add to the generated graph the self-loops and multiple edges chosen
in steps (3) and (4), i.e., we will consider as the set of graph edges, denoted by E,,
the union EU S UM (step 6).

5.1.1 Attributes

In addition, we need to consider edges which have as destination Literals (e.g.,
String, Integer), i.e., attributes of classes. After generating G, we can add to the set
of its nodes V, the Literal types, as specified in XML schema'. Then we connect them
to the pre-existent nodes of G, under the condition that the total-degree sequence
of G, remains the same. This constraint can be satisfied by replacing a number £
of edges of the form (u,v), where u,v correspond to classes, such that Dout(v) = 0
(nodes representing literal types should have out-degree zero) and Din(v) = 1, with
edges of the form (u,w), where w is a node that corresponds to a Literal type. The

number k of the attributes can be given as input (e.g., as a percentage of N,).

5.2 Generating The Subsumption Graph

In order to generate GG, we additionally consider as given the characteristic expo-
nent, denoted by b, of the power-law of the PDF function of the class descendants

distribution. Moreover, we will consider as given the depth, denoted by d, of G, as

Lhttp: / /www.wS.org/XML/Schema
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Algorithm GenerateG
Input. b: the PDF exponent of the class descendants distribution,
N.: the number of schema classes.

(1) Dout := PDFSampling(b, N. — 1,0.25 % N,);
(2) if N.—11is not in Dout
Dout = Doy U {Nc - 1})
(3) fori=1to [0.75% N, —1do
Dout = Dout S {O}a
) v :=0.0017 % N, + 1.36;
) S :=VRSampling(vy,d, N.) (Order S in descending order);
) k= [§dl;
) L := the set of G levels ordered according to f(I) = |k — [|;
) fori=1toddo
for 7 =1 to S[i] do
Din.append(L][i));
(9) Assure that )\, Dout(v) = .\, Din(v);
(10) Order Dout in descending and Din in ascending order;
(11) E? := the set of edges of the solution of the LP2 (or LP3
if G is considered to be a tree) instance corresponding to
Din and Dout;
(12) E; := the transitive reduction of E;

Table 5.2: Algorithm GenerateG

well as the information whether G should be a DAG or a tree. Table 5.2 sketches

the algorithm that generates GG5. Bellow, we explain in detail each of its steps.

5.2.1 Generating Dout of G}

Using the sampling method based on PDF' function that was presented in Sec-
tion 4.2, we can generate the out-degree sequence of G%. Specifically, the biggest
allowed value is N, — 1, since the root node (that corresponds to the root of the class
hierarchy) has N, — 1 descendants. Furthermore, on average the 75% of classes of

real SW are leaves (see Section 2.2.4), i.e. their out-degree is 0. Thus we choose the
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following parameters (b, M, N) = (b, N. —1,0.25% N,..) for the sampling (step 1). Note
that we choose the sampling method based on the PDF' instead of the VR function,
because we do not know the sum of the sampled values (needed as input for the VR-
based method) and even if we knew it, we could not guarantee that the value N, — 1
would be contained in the bag of sampled values (e.g. the given sum may have not
allowed it).

Note that the value N, — 1 will not certainly be contained in the bag of sampled
values. This is due to the fact that P(X = x) decreases as long as z increases. Hence,
we need to add the value N, — 1 in the bag (step 2). In order to obtain a sequence of
length N, we add 0.75 % N, — 1 times (corresponding to the 0.75% of leaf classes) the
value 0 (step 3).

5.2.2 Generating Din of G

The generation of Din of G is not as easy as that of Dout. Firstly, we can
not use the class ancestors distribution, because real SW schemas do not follow
a power-law for it (see Section 2.2.4). Instead, we can exploit the findings about
the level of classes distribution. Its VR for real SW schemas approximates a power-
law. Moreover, the characteristic VR exponent, denoted by v, approximately depends
linearly (see Section 2.2.4) on the number of nodes (classes). Hence, we can produce a
sequence of values, which correspond to numbers of nodes that are located at a specific
level, by sampling according to the VR function of the level of classes distribution
with parameters (b, N, sum) = (,d, N..), since we want to distribute N, nodes to d
levels (steps 4 and 5). Note that since N, is orders of magnitude bigger than d the
sampled values comprise a set (i.e., each value presents only once), denoted by S.

However, we still do not know to which level a specific value of the sampled
set corresponds. We exploit the finding that the level, denoted by k, at which

the maximum number of nodes are located is approximately 0.75 % depth for real
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SW schemas (see Section 2.3). Let z; be the i — th biggest value of S. We will
define an one-to-one function m that maps each i to one and only level, denoted by
[, of G%. We order levels according to their distance to the most populated level, i.e.,
L={(k,k+1,k—1,k+2,k—2,...) (step 7). L has d— k elements obtained from the
sum k +m and k — 1 elements obtained from the difference £ —n. Then, we consider
m(i) = L(i). For instance, consider that d = 4, then m(1) = 3, m(2) =4, m(3) = 2,
m(4) = 1. The generation of Din directly follows, since the level at which a node is

located coincides with its in-degree (step 8).

5.2.3 Assuring that Dout and Din can be Simultaneously
Realizable

A final step of Dout and Din modification is needed in order to achieve that
Y wey Dout(v) = > -, Din(v) (step 9). This can be achieved by modifying the
frequencies of 0 and 1 in Dout. We should stress that it may not be possible to
achieve ), Dout(v) = _ .., Din(v) for every given depth d. The range of the
allowed values for d is depended on N, b and the percentage of d of the most populated
level (i.e., 0.75, since we observed that k = 0.75 for real SW schemas). The exact
computation of this range is left as future work.

Note that we could ignore this step and repeating the process of generating the two

sequences from the beginning, until ) _,, Dout(v) = > ., Din(v) holds. However,

veV
it is not reasonable to spend time for that, not to mention that it is not guaranteed
that we will ever reach a state that ) ., Dout(v) = ) ., Din(v) holds (e.g. the
seed of the pseudo-random number generation needed for the generation of Dout
may prevent such a case). Finally, we need to order Dout in descending and Din in
ascending order (see Lemma 1).

In order to generate G, the modified Dout and Din sequences are given (step 11)

as input to the method presented in Section 3.2.2.1 if G should be a DAG (reduction
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to an LP2 instance) or to that presented in Section 3.2.2.3 if Gy should be a tree
reduction to an LP3 instance). The set of edges, denoted by E?, obtained from the
solution of either LP2 or LP3 instance corresponds to G%. Finally, we compute the

transitive reduction of E* to obtain the set of edges of G, denoted by E (step 12).

5.3 Combining The Property and The Subsump-
tion Graph

At this step we consider that G, : (V;, Ey) and G, : (V,,, E,,) are generated. Since
the two graphs have the same set of nodes we should define an one-to-one function
h : Vs — V, that maps each node of G5 to one and only node of G,,. To this end, we
exploit the combinatoric finding that was presented in Sections 2.2.6, 2.3, i.e., that
nodes with high out-degree in the G}, are located highly in the G,. Specifically, let k
be the level of G at which the source nodes (corresponding to domains of properties)
of most edges of G, are located. We order the nodes of V,, in descending out-degree
order and we reach a list P. Also, let V; be the set of nodes of G located at level i,
ie., Vi={veV;| Din(v) =i}. Then, we map each node of the first |V;| nodes of P
to one and only node of V. Similarly, we map the next |Vi.;| nodes of P to one and
only node of Vi, and the next |V;_;| nodes of P to one and only node of Vj_;. This

process continues until we map the nodes of V4 and of V; to nodes of V.

5.4 Experimental Evaluation

In this Section we experimentally evaluate the synthetic SW schema generator
presented in this thesis on two axis, namely, the effectiveness and the efficiency.
Concerning the former we present a detailed example of the generation of a synthetic

SW schema based on the methods presented in previous Chapters. On the course of
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Figure 5.1: Sampling with (b, M, N) = (2.08,299,0.25 % 300) to generate the out-
degree sequence of G

this process we will comment on details that have not been covered yet. Concerning
the latter we focus on time and memory requirements of the reduction of the problem
of generating G5 and G, to the LP problem. Moreover, we measure the number of

variables and the number of constraints of the produced LP instances.

5.4.1 Effectiveness

We consider that we want to generate a schema of 300 classes and of 1000 proper-
ties. Moreover we consider that the power-law exponent of the total-degree distribu-
tion is 0.5, and that of the VR of the class descendants is 2.08. Finally, we consider
that G is a DAG and its depth is 4.

5.4.1.1 Generating The Subsumption Graph

In order to generate the Dout of G we use the sampling method (see Section 4.2)
based on the PDF of the class descendants distribution with parameters (b, M, N) =
(2.08,299,0.25%300). Figure 5.1 shows the PDF' and CCDF functions that correspond
to the bag of sampled values. We explicitly add the value 299 once and the value 0
0.75 % 300 = 225 times. We reach the final Dout. The sum of Dout is 828.

We now generate the in-degree sequence of G;. We consider the VR function of the
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level of classes distribution with exponent v = 0.00017 * 300 + 1.36 = 1.411 (see Sec-
tion 2.2.4.4). To find the number of nodes located at the 4 levels of G we use the sam-
pling method based on the VR function with parameters (b, N, sum) = (1.411, 4,299).
We choose the sum to be 299 and not 300, because we consider one node (the root)
with in-degree equal to 0. We obtain the sequence L = (173,65, 36, 24), i.e., the most
populated level has 173 nodes, the second most populated has 65, etc. We observe
that ) ., v = 298 and not 299 (see Section 4.3). We need to add one more node to
a specific level. We choose to increase the nodes of the most populated level. Hence,
we reach the sequence L = (174,65,36,24). As a next step, we map numbers of
classes to specific levels, i.e., we compute the function m. The most populated level
is 0.75 % 4 = 3. Hence, m(1) = 3, m(2) = 4, m(3) = 2, m(4) = 1, i.e., the third
level has 174 nodes, the fourth has 65, the second 36 and the first 24. Since, the
level at which a node is located coincides with its in-degree in G7% and thus we have
generated the Din. However, >, d = 820 # 828 = Y, .+ d- To achieve that
Y depin @ = Y ae pow A We will modify Dout. Since Y~ i d < D e b d We consider
> deDout =D e pin @ n0des of out-degree equal to 1 as nodes with out-degree equal to

0. Finally, we order Dout in descending and Din in ascending order (see Lemma 1).

The produced Dout and Din are given as input of the method presented in 3.2.2.1.
The LP2 instance aims at generating GG;. However, the solution is not integral. There
exist coordinates (corresponding to edges of G%) that are real numbers in (0,1). To
reach a final set of edges we consider a threshold value T' € [0, 1]: an edge (u, v) exists
iff x,,, > T'. The use of such heuristic for deciding whether non-integer edges exist
or not may violate transitivity of G}, i.e., G may not be a transitively closed graph,
since some transitive edges may miss. For instance, consider that 7' = 0.6 and in the
LP solution z,, = 0.7, x,,, = 0.8 and x,,,, = 0.5. Then, z,, + Ty — Tyw =1 <1,
as required for the edges of a transitively closed DAG (see Lemma 2). However, to

make the solution integral, we will consider that z,, =1, z,, = 1 and z,, = 0. By
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Figure 5.2: The functions corresponding to the out-degree sequence of the generated
Gy

transitive reduction of G* we obtain G. We can then compute the approximation (or
distance) of the degree sequences of the transitive closure of G with the given ones.
Concerning the value of T', we should notice that a big threshold value (i.e., close to
1), e.g., T = 0.9, decreases the probability of missing transitive edges, but ignores
many edges and thus the generated Dout and Din roughly diverge from the given
ones. On the other hand, a small threshold value (i.e., close to 0), e.g., T = 0.1,
results in bigger number of edges than in the given sequences. After experiments we
found that the value T' = 0.6 leads to best approximations with respect to the given
sequences Dout and Din. This is due to the fact that the missing transitive edges
from the produced G7% are minimized for 7" = 0.6, while the number of generated
edges converges to those of the given sequences. The PDF, CCDF and VR functions

of the transitive closure of the generated G5 are shown in Figure 5.2.

5.4.1.2 Generating The Property Graph

In order to generate the total-degree sequence D we use the sampling method
based on the VR function of the total-degree distribution with parameters (b, N, sum) =
(0.5,150,2000). Figure 5.3 shows the PDF and CCDF functions that correspond to
the bag of sampled values. As a next step, we split D into Dout and Din. After,
choosing nodes to assign on them 0.126 * 1000 = 126 self-loops and pairs of nodes
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Figure 5.3: The PDF and CCDF function corresponding to the total-degree sequence
of the generated G,

to assign 0.177 * 1000 = 177 multiple edges, we use the modified Dout and Din for
the generation of a directed graph without self-loops and multiple edges according to
the method presented in Section 3.2.1. It should be noticed that the solution of the

LP1 instance is always integral (see Section 3.2.1) and thus the generation of G, is

finished.

5.4.2 Efficiency

In this Section we report the time and memory requirements of the LP instances
produced for the generation of synthetic SW schemas of various size. To solve the
LP instances we used the academic software Soplex [54]. The measurements reported
below are strongly depended on the efficiency of Soplex. Improved measurements
can be obtained by using more sophisticated simpler implementations, such as the
commercial CPLEX [33]. We also measure the number of variables and the number of
constraints of the produced LP instances. These measurements show the complexity
of the reduction of our problem to the LP instances and are independent of the specific
software implementation of simplex, which was used to solve them. Experiments were
carried out on a PC with a Pentium IV 3.2GHz processor and 512MB of main memory
(1GB of Virtual Memory), over Suse Linux (v9.1).

Figure 5.4 shows the number of variables and constraints of the LP1 instances
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Figure 5.4: Number of Variables (left) / Constraints (right) of the LP1 instances
produced to generate G,

180

500

Memory hequi rements —— Runtime ——

MB

150 . . . . . . 20 . . . . . .
300 400 500 600 700 800 900 1000 300 400 500 600 700 800 900 1000
#of Classes # of Classes

Figure 5.5: Memory Requirements (left) / Runtime (right) of the LP1 instances

that are produced to generate G, for various number of classes, namely 300 — 1000.
Specifically, we considered as constant b = 0.6 and N, = 1000 and we vary N..
Since we assume that 50% of nodes have zero total-degree, the number of variables
is numO fVars = f¢ s (8¢ — 1) and the number of constraints is 2 x numO fVars.
Note that for N, = 900 or 1000, the percentage of zero total-degree nodes is slightly
bigger than 50%, as a result of the value of b. Hence, the number of variables and
constraints is slightly smaller than that computed by the above formula. Figure 5.5
shows the time and space requirements of Soplex to solve the LP1 instances produced
to generate G,

Concerning the LP instances that are produced to generate G, we compare (see

Figure 5.6) the sizes (in terms of variables and constraints) of LP2 (assuming that
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G5 is a DAG) and LP3 instances (assuming that G is a tree). We also compare (see
Figure 5.7) the space and time requirements of Soplex to solve them. In particular,
we consider the degree sequences of the transitive closures of trees (whose 75% of
nodes are leaves) and we reduce their generation to an LP2 and to an LP3 instance.
As one can observe in Figure 5.6 (left), the number of variables of the LP3 instance
is smaller compared to LP2 instance for the same given Dout and Din. This is due
to the fact that in case of LP3 instances, not all possible edges are candidates, i.e.,
only nodes of successive levels can be connected since G is considered to be a tree.
Furthermore, the number of constraints corresponding to LP2 is orders of magnitude
bigger than LP3, as Figure 5.6 (right) shows (y—axis is plotted in log scale). This is
due to the fact that LP2 instances, except for degree constraints, additionally have

transitivity constraints, the number of which is O(N?), where N is the number of
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classes. The big difference in the sizes of the LP2 and LP3 instances is reflected
in the space requirements and runtime of Soplex to solve them (see Figure 5.7). In
particular, Soplex crashes for N = 1023 (needs more than 1GB memory), while the

runtime to solve LP2 instances is orders of magnitudes bigger than LP3 instances.
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Chapter 6

Conclusion and Future Work

To the best of our knowledge, this is the first work that measured and analyzed
the graph features of individual schemas coming from an adequately big SW corpus.
The main conclusions drawn from our analysis (see Figure 6.1) are that the majority
of schemas with a significant number of classes and properties approximate a power-
law for class descendants and property total degree distributions while they also
exhibit the small world phenomenon. These findings reveal emerging conceptual
modeling practices employed by SW schema developers, namely: a) the existence
in each schema of few central concepts that have been analyzed in detail (i.e., have
many properties and subclasses) and are further connected with central concepts of
other schemas, b) the trend to form clusters of connected classes, c) the fact that
class subsumption hierarchies are unbalanced, with large branches and many leaves,
d) the fact that most properties have as domain/range classes that are located highly
at the class subsumption hierarchies, e) the importance of recursive/multiple arcs and
f) the relatively large cyclic paths in the undirected closure of the property graph of

most schemas in our corpus.

We also exploited these findings to generated synthetic SW schemas. Specifically,
we proposed the generation of the property and the subsumption graph, given the

schema size (in terms of classes and properties), as well as the power-law exponents for
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Figure 6.1: The main results of our analysis

the total-degree and the class descendants distributions. The former was constructed
given its degree sequences, while the latter was constructed given the degree sequences
of its transitive closure. Especially for the generation of the subsumption graph, we
faced the problem of generating graphs given the out- and in-degree sequences of
their transitive closure, problem not previously addressed in the bibliography. In this
thesis we proposed its reduction to the Linear Programming problem. In order to
combine the property and subsumption graph to compose the synthetic schema, the
combinatoric feature reported in Section 2.2.6, i.e., that nodes with high out-degree

in the G, are located highly in the G, was proven very useful since it combines
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characteristics of both graphs (property and subsumption) on the same set of nodes.

We plan to exploit the generator proposed in this thesis for synthetic SW data
generation as a part of our RDF benchmarking efforts [49]. In particular, we aim
at creating large datasets and testing the scalability of storage, query or update
methods implemented by current SW tools. The refinement of our generator to
also conform to other features, except for the degree distributions, such as the small
world phenomenon, is also left as future work. Finally, it would be useful if we could
devise a more efficient method (of complexity lower than O(N®)) to generate G|
when it is considered to be a DAG. To this end, it would be interesting to investigate
if graph generation methods exploiting the ideas of self-similarity and fractals [39],
could be modified to take as input the degree sequences, or at least the characteristic

power-law exponent of their distribution.
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