Electronic Communications of the EASST

Pre-Proceedings of the
International Colloquium on
Graph and Model Transformation —
On the occasion of the 65th birthday of Hartmut Ehrig
(GraMoT 2010)

Guest Editors: Claudia Ermel, Hartmut Ehrig, Fernando Orejas, Gabriele Taentzer

Managing Editors: Tiziana Margaria, Julia Padberg, Gabriele Taentzer
ECEASST Home Page: http://www.easst.org/eceasst/ ISSN 1863-2122



http://www.easst.org/eceasst/

Pre-Proceedings GraMoT 2010




Pre-Proceedings GraMoT 2010 E}

Preface

This report is a collection of invited papers and position statements presented at the Inter-
national Colloquium on Graph and Model Transformation, February 11-12, 2010, at Tech-
nische Universitit Berlin on the occasion of the 65th birthday of Hartmut Ehrig. After the col-
loquium all contributions will be peer-reviewed, and the final versions of the accepted contri-
butions will be published in a special issue of the "Electronic Communications of the European
Association of Software Science and Technology” (ECEASST).

Scope and Objectives of the Colloquium

Graphs are a general kind of models which have been used in various fields of computer science.
On the one hand, they are well-suited to formally describe complex structures. On the other hand,
the underlying structure of models, especially visual models, can be described best by graphs,
due to their multidimensional extension. Graphs can be manipulated by graph transformation
in a rule-based manner. Considering current trends in software development such as model
driven engineering and model-integrated computing, there is an emerging need to describe model
manipulations, model evolution, model semantics, etc. in a precise way. Recent research has
shown that graph transformation is a promising formalism to specify model transformations.

The goal of the colloquium is to foster interaction between the graph transformation and the
model transformation community in order to facilitate exchange of results and challenging prob-
lems. The graph transformation research community has built up a significant body of knowledge
over the past 30 years and in addition to the theoretical base several practical implementations
have been created. The research area of model transformations has recently been identified as a
key subject in model-driven development. Graph transformations could offer an elegant theory
and powerful concepts for the model-driven engineering of software systems, while the soft-
ware engineering community can generate interesting challenges for the graph transformation
community. Therefore, there is a need for strong interaction and inter-operation between these
communities: the interchange of ideas, problems, and solutions will lead to major advances in
both fields.

Invited Papers and Position Statements for the Colloquium

The workshop program has been organized in six technical sessions, in two days:

Thursday, February 11, 2010 Friday, February 12, 2010
Graph Transformation Techniques, Model Transformations,
Modeling with Graph and Net Transformations, Software System Modelling
Verification and Constraints, (incl. Panel Discussion)
Modeling of Chemical and Biochemical Reactions

In Session 1 (Graph Transformation Techniques), hierarchical graphs are used to model
a service and session calculus in the first contribution by A. Corradini, U. Montanari et al. In
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the second one by F. Orejas, the new concept of symbolic attributed graphs is introduced to
deal with attributed graphs in contrast and comparison with the standard approaches to attributed
graph transformation.

The paper by K. Ehrig and C. Ermel in Session 2 (Modelling with Graph and Net Transfor-
mations) focuses on the role of graphs and graph transformations in practical application areas
like molecular analysis, model transformations, and medical information systems. The second
contribution by F. Parisi-Presicce et al. proposes a new termination criterion for graph transfor-
mation systems with negative application conditions. Finally, an integration of Petri nets and
high-level replacement systems, known as reconfigurable Petri nets, is used in the third paper by
K. Hoffmann, J. Padberg et al. for formal modeling and analysis of flexible processes in com-
munication based systems, like mobile ad-hoc networks and Skype.

In Session 3 (Verification and Constraints), the first paper by T. Margaria et al. presents a
second order value numbering as new optimization method to be used in the M2L(Str) verifica-
tion tool set for monadic second-order logic on strings. This new method allows applications to
transformations on directed acyclic graphs. In the second paper by L. Ribeiro et al., the Event-B
formal method and its theorem proving tools are proposed to analyze graph grammars, especially
reachable states. Finally, in the third contribution by A. Habel et al., graph conditions — in the
sense of nested application conditions — are extended to graph conditions with variables in order
to improve the expressive power, especially concerning non-local properties like “there exists a
path”.

In Session 4 (Modelling of Chemical and Biochemical Reactions), the contribution by
R. Heckel et al. presents a methodology for extracting ordinary differential equations from
stochastic graph transformation systems, especially based on a model for chemical reactions.
In the second contribution G. Rozenberg introduces the new concept of reaction systems as a
formal framework for biochemical reactions.

The first paper by S. Glesner et al. in Session 5 (Model Transformations) presents an ap-
proach of the VATES project using process algebraic techniques in order to integrate model-
ing, implementation, transformation, and verification stages of embedded system development.
The second contribution by F.Hermann, B. Konig et al. presents specification and verification
techniques for model transformations based on triple graph grammars and the Double-Pushout-
Approach with Borrowed Context (DPO-BC). Finally, H.-J. Kreowski et al. show how to use
graph transformation units in order to handle composition and correctness of model transforma-
tions.

In Session 6 (Software System Modelling), the first contribution by G. Engels et al. is a pa-
per on test-driven language derivation using the specification technique Dynamic Meta Modelling
which is based on graph transformations. The remaining contributions are position statements
for the Panel Discussion Software System Modelling : Past, Present and Future. The position
statement of H. Ehrig discusses the state of the art and role of formal specification techniques in
these three periods, starting from single techniques in the past and leading to certified, integrated,
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and visual techniques and environments in the future. The statement of M. Lowe discusses the
role of graph transformations for agile software development, including concepts like software
refactoring, test-first, extreme programming, or dynamic systems development. B. Mahr points
out in his statement that the modeling of software systems is a task in which a complex inter-
action of models is being created. Finally, G. Taentzer shows that the theory of algebraic graph
transformation can be used to show important properties of model transformations, like type con-
sistency, functional behavior, as well as conflicts and dependencies between transformation steps.

We would like to thank all invited speakers and panelists for their contributions presented at
the colloquium. Moreover we are looking forward to the special issue of ECEASST, where -
after the review process - the final versions of the accepted contributions will be published.

Berlin, February 2010

Claudia Ermel,
Hartmut Ehrig,
Fernando Orejas,
Gabriele Taentzer

PC of GraMoT 2010
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Welcome Address on Behalf of the ICGT Steering Committee

This spring it will be 10 years since the first meeting of the steering committee of the Interna-
tional Conference on Graph Transformation. By now we have had four successful conferences,
in Barcelona, Rome, Natal, and Leicester, with the fifth coming up in Enschede this Autumn.
Graph transformation is firmly established as a discipline and recognised both for its founda-
tional contributions and applications.

None of this would have happened without Hartmut’s scientific contribution and services to
the community. Recognising its potential, Hartmut was among those who first formalised the
general mechanism of rewriting on graphs in the early 70ies, based on the algebraic or double-
pushout approach which is still amongst the most popular today. He went on to make seminal
contributions to its conceptual foundation and mathematical theory and it is not an overstatement
to say that the majority of papers published in the area today in some way rely on foundations
Hartmut helped to establish. For example, two thirds of the papers presented at the last ICGT in
2008 are directly based on the algebraic approach or variants of it.

Besides founding this Berlin school of graph transformation, Hartmut has also been the driving
force behind the formation and organisation of the community of people behind what is now the
ICGT conference, but evolved via a series of international workshops and with support from a
number of European projects such as COMPUGRAPH, APPLIGRAPH, GETGRATS and SEG-
RAVIS. After having led two instalments of the European Working Group COMPUGRAPH in
the late 80ies and early 90ies, Hartmut kept his role as coordinator of the community, motivating
and guiding others like myself, until he became chair of the ICGT steering committee in 2000.

Apart from his scientific achievements and organisational contributions, Hartmut’s main legacy
are the people he educated in his culture of theoretical research inspired by practical phenomena,
formalised in terms of graphs, algebra and category theory. Equipped with this background, we
are now able to address today’s problems in computer science and beyond, build tools, design
languages and algorithms for analysis, etc. while relying on solid foundations.

Dear Hartmut, on behalf of your students, the ICGT steering committee, and the graph trans-
formation community at large I would like to thank you for your invaluable contributions and
the support and guidance you are giving us. We hope that you keep driving us forward both
scientifically and as a community for many years to come and wish you many happy returns of
your anniversary.

Leicester, February 2010

Reiko Heckel, University of Leicester (UK)
Chair of the ICGT Steering Committee

Vii
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Modeling a Service and Session Calculus
with Hierarchical Graph Transformation®

Roberto Bruni', Andrea Corradini', and Ugo Montanari'
! [bruni,andrea,ugo] @di.unipi.it
Dipartimento di Informatica, Universita di Pisa, Italy

Abstract: Graph transformation techniques have been applied successfully to the
modelling of process calculi, for example for equipping them with a truly concurrent
semantics. Recently, there has been an increasing interest towards hierarchical
structures both at the level of graph-based models, in order to represent explicitly
the interplay between linking and containment (like in Milner’s bigraphs), and at
the level of process calculi, in order to deal with several logical notions of scoping
(ambients, sessions and transactions, among others). In this paper we show how
to encode a sophisticated calculus of services and nested sessions by exploiting a
suitable flavour of hierarchical graphs. For the encoding of the processes of this
calculus we benefit from a recently proposed algebra of graphs with nesting.

Keywords: Hierarchical graphs, service oriented architecture, process calculi, CaSPiS

1 Introduction

The use of graphs or diagrams of various kinds is pervasive in Computer Science, as they are
very handy for describing in a two-dimensional space the logical or topological structure of
systems, models, states, behaviors, computations, metamodels, and several other entities of
interest; well-known examples are the graphical presentations of data structures (like lists and
trees), of entity-relationship diagrams, of various kinds of automata and labeled transition systems,
of static and behavioral UML diagrams (like class, message sequence and state diagrams), of
computational formalisms like Petri nets, and so on.

The advantage of drawing graphs or diagrams, rather than using their underlying set-theoretical
definition or some term-like linear syntax, lies in the fact that graphs emphasize relevant topologi-
cal features of the systems or models they describe, like adjacency and connectivity of components,
sharing of data and structures, causal dependencies, hierarchical structuring, among others, mak-
ing such features easily understandable and detectable also to non-specialists. In several cases
graphs provide a representation of models or systems at the “right” level of abstraction: for
example, as drawings are always understood “up to isomorphism”, the order in which nodes and
arcs are drawn is typically irrelevant (unless some tacit drawing convention is enforced) and if the
concrete identity of certain syntactical entities is irrelevant (e.g., the names of the states of a finite
state automata), it is sufficient not to depict them in the drawing.

The use of graphs as a domain for the visualization of algebraically-specified systems, in
general, and process calculi, in particular, has been pursued in a vast literature of which is not

* Research supported by the EU FP6-IST IP 16004 SENSORIA.
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possible to give a comprehensive account here (see, e.g., [BLO5] and references therein), but one
striking example is the research on “optimal” implementations for functional calculi [AG98]. Here
we restrict the attention to the analysis of the concurrent behavior of process calculi with name
passing, in the style of [Gad03, BMMO6]. To this aim, there are several “graphical specification
frameworks” which provide general techniques and/or tools for the graphical description of
systems and, possibly, of their behavior, including Graph Transformation [Roz97], Bigraphical
Reactive Systems [Mil06] and Synchronized Hyperedge Replacement [FHL " 06].

Recently, there has been an increasing interest towards hierarchical structures both at the
level of graph-based models, in order to represent explicitly the interplay between linking and
containment (like in Milner’s bigraphs), and at the level of process calculi, in order to deal with
several logical notions of scoping (ambients, sessions, and transactions, among others). The
goal of the work summarized in this paper is to show how to encode both the static aspects and
the dynamics of CaSPiS, a sophisticated calculus of services and nested sessions [BBDL08], by
exploiting a suitable flavor of hierarchical graphs and corresponding transformation rules.

Following a methodological approach that has been applied recently to provide a graphical
encoding of the static aspects of a variety of formalisms (including process calculi, workflow
languages, entity relationship diagrams and others, see [BGL09, BGLa]), we will not present
the graph encoding of CaSPiS processes directly, but we will exploit instead as an intermedi-
ate language a recently proposed algebra of hierarchical designs, which allows to reduce the
representation distance between the considered formalisms.

The algebra is defined by an equational signature, whose operator symbols are interpreted
as operations on graphs, and where the axioms formalize suitable properties of such operators.
Therefore the terms of the initial algebra can be interpreted as graphs, and the axioms can be
shown to be sound and complete with respect to the interpretation, in the sense that two terms
are equivalent if and only if they denote the same graph (up to isomorphism). The interesting
fact, is that the interpretation of the terms of the algebra can be given over different kinds of
graphs, resulting in different layouts. As a typical example, the nested structure of designs can be
interpreted adequately in a class of truly hierarchical graphs, where subgraphs can be encapsulated
in hyperedges, or also can be rendered by over-imposing to a standard, flat hypergraph, a tree
representing the hierarchy.

Therefore, the advantages of the use of an intermediate algebra for the encoding are twofold:

e the algebra provides explicit operators for parallel composition, nesting of components,
names representing shared resources, local and global restriction, as well as aliasing
mechanisms: the richness of such operators makes the encoding of process algebras like
CaSPiS quite intuitive, less error-prone and easy to understand;

e the various interpretations of the terms of the algebra as different kinds of graphs can be
defined once and for all, and reused for the encoding of several other formalisms.

In the next sections we shall first account for the algebra of hierarchical graphs, showing, only
at the informal level, how it can be interpreted over both hierarchical graphs and term graphs.
Next we introduce the syntax and the reduction semantics of (a significant fragment of) CaSPiS,
and show how the static aspects of CaSPiS can be encoded in the algebra. As far as the dynamics
of CaSPiS processes is concerned, the work is still ongoing, but some interesting aspects will be

11
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discussed. In particular, as the CaSPiS reduction semantics allows for reactions in (static) contexts
of arbitrary depth, the standard notion of graph transformation rule, which has a local effect only,
is not sufficient to model it. We will sketch some possible approaches to overcome this problem.

Some preliminary work on the graphical encoding of CaSPiS and its behavioral semantics has
been presented in [Ter08].

2 An algebra of hierarchical graphs

We introduce here our algebra of (typed) hierarchical graphs that we call designs. The alge-
braic presentation of designs is inspired by our previous work on Architectural Design Rewrit-
ing [BLMTOS] (hence the name) and by the graph algebra of CHARM [CMRY4].

Definition 1 (design) A design is a term of sort D generated by the grammar
D == LG] G == 0| x| X | GIG | (vx)G | D(x)

where [ and L are drawn from disjoint vocabularies & and & of edge and design labels, respectively,
x is taken from a global set .4 of nodes, and X € .#"* is a list of nodes.

As a matter of notation, in the following, we let |X| denote the set of elements of a list X and
overload |- | to denote both the length of a list and the cardinality of a set.

Terms generated by G and D are meant to represent hierarchical graphs and “edge-encapsulated”
hierarchical graphs, respectively. The syntax has the following informal meaning: 0 represents the
empty graph, x is a discrete graph containing node x only, /(X) is a graph formed by an /-labeled
(hyper)edge attached to nodes x (the i-th tentacle to the i-th node in X, sometimes denoted by
x[i]), G | H is the graph resulting from the parallel composition of graphs G and H (their disjoint
union up to shared nodes), (vx)G is the graph G after making node x not visible from the outside
(borrowing nominal calculus jargon we say that the node x is restricted), and D(X) is a graph
formed by attaching design D to nodes X (the i-th node in the interface of D to the i-th node in X).

A term Lx[G] is a design labeled by L, with body graph G whose nodes X are exposed in
the interface. To clarify the exact role of the interface of a design, we can use a programming
metaphor: a design Lz[G] is like a procedure declaration where X is the list of formal parameters.
Then term Lg[G](y) represents the application of the procedure to the list of actual parameters y;
of course, in this case the lengths of X and y must be equal.

Restriction (vx)G acts as a binder for x in G and similarly Lg[G] binds |X| in G, leading to the
usual notion of free nodes fin(ID) and fin(G), defined inductively as follows:

(L[G]) = fn(G) \ [%] f0) =0 fu(x)={x}  fo(l(x)) = |X]
(G | H) =fn(G)Ufn(H)  fu((v0)G) =fm(G)\{x}  fa(D(x)) =/n(D)U |x]

The algebra includes the structural graph axioms of [CMR94] such as associativity and commu-
tativity for | with identity 0 (axioms DA1-DAS in Definition 2) and restricted nodes (DA4—DAG).
In addition, it includes axioms to a-rename bound nodes (DA7-DA8), an axiom for making
immaterial the addition of a node to a graph where that same node is already free (DA9) and
another one ensuring that global names are not localized within hierarchical edges (DA10).

12
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Definition 2 (=p) The structural congruence =p over well-formed designs and graphs is the
least congruence satisfying the axioms in Fig. 1, where in axiom (DA7) the substitution is required
to be a function (to avoid node coalescing) and substitutions are required to respect the typing.

G|H = H|G (DA1)
G|(H|I) = (G|H)|TI (DA2)
G|0 = G (DA3)
(vx)(vy)G = (vy)(vx)G (DA4)
(v)0 = 0 (DA5)
Gl(voH = (vx)(G|H) ifx¢fm(G) (DAG)
LIG] = LGP/ if [5]nm(G) =0 (DAT)
(G = WGP/ ifygmE)  (DAS)
x|G = G if x € fn(G) (DA9)

L[z |Gl(y) = z|L(G]() ifz¢ |x] (DA10)

Figure 1: Structural congruence axioms for designs

It is immediate to observe that structural congruence respects free nodes, i.e. G =p H implies
m(G) =fn(H) for any G, H. Moreover, being =p a congruence, we remark that Lz[G] =p Lg[H]
whenever G =p H.

Two different classes of models have been studied for our design algebra, as summarized in the
next two subsections: these are in straight analogy with two common visual representations of file
systems. The icon view, where each folder is a window recursively containing files and folders,
represents a global view of the system taken “from the top”. Instead the tree-like view, where the
whole hierarchy is presented as a tree whose nodes can be contracted and expanded and where
containment is rendered, for example, through indentation, represents some sort of “side-view” of
the system.

2.1 Top-view models

In [BGLb] we have proposed an original notion of hierarchical graphs with interfaces: roughly
they extend ordinary hyper-graphs with the possibility to embed (recursively) a hierarchical graph
within each edge, thus inducing a layered structure of nodes and edges. Notably, differently from
the definition proposed in [DHP02], the nodes defined in one layer are also visible below in the
hierarchy (but not above). The main result of [BGLb] shows that the encoding of design terms
in hierarchical graphs is surjective and that the axiomatization of the design algebra is sound
and complete w.r.t. the encoding. Moreover, in the presence of the extrusion axiom, which is
introduced later, the encoding can be slightly modified in order to preserve the validity of the main
results. The set-theoretical presentation of hierarchical graphs is quite heavy and out of the scope
of this paper: we refer the interested reader to [BGLDb] for all technical details and formal proofs.

The following example gives a better intuition of the algebra and the model of hierarchical
graphs. For this purpose we use an informal, appealing visual notation.

13
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Figure 2: Some terms of the graph algebra

Example 1 Leta,be &, A€ P, u,v,w,x,y € A . We depict in Fig. 2 the hierarchical graphs
corresponding to a few terms of our algebra. Nodes are represented by circles and free nodes
are annotated with their name. Edges are represented by rounded boxes, annotated inside with
the edge label. Each design is represented by a square box with their label in a top bar, and
encapsulating the body graph. Instead of numbering the tentacles of edges and designs, we use
different kinds of lines and arrows: in this example the first tentacle of an edge is represented by a
plain line, while the second one is denoted by a standard arrow.

To avoid the node proliferation, we omit drawing the local interface nodes of a design and fuse
them with the corresponding nodes to which the design is attached and mark the overlapping with
small black boxes at the border of designs.

Figure 2 includes the graphs corresponding to the following terms: G = a{u,w) | b(w,v) (left-
top), Auy[(vw)G|(x,y) (left-bottom), and (vw)(Au,[G](x,y) | Auv[G](y,x)) (right). Note how
the tentacles attached to x and y do actually cross the interface and are hence denoted by small
black boxes in border of designs. This does not happen for tentacles attached to node w, because
it is shared without being exposed in the interfaces of the design.

The hierarchical graphs in Fig. 2 illustrate a global view of the system taken from the top. An-
other possibility is to take a side-view of the system, where containment is traced by dependencies
between items in different layers.

2.2 Side-view models

In [BCG '] we have followed the tree-like analogy to define a second interpretation over a class
of graphs already available in the literature, called gs-graphs [FM00O]. Roughly, they are an
extension of term-graphs [BEG*87] tailored to many-sorted hyper-signatures. The crucial fact is
that the algebraic structure of gs-graphs has been formalized in terms of the so-called gs-monoidal
theories [CG99]. The main idea is to define a signature whose sorts correspond to nodes of the
type graph and whose operators correspond to the edges of the type graph. One additional sort e
is introduced to represent locations within the hierarchy. Then each design label L € & defines
an operator that takes as arguments a location and the list of actual parameters and returns a
location and the list of formal parameters (i.e., it provides the inner graph with the location where
to reside and with a local environment). Edge labels / € & provide no result (their coarity is €,

14
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nu

Figure 3: Hierarchical structure as gs-monoidal terms

the empty list of sorts). Then, the results in [BCG "] define a sound and complete encoding of
design terms in gs-graphs.! Again, we skip all technical details and we just sketch in Fig. 3 the
gs-graphs corresponding to the two hierarchical graphs in Fig. 2: A, [(vw)G](x,y) on the left,
and (vw)(Auy[G](x,y) | Auv[G](y,x)) on the right (for G = a(u,w) | b(w,v)). The drawing is
decorated with an external dashed line enclosing the gs-graph and emphasizing its boundary, on
which the names of the available free nodes are placed; furthermore some dotted lines suggests
the correspondence between actual and formal parameters of A-labeled edges. Such decorations
are not part of the formal definition and have the only purpose of making easier the intuitive
correspondence with Fig. 2.

2.3 Well-typedness and extrusion

In practice, it is very frequent that one is interested in disciplining the use of edge and design
labels so to be attached only to a specific number of nodes (possibly of specific sorts) or to contain
graphs of a specific shape. To this aim it is typically the case that: 1) nodes are sorted, in which
case their labels take the form 7 : s for n the name and s the sort of the node; 2) each label of & and
2 has a fixed arity and for each rank a fixed node sort; 3) designs can be partitioned according
to their top-level labels (i.e. the set of design labels Z can be seen as the set of sorts, with a
membership predicate D : L that holds whenever D = Lg[G] for some X and G). When this is the
case, we say that a design (or a graph) is well-typed if for each sub-term Lz[G] we have that the
(lists of) sorts of X and L coincide, and similarly for sub-terms D(x) and /(X).

In addition to the axioms of Fig. 1, another axiom that has been considered in the literature is
the so-called extrusion axiom.

! Actually the construction in [BCG ] is carried out for a slightly different algebra of design, but it is discussed how to
extend the results to the algebra considered here.
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Definition 3 (Extrusion axiom) The extrusion axiom extr is Ly[(vz)G](X) = (vz)Ly|G] (%), for
any L € 7, where z ¢ |X| U |y].

The presence or absence of the extrusion axiom marks the distinction between the so-called
global restriction (orthogonal to nesting) and located restriction stressed in [BCG™]. Our encoding
of CaSPiS requires the presence of the extrusion axiom: roughly, at the level of gs-graphs, the
difference between the two alternatives relies in the absence/presence of the arc connecting
v-labeled boxes to e-nodes (see e.g. Figures 3 and 6).

3 A calculus with nested structures and communication: CaSPiS

This section recalls the basics of CaSPiS [BBDLO0S], a session-centered calculus. We have chosen
this calculus since it represents a non-trivial example of the interplay between nesting and linking
introduced by nested sessions, pipelines and communication.

While referring the interested readers to [BBDL08] for an exhaustive description of CaSPiS,
we remark that we focus here on the close-free fragment of the calculus and we present a slightly
simplified syntax (without summation and pattern-matching). Both decisions are for the sake of a
convenient and clean presentation only, and constitute no limitation on expressiveness.

CaSPiS is based on the following key computing entities: (i) service definitions s.P and
invocations 5.0, whose synchronization establishes (ii) a fresh session name r shared by the
two partner session sides r> P and r> Q, where respective interaction protocols can interact in
both directions by executing (iii) intra-session (synchronous) output (#) and input (?x) prefixes.
Moreover, (iv) session sides can be nested, and (v) a children side can execute an (extra-session)
return prefix (u)' for making u available to its parent session side as an output for intra-session
communication with its corresponding partner side. Finally, (vi) in-side computation can be
achieved using the pipeline operator P > (?x)Q, which redirects each output () from P to activate
a corresponding new instance Q{"/,} of Q. Notably, any such instance will run in parallel with
P > (?7x)Q. Summarizing all the above, each CaSPiS process can be thought of as running in
an environment providing him different means of communication: one channel for “standard”
input (expecting values from the partner session side), one channel for “standard” output (either
directed to the partner session side or to an in-side pipeline) and one channel for returning values
one level up (according to the nesting of session sides).

Definition 4 (CaSPiS syntax) Let .% a set of service names, & be a set of session names,
YV O % aset of value names (disjoint from &), and 2~ C 7 a set of value variables. The set &
of CaSPiS processes is the set of all the terms P generated by the grammar below

P == 0| rm>P|P>Q ]| (vwP | P|P| AP
A = s |5 ()] | W
where s€ ./, re Z,uc ¥V, we (YUZ)\ Z andx e 2.

As usual, the restriction operator (vw)P binds w in P, and similarly (?x).P binds x in P,
leading to straightforward definition of free names fi(P) of a process P. Albeit the syntax allows
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a more general form of pipelines, for simplicity we restrict to consider pipelines of the form
P > (2x)Q, sometimes written as P > x > Q, using a notation reminiscent of the Orc programming
language [KCMO6].

We assume that in any process P at most two session sides are present for the same session
name and that the binary relation <} over session names is irreflexive, where we write r <p r’
whenever in P a session side ' appears nested within a session side » and <}, denotes the transitive
closure of <p.

The operational semantics is defined in terms of reduction rules over processes taken up to a
suitable structural congruence.

Definition 5 (=c) The structural congruence for CaSPiS processes is the relation =cC & x &2,
closed under process construction, inductively generated by the axioms in Fig. 4.

PI(QIR) = (P|Q)[R (CA1)
PlQ = QP (CA2)
P|0 = P (CA3)
(vn)(vm)P = (vm)(vn)P (CA4)
(vn)0 = 0 (CAb)
PlvmQ = (w)(P|Q) ifngfu(P) (CAB)
(vn)Q)>P = (vn)(Q>P) ifngm(P) (CAT)
r>(vn)P = (vn)r>P ifn#r (CA8)
(va)p = (vm)P{"/,} ifm¢fm(P) (CA9)
()P = ().P{"/x} ifygfm(P) (CALO)

Figure 4: Structural congruence axioms for CaSPiS.

Reduction rules make use of contexts; a context C|] is simply a process term in which there is
a single occurrence of a process variable X, called the hole of the context. With C[P] we denote
the process obtained filling the hole of the context with the process P (i.e. we substitute X with
P). We can easily generalize such definition to n-holes: instead of a single process variable X, we
will have n process variables X1, ...,X,.

Definition 6 (Static and dynamic operators) The operators s.[, 5[], (u).[-], (2x).[-], (w)'.[] and
P > [-] are dynamic. The remaining operators (r>>[-], [-] > P, (vn)[-] and P|[-]) are static.

Intuitively the dynamic operators, like the prefixes in the 7-calculus or in CCS, do not allow
a transition to take place in their argument. Therefore we can define the contexts in which the
various kinds of action prefixes are ready to be executed.

Definition 7 (Static and “immune” contexts) A context C[-] is static if its hole does not occur in
the scope of a dynamic operator. A static context is session-immune if the hole does not appear
in the scope of a session operator r>[-]. A static context is pipeline-immune if the hole does not
appear in the scope of a pipeline operator [-] > P.
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Session-immune contexts are guaranteed not to interfere with inputs and returns of the process
in their hole, while contexts that are both session- and pipeline-immune are also guaranteed not to
interfere with outputs. Note that in the latter case, the hole can only appear under restriction and
parallel composition. We are ready now to present the reduction semantics of CaSPiS.

Definition 8 (Reduction rules of CaSPiS) Given two CaSPiS processes P and Q we have P = Q
if and only if one of the five cases in Fig. 5 holds, for some static contexts C[-], C[-, -], some static
session-immune contexts So[-] and S;[-], some processes P, P”, R and some names r, 7', u and x.

C[s.P',5R]

() G 2 Lo, ok with r resh for Pocl,R (SeTVieesnd)
e AI—
B e A (Sessonsyncken)
- I—
a3 XN ——

Figure 5: Possible cases for P = Q

The first rule models the invocation of a service: there is a definition of service s (s.P’) and a
request of invocation of such service (5.R) located somewhere else in the system. Then a new
session r is created with the protocols P’ and R of the server and of the client respectively. Note
that differently from [BBDLOS], here services are persistent: they are not discarded once invoked
and thus they can serve other requests.

Rule (SessionSync) allows session partners to exchange messages, through a concretion and
an abstraction. Technically, the concretion (u) can appear in an arbitrary session- and pipeline-
immune context within the session operator, but since restrictions can be moved outside the
session operator by structural congruence, this is equivalent to require that the concretion is in
parallel with an arbitrary process P’, as indicated in the rule. Instead the abstraction (?x) can be
at an arbitrary depth in the syntax tree, for example in the left-side of a pipeline, but not in a
nested session operator: for this reason we use a static session-immune context Sp[-]. The next
rule (SessionSyncRet) can be used for returning a value computed by a nested session side to the
session partner. One can view this rule as composed of two steps: first the value computed in
session r is passed to the enclosing session side r/, then such session side sends the value to its
partner.
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The pipeline rule (PipelineSync) shows that a value computed by the left-hand side P'|(u).P"”
can trigger an instance of the right-hand side (?x)R. Finally the rule (PipelineSyncRet) describes
the situation where a pipe can be activated through a value returned by a nested session side of
the process on the left side of the pipeline.

4 Encoding CaSPiS into the algebra of designs

In [BGL09, BGLb] we have provided a sound and complete encoding of CaSPiS processes to our
algebra of designs, exploiting the fact that reduction rules can then be directly interpreted over and
applied to graphs instead of terms. Unfortunately, this way an interleaving semantics is obtained,
not a truly concurrent one, because the whole graph is rewritten at each step (no standard notion
of “preserved” nodes/edges is available).

Here we pursue a different objective, by establishing an encoding for which ordinary graph
rewriting techniques can be used to recover the dynamics. In particular, as rewrites are forbidden
under dynamic contexts of CaSPiS, we will expand dynamic operators only by need. This means
that for each term P having a dynamic top operator, we introduce a corresponding edge label,
sorted according to the free names of P, which are needed as parameters in the rewrite rule
that will expand P to the corresponding graph after a reaction. Instead, the static contexts will
be encoded in nested designs corresponding to the session and left-pipeline operators, while
restriction operators will be encoded directly as restrictions of the algebra of designs.

In the following we assume that a standard total order on names is available, and for a set of
names X we denote by [X| the list of names in X ordered accordingly. Moreover, we assume
the existence of a canonical set of totally ordered fresh names %, together with a canonical
(order preserving) renaming oy : X — % for any X C ¥ U.Z such that whenever |X| = |Y| then
ox(X) = oy (Y). We denote by can(P) the term Poy,(p) obtained by renaming the free names of
P according to Oy, (p).

Names (of services, sessions, etc.) are encoded as nodes of the algebra, thus we assume that
the set of nodes is sorted accordingly, even if we do not make this formal. The set of edge labels
is { A.P }, i.e. it includes one standard representative label A.P for (the equivalence class up to
structural congruence of) each CaSPiS process of the form can(A.P). The tentacles of A.P are
sorted according to fin(A.P). The set of design labels includes SES_ for session sides (exposing an
anonymous session name _), and one standard representative x > Q for each static context of the
form [-] > (?x)Q, exposing n = |fn(Q) \ {x}| canonical fresh variables oo\ (v} (2(Q) \ {x}).

As a matter of notation, for a term Ly[G](X) we use the shorthand L[G](x) if |y] Nfn(G) = 0.

Definition 9 (CaSPiS encoding) The interpretation of CaSPiS operators over the design algebra
(with extrusion, i.e., with global restriction) is given by

[0] * o
[A.P] = AP([fn(A.P)])
[roP] < SES[[P]](r)
[P>()0] = x> Q[[PI([fn(Q)\{x}])
[P1o] = [PI1]Q]
[(vw)P] = (vw)[P]

19



Eg ECEASST

It is worth stressing that if one is interested in analyzing, through the encoding to the algebra of
designs and the transformation of the corresponding graphs, a finite set of CaSPiS processes, then
the resulting algebra will have a finite number of edge and design labels, determined by the set of
sub-processes of those of interest. Instead, to be able to accommodate the encoding of all possible
CaSPiS processes, denumerable sets of labels are needed.

Notably, structural congruence amounts to design equivalence, i.e. equivalent processes are
mapped into isomorphic graphs.

Proposition 1  For any Q,R € & we have P =c Q iff [P] =p [Q]-

4.1 Transformation rules for CaSPiS reduction semantics

Given the encoding of CaSPiS processes as terms of the algebra of designs, and any suitable
model of the algebra in terms of a class of graphs (like those presented in Sections 2.1 and 2.2),
it is natural to try to lift the reduction semantics of CaSPiS, through these encodings, to a
corresponding notion of transformation over the resulting graphs. Ideally, we would like to
translate the reduction rules of Definition 8 to ordinary graph transformation rules, in order to
exploit the rich theory of graph transformation and the corresponding analysis and verification
tools, also accounting for concurrency aspects.

However, this is not possible in a direct way. In fact, the reduction rules of CaSPiS include
suitable contexts in the left- and right-hand sides, which can be instantiated in arbitrary ways
to match a subterm of the process to be reduced. In other words, each reduction rule can be
considered as a rule schema, summarizing the common shape of infinitely many similar rules,
obtained by consistently replacing the contexts with suitable terms. Quite obviously, if we are
interested in reducing a single process (or a finite set of processes), we need to consider only a
finite set of instances of the rules.

In Figures 6, 7 and 8 we depicted the graph transformation rule schemata corresponding to the
reduction rules (ServiceSync), (SessionSync) and (PipelineSync), using the side-view of designs
discussed in Section 2.2. Comparing them with the corresponding reduction rules in Fig. 5, we
can note that: 1) we can now omit to specify the static context C under which the interacting
redexes are found, because the left-hand side of a graph transformation rule can always be applied
in larger graphs; 2) for the same reason, we can safely omit idle items that run in parallel, like
process P’ from rules (SessionSync) and (PipelineSync) in Fig. 5; 3) but we must still account
for the presence of any admissible static session-immune context Sp, because it constraints the
applicability of the rule (in general [Sp] can be a chain of pipeline-labeled boxes of arbitrary
length, possibly 0). Even if we did not work out the corresponding definitions, we identified two
graph transformation frameworks which can provide the means to turn each such rule schemata
into a collection of graph rules, whose overall effect would be the expected one when applied to a
graph representing a CaSPiS process.

Synchronized Hyperedge Replacement. In the SHR approach [FHL"06], the parallel appli-
cation of a set of rules to a graph is controlled by a synchronization mechanism which requires
a consistency check among the redex boundaries of the involved rules. This mechanism can be
used to build (standard) rules with unbound left-hand sides, starting from a finite set of rules.
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Therefore a CaSPiS rule schema could be implemented by a set of SHR rules, which should be
able to induce the set of all its instantiations.

Graph Transactions. The notion of graph transaction proposed in [BCD"08] is based on a
notion of “unstable” graph items. A transaction is a minimal derivation starting and ending in
graphs not containing unstable items, up to shift equivalence, and the operational semantics of a
transactional graph transformation system includes only derivations that are made of transactions.
Therefore a CaSPiS rule schema could be translated into a collection of rules which simulate the
navigation of the process in order to identify an occurrence of the left hand side. This can be done
by generating unstable items in the graph: their presence conceptually inhibits the application of
other rules in parallel. When the left pattern is recognized and the effect of the rule is applied,
such unstable elements are deleted, resulting in the commitment of the transaction.

The study of these possible translations of CaSPiS rule schemata is an interesting topic for
future research.

5 Conclusions

In this paper we have shown the main issues regarding the graphical encoding of a sophisticated
process calculus with inherently hierarchical features. The encoding of processes can be written
quite smoothly by exploiting a recently proposed algebra of graphs with nesting (see Definition 9),
and it can be shown to preserve and respect the structural congruence of processes. On the
other hand, the encoding of reduction rules as ordinary graph transformation rules requires some
ingenuity, because the redexes can require the traversal/inspection of an unbound number of
nesting levels due to the presence of static session-immune contexts in the rules of Fig. 5.

The main methodological innovation of the paper, with respect to other proposals of encoding
process algebras into graph transformation systems, resides is the identification of an intermediate
algebra of designs, which bridges the gap between the syntax of the process calculus and the set
theoretical definition of the graphs. A direct translation of CaSPiS processes to, for example,
gs-graphs, would be possible but more cumbersome. Furthermore, a sound and complete interpre-
tation of the algebra into a class of graphs can be reused for different process calculi. For example,
besides the top- and side-view graphs discussed in the paper, another natural graph model for the
algebra are Milner’s bigraphs [Mil06], which are naturally endowed with a notion of embedding
and of linking.

The ultimate motivation in equipping CaSPiS with a graph transformation operational semantics
is to exploit the rich theory of graph transformation and corresponding tools for the analysis and
verification of relevant properties of CaSPiS processes. The intermediate design algebra provides
one additional framework for such analysis, which could be performed by exploiting tools directly
based on the algebra, which are currently under development (see http://www.albertolluch.com/
adr2graphs/).

Acknowledgements: We want to thank Fabio Gadducci, Alberto Lluch Lafuente, Daniele
Terreni and Liang Zhao for many interesting discussions and exchange of ideas regarding the
graphical encoding of CaSPiS.
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Abstract: In this paper we present a new approach to deal with attributed graphs
and attributed graph transformation. This approach is based on working with what
we call symbolic graphs, which are graphs labelled with variables together with a
formula that constrains the possible values that we may assigned to these ariables.
In particular, in this paper we will compare in detail this new approach with the
standard approach to attributed graph transformation.

Keywords: Graph Transformation, Attributed Graphs, Symbolic Graphs

1 Introduction

The study of graph grammars and graph transformation started 40 years ago. However, the first
formal approach to deal with attributed graphs is much more redéht ¢ven if this kind of

grapls are needed in many applications of the field. Actually, the development of the fundamen-
tal theory of graph transformation for the case of attributed graphs is quite ré@gehhg reason

for this late development is probably that, even if the attributed case may seem to be a straight-
forward generalization of the standard case, it presents some difficulties which have hampered
the development of this fundamental theory. One of these difficulties lies on the complication of
putting together two theoretical frameworks, algebraic specification and graph transformation,
even if both are algebraic and categorical frameworks. In fact, to avoid, to some extent, this
problem, in [L2] graphs are coded as algebras with the aim of having a uniforrmgetfihe
problem is that, in general, algebra transformation does not enjoy the right properties to ensure
that the basic theory of graph transformation will hold. The approach takdrZjinbased in the
apprach presented inl] is quite different. In this case, an attributed graph is seen adra p
formed by an algebra, to define the values of the attributes of the graph, and a graph that includes
all the values of the algebra as (a special kind of) nodes, In this way, the algebra part and the
graph part of an attributed graph are kept separated up to a certain point. However, this approach
still has some difficulties caused by the fact that, even if the graphs of interest are defined over
the same data algebra, we have to consider categories including graphs over different algebras.
The reason is that, must often, the algebras in the graphs occurring in the transformation rules are
different from the algebras in the graphs to which we apply these rules. In particular, an aspect
which is not completely obvious in this approach is how one should define the algebra associated
to a graph transformation rule. In this sense, in this paper we introduce a specific way to do this
by taking the initial algebra associated to a given specification.

* This work has been partially supported by the CICYT project (ref. TIN2007-66523) and by the AGAUR grant to
the research group ALBCOM (ref. 00516).
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However, the main aim of this paper is to present a new approactatevith attributed graph
transformation, which we believe is conceptually simpler than previous approaches, and more-
over it is more powerful, as we show. The approach is partially inspired on how the clausal part
and the data part are conceptually separated in Constraint Logic Progranimjid][ In par-
ticular, attributed graphs are presentedwasbolic graphgonsisting of a graph that includes as
nodes some variables which represent the values of the attributes, together with a set of formulas
that constrain the possible values of these variables. This means that the underlying algebra of
values remains only implicit to define the satisfaction of these formulas. The idea underlying this
approach was first introduced ifig, 17] to study graph constraints over attributed graphs and,
then,used again with a similar aim to specify model transformations by means of paggrns [

Symbdic graphs can be seen as specifications of attributed graphs. Actually, to compare the
standard approach to attributed graph transformation, we define a semantics of symbolic graphs
in terms of classes of attributed graphs and we show how attributed graphs can be identified
with some specific kind of symbolic graphs, which we call grounded symbolic graphs. Then,
to compare the expressive power of the two approaches with respect to attributed graph trans-
formation, we first show that symbolic graphs, as it happens with attributed gra@h$orm
an adlesive HLR categoryl[3, 4] to ensure that symbolic graphs inherit the fundamental theory
of graph transformation. A variant of this proof is already includedlir.[ Finally, we show
that dtributed graph transformation systems can be coded into symbolic graph transformation
systems but that the converse is not true in general.

The paper is organized as follows. In section 2 we provide a reminder of some notions that
are used in the rest of the paper. In particular, first, we briefly enumerate some notions from
algebraic specification; then, we present E-graphs which are used as the graph part for both
attributed graphs and symbolic graphs; finally, we define the category of attributed graphs as
presented in4]. In Section 3 we present the category of symbolic graphswesigpthat it is
adhesive HLR. Section 4 is dedicated to relate the categories of attributed and symbolic graphs
and Section 5 to compare the the expressive power of both approaches with respect to attributed
graph transformation. In Section 6, we draw some conclusions. Finally, in an appendix some
technical details and proofs are provided.

2 Preliminaries

We assume that the reader has a basic knowledge on algebraic specification and on graph trans-
formation. For instance, we advise to look @} for more detail on algebraic specification or at
[18, 4] for more detail on graph transformation.

2.1 Beasic algebraic concepts and notation

As usual, a signaturE = (S Q) consists of a set of sor§s and a family of operation symbols of

the formop: s x --- x §, — S, denoted byQ, wheren > 0 ands,, ... ,S,,s€ S However, in this

paper, signatures include also predicates. We can deal with this extended case in two ways. The
first one is to consider that consists, in addition, of a family of predicate symbols. The second
one, which we will use, because it is simpler, is based in considering that there is a spacial sort in
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S, which we could callogical, and that predicate symbols are just operation symbols with profile
s x --- X & — logical. In this case, logical connectives can be treated as operation symbols over
the logical sort. In addition, the truth valueandf may be seen as constants in the signature.

A Z-algebraA consists of ars-indexed family of set§As}scs and a functioropa : Ag, x - -+ X
As, — Asfor each operatioonp: s; x - - - X §, — sin the signature. &Z-homomorphisnh: A— A’
consists of ar§indexed family of functionghs : As — A¢}scs commuting with the operations.
>-algebras and-homomorphisms form the categoyQa.

A conguence= on an algebra is an Siindexed family of equivalence relatiofs=s}scs
which are compatible with the operations. In this casé= denotes quotient algebra whose
elements are equivalence classes of valués BetweenA andA/ = there is a canonical homo-
morphism mapping every elementAinto its equivalent class.

Given signature&, ', with 2’ C X, everyX-algebra can be seen a&’aalgebra, byforgetting
all the sorts an operations which are not3ih In particular this is called th&'-reduct of a
>-algebraA and is denoted bg|s.

Given a signatur&, we denote byls the term algebra, consisting of all the possibigground)
terms.Ts is initial in Algg, and the unique homomorphidm : T — Avields the value of each
term in A. Similarly, Tz(X) denotes the algebra of &lterms with variables irX, and given a
variable assignment : X — A, this assignment extends to a unique homomorpligmX — A
yielding the value of each term after the replacement of each varahjeits valueo(x). In
particular, when an assignment is defined over the term algebragi:eX — Ts, then o*(t)
denotes the term obtained by substituting each varialii¢ by the termo(x).

A Z-algebraA is finitely generated if every element iis the value of some ground term. It
is not difficult to see that iA is finitely generated there is at most on homomorphism between
and any other algebi&.

A specificationSP= (Z,Ax) consists of a signaturg and a set of axiom#x, which may
be seen as terms of logical sort. Equational specifications are a special case, where the only
predicate symbol is the equality. Similarly, conditional equations may be considered as a special
kind of terms. GiverSP, Algsp denotes the full subcategory Afge, consisting of alk-algdoras
A satisfying the axioms in the specification, i.& = Ax In the case wher&P consists of
equations or conditional equations there is an initial algebrddrp, denoted byisp.

2.2 E-graphs

E-graphs are introduced id][as a first step to define attributed graphs. Intuitively, an Egrap

is a kind of labelled graph, where both nodes and edges may be decorated with labels from a
given sete. The difference with labelled graphs, as commonly understood, is that in labelled
graphs it is usually assumed that each node or edge is labelled with a given number of labels,
which is fixed a priori. In the case of E-graphs, each node or edge may have any arbitrary (finite)
number of labels, which is not fixed a priori. Actually, in the context of graph transformation,
the application of a rule may change the number of labels of a node or of an edge.

Formally, in E-graphs labels are considered as a special class of nodes and the labeling relation
between a node or an edge and a given label is represented by a special kind of edge. Notice that,
for instance, this means that the labeling of an edge is represented by an edge whose source is an
edge and whose target is a node (a label).

28



Symbolic Attributed Graphs @

Definition 1 (E-Graphs and morphisms) AB-graphover the set of labels is a tupleG =
(V,L,Eg, EnL, EEL, {Sj i } je(enLEL) ) CONSisting of:

¢ V andL, which are the sets @raph nodesnd oflabel nodesrespectively.

e Eg, EnL, andEg, which are the sets ajraph edgesnode label edgesandedge label
edgesrespectively.

and the source and target functions:
e Sg:Eg — Vg andig: Eg — Vo
e Sy EnL— Vandty i EnL— L
e S| Bl —w Egandtg B — L

Given the E-graph& andG', anE-graph morphism fG — G’ is atuple(fy, : Vg — V4§, fL:
L — LU, fe; : Ec — E§, fey, - EnL — BNy, fEel  EEL — EE() such thatf commutes with all the
source and target functions.

E-graphs and E-graph morphisms form the categoryGraphs.

The following construction, which tells us how we can replace the labels of an E-graph, is
used in the sections below.

Definition 2 (Label substitution)  Given an E-grah= (V,L, Eg, EnL, EeL, {Sj,tj }jefeNLEL )
a set of labels L, and a functiom: L — L" we define the graph resulting from the substitution of
L alongh, denotech(G), the E-grapth(G) = (V', L', Eg, B\, Ee ., {Sj,tj }ie(anLEL) ) defined:

o V=V E=FEEg=EgEn =E\,EeL = B¢, {Sj = S }jc(eNLEL), andic =tg
e For everye € En. :t{, (€) = h(tnL(€))
e Foreveryec Eg :tf, (e) = h(te(e))
Moreoverhinduces the definition of the morphigm: G — G/, with h* = (idy, h,idg,, idg, ,idg,, ).

It is routine to see thab’ is indeed an E-graph arid is an E-graph morphism. In addition, it
should be obvious that i is a bijection therh* is an isomorphism.

2.3 Attributed Graphs

Following [4], an attributed graph is an E-graph whose labels are the valuegjioEn data
algebra that is assumed to be included in the graph.

Definition 3 (Attributed graphs and morphisms) Given a signafuan attributed graphover
Y is a pair(G, D), whereD is a givenz-algebra, called the data algebra of the graph, @nsl
an E-graph such thats the set of labels o6 consists of all the values D, i.e. Lg = WsgDs,
where s is the set of sorts of the data algebraldmnotes disjoint union.
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Given the attributed graphs oveérAG = (G,D) and AG = (G',D’) and G/, an attributed
graph morphism h AG — AG' is a pair (hgraph, haig), Wherehgapn is an E-graph morphism,
Ngraph : G — G’ andhgyyg is a overz-homomorphismhgag : D — D’ such that the values i are
mapped consistently dyyapnh andhyyg, i.e. for each sors € Sthe diagram below commutes:

Attributed graphs and attributed graph morphisms form the categt@raphs. Moreover,
given a data algebr@ we will denote byAttGraphs, the full subcategory oAttGraphs con-
sisting of attributed graphs ovér.

In [4] it has been proved th#&ttGr aphsis an adhesive HLR category. Let us first recall this
notion [4, 13]:

Definition 4 (Adhesive HLR category) A catego is adhesive HLR with respect to a class
M of morphisms if:

1. Mis a class of monomorphisms closed under isomorphism, composition (f.e Af—
Be M andg: B — A€ M thengo f € M), and decomposition (i.e. §o f € M andge M
thenf € M).

2. C has pushouts and pullbacks along M-morphisms. Moreover, M-morphisms are closed

by pushouts and pullbacks.

3. Pushouts i€ along M-morphisms are van Kampen squares, i.e. for any commutative di-

agram as the one below, assuming thadndg, are M-morphisms, if the bottom diagram

is a pushout and the back faces are pullbacks then the top diagram is a pushout if and only

if the front diagrams are pullbacks.

The key idea to show thattGraphs is adhesive HLR is the choice of the right kind of M-

morphisms. ActuallyAttGraphs is not adhesive because it fails to satisfy the van Kampen

property for arbitrary monomorphisms.

Theorem 1 AttGraphs is adhesive HLR, with respect to the class of M-morphisms consisting

of all monomorphismshgrapn, haig) such that kg is an isomorphism.
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h h

Aq f3

/

3 The aategory of symbolic graphs

A symbolic graphs can be seen as the specification of an attributed graph (or of a class of at-
tributed graphs). In particular, a symbolic graph consists of an E-g&aplhose labels are
variables, together with a set of formuldsthat constrain the possible values of these variables.

In this sense, we consider that a symbolic graph denotes the class of all attributed graphs where
the variables in the E-graph have been replaced for values that imakee in the given data
domain. For instance, below on the right, we can see an example of a very simple symbolic
graph and, on the left, the (unique) attributed graph denoted by that symbolic graph.

18 ds
T el 1555 (0 a6 N2

with x=27Ay=45Az= 37
Ady=12Ndy =15Nd3 =18

However, as said above, a symbolic graph, in general denotes a class of graphs. For instance,
the graph below specifies a class of attributed graph that includes the graph depicted above on
the left, but it also specifies many other graphs.

d3
O
with d3 <d;+d;

It may be noted that the class of attributed graphs denoted by a symbolic graph may be empty
if the associated condition is unsatisfiable.
Therefore, let us define what is a symbolic graph over a given data algebra.
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Definition 5 (Symhwolic graphs and morphisms) gymbolic graplover the the data-algebra
D is a pair(G, ®), whereG is an E-graph over a set of variablési.e. Lg = X, and® is a set of
first-orderZ-formulas over the free variables ¥hand over the values iD.

Given symbolic graph§G;, @) and(G,, ®,) over the same data algebra D, a symbolic graph
morphismh: (G1,®1) — (Gy, ®,) is an E-graph morphisrh: G; — G, such thaD = @, =
h*(®1), whereh*(®1) is the set of formulas obtained when replacingbinevery variablex; in
the set of labels 065 by hy (x1).

Symbolic graphs oveD together with their morphisms form the categ@ymbGraphs,.

In what follows, to simplify notation, even if it may be considered an abuse of notation, we will
write h(®) instead oh*(®). Moreover, also for simplicity, we may identify the set of formulas
@ with the formula consisting of the conjunction of all the formulashineven if that formula
may be infinitary in the case whefieis an infinite set.

Notice that, according to the above definition, given any E-gi@plif D = ® < @' then
(G, ®) and (G, @’) are isomorphic ifSymbGraphsy.

To show that symbolic graphs are an adhesive HLR category, first, we have to define our no-
tion of M-morphism over symbolic graphs. We consider that M-morphisms are monomorphisms
where the formulas constraining the source and target graphs are equivalent (in most cases they
will just be the same formula). The intuition of this definition is based on the use of our cate-
gory of symbolic graphs to define graph transformation. More precisely, we think that the most
reasonable formulation of graph transformation rules in our context is based on defining a graph
transformation rule as an E-graph transformation rule, together with a set of formulas that glob-
ally constrain and relate all the variables in the rule. This is equivalent to consider that the left
and right-hand sides (and also the interface) of a rule are constrained by the same set of formulas.

Definition 6 (M-morphisms) AnM-morphism h (G, ®) — (G, ®’) is a monomorphism such
thatLg = Lg, i.e. h_ is a bijection, and = h(®) < ¢’

It is not difficult to see that M-morphisms satisfy the required properties. Then, to define
pushouts and pullbacks 8BymbGraphs; we use, respectively, pushouts and pullbacks inGraphs.
More precisely, the pushout ¢B1,®1) «— (Go, Pg) — (G2, P>) is a graph(Gs, P3), whereGs is
the pushout 063 « Gy — G, and®3 is the conjunction ofp; and®,. The case of pullbacks is
similar, but the pullback ofG1, ®1) — (Gz, ®P3) « (Go, d,) is the graphGo, Pp), where is the
pullback ofG; — G3 «+ G, and®g is the disjunction ofp; and®,. However, since th&gy may
include a strict subset of the variablesdf and®,, in this casebg is existentially quantified by
the variables not iGg.

Proposition 1  SymbGraphs, has pushouts and pullbacks.

To see that pushouts and pullbacks preserve M-morphisms we just have to do some basic
logical deduction. If the diagram below is a pushout Bn an M-morphism then we essentially
have to prove that iD = @, = hy(®g) thenD | @, < (ha(Po) A D2), which is obvious. The
case of the pullbacks is slightly more complex because of the existential quantifiegs in
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h
(Go, Pg) — (Gy,P1)

hzl lgl

(G2, ®2) —5> (Gs, ®s3)

Proposition 2 Pushouts and pullbacks preserve M-morphisms.

Finally, to prove the van Kampen property we show that a culeyimbGraphs is a van
Kampen square if and only if the underlying cube irEir- Graphsis also a van Kampen square.
To do this, again we just need to do some basic logical reasoning. As a consequence we have:

Theorem 2 SymbGraphsg is adhesive HLR.

4 Symbolic graphs and attributed graphs

In this section we present the relation between the categories of symbolic and attributed graphs
over a given data algebra. On one hand, we will see that every symbolic graph may be seen as
denoting a class (a subcategory) of attributed graphs, which may be considered its semantics. On
the other hand, we will see that every attributed graphs can be represented in a canonical way by
a symbolic graph, which means that, for a given data algebra, the category of attributed graphs
can be seen as a subcategory of the corresponding category of symbolic graphs.

Definition 7 (Semantics of symbolic graphs) Given a symbolic gr&phd®) over a data alge-
braD, its semantics is a class of attributed graphs defined as follows:

Sent(G,®)) = {(0(G),D) | 0:Lg — DandD = o(®)}
whereo (G) denotes the graph obtained according to DRef.

For example, given the symbolic graph below:

with d3 <d;+d;

we have that its semantics would include the following attributed graphs:
18\ 4\
T -Gy 1555 (67 87y 2538

Convesely, we can identify every attributed grapfs with agroundedsymbolic graph whose
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semantics consists only &G. More precisely a grounded graph is a symbolic graghd)
that includes a variablg, for each element of the data algebra and where the only substitution
0 :Lg — D such thaD = o(®) is defined for each variable aso(x,) = v.

Definition 8 (Grounded symbolic graphs) A symbolic graf®, ®) over a data algebrB is
grounded if

1. Lg includes a variable, which we denote Xy for each valuer € D, and

2. For every substitutiow : Lg — D, such thatD = o(®), we haveo(x,) = v, for each
variablex, € Lg.

Moreover, we defin&sSymbGraphsy as the full subcategory @ymbGraphs, consisting
of all grounded graphs.

Notice that if (G, ®) is grounded an@ : Lg — D is a substitution such th& = o(®) then
0*:G— 0(G) is an isomorphism.

It should be obvious that the semantics of a grounded graph includes exactly one attributed
graph and that grounded graphs are closed up to isomorphism. Moreover, we can see and that
for every attributed grapAG there is a unique grounded symbolic graph (up to isomorphism)
GSGQAG) such thatSemiGSGAG)) consists ofAG. In particular, the E-graph associated to the
symbolic graph is obtained substituting every data value a set of labels by a variabbe,.

Then, the set of formulas in the symbolic graph consists of an equatierv, for each valuey
inD.

Proposition 3

1. If SGis grounded then Sem(SG) consists exactly of one attributed graph.
2. Grounded symbolic graphs are closed up to isomorphism.

3. For each attributed graph A& (G, D) there is a unique grounded symbolic graph GBG)
such that AG= Sen{GSGAQG)), which means that SEBSGAG)) = {AG}.

As a consequence, we can identify each attributed graph with a grounded symbolic graph, and
vice versa. Therefore, we may ask whethd¢tGraphs, is isomorphic or equivalent to some
subcategory o8ymbGraphs, consisting of all grounded graphs. The answer is negative since
GSGcannot be made injective on morphisms as the following counter-example shows.

Examplel LetD be a data algebra consisting of two values, which weaalhdb. Let AG

be an attributed graph having no graph nodes and no graph edges (i.e. the graph structure of
AG is empty, which means that it consists only of the label n@dasdhb). As a consequence,
GSGAG) = (G,xa = aAX, = b), whereG is an E-graph consisting only of the label nodgs

andxy. Now, there are four morphisms,, fo, f3 andf,, from AG to itself:

e fi(a)=a, fi(b) =bh.
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e fy(a) =4, fao(b) =a.

e f3(a)=b, f3(b) =h.
o fa(a)=Dh, fa(b) =a

However the only morphism fro8SGAG) to itself is the identity. For example we may
see that the mapping: {Xa,Xo} — {Xa,Xo}, definedg(xa) = Xa, 9(Xp) = Xa, does not define a
symbolic graph morphism. In particulargis a morphism it should hold thBX = (x; = aA Xy, =
b) = g(xa =aAxy =b). But this is equivalent t® |= (Xa = aAXp =b) = (Xa =aAXa = D),
which is obviously false.

The problem in the above counter-example is that we assume that we can define any mapping
between the elements of the algebra, while for the variables of the grounded graphs we are forced
to map the variable, associated to a value to the corresponding variable associated to the same
value. This problem disappears if the value algebra is finitely generated. In that case, we know
that the only homomorphism of an algebra into itself is the identity causing that morphisms on
attributed graphs should be the identity on data values. This means thas,fihitely generated
then the categorieattGraphspy and GSymbGraphs, are equivalent. Moreover, this kind of
restriction is quite reasonable since, otherwise, the algebra would include values which we cannot
refer to. Nevertheless, as we will see in the following section, attributed graph transformation
rules are usually defined over non-finitely generated algebras.

Proposition 4 If D is finitely generated theAttGraphs p andGSymbGraphs, are equivalent.

5 Symbolic graph transformation and attributed graph transfor-
mation

In this section we compare attributed graph transformation with symbolic graph transformation.
This comparison may seem trivial: if attributed graphs may be seen as a special case of symbolic
graphs then we can conclude that attributed graph transformation is a special case of symbolic
graph transformation. However things are not so obvious. As we have seen, if the given data
algebraD is finitely generated, we can identify attributed graphs @&&vrith grounded symbolic
graphs oveD. This means, in that case, that if transformation rules are spans of M-morphisms
in AttGraphsp then these transformation rules can be considered equivalent to spans of M-
morphisms inGSymbGraphs, and the application of these rules to a gr&ghin AttGraphs,
is equivalent to the transformation GISGAG) by the corresponding rules @SymbGraphsy.
The problem is that if the graphs that we want to transform armgtiGraphsp, usually, the
transformation rules will not be spans of M-morphismsAittGraphs, but in AttGraphs,
whereD’ is some free algebra ovBrand, hence, different from. This means that the rules for
transforming graphs iAttGraphs are are not directly equivalent to rulesSiymbGraphsy.

In order to compare attributed and symbolic graph transformation we start describing how we
usually define attributed graph transformation rules by means of the following example.
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Example2 Let us suppose that we are dealing with a class of graphs whose edges have an
attribute that represents the distance between the source and target nodes. For instance, the
graphG below may be an example of a graph in this class:

@?{?}E‘@

10

e

Let us also suppose that we want to compute the distance of the shortest paths between any
two nodes. The rulg below could describe how a new distance can be computed:

I AT S
B [ I o B

L K R

Applying this rule, matching with d, y with ¢ and,t with b, we could transforn@ into Gy :

e

20 10 25

s

Similarly, matchingx with a, t with b, andy with ¢, we would get the grapB;:
25
30\\
— 2
ENOREC

20 10 25

s

Let us analyze what happens in this exampgkeG,, andG, are attributed graphs over the
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algebraD natural numbers, defined over the signalure

Sorts nat,bool

Opns 0:nat
suc: nat — nat
true, false: bool
+ :natx nat — nat
<: nat x nat — bool

This means that the grapks G1, andG, include the natural numbers and the booleans as
label nodes, even if they are not depicted in the above figures. But the graphandR in
the transformation rul@ are not defined over the same algebra. The reason is that the labels
di1,dy, ord; +dy are not inD, since they are not natural numbers. The simplest solution that we
can use here, is to consider thak, andR are attributed graphs over the algebg&{d;,d,}),

i.e. the term algebra over the variablbsandd,. These graphs would include as label nodes
all the possible_-terms over these two variables, even if they are not depicted explicitly. Now,
according to the example, when we applio G we define a morphismm from L into G matching

x with D, y with C and, and T with B. Obviouslyn would also match the edges linwith the
edges irns in the expected way and it would also matghwith 10 andd, with 15. But this is not

all. The matchmincludes &-homomorphismmgg from Tx({d1,d-}) to D matching not onlyl
with 10 andd, with 15, but also each possible term owkrandd, with its corresponding value,
after assigning td, andd, the valueslO and15, respectively. This means that, for instance,
would also matcksudd;) with 11 or sudd;) < sudqsuddy)) tot. In particular,m would also
matchd; + dy with 25, even ifdy + d, is not explicitly depicted i, i.e. we need to compute the
resulting value ofl; + d, when defining the match, before computing the transformation.

The fact that the values of the underlying algebra are considered (label) nodes of the attributed
graphs, together with the fact that match morphisms must be homomorphisms for the algebra
part, allow us to do some kind of conditional graph transformation without using a negative
application condition (NAC)3, 9]. For example, inG, the nodedA andC are connected with
two edges labelled witB5 and30, respectively. If we want to compute the shortest distances on
the given graph, we may like to delete the edge which includes the largest distance. In particular
the following rulep’ deletes the edge labelled widh:

R0+ (D) o ()

L/ K’ R

However, we would like to use this rule onlydf < d,. We can do this, as said above, without
using a NAC. First we define a specificatiBR including the variables; andd, as constants,
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and the desired condition as an axiom, i.e.:

SP= Sorts nat,bool

Opns 0:nat
dl,dz - hat
suc: nat — nat
true, false: bool
+ :natx nat — nat
<:nat x nat — bool

Axms (d; < dp) =true

Let Tsp be the initial algebra associated3®, andTspls its Z-reduct. InTsp the termd; < ds
and the termrue denote the same element. This means thaisfa homomorphism frorisp|s
intoD, h(d1) = ny, andh(dy) = ny, thenn; must be smaller or equal thap. As a consequence,
if we consider that’ K', andR are attributed graphs drsp|s then any morphism frort' to G,
matching node& to nodeA and nodey to nodeC would necessarily matafhy to 25 andd, to 30.
Hence the application of to G, with that match would yield the graph:

25\
10»@;} 15%@

Therdore, we can consider that, in a transformation system for attributed graphs aver a
algebraD, each ruler is a span on the categoAttGraphsp, , whereD, = Tsp|z andSR is a
specificationrSR = (X, ®; ), such that, = ZUX and®, is a set ofz,;-equations or conditional
equations, since this ensures the existence of initial algebras. For simplicity, we assufie that
only includes equations, since the case of conditional equations is similar. Under this assumption,
we may see that attributed graph transformation systems can be seen as a special case of symbolic
graph transformation system. The idea is that every ruds above can be represented by a
symbolic transformation rul€, where each termin r has been replaced by a variaigleand the
set of formulagb,, associated to/ consists of all the axioms i, plus all the equalitieg; =t.

For instance, the symbolic rules associated to the attributed graph transformation rules de-
scribed above could look like:

N
SN

with Xy =diAXo=d, AXg=d;+dy

and
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B o (D ee() | e

with (di <dp) =true

Definition 9  Given a specificatiosP= (XU X, ®), such that there is an initial algebfagpin
the category oSP-algebras, we say thah: Tsp — Ty x is achoice functiorfor Tspif for every
elementt’| € Tspif ch(t) =t thenTspl=t =1t'.

Given SP, an attributed graphG = (G, Tsp|z), and a choice functioeh for Tsp we define
the symbolic representation AG with respect tach, SRn(AG) as the symbolic graptG’, @),
where:

e The set of labels of the E-graji is X UY, whereY is disjoint withX and it consists of a
variabley, for each elemeras € Tspsuch tha@ ¢ {|x| | x € X}.

e G = f*(G), wheref : Tsp— Y is a substitution such that for eveayc Tsp, if a ¢ {|X |
x € X} thenf(a) = Yena)- Otherwise,f([x|) = x.

o ¥ =0bU{ye=t|Ye€YAch(e) =t}.

This means tha®’ includes as labels the variablesXnand a variablg/, for every elemena
in Tspwhich is not the congruence class of a variablXinThis means that the substitutidris a
bijection. As a consequence, for every attributed grd@h= (G, Tspls), if SRh(AG) = (G, @)
thenG andG’ are isomorphic E-graphg;.

It may be noted that we have not stated to which cate@ymybGraphsy shouldSRy(AG)
belong. The reason is that we may consider 8 (AG) is in any categonSymbGraphsy,
for any z-algebraD.

We may extend the previous definition to define the symbolic representation of attributed graph
transformation rules over the algebrg)s:

Definition 10 Given a specificatiolsP= (XU X, @), such that there is an initial algebfap,
a choice functionch for Tsp, and an attributed graph transformation rule= ((L, Tsp|s) <
(K, Tsplz) — (R Tsplz)), we define the symbolic representationrafith respect tach, SRy(r)
as the symbolic transformation rule= (L' — K’ — R/, ®’) where:

o (L',®) = SRn((L, Tsrlz)), (K', @) = SRn((K, Tspls)), and(R’, @) = SRn((R, Tselz))-

e The inclusionK’ C L' andK’ C R are a consequence, first, of the fact that we assume that
K C L andK C R'; second, of the definition of how a label substitution is agplioan E-
graph; and third of the fact that the use of the choice function ensures that the substitution
of values inTsp|s by variables irY is the same on the three graglsR’, andK’.

1 Sincethe morphisms relating andR are M-morphisms, without loss of generality, we may assume that they are
the identity on the algebra part and an inclusion on the graph part
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Moreover, it may be noticed that, by definition of the choice funredi diagrams (1), (2), (3),
and (4) below are pushouts, whefg, fg, and fg are, respectively, the isomorphisms relating
L,K, andRwith L’,K’, andR/, and wheref %, f:~1, and f3 ! are their inverses:

L K ¢ R L/ K€ =4
fcl (1) le 2 lfs lel (3) f;ll () lf;l
L’ K€ =4 L K € R

Theorem 3 Let r= (AL — AK — AR) be an attributed graph transformation rule, where
AL, AK, and AR are attributed graphs oveggdlz and SP= (ZUX, @), let ch be a choice function
for Tsp, and let ¥ = SRy (r), then for every attributed graph A& (G, D) and every morphism
m: AL — AG there is a morphism’'m(SR(AL), @) — GSGAG) such that AG is transformed
into AH by r with match m, i.e. AG-™ AH, if and only if GSGAG) = GSGAH). Conversely,
for every morphism m (SRp(AL), ®") — GSGAG) there is a morphism mAL — AG such that
GSGEAG) =T GSGEAH) if and only if AG=" AH.

The theorem above shows that attributed graph transformation can be seen as a special case of
symbolic graph transformation. One may wonder whether both kind of transformations can be
considered equivalent in the sense that every symbolic graph transformatiorcandre coded
into an attributed graph transformation rulesuch that the application ofto a grounded graph
produces the same effect as the application’ &b the corresponding attributed graph. The an-
swer is negative as the counter-example below shows, which means that symbolic transformation
rules have more definitional power than attributed graph transformation rules.

Example3 Let us suppose that the following symbolic grapf is the left-hand side of a
symbolic graph transformation rule

(—)

with x=0vy=0vx=y

where the signature of the data domain is:

Sorts nat
Opns 0:nat
suc: nat — nat

and where the given data algelvas the algebra of natural numbers. This means thatcduld

be represented by an attributed graph transformatiorr'rulleenr’ would include as a left-hand
side an attributed graphG like:
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wherea; anday are elements of sonke-algebraA. Moreover, there should exist a matotfrom
SGinto any grounded symbolic graf8@ if and only if there exists a similar matoh from AG
into the corresponding attributed graph. In particular, given the symbolic graph:

—)

with x=nAy=np

wherea andb are two natural numbers, there should exist a homomorphismArtard mapping
a; tong anday ton, if and only ifny =0 orny =0 orng = ny. Let us see that this is impossible.
First, we may notice that we may assume without loss of generalitthatisfies the axiom:

ers(x) = S(y) = x=y

since for every homomorphish: A — D there is a unique homomorphidi: A/ =.— D such
that the diagram below commutes:

where=¢ is the congruence ofs defined by the axiore andi is the canonical homomorphism
from A into its quotient, mapping every element fréainto its congruence class. Vice versa, for
every homomorphis : A/ =¢— D there is a unique homomorphidm A — D such that the
diagram above commutes. Finally, we know tha; ) = 0 orh(az) = 0 orh(a;) = h(ap) if and
only if ' (|ag|) =0 orh(Jaz|) =0 orh (|ay]) = N (]az]).

Therefore, let us assume thatsatisfies the above axiom. Now, let us notice that neigger
noray can be the value of some ground tesut'(0), for 0 < n. The reason is that, otherwise, if
n; = np # n the match would be impossible. We can also see that it is not possibke tisathe
value of some terrsuc'(a), for 1 < nand anyag € A. The reason is that, otherwisenif= 0 the
match would be impossible, against the assumption, since if the nmatedxisfiesm (ap) = ny
thenm/(a1) would ben+ ng. For similar reasons, we know that it is not possible thais the
value of some terrsuc'(ap), for 1 < n and anyap € A. As a consequence, we can see that

A =A\{a|(a=suq(a))V (a=suq(ap)) for somen > 0}

is a subalgebra ok. Suppose, otherwise, thAt is not a subalgebra &. This would mean
that there is an elemeat € A' such thasug(a') € A\ A. But this would mean thatug (&) =
SuG (a1)) orsug(a’) = suc(ay)). But this would imply one of the following cases:

1. sug(&) =a; orsuq(a') = ax. These two cases are impossible according to what we have
proved above.

2. suq (@) =sucy(a1)) orsu@(a) = suG(az)) forn> 1. However, sincé is assumed to
satisfy the axiore, this means that' = su® *(ay)) or & = su& *(ap)), implying that
a € A\ A, against the hypothesis.
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As a consequence of the previous facts we know that every homomorphign— D is
uniquely determined by a homomorphi$in A’ — D and by the values df(a;) andh(az), in
the sense that givem, there is a uniqul extending satisfyingh(a;) = ny andh(ay) = np, for
anynp,n, € D, and vice versa. But this implies that there is a morpmsmA — D satisfying
nf(al) 75 nf(az).

In general, a symbolic transformation rute= (L’ < K’ — R, ®’) over aZ-algebra D can
be simulated by an attributed graph transformation rute(AL — AK — AR) over aX-algebra
A, if the specificationSP, whose signature i& plus the labels in’ (considered as constants),
and whose set of axioms @/, has an initial algebrdsp. The problem in the previous counter-
example is that the associated specification has no initial algebra. In particular, to ensure the
existence of initial algebra®’ should include only equations and conditional equations.

6 Conclusion

In this paper we have presented a new approach to deal with attributed graphs based on the new
notion of symbolic graphs, showing that the new category is adhesive HLR, which means that it
is adequate to define graph transformation. Moreover we have compared this new approach with
the most standard approach to deal with attributed graphs. In particular, there are essentially two
kinds of approaches to define attributed graphs and attributed graph transformation. On one hand,
we have the approache(] 7] where an attributed graph is a p&, D) conssting of a graph
G and a data algebia whose values are nodes@ On the other hand, we have the approaches
[12, 1] where attributed graphs are seen as algebras over a given sggA&LG whereASIG
is the union of two signatureASSIG the graph signature arfdSIG, the data signature, that
overlap in the value sorts. In particulakSSIGmay be seen as a representation of the graph
part of an attributed graph. Ir2] the two approaches are compared showing that they are, up
to cetain point, equivalent. However, only a complete theory of graph transformation has been
formulated for [/] as a consequence of its characterization as an adhesive HLRgaéy
more detail seed]). For these reasons, in this paper we have essentially usedpiraiaah to
study it in connection with our approach based on symbolic graphs.

As we have seen, our approach can be considered an abstract versifrsioice we work at
the spcification level, rather than dealing directly with algebras to define the attributes. How-
ever, as we have shown, it has more expressive power Hdor [the definition of graph trans-
formation rules. In addition to the expressive power, using symbolic attributed graphs has some
other advantages. For instance, Ih][working with symbolic attributed graphs makes simple
certan kinds of operations defined on transformation rules. For example, this is the case of the
operation that, given two transformation rutgesandr,, wherer, is a subrule of», yields a rule
r3 that computes the remainder Bfwith respect ta,, i.e. what has not been computed y
but is computed by,. In particular, when working with symbolic graphs the attribute conditions
of r3 are just a simple combination of the attribute conditions,@&ndr,. However, if we would
have worked with attributed graphs, computing the attributessfonay involve some complex
equation solving.

Moreover, we think that there are further aspects related to symbolic graph transformations
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that deserve some further study. In particular, Using logicatlitmms to specify the attributes

of a graph, may allow us to postpone finding the solution to attribute constraints when making
graph transformation. This can make attributed graph transformation more efficient. In addition,
a generalization of this idea would allow us to define a certain form of narrowing that may be
useful in connection to some kind of problems.
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Appendix

In this appendix we provide the detailed proofs of the results presented in the paper. In some
cases these proofs need some auxiliary results which are also included.

Proposition 5 M-morphisms inSymbGraphs, are closed under isomorphism, composition
and decomposition

Proof. Letus first prove thatisomorphisms®ymbGraphs, are M-morphisms. Lét: (G, ®) —
(G',@') be an isomorphism. On one hand, this means that all its components are bijections,
i.e. h_ is a bijection. On the other hand, it also means that there is another isomorphism
g: (G, @) — (G,®) such thagoh andhog are identities. But, then, we halle= @' = h(®)

andD = © = g(®') but, sinceh. andg, are bijections (i.e. bijective variable renamings) we
have thaD = @' < h(®).

The fact that isomorphisms are M-morphism means that, if we prove that M-morphisms are
closed under composition, then M-morphisms would also be closed under isomorphism. So,
let us see that M-morphisms are closed under composition.g Lé6, ) — (G',®’) andh:

(G, d') — (G",d") be two M-morphisms. Obviouslyo gis a monomorphism and alghog),
is a bijection. Moreover, iD = @' < g(®) andD = " < h(®') thenD = @” < h(g(®)).

Finally, let us see that M-morphisms are closed under decompositiog.: (& ®) — (G, ®')
andh: (G',®') — (G",®") be two monomorphisms wheheandho g are M-morphisms. Obvi-
ously, this implies thag is a monomorphism and thet is a bijection. Moreover, iD = ¢” <
h(®’) andD E ®” < h(g(®)), since bothh_ and (ho g)_ are bijections then this means that
the three formulasb, ®’ and®” are equivalent modulo the corresponding variable renamings.
ThereforeD = @' < g(®).

]

Before proving Propositio we will present to auxiliary results characterizing pushouts and
pullbacks inSymbGraphsy.

Proposition 6 Diagram(1) below is a pushout if and only if diagraf@) is also a pushout and
SRy |= ®3 < (91(P1) A G2(P2)).

h h
(Go, Pg) — (G, P1) Go—= G
hy l (1) l g1 hy l (2) l g1
(G2, ®2) —5> (Gs, ®s3) G2 —5>Gs

Proof. If diagram(1) is a pushout then we have to prove that if

Go—%> Gy

[

G:— G,
9%
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commutes then there is a unique morphtsnt; — Gj satidying thatho g, = g; andhog, = g5.
Now, if this diagram commutes then it will also commute the following diagram:

h
(Go, Pg) —— (G, D)

hzl lga

(G2, ®2) — (G5, {false})

But this means that there is a uniqgue morphism(Gs, ®3) — (Gs, {false}) satisfying thatho
01 = ¢; andho gy = g,. Moreover, ift’ : Gz — Gj is another morphism satisfying thialto g; =
g; andh ogy = ¢,. Thenh': (Gs, d3) — (Gg,{false}) would also be a morphism such that
hog1 =g; andh’ o g, = g,, and the uniqueness bfin SymbGraphs, would imply h=h' in
E — Graphs.
Conversely, if diagran(2) is a pushout then we have that

h
(Go, D) —— (Gy,Py)

hzl lgl

<627 q)2> T) <G37 q)3>

where®3 = (g1(P1) A g2(P2)), is a commuting diagram i8ymbGraphs, since (g1 (P1) A
O (P2)) = 01(P1) and(g1(P1) A G2(P2)) = 01(P1) are tautologies. Moreover, we know that if

h
(Go, Do) — (G1,Py)

hzl lg&

(G2, ®2) —— (G5, %)
%
commues then there is a unique morphismGz — Gj satisfying thahog; = g} andhog, = d,.
But this means thdt: (Gg, ®3) — (G5, ®5) is a morphism, since b = ®; = g} (P1) andD |=
D; = o, (P2) thenD |= (D) = (01(P1) Ay (P2)). But we I_<now tha; (P1) A go(P2) = (ho
01)(P1) A (hogo)(P2) = h(g1(P1) A g2(P2)) = h(P3) and this means tha = (Pf) = h(Ps).
Finally, if h' : (Gs, ®3) — (G3,®5) is a morphism satisfying thdt o g; = g; andh’ o g = g,
then, by the uniqueness bfn E — Graphs, we have thah = h'. O

Pullbacks inSymbGraphsp can be characterized similarly. However, the proposition below
seems to be stated slightly more restrictively than Propos@iom particular, we require that
the the variables (labels) 5y are disjoint with the variables i5; and G,. The reason for
this condition is that it simplifies substantially the proposition and its proof. However, it must be
noted that this condition is not really a restriction. The reason is that two attributed d@shs
and (G',@’) are isomorphic if(G',®’) can be obtained froniG,®) by a variable renaming.
Therefore, if needed, to define the pullback of some attributed graphs we can, first, rename the
variables involved and, then, use the results below.
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Proposition 7 If Lg, is disjoint from Lg, ULg, then diagram(1) below is a pullback if and only
if SR, = ®g < (ALg, (P1Aeqhy)) VIle, (P2 Aeqhy))) and diagram(2) is also a pullback,

wheredLg, denotes an existential quantification over the variablesdndnd eqh;) denotes the
conjunction of equalitieg\,,c., Xo = hi (%0)2.

h h
(Go, Po) — (Gy,Py) Go——= G
h2 l (1) l 01 h2 l (2) l 01
(G2, P3) —— (Gg3, P3) Gy ——G3

02 92

Proof. The proof is similar to the proof of Propositidh First, assuming that diagraf) is a
pullback, we have to prove that if
h/
Gy ——= Gy

hle lgl

G2 —5>Gs

commues then there is a unique morphismGy — Go satisfying thah; oh=h; andhyoh =,
Now, if this diagram commutes then it will also commute the following diagram:

(G, {true}) - (Gy, &)

hle lgl

(G2, D) (Gs, ®3)

92

But this means that there is a unique morphiBm(Gp, {true }) — (Go, Po) satisfying that; o
h=h] andh;oh = h,. Moreover, iftf : Gy — Gg is another morphism satisfying thiafo h =
hy andhpoh =h,. Thenh': (Gj,{true}) — (Gp,®o) would also be a morphism such that
hioh’ = h, andhy o' = h,, and the uniqueness bfin SymbGraphs, would imply h=h'in
E — Graphs.

Conversely, if diagrani2) is a pullback, then we can prove that (Go, Po) — (Gi, P;), fori €
{1,2}, are morphisms iBymbGraphsy. In particular, we have to prove thBt= ®; = h;(®p),
for eachi € {1,2}. Let us suppose that; : Lg, — D is a substitution for the variables I,
such thaD | o(®1). We have to show thdd = o(h(®p)) or, equivalently, thaD = gp(Po),
wheregp = 010 hy. In particular, it is enough to prove thBt = go(3Lg, (P1Aeqhy)))), but
this is equivalent to prove that there is a substitutign Lg, — D for the variables irLg, such
thatD = o] (0o(P1Aeqhi)))). Notice thato; (go(®P1Aeqh)))) = o1 (P1) A gj(do(eqhy)))),
since®; does not involve any variable froing,. Now, if we takeo; = o1, we have, on one
hand, thatD = o(®;) by assumption. On the other handxif is a variable inLg, then, by
definition, gp(Xg) = 01 0h1(X0) = 01(h1(Xo)), which means thaD |= 01(0go(Xo = h1(Xo))), for
everyxg € Lg,, and therefor® = 01(0p(eqh1))). As a consequenc® = o1 (hi(Pg)), for each
i € {1,2}. This means that the diagram:

2 Notice that in these equalitiés(xp) denotes the variable ing, which is the image ofg throughhy

47



@ ECEASST

h
(Go, Pg) — (Gy,P1)

hzl lgl

(G2, ®2) —5> (Gs, ®s3)

is a canmuting diagram irsymbGraphsy. Moreover, we know that if

/

h
(Gh, Do) — (G1,Py)

hle lgl

(G2, ®2) —g> (G3, ®3)

commues then there is a unique morphism G — Gg satisfying thath; oh = h; andhy o
h=h, in E— Graphs. But then we can prove that: (G, @) — (Go, Po) is a morphism in
SymbGraphsy. Suppose thaty : Lg, — D is a substitution for the variables @y such thaD =
O'Q(CD()), we have to show thdd ’: O'Q(h((DE))) Now, if D ): O'()(HLGl(CDl AN eth)) V E”—GZ(CDZ VAN
eqhy))), thenD = gp(3Le, (P1 Aeqhy))) or D = gp(3le, (P2 Aeghy))). Without loss of
generality, let us assume that= op(3Lg, (P1 A eqhy))) this means that there is a substitution
o7 . LG1 — D such thatD ): O'l(O'o(ch/\eCKhl))), i.e. D ): O'l(q)l) A O'l(O'o(eCKhl))). Now,
sinceh] : (Gp, ) — (G, P1) is @ morphism and |= g1(P1) we have thaD = g1 (h}(Pp)).
Buth; oh = h/ implies thatD |= o1 ((hy o h)(®})) or, equivalentlyD = o7 (h(®p)), whereo; =
o10hy. On the other hand, sind2 = 01(dp(eqhy))), we have that for every variablg € Lg,
we haveod; (0p(Xo)) = 01(0o(h1(X0))). Moreover, sincery ando; are defined over disjoint sets
of variables,o1(0p(Xo)) = 0o(01(h1(X0))) and, sincex is not inLg,, h1(Xo) is not inLg, and
07 = 010hy, we havegy(xp) = 07(Xo). ThereforeD = gp(h(®p)).

Finally, if i : (Gp, @) — (Go, ®g) satisfying thath; o h = h, andhy o h = H, then, by the
uniqueness df in LabGraphs, we have thah =H. O

Proof of Propositionl. Direct consequence of Propositiofand7 O

Before proving Propositior2, let us first prove an auxiliary property that we use in some
further proofs:

Proposition 8 If hy : G1 — G, where lg, and Lg, are disjoint, then D= 3Lg,(P2Aeqhy)) =
®,

Proof. Let us suppose that; : Lg, — D is a substitution for the variables ®; such thaD |=
01(3Le, (P2 Aeqhy))), then we have to show thBt = 01 (®Py).

If D = 01(3Lg, (P2 Aeqhy))) thenD = ILg, (P2 A o1(eqhy))), sinced, includes no vari-
ables fromLg,. But this is equivalent t® = 02(3(Lg, \ L,)(P2)), wherel), = {hy(x1) | X1 €
Lg,} and oy : L, — D is defined as follows : for evernyy € Lg, : 02(hz(x1)) = 01(x1), i.e.
020 hy = 01. It must be noticed that the definition of is correct, even ify, is not necessarily
injective. The reason is that, if we have thatx;) = xo = ha(X), for x1,X; € Lg, andx; € Lg,
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thenx, = x; andx, = X; arepart ofeq(hy). But we are assuming thBt= o1 (eq(hy))) implying
O'l(Xl) = O'l(X/l).

Now, if D = 02(3(Lg, \ L) (P2)), this means that there exists a substitutign Lg, \ L, — D
such thaD |= 02(0(®P2)). We know thag, is an M-morphism, which means tHat= @, < @,
and we also know thdd = ®3 = hy(P1) sinceg; is a morphism andh,),. = (g1).. Therefore,
we have thaD |= g2(0;(h2(®1))), which is equivalent td = g2(ho(P1)), because ity (Pq)
there are no variables ing, \ L5. But this impliesD |= g1(®;) since, by definitiongzohy =
O1. Ol

Proof of Propositior2. If the diagram below is a pushout,

h
(Go, Pg) —— (G1,P1)

hzl lgl

(G2, ®2) —> (Gs, ®s3)

then we have to prove thd |= gh(®2) < (g5 (P1) Agh(P2)). Trivially, D = gi(P2) <= (g (P1) A
g5(®2)), therefore we only have to prove tHat= g (®,) = (gf(P1) Agh(®2)), or equivalently
thatD = gi(P2) = g (P1) andD = gh(®,) = g5(P2). The second implication is again trivial,
so let us prove the first one. Sinbgis a morphism, we know thdd = ®; = hj(®p). This
means thab = g5(®;) = g5(hs(dp)). On the other hand, sindg is an M-morphism, we have
D E hf(®p) < ®; and, thusD = gi(hi (Do) < gf(®1). But, since the diagram commutes,
gi (i (®o)) = g5(h3(®o)) implying D = g3(®2) = gf(Pa).

Let us suppose that the diagram above is a pullback and, without loss of generality, that the
variables inLg, are disjoint from the variables ibg,. First we must notice that (for an ade-
quate choice of g, andh;) we have that.g, = Lg, and(hy). is the identity, since pullbacks
in E — Graphs preserve monos. Therefore we have to show hat @1 < @1V (I, (P2 A
eqhy))), sincedlg (P1 A Nyel, X1 = x;) is logically equivalent toP;, wherelg is a re-
naming apart of the variables ing, andX] is the corresponding renaming ®&f. Now, the
implication D = @1 = @1V (ILe,(P2 Aeqhy))) is trivial, therefore we just have to prove
D = &1 < ®1V (Ilg,(P2Aeqhy))). Obviously,D = ®; < P4, therefore we have to show
D = @1 < dLg, (P2 Aeqhy)). But this is shown in Propositiod.

U

Before proving Theorerg, let us characterize van Kampen squareSymbGraphsp.

Proposition 9 Let us assume that lin the diagram below is an M-morphism, then this diagram
is a van Kampen square:
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0, Do)
h/z
(G], q)’ fo
GO, CDO
(G, ch fa Gz, ®y)
91

(Gs, @3)
if and only if the diagram below is also a van Kampen square.

/)
P>

Proof. If the first diagram is a van Kampen square then the second diagram is also a van Kampen
square, as a consequence of Proposittbasd?7.

Convesely, suppose that the diagramBn- Graphs is a van Kampen square, then we have
two prove that if, in the diagram iBymbGraphsy, the square at the bottom is a pushout and the
backfaces are pullbacks then the square at the top is a pushout if and only if the front faces are
pullbacks. So, let us assume that the square at the top is a pushout.

By Proposition5, we know thatgy,h) andg, are M-morphisms, therefore we may assume
without loss of generality thdtg, = Lg,, Lg, = Lg;, Le, = Las, andLG/2 =Lg, and that(hy),,
(g2)L, (h))L, and(g,). are the identity. Moreover, to avoid name conflicts, let us assume that,
otherwise, the sets of variables used as labels in the graphs are pairwise disjoint (if necessary,
they may be renamed apart). In addition, we also know hat @y < ®;, D = ®, & Pg,
D E &y« @), andD = @, < ®;5. Now we have to prove that the front faces of the first
diagram are pullbacks and, according to Proposifiothis is equivalent to showing that:

@ D@ < (e, (PrAeqfy)) Vv Ile(P3Aeq(gy))) and
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b) D |= @, < (L, (P21 eq(f2)) v Iy (D3 A ed(g))))

a) We know thaD = @] is equivalent td |= ®;. Moreover, since the back squares are pull-
backs, we haved = @ < (3Lg,(P1 /A eqfo)) V 3Lg, (P Aeqhy))). But we are assuming
thath; andg, are M-morphisms and this means tlat c,(®1 A eq( fo)) V 3Lg, (P3 A eqhy)))
and (3Lg, (P Aeq(f)) Vv Il (P3N eq(g;))) are the same formula. Therefore, we have that
D= @) < (Sle,(P1Aeqfr)) Ve, (PsAeqd))))-
b) First of all, we may notice tha]LGg(d)gAeq(g’z))) is logically equivalent toP;, sinceg,
is an M-morphism. Moreover, for the same reason, we knowEhat @, < ®;. Therefore,
we have to prove thad = @, < (3Lg,(P2 Aeqf2)) v d,). But this is equivalent to prove
D = @, < dLg, (P2 Aeq f2)), and this is proved in Propositidh

Now, suppose that the front faces of the above diagra®yimbGraphs, are pullbacks, let us
prove that the square at the top is a pushout. This means pviag} < (g (D)) AgF (D).
Again, by By Propositiorb, we know thatgy, h; andg, areM-morphisms, therefore we know
thatD = ®g < @1, D |= Dy & &3, D = & & Py, andD = @), < d;, and we may assume
without loss of generality thdts, = Lg,, Lg, = Lg;, Le, = Lag, andLg, = Lg, and that(hy).,
(g2), (h})L, and(g,)L are the identity. Also, as above, we assume that, otherwise, the sets of
variables used as labels in the graphs are pairwise disjoint.

Hence, we have to prove thBtl= @} < (gf(®)) A ®5), and this means proving = @} =
g (@), but this is a consequence of the fact tats a morphism irSymbGraphsy.

]

Proof of Theoren2. Direct consequence of Propositiahsl, 2, and9.
]

Proof of Proposition3.

1. If SG= (G,®) is grounded, by definition we know that Sem(SG) is not empty, since
® is satisfiable inD. Moreover, IfAG1,AG2 € Seni(G,®)) then this means that there
are substitutioner, 0’ : Lg — D such thatD = o(®) andD = o’(®). Butif (G, ®) is
grounded this means thiag = {x, | ve D} and for eaclv € D: o(x,) =vandad’(x,) = V.

But this implies thato = ¢’ and thereforeAG, = AG,.

2. LetSG= (G,®) be a grounded graph and 88 = (G, ®’) be isomorphic t&5G This
means that there is an E-graph isomorphtsnG — G’ such thaD = ® < h(®'). But
this implies thah, : Lg — L is a bijection and ifo’ : L — D is a substitution such that
D = o/(?') theno’oh: Lg — D is a substitution such th& = 0’ o h(®) impliying that
for everyv e D ¢’ oh(x,) = v. Therefore, if for every € D we cally, the variableh(x,)
then we have that, for eashe D, 0’(yy) = v, which means th&BG is grounded.

3. LetAG = (G,D) be an attributed graph and Iétp be a set of variables consisting of a
variablex, for eachv € D. We defineGSGAG) = (G, dpc as follows:

e G' = f*(G), wheref : D — 2p is a substitution defined for evene D asf (v) = X,.
o Opg={X,=V|veD}.
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Now, it should be obvious that, by constructidBSGAG) is grounded and, moreover,
AG € SemGSGAG)).

Now, suppose tha&8G& = (Gp, Po) is a symbolic graph such thAG = (G,D) € SeniSG).

Let us prove thaBGandGSGQAG) = (G, dac) are isomorphic. First of all, we know that
G = 0;5(Go) for a substitutionop such thaD = gg(Pg). But, sinceSG is grounded gy

is an isomorphism. For similar reasons, we know thatG — G’ is also an isomorphism
thereforef* o g : Go — G’ is an E-graph isomorphism. Finally, it is easy to see that
DE ® < fooy(Po). In particular, ifo is a substitution such th&ll = o(®P) we have to
prove thatD = oo f o gg(Pp) or, equivalently, that o f o gg = 0p. But this is obvious
since, on one hand, by constructiarg D: f(v) = Xy, and, on the other we know that for
everyv € D: g(x,) = Vv, which means that = 0. Conversely, ifo is a substitution such
thatD |= o o f o gp(Pg) we can prove similarly that this implies that= o(®P).

O

Proof of Propositiord. First, we will show that GSG can be extended to a functor and, then,
that GSGis full, faithful and essentially surjective. Ldt: (G1,D) — (G,,D) be an attributed
graph morphism. Sinc® is finitely generatedfaq is the identity andfgapn is an E-graph
morphism. Hence, iff : D — 2p is a substitution defined for evewe D as f(v) = x,, and

® = {x,=V|ve D} we know thatGSG (G1,D)) = (f(G1),P) to GSG(G,D)) = (f(Gy), P).

We defineGSQ f) as follows:

e Foreveryx € {Vg,Eg,EnL,EeL}: GSQ )y = fx.

e GSQf)_ is the identity.

Then, it is routine to prove th&@ S f) is indeed a symbolic graph morphism.

To prove thatGSGis full, we have to show that iAG; = (G1,D) and AG, = (G,,D) are
two attributed graphs arfu: GSGAG;) — GSGAG,) is a symbolic graph morphism then there
exists an attributed graph morphisin AG; — AG; such thatGSQ f) = h. But it is enough to
definef as follows:

e Foreveryx € {Vg,Eg,EnL,EeL}: fx=hx
o fag (and, thereforefy is the identity.

To prove thailGSGis faithful we have to show th& SGis injective on morphisms, but this is
straightforward by construction. Finally, to prove tl@&8Gis essentially surjective, we have to
show that for every grounded grafiGthere is another grounded graBkg, which isomorphic
to SG and an attributed grapAG such thatGSGAG) = SG. But by Prop3 we know that
Sem(SG is not empty and that iRG € Sen{SG satisfies thaGSGAG) = SG O

Proof of Theoren8. Let us assume th&L = (L, Tsp|z),AK = (K, Tsp|5),AR= (R, Tsp|5)), and
r'= (L' — K — R,®'), and let us consider the following diagramBn- Graphs:
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frt 3 et (4) fi-
L K¢ R

m (5 (6)
)| C
G ™ | ™ H
9 (7) 9k (8) 9k
/ DIVAE /
G h, [ " H

where(5) and (6) are the pushouts defining the application tof AG with matchm, (G, W) =
GSGQAQG), (I',¥) = GSE(l,Tspls)), (H,W) = GSQ(H,TsHs)), 0,0k, 0% are, respectively,
the isomorphisms relatin@,|,H with G',1’,H’, and finally the morphismk{, for i = 1,2 are
defined as follows. For every element I’ which is not a labelh{(e) = hj(e), and for every
label e, hi(e) = e. It is routine to see that, by definition @SGand as a consequence of the
fact thath; andh, are M-morphismsty; andh, are morphisms and, moreover, diagrams (7) and
(8) not only commute but are pushouts. Therefore, since we know that diagrams (3) and (4) are
pushouts, then diagrams (3)+(5)+(7) and (4)+(6)+(8) are also pushouts. Therefore, if we define
m = g omo /"1 and we show thatrf is a morphism irSymbGraphs, the first part of the
theorem will be proved. Therefore, we have to prove béat W = m/(d').

We now that

' =dU{ya=t|yaeYAch(a)=t}and¥ = {x,=v|veD}

We also know that the only substitutiam such thatD = o(W) is definedvv € D : o(x,) =

v. Therefore, we have to show that= o(n'(®’)) or, equivalently,D = o(m'(®)) andD =
o(mM({ye=t]|Ye €Y Ache) =t})). Finally, by definition, on the one hand, we have that for
everya € Tsplz we havem(ya) = Xy, wherem(a) = v, which means thatr(n(ya)) = m(a), and

on the other, for eacke X, a(m'(x)) = m(x).

Now, lett; = t, be an equation i®. Sincemylg is aZ-homomorphism andsp satisfies this
equation, we have th&@ = m(t;) = m(tp), implying D = a(m(t1)) = o(m'(t2)).

Lety, =t andch(a) =t. Then, on the one hand, we have tbodh'(y,)) = m(a) and, on the
other, sinceh(a) =t we have that im = [t|, implying o(m/(t)) = m(a). Thereforeg(m'(y,)) =
o(m'(t)).

The proof of the second part of the theorem is similar to the proof of the first part. We only
have to consider the diagram below:
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)K( R
(1) fx (2 fR
7K/( R
(9) (10
Oy C /
h | h, H
1) gt (12) gt
DI
hy | hy H
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Abstract: In this paper, we focus on the role of graphs and graph transformation
for four practical application areas from software system development. We present
the typical problems in these areas and investigate how the respective systems are
modelled by graphs and graph transformation. In particular, we are interested in
the usefulness of theoretical graph transformation results and graph transformation
tools in order to solve the typical problems. Finally, we characterize concepts and
tool features which are still missing in practice to solve the presented and related
problems even better.

Keywords: graph modelling, graph transformation, graph transformation tools

1 Introduction

Graphs are one of the key concepts for modelling. Since the early days of mankind, graphs are
used to depict the relationship between two or more entities as abstractions of real world systems
and processes. The visual nature of graphs makes them an intuitive language for human beings
to think and discuss about partitioning systems into different components, and about processes
of running systems which can be drawn as related but changing system state graphs. Throughout
the history of software engineering, graph models have been used for software system design,
such as entity-relationship diagrams for databases, class diagrams for static software structure,
and the diagram types offered by the Unified Modeling Language (UML) [OMGO07] to model
different static and dynamic system aspects. Yet, when it came to programming, often enough a
yawning gap opened between what the modellers meant when designing their graph models and
what the programmers encoded using standard textual programming languages, where the graph
models played the role of a rough guideline for programmers. Ambitious programming projects
resulted in failure, went over their budgets or proved to be unstable over time.

“Everything is a Model” [Béz05]: It is common knowledge today that the need for a high qual-
ity software production has to be faced from a different perspective: model-driven development
(MDD). The objective of MDD is generating code from a higher-level visual system model. This
means that, for software developers the abstraction level is now raised. No longer do they need
to worry about technical details and features of programming languages but can concentrate on
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more creative parts of software engineering: analysis, design and validation, all based on models.
The MDD perspective raises the importance of graph models and calls for rigorous methods to
capture the semantics of models and their evolution over time.

“"Mathematics are useful to solve real world problems” [BGL09]: In computer science, using
mathematics means using formal methods, referring to the use of a formal notation to represent
system models during software development. Typically, first a specification is written in a for-
mal notation, then refined step by step into code. Correctness of the refinement steps guarantees
that the code satisfies the specification. In some methods, developers can check correctness of
the refinement steps using a theorem prover for the method’s underlying formal logic, but other
methods remain manual because it is difficult to automate the notation used. Experience shows
that many problems in using formal methods in software development arise because the formal
notation and the problem domain are too far apart. Since any software system is situated in a par-
ticular social context, this context (domain) should be represented also in models based on formal
notations. Here, again, graph models with their visual nature are a good candidate for uniting
the domain-specific and the formal aspects of real-world problems. Domain specific languages
based on graphs use a graphical concrete syntax with adequate intuitive symbols which are ma-
nipulated to model dynamic system aspects. Thus, the system behaviour can be animated in a
domain-specific visualization to validate system properties by domain experts. Furthermore, the
fundamental notions behind graph models have been captured long ago by mathematical terms,
thus allowing for rigorous reasoning at model level with purely abstract objects and structures.

”Graph changes everywhere” [Eng00]: Real world systems evolve, and hence, formal graph
system models need to model evolution as well. Algebraic graph transformation is a formally
defined calculus based on graphs and graph transformation rules [EEPT06]. For ages, rules have
proven to be extremely useful for describing computations by local transformations. Areas like
language definition, logic, functional programming, algebraic specification, term rewriting and
expert systems have rules as key concepts. Graph transformation, also known as graph rewrit-
ing or graph reduction, combines the potential and advantages of both graphs and rules into a
single computational paradigm. For nearly 40 years, graph transformation has been studied in
a variety of approaches, motivated by application domains such as pattern recognition, seman-
tics of programming and visual modelling languages, specification of distributed systems etc.
[EEKR99, EKMR99, BTMS99].

A detailed presentation of different graph transformation approaches, is given in volume 1
of the Handbook of Graph Grammars and Computing by Graph Transformation [Roz97]. The
algebraic approach is based on pushout constructions, where pushouts are used to model the
gluing of graphs. In fact, there are two main variants of the algebraic approach, the double and
the single pushout approach. The double pushout (DPO) approach [EEPTO06], is the formal basis
for visual modelling of behavioural models and model transformations considered in this arti-
cle. The DPO approach is based on category theory: a graph transformation rule is a pair of
morphisms in the category of graphs with total graph morphisms as arrows: r = (L <~ K — R)
where K — L is injective. Graph K is called gluing graph. Another graph morphism m: L — G
models an occurrence of L in G and is called a match. Practical understanding of this is that L is
a subgraph that is matched to G, and after a match is found, the rule can be applied.
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A direct transformation or application of rule r to graph G is de-
fined by two pushout diagrams (see the diagram to the right). Ap-
plying the rule, m(L) is replaced with m*(R) in graph G, leading ml (1) i (2) \Lm
to the transformed graph H. A graph transformation, or, more
precisely, a graph transformation sequence, consists of zero or
more direct transformations, written Gy = G,. A set of graph rules is called graph transfor-
mation system. A type graph defines a set of types which can be used to assign a type to the
nodes and edges of a graph. The typing itself is done by a graph morphism from the graph to the
type graph. A typed graph transformation system GTS = (T G, P) consists of a type graph TG
and a set P of typed graph rules. A (typed) graph grammar GG = (GT'S,S) consists of a (typed)
graph transformation system GT'S and a (typed) start graph S. The (typed) graph language L of
GG is defined by L = {G | 3 (typed) graph transformation § == G}. The key idea of artributed
graph transformation is to model graphs with node and edge attributes, i.e. an attributed graph is
a pair AG = (G,A) of a graph G and a data type algebra A. Typed attributed graph transforma-
tion, combining process and data modelling proved to be well-suited to define and analyse visual
models and model transformations [EEPT06, MVVKO05].

A variety of tools for graph transformation exist [TEG " 05] to be used as transformation engine
and for analysis purposes, to reason about issues such as conflicts and dependencies of actions
as well as consistency of object structures.

In this paper we summarize a few selected case studies from recent literature which have been
modelled by graphs and graph transformation. In particular, we focus on four case studies from
different application areas: a medical information system (Section 2), a model transformation
between two different modelling notations (Section 3), a metabolic pathway analysis (Section 4),
and a self-healing system (Section 5). For each application area, we ask the following questions:

L<' Kk-—"-R

G<=—D——H

1. What are typical problems in these areas?
2. How can they be modelled by graphs or graph transformation?
3. What kind of graph transformation results can be applied to solve these problems?

4. What are missing graph modelling and transformation concepts and results?

In the evaluation (Section 6), we summarize the experiences gained from the case studies and
state what kinds of concepts and results we find still missing.

2 Case Study 1: Medical Information System

Problem

Information systems are very common nowadays in almost all common application areas of soft-
ware systems. In health care, data from different domains like admission, physical examination,
medical record archive, etc. have to be coordinated and presented to the employees. Data ma-
nipulations, like the admission of a new patient, have to be supported intuitively.
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Aim of the Model

An interactive visual application with a suitable graphical user interface shall be modelled. In-
stead of complex textual data, visual symbols shall be used to support the necessary information
system operations. Yet, the operations shall be modelled in a precise, unambiguous way.

Technique to solve the problem / realize the aim

We use typed, attributed graphs to model the abstract syntax of the information systems, and
graph transformation rules to model the operations to be performed by the clinical staff. More-
over, we combine the abstract syntax elements with concrete syntax symbols to visualize graphs
in an adequate, domain-specific way. Constraints and application conditions are used to check
the consistency of the model and the operations to be performed.

Overview of the model

Figure 1 shows icons for patients, beds, rooms, admission and discharge (from left to right) used
in our information system. In Figure 2, the current ward patient allocation diagram shows bed
icons inside the room icons to represent the number of available beds in the ward rooms. A pa-
tient icon is connected with a bed if occupied, otherwise the bed is left empty. Patients currently
not associated with a bed are shown next to the admission or discharge symbols. This requires a
user action. Dragging the female icon onto the Admission symbol evokes rule Admission (Fig-
ure 3). Applying this rule, the user can move the female patient figure to her corresponding bed,
unless there are male patients in the same room (modelled by a NAC). With a graphical rule
editor, the information system designer may define new rules and user policies according to the
needs and standards of the hospital.

oS =
o [F
a < B

Admission Discharge

Figure 1: Graphical Symbols for Medical Information System

Tool Support

Tiger2 [BEEH09] is an EMF-based generator of modeling tool environments for visual domain
specific languages. In the modelling environment, a set of EMF transformation rules called
editing rules define the editing commands of the generated visual editor, i.e. the model syntax;
on the other hand, a set of simulation rules describe a model’s operational semantics.

Figure 4 shows the abstract syntax of the case study modelled in Tiger2. A patient is asso-
ciated with a bed located in a room of the ward numbered with the attribute number of data
type String to allow for combinations of letters and numbers (e.g. 'room A15’). Node patient
is an abstract node, specialized to nodes female_patient and male_patient. The patient attribute
health_record_id of is used for unique identification of the current health record in the system
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g N\
Room 101 Room 102 Room 103
- )

L Admission Discharge
Figure 2: Sample User Interface Diagram for Medical Information System
Figure 3: Sample Rule Admission
%s medinfsystemavls &3 = o|o layout for m| layout for 0 layout for 0 layout for ] layout for 3 admission | £ abstract sy 32

& medinfsystem
=4 Alphabet
: [oed
{5 Nodes - x:nt
7?' female_patient->patient lm_ int
7? male_patient-> patient m_ﬂtt fwidth:int
i
% room ii fonss ; Iheight:int
% :a:ent heightint
. health_record_id:java.lang.String
- D Edges namejava.lang.String room
:ule set ddressijava.lang.String beint
<A admission date_of_birth:java.lang.String int
%, LHS P
= RHS pwidthzint
= , height:int
o @T‘Acs number;java.lang.String
s Startgrap = ]
—

Figure 4: Abstract Syntax in Tiger2

database. One patient may acquire more than one health record ids for different admissions. The
attributes x, y, width, and height are used for icon visualization.

Related Work

While common domain specific languages like the Ecore diagram editor as part of the Graph-
ical Modeling Framework (GMF) [GMF(07] and class and activity diagram editors as part of
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UML2Tools [Fou09] are already part of the common Eclipse plug-in packages, more sophisti-
cated domain specific language editors are rarely to find.

Starting with an EMF domain model GMF provides a code generation facility for a graphical
editor with basic editor operations for inserting graphical objects and links between them. Apart
from GMF [GMF07], also the TOPCASED modeler generator of the OPENEMBEDD [Ope(9]
MDE platform provides graphical patterns for common parts of user specific EMF domain mod-
els and thus allows to easily create a basic graphical editor.

Unsolved Problems

Multi-view graphical editors need a more flexible and user friendly way to define domain spe-
cific editor environments including editor operations, simulation and model transformation tools.
These requirements can be more adequately fulfilled by graph transformation tools [Tae06] pro-
viding a graphical way to define complex operations for editing, simulation, and model transfor-
mation of domain specific languages based on a well-defined theoretical background [EEPTO06].
Up to now, a comprehensive generation framework combining graph transformation and EMF-
based meta-modeling for visual environment generation has not yet been implemented.

3 Case Study 2: Business Process Model Transformation

Problem

The Business Process Modelling Notation (BPMN) [Whi04] is a graph-oriented language in
which control and action nodes can be connected almost arbitrarily. It defines a Business Pro-
cess Diagram (BPD), which is a kind of flowchart incorporating constructs tailored to business
process modelling, such as AND-split, AND-join, XOR-split, XOR-join. It is supported by var-
ious modelling tools but so far no systems can directly execute BPMN models. The Business
Process Execution Language for Web Services (BPEL) [IBMO03], on the other hand, is a mainly
block-structured language. BPEL is emerging as a de-facto standard for implementing busi-
ness processes on top of web services technology. Numerous platforms support the execution of
BPEL processes.

Aim of the Model

The aim of this case study is to define the BPMN2BPEL model transformation at an adequate
abstraction level. A challenge in formalizing the particular model transformation is the transla-
tion of BPMN And and Xor constructs to the corresponding BPEL language elements Flow and
Switch. Translating those constructs with ordinary graph transformation rules requires a complex
control structure for guidance. We aim for an intuitive, visual description of the model transfor-
mation where arbitrary many branches of And and Xor constructs can be treated in parallel.

Technique to solve the problem / realize the aim

We use typed, attributed graph transformation based on an integrated type graph 7' G;. This type
graph consists of the type graphs for the source and target language, and, additionally, reference
nodes with arcs mapping source elements to target elements. We express model transformations
directly by T'G;-typed graph transformation rules L <— K — R where L basically represents source
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model elements, and R represents the corresponding generated target model elements. The model
transformation starts with graph Gg typed over TGs. As T'Gg is a subgraph of TGy, Gg is
also typed over T'G;. During the model transformation process, the intermediate graphs Gs =
G1,..,Gyare all TGj-typed. To delete all items in G,

incg

. TG TG <> TGr
which are not typed over TGy we can construct
a restriction (a pullback in the category Graphs), T’y peas ’ypeG"T p EGTT
which deletes all those items in one step. Gy ——= ... == G, Gr

In addition to normal graph transformation rules, we also use rule schemes to express par-
allel transformation of arbitrary many similar model element patterns. The application of rule
schemes is defined by the concept of amalgamated graph transformation [BFH&7].

Overview of the Model Transformation

The complete model transformation case study is described in [BE09]. The type graph integrat-
ing the BPMN source model (left-hand part), the reference part connecting source and target
model (the node type F2ARef and its adjacent edge types bpmn and bpel), and the BPEL target
model (right-hand part) is shown in Figure 5.

TypeGraph of BPMN2BPEL

bpmn bpel

e

PELACtivity}
String name=""|
v =

Next -
String_cond=""|~

SimpleActivity

CompositeActivity *
ST

StartEvent” | IMessaga * ] [atarm *] [EndEvent ™

[xorsplit "] [XerJoin ™| [Andspiit™] [Anddoin *] [sequence ] [Switch” HC“S* ] [Frow’]

Figure 5: BPMN2BPEL type graph

As an example we consider a BPMN diagram which models a person’s interaction with an
ATM (see Figure 6 where the concrete and abstract syntax of the diagram are depicted). In
the upper part, the ATM machine accepts and holds the card of the person while simultaneously
contacting the bank for the account information. (The language elements AndSplit and AndJoin are
used to model parallel actions.) Afterwards, the display prompts the user for the PIN. Depending
on the user’s input there are three alternative actions possible: (1) the user enters the correct PIN
and can withdraw money, (2) a wrong PIN is entered — a message is displayed, (3) the operation
is aborted — an alarm signal is given.

We give one example for a model transformation rule scheme (in abstract syntax) to translate
And constructs. All other rules and rule schemes can be found in [BE0O9]. An And construct
(a number of branches surrounded by an AndSplit and AndJoin element) is translated to a Flow
container node which contains a child for each branch emerging from the AndSplit. Since the
number of branches can be arbitrary, a normal graph transformation rule or any finite number of
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b)

[Activity | [activity
| |name="contactBank’|

|name="holdCard"

Figure 6: ATM machine in BPMN in concrete syntax (a) and abstract syntax (b)

rules would not be sufficient to express this situation. Therefore, we here use amalgamated graph
transformation to express parallel execution. A common subaction is modelled by the application
of a common kernel rule of all additional actions (modelled by multi rules). For example, in order
to process an And construct, the common subaction is to process one branch only. Independent of
the number of additional branches, this is the kernel action which will always happen. Hence, we
model this action by the kernel rule in the upper part of Figure 7, where one branch surrounded by
an AndSplit and AndJoin is translated to a BPEL Flow node with one child. Additional subactions
now are modelled by multi rules. Each multi rule contains the kernel rule and specifies an
additional action which is executed as many times as matches for this additional part can be
found in the host graph. The multi rule for processing And constructs is shown in the bottom
part of Figure 7. It extends the kernel rule by one more branch. Formally, the synchronization
possibilities of kernel and multi rules are defined by an interaction scheme consisting of a kernel
rule and a set of rules called multi rules such that the kernel rule is embedded in each of the multi
rules. The subrule embedding morphism from the kernel rule to the multi rule is indicated in
Figure 7 by corresponding numbers of some of the graph objects.

For applying an interaction scheme, first, a match of the kernel rule is selected. Then, multi
rule instances are constructed, one for each new match of a multi rule in the current host graph
that overlaps with the kernel match. At last, all multi rule instances are glued at their correspond-
ing kernel rule objects which leads to a new rule, the amalgamated rule. The application of the
amalgamated rule is called amalgamated graph transformation. For this case study, a theoretical
result is applied which allows us to show parallel independence of amalgamated graph transfor-
mations by analyzing the underlying multi rules. Hence, we may translate the And construct and
the Xor construct in arbitrary order. After applying our transformation rules and schemes starting
with the ATM model in Figure 6, we get the resulting integrated graph shown in Figure 8 (b).
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KernelRule of CreateFlow of BPMN2BPEL

1:AndSplit

Mext
cond=

-

bpmo bpel
FZARef]——D] 9:BPELActivity

T

Next
cond=""

name=" F2ARef—

Flow
name=""

Ihild

r
9:BPELActivity

1.
Next
cond=""

bpelEioy

‘* bp
Activity < D
- F2ARef

9.BPELActivity

" [name=""

16:BFELActivity

2:AndJoin

Figure 7: Interaction scheme CreateFlow

The abstract syntax of the BPEL expression is the red tree with root node Sequence. The concrete

syntax of the BPEL model corresponding to this tree is shown in Figure

<=sequence nal

8 (a).

<flow name=" a )
<invoke name="holdCard‘/=
<imvoke name="contactBank'/>

<fflow=

<imvoke name="askPin"/>

Endgraph of BPMN2BPEL

StartEvent child

b)

Switch
name=""

child

child

>

SimpleActivity

child L \
Case ﬁ/c.ase |

Case |
<invoke name="askMoney'> name="askPin"|  |name="ok'| |name="lok'| |name="abort |
<invoke names="outputhvoney’f>

<fsequences child \:hl[d \;hl[d
<frase>
<case condition="lok"> | Sequence SlmpIeAcan SlmpIeAcnwrﬂ
<invoke names=""f> name="" name="" name=""
<fcase> child child | |
<case condition="abort"> - —
<invoke name=""> SimpleActviy | "0 =|$n-|-1p\eA-:n\.|r\r |
</case> name:"askMonef'| |name="outputMoneY'|
<fswitch=
</sequence>

Figure 8: ATM machine after transformation: (a) in concrete BPEL syntax, (b) in abstract syntax
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Tool Support

We implemented the case study in our tool AGG [AGG09, BEL " 10], supporting the definition
of type graphs, typed attributed graph rules and constraints. AGG has been extended recently by
support for defining and applying amalgamated graph transformation. All screenshots in this sec-
tion are taken from the AGG editors for rules and interaction schemes. Moreover, AGG supports
verification of model transformations w.r.t. termination and confluence (functional behaviour).
Further graph transformation tools tuned for domain-specific model transformations are VIA-
TRA2 [BNS'05] and the Graph Rewriting and Transformation Language (GReAT) [SAL'03].

Related Work

A related model transformation approach based on graph transformation are triple graph gram-
mars (TGGs) [Sch94] which transform pairs of related models simultaneously while maintaining
their consistency. TGGs generate languages of triple graphs, consisting of a source graph G° and
a target graph G”, together with a correspondence graph G¢ “between” them. A triple graph is
typed by a meta-model triple which contains the source and target meta-models, and declares
the types of mappings between the elements of both languages. A triple rule tr consists of triple
graphs L = (SL < CL — TL) and R = (SR - CR — TR), and an injective triple graph morphism
tr = (s,c,t) : L — R, representing a non-deleting rule which adds target elements.

Unsolved Problems

An open problem is the semantical correctness of model transformations. In order to be seman-
tically correct, a model transformation should lead to target models which behave equivalently
w.r.t. the corresponding source models. This is an important property of e.g. code generators
for behavioural models. In the case that a model is more abstract than the code, semantical
properties are defined explicitly, and it has to be shown that these properties are fulfilled by the
respective pairs of source and target models.

4 Case Study 3: Metabolic Pathway Analysis

Problem

Metabolic pathway analysis is one of the tools in biology and medicine in order to understand
chemical reaction cycles in living cells. The problem is that often, reactions are analysed at the
level of structural formulae only, thus summarising the number of atoms of certain types in a
compound without keeping track of their identity.

Aim of the Model

This case study [EHLO06] aims at understanding chemical reactions at the level of individual
atoms or component molecules. In particular, we are interested in the analysis of causal depen-
dencies between biochemical reactions. Given a metabolic pathway (a sequence of reactions)
we would like to be able to trace the history of particular atoms or molecules. This is relevant,
for example, when trying to anticipate the outcome of experiments using radioactive isotopes
of such atoms. Such questions have been crucial to the detailed understanding of the nature of
reactions like the citric acid cycle.
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Techniques used to solve the problem / realize the aim

Biological systems and chemical reactions are characterized by their inherent concurrency, al-
lowing reactions to take place simultaneously as long as they involve different resources and to
keep track of causal dependencies and conflicts between them. Graph transformation systems
provide concurrency concepts which are suitable to be applied in this area. For modeling the
metabolic pathway, we propose a new hypergraph model for chemical compounds which refines
the classical representation in terms of structural formulae in two different ways.

e Our representation keeps track of the identity of atoms or molecular components by means
of the identities of hyperedges. In contrast, when writing down chemical reactions with
structural formulae, the identities of the reacting atoms are not explicitly represented in the
notation. In situations where several atoms of the same element are involved, this lack of
information leads to ambiguity as to where a new atom is placed in the resulting molecule.
Our graph transformation-based model allows to track atom identities by graph homomor-
phisms between the graphs representing the compounds before and after the reaction.

e Modelling atoms as hyperedges, each connected to an ordered sequence of nodes, the rela-
tive spatial orientation of different molecular components is recorded through the ordering
of the nodes connected to a hyperedge.

Using this model we are able to trace the dependencies between different steps in the reaction
based on individual atoms and their spatial arrangement.

Formally, given a ranked set of labels &7 = (,),en, an o -labelled hypergraph (V. E,s,[)
consists of a set V of vertices, a set E of edges, a function s : E — V* assigning each edge a
sequence of vertices in V, and an edge-labelling function / : E — o7 such that, if length(s(e)) =n
then /(e) = A for A € 47, i.e., the rank of the labels determines the number of nodes the edge is
attached to. A morphism of hypergraphs is a pair of functions ¢y : V| — V, and ¢r : E; — E; that
preserve labels and assignments of nodes, that is, [, o ¢z = [; and ¢y; 051 = 520 §£. A morphism
thus has to respect the atom represented by an edge and also its chemical valence (number of
bonds). Labelled hypergraphs can be considered as hierarchical graph structures. As shown by
Lowe [Low93], pushouts can be computed elementwise for all hierarchical graph structures and
therefore the standard graph transformation approaches can be applied.

Overview of the Model
We consider as an example the citric acid cycle, a classical, but non-trivial reaction for energy
utilisation in living cells [ZPV95]. Our approach supports a molecular analysis of the cycle,
tracing the flow of individual carbon atoms based on a simulation. This cycle is a series of
chemical reactions of central importance in all living cells that utilise oxygen as part of cellular
respiration. Starting with acetyl-CoA, one of the resulting products of the chemical conversion
of carbohydrates, fats and proteins, the citric acid cycle produces fast usable energy in the form
of NADH, GTP, and FADH; which are precursors of the well known adenosine-tri-phosphate
(ATP).

Figure 9 shows reaction 2 of the citric acid cycle. The input agent of reaction 2, citrate, has
two CH,COO™ groups, one on the top and one on the bottom.To fit into the enzyme aconitase
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catalysing reaction 2 (see Figure 9), only the CH,COO™ group marked with 3 is able to fit into
the enzyme due to 3-dimensional spatial relations.

?OO_ ?OO_

Ho—“g—2 COO~ ——p Hig—z COO"
3 3
L—» CH, HO—CH

COO~ COO~

Citrate Isocitrate

Figure 9: Reaction 2 of the citric acid cycle

In our hypergraph model, we interpret the hyperedges as atoms and the nodes as bonds
between them. The string s(e) of vertices incident to an edge e € E gives the specific or-
der of the bonds to other atoms, coding also their spatial configuration, as we will see. As
ranked set of labels, we use </ = {H, CH3,0H, ...}, @ = {0, CH,,S,...}, @3 = {CH, N,...},
oy ={C, S,...},... to denote elements of the periodic system or entire chemical groups. The
rank of a label models the valence of an atom. For instance, a carbon atom with /(e) = C always
has s(e) = vivav3vs, a word of length 4. Hence, we define C as a label of rank 4. For elements
with more than one possible valence (e.g. sulphur), the corresponding label can belong to several

of the sets 7,.
Given an organic molecule, we represent the 3-

dimensional configuration of the ligands of a C atom
as a hypergraph by relating it to D-glyceraldehyde,
one of the simplest chiral organic compounds. We
impose a numbering on the ligands of a carbon atom
such that a substitution of ligand 1 by OH, ligand
2 by CHO, ligand 3 by CH;OH, and ligand 4 by H
would result in D-glyceraldehyde.

This convention defines the spatial arrangement of the ligands unambiguously. Substitution of
ligands may change the angles between the ligands, and they often differ from the regular tetra-
hedral angle of 109°28', but the so called angle strain [Mos96] does not affect the uniqueness of
the molecule represented by our notation.
As an example, we give the representation of the prochiral molecule citrate as a hypergraph
(see Fig 10):
V= {V],Vz,. .o ,v6},E = {81,62,. .o ,67},

s(er) =vi,s(e2) =viva,s(e3) = va,s(es) = vavavavs,s(es) = va,
s(e6) = vsve,s(e7) = ve
l(e;) =COO,l(ez) = CHy,s(e3) = OH, s(eq) = C,s(es) = COO ™,
s(e¢) = CHp,s(e7) = COO™
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Figure 10: Structural formula (left) and hypergraph representation (right) of citrate.

Tool Support
We provide an encoding of the model in terms of attributed bipartite graphs that can be imple-
mented in the AGG system for simulation and analysis [Tae04, AGG09].

Figure 11 shows reaction 2 of the citric acid cycle (see Figure 9) modelled in AGG. The
enzyme aconitase accepts only the source agent citrate with the indicated o edge attribute order
of the /:C atom in the left-hand side of Figure 11. In this reaction the OH group of the /:C atom
is exchanged with the OH group of the 3:C atom. This leads to the new agent isocitrate.

[»
[»

[4]1
[«]

q] i [Te]

Figure 11: Reaction 2 of the citric acid cycle in AGG.

Related Work

The use of graph transformation for biological systems has a long history (see [RV05]), but
early applications were mostly devoted to the field of morphogenesis. Our approach focuses on
biochemistry, a field which gained much importance in the last decades because of the growth of
biotechnology. Providing automated assistance for analyzing biochemical reactions can help in
understanding the principles which govern the processes in living cells.
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Unsolved Problems

The citric acid cycle is a very common cycle for energy utilization in living cells. However, bio-
logical systems are very complex and hard to understand, so most of the biological pathways are
still not completely understood. For analyzing more complex pathways, big computer clusters
are needed. Modelling with graph transformations might produce an overhead of data structures
for the internal representation and computation with graphs. In general, the graph transformation
problem is NP-complete. Putting several reactions together, the system might be unsolvable in a
usable time frame.

5 Case Study 4: Self-Healing Automated Traffic-Light

Problem

Self-healing (SH-)systems are characterized by an automatic discovery of system failures, and
techniques how to recover from these situations. The problem is that failures can occur at any
time during system operation. It is very important for such systems that recovery actions can
always be applied after a failure has occurred and that they always lead to a system that works
as expected.

Aim of the Model
The aim of our model is to verify that SH-systems have certain self-healing properties, so that
they are always able to fulfill the system requirements in case that a failure has occurred.

Technique to solve the problem / realize the aim

In this case study, we model SH-systems by typed attributed graph transformation systems en-
riched with graph constraints expressing their consistency w.r.t. their operational properties.
We make use of theoretical results, i.e. sufficient static conditions for self-healing properties,
deadlock-freeness and liveness of SH-systems.

Overview of the Model

The complete case study is given in [EERT10]. We model an automated Traffic Light System
(TLS). The traffic light technology is based upon electromagnetic spires buried some centime-
ters underneath the asphalt of car lanes. The spires register traffic data and send them to other
system components. The TLS is connected to cameras which record videos of the violations and
automatically send them to the center of operations. In addition to the normal behavior, we may
have failures caused by a loss of signals between a traffic light or a camera and the supervisor
component. For each of the failures there are corresponding repair actions which can be applied
after monitoring the failures during run-time.

We define the Traffic Light SH-system 7LS by a type graph T G, an initial state, a set of normal
rules Ry, (modelling the ideal behaviour), a set of failure rules Ry,; modelling failures, a set
of repair rules Ry, pqir, Which are the inverse repair rules, and sets of constraints that characterize
properties of states being either consistent or failure states.

In our example, we model a single traffic crossing with two traffic lights in directions north-
south and east-west. In the initial state (see Figure 12), both traffic lights are red and there
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are no cars at the crossing. The TL nodes represent the traffic lights, connected to a crossing
supervisor component, and to cameras which are currently not in use (onCamera=false). The

infraction attribute becomes true in the case that a car runs a red light.

Graph of SelfHealing

CamSup
signal=true

Supervisor
infraction=false

CamSup
signal=true

CamTL

signal=true

TLSup
signal=trug

CamTL

TL

onGreen=false
onRed=true
infraction=false

TL

onGreen=false
onRed=true
infraction=false

Camera
onCamera=false

Figure 12: TLS initial state G

Normal rules model the behaviour of cars arriving at the crossing and leaving it, as well as cars
running a red light and being filmed by a camera. Failure rules model the loss of a signal of either
a traffic light (in this case the signal attribute of a TLSup edge changes to false), or of a camera
(here, the signal attribute of a CamSup becomes false). The repair rules model the recovery from
the respective signal loss. In [EER"10], we formalize operational properties, including self-
healing (i.e. each failure state can be repaired), and deadlock-freeness, and we provide static
conditions for them based on rule set analysis.

Tool Support

For the automatic analysis of the static conditions ensuring the self-healing properties we use
AGG, in particular to check dependencies and conflicts of rules. All properties are verified for
our traffic light system.

Related Work

Different related approaches exist, either based on graph transformation [6,14,15,16,17,18,19]
or on temporal logics and model checking [20,21,22]. In many cases, though, the state space of
behavioral system models becomes too large or even infinite, and in this case model checking
techniques have their limitations.

Unsolved Problems

A helpful extension of the formal approach would be the analysis and verification of consistency
properties using the theory of graph constraints and nested application conditions in [EHL10].
Moreover, we will investigate how far the techniques in this paper for SH-systems can be used
and extended for more general self-adaptive systems.

6 Evaluation and Conclusion

The table in Figure 13 summarizes the problem domains and modelling features and results for
our four case studies. In the last line, we state concepts which, from our point of view, are
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missing not only for the particular case study presented in this paper but rather in general for the
respective application domain.

(1) Medical (2) Business (3) Self-Healing (4) Metabolic
Information Process Model Automated Traffic | Pathway Analysis
System Transformation Light System
Problem Adequate Source-to-Target System modelling Molecular ana-
visualization of model with failures and lysis of chemical
clinical processes transformation recovery reactions
GraTra Visual language GraTra based on GraTra with Hypergraph
Model modelling by typed | source-target type different rule sets transformations
attributed GraTra graph inclusion Rnormals Riailures Rrepair | With simulation
TGs — TG, «— TG+ and constraints
GraTra Graph constraint Parallel Static analysis of Simulation,
Results satisfaction after independence of self-healing embedding and
transformation amalgamated properties extension
GraTra
Missing Advanced tool Semantical Critical pair Scalability of
Concepts | support for visual correctness of analysis for general graph
user interfaces model trafos conditions representation

Figure 13: Comparison of Case Studies

In the area of visual language modelling (e.g. for case study (1)), the concept of typed at-
tributed graph transformation, which is close to meta-modelling, proved to be suitable for defin-
ing syntax and semantics of domain-specific languages. But to be useful in the context of larger
systems, these principles should be integrated in tools that are used in practical applications. In
our case study, a suitable user interface should hide the formal representation of abstract graph
and rule syntax, and the underlying model needs to be linked to the clinic information system.
Here, advanced tool support integrating graph transformation tools to existing tools used in prac-
tice is one aim for graph transformation technology transfer.

Model transformations from domain-specific models to more machine-centric formats (like
case study (2)) have become a necessary step towards unified and standards-based development
environments. Here, important results have been achieved in recent years concerning the syntac-
tical correctness of model transformations and their functional behaviour, i.e. termination and
uniqueness. Also, for triple graph grammars, properties concerning the consistency of source
and target models w.r.t. triple rules can be shown formally. An open problem for model transfor-
mations remains the semantical correctness, i.e. how can be shown in general that the behaviour
of the source and the target model are equivalent (see also [Erm09]).

Often, a validation by simulation is helpful to provide new insights on behavioural system
properties. Case study (3) showed that a simulation by graph transformation, supported by tools,
can help to find a suitable abstraction level and visualize model features (like molecule identities)
which are not easily seen using standard techniques and tools. Here, the problem arises that in
contrast to standard tools, a graph representation might lead to a larger memory consumption
than e.g. the standard format for chemical formulae. The general problem of scalability of the
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graph representation of models and rules has been tackled already by improving the performance
of existing graph transformation engines and experimenting with different data formats. Here,
future work will be necessary for further optimizations.

Many verification results for graph transformation systems are based on critical pair analysis.
This kernel technique is also used in case study (4), where we analyse conflicts and dependen-
cies of rules to show self-healing properties. Recently, general (nested) conditions on graphs
have been defined by Habel and Pennemann [HP0O9]. These conditions allow for a very flexible
modelling of graph rules. In this context, it remains to provide the formal background for critical
pair analysis of rules with nested application conditions.

Already, some of the “missing concepts” are topics of ongoing research projects'. We are con-
fident that the visibility of graph transformation technology in practice will be further enhanced
and that meetings between theory and practice, aided by good tool support, will be the rule rather
than the exception.
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A Termination Criterion for Graph Transformations with NACs
Paolo Bottoni, Francesco Parisi Presicce

Dipartimento di Informatica, ”Sapienza” Universita di Roma, Italy

Abstract: Termination of graph rewriting is in general undecidable, but it is possible
to prove it for specific systems by checking for sufficient conditions. In the presence
of rules with negative application conditions, the difficulties increase. In this paper
we propose a different approach to the identification of a (sufficient) criterion for
termination based on the construction of a labeled transition system whose states
represent overlaps between the negative application condition and the right hand
side that can give rise to cycles.

Keywords: DPO, termination, label transition system, model transformation

1 Introduction

Model transformations are an essential component of the model-driven approach to software de-
velopment. Graphs are a natural and intuitive way to describe models (e.g., class diagrams in
UML) and graph transformations provide a rule-based approach to their modifications. Some-
times a particular transformation needs to be applied to the target graph/model as long as match-
ings of its left hand side can be found. In such cases, it is necessary to be able to determine that
such a repeated application will eventually reach a state where the transformation is no longer
applicable. More generally, the term termination refers to the problem of determining whether
a set of rules can generate a graph/model to which none of the rules is still applicable. Ad hoc
methods have been applied to show termination of specific rewriting systems (e.g. [KHE03]).

Termination properties can be (and have been) studied for specific rewriting systems, follow-
ing the classical approach — as introduced by Dershowitz and Manna in [DM79] — of proving
termination by constructing a monotone measure function on some multiset associated to the ob-
ject to be rewritten, and showing that the value of such a function decreases with each application
of the rule. Further termination criteria use polynomial orderings, recursive path orderings, etc.
[Der87].

In a previous paper [BHPTO5], we have identified an abstract notion of termination criterion

for high-level replacement (HLR) systems, i.e. algebraic rewriting systems operating on ob-
jects and morphisms in adhesive HLR categories [EPPH06], in which rewriting is guided by
control expressions. The approach is based on a generic measure function .% : G — N, called a
(termination criterion) if it satisfies the property .7 (A +¢ B) = % (A) + 7 (¢) 7 (B) for morphisms
C — A and C — B in a specific subclass .#. A termination criterion for arule p: L <~ K — R is
such a function with .# (L) = .7 (R).
However, we have subsequently shown in [BHPO6] how the extension of this notion to rules
with negative application conditions (NACs) encounters several difficulties. In particular, we
have presented examples of pairs of rules for which no application criterion can differentiate
between a terminating and a non-terminating rule.
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In this paper, we propose a different approach to the identification of a (sufficient) termination
criterion for rules with NACs, based on the construction of a Labelled Transition Systems, where
states correspond to classes of matches of a rule with respect to all the possible intermediate
graphs between the left-hand side of a rule and a negative application condition.

2 Formal Background

We use the DPO (Double PushOut) approach to graph transformation [EEPT06], although the
approach can be adapted to the SPO (Single PushOut) approach [EL93] as well.

A graph G = (V,E, s,t) consists of a set of nodes V =V (G), a set of edges E = E(G), a source
and a target function, s,t : E — V. In a type graph TG = (Vr,Er,s” ,t7), Vr and Er are sets of
node and edge types, while the functions sT: Ep — Vy andt! : Er — Vi define source and target
node types for each edge type. A typed graph on TG = (Vr,Er,s” t7) is a graph G = (V,E,s,t)
equipped with a graph morphism type: G — TG, composed of two functions typey: V — Vr
and typeg: E — Er, preserving the source s” and the target t7 functions, i.e. typey(s(e)) =
sT (typee(e)) and typey (t(e)) = i (typege)).

A DPO rule consists of three graphs, called left- and right-hand side (L and R), and interface
graph K. Two injective morphisms' /: K — L and r: K — R model the embedding of K (con-
taining the elements preserved by the rule) into L and R. Figure 1 shows a DPO direct derivation
diagram. Square (1) is a pushout modeling the deletion from G of the elements of L not in K,
while pushout (2) models the addition to G of the elements present in R but not in K. Figure 1
also illustrates the notion of negative application condition (NAC), of the form n: L — N that a
match m: L — G must satisfy. A rule is applicable with match m: L — G if there is no morphism
q: N — G suchthatgon =m.

N<"—L<1—K—r—>R
&ml (1) kJ/ ) J{m*
1 G<f—D—s>H

Figure 1: DPO Direct Derivation Diagram for rules with NAC.

3 A Termination Criterion

We study termination of single rules with a single NAC; we leave it to future work to extend the
results to the case of multiple NACs and of rule sequences.

As we consider only non-deleting rules, we omit the K component of rules and write a rule
with a single NAC as p: N < L — R.

Consider the simple example in Figure 2.
The rule is a non-deleting rule, so it is not clear how to apply the standard approach based on

!'In this paper, when we speak of morphisms, we mean injective.
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the *consumption’ of some finite quantity. Nevertheless, the rule can only be applied a finite
(two) number of times at most, regardless of the matching chosen for the left hand side. What
decreases after each application is the difference between the left hand side and the negative
application condition.

N L R
Figure 2: A simple terminating rule.

Consider now the slightly different rule in Figure 3.
In this rule, the edges have a direction and it is no longer true that its application must always
terminate. After the first application, if the roles of the 2 nodes are reversed in the matching,
the remaning part of the negative application condition is generated. But it is also possible to
continue adding edges from node 1 to node 2, without ever generating the NAC to prevent further
applications. Notice that these additional edges do not affect the applicability or not of the rule.

©
O

Figure 3: A simple non terminating rule.

In both cases, the rule generates a graph *between’ the left hand side and the NAC. We now
abstract from the specific examples.

Let p: N < L5 Rbearule. Let 77 = {Hl,...,H/'} be the set of all graphs and (” =
{i;: H — H}'} be the set of associated morphisms such that

. . e o Y
e foreachi=1,...,k, there exist morphisms L — H’ = N.

Ca L _ L3 N _ pi o )N
° foreachz,]—l,...,k,hj—hioh’jandhi —h’johj.
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Note that the set is not empty since it includes L = H} and N = H,f with the identity morphisms
and h}( =n.

Let V., be the set of nodes in L. Let M, = {m;,...,m,} be the set of matches of V;, into itself,
including the identity idy, = m;.

We now construct a Labelled Transition System .27 = (S,A, —) as follows:

1. S contains a state s; for each graph H € #P. Each s; induces a classification function
¢; for matches of p such that ¢;(m;) = true iff m; can be extended to a match on H/, but
not to a match on any other H} € J, \({H{ ,H} U{H'|3K} : H — H'}),i.e. H] is the
biggest graph to which m; can be extended.

2. A contains a label p’, i = 1,...,r for each morphism in M; .

!
3. —C §x S is such that s; = s ; if the application of p with match m; on graph H’
produces a graph for which c¢;(m;) = true.

We say that p:

e should terminate simply if there exists a chain from s; to s in Z? with all transitions
labeled with p;.

e may terminate simply if there exists a chain from s; to s; in .£P with at least one label
different from p;.

e does not terminate simply if there is no chain from s; to s; in Z7.

In the definition above, by chain we mean a path which does not contain the same state twice.

We now consider the variation on the number of possible matches induced by the application
of rule p on its minimal context. To this end, let @ | - |: S — N be a function which associates
with each state the number of matches for p on the graph H! prior to application of p and with
| - |: S — N the function defining the number of matches on H/ after the application of p.

We use these functions to identify the effect of each transition from a path in .£” on the
number of matches for the graph represented by the state.

We say that p:

o must terminate if it should terminate simply and for all states s; in the path | s; | < @ | 5; |.

e may terminate if it may terminate simply and for all states on the path | s; | < @ | s; | after
each transition on the path.

e does not terminate if it does not terminate simply or it should or may terminate simply,
but there is at least one state on a path from s; to s; for which | s; | > @ | s; |, for some
transition on the path.
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4 Examples

We present here some examples to illustrate the different cases which may occur. We use mean-
ingful labels for states to describe the corresponding graph H. The state s; is indicated with an
arrow, and the state s; with a pair of concentric ovals.

In the Figures, we report the variations of the cardinality of matches for the source states of
the transitions, or for states whose number of matches is affected by the transition, even if the
transition does not involve the state. All other cardinalities are assumed to remain equal.

Figure 4 re-proposes the case (already seen in Figure 2) of a rule which must terminate, since
there is a path with all transitions labeled p' and for all the states in the path the cardinality of
the matches decreases.

N L
®
p -— —
©)
1

p' P
— NoEdge OneEdge TwoEdge

|MoEdge =& [MoEdge|-1 |OneEdge|=i@|OneEdgel-1
Figure 4: A terminating rule.

Figure 5 also presents the case (already seen in Figure 3) of a rule which may terminate. In this
case, there is a path from s; to s; and for all the states in the path the cardinality of the matches
decreases if the transition making the path progress is taken. But the loops on the middle 2 nodes
indicate that the application may not terminate (on the loops, the cardinality of the matches does
not decrease).

Figure 6 presents a case of a rule which should terminate simply, as there is a path which
consumes the possibility of rule application on the original match, but does not terminate, as the
number of matches for the rule increases at each application of p.

The same situation occurs in Figure 7. However, it is interesting to notice that in the rule of
Figure 6 there is no relation between R and N, while in the rule of Figure 7 we have N C R.

However, Figure 8 shows how the existence of an injection of N into R is not sufficient to
discriminate between terminating and non-terminating rule. Indeed, rule p in Figure 8 presents
a situation in which the rule must terminate. It is important to observe how no single function F
from graphs to natural numbers, which is a termination criterion for rules without NACs could
be used to discriminate between the two cases. The difference between the two cases is in fact
that in the rule of Figure 7, the number of matches increases, whereas in Figure 8 it decreases.

A rule which must terminate, where R C N, is presented in Figure 9. Compare this to the
case in Figure 10, where again R C N, but the rule may terminate, as choosing a different match
after iterating application of the rule with the same match, leads to the state H/, labeled here as
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|[Edge21=@|Edge21| F9

Figure 5: A rule which may terminate.

N L R
P -— — |
p' p'
— NoEdge OneEdge TwoEdge

[OneEdge =@ |OneEdye|-1

|NoE dge =g |MNoEdge [+1
|MoE dge |=@|MoEdge|+3

Figure 6: A rule which should terminate simply, but does not terminate.

TwoLoop.

5 Related Work

Termination of (string) rewriting systems has been studied for over 30 years (see [DM79] for
example). Much more recent is the interest in termination of graph transformation systems.

One of the earlier applications is to program optimization and can be found in [AssO0], (sub-
mitted for publication a few years earlier) where termination criteria are defined for 2 specific
types of rules. One kind is a deleting rule, which must remove at least one item from a specific
subgraph: since graphs are finite, the removal must eventually stop. The other kind is a nondelet-
ing rule that must add at least one edge incident to a node with a specific label: since no pair of
nodes can have more than one edge with the same label, the addition must eventually stop and
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(rotonp (e

[MoLoopl=&@|MoLoop|+1

Figure 7: A rule which should terminate simply, but does not terminate, with N C R.

1
ot

IMoEdgel=@ MoEdge|-1

Figure 8: A terminating rule, with N C R.

so is the applicability.

The general problem of termination for graph rewriting has been tackled by Detlef Plump in
[P1u98], where he proves that it is an undecidable problem. Although the framework deals only
with ’plain’ transformation rules (i.e., without application conditions), we expect the result to
hold in general, for example by using trivial conditions alwasy satisfied.

Ad hoc sufficient conditions have been analyzed for special cases. In layered graph transfor-
mation systems [HKJ"06] the different types of rules are grouped, establishing an application
order. In each of the 2 kinds of layers (deleting and non-deleting) there are no infinite derivation
sequences with injective matchings. Each rule in a deletion layer must delete at least one item,
but not a newly created one. Each rule in a non-deletion layer cannot delete items, cannot be
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ppp

INoLoopl=@|NaLoopl-1 |OneLoopl=iE@|COneLloopl-1 |Twoloop|=@ Twoloopl-1

Figure 9: A terminating rule, with R C N.

[MoLoopl=@|NoLoopl-1 SndlL

oop
|SndLoopl=|SndLoopl| ‘ F;

|ShdLoop =@ |Sndloopl-1

Figure 10: A rule which may terminate, with R C N.

applied twice with the same match and cannot use a newly created item for the match. A finite
number of layers and a finite initial graphs guarantee termination.

More recent research [DSH06] uses a similar idea to the one presented here. A Graph Trans-
formation System is abstracted by ignoring certain structure in a graph and used to define a Petri
Net to represent the number of elements of a certain type. Transitions correspond to rule ap-
plication with ’consumption’ of elements (and reduction of tokens). Termination of the GTS
corresponds then to the Petri Net exhausting its tokens.

Comments on some of these approaches and others can be found in [Asz07].
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6 Concluding Remarks

In this paper we have discussed an approach to analyze termination properties of transformations.
We have focused on the termination of a single rule expression of the form asL.ongAsPossible
R, for a non-deleting rule R. Termination of plain transformation rules (i.e., rules without appli-
cation conditions) usually depends upon a function which measures the consumption of a finite
commodity and whose value decreases at each application of the rule. When application condi-
tions are present, we can also measure the (hopefully decreasing) distance between the context
and the negative application condition. This is what the steps in the LTS represent.

The examples presented in this paper are necessarily small. What we have not investigated
(yet) is the feasibility of the approach to real problems, and in particular the complexity of the
LTS relatively to the size of the negative application conditions. A systematic (hence automatic)
way to construct the LTS would also be necessary.

Although the discussion and the examples are stated in terms of graphs, no specific prop-
erties of graphs are used, but only morphisms and their extensions. The approach can easily
be extended to model transformations in high-level replacement (HLR) systems, i.e. algebraic
rewriting systems operating on objects and morphisms in adhesive HLR categories [EPPHO6].
The extension to multiple NACs should also be straigthforward (with appropriate combinations
of the "'measuring’ functions) while we expect rule sequences to require other ideas.
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Formal Modeling and Analysis of Flexible Processes
using Reconfigurable Systems

K. Hoffmann'*, T. Modica?, J. Padberg'

Hochschule fiir angewandte Wissenschaften, Hamburg!
Technische Universitit Berlin, Germany?

Abstract: In emergency scenarios we can obtain a more effective coordination
among team members constituting a mobile ad hoc network (MANET) through the
use of reconfigurable systems. This means that cooperative work can be adequately
modeled by low level and high level Petri nets with initial markings and the net
structure can be adapted to new requirements of the environment during run time
by a set of rules. In this paper we give main requirements for flexible processes in
MANETs and show how to realize them using the formal notions of reconfigurable
systems. The main part presents a case study in the area of emergency management
and demonstrates the advantages of our approach which allows the dynamic adap-
tion of processes in mobile environments. In this context we also discuss the main
results achieved for reconfigurable systems and outline some interesting aspects of
future work.

Keywords: mobile ad hoc network, reconfigurable system, Petri net, rule based
transformation, algebraic higher order net

1 Introduction

As the adaptation of systems to changing environments gets more and more important processes
that can be modified at run time have become a significant topic in the recent years especially
in the area of mobile ad hoc networks (MANETS). MANETSs are networks of mobile devices that
communicate with one another via wireless links without relying on an underlying infrastructure
e.g. as in emergency/disaster scenarios where an effective coordination is crucial among teams
and team members to stabilize the situation and reduce the probability of secondary damage as
well as to provide emergency assistance for victims.

As noticed in the context of the research project WORKPAD! the situation in such scenarios is
complicated by the fact that the common goal is reached by different teams belonging to different
organizations. Moreover each team member should carry on specific activities while the different
teams collaborate through the interleaving of all the different processes. Normally processes in
mobile environments are not fixed once and for all at build time but constantly adapted at run
time e.g. to predict situations of disconnection or to restructure specific parts and activities.

For the effective coordination among teams and team members a suitable process definition
language is desirable that supports an adequate modeling of processes and their modifications.

* This work has been partly funded by the research project forMA|NET (see tfs.cs.tu-berlin.de/formalnet/) of the
German Research Council.
I www.workpad-project.eu
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But as recognized e.g. in the context of the graduate school METRIK? the workflow oriented
view on processes in emergency/disaster scenarios is a novel line of research and up to now there
exists only a few approaches especially designed for such an application area.

In [HEMOS5, PHE 07, EHPPO7, EKPEO7, BHP07] the rule based approach of reconfigurable
place/transition (P/T) systems is introduced, so that the modification of processes is realized at
run time by a set of rules. The formalism of algebraic higher order systems follows the paradigm
“nets and rules as tokens” and represents a meta model for reconfigurable P/T systems where
process execution and process modification is distinguished by the use of specific transitions.

This paper is organized as follows: in Section 2 we give a characterization of main require-
ments for flexible processes in emergency/disaster scenarios in order to review the formal notions
and results of reconfigurable systems in Section 3 and compare them with the listed requirements.
To demonstrate the advantages of our approach we illustrate in Section 4 reconfigurable systems
by a case study in the area of pipeline emergencies. Finally in Section 5 we conclude with a
discussion of some interesting aspects of future work.

2 Flexible Processes in MANETS

This section presents a characterization of main requirements for flexible processes in emer-
gency/disaster scenarios. Based on the fundamental requirements for process definition lan-
guages called perspective in [AWWO03] these perspectives are improved to fit in our intended
application area. Summarizing a process definition language should cover the process perspec-
tive, informational perspective, organizational perspective, functional perspective, and opera-
tional perspective [AWWO3].

The process perspective concentrates on the control flow, i.e. the start conditions and the
order of activities that have to be executed. The Workflow Management Coalition® identifies
some basic types of relationship between activities: sequential, parallel, conditional, and iterative
routing. Following the approach in [KFP06] in a completely decentralized system as in MANETS
each activity could be in addition in one of the following states :

e Received: a start conditions has arrived from the previous team member and is waiting
until all conditions are true and the current team member is available to start running it.

e Initiated: a new process instance has just started, this is where the team member starts it
because all start conditions are true.

e Running: the team member is running the activity.

e Aborted: the team member failed to complete the activity either because the team member
is disconnected or for any other reason.

e Completed: the team member completed the activity.

e On-Hold: the activity is completed but the next team member is not available yet to receive
his/her start conditions.

e Rejected: the team member rejects to complete the given activity.

2 metrik.informatik.hu-berlin.de/grk-wiki
3 www.wfmc.org
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Moreover in a mobile environment movement activities concerning the network connectivity
can be separated from activities concerning the intended process.

The informational perspective concentrates on the data flow, so that data dependencies be-
tween activities are characterized by input and output parameters. On the one hand control data
is used for process management purposes and on the other hand production data subsumes in-
formation objects like documents, questionnaires and forms. In MANETs information about the
geographic area is especially important e.g. to localize positions of team members or to predict
situations of disconnection.

The organizational perspective is typically defined by roles, groups and other artifacts clar-
ifying organizational issues. Because in emergency/disaster scenarios different teams belong
to different organizations, the inter-organizational aspect should be respected. In addition, in
MANETS the network topology typically represented as topology graphs [AZ03] both influences
and is influenced by the process.

The functional perspective prescribes the decomposition of a process into smaller units often
represented by a hierarchical structure.

Finally, the operational perspective depends on the technical environment, so that elementary
operations are performed by resources and applications. Based on the observation in [KFP06] in
a mobile environment the team member can be on line, i.e. he/she can receive new work, or off
line, where the team member is not available to receive new work. In this case new activities may
be on hold until the team member returns on line or even allocated to alternative team members.
Team members before permanently leave may notify this otherwise the team leader may decide
to treat any other team member failing to respond as permanent. For activities where the team
member is temporarily off line, the execution of the process will continue, if possible. In this
case when the team member returns some synchronization may be required or alternatively the
execution will have to wait until the team member returns.

From a practical point of view processes in MANETSs often have to be restructured e.g. be-
cause of unforeseen events or to maintain the network connectivity resulting in a highly dy-
namical modification of processes. In [AWWO3] three issues to dynamic change of processes
are addressed. By constrained flexibility certain properties should be preserved during process
adaption while instance change refers to the modification of process instances at run time. Fi-
nally instance migration are based on simultaneous changes of both process schemes and process
instances.

In addition dynamic changes are grouped into ad hoc changes, i.e. changes are responses to
unforeseen exceptions, and pre-planned and evolutionary changes, i.e. changes are known at
build time (see e.g [AWWO03, RRD04]). Besides others in [SMOO00, Ros07] a minimal set of
change operations are characterized:

e inserting a new activity where also bridging actions may be used to keep network connec-
tivity,

e removing an existing activity,

e modifying the order of activities, and

e modifying activity properties like data requirements, underlying applications, temporal
constraints, resource allocation, or reassignment of activities from one team or member to
another.
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Processes have to be analysed (see e.g. [AWWO3]) for verification purposes, so that some
form of correctness criteria, i.e. different properties on a syntactical and/or semantical level, has
to be satisfied and can be checked. In contrast validation verifies processes with respect to the
intended and typically informally formalised process and performance analysis is realized by
simulating processes to detect e.g. potential deadlocks or livelocks.

3 Reconfigurable Systems

In this section we compare reconfigurable systems with the requirements listed in the last section
and present the results achieved for reconfigurable place/transition (P/T) systems in [HEMOS,
PHE 07, EHPP07, EKPEO7, BHPO7].

A P/T system is a P/T net with an initial marking. P/T nets, P/T systems and their variants
are an established process definition language (see e.g. [Ell79,vdA03]) providing constructs of
the process perspective. While P/T nets represent process schemes, P/T systems describe the
behavior of process instances due to their initial markings. Activities are modeled by transitions
while the control flow is reflected by arcs between places and transitions. Places can be seen as
pre and post conditions for activities and source places with an empty pre domain can be used as
start condition for the process. The Workflow Patterns Initiative* [AHKBO0O] presents a number
of patterns for the relationship between activities following not only the basic types identified by
the Workflow Management Coalition but also more advanced constructs.

The concept of reconfigurable P/T systems was introduced for modeling changes of the net
structure by rule based transformations while the system is kept running. For rule based trans-
formations of P/T systems we use the framework of net transformations [EEPT06, EHPPO7]
following the double pushout (DPO) approach of graph transformation systems [Roz97]. The
basic idea behind net transformation is the stepwise development of P/T systems by given rules.
Think of these rules as replacement systems where the left hand side is replaced by the right hand
side while preserving a context. In reconfigurable P/T systems not only the follower marking can
be computed but also the net structure can be changed by rule applications and we obtain new
P/T systems that are more appropriate with respect to some requirements of the environment.
In detail a reconfigurable P/T system ((PNy,M;),RULES) consists of a P/T system (PNy,M;),
where PN is a P/T net with initial marking M}, and a set of rules RULES.

Rules and transformations in the DPO approach are based on morphisms preserving on the
one hand firing steps and requiring on the other hand that the initial marking at corresponding
places is increasing or even stronger. An application of a rule is called a transformation step and

describes how an object is actually changed by the rule. In general a rule prod = ((L,M}) L
(K,My) = (R,Mp)) is given by three P/T systems called left hand side, interface and right
hand side, respectively, and a span of two P/T morphisms / and r. We additionally need a

match morphism (L, M) = (PNy,M;) that identifies the relevant parts of the left hand side

. . . rod. 1
(L,My) in the P/T system (PN;,M;). Now a direct transformation (PN, M) (prodym) (PN, M)

via prod € RULES and m can be constructed in two steps. We delete in a first step those elements

4 www.workflowpatterns.com
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from (PN;,M,) which are identified by the match m but not preserved by the interface (K, Mk)
leading to the intermediate P/T system (PNy,Mp). In a second step we glue together the P/T
systems (PNy,My) and (R,Mg) along the interface resulting in the new P/T system (PN,, M>).

The DPO approach does not allow the treatment of unmatched transitions at places which
should be deleted. In this case the so called gluing condition forbids the application of rules.
Furthermore items which are identified by a non injective match must be preserved by rule ap-
plications. Note that a positive check of the gluing condition makes sure that the intermediate
P/T system is well defined.

The rule based approach of reconfigurable P/T systems supports dynamic changes in the sense
that the concept of instance change is formalised by the application of appropriate rules realising
the insertion of new activities, removing of existing activities or changing the order of activi-
ties. Because rules are fixed at build time the concept of reconfigurable P/T system supports
pre-planned and evolutionary changes. To support constraint flexibility the set of rules can be re-
stricted to property preserving rules [PU0O3], so that safety and liveness properties are preserved
by rule applications.

The main result in [EHPPO7] concerns the formal foundation for transformations of P/T sys-
tems based on the framework of adhesive high level replacement (HLR) systems [EEPTO6,
EHPPO6]. Adhesive HLR systems have been recently introduced as a new categorical frame-
work for graph transformation in the DPO approach. They combine the well known framework
of HLR systems with the framework of adhesive categories introduced in [LLSO5]. The main
concept behind adhesive categories are the so called van Kampen squares. These ensure that
pushouts along monomorphisms are stable under pullbacks and, vice versa, that pullbacks are
stable under combined pushouts and pullbacks. Note that a pushout can be seen as a gluing
construction of two objects over a specific interface, while a pullback is dual to a pushout in
the sense that a pullback construction extracts the common part of two objects. In the case of
adhesive HLR categories the class of all monomorphisms is replaced by a subclass of monomor-
phisms closed under composition and decomposition.

Within the framework of adhesive HLR systems there are many interesting results concerning
the applicability of rules, the embedding and extension of transformations, parallel and sequen-
tial dependence and independence, and concurrency of rule applications. The concept of parallel
independence states that two transformation steps are not in conflict while two consecutive trans-
formation steps are sequentially independent if they are not causally dependent. Provided that
the relevant conditions are satisfied two alternative transformation steps may be swapped and
each of them can still be applied after the other has been performed. Since we have shown
in [EHPPO7] that P/T systems form a weak adhesive HLR category, we can apply these results
to reconfigurable P/T systems.

Based on the observation of parallel and sequential independence of rule applications the main
results in [EKPEQ7] deals with conflict situations between transformation and token firing. The
traditional concurrency situation in P/T systems without capacities is that two transitions with
overlapping pre domain are both enabled and together require more tokens than available in the
current marking. As P/T systems can evolve in two different ways the notions of conflict and
concurrency become more complex. Assume that a given P/T system represents a certain system
state. The next evolution step can be obtained not only by token firing but also by the application
of one of the rules available. Hence the question arises whether each of these evolution steps
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p1 : System P2t Rules

token game n n transformation

. r
t : Transitions > m;lMor
codm=n
enabled(n,t) =tt fire(n,t) transform(r,m) applicable(r,m) = it

(AHO SYSTEM-SIG,A)

Figure 1: Algebraic higher order system

can be postponed after the realization of the other, yielding the same result, and if they can be
performed in a different order without changing the result.

In [EKPEOQ7] we have presented conditions for (co-)parallel and sequential independence and
we have shown that in specific cases firing and transformation steps can be performed in any or-
der, yielding the same result. We have correlated these conditions, i.e. that parallel independence
implies sequential independence and, vice versa, sequential (coparallel) independence implies
parallel and coparallel (parallel and sequential) independence. The advantage of the presented
conditions is that they could be checked at a syntactical and local level instead of semantical and
global one. Thus they are also applicable in the case of complex reconfigurable P/T systems.

In [HEMOS5] we have introduced the paradigm nets and rules as tokens” by a high level model
with suitable data type part. The model called algebraic higher order (AHO) system exploits
some form of control not only on rule application but also on token firing. In general an AHO
system is defined by an algebraic high level net [PER95] with system places and rule places as
for example shown in Fig. 1 where a marking can be given by suitable P/T systems and rules,
respectively, on these places. For a detailed description of the data type part, i.e. the AHO
SYSTEM-signature and corresponding algebra A, we refer to [HEMOS5].

In the following we review the behavior of AHO systems according to [HEMOS5]. With the
symbol Var(t) we indicate the set of variables of a transition 7, i.e. the set of all variables
occurring in pre- and post domain and in the firing condition of ¢. The marking M determines
the distribution of P/T systems and rules in an AHO system which are elements of a given higher
order algebra A. Intuitively P/T systems and rules can be moved along AHO system arcs and can
be modified during the firing of transitions. The follower marking is computed by the evaluation
of net inscriptions in a variable assignment v : Var(t) — A. The transition ¢ is enabled in a
marking M, if and only if (z,v) is consistent, that is if the evaluation of the firing condition is
fulfilled. Then the follower marking after firing of transition ¢ is defined by removing tokens
corresponding to the net inscription in the pre domain of ¢ and adding tokens corresponding to
the net inscription in the post domain of ¢.

The transitions in the AHO system in Fig. 1 realize on the one hand firing steps and on the
other hand transformation steps as indicated by the net inscriptions fire(n,t) and transform(r,m),
respectively. To compute the follower marking of P/T systems we use the transition token game
of the AHO system while the transition transformation is provided for changing the structure of
P/T systems. In this way process execution and process modification is distinguished by these
two transitions.

The pair (or sequence) of firing and transformation steps discussed in [EKPEQ7] is reflected
by firing of the transitions one after the other in our AHO system. Thus these results are most
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important for the analysis of AHO systems.

Using P/T systems as tokens AHO systems focus on the process perspective. To integrate the
informational perspective we can use high level nets as tokens themselves, i.e. the data type part
is extended by algebraic high level nets and corresponding rules. Analogously the organizational
and operational perspectives can be added following e.g. the approach in [AWO01]. So activity
properties like data requirements and the reassignment of activities from one team member to
another can be modified by the applications of suitable rules. For the functional perspective the
formalism of AHO systems can be adapted using the hierarchy concept of Coloured Petri Nets
(see [Jen96]).

To consider ad hoc changes of processes the modification of rule tokens requires an extension
not only of the data type part but also of the net structure as introduced in [HPMO5], so that the
definition of new rules by reusing existing rules is supported at run time by different operations
like inheritance [PPO1].

While the AHO system in Fig. 1 deals with one layer for reconfigurable P/T systems, in
[PHE"07] we follow the observation that processes in MANETs consists of different aspects.
Thus we separate movement activities from general activities and allow a local view of team
members. This leads to an AHO system with different layers each of them equipped with its own
P/T system and set of rules. Moreover the notion of layer consistent environment states that the
views in each layer fit together realizing one form of instance migration. In [BHP07] we extend
this approach to allow the introduction of new team members by more advanced changes at each
layer.

Because reconfigurable P/T systems and AHO systems are formalized on a rigorous math-
ematical foundation and have a clear formal semantics, several results as described above are
provided to analyse systems in the sense of formal verification. These results present a line of re-
search and there is a large amount of most interesting and relevant open questions directly related
to the work presented here. We plan to develop a tool to support simulation and analysis aspects
for our approach. For the application of net transformation rules this tool will provide an export
to AGG”, a graph transformation engine as well as a tool for the analysis of graph transformation
properties like termination and rule independence. Furthermore the token net properties could
be analyzed using the Petri Net Kernel [KWO01], a tool infrastructure supporting different Petri
net classes.

4 Emergency/Disaster Scenario

In this section we illustrate the main idea of reconfigurable systems by a case study of a pipeline
emergency scenario where an unknown source of a natural gas leak is detected in a residential
area®: A postal worker delivering mail in a residential street smells a strong odor of gas. She
immediately notifies the fire department. A single engine company is dispatched by the fire
department with four firefighters leaded by one company officer. At the scene the postal worker
meets the company officer and describes the problem. He calls the gas company and requests
an additional law enforcement officers to control traffic into the area. While three firefighters

3 tfs.cs.tu-berlin.de/agg
6 www.pipelineemergencies.com
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evacuate the homes in the immediate area and afterwards deny entry to this area, another one
reads the gas indicator and detects that the gas is highest in front of a home located on 114
Maple Street. After electricity and gas lines are shut off to each home the fire department stand
by with fully charged hose lines and wait for the arrival of the gas company.

The cooperative process enacted by the firefighter company is depicted as P/T system (PN, M)
in Fig. 2. To start the activities of the firefighter team the follower marking of the P/T sys-
tem (PN, M;) is computed by firing the and-split-transition and we obtain the new P/T system
(PNy,M}) in Fig. 3.

Next we focus on dynamic changes while the process is running. The three firefighters re-
sponsible for the evacuation process need more detailed information how to proceed. So the
company officer gives the instruction that first of all the residents are notified of the evacuation.
Afterwards the firefighters should assist handicapped persons and guide all of them to the ex-
tend possible. To introduce the refinement of the Evacuate homes-transition into the P/T system
(PNy,M}) we provide the rule prodeyacuare in Fig. 4. The marking My, of the P/T system in the
left hand side of prod,,qc.qare demands that the evacuation process is not yet started because there
is one token in the pre domain of the Evacuate homes-transition. The application of the rule is
given as follows: the match morphism m; is given by the obvious inclusion and identifies the
relevant parts of the left hand side (L;,My,) of rule prodevacuare in (PNy, M} ); next, the Evacuate
homes-transition is deleted and we obtain an intermediate P/T system (PNy,Mp); then, the tran-
sitions Notify residents, Assist handicapped persons and Guide persons together with their (new)

environment are added leading to the P/T system (PN,,M,) in Fig. 5. Thus we obtain the trans-

. devazruzlte ”
formation step (PN, M) (pro — ) (PNy,M,). Afterwards the firefighter company proceed

with their activities and we obtain the P/T system (PN,,M}) in Fig. 6 by firing the corresponding
transitions.

After the problem identification the odor of gas grows stronger and the firefighter takes an
additional reading of the gas indicator and informs the company officer about the result, so
that the company officer is able to determine if the atmosphere in the area is safe, unsafe, or
dangerous. To extend our process by these additional activities we use the rule prodgpqiyse in Fig.
7 where the marking M;, in the left hand side indicates that the problem location is identified.

By the application of the rule we obtain the transformation step (PN,,M}) (pmd@;g”m (PN3,M3)
where the new P/T system (PN3,Ms3) is depicted in Fig. 8.

Based on the additional results of the gas indicator the company officer analyses that the atmo-
sphere in this area is over the lower explosive limit and thereby more dangerous than expected.
He determines that the best course of action is to call for additional resources to maintain the iso-
lation perimeter and expand the area of evacuation as a precaution. So, in a next step the follower
marking of the P/T system (PN3, M3) is computed by firing the Additional reading- and Analyse-
transitions leading to the P/T system (PN3,M§) in Fig. 9. Afterwards the rule prod,panq depicted
in Fig. 10 is applied to the P/T system (PN3,M}) resulting in the new P/T system (PNs,M4) in
Fig. 11.

Summarizing, at the beginning our reconfigurable P/T system consists of the P/T system
(PNy,M,) in Fig. 2 and the set of rules depicted in Figs. 4, 7 and 10. Let the reconfigurable P/T
system be the initial marking of the AHO system in Fig. 1, i.e. the P/T system (PN;,M;) is on
the place p; while the marking of the place p, is given by the set of rules. To compute the fol-
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(PNy,My)

Evacuate homes in

the immediate area

Shut off electricity
and gas lines

Stand by with fully
charged hose lines

Waiting for the arrival
of the gas company

O

Figure 2: Process (PN;,M;)
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lower marking of the P/T system we use the transition token game of the AHO system. First the
variable n is assigned to the P/T system (PN;,M;) and the variable ¢ to the and-split-transition
that is enabled, so that the firing condition is fulfilled. Due to the evaluation of the term fire(n,t)
we obtain the new P/T system (PN;, M) in Fig. 2.

For changing the structure of P/T systems the transition transformation is provided in Fig. 1.
Again we have to give an assignment v for the variables of this transition, i.e. variables n, m
and r, where v(n) = (PN;,M}), v(m) = m is a suitable match morphism and v(r) = prodeyacuate
(see Fig. 4). The firing condition cod m = n ensures that the codomain of the match morphism
is equal to (PN, M) while the second condition applicable(r,m) checks the gluing condition,
i.e. if the rule prod,,cuae 1S applicable with match m;. Afterwards the transformation step is
computed by the evaluation of the net inscription transform(r,m) and the effect of firing the
transition fransformation is the removal of the P/T system (PN;,M}) from place p; and adding
the P/T system (PN, M>) in Fig. 5 to it.

Analogously we proceed with the computation of the follower markings and dynamic adaption
of our process as described above. After several firing steps of the transitions foken game and
transformation we obtain the reconfigurable P/T system consisting of the P/T system (PN, My)
(see Fig. 11) and the original set of rules.

To analyse the reconfigurable P/T systems we apply the results presented in [EKPEO7] and

. . . . . devacua [}
described in the previous section. For example the transformation step (PN, M) (pro =g ™)

(PN, M,) is parallel independent of the firing step given by the Reading gas indicator-transition
because the transition is not deleted by the transformation step and the marking of the P/T system
(PN, M i) is unchanged by the application of the rule prod,,qcyqre- Moreover the pair of transfor-
mation and firing steps is sequentially independent because the Reading gas indicator-transition
is not created by the transformation step. Thus the pair of steps may be swapped and each of
them can be applied after the other has been performed leading to the same result.

In the context of our AHO system in Fig. 1 this observation is reflected by an independent fir-
ing of the transitions token game and transformation, i.e. the sequential firing of these transitions
leading to the same result independent of the order these transitions are fired.

The pair of consecutive steps given by firing the and-split-transition in (PN;,M;) and the

. devaz‘uale 9y . . .
transformation (PN, M) (prodesagre.m) (PN, M,) is sequentially dependent because the marking

of the left hand side of prod.,qcuq.e demands a token in the pre domain of the Evacuate homes-
transition.

Further situations of independent and dependent firing and transformation steps are illus-
trated in Fig. 12 where, however, the traditional concurrency situation of transitions and trans-
formations, respectively, is not shown. Note that e.g. the two consecutive transformations

d@V(lCU([ (] dana yse ' . .
(PNy,M?) (prodesuagie.m) (PNy,M2) and (PN,,M3) (produmaiye.m2) (PN3,M3) are sequentially inde-

pendent because the overlapping of the right hand side of prode,qcuqre and the left hand side of
Prodanaiyse in (PN2,M22) is included in the intersection of the interfaces.
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(PNy,M})

Evacuate homes in
the immediate area

Call the gas company

Reading the
gas indicator

Figure 3: Relevant part of process (PN;, M)
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the immediate area
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the extend possible

Figure 4: Rule prod,,acyate
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(PN, M>)

Notify residents
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the extend possible

|

Call the gas company

Reading the
gas indicator

Identify the location

gas is highest

Shut off electricity
and gas lines

Waiting for the arrival
of the gas company

Figure 5: Process (PN>, M)
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®

Request to control
traffic into the area

Identify the location
gas is highest

Figure 6: Relevant part of process (PN, M))

Ly My,)

Shut off electricity
and gas lines

(KZ’MKZ )

O O @

(Ry.Mp, )

Additional reading
the gas indicator

Analyse results shut off electricity
and gas lines

Figure 7: Rule prodaaiyse
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(PN3,M3)
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Figure 8: Process (PNz,M3)
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(PN3,Ms3)

()

Analyse results

Figure 9: Relevant part of process (PN3, Mj)
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Figure 10: Rule prodexpana
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5 Conclusion

In this paper we have given main requirements for flexible processes in emergency/disaster sce-
narios in order to show that most of them are realized by reconfigurable systems, a rule based
formalism based on the one hand on low level and high level Petri nets with a suitable marking
and on the other hand on the categorical framework of weak adhesive high level replacement
systems. As future work, it would be important to investigate and verify additional requirements
necessary for flexible processes in emergency/disaster scenarios and mobile environments.

The main part of this paper presents the case study in the area of pipeline emergencies where
dynamic changes of the process are realised at run time by rule applications to express the re-
finement and insertion of activities. Note that our processes focus on the intended activities
and exclude movement activities because the network connectivity is assured due to the lim-
ited perimeter of the affected area and the use of cell phones and radio devices. Nevertheless,
the scenario could be extended in such a way that the problem is located beyond the range of
these equipment and several team members have to follow other ones to avoid a situation of
disconnection.

One aspect of future work is integration of the informational and organizational perspectives
into our formalism because within our case study these aspects become most relevant. In fact
process modifications in our case study depend on the exchange of messages and data concerning
a detailed instruction of the evacuation process, the results of reading the gas indicator and the
final analysis of these results by the company officer. In addition the processes enacted by the
gas company and the law enforcement officer have to be taken into account, so that the different
teams collaborate through the interleaving of all the different processes to achieve the common
goal.
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Abstract: We present second-order value numbering, a new optimization method
for suppressing redundancy, in a version tailored to the application for optimizing
the decision procedure of jMosel, a verification tool set for monadic second-order
logic on strings (M2L(Str)). The method extends the well-known concept of value
numbering to consider not merelglues, but semantics transformers that can be
efficiently pre-computed and help to avoid redundancy at the 2nd-order level. Since
decision procedures for M2L are non-elementary, an optimization method like this
can have a great impact on the execution time, even though our decision procedure
comprises the analysis and optimization time for second-order value numbering.
This is illustrated considering a parametric family of hardware circuits, where we
observed a performance gain by a factor of 3. This result is surprising, as the design
of these circuits exploits already structural similarity.

Keywords: Program Analysis and Optimization, (second order) Value Numbering

1 Introduction

Value numbering is a well-known compiler optimization technique used to efficiently detect
and eliminate redundant code by identifying equality of valuesS1Q AWZ88]. Considering

this (first order) concept there is a natural generalization to second-order (or even higher-order
in general): rather than considering just values, one could lift the analysis to second-order by
consideringsemantics transformers, which may then be efficiently pre-computed and help to
avoid redundancy at the second-order level.

In this paper we introduce second-order value numbering and illustrate its impact by applying
it to improve the decision procedure of jMos@WMSO0€], a verification toolset for monadic
secom-order logic on strings (M2L(Str)). M2LGhu63 is an extremely expressive specification
language with a non-elementary decision procedure. This makes jMosel a good candidate for
our new optimization technique, as there is room even for ambitious optimizations due to the
huge leverage potential. Our experiments support this judgement: we observed a performance
gain of a factor of three when analyzing a parametric family of hardware circuits, despite the fact
that the optimized decision procedure includes the analysis and optimization time for 2nd-order
value numbering as well. This result is surprising, as the design of these circuits exploits already
structural similarity. - Please note that our technique is quite general, and not restricted to the
considered application domain.
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This paper is organized as follows: Sectidprovides an introduction to the jMosel toolset
including the definition of its syntax and semantics. First-order value numbering in the jMosel
context is explained in SectioB, while Section4 introduces second-order value numbering
togeher with a detailed discussion of a minimal example. Subsequently, Sédtiostrates our
new mehod along a realistic case study, before we conclude with Se@tion

2 JMosel

jMosel is a toolset for monadic 2nd-order logic on stringRI (Str)) that computes the semantics

of a formula in terms of a finite state automaton. In this sense, it can be seen as a compiler
form this logic into automata models. A detailed presentation of the tool can be found e.g. in
[TWMSO04. Its underlying concepts and the predecessor MoSeL have bessmped in [Mar96,
KMMG97]. The following subsections summarize the required backgroleditgMosel and

M2L.

2.1 Syntax

jMosel’s several user-level logics are built on top of the followMinimal Logic, which already
provides the full expressive power of M2L (on strings):

T = 1Id
A = subseteq(T,T) | shifteq(T,T)
F:=A | "F | F&F | exld F | (F

In this BNF, the non-terminal denotes 2nd-order terms in form of (2nd-order) varialbtes
Atomic predicate#\ allow comparisons in terms of subset relation and equality after bit-shifting,
while jMosel’'s minimal logic formulas, denoted by the non-terminal and start syfmblohy be
constructed using the standard operators of (a minimal) first-order logic.

2.2 Semantics

In (M2L(Str)) formulas are interpreted as sets of (ordered) positions in a string of arbitrary, but
finite length, which can be conveniently described as finite bitvectors, i.e. a finite word over
the alphabef{0,1}. One often refers to the interpretation of these bitvectors as characteristic
functions that describe subsets of a given ordered set. Typical is their interpretation as finite set
of natural numbers, illustrated in Figuie

position: 0, 2, 3, $
setX: {® o o o)
X|1{0(1]1(0]| ... |1

Figure 1: A set of positionset X ard the corresponding bit vectot:

The bit vector corresponding to a string varialdehas value 1 at position iff n € Ny is
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included inX, and \alue 0 otherwise. The figure shows a Xetontaining the positions 0, 2, 3
and $, its representation as a characteristic set, and its corresponding bit vector. Here, the symbol
$ stands for the last position in the parametric string, and therefore marks the last bit in the bit
vector; a special symbol for this last position is necessary since M2L(Str) allows reasoning about
strings of finite butarbitrary length, a convenient model for parametric hardware components.

The following development will entirely foot on the bit vector interpretation of M2L(Str),
which we formally define below.

Semantics of jMosel formulas

jMosel translates formulas into complete and deterministic finite automata (DFA) in such a way
that the language recognized by one such automaton corresponds to the formula’s interpretation
as a bit vector. The semantics of a formula is defined by the funtjanp — a, where¢ is

the set of all jMosel formulas anal is the set of all complete DFAs.

Definition 1 (Boolean Automaton)
A Boolean Automatorf of o is defined a®\ = (Z,S 5, F, 8), where

e > is the set of all edge labels, which themselves denote subsets of the set of free variable
V in the considered formula. They are represented as bitvectors of Ipfigth

Sis the set of all states.

S is the initial statesy € S.

F is the set of accepting statesC S.

J is the transition function defined &, Sx ¥ — S.

The edge labels determine for every string variable the Boolean value at positibrenever
this label is taken asth step of an accepting run. The number of edge labels is exponential in
the size of the formula’s free variables, since the value of every vanabM has to be checked
for equality with 0 or 1. Therefore, each label consists of a bit vector of lejvgth

Boolean Automata typically have very many edges between two nodes. We therefore con-
struct the following equivalent Symbolic Automateri, whose edges are labelled with Boolean
functions and therefore compactly represent a set of edges of the original automaton.

Definition 2 (Symbolic Automaton)
A symbolic automaton is defined as# = (£, , %, #,0), where

e Zisthe set of all possible edge labels, consisting of Boolean functions.

.7 is the set of all states.

5 is the initial statesy € .77

% is the set of all accepting stateg, C ..
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t
T o(1|12].../%-1|9%
X Xo | X1 | X2 | .. | Xg_1 | X¢
Y Yo Y1 Y2 | | ¥Ys-1 Vs
4 ||| ... | Zg 1| Zg

Figure 2: Values for 2nd order variables

T
W 0
X 1
Y ... 10
4 o1

Figure 3: Representation of edge lab®al & X &y & z

e 0O is the transition function defined &s, . x ¥ — ..

To describe the transformation frofto 7, we observe that values for a jMosel formula’s
2nd order variables can be represented in table form, where a vaXigbexpressed as bit vector
with position literalsxg, X1, ...,Xs_1,Xg. The ordering of variables is arbitrary but fixed.

Therows for variablesX in Fig. 2 represent a word of the languafj¢]. Every column of the
table specifies one input symbol Afand must therefore match an appropriate edge label. The
position j in this label corresponds to the variable at positjan the ordering of variables. To
convertA into an Automatonezs with Boolean formulas as edge labels, the labels afe first
transformed as shown in Fi§. Subsequently, edges sharing the same source and target state are
merged; the resulting edge is labelled with the disjunction of the merged edges’ labels.

The formulas for the edge labels resulting from this transformation may be large, but their
BDD representations are canonical and typically nice and conBis&®]. The jMosel toolset
suppats various BDD libraries to optimally exploit this observation.

Semantic Completeness:

Note that a symbolic automatass composed this way is typically not complete: its input al-
phabet consists of all Boolean functions, but not every state considers the input of every possible
Boolean function. However, the automaton is comp#tta semantical level: the automatoi\

with bit vector labels it represents is always complete. It is this semantic notion of completeness
and determinism which we will refer to in the sequel of the paper.

Convention:

In the following sections, the semantics of jMosel formulas will always be given in terms of
symbolic automatazs. In this section we used the indeg’'to better distinguish between the
two types of automata, but we omit it from now on. In the figures depicting automata, the
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following applies: an arrow marks the initial state, acceptiagest are denoted as double circles,
non-accepting states as plain circles.

In the following, we first present the classical (first-order) value numbering for this application
domain, before we lift to second order in Sectibn

3 First-Order Value Numbering

First-order value numbering is an analysis method that allows the detection and removal of re-
dundant computations from a progra@g7(Q. This goal is achieved by assigning abstract identi-
fication values to computations that imply equality: As soon as an identification value reappears,
it is certain that the corresponding computation has been already performed before, thus the
previously computed result may be reused instead of performing the computation again. This
‘classical optimization is called DAGification itKMS02].

3.1 Characterization of 1st-order Value Numbering

Given a syntax tre& of a jMosel formula in terms of

e 7 isthe set of all labels for predicates, operators, and variables,
2 ={subseteq ,shifteq &ex}U{X)Y,Z, ...}

e _/ is the set of nodes of the syntax trEainder consideration

o | : 4 — ¥ maps every syntax node to its label.

the assignment of abstract identification values can be given by any fungtion/” — Ny
that satisfies the following two characteristics:

e For all nodesy, n; € .4 of the syntax tree,

Vig(N1) = vig (N2) impliesl(ny) = 1(ny),
i.e. the coincidence of their syntactic labels. In addition we require

o for all (internal) nodesi;, n; € .#” with childrenct, ...,¢! € .4 andcf, ...,c} € .4, respec-
tively
i=j AVke{0,...,i}.vig(CE) :Vlg(CE)

3.2 Example

As an example for the process of first-order value numbering, we consider the following jMosel
formula:

F = (subseteq(X,Y)&shifteq(A,B))|(subseteq(X,Y)&shifteq(A,B))

Fig. 4 shows its syntax tree after computation of the value numbers.

At conpilation, the compiler can benefit from the fact that the subformulas with value numbers
3, 6, and 7 all occur twice by only calculating each of them once, storing the result of the
computation, and referring to it when the corresponding value number occurs for the second
time. We will illustrate the impact of this optimization in in Sectibn
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Figure 4: 1st order value numbering applied to the jMosel forrrula

4 Second-Order Value Numbering

While first-order value numbering is used to identify redundant computations and replacing them
by previously computed results, the goal of second-order value numbering is to identify redun-
danttransformations - the reason for the use of second-order here. As will be clear below, this
analysis and its corresponding optimizations is only a bit more involved than in the first-order
case, but has a far bigger impact, see Sediion

4.1 Characterization of 2nd-order Value Numbering

The only difference in the characterization of the labelling functign: .4/~ — Ng concerns

the treatment of atomic predicates, i.e.,.@6f= {subseteq ,shifteq }. Their labelling does

no longer require the second clause for internal nodes. This results in the following slightly
modified characterization:

e For all nodesy, n; € .4 of the syntax tree,

Vig(N1) = vig (N2) impliesl(ny) = 1(ny),
i.e. the coincidence of their syntactic labels. In addition we require

o for all (internal) nodes, n, € .4 with childrenct, ...,¢! € 4" andci,...,c§ € .4, respec-
tively
i =] A Vk e {0..,i}vg(ct) = vig(c?) unless they are labelled with
o/ = {subseteq ,shifteq }

After this labelling, nodes sharing the same value number can be replaced by calls to a semantics
transformer. However note that transformers should only be created for subtrees containing at
least one logical operator, as otherwise the effect of the transformation is vacuous.
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4.2 Semantics Transformers

When mplementing second-order value numbering for jMosel, the semantics transformers can
be implemented in terms of custom predicates similar to the atomic forraulzseteq and
shifteq . This means that every identification of redundancy results in the automatic definition
of a custom predicate. This process can be seen as an “on-the-fly enhancement” of the logic with
newly identified predicates with multiple occurrences.

For the definition of semantics transformers and calls to these transformers, the syntax of
jMosel is enhanced by tHet -construct

let < predicatename > ( < argumentlist >) = < definition >
in < formula >
that allows one to formulate formulas like:

let pred(X,Y) =subseteq(X,Y) & shifteq(Y,X)
in pred(A,B) <-> pred(S,T).

where a new predicafged with argumentsandyY is defined by the formulaubseteq(X,Y)
& shifteq(Y,X) and instantiated twice in the formuteed(A,B) <-> pred(S,T)

Definition 3 (Semantics of théet-Construct)
For formulasfy, f, € F and a predicaté®red(Al,...,An) € P, the semantics of theet-
construct is defined as follows:

[let Pred(argl,...,argn) = frin fo] =q¢ [f2[f1/Pred(x1,...,xn) 1
where-[-/-]:F x ID x ID — F denotes the usual syntactic substitution.

We use thdet -construct to implement second-order value numbering for jMosel. There, the
definitions of and calls to semantics transformers are automatically inserted into the considered
formula according to the value numbers assigned to the individual computations.

In the following we first illustrate on a very simple example how a semantics transformer is
identified and inserted into the formula, then we consider a more complex case study in Section

4.3 Example

As a short example for the process of second-order value numbering, we consider the following
jMosel formula:

(subseteq(A,B) & shifteq(C,D)) | (subseteq(X,Y) & shifteq(V,W))

This formula is similar to the one of sectidh2, but cannot benefit from first-order value
numbeing, since the atomic formulasubseteq andshifteq are called with different pa-
rameters. This is a very frequent case in practice: in hardware design, for example, circuits are
composed of a small number of component types, each instance of which has the same abstract
function, but is connected differently. Circuits would thus not be eligible for first order value
numbering, but are an excellent application for second-order value numbering.
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Formulas

Yoo éd@ oo @@

Figure 5: 2nd order value numbering applied to a jMosel formula.

Theformula’s syntax tree after computation of second-order value numbers is shown in Fig.
5. The nodes of the tree have been divided into two $etsyulas andterms; nodes representing
terms have not been numbered by the 2nd-order value-numbering procedure.

The two nodes labeled with&” share the value number 3; this means they both perform the
same set of computations and can therefore be replaced by calls to a same semantics transformer
st 3. The nodes with the value numbers 1 and 2 are not taken into account, since they are
labded with atomic predicates.

The definition of thest _3 transformer is isomorphic to the subtrees labeled with value num-
ber 3 but all occurring variables are replaced by fresh variabéeg “n”. This transformer is
insated via let-construct into the formula, and the subtrees labeled with 3 are replaced by calls
to st _3 (see the corresponding syntax tree in FY.resulting in the formula:

let st _3(arg _l,arg _2,arg 3,arg 4) =
subse teq(arg 1l,arg -2) & shifteq(arg 3,arg 4)
in st _3(A,B,C,D) | st 3(X,Y,V,W)
When @mpiling this formula, the conjunction of the predicatsseteq andshifteq
is only computed once and stored as a semantics transformer, opposed to the original formula,
where the conjunction is computed twice. The detailed course of the optimization and compila-
tion is described in the next section.

4.4 The Optimizing Transformation
The optimization of the syntax tree for the formula
(subseteq(A,B) & shifteq(C,D)) | (subseteq(X,Y) & shifteq(V,W))
is performed in the following steps:
e Perform the numbering of the syntax tree, resulting in the labelling shown irbFig.

¢ Idenify the good targets for optimization: the nodes labelled with 3 qualify, as their exist
more than once, and the corresponding subtrees contain logical operators.

113



@ ECEASST

G TR

T
) D@D G e

w0 A
b &

Figure 6: Syntax tree after optimization.

e Creat a semantics transformst _3 for the nodes labelled with 3 by duplicating one of
the g/ntax trees of the corresponding subfunction.

e Replace the two occurrences of syntax nodes labelled with 3 by calls to the newly created
semantics transformet _3 (Fig. 7).

e Add the definition ofst _3 to the top of the syntax tree (Fig).

Thecompiler operates on the modified syntax tree as follows:

e At the "let” construct it compiles the semantics transformer’s definition, identified by the
subtree of the second child node of "let”.

e At the nodes representing the atomic predicates
subseteq(arg _l,arg _2) andshifteq(arg 3,arg 4)
it constructs the corresponding basic autonstanda,.
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Figure 7: Syntax tree with calls to the semantics transformer.

a2

O’ ~argl &~argl )|(arg2 &-argl) O’ arg3 |(argd &arg3)

arg2 &~argl)|(~arg2 &argl) argd Sarg3

e At the node representing the formula

subs eteq(arg _l,arg _2) & shifteq(arg 3,arg 4)

it constructs the product automatam,» representing the conjunction af andao.
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e |t stores the resulting automaton as a semantics transformer retm@&advith arguments
arg 1,...,arg 4.

e The campilation continues with the subtree of the third child node of "let”.

e At the node representing the call of a semantics transfoened(A,B,C,D) the pe-
computed definition ot _3 is copied, replacing the argumertg 1, ...,arg 4in
the alge labels with the term&,B,C,D to yield the result automataa.

e At the node representing the call of a semantics transfoened(X,Y,V,W) the pe-
computed definition ot _3 is copied again, this time the argumeatg 1,...,
arg _4 inthe edge labels are replaced with the teng, V,Wto form the result automa-
tonay.
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e At the node representing the formula
st 3(A,B,C,D) | st 3(X,Y,V,W)

it constructs the product automatanrepresenting the disjunction e andas and returns
it as the compilation’s result.

<>
[ ¢

006 0000

((x&e~b) &y)&e~a)&~2))[]

5 Application and Performance Measuring

One ofjMosel’s main application areas is the specification and verification of parametric hard-
ware systems. We tested the presented optimization with a "real-world” example, applying it to
the structural description of a parametric adder that describes the family of adder circuits for bit

vectors of length.
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Result @cout

Figure 8: Structure of the parametric adder

Structural Description of a Parametric Adder

Fig. 8 shows the structure for this adder basechanterconnected full adders. The circuit adds
two bit vectorsX andY and stores the result as the new ved®esult. The Boolean variables
@cinand @out are the carry-in and carry-out bits.

The size of input formula and of the resulting automaton are too large for a detailed discussion
in this paper, so we only present the results in terms of key data at this point. The compilation
times have been measured on an Intel Centrino Duo System (2 x 2.16 GHz) with 1 GB of RAM:

Optimization

| none | 1st-ord. VN| 2nd-ord. VN

Nodes in synt. tree 472 469 452

Depthof synt. tree| 26
11.50 sec| 10.49 sec 3.47 sec

overdl run time

Sem. tansformers| -

27 32

1 6

As we «pected, first order value numbering does not contribute significatively to perfor-
mance: the sharing is at the level of subcircuit types, not of fully instanced values.

The increased depth of the modified syntax tree is due to the fact that all definitions of se-
mantics transformers are added to the top of the tree. By identifying 6 semantics transformers,
the size of the tree could be reduced by 20 nodes. This does not seem too exciting at first sight;
however, it has quite some impact: the overall run time of the decision process is accelerated by

a factor of three.

The enormous speedup is quite surprising, since the adder’s structural description already
included user-defined predicates for frequently occurring constructs like the full adder and logical

118



Second-Order Value Numbering @

gates. This shows that even a carefully written formula and weltstred circuits might still
contain significant potential of redundancy, and therefore could benefit greatly from second-order
value numbering.

6 Conclusion

We have presented second-order value numbering, a new optimization technique for suppress-
ing redundancy, in a version tailored to the application for improving the decision procedure of
jMosel, a verification tool set for monadic 2nd-order logic on strings. Our technigue extends the
well-known concept of value numbering to consider not merely valueselnaintics transform-

ers that can be efficiently pre-computed and help to avoid redundancy at a second-order level.
We have illustrated the effect of this optimization for a parametric family of hardware circuits,
where we observed a performance gain by a factor of 3. This result is surprising, as the design
of these circuits exploits already structural similarity.

Currently we are working on a careful experimental analysis of the impact of our technique in
practice using standard benchmarks and libraries. We conjecture that we will observe a growth
of the improvement factor with the size of the system, i.e. a 'felt’ superlinear speedup.

In a more general perspective, second-order value numbering can be regarded as a means
for a specific semantic form of procedural abstractiBiKN76 DWF07] in a similar way
as \alue numbering (or its generalization to Value Flow graphs) is a semantic support for code
motion [SKR9({. Thus besides looking for further application domains for seeorer value
numbering, it would also be interesting to investigate how the structural generalization of value
numbering presented irsKR9(J can be raised to second-order in order to achieve a truly se-
mantic notion of procedure abstraction for imperative programs.
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Abstract: Graph grammars may be used as specification technique for different kinds
of systems, specially in situations in which states are complex structures that can be
adequately modeled as graphs (possibly with an attribute data part) and in which the
behavior involves a large amount of parallelism and can be described as reactions to
stimuli that can be observed in the state of the system. The verification of properties
of such systems is a difficult task due to many aspects: the systems in many situations
involve an infinite number of states; states themselves are complex and large; there are
a number of different computation possibilities due to the fact that rule applications may
occur in parallel. There are already some approaches to verification of graph grammars
based on model checking, but in these cases only finite state systems can be analyzed.
Other approaches propose over- and/or under-approximations of the state-space, but in
this case it is not possible to check arbitrary properties. In this work, we propose to use
the Event-B formal method and its theorem proving tools to analyze graph grammars.
We show that a graph grammar can be translated into an Event-B specification preserving
its semantics, such that one can use several theorem provers available for Event-B (for
instance, through the Rodin platform) to analyze the reachable states of the original graph
grammar. The translation is based on a relational definition of graph grammars, that was
shown to be equivalent to the Single-Pushout approach to graph grammars.

Keywords: Graph Grammars, Theorem Proving, Event-B

1 Introduction

Graph grammarsghr79 Roz97 are a formal description technique suitable for the spetifinaof
distributed and reactive systems. The basic idea of this formalism is to model the states of a system
as graphs and describe the possible state changes as rules (where the left- and right-hand sides are
graphs). The operational behavior of the system is expressed via applications of these rules to graphs
depicting the current states of the system. Graph grammars are appealing as specification formalism
because they are formal and based on simple, but powerful, concepts to describe behavior. At the

same time they also have a nice graphical layout that helps even non-theoreticians to understand a
specification.

* This author is partly sponsored by CNPg/Brazil
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The verification of graph grammar models through model-ctmecis currently supported by var-
ious approaches. Although model checking is an important analysis method, it has as disadvantage
the need to build the complete state space, which can lead to the state explosion problem. Much
progress has been made to deal with this difficulty, and a lot of techniques have increased the size
of the systems that could be verified@J"01]. Baldan and Kénig propose®K02] approximating
the behavior of (infinite-state) graph transformation systems by a chain of finite under- or over- ap-
proximations, at a specific level of accuracy of the full unfoldiBCMR07] of the system. However,
as[DHR"07] emphasizes, these approaches that derive the model as iapgiors can result in
inconclusive error reports or inconclusive verification reports.

Besides model checking, theorem proviig/p1l, CW9€ is another well-established approach
used to analyze systems for desired properties. Theorem proving is a technique where both the system
and its desired properties are expressed as formulas in some mathematical logic. A logical description
defines the system, establishing a set of axioms and inference rules. The process consists of finding a
proof of the required property from the axioms or intermediary lemmas of the system. In contrast to
model checking, theorem proving can deal directly with infinite state spaces and it relies on techniques
such as structural induction to prove over infinite domains. The use of this technique may require
interaction with a human; however, the user often gains very useful perceptions into the system or the
property being proved.

Each verification technique has arguments for and against its use, but we can say that model-
checking and theorem proving are very complementary. Most of the existing approaches use model
checkers to analyze properties of computations, that is, properties over the sequences of steps a system
may engage in. Properties about reachable states are handled, if at all possible, only in very restricted
ways. In this work, our main aim is to provide a means to prove structural properties of reachable
graphs using the theorem proving technique.

In previous work CR094 we proposed a relational approach to graph grammars, pnayian
encoding of graphs and rules into relations. This enabled the use of first-order logic formulas to
express properties of reachable states of a graph grammar. This encoding showed to be equivalent
to the Single-Pushout approach to graph grammars. Verification of infinite-state systems specified as
graph grammars is possible using our approach with theorem proving techniques. This approach was
inspired by Courcelle’s research about logic and graffmsip.

Coaurcelle investigates in various papefju94 Cou97 Cou04 the representation of graphs and
hypergraphs by relational structures as well as the expressiveness of their properties by logical lan-
guages. InCou94 the description of graph properties and the transformatiagraphs in monadic
second-order logic is proposed. However, these works are not particularly interested in effectively
verifying the properties of graph transformation systems (GTSs). Since theorem provers, in gen-
eral, work efficiently with specifications in relational style, we extend the relational representation
of graphs to graph grammar models and use such representation for the formal analysis of reactive
systems through the theorem proving technique. On the other hand, other authors have investigated
the analysis of GTSs based on relational logic or set theory. Baresi and Sp@&iit explore the
formal language Alloy to find instances and counterexamples for models and GTSs. In fact, with
Alloy, they only analyze the system for a finite scope, whose size is user-defined. Stiitkéey; [
aiming to verify structural properties of GTSs, proposes a formalization of graph transformations in
a set-theoretic model. His goal is to obtain a language for writing graph transformation programs
and reasoning about them. Nevertheless, the language has only two statements, on e to apply a rule
repeatedly to a graph, and another to apply several rules in a specific order to a graph. Until now, the
work just presents a glimpse of how to reason about graph transformations.

In this paper we will use Event-B to analyze properties of graph grammars. EvédiEH [s a
state-based formal method closely related to Classicahld(5]. It has been successfully used in
several applications, having available tool support for both model specification and analysis. There
are a series of powerful theorem provers that can be used to analyze event-B specifications. Due to
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the similarity between event-B models and graph grammar fépegadons, specially concerning the
rule-based behavior, in this paper we propose to translate graph grammar specifications in event-B
structures, such that it is possible to use the event-B provers to demonstrate properties of a graph
grammar. This translation is based on the relational definition of graph grammars.

The paper is organized as follows. Sectibpresents the relational approach of graph grammars.
Section 3 briefly introduces the event B formalism. Sectibishows how a graph grammar can be
translated into an Event-B program. Sectiocontains some final remarks.

2 Relational Approach to Graph Grammars

Graph Grammars are a generalization of Chomsky grammars from strings to graphs suitable for the
specification of distributed, asynchronous and concurrent systems. The basic notions behind this
formalism are: states are represented by graphs and possible state changes are modeled by rules,
where the left- and right-hand sides are graphs.

We use a relational and logical approach for the description of Graph Grammars: graphs and graph
morphisms are described as relational structuté®o4, that is, they are defined as tuples formed by
a st and by a family of relations over this set. Proofs about the well-definedness of these definitions
were detailed inCR094.

Definition 1 (Relational Structures) Le¥ be a finite set of relation symbols, where edth #
has an associated positive integer called its arity, denoteol By. An Z-structure is a tupleS=
(Ds, (Rs)re#) such thaDs is a possible empty set called the domairSa@ind eachRs is ap(R)-ary

relation onDg, i.e., a subset dD’g(R). R(di,...,dy) holds inSif and only if (di,...,d,) € Rs, where
di,...,dy € Ds.

A relational graphG| is a tuple composed of a set, the domain of the structure, representing all
vertices and edges 96| and by two finite relations: a unary relatiomert g, defining the set of
vertices of|G| and a ternary relatiomcg representing the incidence relation between vertices and
edges of|G|. The uniqueness edge condition assures that the same edge doesn't connect different
vertices.

Definition 2 (Relational Graph) Le#y = {vert,inc} be a set of relations, whevert is unary and
incis ternary. Arelational graph is a %y -structure|G| = (Dg, (Rg)re, ), Where:

e Dg =VgUEg is the union of sets of possible vertices and edge&pfrespectively (we always
assume tha¥g NEg = 9);

e vertg C Vg, with vertg(x) iff xis a vertex ofG|;

e incg C Eg x Vi x Vg, with incg(X,Y, 2) iff X is a directed edge that links vertgxo vertexzin
Gl

such that the following condition is satisfied:

e Uniqueness Edge Condition¥x,y,z,y,Z,
incg(x.y,2) Aincg (XY, Z) =y =Yy Az=Z].

A relational graph morphisng| from a relational graphG| to a relational graphH | is obtained
through two binary relations: one to relate verticgg)(and other to relate edgege(). The type
consistency conditions state that if two vertices are related @ny then the first one must be a vertex of
|G| and the second one a vertex|bff|, and if two edges are related by, then the first one must be
an edge ofG| and the second one an edge/tdf. The (morphism) commutativity condition assures
that the mapping of edges preserves the mapping of source and target vertices.
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Definition 3 (Relational Graph Morphism) LeG| = (Vg U Eg, {vertg,incg}) and|H| = (V4 U
En, {verty,incy }) be relational graphs. felational graph morphism |g| from |G| to |H| is defined
by a setig| = {gv,0e} of binary relations where:

e gv € Vi x Wy is a partial function that relates vertices|G to vertices ofH ;

e O C Eg x Ey is a partial function that relates edges @f to edges ofH

such that the following conditions are satisfied:

e Type Consistency Conditions¥x, X,
[ov (X, X)] = vertg(x) A verty (X'); and
[9e(x.X)] = 3y,Y',z Z[incs (XY, 2) Aincu (XY, Z)];

e Morphism Commutativity Condition. Vx,y,z X,y ,Z,
[gE(X?X/) A inCG(XayaZ) A inCH (X/,Y,Z,) = g\/(y,)/) A g\/(Z,Z,)]

|g| is called total/injective if relationgy andgg are total/injective functions.

A relational typing morphism is a relational graph morphism that has the role of typing all elements
of a graph|G| over a grapHT|.

Definition 4 (Relational Typing Morphism) LelG| and|T| be relational graphs. Aelational
typing morphism from |G| over |T| is defined by a total relational graph morphigf| = {t7,tS}
from |G| to |T|.

A relational typed graph is defined by two relational graphs together with a relational typing mor-
phism. A relational typed graph morphism between graphs typed over the same graph is defined by a
relational graph morphism. Ayped morphism) compatibility condition assures that the mappings of
vertices and edges preserve types.

Definition 5 (Relational Typed Graph, Relational Typed Graph Morphism) rekational typed
graph is given by a tuplgG'| = (|G|, |t€|,|T|) where|G| and|T| are relational graphs antf| =
{t8,tS1 is a relational typing morphism fronG| over |T|. A relational (typed) graph morphism
from |G| to |HT|is defined by a relational graph morphisgh= {gv,ge } from |G| to |H|, such that
the typed morphism compatibility condition is satisfied:

e (Typed Morphism) Compatibility Condition. Vx, Xy,
[ov (x,X') A7 (x,y) =t/ (X, y)]; and
[9e (%, X) AtE(xY) = tg (X, Y)].
A relational rule specifies a possible behaviour of the system. It consists of a left-harjti'side
describing items that must be present in a state to enable the application of the rule and a right-hand

side|R"|, expressing items that will be present after the application of the rule. We require that rules
do not collapse vertices or edges (are injective) and do not delete vertices.

Definition 6 (Relational Rule) Arelational rule o is given by a tuplg|LT|,|a|,|R"|) where:
o [LT|=(IL|,|t'],|T]) and|RT| = (|R], [tR|,|T|) are relational typed graphs;

e |a| = {ay,ag} is an injective relational typed graph morphism fréoh | to |RT|, such that,
is a total function on the set of vertices.

A relational graph grammar is composed byekational type graph, characterizing the types of
vertices and edges allowed in a systemjratial relational graph, representing the initial state of a
system andh set of relational rules, describing the possible state changes that can occur in a system.
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Definition 7 (Relational Graph Grammar) Lefcg = {vertr, incr, verteo,inco, t7°, t£°, (verty;,
incLi, ty', tg', vertgi,incgi, 1, t&, oy, @i )icq1,. ny } be aset of relation symbols. rélational graph
grammar is aZgg-structure|GG| = (Dgg, (')rezqe) Where

e Dgs =VesUEGgs is the set of vertices and edges of the graph grammar, whegg) Egs = @,
Ve = Vr UVeo U (ML UVRiieq1,....ny @NdEge = Er UEgoU (ELi UERi)icqy,....n} -

e |T| = (Vr UEr,{verty,inct}) defines a relational grafkhe type of the grammar).

° ‘GOT‘ = (‘GO‘,"[GO’, ’TD, with ‘GO‘ = NGQUEGQ,{Vertgo,inCGo}> and\tGoy = {t\c/ao,tgo}, de-
fines a relational typed gragthe initial graph of the grammar) .

e Each collection\vert,;, incij, t5', t&, vertg,incgi, 7, t&, ai,, ai) defines aule:

— |LiT| = (JLi], [t | T]), with [Li| = (Vi UEL;, {verty;,inci}) and |t | = {t5',t5'}, defines
a relational typed graptihe left-hand side of the rule)

— |RiT| = (|Ri[, [tR],|T|), with |Ri| = (Vg UER;, {Vertr;,incr }) and|tR| = {7 ,t&'}, defines
a relational typed grapfthe right-hand side of the rule).

— {|LiT|,|ai], |RiT|), with |ai| = {ai, , i }, defines a relational rule.

Given a relational rule and a state, we say that this rule is applicable in this state if there is a match,
that is, an image of the left-hand side of the rule in the state. The operational behaviour of a graph
grammar is defined in terms of applications of the rules to some state graph.

Definition 8 (Relational Match) Let(|LT|,|a|,|R"|) be a relational rule, witLT| = (|L|, {t},

t=},|T]) and |RT| = (|R|, {t},t]},|T|). Let|G'| = (|G|, t®|,|T|) be a relational typed graph with
t® = {t&,tS}. A relational match |m| of the given rule in |G'| is defined by a total relational typed
graph morphismm| = {m,,mg} from |LT| to |G|, such that the following conditions are satisfied:

e Mg is injective;

e Match Compatibility Condition. Vx, X,y
[myv (%, X) Aty (x,y) = 17 (X, y)],
[me (x,X) AtE(x,y) = tE (X, y)].

The application of a given rule to a match in a state essentially removes from the state all elements
that are in the left-hand side of the rule that are not mapped to the right-hand side, and creates in the
state all new elements of the right-hand side of the rule. The rest of the state remains unchanged.

Selected a relational rulgLiT |, |ai|,|RiT|) of a graph grammar and given a relational matoh=
{my,mg} of this rule in the initial state of the graph grammar, formubast,,, Binc, » Gt\.?/, th/ de-
scribed below define the resulting graph of the rule application. The elements that satisfy the stated
formulas6,q are those that define the relatiame of the resulting typed grapl@'™|. Tablel presents
the intuitive meaning and the equivalent notation of the formulas usé@dsecifications.

Berty (X) = Vvertgo(X) V nvertgi(x)
elnCG/ (Xa Y, Z) = ninCGO(X>y? Z) V nincg (Xa Y, Z)‘

O (xt) = mertgo(xt) V mvertg(x) A X (xt)].

O (xt) = ntE0(x,t) v t&(x,t).

This construction is described by a first-order definable transduction (i.e., by a tuple of first-order
formulas) on relational structures associated to graph grammars. Details can be foORD®%d[
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Table 1: Formulas used i specifications

Formula Intuitive Meaning Equivalent
Notation
vertgo(X) xis a vertex of grapHGO]. -
Y (x,y) xis a vertex ofRi| of typey. -
t(x,y) x is an edge of grapfRi| of -
typey.
vertgi (X) A ﬂy(aiv (y, x)) X is a vertex of graphRi| that  nvertgi(X)
is not image of the ruléa;|.
incco(X,Y, z)A}Qw(mE(W,X)) x is an edge of graphGO|  nincgo(X,Y,2)
with sourcey and target that
is not image of the match.
Hr,s{incRi(x, r,s)Aﬁ(r,y)Aﬁ(s,z)J X is an edge of graphRi|  nincgi(X,Y,2)
with source and target ver-
tices given by binary relation
n.
Vertex r is related to some n(r,y)
different vertexy if it is im-
v <ai\,(v,r)Am\,(v,y)) ifr#y  age of the rule applied to
va, (vr)ifr=y some vertexv. In this case
r is related with the image of
the match applied to. Ver-
texr is related to itself if it is
not image of the rule.
vertgo(x) AtGO(x,t) xis a vertex of|GO| of typet.  nvertgo(x,t)
Hy,z(incgo(x,y, z)) A ﬂw(mE(vv,x)) A Xis an edge of grap|GO| of ntE0(x,t)

A t89(x,1)

typet that is not image of the
match.
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3 Event-B

Event-B [DEH is a state-based formalism closely related to Classic#{tB(5] and Action Systems
[BS89.

Definition 9 (Event-B Model, Event) An Event-B Model is defined by a tupBModel = (c,s,P,Vv,
|,R/,E) wherec are constants arghre sets known in the modelare the model variablésP(c, s) is
acollection of axioms constrainingands; | (c,s,Vv) is a model invariant limiting the possible states of
vs.t. 3c,s,v-P(c,s) Al(c,s,v) -i.e. P andl characterise a non-empty set of model stafg&s, s,V')
is an initialization action computing initial values for the model variables; fansl a set of model
events.

Given states,V an event is a tuple = (H,S) whereH(c,s,v) is the guard an&(c,s,v,V) is the
before-after predicate that defines a relation between current and next states. We also denote an event
guard byH (v), the before-after predicate I8v,V') and the initialization action b (V).

An event-B model is assembled from two partssoatext which defines the triplé¢c,s,P) and a
machine which defines the other elemertts|, R ,E).

Model correctness is demonstrated by generating and discharging a collection of proof obligations.
The modekonsistency condition states that whenever an event or an initialization action is attempted,
there exists a suitable new statesuch that the model invariant is maintainel¥). This is usually
stated as two separate proof obligations: a feasibility)(\ H(v) = 3V - §(v,V')) and an invariant
satisfaction obligationl(v) AH (V) AS(v,V) = I(V)). The behaviour of an Event-B model is the
transition system defined as follows.

Definition 10 (Event-B Model Behaviour) GiveEBModel = (c,s,P,v,l, R,E), its behaviour is
given by a transition systefBST = (BSate,BS), —) where: BSate = {(v)|v is astate} UUndef,
BS = Undef, and—C BSate x BRate s the transition relation given by the rules:

R(V)AL(V)
[star] Ulndef — (V)

I(H,S) € E-1(V) AH(V) AS(VV) AT(V)

[vonson] W= W)

According to rulestart the model is initialized to a state satisfyiRyA | and then, as long as there
is an enabled event (ruteansition), the model may evolve by firing an enabled event and computing
the next state according to the event’s before-after predicate. Events are atomic. In case there is more
than one enabled event at a certain state, the choice is non-deterministic. The semantics of an Event-
B model is given in the form of proof semantics, based on Dijkstra’s work on weakest preconditions
[Dij76].

An extensive tool support through the Rodin Platform makes Event-B especially attraufii [
An integrated Eclipse-based development environment is actively developed, and open to third-party
extensions in the form of Eclipse plug-ins. The main verification technique is theorem proving sup-
ported by a collection of theorem provers, but there is also some support for model checking.

4 Graph Grammars in Event-B

The behavior of an event-B model is similar to a graph grammar: there is a notion of state (given by
a set of variables in event-B, and by a graph in a graph grammar) and a step is defined by an atomic
operation on the current state (an event that updates variables in event-B and a rule application in a

1 For convenience, as iMpr05], no distinction is made between a set of variables and a atatsystem.
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graph grammar). Each step should preserve properties ofdtee $h event-B, these properties are
stated as invariants. In a graph grammar, the properties that are guaranteed to be preserved are related
to the graph structure (only well-formed graphs can be generated).
Now, we will present a way to model each structure of a graph gran®@an event-B such that
it is possible to use the event-B provers to demonstrate properties of a graph grammar.

Graphs: According to Def.2, setsVg andEg contain all possible vertices and edge names that may
appear in graphs of this relational structure. We will define these sets as:

Vi = vertr UN, whereverty is the set of names used as vertex type&@ (we assume that

vertt NN = @);
Eg = edger UN, whereedger is the set of names used as edge types@(we assume that
edger NN = ©).

Moreover, we assume thedrty Nedger = @.

The type graph is defined in an event-B context as described in Figushere we define

all vertex and edge types as constants, as well as the incidence relation relating them. In
the axioms, we define these sets explicitly (for example, axiaml means thavertT =
{Vertexl,Vertex2,...}). Text after a// is a comment.

CONTEXT ctx_GG
SETS
vertT /[ (Type Graph) Vertices
edgeT /I (Type Graph) Edges
CONSTANTS
Vertexl Vertex2...
Edgel Edge2...
incT
AXIOMS
axml: partition(vertT,{Vertexl}, {Vertex2},...)
axm2: partition(edgeT, {Edgel},{Edge2},...)
axm3: incT C (edgeT x vertT x vertT)
axmé : partition(incT,{Edgel — Vertexl — Vertexl}, {Edge2 — Vertexl — Vertex2},...)
END

Figure 1: Event-B Type Graph

Instances of vertices and edges that appear in graphs representing states will be described by
natural numbers. It is not necessary to have distinct numbers for vertices and edges: a graph
may have a vertex with identity 1 as well as an edge with identity 1, these elements will be
different because one will be mapped to a vertex type and the other to an edge type. To be
able to manipulate instances easily, we define the functourze, target andedgeName (see
Figure?2).

A graph typed over a type graghis modeled by a set of variables describing its set of vertices,
incidence relation, and typing functions. It is possible to state the compatibility conditions of
types and source and target of edges (stated in Bedis invariants. However, since we will
always generate well-formed graphs (the start graph is well-formed and events implement the
single-pushout construction), we will skip these invariants (each invariant that is used generates
proof obligations and therefore it is advisable to use only the necessary ones).
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CONSTANTS

sour
targ
edge

AXIOMS

axmb :
axm6 :
axm7 .
axm8 :
axm9 :

axml

END

Figure3 shows the definition of a grapgh typed overT. Invariants are used to define the types

ce
et
Name

source€ (Nx NxN)—N
Va,b,ccac NAbe NAce N=source(a—b+—c)=b
target € (Nx NxN)—>N

Va,b,ccae NAbe NAce N=target(a— b—c)=c
edgeNamee (Nx Nx N) =N

0: Va,b,ccac NAbe NAce N=-edgeName(a— b+—c)=a

Figure 2: Auxiliary Functions

of the variables (for exampléG_V is a total function fronvertG tovertT andtG_E is a partial
function from the set of natural numberseaigeT). The variablesastV andlagE will be used

to store the last number used as identity of vertex and edge, respectively (this will be necessary

toc

MACHINE
SEES ctx

reate new fresh elements in the graph).

mch_GG
GG

VARIABLES

vert
incG
tG_V
tG_E
last
last

G /I (Graph) Vertices
/I (Graph) Edges
Il Typing of vertices
I/ Typing of edges

\

E

INVARIANTS

inv_:

vertG: vertG e P(N)

inv_incG: incG € P(N x N x N)
inv_tG_V: tG_V € vertG — vertT
inv_tG _E: tG_E € N+ edgeT
inv_lastV: lastV e N
inv_lastE: lastE €N

EVENTS

Initialisation
begin

end

There is a special event in an event-B model that is executed before any other. This is the
initialization event. In our encoding, this event will be used to create the start graph of a graph

actl: vertG:= {10}

act2: incG:= {20+~ 10— 10}
act3: tG_V :={10— Vertexl}
act4: tG_E:= {20~ Edgel}
acths: lastV :=10

act6: lastE:=20

Figure 3: Event-B Graple

grammar. This is done by putting initial values in the variables that correspond to Grgele
Figure 3). In an event, there is no notion of order in the attributionkiging to the same
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event. A triple(a,b,c) € N x N x Nis denoted bya+— b+ cin event-B.

Rules: Left- and right-hand sides of rules are graphs, and thus will have representations as defined
previously. Additionally, we have to define the partial morphiam, ag) that maps elements
from the left- to the right-hand side of the rule. A simple rule structure is illustrated in Figure
4. Since rules do not change during execution, their structuilébe defined as constants.

SETS
vertL1l
edgell
vertR1
edgeR1
CONSTANTS
vi L1 [/ vertex of LHS
el L1/l edge of LHS
vi_R1 [/ vertex of RHS
v2_R1 [/ vertex of RHS
el R1  //edge of RHS
sourcelLl
targetLl
edgeNameL1
incL1
tL1 V  (Rule 1) Typing vertices of LHS
tL1_ E  (Rule 1) Typing edges of LHS
incR1
tR1_V  (Rule 1) Typing vertices of RHS
tR1_E  (Rule 1) Typing edges of RHS
alphalV  (Rule 1) Rule morphism: mapping vertices
alphalE  (Rule 1) Rule morphism: mapping edges
AXIOMS
axmll: partition(vertLl, {vl_L1})
axml2: partition(edgel 1, {el L1})
axm13: incL1 C (edgelLl x vertL1 x vertL1)
axml4 : partition(incL1,{el L1+ vl L1+ vl L1})
axml5: tL1 V € vertLl1— vertT
axml6: partition(tL1 V,{vl L1~ Vertexl})
axml7: tL1_E € edgel 1 — edgeT
axm18: partition(tL1_E, {el L1+— Edgel})
axml7: partition(vertR1, {vl_R1},{v2_R1})
axm18: partition(edgeR1,{el R1})
axm19: incR1 C (edgeR1 x vertR1 x vertR1)
axm20 : partition(incR1,{el_Rl1+— vl Rl v2_R1})
axm21: tR1_V e vertR1— vertT
axm22: partition(tRL_V, {vl_R1— Vertexl},{v2 R1+ Vertex2})
axm23: tR1_E € edgeR1 — edgeT
axm24 : partition(tR1_E,{el_R1+— Edge2})
axm25 : sourcell e (edgel 1 x vertL1x vertL1l) — vertL1
axm26: Va,b,c-acedgeL1Ab e vertL1Ac € vertL1=sourceL1l(a+— b+ c)=b
axm27 : targetLl € (edgel1 x vertL1 x vertLl) — vertL1l
axm28: Va,b,c-acedgel1Ab e vertL1AC € vertL1=-targetL1(a— b—c)=c
axm29 : edgeNamel1 € (edgelL1 x vertL1 x vertL1) — edgel. 1
axm30: Va,b,c-ac edgeL1Ab e vertL1Ac € vertL1=-edgeNameL1l(a— b+ c) =a
axm31: alphalV € vertL1— vertR1l
axm32: partition(alphalV,{vl _L1— vl R1})
axm33: alphalE € edgel 1+ edgeR1
axm34 : alphalE =g
END

Figure 4: Event-B Rule Structure
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The behavior of a rule is described by an event (in the exampknteulel in Figure5).
Whenever there is a pa{mV, mE) that satisfies the guard conditions, the event may happen.
The guard conditions assure that this pair is actually a match from the left-hand side of the rule
to graphG (see Def.8). The actions update the state graph (gr&placcording to the rule. In

this example one loop edge is deleted and a vertex and a new edge are created. Vasi&bles
andlastE keep track of the last number used to identify a vertex and an edge, respectively. In
this example, a vertex with numbkastV + 1 is created with typ&ertex2, and an edge with
numberastE + 1 with typeEdge2 is also created. The source of this new edge is the image of
the only vertex in the left-hand side of the ruleGrand the target is the newly created vertex.

EVENTS
Event rulel =
any
mv
mE
where
grdl: mV e vertLl—vertG  //total on vertices
grd2: mE€incL1—incG //total and injective on edges
grd3: Vv-vevertLl=tL1 V(v) =tG_V(mV(v))
I vertex type compatibility
grd4: Ve-eeincLl=-tL1_E(edgeNamel1(e)) = tG_E(edgeName(mE(e)))
// edge type compatibility
grds: Ve-eeincLl=-mV(sourceL1(e)) = source(mE(e)) AmV (targetL1(e)) = target(mE(e))
Il source/target compatibility
then
actl: lastV:=lastV +1
act2: lastE :=lastE+1
act3: vertG:=vertGU {lastV + 1}
act4: incG:= {lastE+ 1 source(mE(el L1+ vl L1— vl L1))— lastV+1} U (incG\ {mE(el_L1+—
vl L1—vl_L1)})
act5: tG_V:=tG_V U {lastV + 1+ Vertex2}
act6: tG_E:= (tG_E\ {edgeName(mE(el L1~ vl L1+ vl L1))+— Edgel}) U {lastE+ 1 — Edge2}
end
END

Figure 5: Event-B Rule Event

Proving Properties: Once the start graph and all rules are represented in the event-B model, the
property to be proved can be stated as an invariant. For example, we could add the invariant
card(incG) < 2, meaning that no reachable graph can have more than 2 edges. For the given
example, this property is true, and this can be easily proven by the Rodin platform.

5 Final Remarks

In this paper we have defined an event-B model that faithfully describes the behavior of a given graph
grammar. To define this model, we used the relational definition of graph grammars, that was proven
to be equivalent to the SPO approach. Now, it is possible to use the existing theorem provers for
event-B to prove properties of graph grammars, for example, using the Rodin platform.

This is an initial work in using event-B to help proving properties of graph grammars. Besides
implementation, case studies are necessary to evaluate and improve the proposed approach. We could
also investigate to which extent the theory of refinement, that is very well-developed in event-B, could
be used to validate a stepwise development based on graph grammatrs.
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Expressiveness of graph conditions with variables
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Carl v. Ossietzky Universitat Oldenburg, Germany

Abstract: Graph conditions are most important for graph transformation systems
and graph programs in a large variety of application areas. Nevertheless, non-local
graph properties like “there exists a path”, “the graph is connected”, and “the graph
is cycle-free” are not expressible by finite graph conditions. In this paper, we gen-
eralize the notion of finite graph conditions, expressively equivalent to first-order
formulas on graphs, to finite HR graph conditions, i.e., finite graph conditions with
variables where the variables are place holders for graphs generated by a hyperedge
replacement system. We show that graphs with variables and replacement mor-
phisms form a weak adhesive HLR category. We investigate the expressive power
of HR graph conditions and show that finite HR graph conditions are more expres-
sive than monadic second-order graph formulas.

Keywords: Graph conditions, graphs with variables, hyperedge replacement sys-
tems, monadic-second order graph formulas, weak adhesive HLR categories.

1 Introduction

Graph transformation systems have been studied extensively and applied to several areas of
computer sciencejoz97 EEKR99 EKMR99] and were generalized to high-level replacement
(HLR) systemsEHKP91 and weak adhesive HLR systentsHPTO6). Graph conditions, i.e.,
graphconstraints and application conditions, studied e.g.EiH§6 HHT96, HW95, KMPO5,
EEHPO6 HP0Y, are most important for graph transformation systems and greqgrgms in
a large variety of application areas. Graph conditions are an intuitive, graphical, yet precise
formalism, well-suited for describing structural properties. Moreover, finite graph conditions
and first-order graph formulas are expressively equivaleROF. Unfortunately, typical graph
propeties like “there exists a path”, “the graph is connected”, and “the graph is cycle-free” are
not expressible by first-order graph formul&o[9Q Cou971 andfinite graph conditions. They
only can be expressed ligfinite graph conditions.

In this paper, we generalize the concept of graph conditibi¥)f to HR graph conditions,
i.e. gaph conditions with variables where the variables are place holders for graphs generated
by a hyperedge replacement (HR) system. By the HR system, we obtain a finite description of
a, in general, infinite set of graphs, e.g., the set of all paths. We investigate the expressive power
of HR graph conditions and show that monadic second-order (MSO) graph formulas can be ex-
pressed by equivalent HR graph conditions, but also some second-order (SO) graph properties

* This work is supported by the German Research Foundation (DFG) under grant GRK 1076/1 (Graduate School on
Trustworthy Software Systems).
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can be expressed by HR graph conditions.

[HPOY

FO formulas————— conditions

this paper ..
MSO formulas—————— HR conditions

SO formulafs’

The usefulness of HR conditions is illustrated by an example ofrgple@ooning maneuver
protocol.

Examplel (Car platooning) In the following, we study “a prototypical instance of a dynamic
communication system”, originally taken from the California Path projelét$Vv9]. It repre-

sens a protocol for cars on a highway that can organize themselves into platoons, by driving
close together, with the aim to conserve space and fuel. A car platoon is modeled as a directed
graph where the nodes represent the cars and the direct edges the direct following relation. Ad-
ditionally, the leader of a car platoon is marked by a loop.

O+0O<+0+0+029
A car platooning state graph consists of zero or more car platoons.

O+—0«0+09 O+—0O+0<+0+02
N O+—0+02

Car platooning operations like splitting a car platoon in two car platoons, or joining two car
platoons into a single one can be described by graph replacement rules. When performing these
operations, certain car platooning properties have to be satisfied.:

(1) Every follower has a unique leadaftO,3( %3) Y (3( )A 39( 22

1

)

[X][x]
O 0

1

(2) Leaders are not connected by a directed p%a()
(3) The car platooning state graph is circle—fra )

with X :=0—0 | O—O-H{X20,

The car platooning properties are described by HR graph conditions. Baae®f and
Penremann Pen09 model the following relation with respect to the leader, but thet direct
following relation. HR graph conditions allow to express path conditions as in the car platooning
example.

The paper is organized as follows: In Sectiyrwe introduce graphs with variables. In Sec-
tion 3, we generalize graph conditions to HR graph conditions, i.e.gcamditions with vari-
ables equipped with a hyperedge replacement (HR) system. In Ségcti@present a number of
exampes for HR conditions. In Sectioh we investigate the expressive power of HR conditions.
A condusion including further work is given in Sectidh
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2 Graphs with variables

Grapts with variables consist of nodes, edges, and hyperedges. Edges have one source and one
target and are labeled by a symbol of an alphabet; hyperedges have an arbitrary sequence of
attachment nodes and are labeled by variables.

Definition 1 (Graphs with variables) Let € (Cy,Cg,Var) be a fixed, finite label alphabet
where Var is a set of variables with a mapping rank: ¥YaNg defining the rank of each vari-
able. Agraph with variableover C is a syster® = (Vg, Eg, Y, S, tc, atlg, Ivg, leg,lyg) con-
sisting of finite sets ¥, Eg, and Y of nodes(or vertice3, edges andhyperedgessourceand
target functionssg, tg: Eg — Vg, anattachment functioatt : Yg — V¢, andlabeling functions
IVg: Vg — Cv, leg: Ec — Cg, ly: Y — Var such that, for aly € Y, |att(y)| = rank(ly(Y)).
Fory € Yg, rankly) = |att(y)| denotes theank of y. For Y =0, G is agraph Thesizeof a
graphG is the number of nodes and edges, i.e.,§e= |Vg|+ |Eg|. %ar denotes the set of alll
graphs with variables? the set of all graphs, arid" the set of all graphs of sizé n. Forx € Var
with rank(x) = n, x* denotes the graph with the nodes. .. ,v, and one hyperedge attached to
vi...Vn. A pointedgraph with variablesR, ping) is a graph with variable® together with a
sequence pip= V1 ...V, of pairwise distinct nodes froR. We write rankR) for the numben
of nodes and Pigfor the set{vy,...,vn}.

Remarkl The definition extends the well-known definition of grapb$79 by the concept

of hyperedges in the sense e¢i§b94. Graphs with variables also may be seen as special hyper-
graphs where the set of hyperedges is divided into a set of edges labelled with terminal symbols
(of Cg) and a set of hyperedges labelled by nonterminal symbolgaff

We extend the definition of graph morphisms to the case of graphs with variables.

Definition 2 (Graph morphisms with variables) @raph) morphism (with variables):gG —

H consists of functiongy : Ve — Vy, 0e: Ec — Ey, and an injective functiogy : Yg — Yy
that preserve sources, targets, attachment nodes, and labels, thatds,=s gy 0 Sg, tH o g =

Ov otg, aty = atlg, vy o9y = Ivg, leq oge = leg, and Iy, ogy =lyg. A morphismgis injective
(surjective if gy, Oe, andgy are injective (surjective), and asomorphisnif it is both injective
and surjective. In the latter cas& andH areisomorphi¢ which is denoted byc =2 H. The
composition kv g of g with a graph morphisnin: H — M consists of the composed functions
hv o9y, he o gg, andhy ogy. For a graphG, theidentityidg: G — G consists of the identities
idgv, idgg, and iy on Gy, Gg, andGy, respectively.

Example2 Consider the graphs andH over the label alphab& = ({A,B}, {0}, Var) where

the symbold stands for the invisible edge label and is not drawn¥d= {x,y} is the set of
variables of rankd and?2, respectively. The grap@ contains five nodes with the labéfsand

B, respectively, seven edges with labelvhich is not drawn, and one hyperedge of rank 4 with
labelx. Additionally, the grapMH contains a node, an edge, and a hyperedge of rank 2 with
labely.
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The drawing of graphs with variables combines the drawing of graplshir’ and the drawing

of hyperedges intflab92 DHK97]: Nodes are drawn by circles carrying the node label inside,
edges are drawn by arrows pointing from the source to the target node and the edge label is
placed next to the arrow, and hyperedges are drawn as boxes with attachment nodes where the
i-th tentacle has its numbewritten next to it and is attached to th¢h attachment node and the

label of the hyperedge is inscribed in the box. Arbitrary graph morphisms are drawn by usual
arrows “-”; the use of “-” indicates an injective graph morphism. The actual mapping of
elements is conveyed by indices, if necessary.

In [PH9G Pra04, variables are substituted by arbitrary graphs. In this paarables are
replaced by graphs generated by a hyperedge replacement system. It can be shown that sat-
isfiability by substitution and satisfiability by replacement are expressively equivalent. By our
opinion, the second satisfiability notion is the more adequate.

Definition 3 (HR systems) Ayperedge replacement (HR) systéfnis a finite set of replace-
ment pairs of the formx/R wherex is a variable andR a pointed graph with rar{k) = rank(R).
Given a graplG, the application of the replacement pajiR to a hyperedgg with labelx and
rank(y) = rank(x) proceeds in two steps: 1. Remove the hypergdgem G, yielding the graph
G—{y}. 2. Construct the disjoint uniofG—{y})+R and fuse thé" node in aig(y) with theit"
attachment point dR, fori =1,...,rank(y), yielding the grapiH. ThenG directly derives Hoy
X/R applied toy, denoted byG =, gy H or G =4 H providedx/R € Z. A sequence of direct
derivationsG =4 ... =4 H is called aderivationfrom G to H, denoted byG =7, H. For every
variablex, Z(x) = {G € 4 | x* =, G} denotes the set of all graphs derivable frehby Z.

Example3 The hyperedge replacement systefrwith the rules given in Backus-Naur form

X .= e—s | +—<«—{X}*-s generates the set of all directed paths from node 1 to node 2.

Assumptiorl In the following, let% be a fixed HR-system.

Hyperedge replacement systems define replacements. A replacement morphism consists of a
replacement and a graph morphism.

Definition 4 (Replacement morphisms) #placements a finite seto = {y1 /R, ...,¥n/Rn}
of pairsy; /R, where, fori = 1,... ,n, y; is a hyperedgeR € Z(ly(y;)) is a pointed graph with
rank(y;) = rank(R;), andys,...,y, are pairwise distinct. The application pfto a graph with
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variablesG yields the graplp(G) obtained fronG by applying Iyyi)/R € Z toy; fori=1,...n.

0 denotes themptyreplacement. Areplacement) morphisi= (g,repl): G — H consists of
a graph morphisng: G — H’ and a replacement with(H’) = H. It is injectiveif gis injective.
(9,0) is agraph morphismand(idg, 0) theidentity.

Remark2 For every replacement morphisig,p): G — H with graph morphisng: G — H’
andp(H’) =H, there is a paitp’,d'): G — H with replacemenp’ = {y/R| g(y)/Re€ p} and a
graph morphism withf |c_v, = g andg'| () = id for all y € Y. In the following, we often use
replacement morphisms consisting of a replacement and a morphism.

G2 H

S

G ——H
g

Remak 3 For replacement morphisnigi,p1): G — H and(g,,p2): H — |, thecomposition
is defined by(g, o g1,p20p;5): G — | where the graph morphisms and replacements are as in
the figure below.

Factl The composition of replacement morphisms is a replacement morphism.
Notationl Replacementp with p(G) = H are denoted bp: G = H.

In [Pra04, Ulrike Prange sketches that graphs and graph morphisms withbles based
on substitution form a category and that the category with the cl&ssf all injective graph
morphisms is an adhesive HLR category. Similarly, one can show that graphs with variables and
replacement morphisms form a category and the category with the #fasisall injective graph
morphisms is a weak adhesive HLR category.

Fact 2 (Category XGraphs) Graphs with variables and replacement morphisms form the cate-
gory XGraphs

Proof. Consequence of the associativity and identity of replacements and graph morphisms.

Fact 3 (XGraphs is weak adhesive HLR)The categoryXGraphs.#') of graphs with variables
with the class# of all injective graph morphisms is a weak adhesive HLR category.

Proof. The proof is given in the Appendii. O
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3 HR conditions

Graphconditions are a well-known concept for describing graph properties in a graphical way
by graphs and graph morphisms (see e=dd§6, HHT96, HW95, KMPO05, EEHP06 HP09). In

the fdlowing, we generalize the concept to HR conditions. HR conditions are conditions in the
category of graphs with variables where the variables may be replaced by graphs generated by a
hyperedge replacement (HR) system. Additionally, HR conditions may contain conditions of the
form P C C whereP andC are graphs with variables with the meaning “is subgraph of”. This is

a counterpart to the MSO subformula X with the meaning “is element in”.

Assumptior? In the following, let.#' be the class of all injective replacement morphisms.

Definition 5 (HR conditions) Acondition (with variablespver aP is of the form trueP’ CC
or 3(a,c), whereP’, P, andC are graphs with variable§’ C P, a: P — C a morphism, and
c a condition ovelC. Moreover, Boolean formulas over conditions ofare conditions over
P. Ja abbreviatesi(a, true), V(a,c) abbreviates-3(a, —c). A HR condition(c, %) consists of a
condition with variableg and a HR systen®. If % is clear from the context, we only write the
conditionc. A HR condition isfinite, if every conjunction and every disjunction is finite.

3P f C,—=¢])
A
G

Every replacement morphissatisfiesrue. A replacement morphispt P — G satisfies PC C

if p(P") C §(C), and3(a,c) if there exists a replacement morphisnm~#’ such thagoca= p

and, if c is a condition ovelC, § satisfiesc. The satisfaction of conditions by replacement
morphisms is extended to Boolean formulas over conditions in the usual way. Every graph
satisfiesrue and a grapls satisfieghe conditionc, if ¢ is a condition over @ and the morphism

0 — G satisfiesc. We write g |= ¢ [G = c] to denote that all replacement morphismfgraphs

G] satisfy c. Two conditionsc andc’ areequivalent denoted by = ¢/, if, for all replacement

morphismsp; p = ciff pEC.

Remarkd The definition generalizes the definitions of conditionsHiti[T 96, HW95, KMPO5,
EEHPOG HP0OY. In the context of graphs, conditions are also calksshstraintsand, in the
context of rules, conditions are also callepblication conditionsThe generalization is twofold:

(1) Variables in HR conditions are allowed. The variables are replaced by graphs generated
by a corresponding HR system. By this generalization, sewefiaite conditions can be
expressed by ainite HR conditions.

(2) Conditions of the forniP C C are allowed. Typical examples are aré_ [x] with X ::=0 |
» and+—- C [x] with X ::= 0| [x] =—=. By this generalization, there is a transformation
of MSO formulas into equivalent HR conditions.

Exampled Consider the HR conditions
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pat h(1,2) = 3(s 53— 7 X2s)
connect ed = V((Z)—>; 2,path( ,2))
cyclefree = 30— =iX)

hani | toni an = 3(0—> X, H(s=X — =X +))

with the HR systenx ::= s—s | s—+—{X*~5. A morphism with domairs ¢« satisfies the
conditionpat h(1,2) iff there ex:sts a path from the image bfto the image o# in the range.

A graph satisfiesonnect ed iff, for each pair of distinct nodes, there is a nonempty path, i.e.,
the graph is strongly connected. It satistigs| ef r ee iff there does not exist a cycle, i.e.,the
graph is cycle-free. A graph satisfiaam | t oni an iff there exists a circuit and there is no
additional node outside the circuit, i.e., the graph is hamiltonian.

Notation2 For a morphisma: P — C in a condition, we just depidE, if P can be unam-
biguously inferred, i.e. for constraints over the empty gr@mnd for conditions over some
left- or right-hand side of a rule. E.g. the constrdiam | t oni an has the short notation

(55X, B ).
In the following, we investigate the model checking problem for HR conditions:

Given: A HR conditionc and a graplG
Question: G|=c?

For finite HR conditions, the model checking problem is decidable.

Theorem 1 (Decidability of the model checking problem)For every finite HR conditiog and
every morphisnp [graph G], it is decidable whether or ngi |= € [G = €].

morphismp Decidep | ¢ yes/io
condition& Ty

Proof. Let ¢ = (c,#) be a fnite HR condition. Without loss of generality, we may assume that
Z is monotone, i.e., for each rulgR € Z, sizgx*) < sizg(R). Otherwise, we transfori# into
an equivalent monotone HR system (se@lj94, Theorem 1.5). Lep= (po,p): P — G be a
morphism. Suppose that s{iz&) = nfor somen > 0. Let Repl denote the set of all replacements.

Claim1l Forallx e Var, n € Ng, andC € %y, the sets

X" (X) = {Ge¥"|x =},G}
Repl(C) = {peRepl|p(y) e Z"(ly(y)) forally € Yc}
#"C) = {peRepl(C)[p(C)<n}

can be constructed effectively.

Proof. Forx e Var andk € N, define setsz}(x) recursively as followsZ; (x) = {R€ %, | x/Re
Z#} and, fork> 1, %} ,(x) = Z{(x)U{p(R) € 4" | x/Re€ %, p € Rep[(R)} where Reg](R
{p € Repl| p(y) € Z(ly(y)) forally € Yr}. SinceZ,(x) C %, ,(X) C¥" for allk € N and

@" is finite, there is somé(x) € N such that@ln(x) (x) = %’l”(x)ﬂ(x). This impliesﬁqu) (x) =
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%l"(x)+m(x) for al m> 1. Now all Z(x) up to the smallest possibl¢x) can be constructed
effectively. FurthermoreZ"(x) = ,%’{EX) (x) may be verified. Z"(x) = Uyx-1 #y. Since the sets
2 (x) are monotonically increasing subsets@fand sinces" is finite, there is somix) € N
such that%"lrzx) (X) € Z}, . 1(X). By definition,,%’{EX) (x) = %IQX)H(X) = %Irszz(X) =.... Thus,

(x)+1
Uke1 Zp = %n(x) (x). The second and third statement follow directly from the first one. O

For “existential” HR conditionsl = (d,%) with d = 3(a,c) witha: P —C,

p’:<dv%> — p):Vpe%”(C)p(d)-

1117

30=(p,0) € 4" Goa=pAGFcC

Jp € Repl3ge .Z.qop(a) = pAqE p(c)
p ': VpeRepIp(d)

PE Vpeanc)p(d).

Since#"(C) is finite, \ pen(c) p(d) is a finite. For all existential subconditions, satisfiability
can be tested and, for non-existential conditions, satisfiability can be inferred. For &3)aagoh
a HR condition(d, #) whered is a condition over 0G = (d,#) <= 0— G = (d,%). O

Remarks Theoreml makes use of the monotonicity property of HR systems. Allowing@ron
tone replacement system instead of (monotone) HR systems one would get a corresponding
decidability result.

4 A classification of graph properties

By agraph property we mean a predicate on the class of graphs that is stable under isomorphism.

In the following, we collect a number of graph properties known to be first order, monadic
second-order, and second order, respectively, and show that most of them can be expressed by
HR conditions.

Fact 4 (classification of graph propertie€du9(q) The following properties of a directed, la-
belled graphz and nodes andw are first order (FO), monadic second-order (MSQO), and second
order (SO), respectively:
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properties of a directed, labelled gra@h FO MSO SO
—simple yes  yes yes
—k-regular yes  yes yes
— degree< k yes  yes yes
— has a nonempty path fromtow no yes yes
— (strongly) connected no yes yes
— planar no yes yes
—k-colorable no yes yes
— Hamiltonian no yes yes
—lis atree no yes yes
—is a square grid no yes yes
— has an even number of nodes no no yes
— has as many edges labeledsb no no yes
— has a nontrivial automorphism no no yes

—cardVg) belongs to a given nonrecursive set  no no no

The following monadic second-order graph properties can be ssguleby HR conditions.

Exam
Xi=
1.

ple5 (MSO graph properties) For the hyperedge replacement system with the rules
s—s | +—=—={X}*—s , we have the following:

1 2

Paths. A nonempty pathin G is here a sequence of nod&s, V-, ... ,V,) withn > 2 such
that there is an edge with sourgeand target;1 for alli andv; =v; = {i,j} = {1,n};
if vi = Vi, this path is aircuit. The HR conditiorpat h(1,2) =3( ¢ 3 — X )
requires that there is a nonempty path from the image of 1 to the image of 2.

ConnectednessThe HR conditiorconnect ed =V(s ¢,pat h(1,2)) requires that, for
each pair of distinct nodes, there is a nonempty path, i.e., the graph is strongly connected.

Cycle-freeness. The HR conditioncycl ef r ee = 3( ) requires that the graph is
cycle-free.

. Planarity. By Kuratowski’s Theorem (see e.gEye79) a graph isplanarif and only if

it has no subgraph homeomorphicKgs or Ks. Two graphs arénomeomorphiaf both

can be obtained from the same graph by insertion of new nodes of degree 2, in edges, i.e.
an edge is replaced by a path whose intermediate nodes are all new. The HR condition
pl anar = A(KZ) A A(K3 5) whereKZ andKj 5 are obtained from the graphs andKs 3

by replacing all edges by hyperedges with labekspectively, requires that the graph has

no subgraph homeomorphic@ orKs 3, i.e. that the graph is planar.

. Coloring. A coloring of a graph is an assignment of colors to its nodes so that two ad-

jacent nodes have the same colorkAoloring of a graphs usesk colors. By Kénig’s
characterization (see e.gH#r69), a graph is 2-colorable if and only if it has no odd
cycles. For undirected graphs, i.e., graphs in which each undirected edge stands for
two directed edges in opposite direction, the HR condilonl or = E() with
Xi=eo—3 |1 X} requires that there are no cycles of odd length, i.e., the

graph is 2-colorable.
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6. Hamiltonicity. A graph isHamiltonian if there exists a Hamiltonian circuit, i.e. a sim-
ple circuit on which every node of the graph appears exactly once (seeEvg7$.

For undirected graphs the HR conditidrani | t oni an = 3( X, #( X +)) with
Xi=9e—3|1 requires that there exists a srmple circuit m the graph and

there is no additional node in the graph, i.e. every node of the graph lies on the circuit, the
graph is Hamiltonian.

7. Trees. A graphG is atreeif is connected, cycle-free, and has a root. A gr&phas a
rootv if v is a node inG and every other nodé in G is reachableromyv, i.e. there is a
directed path fronv to V' (see e.g. [Eve79). For undirected graphs, the HR condition
tree = uconnect ed Aucycl efree A3(s,V(s s,upath(1,2))) (with the undi-
rected versions otonnect ed, cycl ef r ee, andpat h(1,2)) requires that the graph

is connected, cycle-free, and has a root, i.e., the graph is a tree.
The following second-order graph properties can be expressed by HR graph conditions.
Example6 (SO graph properties)

1. Even number of nodes.The HR conditioreven = 3( [X] , A([X] ¢)) withx::=
expresses the SO graph property “the graph has an even number of nodes”.

e e

2. Equal number of a's and b's. The HR conditiorequal =3([X,3(X1 @) AH(X ©@))
withx = 0]|@ expresses the SO graph property “the graph has as many nodes
labelleda asb”.

3. Paths of same length.The HR conditior2pat hs, 2=3( 19— I-’ ) with x:
le——=e?2

3o o4 3._..'>I<.' expresses the SO graph property “there exrst two node dISjOInt
paths of same Iength from the image of 1 to the image of 2.

5 Expressiveness of HR conditions

We are interested in classifying HR conditions, i.e. we want to classify the kind of graph prop-
erties that can be expressed by HR conditions. To this effect, we compare HR conditions and
monadic second-order formulas on grapf®({9Q Cou974. We show that there is transfor-
matians from MSO formulas into equivalent HR conditions. Vice versa, there is no such a
transformation: HR graph conditions can express second-order graph properties.

Let Rel be a finite set of relation symbols. Let Var contain individual variables and relation
variables of arity one. Since a relation with one argument is nothing but a set, we call these
variablesset variables A monadic second-order formulaver Rel is a second-order formula
written with Rel and Var: the quantified and free variables are individual or set variables; there
iS no restriction on the arity of symbols in Rel. In order to get more readable formulas, we shall
write x € X instead ofX(x) whereX is a set variable.

Definition 6 (MSO graph formulas) Let Var be a countable set of individual and set variables.
The set of allmonadic second-order (MSO) graph formul@wer Var) is inductively defined:
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Forb e C andx,y,z X € Var, I(X), inc(x,y,z), X =Y, andx € X are formulas. For formulas,

F (i € 1) and variables, X € Var, —=F, Ajc/F, 3xF, and3XF are formulas. For a formulkg,
FregF) denotes the set of ditee variables ofF. A formula isclosed if FregF) # 0 does not
contain free variables. Theemantic GF](o) of a formulaF in a non-empty grapl®& under
assignment : Var — Vg+Eg is inductively defined as follows. The semantics of the formulas
Ih(X), Inc(X,y,2), x =Yy, -F, AielF, and3xF in G undero is defined as usual (seeliP09).

G[x € X](o) = true iff o(x) € o(X) andG[IXF](0) = true iff G[F](o{X/D}) = true for
someD C Vg or D C Eg whereag{X/D} is the modified assignment with{ X /D}(X) =D and
o{X/D}(x) = o(x) otherwise. A graplG satisfiesa formulaF, denoted byG = F, iff for all
assignments : Var — Dg, G[F] (o) = true.

Notation3 The expressioNic| F abbreviates the formulanic) —F, F = G abbreviates-F v
G, VXF abbreviates-3x—F, andvXF abbreviates-3X—F.

Example7r  The MSO formuldro(xq,x2) = VX[{VWz(y € X Aeddy, z) = z€ X) AVy(edd X1,Y)
=ye X)} = x € X] [Cou974 expresses the property “There is a nonempty path fptox;".

The formulaF, = (x=Y) V Fo(X,y) expresses the propertx =y or there is a nonempty path
from x to y” and the formula=, = Vx,y[F1(x,y)] expresses the property “the graph is strongly
connected”.

MSO graph formulas can be transferred in equivalent finite HR graph conditions.

Theorem 2 (From MSO formulas to HR conditions) There is a transformatiof€ond,, from
MSO formulas to HR conditions, such that, for all MSO graph formulas F and all graphs G,
GEF < GECondy(F).

Proof. LetF be a MSO formula. Without loss of generality, we may assumeRhsatclosed and
rectified, i.e. distinct quantifiers bind occurrences of distinct variables; otherwise, we build the
universal closure oF and rename the variables. Sir€ds rectified, the variables df can be
represented by isolated nodes, edges, and hyperedges in the graphs of a constructed condition.
Let P be a graph with variables. If the sBf, = Isop + Ep + Yp], the set of all isolated nodes,
edges, and hyperedgesHnis a subset of the set Var of variables, then every morppisi = G

into a non-empty grap@® induces an assignmeat Var — D¢ such thatp= g[Dp], i.e., p(x) =

o(x) for eachx € Dp. Vice versa, an assignmeat: Var — D¢ induces a mappin®p — Dg

that may be extended to a graph morphigmP™— G with p= o[Dp.

FregF)
IN
Var2Dp - P
of s
Dg - G

The HR condition is given by Cor#t) = Cond0,F), where 0 denotes the empty graph. For a
MSO formulaF and a graptP with FregF) C Dg C Var, the HR condition CondP,F) is con-
structed as follows: For the expressions known from first-order theory, we use the construction
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in [HPOY. For the atomic MSO expressions= X and3XF, wherex is an individual variable
andX a set variable, we define the transformation as follows:

- e L if XEVP

CondPxeX) = e O if xe Ep

CondP,3XF) = V,;(3(P—C,CondC,F)), %) where
C=P+x,Z1 . X:=0|x» andZ, . X ;=0 | [x] ~—=

The following claim is based ony’-satisfiability obtained from the usual satisfiability by
replacing all occurrences o#’ by </’, the class of all replacement morphisms. We wiitg
to denotew’-satisfiability.

Claim2 For all rectified MSO graph formulds, all graphsG, all assignments : Var — Dg,
and all morphism$: P — G with o = p[Dp], G[F](0) =true< p = CondP,F).

Proof. The proof makes use of the proof of the corresponding statement for rectified FO formulas
given in [HPO9 and is done by structural induction.

Basis For the atomic formulas,(x), inc(x,y,z), andx =y, the proof is as infiP09. For atomic
formulas of the formx € X, the statement follows directly from the definitions:

G[x e X](o) = true
X)

& o(x)eo( (Semantics ok € X)

< P() Cp(x) (p = 0[D}], x,X € FregxeX) € FregxeX) C Db)
& PEFa 2 E (Sematics of s C [x])

&

P Eo CondPx e X) (Definition of Cond)

Hypothesis.Assume, the statement holds for rectified formutas

Step. For formulas of the form-F, Aj¢ F, 3xF, the proof is as infiP09. For formulas of
the fam 3XF, graphsG, and assignmenisg, the statement follows from the definitions and the
induction hypothesis:

G[3XF] (o) =true

< dD C Dg.G[F](g{X/D}) =true (Semantics oBXF)
< 3D CVe.G[F](o{X/D}) = trueor
dD C Eg.G[F](0o{X/D}) = true (Assignment)
& 3§:C—Ged.p=(Goanfl=y CondC,F) (Hypothesisgq= o{X/D}[Dp])
& PEy3I(P—C,CondC,F)) (Definition =/, p= o[Dp])
< Pl CondP IXF) (Definition Cond)
wherea: P — C with C =P+ [x]. O

</ -satisfiability is closely related to the satisfiability of monadic second-order graph formulas.
As in [HPQ9, there is a transformation fromy’- to .#’-sdisfiability.

Claim 3 (from «7’- to .#’-satisfiability HP0Y) There is a transformatiollsat such that, for
every conditiorc over® and every grapks, G =, ¢ < G |=_, Msaf(c).
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Proof. Let (p, p) be a replacement morphisnp/, p’) the corresponding pair consisting of a
morphism and a replacement, aod-{c,#) a HR condition. By the corresponding theorem
in [HP0Y, p' =, c< p = Msat(c). By the definition of the classes of replacement mor-
phismse’ and.#’, (p/,p’) E. c< (P, p’) EMsafc) and, for the corresponging paio*, p*),
(p*,p") Ea C<= (p',p*) = Msaf(c). As a consequence, for every graph¥ = c < G =
Msat(c). O

Now, for all graphsG and al closed, rectified MSO formulas, we have:
GEF < Vo:Var— Dg.G[F](0) =true (Definition =)

& 0— Gk, Cond0,F) (Claim2)
< GE, CondF) (Definition =,,, Cond)
< Gl MsatCondF)) (Claim 3).
Now, the HR condition Cong (F) = MsatCondF)) has the wanted property. O

Example8 The closure of the MSO graph formula

F(xg,%) = VX[{VWWz(y € X Aeddy,z) = z€ X)AVY (edgx,Y) =Y € X)} = x € X
(‘3r1 G2 Gs

is transformed into the HR condition
COHC(VX1VX2F (Xl, Xz))
Cond 0, Vx1 VxoF (X1,%2))
V(X'lx'z, COHC((D, X [Gl NGy = Gg])))

1 e 1
=<
=
fe)
(@]
>
geXn
B
o
G
>
o
N
()
o
w |

2
V(ea, [V(galss, (s CHAIgeXg—s) = ¢ CX)A
V(s2aXy, (=)= s CK) = 3 CH])

with X ;=0 | [x] * using the equivalenc&x(V(y,c)) =V(yox,c)) in [HPO].

Inspecting the proof of Theoref) one may see that only rules of the foXit:= 0| [x]« of
X ::=0| [x]*+— are used. A HR condition with rules of this form is calld®0 cadition.

Corollary 1 There is a transformatioicond , from MSO formulas to HRO conditions, such
that, for all MSO graph formulas F and all graphs G,}sF < G = Cond 4 (F).

In Example6, second-order graph properties are expressed by finite HR comlitiAs a
consequence, we obtain the following.

Corollary 2  There is no transformation from finite HR conditions to equivalent MSO formulas.

6 Conclusion

In this paper, we have generalized the notion of graph conditions to the one of HR graph condi-
tions. The variables in the graphs can to be replaced by graphs generated by a assigned hyperedge
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replacement system. It is shown that there is a transformatiom FI&O formulas to HR con-
ditions, but HR conditions are more powerful: they can express certain SO formulas. It remains
the question whether or not there are transformations from HRO conditions to MSO formulas
and from HR conditions to SO formulas, respectively.

[HPOY

FO formulas———— conditions

thi
MSO formulasMHRO conditions

299
SO formulas———— HR conditions

Graphs with variables and all replacement morphisms form a agtedristinguishing the
class of all injective replacement morphisms, we obtain a weak adhesive HLR category. As a
consequence, we have

e conditions with variables,
e rules with variables as irfH94,
e ruleswith application conditions based on graphs with variables.

We can adapt all results known for weak adhesive HLR categories.
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A Weak adhesive HLR categories

We recall the notions of weak adhesive HLR categories, i.e. categories based on objects of
many kinds of structures which are of interest in computer science and mathematics, e.g. Petri-
nets, (hyper)graphs, and algebraic specifications, together with their corresponding morphisms
and with specific properties. Readers interested in the category-theoretic background of these
concepts may consult e.g=EPTO6H.

Definition 7 (Weak adhesive HLR category) A categ&fywith a morphism class# is aweak
adhesive HLR categoryf the following properties hold:

1. # is a class of monomorphisms closed under isomorphisms, composition, and decom-
position i.e., for morphismsf andg, f € .#, g isomorphism (or vice versa) implies
gofe#; f,9e 4 impliesgo f € #;andgo f € .#,g¢c .# impliesf € .#.

2. ¢ has pushouts and pullbacks alosg-morphismsi.e. pushouts and pullbacks, where at
least one of the given morphisms is.i#’, and.#-morphisms are closed under pushouts
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and pullbacksi.e. given a pushout (1) as in the figure belowge .# impliesn € .# and,
given a pullback (1)n € . impliesme .Z .

3. Pushouts irg along.#-morphisms are weak VK-square. for any commutative cube
(2) in ¥ with pushout (1) wittme .# and (f € .# orb,c,d € .#) in the bottom and where
the back faces are pullbacks, the following statement holds: the top face is a pushout iff
the front faces are pullbacks.

AN ——C
A——C B,%D,ﬂ @

A—|—C
B—D bb dJ/

B——D

Fact5 (Graphs is weak adhesive HLRIEPTO6l) The categoryGraphsinj) of graphs with
classinj of all injective graph morphisms is a weak adhesive HLR category.

Further examples of weak adhesive HLR categories are the categories of hypergraphs with
all injective hypergraph morphisms, place-transition nets with all injective net morphisms, and
algebraic specifications with all strict injective specification morphisms.

Weak adhesive HLR-categories have a number of nice properties, called HLR properties.

Fact 6 (HLR-properties [S04, EEPTO6l) For a weak adhesive HLR-categoly , . #), the
following properties hold:

1. Pushouts along#-morphisms are pullbacks.

2. ./ pushout-pullback decompositionif the diagram (1)+(2) in the figure below is a
pushout, (2) a pullbackd) — F in .# and fA — B or A— C in .#), then (1) and (2)
are pushouts and also pullbacks.

3. Cube pushout-pullback decompositioBiven the commutative cube (3) in the figure be-
low, where all morphisms in the top and the bottom are/dn the top is pullback, and the
front faces are pushouts, then the bottom is a pullback iff the back faces of the cube are

pushouts.
/A’—>/C’
A——C—E Jr , j 3
|o| @ | s—rb
A«\[—>C
B—D—F J/ S

B——D

4. Uniqueness of pushout complementSiven morphism@\ — C in .# andC — D, then
there is, up to isomorphism, at most ddievith A — B andB — D such that diagram (1)
is a pushout.
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B Constructions and proofs

In this section, show that the categdi¥Graphs.#) of graphs with variables with the clasg

of all injective graph morphisms is a weak adhesive HLR category. For this purpose, we show
that.# is a class of monomorphisms closed under isomorphisms, composition, and decomposi-
tion (Lemmal), the category has pushouts and pullbacks alaftgnorphisms (Lemm&), and
pushaits along.#-morphisms are weak VK squares (LemB)a

Lemmal In XGraphs the following properties hold:

1. .#-morphisms are monomorphisms.

2. ./ -morphisms are closed under composition and decomposition.

Proof. Straightforward O

In the following, we have to show the existence of pushouts anbigehtk along#-morphisms.
Since every morphism consists of a replacement and a graph mophisms, we first give a construc-
tion for an injective graph morphism and a replacement. The remainder construction can be done
as usual for graph morphisms.

Lemma 2 (Pushouts and pullbacks along’-morphisms) For every morphism mA — B in
# and every replacememt: A = C, there is an object D, a morphism' n€C — D in .# and
areplacemenp’: B = D forming a pushout. Vice versa, for every morphish @— D in .#Z
and every replacememt’: B = D, there is an object A, a morphism:mM — B in .#Z, and a
replacemenp’: A =-C and forming a pullback.

m @ |

B=—>D
P

Proof. The pushout objedD, ', andp’ are constructed as follows.
e Vp=Vg+(Vc—Va)
e Ep =Eg+ (Ec—Ea)
* Yp=Yg+(Yc—Ya)—my(Dom(p))

e 5p(e) = if ec Egthen g(e) else ifec Ec and g(e) € Vc—Vathen
sc(e) elsemy(sc(e)) for e € Ep. tp(e) and atp(y) are defined analogously.

e lvp(v) = if ve Vg then (V) else (v) for v e Vp. lep(e) and lyy(y) are defined
analogously.

e m': C— Dis given by(m,,m) where nj, is defined by rj(v) = if ve Vathenmy (v) elsev
for all v e V¢, andnt. is defined analogouslyp’: B = D is defined byp’ = {m(y)/R|

y/R€ p}.
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Thenm': C — Dis amaphism in.Z, p’: B=-D is a replacement, and the constructed diagram
is a pushout. The pullback obje&t m, andp are as follows.

° VA:VBQ{W(/(V) ‘VEVc}
Ea=EgN{mg(e) |ec Ec}

Ya=YsN{m,(y)[yeYc}UYc

sa(e) = sg(e) for all e € Ea. ta(e€) is defined analogously.
atta(y) = if ye Cthen atg(y) else atg(y) forally € Y.

Iva(v) = Ivg(v) for all v € V. lea(e) and Iy, (y) are defined analogously.

e m: A — Bis restriction ofm/: C — Dto Aandp: A — C is defined byp = {y/R|y €
Ya, (My(y)/R) € p'}.

Thenm: A — B a graph morphism in#, p: A= C is a replacement, and the constructed
diagram is a pullback. O

Lemma 3 In XGraphs pushouts along#-morphisms are weak VK squares.

Proof. By case analysis, similar to the proof IBEPT06& In the following, we will use the

notaton ABCDto designate the square frddn— A— Cto B— D « C. In the commutative cube
below, letABCDbe a pushout witim € .# and the back face& AB'B andA’AC'C be pullbacks.

Assume thatf € .# orb,c,d € 7.

g

A/—>C, *
p’é ’/n* B’LD’
B-g+—D |C JwB gﬂj
b 292 |d

bJ A‘c%f*C /b2
2od gy B— D

B— D f

We praceed by case distinction.

Case 1.f € .# and one of the back arrows, i.a,b,c, is in.Z. By Lemma2, all morphisms
excep the “vertical” morphismsa,b,c,d are in.#. Because the back sides of the cube are
pullbacks, all ofa, b, c are in.#. By commutativity of the cubed € .#. The proof proceeds as
for the category of hypergraphs iBEPTO64

Case 2b,c,d € .# and one ofy, f, f* is in .#. Analogous to Case 1.

Case 3. f is in .# and none of the back arrovesb, c are in.#. Because the back sides are
pullbacks,f*,ge ..

Case 3.1.Assume the top is a pushout. Thgrg* € .#. Assume a pullback obje®; with
morphismsgs: B, — D’ andby: B, — B. Then, there is a unique: B’ — B with g* = gsu and

b = byu. Similar to EEPT06 we can show that is bijective and thereforB’ = B,.

Case 4.b,c,d e .# andg, f, f* & .#. The proof is analogous to Case 3. O
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Proof of Theoren®. 1.7 is a class of monomorphisms closed under isomorphisms, composi-
tion and decomposition: The class of all injective graph morphisms in XGraphs is a class of
monomorphisms. It suffices, then, to show thatf is in .# for morphismsy, f € .#, and that

go f € . implies f € .# . Both propositions are true due t&HIS90, Proposition 7.34].

2. XGraphs has pushouts and pullbacks alo#gmorphisms: FoOA — B in .#, the pushout of

B — A — E is constructed by splitting the morphistn— E into a replacemenp: A=-C and

a morphisnC — E, constructing (1) as pushout Bf<— A = C accoring to Lemma& and (2) as
pushaut of D +— C — E as usual (e.g. in the category of hypergragbs&PTO6l). Then (1)+(2)

is a ptshout.

W >
le]

ForE — F in.#, the pullback oB — F «— E is constructed by splitting the morphisgr— F
into a replacement: B=- D and a morphisnb — F, constructing (2) as usual as pullback (e.g.,
as in the category of hypergrapHsHPTO6H) and (1) as pullback according to LemraThen
(D)+(2) is a pullback. O
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Abstract: In a variety of disciplines models are used to predict, measure or explain
quantitative properties. Examples include the concentration of a chemical substance
produced within a given period, the growth of the size of a population of individuals,
the time taken to recover from a communication breakdown in a network, etc.

The models such properties arise from are often discrete and structural in nature.
Adding information on the time and/or probability of any actions performed, quan-
titative models can be derived. In the first example above, commonly referred to as
kinetic analysis of chemical reactions, a system of differential equations describing
the evolution of concentrations is extracted from specifications of individual chem-
ical reactions augmented with reaction rates.

Recently, this construction has inspired approaches based on stochastic process
specification techniques aiming to extract a continuous, quantitative model of a sys-
tem from a discrete, structural one. This paper describes a methodology for such an
extraction based on stochastic graph transformations.

The approach is based on a variant of the construction of critical pairs and has been
implemented using the AGG tool and validated for a simple reaction of unimolecular
nucleophilic substitution (SNy).

Keywords: stochastic graph transformations, chemical reactions, law of mass ac-
tion, ordinary differential equations

1 Introduction

In chemistry, understanding the kinetics of reactions, i.e, the evolution of concentrations of chem-
ical agents over time, is essential for a variety of purposes ranging from the interpretation of ex-
periments in the lab to the planning of large scale industrial systems. Analogies between chem-
ical reactions and rewriting have inspired approaches like CHAM [2] where chemical reactions
serve as a paradigm for concurrency, or Kappa [8] focussing on modelling biological systems.
In graph rewriting the modelling of chemical reactions has been studied in [7]. The idea is to
present molecules as graphs (or graph expressions) and to formalise reaction equations as graph
or term rewrite rules. Such an encoding offers opportunities for cross-fertilisation, transferring
concepts, problems, and ideas between chemistry and computer science.

In this paper, we will exploit this in order to rephrase chemical reaction kinetics in terms of
stochastic graph transformations. More precisely, we want to derive the ordinary differential
equations (ODEs) that describe the evolution of concentrations of chemical species over time.
While in simple cases these equations can be derived by hand using the law of mass action
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[15], for large, complex reaction networks automation is required. We provide the formalisa-
tion necessary for automating the approach and conduct a feasibility study based on a prototype
implementation. More generally, we hope to contribute to bridging the gap between discrete
modelling techniques focusing on change of structure and continuous ones modelling quantita-
tive changes. While focussing on chemical reactions, the technique is a general one and could
be applied to other systems that can be described in a similar way.

Specifically, our approach is based on stochastic graph transformations [11] which combine
rules to capture the reactive behaviour of the system with a specification of rate constants govern-
ing the speed at which the reactions occur. We have studied (and continue to do so) the problems
of stochastic simulation and model checking of such specifications [13, 16]. These analysis ap-
proaches suffer from scalability issues in terms of the size of the populations considered (such
as the number of starting molecules allowed in the system). Ordinary differential equations are
an alternative level of abstraction less prone to this problem.

This paper is organised as follows. First, a treatment of background and related work is given,
focusing on recent rule-based approaches by Faeder et. al [8] and Feret et. al [9]. This is
followed by an overview of the methodology employed, including how the derivation of ODEs
is enabled by well-known constructions of graph transformation theory. Then our case study of
the SN reaction is introduced, and the results obtained by the analysis are given, followed by a
short discussion of tool support. Finally, the conclusion contains a discussion of required further
work, and ways to evolve the current methodology.

2 Background and Related Work

In this section, we review a number of approaches to the derivation of ODEs from process cal-
culi, biological modelling languages, net-based and rewriting approaches. In the first category,
Cardelli [4] converts expressions in the Chemical Ground Form (CGF) process algebra (a close
formalisation of chemical reaction rules) into ODEs. PEPA [14], a stochastic process algebra
that incorporates rate information into communication activities, can express a reaction system
as a set of interacting sequential components. These interactions can be expanded to a state
representation of the reaction system, from which an activity matrix bearing a resemblance to
the stoichiometric matrix can be extracted. The stoichiometric matrix describes the consumption
or production of chemical species by individual reactions and is a necessary ingredient to the
derivation of ODEs (see Section 3).

This matrix bears a close similarity to the incidence matrix of a Petri net, so it comes as no
surprise that nets have been utilised to the same end. Each place represents a distinct chemical
species (starting material, product or intermediate) in the reaction process and each transition
is an elementary reaction which transforms and converts these species. Transitions are labelled
with rates. In [10] it is described how a discrete Petri net can be converted into a continuous one
by allowing places to have a positive real number of tokens representing the concentration of
that particular chemical species in the system. Firing transitions is carried out continuously, the
speed dependent on the token values at the input places. This models the fact that the speed of a
reaction is dependent on the concentrations of the species required. The ODEs can be deduced
from the incidence matrix for such a Petri net.
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Both the process algebraic methods above and the Petri net method are limited in that the
specification of reactions requires the molecules involved to be defined in their entirety. For an
extremely large reaction network comprising hundreds of reactions between molecules, such a
specification becomes unfeasible. This is widely known as the combinatorial explosion problem.
In contrast, we follow the work of Faeder et. al [8] and Feret et. al [9] in using a rule-based
approach. Here, we model reactions at the level of functional groups rather than entire molecules.
Reactions are described by local context, depicting only those elements that are directly involved
in the reaction [5]. In this way, a fully defined set of concrete reactions between all reacting
species is reduced to a smaller set of reaction rules that can be contextualized to fit possibly
numerous specific pairs of reactants.

The BioNetGen Language (BNGL) [8] is a versatile rule-based modelling language, developed
with biochemical networks in mind. The language can be used to specify rules and starting
reactants as terms, which can be visualised graphically. To give a continuous numerical solution
for the ODEs representing the system, the BioNetGen software constructs the entire reaction
network via the systematic and exhaustive application of rules to a set of seed species, and their
subsequent derivatives, until no further change occurs.

In contrast to measuring the concentration of species, [9] introduces the concept of “coarse-
graining”, where so-called fragments are an alternative unit of dynamics. Fragments are sub-
graphs of species and can be envisioned as the smallest units at which the system can make
distinctions on the dynamics. This reduces the ODEs necessary to describe a system to a much
smaller set, as one fragment encapsulates a number of species, including their reactivity. Frag-
ments are constructed directly from the rules according to a number of constraints. The mod-
elling language used is Kappa, which again has an algebraic and a graphical representation.

We aim to follow these two approaches, rephrasing their constructions in terms of graph trans-
formation theory to understand the relationship between the two fields and explore possible mu-
tual benefits. Specifically, we attempt the derivation of ODEs via critical pair analysis of graph
transformation rules. This is essentially a combination of the static analysis approach in [9] with
the BNGL method in [8] which requires an enumeration of the chemical species in the system.
However, where BNGL requires execution of the rules on a set of seed species (which may
require numerous instances of each starting reactant), our method only requires the starting ma-
terials to be defined more generally, without considering repeated instances. The adherence to a
graphical representation is particularly useful in reducing the semantic gap between the model
and real chemistry [3, 18], since graphical representations potentially bear a conceptual similar-
ity to structural formulae used in Chemistry. Atoms (or molecular species, for a higher level of
abstraction) can naturally be seen as nodes in a graph, with the bonds between them represented
as bi-directional edges.

We differ slightly from both the approaches in that we attempt to define a more general con-
sideration of rate constants. In Chemistry, the reactivity of a site in a molecule (and therefore
the rate constants for reactions involving that site) can be affected by additional context, possibly
several positions away in the carbon chain. This additional context may not be a defining part
of the functionality of that site, and therefore would not necessarily be included in the rule that
captures that functionality. In both the coarse-grained and BNGL approaches, to account for this
additional rate-altering context, a general rule must be expanded to include that context, so that
a different rate constant can be assigned. This can be seen as an instantiation of the general rule
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so that it is applicable in a more specific instance. In both approaches, the instantiation must be
done manually. In our approach, we automatically instantiate all general rules to apply to spe-
cific, singular molecular context so that a distinct rate constant can be applied to each of these
instantiated reactions. We make the assumption that additional context always has an effect on
the rate constant. Also, this instantiation may be important in systems outside the chemical and
biological realms. As our aim is to avoid restricting the application domain, we incorporate this
generalisation into the methodology presented here.

While the fragment approach in [9] is an innovative way of reducing the number of ODEs
necessary to describe the dynamics of a system, it is more difficult to describe the dynamics of
a specific chemical species since fragments are essentially patterns that encapsulate a group of
species exhibiting the same behaviour. Defining dynamics in terms of classically recognisable,
individual species may be more favourable to chemists or biologists that are interested in the ac-
tual population levels. A further limitation of the fragment approach is that disjoint components
in the same rule cannot represent two reactive sites of the same molecule. This means that any
intramolecular reactivity, although already functionally captured by another general rule, must
be specified separately. This limitation arises since fragments are constructed from rules, and any
such intramolecular reactivity not specified as intramolecular by a rule could potentially lead to
an infinite number of fragments (see [9] for further details).

3 Stochastic graph transformation rules to ODEs

This section explains the fundamental ideas behind the methodology. We start out with a descrip-
tion of the standard approach to derivation of ODEs from chemical reactions and illustrate by
the same example the correspondence with place-transition nets. The problem of deriving ODEs
from a stochastic graph transformation system is thereby reduced to encoding it into a suitable
net.

3.1 ODEs from Chemical Reactions and PT Nets

Our derivation of ODEs follows from the law of mass action. In order to state the dynamics
of a chemical system in terms of ODEs, the complete set of possible reactions in the system
must be known. For each reaction, we must also know how many molecules of each species are
consumed and produced by that reaction. We build up what is known as a stoichiometric matrix
which relates each elementary reaction to each molecular species in the system by the aggregate
effect the reaction has on that species’ population. Consider the following 3 elementary reactions
which comprise an example reaction mechanism.

AL B

B2, A
A+B -2, C

The k, values are rate constants for each of these reactions. The rate law of any elementary
reaction is defined as the product of a rate constant for that reaction (e.g. k; for the first reaction)
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with the concentrations of any reactants needed in the initiation of that reaction (e.g. the concen-
tration [A] of A for the first reaction). The rate law gives us an indication of the “speed” at which
that elementary reaction goes. The rate laws for the reactions above are given respectively as

ki[A]
ko [A]
k3[A][B]

To obtain an ODE for this reaction system with respect to a particular reactant we consider
how each elementary reaction affects the population of that reactant. For example, A is con-
sumed once by k;, produced once by k, and consumed once by k3. To get an ODE for A, we
multiply how many net molecules of A are produced by a reaction (negative values indicate net
consumption) by the rate law for that reaction, and sum over all of the rate laws. For A, this
gives:

d[A)/dt =k [A] + ko [A] - k3[A][B]

From the procedure above, it is clear that all that is needed to derive these ODE’s is an indica-
tion of what effect each reaction has on each chemical species in the system. This information is
entirely contained in the stoichiometric matrix described above. The rate laws are extracted by
multiplying the rate constant for each reaction by the concentrations of every molecule needed
to initiate the reaction. If we do this for every elementary reaction, we can produce a rate law
vector of length n, where n is the total number of elementary reactions. A multiplication of this
vector and the stoichiometric matrix produces a system of ordinary differential equations:

diX]/dt=S-R (1)

where d[X]/dt is the differential with respect to time, 7, of a chemical species, X, in the
system, S is the stoichiometrix matrix, and R is the rate law vector. Thus, the derivation of ODEs
is straightforward once the stoichiometric matrix is established.

A|B|C
ki |-1]1]0
ky| 1 |-1]0
ky|-1[-1|1

Table 1: Example stoichiometric matrix

The stoichiometric matrix for our simple example reaction mechanism is given in Table 1.
This can be seen as an incidence matrix for a simple net with places A,B,C and transitions
k1,ks, ks, shown in Figure 1. As discussed in Section 2, a Petri net whose transitions are labelled
by rate constants can be translated into a system of ODEs in much the same way as a system
of reaction equations [10]. In fact, starting out from the incidence matrix of the net, the ODEs
can be written out immediately following the matrix equation (1) above. It therefore suffices to
encode the graph transformation system into a place transition net, which is the aim throughout
the rest of this section.
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Figure 1: Place Transition Net representing reaction mechanism of Table 1

3.2 Nets From Graph Transformation Systems Modelling Chemical Reactions

A fundamental step in modeling chemical reactions is deciding how to represent molecular
species. A hypergraph approach is given in [7]. Hypergraphs are explained formally in [6].
Edges in hypergraphs (known as hyperedges) can connect multiple vertices, and the connections
are ordered. Atoms can be modelled as hyperedges, and we can restrict the valency of an ele-
ment by specifying the minimum and maximum number of nodes each hyperedge can connect to.
Bonds between atoms are then nodes connected by hyperedges. An example of a water molecule
in the hyperedge approach is given in Figure 2. The ordering of connections can be used to re-
semble 3D configurations around a central atom. We follow a similar approach, but instead use

e

e

3

Figure 2: Hypergraph representing H,O. e; is a hyperedge of type Oxygen (O), while e, and e3
are of type Hydrogen (H). Nodes v; and v, represent O-H bonds. The O hyperedge is connected
to 2 nodes.

bipartite graphs in which atoms (formerly hyperedges) are now represented as special types of
nodes. Bonds between atoms can be represented as first an edge from the atom node to one of
that atom’s bonding nodes (formally nodes in the hypergraph approach). Secondly, an edge from
that bonding node to another bonding node, itself connected to an atom node, represents a bond.
The example for water is given in Figure 3.

A graph transformation rule, or production, is given by a span of graph morphisms and is used
to specify how a graph can change. The top line of Figure 4 shows this diagrammatically. The
complete diagram is known as the double pushout (DPO) construction [6]. L is the left-hand side
(LHS) of the rule and specifies the preconditions for the application of a rule. K is the gluing
graph and specifies which graph elements in L are unchanged by the rule (i.e. “read” only). R
is the right-hand side (RHS) of the rule and specifies the postconditions in the application of the
rule. Nodes and edges in L have an identity and these are mapped to nodes and edges in K and
R. In order to perform a transformation on a given graph, G, there must be a match for the nodes
and edges in L within G. In other words, there must be an injective morphism such that every
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Figure 3: Graph representing H>O. Atoms are square nodes (with their chemical symbol given
by the node label), while round nodes represent bonding capacity for that element. The square
O node has 2 O round nodes, hence representing that oxygen can have two bonds.

member in L is mapped to a unique member in G. There can be more than one such match, in
which case one is non-deterministically chosen for the transformation. Once a match is found,
the nodes and edges not in K are deleted to give D, and the new nodes and edges in R are copied
into the graph, finally giving H. A graph transformation system ¢ = (TG,R) consists of a type
graph TG and a set of rules R.

L K R
S S
G D H

f 8
Figure 4: Definition of graph transformation (DPO)

As anticipated, the approach consists in deriving from a graph transformation system the in-
cidence matrix of a PT net which, when seen as stoichiometric matrix, gives rise to the system
of ODEs required. Not all graph transformation systems can be translated into PT nets without
loss of information. We first identify a class of accountable systems where this translation is
straightforward, then show how to map a wider class of GTS into accountable ones.

Given a graph p called pattern, the number of occurrences of p in a graph G, denoted #,(G),
is the number of injective graph morphisms from p to G. A graph transformation system ¥ =
(TG,R) consisting of a type graph TG and a set of rules R is accountable to a set of graphs P if
there exists an accounting function acc : R x P — Z such that for all transformations G = H and
p € P, acc(r,p) =#,(H)—#,(G) is the (possibly negative) growth of the number of occurrences
of pin G to H. As a consequence, the number of occurrences of each pattern in P created/destroid
by each rule in R must be fixed, in particular independent of the graph and match the rule is
applied to.

Given a GTS ¢ accountable to P, we obtain a PT net with set of transitions R, set of places
P and incidence matrix I given by I(r,p) = acc(r,p). The main challenge is therefore to derive
from an existing GTS one with the same rewrite relation that satisfies the accountability property.
We will do so by replacing rules of the system by sets of instantiated rules, adding context to
determine their effect on occurrences of patterns in P.

Rules allow us to specify general reactivity by including in the LHS of the rule only the local
molecular context necessary for a reaction to occur, as stated in Section 2. While a graph trans-
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formation system describes the structural aspects of a system, adaption of this to a stochastic
graph transformation system can inform us of non-functional, quantitative properties. The inher-
ent speed at which reactions occur is one such non-functional property, which is captured in a
chemical system by the rate constant. The rate constant is a direct measure of the reactivity of
a certain pair of reactants via a reaction. Each GT reaction rule can be assigned a rate constant
value just as we would if we were defining a reaction mechanism manually. This introduces
stochasticity to the graph transformation system and indicates in basic terms how likely a tran-
sition is to occur from one state to another via a rule (see [11] for a more formal treatment of
stochastic graph transformation systems).

While general reaction rules help us to concisely specify the functional behaviour of the sys-
tem, they can not (generally) be assigned a rate constant and therefore can not be used in the
stoichiometric matrix. Rate constants can not be assigned based on local context alone, since
atoms even several positions away in a hydrocarbon chain can have some effect, however minor,
on the reactivity of a site participating in a rule. There may be applications other than Chemistry
where this additional context becomes important when assigning the probability of that rule be-
ing applied. Instantiation of a rule expands the rule to include the necessary context to assign a
specific rate constant, and ensures each rule acts on a specific set of complete molecules only.
Each general rule will therefore result in one or more instantiated rules.

Consider the construction in Figure 5. L, K and R are the span of a general reaction rule. M
is a pattern graph representing a chemical species. Let us consider some possible matches in
graph G for L (the LHS of the reaction rule) and M as [ and m respectively. G is essentially one
possible overlap, or union, of M and L. In this union, some of the graph elements of M and L
may intersect.

A match for M in G simply identifies that the molecule given by M exists in G. The general
reaction rule, however, by definition must force some change in graph G. As molecules in our
model are constrained to always have a set number of bonds, any change must involve the initial
breaking of a bond. In our graph representation, this translates to the deletion of at least one
graph element i.e. node or edge. If this deleted node or edge is in the set of graph elements given
by the intersection of M and L in G, application of the rule at the given matches will cause the
molecule defined by the match for M in G to change. We can therefore conclude that the general
reaction rule can be applied to M and consumes it. If the deleted node or edge is not in the set of
graph elements given by the intersection of M and L in G, the application of the reaction rule at
the specific matches given by / and m is independent of M and does not affect it. By extending
the graph in the LHS, gluing graph and right-hand side (RHS) of the general rule to incorporate
the molecule given by M, we can instantiate the general reaction rule to apply only to this specific
molecule. The specific and singular applicability of the newly instantiated rule allows it to be
assigned an elementary reaction rate constant.

In a similar fashion, we can look at the RHS of the general rule, with a match r in H, and M,
with a match m in H, as per the right side of Figure 5. This time we consider which nodes and
edges are newly created in R that are not in K and L. If any of these graph elements are in the
intersection of M and R in H, we can conclude that the application of the general reaction rule
produces the molecule in M. We would not be able to pattern match for M before applying the
general reaction rule. In the same way that the general rule reducing M was instantiated, we can
do the same for general rules that produce the pattern. Combining the results of the consumption
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and production analysis gives us a net value of how each reaction affects each species, and allows
us to populate our required stoichiometric matrix.

A i ey

Figure 5: Rule instance consuming M (left) and rule instance creating M (right)

Before any instantiation can take place, we must generate the complete set of species that arise
in a reaction network. We can use the same analysis as above to achieve this. Whenever a general
rule is found to consume a molecule given by graph M, we can use the union of L and M to derive
any new arising species. We can apply the GT general reaction rule in the forward direction to
the union at the match given by the critical overlapping between the two graphs. The result can
then be checked for any disjoint graphs that represent fully-formed molecular species that have
not been noted as yet. By fully-formed, we mean that the minimum and maximum valency con-
straints for each atomic node are preserved. This ensures we do not consider invalid subgraphs
that represent only partial molecules. Similarly, for sequential dependencies, examining the ap-
plication of the reverse of the general rule to a union of M and R, gives us the species that produce
M via this reaction rule. Any new molecules must themselves be added as new molecular pattern
graphs. The critical overlappings analysis between rules and molecular pattern graphs is then
repeated to see if the application of general rules to the new molecular pattern graphs produces
any further new species. This procedure is iterated until no further change occurs. At this point,
we can progress to the instantiation stage.

The analyses above can be implemented using critical pair analysis information. The pattern
graph, M, can be seen as an identity rule. An identity rule is one in which the LHS, gluing
graph and RHS of the rule are identical. It can be applied to a graph, G, if there is an injective
mapping of the LHS of the rule in G. Since the application does not alter G, identity rules can be
used to check for the presence of a pattern (represented by the LHS of the rule) within graphs.
We can then conduct a critical pair analysis between pairs of rules to deduce possible conflicts
or dependencies among them. Figure 5 depicts this for the case of conflicts (consumption of
patterns). If the identity rule cannot be applied after the application of the reaction, we have a
conflict. In our case, one rule is a general reaction rule, while the other is a molecular identity
rule. The conflict analysis creates all possible graphs G through all possible unions of M and L.
If in any of these, the intersection of the deleted nodes and edges in L (i.e. the nodes and edges
in L but not in K) and the nodes and edges in M is not an empty set, we have a parallel conflict,
since the application of the general rule disables the application of the identity rule. Note that
we only do the check in one direction; as the identity rule does not affect the graph, we do not
need to consider what would happen if the identity rule were applied first. A parallel conflict
pair between a reaction rule and identity rule then informs us that that reaction rule consumes
the molecule represented by the identity rule.

Similarly, the right part of Figure 5 shows the sequential dependence critical pair check. Now,
we consider whether the order in which rules are applied affects the overall outcome. The se-
quential dependence analysis creates all possible graphs H through all possible unions of R and
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M. If in any of these, the intersection of the newly created nodes and edges in R and the nodes and
edges in M is not an empty set, we have sequential dependence between the reaction and identity
rules. The identity rule cannot be applied before the reaction rule, enabling us to conclude that
the reaction rule produces the molecule represented by the identity rule. Again we only need to
perform the check in one direction.

A systematic critical pair analysis between all instantiated reaction rules and identity rules
yields the stoichiometric matrix needed to derive ODEs. The methodology is better illustrated
using the case study, which is described in the next section.

4 Case Study - the SN reaction

In applying the methodology described in the preceding section, we start with a rule-based GTS
approach and define all possible general reactivity as general reaction rules. This is followed by
an instantiation procedure such that the GTS satisfies the accountability property. Although, we
can then translate this GTS into a PT-net, we do this by deriving the incidence matrix for the PT-
net rather than representing the full net graphically. Since the incidence matrix is a representation
of the stoichiometric matrix for the reaction system, we can derive the ODEs directly from this.

SN; stands for unimolecular nucleophilic substitution. It involves the replacement of a good
leaving group on a carbon atom (e.g. a chlorine atom) with a group that is less able to support
negative charge (e.g. a hydroxyl group, OH). Unimolecular refers to the fact that the rate deter-
mining step involves only one molecule, the halocarbon. The reaction occurs readily once the
CI- group leaves the molecule. The reaction was chosen for its simplicity as a fundamental step
in testing and demonstrating the basics of our methodology.

4.1 The Graph Transformation System

Figure 6 shows the type graph used for this simple reaction. The nodes in the graph are labelled
with a ”*” indicating that this is a type specification. The type graph captures the necessary
conditions to restrict the bonding of atoms, their valencies (the total number of bonds a particular
atom is allowed to have) and any other idiosyncrasies of molecular chemistry. In Figure 6, atoms
are represented as square nodes, each distinct species of reactive interest having its own node
type. The round nodes are atom-specific bonding nodes. A bond between atoms is represented
by an edge (arrows with filled arrowheads) between two of these bonding nodes. Each bonding
node is connected to only one atom node. Each atom node has an exact number of bond nodes
it can connect to, which is established using cardinalities between the two types of nodes (the
numbers alongside the edges). For example, an O atom can only have two bonds. In this way,
the valency of each species is established.

The type graph also exhibits inheritance (arrows with unfilled arrow heads). All bonding nodes
are subtypes of the generic BondNode type. This enables us to more easily specify the allowed
edges between each pair of bonding node types. Inheritance is only used in the type graph and
constraints. The type graph and constraints are mechanisms which check the validity of a start
graph or a produced graph before committing the applied transformation, in much the same way
that database constraints are evaluated in a transaction. The use of supertypes in rules may cause
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Figure 6: Type graph for SN; reaction, produced in AGG

unwanted overlappings during critical pair analysis, since every supertype node or edge can be
substituted by its subtypes.

Note that C and C™, for example, have the same bonding node type (C) associated with them.
If a reaction rule changes the charge of an atom, the atom node must first be deleted, and then
a new charged one introduced in its place, so no mapping can exist between the neutral and
charged atom on the LHS and RHS of the rule respectively. By maintaining that both node types
can be connected to the same bonding node, the mapping for the bonding node of the changing
atom can remain constant. This allows us to indirectly track the identity of atoms even if their
charge changes throughout a reaction.

While the type graph contains C, C*, and H node types, our model abstracts the methyl group
to a single CH3 node type, with its charged version to CH3 ™. Since the critical pair analysis con-
structs an overlap between the graphs on the LHS and RHS of rules, a lower number of nodes in
these graphs results in a lower number of overall overlappings, and a smaller number of nodes
and edges in each overlapping. This in turn results in a quicker and more efficient analysis.
A single CHj3 node, if expressed in terms of C atom nodes, H atom nodes, C bonding nodes, H
bonding nodes and the edges between them, would consitute a total of 10 nodes. This abstraction
of atomic structure into groups is carried out in Chemistry also, in the drawing of structural for-
mulae, and is valid if and only if no reaction rules can be applied to the full atomic representation
of the abstracted group. This can be statically checked using the analysis technique described
in the previous section i.e. creating a molecular identity rule from the full atomic representation
and analysing whether there are any critical overlappings with any of the reaction rules. If there
are, any abstraction of this group which affects the presence of the critical pairs is invalid.

In addition to the type graph, constraints may be used to specify conditions on graphs (and
rules) within the system. As edges are directional, a convention is needed to ensure that edges
between a specified pair of atoms are always facing the same direction. To this end, it was de-
cided that edges would go from the less electronegative atom to the more electronegative one
e.g. for a bond between C and O, the edge would always go from the C bonding node to the
O bonding node. A further constraint was necessary to prevent multiple incoming edges to the

166



From Stochastic Graph Transformations to Differential Equations Eﬁ

carbon/hydrocarbon and oxygen round bond nodes. So that all of the carbon/hydrocarbon bond-
ing possibilities need not be enumerated for the constraint, the type graph utilises inheritance to
create an R supertype for all carbon/hydrocarbon node types. The constraint then only requires
a single combination, between 2 R nodes. Finally, a constraint was needed to prevent CH3 ™
from being able to bond to anything. Figure 7 shows all five of these constraints, with “not”
representing the fact that graphs containing these structures should be considered invalid.

()
not not

Bondiloda

not Hiot

not

Figure 7: Additional graph constraints

Note that we have used negative constraints in our model to restrict the behaviour of bond
nodes. If the overlap of M and L in the consumption evaluation described in the previous section
(or M and R in the production evaluation) creates a graph G or H respectively that violates one
of these negative constraints, we can deduce that the overlap is invalid and can be discarded,
since the overlap is a minimal union of the two graphs. Any violation here is still present if this
union were embedded into a larger graph. If the negative constraint is not violated, the overlap is
maintained as valid. A positive constraint, however, specifies the required presence of a certain
configuration of nodes and edges somewhere in the graph. If violated in the minimal union, it
may still be fulfilled once the union is embedded into a larger graph. Positive constraints are
therefore avoided in our graph representation (or if they were present, would not impact on the
analysis).

An example of a graph typed over the type graph in Figure 6 is given in Figure 8. These are
the starting materials for the SN reaction, namely water and chloromethane.

G

Figure 8: Graph depicting starting materials for SN reaction, produced in AGG. Left: CH3™,
Right: H,O

The first step in our methodology is to capture all possible general rules for a reaction system.
This involves the definition of reactions at the level of functional groups only i.e. local molec-
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ular context. Figure 9 depicts the general rules governing the reactivity for this small reaction
mechanism. The top rule dictates that if a chloromethane molecule is found in a graph, it can be
broken to form charged carbocation (CH3 ") and C1~ ions. The middle rule captures the attack
of the positively charged carbocation by a lone pair of electrons on the O of an OH group. In the
lower rule, the positively charged O" accepts electrons from the O"-H bond in the presence of
the C1™ created in the the very first step of the reaction. This yields hydrochloric acid (HCl), and
an alcohol product, containing an OH group. The reverse of each of these three rules were also
added as potential reactions (by simply reversing the LHS and RHS of the rule). These reverse
reactions may be unlikely but this will eventually be designated by a negligible rate constant
for that particular reaction. For generality and a complete specification of possible activity, it is
important to include them.

step1 @9 @

step3 iz @ @ G|
1
Figure 9: Steps 1 (top), 2 (middle) and 3 (bottom) of SN reaction, general reaction rules

We formulate the two known starting materials in Figure 8 as two molecular identity rules,
where the LHS and RHS are the same and contain only the graph of a particular molecule. To
discover unknown intermediates and products in the reaction, a critical pair analysis is conducted
between each general reaction rule and each molecular identity rule. This is an iterative process
as described in Section 3. The results of the first iteration are given in Table 2. Each entry
signifies how many of the overlappings were critical for each pair, remembering that critical pair
analysis checks all possible unions of L and M for parallel conflict analysis, and R and M for
sequential dependence analysis.

There are 2 critical overlappings wherever there is a conflict with HyO. Due to the nature of
our molecular representation, some of the critical overlappings returned may be spurious overlap-
pings. One critical overlapping of the Step2-H,O rule pair is given in Figure 10. The shaded grey
area covers all of the critical nodes and edges in this overlapping. The other critical overlapping
is structurally identical in that the types of the edges and nodes covered are the same. The two
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CH;C1 H,O
PC | SD | PC | SD
Stepl | 1 0] 01O
Step-1 | O 1 0|0
Step2 | 0 | O | 2 | O
Step-2 | 0 | O | O | 2
Step3 | O | O | O | O
Step-3| 0 | 0 | O | O

Table 2: Results of first pass critical analysis - parallel conflicts (PC) and sequential dependencies
(SD)

overlappings arise, however, due to the symmetry around the critical O atom node (with mapping
id 1). In real chemistry, however, these configurations have no significance to the selection of a
reaction or to the outcome of the reaction. We can treat them as equivalent, formally captured by
the obvious notion of isomorphism between the corresponding transformations. Therefore this
entry in the table can be reduced to 1. To evaluate two overlappings for chemical equivalence,
the results of applying the reaction rule to the overlappings at their respective critical matches
can be compared. If the results are isomorphic, the two overlappings can be considered to be
chemically equivalent, since they react in the same way to give the same products up to isomor-
phism. For the SN, reaction studied, the molecules involved were small, possessing only one
reactive site per instantiated reaction, therefore in all cases these overlappings were reduced to 1.
If there were two asymmetric reactive sites in a molecule for an elementary reaction step, there
would be 2 chemically distinct overlappings, since application of the reaction rule would lead to
alternative products. In this case, we would have discovered two possible instantiations of the
same reaction rule.

e
[r-0
10 "
‘ @ 14

Figure 10: One critical overlapping between general reaction rule Step2, and H,O (critical graph
elements are contained within the shaded area)

New intermediates in the system can be discovered by the systematic application of the general
rule to the molecules it has an impact on. Where a parallel conflict is apparent, the application
of the general rule to that molecule at the match given by the critical overlapping gives us a
chemical species that is produced by this reaction. Similarly, for sequential dependencies, the
application of the reverse of the general rule to the molecule, gives us the species that undergoes
this general reaction to give the molecule in the pattern graph in question. For example, new
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molecules arising from the critical overlappings in Table 2 are C1~ and CH3z". We add these
new molecules as molecular identity rules and repeat the critical pair analysis as these new in-
termediates may produce further intermediates under the rule-defined behaviour of the system.
After five iterations of the critical pair analysis, the total set of chemical species for this case
study can be derived as molecular identity rules. The graphs representing these intermediates are
given in Figure 11, along with their chemical formulae. The result of the last iteration, of the
critical pair analysis is given in Table 3, with a reduction to only chemically distinct numbers of

overlappings.

CH,O*HCH,

Figure 11: Complete set of chemical species for SN; reaction, derived through iterations

critical pair analysis

of

CH;Cl H,0 CH; " cr- CH;0"H, HCI CH;0H | CH;0"HCH; | CH30CH;3

pc | sp | pc | sD | Pc | sp | Pc|sp|Pc| sp| Pc|sp| PC| SD| PC SD Pc | sD

Stept |1 (0| O0O|O|O|1]0]1]0]O0O]O0O]O0O]O0]O0]O 0 00
Step-1 | O |1 |0|O0O|1]0]1]0]0]0O]O]O0O]O0O]O0]O 0 00
Step2 | O (O] 1|0O|1]0]O0O]O0O]O0O]1T]|]O]O]1]1]0O0 1 00
Step-2 | 0O |0O|O0O|1|0]|6[0]0]1T]0]0]0]0]1]1 0 0|0
Step3 | O O[O |O]O|O|T|O]T|O|O]T]O]T1]|1 0 |01
Step-3, 0(0|O0O|O0O|O0O]O]O]1]0O]1|]1]0]1]0]O0 1 110

Table 3: Results of iterative critical pair analysis - parallel conflicts (PC) and sequential depen-

dencies (SD)
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4.2 From Graph Transformation System to Place Transition net

To achieve the accountability condition necessary to translate our GTS to a PT net, we need to
instantiate the general rules using the results of Table 3.

An interesting general reaction in our case study is that of Step2. There are entries in the par-
allel conflicts part of the table for HO, CH3™" and CH3OH. Closer manual examination reveals
that this encapsulates two reactions; the reaction of H,O with CH3 ", and a secondary reaction
of the methanol product, CH*OH, with CH3*. This general rule can therefore be instantiated
twice, as per Figure 12. This analysis can be carried out methodically for an even larger number
of instantiation candidates than just the three we have here. Essentially, the overlap of M| with L
in Figure 5 forms a graph into which a second overlap with another molecular pattern graph, M»,
can take place directly. The order in which the overlaps are constructed is inconsequential. This
is possible since the type graph cardinalities ensure that molecules are always defined in their
entirety. As such, there is no possible intersection of graph elements between the two separate
molecules in the combined overlap, unless the two molecules are identical (in which case the
overlap is meaningless and discarded).

Figure 12: Instantiation of step2 for reaction with water (top) and methanol (bottom)

To identify whether a pair of molecules are indeed valid instantiation candidates, we can ex-
amine the construction in Figure 13. M; forms a union with L to give G, while M, forms a
union with L to give G;. G and G, can be combined to give a final overlap, which is used to
instantiate the rule fully. Since /; and /; identify the two different reactivity sites needed for the
reaction, for a valid combination of G and Gy, their intersection should be empty. Formally, this
condition is represented as:

17 oma (M) N1 (mo (M) = ¢

For each unique, valid set of instantiation species, we instantiate the general rule to include the
full molecules in its context. All instantiated reaction rules are then named with rate constants,
specific to the reaction they refer to. For this case study, step3 can also be instantiated twice to
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M, L M,
mp 12
N mp
G| Gy
G

Figure 13: Combination of critical overlappings for instantiation of general rules

mark the deprotonation of CH30"H,, and of CH;O1tHCHj3. Finally then, k; refers to the first
step of the reaction (the C1™ leaving the chloromethane molecule), k», is the attack of water on the
resulting carbocation, kp;, the attack of methanol on the same carbocation, k3, the deprotonation
of the result of the water attack, and k3, the deprotonation of the result of the methanol attack.
The reverse reactions are represented by k_, for each of these forward reactions.

With the complete set of instantiated rules and their impact on each molecular pattern graph,
we can build the incidence/stoichiometric matrix for the PT net for this reaction (see Table 4) by
subtracting the total parallel conflict critical overlappings (how many molecules are consumed)
from the total sequential dependence critical overlappings (how many molecules are produced)
for a particular instantiated reaction molecular pattern graph pair. This then gives us the impact
each elementary reaction has on each chemical species. To reiterate, the reactions that the entries
in the stoichiometric matrix refer to are given below:

k; : CH3Cl = CH3Jr +Cl™ : k4
kza . CH3+ + Hzo - CH30+H2 . k,2a
kop : CH3+ + CH;0H = CH30+HCH3 koo
k3, : CH30+H2 + Cl~ = CH30H + HClI : k_3,
ksp : CH30+HCH3 + Cl~ = CH30CHj3; + HCI : k_3,

CH;Cl | H,0 | CH;* | HCl | CI© | CH;0'H, | CH3;0H | CH;0'HCH; | CH3;0CH;

k; -1 0 1 011 0 0 0 0
k_; 1 0 -1 0 -1 0 0 0 0
ko, 0 -1 ] -1 010 1 0 0 0
k| O 1 1 010 -1 0 0 0
kyp 0 0 -1 010 0 -1 1 0
k_ 7 0 0 1 010 0 1 -1 0
Ka | O | O O | 1 |-1] - 1 0 0
k_3q4 0 0 0 |-1]1 1 -1 0 0
K3y 0 0 0 1 ]-1 0 0 -1 1
k_3p 0 0 0 |-1]1 0 0 1 -1

Table 4: Stoichiometric matrix resulting from final pass critical pair analysis and chemical equiv-
alence analysis
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4.3 ODEs from the PT net

ODE extraction from the results in Figure 4, following the procedure outlined at the beginning of
Section 3 led to the ODEs shown in Figure 14. These results agree with ODEs derived manually
for this simple system using the law of mass action.

d[CH3+]/dt = -k-1[CH3+][Cl-] +k-2a[CH30+H2] +k-2b[CH30+HCH3]
+k1[CH3C1l] -k2a[CH3+][H20] -k2b[CH3+] [CH30H]

d[CH3Cl]/dt = +k-1[CH3+][Cl-] -k1[CH3C1]

d[CH30+H2]/dt = -k-2a[CH30+H2] +k-3a[CH30H] [HC1l] +k2a[CH3+] [H20]
-k3a[CH30+H2] [C1-]

d[CH30+HCH3]/dt = -k-2b[CH30+HCH3] +k-3b[CH30CH3] [HC1]
+k2b [CH3+] [CH30H] -k3b[CH30+HCH3] [C1l-]

d[CH30CH3]/dt = -k-3b[CH30CH3][HCl] +k3b[CH30+HCH3] [Cl-]

d[CH30H]/dt = +k-2b[CH30+HCH3] -k-3a[CH30H] [HC1] -k2b[CH3+] [CH30H]
+k3a [CH30+H2] [C1-]

d[Cl-]/dt = -k-1[CH3+][Cl-] +k-3a[CH30H] [HCl] +k-3b[CH30CH3] [HC1]
+k1[CH3Cl] -k3a[CH30+H2][Cl-] -k3b[CH30+HCH3] [Cl-]

d[H20]/dt = +k-2a[CH30+H2] -k2a[CH3+] [H20]

d[HCl]/dt = -k-3a[CH30H] [HC1] -k-3b[CH30CH3] [HCl] +k3a[CH30+H2] [Cl-]

+k3b [CH30+HCH3] [C1-]

Figure 14: Result of ODE extraction for SN reaction

4.4 Tool support

AGG, which can be found at [19] is a widely used graph transformation tool that was crucial to
our implementation. It allows the construction of a graph grammar, namely type graph, rewriting
rules, start graph and constraints. AGG also has its own critical pair analysis (CPA) engine,
accessible through GUI and command line. The GUI gives a summary table similar to Table
3 and a graph for each critical overlap, specifying which graph elements are critical and their
identities in each of the two rules.

AGG is open source and is implemented in Java with its own API. Adaptation of the standard
implementation allowed us to schedule only relevant pairs for critical pair computation. Standard
analysis would analyse every rule with every other rule. Since we only need to examine criti-
cal overlappings between reaction rules and identity rules this was a first step towards a more
efficient implementation. Methods and classes from the API were also used for the Java com-
ponent that performed the chemical equivalence reduction described in Section 4. CPA saves
results in an XML file that can be reloaded using API methods. The ODE extraction module was
also implemented with the aid of these methods. Finally, a script was created which piped the
results of the CPA through the chemical equivalence program and ODE extraction program in
turn. Currently, the overall program produces the ODEs as a text file, but the output could easily
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be changed to LaTex syntax, or a format recognized by a math solver for example. Figure 15
shows the basic architecture of the tool chain used.

AGG GUI

*.ggx - graph grammar (xml file)
v
Rule Instantiation Engine

(adapted from AGG Critical Pair Analysis Engine)

* cpx - critical overlapping information (xml file)

v
Chemical Equivalence Program

* cpx - reduced critical overlapping information (xml file)

v
ODE Extraction Program

* it - ODE s as text

v

3rd Party Math Solver

Figure 15: Basic tool chain architecture (arrow labels show input and output file extensions)

It is worth noting that the abstraction of the CH3 group to a single node, described in Section
4, was prompted by implementation issues for the fully detailed atomic representation. It is
obvious that the critical pair analysis requires more resources the larger the rules become, since
the overlap that must be constructed is larger (meaning more checks to be made for critical graph
elements). Also, it is likely there will be more possible overlappings overall. Every CH3 group
represented as C, H atom nodes and C, H bonding nodes, with edges between them introduces
9 extra nodes and 9 extra edges to the graph. This early implementation, after several hours,
eventually ran out of memory during CPA (assigning 1.5GB to the Java Virtual Machine), with
the largest number of overlappings to check for any one pair of rules exceeding 35,000. There
were also far more spurious, chemically equivalent overlappings for every critical pair, due to the
extra symmetry and permutability introduced by the additional nodes and edges. In the abstracted
case, this number was reduced to just over 11,000 for any pair and the instantiation round of
the critical pair analysis along with critical overlapping structural equivalence testing and ODE
extraction took less than 8 minutes (assigning 1.0GB to the Java Virtual Machine). While a
more general model with a lower level of detail would have been an interesting representation
to consider, it was equally important to use valid abstraction techniques to ensure a workable
implementation.

5 Conclusion

This paper has presented a graph transformation encoding of existing rule-based approaches
to defining molecular reaction mechanisms, that remains comparative to the visual approach
adopted by Chemists themselves. We have shown how this approach can be used to develop a
system of general reactivity, and determine fully the intermediates and products possible under
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this reactivity. The GTS can then be translated to a PT-net by ensuring that it satsifies the ac-
countability condition. Through the use of static critical pair analysis, we can instantiate the GTS
to represent the complete set of elementary reactions in the system. We have demonstrated how
the set of ODEs that describe the overall reaction can be extracted from the incidence matrix of
such a PT-net. This was demonstrated by the application of this methodology to the simple SN
reaction using relevant tool support. The results of our study match the ODEs we would obtain
through manual derivation.

The methodology and implementation are based on existing theory of graph transformation,
predominantly that of constraints, critical pairs, and isomorphism of transformations, and their
compatibility with the construction of pullbacks and pushouts. However, a full formalisation of
the approach and a formal statement of its assumptions and limitations is still outstanding. As it
is described in this paper, the approach can be fully automated, but for the assignment of reaction
rates, if

e molecules are represented by disjoint subgraphs of fixed structure, described by patterns,
M

e the graph model (type graph and negative constraints) is sound and complete with respect
to the molecules represented, that is, each molecule can be represented and every graph
represents a legal collection of molecules

Apart from formalising this statement, future directions for research include the study of un-
bounded systems such as polymerisation and free radical reactions, in which elementary reac-
tions can potentially go on forever. Currently, our methods require much manual observation
and human interaction. For such reactions, it becomes imperative to be able to instantiate rules
and generate molecular identity rules from newly discovered intermediates in an automated way.
This is an important implementation challenge.

Other areas of research include a desire to carry out ODE extraction alongside stochastic
model checking and simulation, to determine how the results compare and complement each
other. Far more ambitiously, there is planned research into the automatic derivation of rate con-
stant data based on molecular orbital composition. If this is achieved, a fully self-contained
kinetic model of reactions is possible, in which ODEs and numerical rate constants can be de-
duced to give quantitative predictions on the progress of a reaction without the need for external
data.
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Reaction Systems - a Formal Framework for Biochemical Reactions
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Abstract

The functioning of a living cell consists of a huge number of individual reactions that interact
with each other. These reactions are regulated, and the two main regulation mechanisms are facil-
itation/acceleration and inhibition/retardation. The interaction between individual biochemical
reactions takes place through their influence on each other, and this influence happens through
the two mechanisms mentioned above.

In our lecture we present a formal framework for the investigation of biochemical reactions
- it is based on reaction systems. We motivate them by explicitly stating a number of assump-
tions/axioms that (we believe) hold for a great number of biochemical reactions - we point out
that these assumptions are very different from the ones underlying traditional models of com-
putation, such as, e.g., Petri nets. We illustrate the basic notions by both biology and com-
puter science oriented examples. We demonstrate some basic properties of reaction systems, and
demonstrate how to capture and analyze in our framework some biochemistry related notions.

The lecture is of a tutorial character and self-contained. In particular, no knowledge of bio-
chemistry is required.
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Abstract: In this paper, we present results from the VATES project. It addresses
the problem of verifying embedded software by employing a novel combination of
methods that are well-established on the level of declarative models, in particular
process-algebraic specifications, as well as of methods that work especially well on
the level of executable code. In the VATES approach, we consider code given in
an intermediate compiler representation. From this code, we (automatically) extract
a model in the form of a process-algebraic system description formulated in CSP.
For this low-level CSP description, we can prove that it refines a high-level CSP
specification which was previously developed. To relate the LLVM code with the
low-level CSP model we designed an operational semantics of LLVM. In ongoing
work we investigate the extraction algorithm with respect to semantics preservation.
Thereby, we are finally able to prove that given LLVM code formally conforms to
its high-level CSP-based specification. In this paper we show that this approach has
the potential to seamlessly integrate modeling, implementation, transformation and
verification stages of embedded system development.

Keywords: (Timed) CSP, LLVM, Model Extraction, Theorem Proving

1 Introduction

Embedded systems are often employed in safety-critical areas. Their correctness is therefore
extremely important in order not to endanger human lives or risk high financial losses. How-
ever, the correctness of these systems is difficult to ensure. A particular challenge is that they
are highly concurrent and that non-functional properties such as the satisfaction of real-time
constraints play an important role. Although there exist well-established techniques to verify
abstract specifications of such systems, the verification of their actual implementations, e.g. in
C++, is still an open problem.

The VATES! project investigates exactly these questions. It starts from the hypothesis that
software in embedded systems can be characterized by certain structures (distinguished e.g. by
the processes and their pattern of communication) that characterize its mode of operation and
that need to be retained when transformed into executable code. We investigate these structures
by taking the BOSS [MBKO6] operating system as an example. BOSS is a relatively small oper-

| VATES=Verification and Transformation of Embedded Systems, funded by the German Research Foundation
(DFG).
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Figure 1: The Satellite BIRD

ating system that has been developed at the Fraunhofer Institut FIRST, Berlin. It is operational
since several years within the satellite BIRD? (see Figure 1) of the DLR? designed for early
fire detection. It needs to cope with high performance requirements while only featuring small
resources. Such small satellites are very interesting as they have the advantage to be relatively
cheap and nevertheless be very powerful at the same time. Since BOSS has been designed with
the goal of verifying it in mind, it is an ideal case study for the VATES project.

We propose a novel approach that makes well-established formal verification techniques for
declarative process-algebraic specifications applicable to low-level software programs. To this
end, we designed an algorithm that extracts a low-level CSP model from the LLVM compiler
intermediate representation [KHO09]. On this basis it can be shown that a given low-level model
refines a high-level model which is also given in a CSP-based formalism. The high-level speci-
fication may be investigated using our formalization of Timed CSP in the Isabelle/HOL theorem
prover. It comprises a formalization of its operational semantics, several variants of bisimula-
tions and an investigation of coalgebraic invariants which can be used to state certain liveness
properties. Currently, we are using this formalization in the context of so-called parameterized
systems to verify infinite-state systems. The semantic gap between the intermediate code and
the low-level CSP model is closed by an investigation of the extraction algorithm. Therefore, we
defined a formal operational semantics of the the Low Level Virtual Machine (LLVM) interme-
diate language [LAO4]. The semantics is especially well-suited for the verification of embedded
systems because it includes a memory model and a notion of non-determinism. Furthermore, we
establish a bisimulation relation between LLVM and CSP models. With that, we can prove that a
given LLVM program is a correct implementation of a given CSP model. We plan to verify that
our extraction algorithm preserves the semantics of LLVM using this bisimulation.

This paper gives an overview of our results in the VATES project so far. Its remainder is
structured as follows. In Section 2 we briefly introduce Timed CSP, LLVM and the theorem
prover Isabelle/HOL. These constitute the main formalisms and tools that we use in our work.
In Section 3 we present some of the main results of the VATES project so far: a formalization
of Timed CSP in Isabelle/HOL, the idea of the extraction algorithm giving a low-level CSP
model from a given LLVM program and an operational semantics of LLVM in the Isabelle/HOL
theorem prover. Related work is discussed in Section 4. Finally, Section 5 concludes this paper.

2 Bispectral Infra-Red Detection
3 Deutsches Zentrum fiir Luft- und Raumfahrt (German Aerospace Center)
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P:=STOP|SKIP|a—P|a:A— P,| P;P| POP
d
|PMP|P||P|P\A|PAP|P1>P|PAGP|X
A

Figure 2: Syntax of Timed CSP

2 Used Formalisms and Tools

2.1 TimedCSP

The development chain, that we consider in the VATES project, starts with a specification for-
mulated in the real-time process calculus Timed CSP. It is an extension of Hoare’s CSP (Com-
municating Sequential Processes) [Hoa85] with timed process terms as well as timed semantics.
Besides the specification and verification of reactive and concurrent systems, this also allows for
the verification of timeliness. In the following, we present some of the aspects of (Timed) CSP
that are most important for understanding this paper. We refer to [Sch99] for a comprehensive
introduction to (Timed) CSP.

The syntax of Timed CSP is given in Figure 2. Timed CSP shares most of the operators with
(untimed) CSP: STOP is a process which cannot do anything, SKIP cannot do anything except
terminating indicated by the communication of the special event /, a — P can first communicate
a and then behave like process P. More convenient process operators are e.g. [J, || and \ denoting
Choice, Parallel Composition and Hiding (of communication channels).

Timed CSP extends the CSP calculus with the timed primitives P é O (Timeout) and P40
(Timed Interrupt). Intuitively, the meaning of a Timeout is that the process P can be triggered by
some (external) event within d time units. If this happens, the Timeout is resolved in favor of P.
If the time expires without P being triggered, process Q handles this situation, i.e., the Timeout
is resolved in favor of Q. The Timed Interrupt construction has a similar meaning. Here, P can
(successfully) terminate within d time units, otherwise Q is started.

There exist two main types of semantics which are typically defined in the context of CSP: The
denotational (Timed) Failures semantics and the operational semantics which interprets (Timed)
CSP as labeled transition system.

For CSP there exist well-established fully-automatic verification tools such as FDR [GRAOQ5]
and ProB [LFO08]. FDR is well-suited for refinement checking of specifications based on the
denotational semantics of CSP. ProB is well-suited to check temporal properties on CSP pro-
cesses. For Timed CSP there does not exist comprehensive tool support yet. Therefore, we have
formalized Timed CSP in the Isabelle/HOL theorem prover as briefly explained in Section 3.1.

22 LLVM

The LLVM compiler infrastructure provides a modular framework that can be easily extended by
user-defined compilation passes. It also offers a diverse set of predefined analyses, i.e. points-to
analysis by Steensgaard [Ste96], and optimizations that can be used out of the box. This makes
LLVM a great platform for the development of source code transformation and analysis tools.
The heart of the compiler infrastructure project is its intermediate representation (IR). It is a typed
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Figure 3: The VATES Proof Framework

assembler-like language [LAO8], which is used internally as the basis for compiler optimizations.
The LLVM framework provides gcc-based frontends for a variety of programming languages,
including C++. The existence of the gcc-based front-end enables us to adapt our approach,
which currently only supports C++, to a couple of other programming languages with little effort
because it is source-language-independent and relies on the LLVM IR only.

2.3 Isabelle/HOL

Isabelle is a generic interactive proof assistant. It enables the formalization of mathematical
models and provides tools for proving theorems that are mechanically checked. Isabelle can
be instantiated with different so-called object logics. One particular instantiation of it is Is-
abelle/HOL [NPWO02], which is based on Higher Order Logic. The main advantage of HOL is
its very high expressive power. Theorem provers based on HOL require a high level of expertise
but allow reasoning about models whose state space is too large (or even infinite) to be automat-
ically checked by, say, a model checker. Unlike model checking, proving theorems in a theorem
prover like Isabelle/HOL is highly interactive. Specifications have to be designed carefully to
enable properties about them to be proved.

3 The VATES Approach

The context of our approach is the VATES project [GHJ07]. Its aim is to develop concepts for
verifying the correctness of embedded software. Our goal is to support the verification of crucial
properties on all abstraction levels of such a software system, from the abstract specification
down to executable code.

The structure of our approach is given in Figure 3. We start with a high-level CSP-based spec-
ification where crucial properties are verified. To this end, we have developed a formalization of
Timed CSP in the Isabelle/HOL theorem prover and the proof technique of network invariants to
verify infinite-state models. This is explained in Section 3.1 in more detail.

Since we deal with embedded applications we want to allow manual code optimizations. We
therefore assume that a Software developer implements this high-level specification in a high-
level programming language such as C++. The high-level language can be further translated
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into the LLVM intermediate representation, e.g. by using the gcc compiler. We chose to relate
the abstract CSP-model and the intermediate LLVM representation by automatically extracting
a low-level CSP-model from it. This is done with our tool called llvm2csp which is explained
in Section 3.2. To show the refinement relation between the high-level and the low-level CSP
models, our formalization of Timed CSP or standard tools like FDR?2 can be applied.

A crucial part in our approach is to show that the extraction algorithm of llvm2csp preserves
the semantics of LLVM. To this end, we developed an operational semantics of LLVM. Due to
the simplicity of intermediate languages, this is far more easily than defining a comprehensive
formal semantics of e.g. C++. Furthermore, we defined a variant of bisimulation which enables
to semantically compare LLVM programs and CSP models. This is presented in Section 3.3.

Altogether we are thereby able to formally relate the high-level CSP-based specification and
its corresponding implementation in LLVM. Note that following the overall approach we do not
have to formalize the semantics of a high-level programming language like C++ which is known
to be complex task in its own. This becomes even more complicated by the introduction of
concurrency. Since we want to verify the whole development chain, the formalization of some
intermediate representation is inevitable in each case. So by considering only the intermediate
language layer circumvents the complex task of formally defining the semantics of C++.

3.1 Verification with Timed CSP and Network Invariants

In a previous paper [GG09], we proposed a formalization of the operational semantics of the
process calculus Timed CSP in the Isabelle/HOL theorem prover [NPWO02].

3.1.1 Formalization of Timed CSP

We combined the advantages of specifying real-time systems concisely and of mechanizing cor-
rectness proofs for properties of their specifications. We transfered the coalgebraic notions of
bisimulation and of invariants to Timed CSP. This allows on the one hand to relate behaviorally
equivalent Timed CSP processes and on the other hand to state invariant behavior of processes.
To this end, we formalized the syntax of Timed CSP as inductive datatype and the operational
semantics as inductively defined set of triples. It is convenient to define (greatest) bisimulations
and (greatest) invariants w.r.t. to state predicates coinductively. We showed that all the consid-
ered kinds of bisimulation (strong, weak and weak timed) fulfill the congruence property with
respect to the structure of Timed CSP processes. Furthermore, we showed that coalgebraic in-
variants are well-suited to express certain liveness conditions and that these special invariants are
closed under bisimulations. This property is useful for verification as shown in [GG09] in the
context of a (rather simple) satellite system specification.

3.1.2 Parameterized Systems and Network Invariants

In ongoing work we extend this theory by so-called network invariants which are suitable to
verify parameterized systems. Our motivation is BOSS’s real-time scheduler which we have
modeled in Timed CSP. The main structure of the model is given in Figure 4. The overall system
includes the scheduler itself and an arbitrarily large number of threads.
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Figure 4: Structure of our Scheduler Model

The scheduler runs in parallel with arbitrarily many processes representing the threads to be
managed. Each thread is characterized by a name and a priority. In order to verify the scheduler
system, the specific details of the threads should have no relevance. The scheduler system should,
e.g., be deadlock-free in every case, i.e., for every possible list of threads. Thus, an appropriate
“induction” on the length of the list should be enough to state the system’s correctness. On a
certain level of abstraction, all the CSP processes representing threads are homogeneous from
the scheduler’s perspective as they can communicate with the scheduler (e.g., yield control),
and conversely the scheduler with the threads (e.g., give control to a thread). That is why the
scheduler system can be seen as a parameterized system. As a consequence, verification of
parameterized systems appears to be a promising technique to verify real-time operating systems.

Parameterized systems, as considered here, have the form:

Ny=PROPO---OP
———

n

where the variable n (representing a natural number) is the parameter of the system. Py is a
control process and P® --- ® P a network of homogeneous processes. The operator ® is some
kind of parallel composition, which may be equipped with hiding and renaming of communi-
cation channels. Network Invariants can be used to verify parameterized systems by dividing
the infinite-state verification problem into several (ideally finite-state) verification problems such
that automatic verification tools can be used. The long-term goal of our work is to combine
our Isabelle/HOL formalization with automatic verification tools. In this section we focus on
the presentation of the results of [WL90] concerning the inductive verification of parameterized
systems as this is sufficient here. We have formalized these in the Isabelle/HOL theorem prover.
We have, however, also formalized the slightly more general results of [KM89] in Isabelle.

The idea of the “appropriate induction” is formalized in network invariants: To verify whether
the system N, (regardless of the concrete parameter) implements a specification S, the main idea
is to use an appropriate invariant, which overapproximates each instance such that the abstracted
system is still contained in the specification S. In [WL90], it is shown how network invariants
can be set up in process algebras like CCS and CSP. There, a general technique for verifying
parameterized systems based on network invariants is presented: if one wishes to show that N,
fulfills a certain specification S with respect to a certain implementation relation, i.e., N, < S,
it must basically be shown (for some process Inv) that Py < Inv, that Inv ® P < Inv and that
Inv < §. The crucial point is to find an appropriate invariant /nv. By induction on n, one can
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Figure 6: The three Parts of the Low-Level CSP Model

deduce that NV, < Inv. By proving that the invariant is contained in the specification, i.e., Inv < §,
one can deduce that N, < § by transitivity of the implementation relation <. There are two
main tasks that have to be performed when working with network invariants for verification. The
first is finding a process which may serve as appropriate “network invariant”. The second task
is showing that the found process is indeed a network invariant. In [CGJ97], for example, a
technique for finding network invariants based on network grammars is presented. This gives a
more general framework than [WL90]. In [GLO8], the technique of network invariants is used
in the context of timed systems. The approach adopted there consists of two steps. First, a safe
abstraction is performed on a given timed system. Thereby, safe means that LTL formulas are
preserved under the abstraction. The abstract system is then used as a network invariant, which
allows for the verification of the whole parameterized system.

The overall verification flow that we use is given in Figure 5. It is subject to future work to
integrate invariant generation algorithms and automatic verification tools such as FDR2 into the
existing Timed CSP formalization in Isabelle/HOL.

3.2 Relating High-Level and Low-Level Models

In this section we give a rough idea of the extraction algorithm implemented in our llvm2csp
tool presented in [KHO09]. Since we deal with multithreaded programs besides the behavior
of individual threads, the model also needs to include information about the actual execution
platform as explained in the following subsection.
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channel readl, writel, read2, write2, read3, write3, read4, writed : {0,1}
V1l = let V1’ (v) = readl!v -> V1’ (v) [] writel?x —-> V1’ (x)
within readl?x -> V1 [] writel?x —-> V1’ (x)
V2 = V1l[[readl <- read2, writel <- write2]]
V3 = V1[[readl <- read3, writel <- write3]]
V4 = V1[[readl <- readd4, writel <- writed]]
WithHeap (P) = (P) [|{lreadl, writel, ..I[}[] (V1 ||| V2 ||| V3 ||| V4)

Figure 7: CSPy; Model of the Heap.

3.2.1 Synthesizing a Low-Level CSP Model

The low-level CSP,;* model as depicted in Figure 6 contains not only processes, types and chan-
nels that are automatically generated from the LLVM IR of a program but also two predefined
parts which model platform- and domain-specific parts of the system under investigation. The
platform-specific part comprises the environment model and hardware details, while the domain-
specific part encompasses aspects that are common to a domain of applications, e.g. system
startup and scheduling, which are provided as foundation libraries that the program builds on.
These two parts are mostly manually modeled but are parameterized so that they can be reused
by all applications of the domain they have been designed for. Examples of such parameters
are typing information for the channels and the set of thread identifiers. The third part is the
application-specific one, which describes the behavior of the threads of a multithreaded program
with respect to a set of given variable names, function calls and annotations >. Our llvm2csp
tool was already successfully used to create the low-level model of the scheduler of the BOSS
operating system pico-kernel, which we presented in [KBGGO09]. Nevertheless we are constantly
extending it by further features.

3.2.2 Design of the Low-Level CSP Model

As discussed in the previous section, the low-level CSP model is divided into three distinct
parts. The domain- and platform-specific parts are manually modeled but are parameterized. The
parameters and the application-specific part are synthesized from the LLVM IR of the program
under consideration. Since we aim to use FDR2 for establishing the formal refinement relation
between the specification and the low-level model, all models must be designed as efficiently as
possible. The FDR2 manual contains a couple of rules that have to be taken into account when
creating a CSPy; model to achieve the best performance with FDR2.

Fig. 7 shows an efficient example of modeling a memory that stores four bit fields, constructed
of parallel processes (V1,...,V4) that model a single variable each. These four processes are
structurally equal, so just one of them is modeled manually (V 1), the others being derived from it
by renaming 6. This model of a memory is a process, which is synchronized with the application

4 CSPy; is a machine readable form of CSP extended by concepts from functional programming

5 Annotations can be realized using so-called ghost method and ghost variables. A ghost method is a method that
modifies ghost variables only, while a ghost variable is a variable that is used for verification purposes only. Ghost
code is commonly compiled into the IR for verification purposes but is not part of the final binary.

6 One of the rules mentioned before is, for example, that renaming is to be used in preference to the parameterizing
of a process definition.
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specific part later on using the function (WhithHeap). We use this concept to model the heap
and the stacks of the threads. The process allows us to read an arbitrary value from uninitialized
memory cells.

Our approach makes strong use of abstraction to reduce the size of the resulting low-level
model in terms of reachable states. This includes abstracting the ranges of data types and ab-
stracting away regions of code that do not transitively influence any of a given set of variables to
be included in the low-level model. If, for example, concurrent accesses to a shared counter vari-
able have to be proved race-condition-free, it is sufficient to build the model from the accesses
to this shared counter and the locks protecting it.

The expressiveness of CSPy, imposes a limiting factor to formalizing the semantics of the
LLVM IR. We therefore restrict ourselves to modeling facilities that are available in CSPy;. Our
approach currently supports functions, function calls, conditional and unconditional branching as
well as integer arithmetic. It builds on a memory model that supports integers, arrays and unini-
tialized values. Depending on the properties to be proved on the models, we also use the concept
of error codes to detect such sources of unwanted behavior or to signal situations that were in-
troduced by abstractions during synthesis of the model. An error code is a fresh event a ¢ X and
is always used in the pattern « — STOP. In [KHO09], we use this concept to detect integer overflow
that was introduced by abstraction and did not indicate a real error in the low-level model. A
method on the LLVM IR level is translated into a CSPy; function by llvm2csp. The function
returns sequential processes, each modeling a single IR operation. These application-specific
processes end up in a domain-specific process modeling the continuation of the application, pos-
sibly including a thread switch. Further details of the application-, domain- and platform-specific
models are given in [KHO09].

3.3 Verification on the Intermediate Level

As explained, in our approach we relate process-algebraic system models to their implementa-
tions given in the LLVM intermediate representation. To formally account for the correctness of
this relation, we formally defined the operational semantics of the LLVM intermediate language
in Isabelle/HOL and establish a bisimulation relation between the implied labeled transition sys-
tem (LTS) and the LTS defined by the operational semantics of the process algebraic model.
Using this concept we plan to verify the LLVM2CSP extraction algorithm in future work.

3.3.1 Operational Semantics of LLVM

We model a semantic state or configuration Conf as a tuple consisting of functions S for the
stack, H for the heap and M for the overall memory, as well as an instruction pointer /:

Conf = (S,H,M,I)

The crucial part of the semantics is the memory model. Our model is inspired by the model
presented in [BLOS5]. The functions S and H map non-pointer identifiers to their appropriate
types and values, and pointer variables to their types and addresses. A memory state within a
configuration is modeled by the tuple M = (Addr,B,F,C). We define Addr to be the natural
numbers N. It is however possible to replace it with types that represent memory addresses more
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closely. B yields the block size of a given address, while F' marks a memory block as free or
allocated. Finally, C returns the content stored at a certain address.

In the context of embedded (operating) systems, models are often non-deterministic. The
frequent interaction of these systems with the surrounding environment, for example through
a sensor that delivers some kind of information, makes the execution highly non-deterministic.
Since LLVM natively offers no means to handle non-determinism, we decided to realize bounded
non-determinism by annotating the source code.

Sources for non-determinism, e.g. reading from a memory location where a value delivered
from a sensor is stored, need to be annotated in the code. The annotation contains the pos-
sible range of values that the sensor may return. For the formal semantics, this implies that
a transition from a configuration Conf may have more than one successor configuration. For
every identifier that is marked as non-deterministic, the annotations define a function range :
Identifier — &?(Value). The successor configurations differ from the original configuration
only in the value of register %dest_ident, to which the value read from the marked variable
9osource_ident is stored. The value is non-deterministically chosen from the set defined by the
range function.

3.3.2 Bisimulation Relation

A labeled transition system LT'S over the alphabet A is defined as a tuple (S,7T'), where S is a set
of states and 7 C S x A x § is the transition relation. A special label T € A is used as label for
internal transitions.

We associate the set of states S with the possible configurations Conf from the previous section.
As labels, we use dedicated names that relate LLVM code behavior to events in the process
algebraic specification. We encode information needed for verification purposes on the process
level using this technique. This includes function and system calls, as well as signals to other
threads or user input. The names are annotated to the original source code.

We explain the idea by using the labels of the LTS to encode that and how a certain variable
in a code snippet changes. Since we are interested in changes to variables from a set V, the
only instruction that produces externally visible behavior is the store instruction. For the
store instruction, we label the edge of the LTS with the value %dest _ident.S(%source_ident),
if %dest_ident is one of the variables to be tracked. For all other instructions except for the store
instruction, we use the 7 label indicating silent transitions.

The right side of Figure 9 shows the part of the labeled transition system that corresponds to
the code snippet from Figure 8. Here, the set V of variables to be tracked is defined as {%i,%x }.
First, the content of a variable %b, that was marked non-deterministic and that can range over
the values 0 and 1 is loaded to the register %0 and compared with the constant 0. If the value
of %b is greater than 0, the register %1, which holds the boolean value that is evaluated for the
following branching condition, is set to true. In this case, the execution continues at the block
labeled with bb, otherwise the execution continues at label bb1l. At label bb, the content of
the variable %c is loaded to register %2, the constant 2 is subtracted and the result is stored to
variable %c. Afterwards, the content of the variable %c is stored to variable %x. Execution then
continues at label bb2. At label bb1, the constant 7 is stored to variable %x and then execution
proceeds at label bb2.
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align 4

align 4

1 store 132 0, 132« %i,
2 %0 = load i32x %b, align 4
3 %1l = icmp eq 132 %0, 1
4 br il %1, label %bb, label %bbl
5
bb:
6 %2 = load i32% %c, align 4
7 %$3 = sub 132 %2, 2
8 store 132 %3, 132 %c, align 4
9 %4 = load i32% %c, align 4
10 store 132 %4, 132 %x, align 4
11 br label %$bb2
bbl:
12 store 132 5, 132+ %x,
13 br label %bb2
bb2:

<i32>

[#uses=1]

<il> [#uses=1]

; preds

<i32>
<132>

<132>

; preds

= %entry
[#uses=1]
[#uses=1]

[#uses=1]

= %entry

Figure 8: LLVM Code

P=i0-
(x5-SKIP
nx.7-SKIP)

Figure 9: The Bisimulation Relation between the two LTS

Informally, the definition of weak bisimulation says that any possible transitions in a state
P can be associated with a transition & in the corresponding state . An arbitrary number
of internal 7 transitions is allowed before and after the corresponding « in the evolution of Q
occurs. Two processes P and Q are weakly bisimilar iff there exists a bisimulation relation R

such that (P,Q) € R.

In our case, T is the disjoint union of the transition systems of CSP and LLVM. Using the
previously defined construction rules for the LTS representing LLVM code, we can show that

the LLVM code shown in Figure 8 is bisimilar to the following process term:

P =%i.0 — (%x.5 — SKIP M%x.7 — SKIP).

The process specifies that a variable %i is set to 0 and afterwards it is non-deterministically
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chosen if the variable %x is set to 5 or 7. Figure 9 shows the two labeled transition systems and
sketches the bisimulation relation. Note that for every LLVM instruction that does not change
any of the variables from the predefined set V, the outgoing edges representing the change in
state by the instruction are labeled with 7. The nodes that are identified by the bisimulation
relation are connected by the dashed arrows.
In ongoing work we formalize this notion of bisimulation using the theorem prover Isabelle/HOL

in order to achieve the mechanized verification of the llvm2csp extraction algorithm presented
in the previous section.

4 Related Work

The verification of low-level software systems and embedded operating systems has attracted
several research projects.

Spec# [BLS04] and VCC [CDH'09] are verification methodologies that translate high-level
languages like C# and C to the intermediate language BoogiePL. Necessary verification informa-
tion is annotated to the source code. To discharge verification conditions, the automatic theorem
prover Z3 is used. In contrast to our approach, BoogiePL is not a compiler-intermediate repre-
sentation but a language tailored for verification purposes. Furthermore, we focus on refinement
and transformation of a high-level specification to executable code rather than direct source-code
verification.

The AVACS [BDF*07] project deals with the verification of complex (real-time) systems.
Verification is carried out at the specification level. Transformations to and the verification of
executable code are not considered within the project.

Another project concerned with the verification of a real-time operating system kernel is the

VFiasco project [HTO5]. Verification is carried out at source code level by defining the denota-
tional semantics for a subset of C++. One of its results is the verification of Duff’s Device, but
the techniques were not applied to existing operating system components.
The L4.verified project [EKD™"07] uses a refinement approach that proves different layers of ab-
straction to be consistent. The lowest level of abstraction is given by C code, which is shown
to be a refinement of a more abstract design. Neither of these approaches covers concurrency.
Furthermore, the transformation to intermediate and executable code is not considered.

Closely related to our work is the verification of a real-time operating system controlling a
space satellite using Timed-CSP-Z [SSCO03]. Timed-CSP-Z models are translated into a petri-
net-based formalism and the resulting petri-nets are analyzed. The approach focuses on deadlock
detection. Neither refinement proofs nor transformations to code are within the focus of this
work.

5 Conclusion and Future Work

In this paper we have summarized the main results of the VATES project so far. We briefly
explained the formalization of Timed CSP in the Isabelle/HOL theorem prover and the potential
of verification techniques for parameterized systems, namely network invariants, in the context of
real-time operating systems. We presented the idea of the extraction algorithm which computes

191



Eg ECEASST

a CSP model for a given LLVM program. Finally, we explained an operational semantics of
LLVM and how it is possible to formally relate LLVM programs and CSP models with it based
on bisimulation.

We are currently working on the integration of timing behavior into our framework. Since
timing analyses are already possible on the most abstract layer, we need to extend the llvm2csp
tool to generate Timed CSP models. To realize this, it is necessary to augment the LLVM syntax
and semantics with information about timing behavior. This includes accounting for processor-
specific features like pipelining and cache management.

Since the theory underlying our approach is rather complex we plan to mechanize it entirely
using the Isabelle/HOL theorem prover. Thereby we can claim that our transformations are
indeed correct.

The results obtained so far are very promising. In future work, we will apply our verification
approach to more complex systems, starting with the integration of further system components
into the verification of the BOSS operating system.

We are convinced that our approach has the potential to enable a methodology that seamlessly
integrates the modeling, implementation, transformation and verification stages of embedded
real-time system development.
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Abstract: Model transformations are a key concept within model driven devel-
opment and there is an enormous need for suitable formal analysis techniques for
model transformations, in particular with respect to behavioural equivalence of
source models and their corresponding target models.

For this reason, we discuss the general challenges that arise for the specification
and verification of model transformations and present suitable formal techniques
that are based on graph transformation. In this context, triple graph grammars show
many benefits for the specification process, e.g. modelers can work on an intuitive
level of abstraction and there are formal results for syntactical correctness, com-
pleteness and efficient execution. In order to verify model transformations with
respect to behavioural equivalence we apply well-studied techniques based on the
double pushout approach with borrowed context, for which the model transforma-
tions specified by triple graph transformation rules are flattened to plain (in-situ)
graph transformation rules.

The potential and adequateness of the presented techniques are demonstrated by an
intuitive example, for which we show the correctness of the model transformation
with respect to bisimilarity of source and target models.

Keywords: Model transformation, behavioural equivalence, verification

1 Introduction

In the setting of model driven architecture (MDA), a system is implemented by first speci-
fying an abstract model, which is subsequently refined to executable code. This is done by
model transformations, which transform a source model into a more concrete target model. The
Object Mangaement Group has also introduced a standard for model transformations: QVT
(Query/View/Transformation). A special case is refactoring, where only the internal structure of
the model or system is changed and potentially optimized. Since refactorings are expected not
to modify the functional behaviour of the system, the notion of behaviour preservation is crucial:
how can we specify and verify that a model keeps its original behaviour after several refactoring

* Research supported by DFG project Behaviour-GT.
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steps? The same question is often relevant for model transformations, in order to show that the
implementation matches the original specification.

In this paper we will summarize some results on the specification and verification of model
transformations. As underlying modelling framework we will use graph transformation, which is
well-suited to handle the graph-like structures usually arising in MDA and UML. However, many
existing model transformations in practice are directly encoded as e.g. XSLT-transformations.
As a first contribution of this paper we will discuss the main challenges of model transformations
and present the main benefits of using graph transformation with respect to technical results and
with respect to usability.

The main two aims of the paper are the following. First, we introduce recent results on
triple graph grammars, a formalism that allows to specify model transformations by construct-
ing source and target models simultaneously and recording correspondences. Second, we will
describe a technique for verifying that model transformations preserve the behaviour of a model,
showing that strong bisimilarity is preserved by the transformation with a variation of the so-
called borrowed context technique. For this, we will derive in-situ transformation rules from
triple graph grammars. Both parts of the paper are based on the same example: a model transfor-
mation translating network-like models with different types of (bidirectional and unidirectional)
links.

The structure of the paper is as follows. Section 2 describes the various challenges arising in
the area of model transformation. Sections 3 and 4 subsequently introduce triple graph grammars
for the specification of model transformations and describe several results obtained for triple
graph grammars (e.g., syntactical correctness and completeness). In Section 5 we describe how
to verify the example transformation using the borrowed context technique. Finally, we will
compare with related work in Section 6 and conclude (Section 7).

2 Challenges for Model Transformations

Model transformations appear in several contexts, e.g. in the various facets of model driven
architecture encompassing model refinement and interoperability of system components. The
involved languages can be closely related or they can be more heterogeneous, e.g. in the spe-
cial case of model refactoring the source language and the target language are the same. From
a general point of view, a model transformation MT : VLs = VL between visual languages
transforms models from the source language VLg to models of the target language VL. Main
challenges were described in [SKOS8] for model transformation approaches based on triple graph
grammars. Here, we extend this list and also the scope and describe general challenges for model
transformations.

There are two dimensions, which contain major challenges for model transformations being on
the one hand functional aspects and on the other hand non-functional aspects. The first dimension
of functional aspects concerns the reliability of the produced results. Depending on the concrete
application of a model transformation M7 : VLs = VL, the following properties may have to be
ensured.

1. Syntactical Correctness: For each model Mg € VLg that is transformed by MT the resulting
model M7 has to be syntactically correct, i.e. My € VLr.
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2. Semantical Correctness: The semantics of each model Mg € VLg that is transformed by
MT has to be preserved or reflected, respectively.

3. Completeness: The model transformation MT can be performed on each model Mg € VLg.
Additionally, MT can be required to reach all models My € VLr.

4. Functional Behaviour: For each source model Mg the model transformation MT will al-
ways terminate and lead to the same resulting target model M7 .

The second dimension of non-functional aspects of model transformations concerns usability
and applicability. Therefore, from the application point of view some of the following challenges
are also main requirements.

1. Efficiency: Model transformations should have polynomial space and time complexity.
Furthermore, there may be further time constraints that need to be respected, depending
on the application domain and the intended way of use.

2. Intuitive Specification: The specification of model transformations can be performed based
on visual patterns that describe how model fragments in a source model correspond to
model fragments in a target model. The components of a model transformation can be
visualized in the concrete syntax of the visual languages.

3. Maintainability: Extensions and modifications of a model transformation need to be easy.
Side effects of local changes shall be handled and analyzed automatically.

4. Expressiveness: Special control conditions have to be available in order to handle more
complex models, which, e.g., contain substructures with a partial ordering or hierarchies.

5. Bidirectional model transformations: The specification of a model transformation should
provide the basis for both, a model transformation from the source to the target language
and a model transformation in the inverse direction.

In the following section we present suitable techniques for the specification of model transfor-
mations based on graph transformation. These techniques provide validated and verified capa-
bilities for a wide range of the challenges listed above.

3 Specification of Model Transformations by Triple Graph Gram-
mars

A promising and well studied approach for the specification of model transformations is based
on triple graph transformation [Sch94]. This section presents its main concepts and Sec. 4 shows
its advantages from the formal and from the application point of view. The most important ad-
vantage of triple graph transformation is the combination of both, its intuitive way of specifying
model transformations and its formal basis, for which correctness and completeness results are
available.
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Triple graphs combine three graphs - one for the source model, one for the target model and
one in between, together with connecting graph morphisms for the specification of the correspon-
dences between the elements in the source and the target model. This extension of plain graphs
improves the definition of model transformations. Source models are parsed and their corre-
sponding target models are completed without the need of deleting the source model in between.
The correspondences between both models are used to guide the transformation process.

Definition 1 (Category TripleGraphs) Three graphs G°, G¢, and G7, called source, connec-
tion, and target graph, together with two graph morphisms s¢ : G¢ — G° and 15 : G¢ — G' form
a triple graph G = (G® &< G© &5 GT). G is called empty, if G5, G€, and G” are empty graphs.

A triple graph morphism m = (m3,m¢,m’) : G — H between two triple graphs
G = (G5 &2 GC oy GT) and H = (HS &2 HC 'y HT) consists of three graph morphisms
mS: G5 — H®, me : G€ — HC and my : GT — HT such that mgo sg = sy om€ and m” otg =
ty omC. It is injective, if morphisms mg, mc and my are injective. Triple graphs and triple graph
morphisms form the category TripleGraphs. Given a triple graph TG, called type graph, the cat-
egory TripleGraphsy¢ of typed triple graphs is given by the slice category TripleGraphs\7G.

1G5 1G° 1GT

X XY Y
node @t src DC tgt |src

| (v

uob uc C

Figure 1: Triple Type Graph TG = (TG® <~ TG — TG")

In the examples of this paper we consider a model transformation MT : BidiDiLang =
UniDiLang between communication structure models. The language BidiDiLang contains mod-
els with bidirectional and undirectional links and these models are transformed to models with
unidirectional connections only in the language UniDiLang. Each pair of corresponding source
and target models is given by a triple graph typed over the triple type graph TG in Fig. 1, which
extensively uses the concept of labeled nodes, i.e. loops of different edge types. This reduces
the amount of node types, which allows us in Sec. 5.2 to verify the semantical correctness of
the model transformation by transforming the triple rules into suitable in situ rules and to ana-
lyze them with respect to rules for the mixed semantics, i.e. a semantics for models that contain
source and target elements at the same time.

In order to improve the intuition of triple graphs typed over TG we present the graphs by a
visualization. The fill colour of the elements in the source model is light red while it is blue for
the correspondence elements and yellow for elements in the target model. Furthermore, the edge
types “X”, “D” (directed link), “U” (undirected link), “Y”, “C” (connection) as well as “XY”,
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“DC” and “UC” for the correspondence component will always be loops at different nodes and
we simply write the label inside the node rectangle resp. hexagon. Note that the visualization of
the type graph in Fig. 2 contains different nodes for the labels “D” and “U” as well as for “DC”
and “UC”. This distinction is not present in the underlying type graph in Fig. 1, but the triple
rules in Fig. 4 ensure that the created models will always respect these restrictions. For instance,
edges of type “src” in the source component will always start at a node labelled with “D” and
end at a node labelled with “X”.

TGS TGC TGT

@

src| gt src| tgt
e (Bla-{]-@ |-
—————— <®

+— =

Figure 3: Triple Graph G with source model G® and target model G

Example 1 (Triple graph) The triple graph in Fig. 3 is typed over TG and shows an integrated
model consisting of a source model G5 (left) and a target model G (right), which are connected
via the correspondence nodes in the correspondence graph GC. The source model specifies a
node with label “X” having a message “m”, a self referring directed link “D” and an outgoing
undirected link “U”. Similarly the target model contains two nodes, but labelled with “Y”” and
instead of one undirected link between both nodes there are two connections “C” defining pos-
sibilities for communication in both directions. The corresponding elements of both models are
related by graph morphisms (indicated by dashed lines) from the correspondence graph (light
blue) to the source and target componencts, respectively.
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A triple graph grammar generates a language of triple graphs, i.e. a language of integrated
models consisting of models of the source and the target language and a correspondence struc-
ture in between. The triple rules of a triple graph grammar specify the synchronous creation
of elements in the source component and its corresponding elements in the target component.
Therefore, triple rules are non-deleting. The triple rules of a triple graph grammar are the basis
for deriving the operational rules of the model transformation from models of one language into
the other.

Definition 2 (Triple Graph Transformation and Triple Graph Grammar) A triple rule
tr=L Xy R is an injective triple graph morphisms #r from a triple graph L (left hand side) to
a triple graph R (right hand side). A triple graph grammar 7GG = (TG, S, TR) consists of a triple
graph TG (type graph), a triple graph S (start graph) and triple rules 7R - both typed over 7G.
Given a triple rule tr = (¢75,t7C,tr7) : L — R, a triple graph G and an injective triple graph
morphism m = (m5,m,m") : L — G, called triple match m, a triple graph transformation step

(TGT-step) G L H from G to a triple graph H is given by a pushout in TripleGraphs. The
triple graph language L of TGG is defined by L = {G| 3 triple graph transformation § =* G}.

L = (15<"tpc—">TL) L—">R
lr\L mS\L mC\L \LmT ml (PO) in
_ (pS T
R = (R =5 RC—~R) G—~H
Triple Rule Transformation Step

Model transformations based on triple graph transformation are performed by taking the
source model and extending it to an integrated model, where all its corresponding elements
in the correspondence and target component are completed. Thereafter, this integrated model is
restricted to its target component being the result of the model transformation. For this reason,
triple graph transformation rules are non-deleting. This implies that the first step in the DPO
graph transformation approach [EEPTO06] can be omitted, because the creation of elements is
performed in the second step.

Example 2 (Triple Graph Grammar) The triple graph grammar TGG = (TG,0,TR) for the
model transformation MT : BidiDiLang => UniDiLang contains the triple type graph in Fig. 2,
the empty start graph and the rules TR in Fig. 4. Each rule specifies a pattern that describes how
particular fragments of communication structure models shall be related. We present the rules in
compact notation, i.e. the left and the right hand side of a rule are shown in one triple graph and
the additional elements that occur in the right hand side only are marked by green line colour
and a double plus sign.

The rule “nodeX2nodeY” synchronously creates an “X” node in the source model and its cor-
responding “Y” node in the target model. Thus, in this case the left hand side of this rule is
the empty triple graph, because all elements are created. The rule “directed2connection” creates
directed links “D” between two “X” nodes in the source component and their corresponding
connection “C” between the related “Y” nodes in the target component. Finally, the rule “undi-
rected2connection” creates an undirected link “U” in the source component and relates it with
two connections “C” for the communication in both directions between the “Y” nodes that are
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already related to the “X” nodes in the source component.

nodeX2nodeY

++ ++

directed2connection undirected2connection
-+ ++ N++

src ++ ++IrC tg++
++ ++ _< : > 1 —>-C E"
7 T tgt  src |
tgt | ++ = o :
° <D - |
(K< <G| ol :

Figure 4: Triple Rules of the Triple Graph Grammar 7GG

Based on the triple rules of a triple graph grammar the operational source and forward rules for
model transformations from models of the source language to models of the target language are
derived automatically [Sch94, KW07, EEE"07]. The source rules will be used to parse the given
source model of a forward model transformation, which guides the forward transformation, in
which the forward rules are applied. Since triple rules have a symmetric character, the backward
rules for backward model transformations from models of the target to models of the source
language can be derived as well.

Definition 3 (Derived Source and Forward Rule) Given a triple rule tr = (175t tr7) : L — R
the source rule trg : L — Rg is derived by extending the graph morphism 75 : LS — RS with
empty graphs and empty morphisms for the remaining correspondence and target components,
ie. LS = LT = RS = RL = 0. The forward rule trp = (try,tr$,trk) is derived by taking 77 and
redefining the following components: LS. =RS, trfr =1id,and sg, = triosy.

L=(L5<Xpc50T) Ls=(LS<0—-0)  Lp=(R <2 oo T

iy sy e foreshowsy ) ) v ferm

R= (R’ <, RC—>R") Rs=(RS<0—=0) Rp = (RS < —R°— —R")
Triple Rule tr Source Rule trg Forward Rule trp

Example 3 (Derived Rules) The derived forward rules and one derived source rule of the triple
graph grammar TGG in Fig. 4 are shown in Fig. 5. The source rule “nodeX2nodeYs” cre-
ates a single “X” node and will be used to parse all nodes with label “X” in a given source
model of a model transformation. Based on the found matches the corresponding forward rule
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nodeX2nodeYs nodeX2nodeYr
++ ++ ++
(source rule) (forward rule)
directed2connectiong undirected2connectiong
++ ++
++ ++rc tg++
++ _< : > L —>-C n<_
nEgl tgt  src :
U\ Y H :
G- i
(forward rule) (forward rule)

Figure 5: Some Derived Source and Forward Rules

“nodeX2nodeYr” will be applied and it will insert a “Y” node in the target component for each
found ”X* node. Similarly, the other two forward rules specify the completion of the correspon-
dence and target structure for communication links in the source component. Directed links “D”
are transformed to directed connections “C” between the already translated and corresponding
“Y” nodes. For undirected links “U” we have the case that two connections in both directions
are created to complete the integrated model fragment.

As introduced in [EEET07, EHS09] model transformations can be defined based on source

consistent forward transformations Gy =* G, via (try f,...,tr, ), short Gy L—F> G,. Source
consistency intuitively means that the source model in Gy can be parsed and all its elements
are translated exactly once into corresponding fragments in the resulting target model. More

. . try . . try
precisely, source consistency of Gy == G, requires that there is a source sequence & =% G

tr ’ . . .
such that the sequence @ N Gy —Lr—p_> G, is match consistent, i.e. the S-component of each
match m;  of tr; p(i = 1..n) is uniquely determined by the comatch n; s of tr; 5, where tr; ¢ and
tr; r are source and forward rules of the same triple rules tr;. Altogether the forward sequence

¥ . . tr . . .
Go ey G, is controlled by the corresponding source sequence @ =5 Gy, which is unique in
the case of match consistency.

Definition 4 (Model Transformation based on Forward Rules) A model transformation se-
quence (Gg, Gy N G,,Gr) consists of a source graph Gg, a target graph Gr, and a source

consistent forward TGT-sequence Gy BN G, with Gs = projg(Go) and Gr = proj;(G,),
where “projx” is the projection to the X-component of a triple graph for X € {S,C,T}. A
model transformation MT : VLsg = VLr¢ is defined by all model transformation sequences
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(Gs,Go 2L+ G,,Gr) with Gs € VLgo and Gy € VLyy.

Considering the source model in Fig. 3 we can construct the following source consistent
. . X2nodeYr, X2nodeY,
forward transformation: with Gg = G>: (G® <~ 0 —0) = Gy nodeXInodely.m ¢z, ZodeXanodelr m

irected2connectiony, irected2connecti .
G, directed2connectionr ,m3 G3 undirected2connectiong ,my Gy = (GS « GC s GT) and we derive the
integrated model G = Gy and the target model G; = G” as shown in Fig. 3.

4 Results for Model Transformations Based on Triple Graph Gram-
mars

There are already many important results for model transformations based on triple graph trans-
formation and in this section we compare the available results with respect to the listed challenges
in Sec. 2.

Model transformations based on source consistent forward sequences are syntactically correct
and complete with respect to the triple patterns [EEHP09], i.e. with respect to the language
VL={G|0=" Gin TGG} containing the integrated models generated by the triple rules. More
precisely, each model transformation translates a source model into a target model, such that the
integrated model that contains both models can be created by applications of the triple rules to
the empty start graph. This means that both models can be synchronously created according to
the triple patterns. Vice versa, a model transformation can be performed on each source model
that is part of an integrated model in the generated triple language VL.

For the more formal view on these results we explicitly define the language of translatable
source models VLg and of reachable target models VL by VLs = {Gs | (Gs - G¢ — Gr) € VL}
and VLr = {Gr | (Gs <~ G¢ — Gr) € VL}. Based on these definitions there is the correctness
and completeness result below according to Theorems 2 and 3 in [EHS09].

Theorem 1 (Syntactical Correctness) FEach model transformation sequence given by
try . . . .
(Gs,Go £ G,, Gr), which is based on a source consistent forward transformation sequence

Go LLF—> G, with Gy = (Gs < 0 — 0) and G,, = (Gs + G¢ — Gr) is syntactically correct, i.e.
GseVLsand Gy € VL.

Theorem 2 (Completeness) For each Gs € VLg there exists Gy € VL with a model trans-

formation sequence (Gg,Gy g G,,Gr) where Gy L—;> G, is source consistent with Gy =
(GS —0— @) and G, = (GS — Gec — GT).

Concerning the non-functional properties of model transformations in the second list of chal-
lenges in Sec. 2 triple graph transformations show a very promising basis providing already
most of the requested properties while the existing results above are preserved. In order to de-
fine expressive model transformations, the concept of negative application conditions (NACs)
is commonly used and allows the modeler to specify complex model transformations [EHS09].
Furthermore, we have shown that information preserving bidirectional model transformations
can be characterized by source consistent forward transformations based on triple graph gram-
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mars [EEE"07]. Moreover, we improved the efficiency of the approach by defining an on-the-fly
construction, for which termination is ensured if the source rules are creating, i.e. each triple rule
creates at least one element in the source component. As a second optimization, we defined suit-
able conditions for parallel independence in order to perform partial order reductions [EEHP09].
Finally, model transformations based on triple graph transformations are flexible in the sense
that new rules can be added without changing the existing rules whenever new structures are
introduced into the visual language. For this reason, the efforts for maintainability can be kept
low.

Coming back to the first list of challenges in Sec. 2 we prove in Sec. 5.2 the semantical cor-
rectness of the model transformation presented in this paper and we show how this approach can
be generalized to other model transformations as well. Thus, there remains only one important
challenge being the analysis of functional behaviour of model transformations. Functional be-
haviour of model transformations ensures unique results for any given source model. There are
already several analysis techniques, which can be applied for plain graph grammars and we plan
to lift them to the case with triple graphs. The techniques are based on the analysis of critical
pairs in order to show confluence of the graph transformation system. The presented example
in this paper shows already functional behaviour. However, for the backward direction the be-
haviour is not functional. Consider e.g. two “Y” nodes that are connected by two connections
“C” in opposite direction. They can be transformed to one unidirectional link or to two directed
links.

Summing up, triple graph transformation is an adequate and promising basis for model trans-
formations and the existing results show already its intuitive, expressive, formally well founded
and efficient character.

5 Verification of Model Transformations

5.1 The Borrowed Context Technique

In the following we will describe how to verify model transformations. Before we can even state
what behaviour preservation actually means in our setting, it is necessary to introduce opera-
tional semantics, given by graph transformation rules, for both the source and the target model.
These operational semantics will provide source as well as target models with labelled transition
systems, where transitions correspond to the application of graph transformation rules and are
of the form G; = G,. Note that ¢ is the transition label, which is obtained from the applied
production p via a given map-function, i.e., & = map(p). The map-function, assigning a global
label to every rule, is necessary since we compare different operational rules. Now, behaviour
preservation in our setting means that the source model and the corresponding target model are
bisimilar (with respect to the labelled transitions).

We will use the borrowed context technique [EK06, RKE08], which refines a labelled transi-
tion system (or even unlabelled reaction rules) in such a way that the resulting bisimilarity is a
congruence (see also [LMOO]). By a congruence we mean a relation over graphs that is preserved
by contextualization, i.e., by gluing with a given environment graph over a specified interface.
This is a mild generalization of standard graph rewriting in that we consider “open” graphs,
equipped with a suitable interface.
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Note that in this section we will not work directly with triple graph grammars, although we
have some preliminary ideas on the verification of model transformation based directly on triple
graph grammars. Instead here we use in-situ transformation rules, where the in-situ rules are
derived from the triple rules of Section 3, in order to be able to exploit the existing congruence
results.

The basic idea behind the borrowed context technique is to describe the possible interactions
of a part of the model with the environment, i.e., with the remaining yet unspecified rest of the
model. In addition to existing labels, we add the following information to a transition: what
is the (minimal) context that a graph with interface needs to evolve? More concretely we have
transitions of the form

= G) "V2E k om
where the components have the following meaning: (J/ — G) is the original graph with interface
J (given by an injective morphism from J to G) which evolves into a graph H with interface
K. The label is composed of two entities: the original label o¢ = map(p) stemming from the
operational rule p and furthermore two injective morphisms (J — F < K) detailing what is
borrowed from the environment. The graph F represents the additional graph structure, whereas
J, K are its inner and the outer interface.
We will now introduce the necessary definitions.

Definition 5 (context, cospan) A graph with interface is a graph morphism J — G.
A context (also called cospan) consists of two injective graph morphisms J — F < K. The
composition of two cospans is performed by taking the pushout.

Definition 6 (Rewriting with Borrowed Contexts) Given a graph with interface / — G and a
production p: L+ I — R, we say that J — G reduces to K — H with transition label / = F < K
if there are graphs D, G, C and additional morphisms such that the diagram below commutes
and the squares are either pushouts (PO) or pullbacks (PB) with injective morphisms. In this
case a rewriting step with borrowed context exists and is written as follows:

map(p) (1= FK)

(J—=G) (K—H)

(in words: J — G reduces to K — H with transition labels map(p) and J — F < K).

D—L~<—]—R
y po | po | Po |
G—Gr=—C—H

Y ro}ope ) T

J—F<—K
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After these preliminaries, we can now define the notion of bisimilation and bisimilarity with
borrowed context labels. Note that under certain conditions and for closed systems this notion
specializes to standard bisimilarity, which ignores the borrowed context label. This will be ex-
plained later in more detail.

Definition 7 (Bisimulation, Bisimilarity) Let & be a set of productions. Let % be a symmetric
relation consisting of pairs of graphs with interfaces of the form (J — G,J — G'), also written
J=G)Z(J—G).

The relation Z is a bisimulation if whenever we have (J — G) % (J — G') and a transition

(J—G) 6 2EK) (K — H) can be derived from 22, then there exists a morphism K — H' and

a transition (J — G') GU2EK) (K — H') such that (K — H) % (K — H').
We write (/ — G) ~ (J — G’) whenever there exists a bisimulation Z that relates the two
morphisms. The relation ~ is called bisimilarity.

We have shown that (strong) bisimilarity defined in transition systems with borrowed context
labels is a congruence. This holds also if we enrich the labels with oo = map(p) as described
above.

Theorem 3 (Bisimilarity is a Congruence [EKO06]) Bisimilarity ~ is a congruence, i.e., it is
preserved by embedding into contexts as specified in Definition 5.

5.2 Using the Borrowed Context Technique for the Verification of Model Trans-
formations

For an in-situ model transformation within the same language, applications of the borrowed
context technique are quite immediate: show for every transformation rule that the left-hand and
right-hand sides L, R with interface / are bisimilar with respect to the operational rules. Then the
source model must be bisimilar to the target model by the congruence result. This idea has been
exploited in [RLK "08] for showing behaviour preservation of refactorings.

To set up the entire machinery, we first need the operational semantics of the two languages
under consideration (BiDiLang and UniDiLang). In Figures 6 and 7 we describe the dynamic
evolution of a system: in both cases messages can be created and deleted at arbitary moments in
time. Furthermore, in language BiDiLang the node labelled D describes a directed connection
over which messages can be passed in only one direction, whereas the node labelled U describes
an undirected connection allowing a movement in any direction (note that the two edges leaving
the U-node have the same label and are hence undistinguishable). In the second language (Uni-
DiLang) we have only one type of connection, working similarly to the directed connection in
the first language.

Now, as announced above, in order to reuse the congruence result we are applying in-situ
transformation rules (given in Figure 8) which are similar to the triple graph grammar rules
given in Section 3.

Note that these in-situ rules will lead to “mixed” (or hybrid) models which incorporate com-
ponents of both the source and the target model. Hence we need a joint type graph (see Figure 9)
that contains node and edge types of both languages.

207



ECEASST

m

node

node

K - { -

M« K - S

Figure 6: BiDiLang, rules of the operational semantics

M« @ - O

Figure 7: UniDiLang, rules of the

XN < 07

M« M - 06

operational semantics

Src

[:Imt

Src

tgt

F

Figure 8: Rules for the in-situ model transformation

gt

208



Specification and Verification of Model Transformations

D

(v

node
|

°G

X

(v

7
—src—>»

(A

u

—tgt—=>]

Om

€

Y

Figure 9: Combined Type Graph TGgr for mixed Models

)

m m m k.
Src Src Src src /SFC Src
IEEtgt = - tgtE IEI:tgt A — tgtjEI IEI\tgt = - tgtjEI
A A A
node node node node node node
o~ = G — = G — =
node node node node node node
1%
m m m
src rc src src src rc
tgt — — tgt tg — - tgt tg — — tgl

Figure 10: Additional rules of the mixed semantics

Now, since we generate mixed models but still want to exploit the congruence result, it is
necessary to have an operational semantics also for those models, which has to satisfy the fol-
lowing conditions: (i) the mixed rules are not applicable to a pure source or target model; (ii)
it is possible to show bisimilarity of left-hand and right-hand sides of all transformation rules.
Finally, observe that our final aim is to show bisimilarity of closed graphs, i.e., of graphs with
empty interface of the form @ — G. If the operational rules of the source and target languages
have connected left-hand sides then such a graph will either borrow nothing or borrow the whole
left-hand side. It can be shown that if all left-hand sides are connected, the notion of bisimilarity
induced by borrowed contexts coincides with the standard one.

Hence here we use the mixed operational semantics given in Figure 10. The rules mainly
describe message passing in mixed models, where a message is, for instance, passed from an
X-node to a Y-node over various types of connectors.

Theorem 4 The three rules of the in-situ model tranformation given in Figure 8 form a bisim-
ulation relation Z, where each rule L <— I — R is split into a pair (I — L,I — R) of the relation.
Since bisimilarity is a congruence and borrowed context bisimilarity coincides with standard
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bisimilarity on source and target models, this implies that whenever a graph Gg of the source
language is transformed into a graph Gy of the target language via the model transformation,
then Gpg is bisimilar to Gy.

Note that in the proof we make heavy use of the up-to-context technique, which allows us
to somewhat relax the requirements for bisimulation proofs given in 7. More specifically, it is
enough if K — H and K — H’ are in relation % after the removal of identical contexts. Note
also that in more complex scenarios the bisimulation &% might contain additional pairs that are
not model transformation rules (see [HKR™09]).

In this fairly easy scenario one can obtain the rules of the mixed-semantics by applying the
transformation rules to the (original) operational semantics of the source or target languages. In
the general case, it is however currently not clear to us, how to obtain a correct set of mixed
semantic rules. For small examples, the following heuristics usually gives good results:

1. Let S be the set containing all original rules of the the source and target operational se-
mantics.

2. Choose any tranformation rule r.

3. Apply all rules in S to the left-hand side (respectively right-hand side) of r using the
borrowed-context technique. This gives us several borrowed context rewriting steps.

4. If there is a matching answer with a rule in § for the right-hand side (respectively left-hand
side) of transformation rule r, then do nothing.

5. If there is no such matching answer, create a new “mixed” rule, providing such a valid
answer. Add this new rule to S and procede with step 2.

6. If every partial map of every rule in S has been tested for all left-hand and right-hand sides
of the transformation rules, S is the mixed semantics we are looking for.

Using this heuristics one might even create a smaller set of rules for the mixed semantics in
comparison to applying the transformation rules to the rules for the operational semantics in
every possible way (see [HKR"09]).

6 Related Work

There are several other approaches based on triple graph transformation, e.g. using constraint-
patterns [OGLEQ9]. While these patterns can lead to a more compact specification, there are
fewer results for several of the listed challenges, e.g. the handling of termination and therefore
completeness is more complex and not ensured in general.

As mentioned before, there are already suitable techniques for the analysis of functional be-
haviour of model transformations based on plain graph transformation systems [EEL"05]. How-
ever, plain graph transformation systems do not show some of the important benefits of triple
graph transformation, as, for instance, completeness and the general notion of syntactical cor-
rectness with respect to the triple patterns specified by the intuitive triple rules. Furthermore,
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plain graph transformation systems are unidirectional while triple graph transformation systems
automatically provide bidirectional model transformations.

The work closest to ours for showing the semantical correctness of model transformations in
the sense of showing behaviour preservation for a transformation between models of different
types is [GGL"06]. They present a mechanised proof of semantics preservation for a transfor-
mation of automata to PLC-code, based on TGG rules. This proof faced some problems since it
was not trivial to present graph transformation within Isabelle/HOL.

As opposed to model transformation between different source and target models, there has
been more work on showing behaviour preservation in refactoring. The methods presented in
[KCKBO05, PCO7, NK06, GSMDO03] address behaviour preservation in model refactoring, but
are in general limited to checking a certain number of models. The employment of a congruence
result is also proposed in [BHEO8] which uses the process algebra CSP as a semantic domain. A
number of approaches to showing correctness of refactorings also focus on preserving specific
aspects instead of the full semantics (see [MTO04]).

7 Conclusion

In order to provide validated model transformations, which are a main component in model
driven architecture (MDA), there is a strong need for formal analysis and verification. We have
shown that triple graph transformation is an adequate technique providing both, an intuitive way
of specification and a formal basis for which several analysis techniques as well promising exe-
cution algorithms are available. The two lists of challenges for model transformations in Sec. 2
contain many different and important aspects and depending on the concrete model transforma-
tion there may be some of them that cannot be achieved.

Even though, the presented approach in Sec. 3 based on triple graph transformation shows
many capabilities and many of the listed challenges can be achieved or handled adequately,
respectively. The available results discussed in Sec. 4 include for instance syntactical correctness
and completeness and the specification of model transformations is performed in an intuitive and
elegant way. While the general analysis of functional behaviour of a model transformation will
be a part of future work we have exemplarily shown how the specified model transformation
can be analyzed with respect to behaviour preservation and therefore, with respect to semantical
correctness.

For this purpose we transformed in Section 5 the model transformation based on a triple graph
grammar into an in-situ model transformation based on plain graph grammars. In a next step
we introduced a proof technique for showing that a transformation preserves the behaviour of a
model. A similar method was introduced by us in [HKR*09] for a different model transforma-
tion. In [HKR "09] it was even necessary to work with weak, saturated bisimilarity with negative
application conditions due to the higher complexity of the case study. However, the general idea
can just as well be presented and understood with the simpler case study presented in this paper.

Currently we have not yet mechanized the technique, but we have started to work on an imple-
mentation. One drawback is the fact that it is necessary to find a suitable mixed semantics, which
might become quite large and unwieldy. Hence we are currently working on a more straightfor-
ward approach that combines triple graph grammars with borrowed contexts, by asking that each
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borrowed context step of the source model must be answered by a borrowed context step of the
target model (and vice versa) in such a way that the labels can be translated into each other via
the model transformation rules. However there are some remaining technical difficulties (e.g.,
what happens if the label can only be partially translated?) yet to be solved.

Note however that the in-situ transformation rules are not without merits: in the case of system
migration, where we migrate piece by piece of an evolving system from one version to another,
we might well have such mixed intermediate states which have to be handled. Think of a het-
erogeneous LAN, where one wants to replace the mail server, the firewall and the file server.
The complete system must be in working order all the time, but in many cases the exchange of
the components will not happen synchronously. In such a setting we want to show that also the
hybrid models preserve the behaviour and the migration does not disrupt the correct working of
the system.

Acknowledgements: We would like to thank Arend Rensink, Maria Semenyak, Christian
Soltenborn and Heike Wehrheim for joint work on a case study, which gave us the ideas on
which we based Section 5.
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Abstract: Graph transformation units are rule-based entities that allow to transform
source graphs into target graphs via sets of graph transformation rules according
to a control condition. The graphs and rules are taken from an underlying graph
transformation approach. Graph transformation units specify model transforma-
tions whenever the transformed graphs represent models. This paper is based on
the observation that in general models are not always suitably represented as sin-
gle graphs, but they may be specified as the composition of a variety of different
formal structures such as sets, tuples, graphs, etc. which should be transformed
by compositions of different types of rules and operations instead of single graph
transformation rules. Consequently, in this paper, graph transformation units are
generalized to model transformation units that allow to transform such kind of com-
posed models in a rule-based and controlled way. Moreover, two compositions of
model transformation units are presented.

Keywords: graph transformation, model transformation, transformation units, mo-
del transformation units

1 Introduction

Computers are devices that can be used to solve all kinds of data-processing problems — at least in
principle. The problems to be solved come from economy, production, administration, science,
education, entertainment, and many other areas. There is quite a gap between the problems as
one has to face them in reality and the solutions one has to provide so that they run on a computer.
Therefore, computerization is concerned with bridging this gap by transforming a problem into

a solution. Many efforts in computer science contribute to this need of transformation. First of
all, compilers are devices that transform programs in a high-level language into programs in a
low-level language where the latter are nearer and more adapted to the computer than the former.
The possibility and success of compilers have fed the dream of transforming descriptions of
data-processing problems automatically or at least systematically into solutions that are given by

* The adhors would like to acknowledge that their research is partially supported by the Collaborative Research
Centre 637 (Autonomous Cooperating Logistic Processes — A Paradigm Shift and Its Limitations) funded by the
German Research Foundation (DFG).
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smoothly running programs. In recent years, the term model ttamstion has become popular
for this idea.

In this paper, graph transformation units are generalized to model transformation units as rule-
based devices to model model transformations in a compositional framework. Our approach has
three sources of inspiration:

1. Following the ideas of model-driven architecture (MDA, cf., e.§rap3), the aim of
modeltransformation is to transform platform-independent models (PIMs), which allow to
describe problems adequately, into platform-specific models (PSMs), which run properly
and smoothly on a computer. As a typical description of the PIMs, one may use UML
diagrams while PSMs are often just programs in some common higher-level language like
Java or C++. A significant model transformation language within the framework of MDA
is the QVT standard of the OMGMGOS.

2. Oneencounters quite an amazing number of model transformations in theoretical com-
puter science — in formal language theory as well as in automata theory in particular.
These areas provide a wealth of transformations between various types of grammars and
automata like, for example, the transformation of nondeterministic finite automata into
deterministic ones or of pushdown automata into context-free grammars (or the other way
round) or of arbitrary Chomsky grammars into the Pentonen normal form (to give a less
known example).

3. Graph transformation units (cf., e.gkHS97, KK99, KKRO08]) are rule-based devices
to mockl binary relations between initial and terminal graphs. If the initial graphs are
interpreted as input models and the terminal graphs as output models, then such a unit
embodies a model transformation. The transformation of UML sequence diagrams into
UML collaboration diagrams inGQHKO04] and the transformation of well-structured flow
diagmams intowhile-programs in KHKO6] are examples of this kind. This observation
suppats the idea to use graph transformation units as building blocks for the modeling of
model transformations.

While the models in the MDA context are often diagrammatic or textual, the examples of the-
oretical computer science show that models may also be tuples with components being sets of
something. Accordingly, graphs as well as tuples, sequences, and sets of models are introduced
as models in Sectio®, while Section2 provides the necessary mathematical preliminaries. The
basicsteps of model transformation are defined in Seclidny actions that are applied compo-
nentwse to tuples of models and consist of rules in case of graph components and of data type
operations in all other cases. Based on models and actions, the notion of a model transformation
unit is introduced in Sectiob providing the descriptions of input, working and output models,

a <t of actions, and a control condition to regulate the use of actions. The semantics of such
a unit is a transformation of input models into output models. In Se@&jdhe sequential and
paralel compositions of model transformation units are studied. In this way, complex model
transformations can be built up from simple ones in a modular way. While we discuss related
work in Section7, the paper ends with some concluding remarks. As a running exathple
transformation of right-linear grammars into finite state automata is developed in several stages.
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2 Preliminaries

In this section, we recall the notion of a graph rule base providing a class of graphs, a class of
rules and a rule application operator. In the following sections graphs are used as basic visual
models and rules are used for their elementary transformations. Besides graphs, we use iden-
tifiers, truth values, and non-negative integers as smallest atomic models. Moreover, cartesian
products, free monoids, and powersets are recalled because these constructions will be used to
build up composite models in the next section.

2.1 Graph Rule Bases

A graph rule base B- (¥,%,—) consists of a class of grapi# a class of rulesz, and a rule
application operator=- with = C & x ¢ for everyr € #. The rule application operator is

;
used in infix notation, i.(G,H) € = is denoted byG=—-H.
r r

2.2 Graph Classes

There are many different kinds of graph classes, two of which are explored here further: the class
of directed edge-labelled graphs and the class of finite state graphs, the latter being a subclass of
the former.

Directed edge-labelled graphs. The class of directed, edge-labelled graphs with individual,
possibly multiple edges is defined as follows. Bebe a set of labels. AyraphoverZ is a
systemG = (V,E,s,t,|) whereV is a set ohodesE is a set ofedgess,t: E — V are mappings
assigning aource $e) and atarget t(e) to every edge ift, andl : E — X is a mapping assigning
a label to every edge iB. An edgee with s(e) =t(e) is also called doop. For a noder € V the
number of edges which havas source is denoted byitdegreév) and the number of edges that
point tov is theindegreeof v. An edgee with labelx is called arx-pointer ifindegre€s(e)) = 0
andoutdegreés(e)) = 1. The componentg, E, s, t, andl of G are also denoted By, Eg, S,
tg, andlg, respectively. The set of all graphs overs denoted byss.

For graphsG,H € %, agraph morphism gG — H is a pair of mappingsy : Ve — Vy and
Oe: Ec — Ey that are structure-preserving, i.6v,(Sc(€)) = sn(ge(€)), gv(tc(e)) =tu(ge(e)),
andly (ge(e)) =lg(e) for all e € Eg.

If the mappinggy andge are inclusions, the@ is called asubgraphof H, denoted byG C H.
For a graph morphismg: G — H, the image ofs in H is called amatchof G in H, i.e., the match
of G with respect to the morphismis the subgraplg(G) C H.

Finite state graphs. One particular subclass @ are finite state graphs and finite state graphs
with word transitions. More concretely, lebe some input alphabet such thatKstart, final} C

> 1. Then the graph in Figuré represents a finite state graph with word transitions bver
{a,b,c}, where the edges labelled with € |* represent transitions, and the sources and targets
of the transitions represent states. The start state is indicated stitint-gointer and every final

1 GivensetsX andY,X WY denotes the disjoint union & andy.
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a CcC

-@t‘ a final

bb

Figure 1: A finite state graph with word transitions

Figure 2: A finite state graph

state with dinal-pointer. States are depicted as unfilled circles whereas all other nodes are shown
as small filled circles. Figur2 shows a finite state graph where each transition is labelled with a
symbol froml.

2.3 Rules

To be able to transform graphs, rules are applied to the graphs yielding graphs again. One rule
class that can be used to transform graph@sinis defined as follows. Auler = (L D K CR)
consists of three graphsK,R € % such thaK is a subgraph of andR. The componentk,
K, andR of r are calledeft-hand sidegluing graph andright-hand side respectively. A rule
may be depicted ds— Rif K is clear from the context (the numbered nodes form the common
gluing graph).

An example of a rule is given in Figufe The left-hand side of this rule consists of two nodes
v; andv, andan edge fronv; to v, that is labelled with a wordyufrom some alphabdt where

X u
] Xyu
refine: 1 Q/ﬂo 2 )@ . <:>/'O\(\C> ,

uel*

Figure 3: The graph transformation ruifine
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x andy are symbols of. The gluing graph consists of the two nodgsandv,; the right-hand
side is obtained from the gluing graph by inserting a new ngdgand two new edges; and
& wheree; points fromv; to vhew and is labelled withx, ande, points fromvpey to Vo and is
labelled withyu.

2.4 Rule Application

The application of a graph transformation rule to a gr&ptonsists of replacing a match of the
left-hand side irG by the right-hand side in such a way that the match of the gluing graph is kept.
Hence, the application aof= (L 2 K C R) to a graphG = (V,E,s;t,1) consists of the following
three steps.

1. Amatchg(L) of L in G is chosen.

2. Now the nodes afiy (V. — Vk) are removed, and the edgesgef(E; — Ex) as well as the
edges incident to removed nodes are removed yieldingitbamediate graph Z G.

3. Afterwards the right-hand side is added taZ by gluing Z with R in g(K) yielding the
grath =74 (R— K) withVy =Vz W (VR—VK) andEy = Ez 4 (ER— EK) The edgeS of
Z keep their labels, sources, and targets soZhatH. The edges oR keep their labels;
they also keep their sources and targets provided that those belgpg-¥¢. Otherwise,
sH(e) = g(sr(e)) for e € Egr — Ex with sg(e) € Vk, andty(e) = g(tr(e)) for e Er— Ex
with tR(E) € VW.

The application of a rule to a graphG is denoted b)G:r> H, whereH is the graph resulting
from the application of to G. A rule application is called direct derivation

If the rulerefinein Figure3is applied to a finite state graph, it splits a word transition laloel
with a wordw of length at least two into two consecutive transitions, the first of which takes the
first symbol ofw, while the second one gets labelled with the remaindew.ofn particular, if
refineis applied as long as possible to the finite state graph in Fijunee gets the finite state
graphin Figure?2.

2.5 Example for a Graph Rule Base

Directed edge-labelled graphs owetogether with the rule class @f3and the rule application
operdor given in2.4form a rule base which will be used in all examples of this paper.

2.6 Further Basic Types

In addition to graph rule bases, we assume a set of identiberthe set of truth values BOOL
{TRUE FALSE}, and the set of non-negative numb@ts All these sets are equipped with the
usual predicates and operations, i.e. the arithmetic operations-like-, <,=, etc. forN, the
Boolean operations lika, Vv, -, —, etc. for BOOL, and the equality predicatefor ID.

All involved sets may be subject to the following three constructions that yield sets again:
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1. the cartesian produg x - -- x X, for setsXy, ..., X,k € N;
2. the free monoiK* for a setX;
3. the powersese{X) for a setX that contains all subsets Xf.

Furthermore we assume that the usual operations of these data types are available, like the
projections in the case of the product, concatenation and other string-processing operations in
the case oK* and the usual operations and predicates on setsllikec, C, etc.

3 Models and Model Types

Many models used in computer science are of a graphical, diagrammatic, and visual nature, and
they can be represented as graphs in an adequate way in most cases. Moreover, further types of
elementary models such as numbers, values, or identifiers may be useful in addition to graphs.
And models may not occur only as singular items, but also as tuples or as some other collections
of models like sequences and sets. To cover this, we define models and their types in a recursive
way.

Definition 1 (models and their types) Models together with their types are recursively defined
as follows:

1. LetY be aclass of graphg, ID, BOOL, orN. Then eacly € Y is amodel of type Y

2. If my is a model of typeT; for i = 1,... k for somek € N, then thek-tuple (my,...,my) is
amodel of type Tx --- x Tg.

3. If my is a model of typel fori=1,... ,kfor somek € N, then the sequenae; ---my is a
model of type T.

4. If mis a set of models of typ€, thenmis amodel of type séT).

Note that in this way every model gets a type which is a set of models, but can serve as a name
on the syntactic level as well. To stress the semantic level we may Mite) for T.

Point 1 makes sure that all graphs and — in this way — all diagrams with graph representations
are models. Besides graphs, truth values, numbers and identifiers become available as elementary
models. Point 2 allows one to considekatuple of models as a model and makemodels
simultaneously available in this way. Point 3 and Point 4 also make many models of the same
type available at the same time. While Point 3 provides them as a sequence, Point 4 collects
them as a set.

The types of models as introduced above may be considered as free because they are based
on the free constructions product, free monoid, and power set. But in many cases, it may not be
reasonable to transform all models of a free type without any further restriction. For example, a
Chomsky gramma®@ = (N, T,P,S) is not just a quadruple of tyme{(ID) x se{ID) x se{ID* x
ID*) x ID, butN and T should be finite and disjointS should be a nonterminal, and a pair
(u,v) € P should consist of two strings of terminals and nonterminals rather than of arbitrary
identifiers. To make such restrictions possible, we introduce constrained types.
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Definition 2 (congrained model types) Lék be a model type.

1. ThenZ (T) is a class otonstraintsif eachx € 2°(T) specifies a set of models of tyfie
i.e. SEM(x) C 9(T).

2. Forxe 2 (T), (T with X% is called aconstrained model typ&he models of this type are
the models oSEM(x), denoted byt ((T with x)).

The definition is used in a recursive way considering the free model types and the con-
strained model types both as model types. Consequently, one can build types of the form
((T with X with y) with iterated constraints.

Examples for Constraints

1. For the model typ&/, constraintsx with SEM(x) C ¢ are called graph class expressions
in the framework of graph transformation units and are extensively used there to specify
initial and terminal graphs. Examples of graph class expressions are the following.

(@) Single graphZ € ¢ with SEM(Z) = {Z} are useful as start graphs of graph gram-
mars.

(b) For¥ =% with £ C ID, a subseK C X describeSSEM(X) = % which may serve
as terminal labels.

(c) For¥ =% andX C Z, the expressiopointerg X) specifies all graphs i#s in which
all edges labelled with somec X are pointers (cf2.2).

(d) Fao ¥ =% andX C Z, the expressioong X) specifies all graphs in which for each
x € X there occurs exactly onelabelled edge, i.e|{e € Eg | Ic(e) = x}| = 1 for
eachx € X.

2. Logical formulas are further typical examples for constraints. They may involve model
variables and the usual predicates and operations of the basic and free types:

(a) Boolean operations in case of BOOL likeA, V, —;

(b) arithmetic operations and predicatesifike +, -, mod, =,<;

(c) string operations and predicatesXhfor some seK, like concatenation, transposi-
tion, equality;

(d) set operations and predicates liken, ¥, =, C, €.

Consider, for example, a modék,y, X,Y,mn,u,v,G,H) of type ID x ID x sef{ID) x
seflID) x Nx N x ID* x ID* x % x %. Then one may add the following constraints:
x=y,xeX,yeY,XNY =0,m<n,length(u) > n, uv+# vu, u= vtransposgv), G C H,

G € %. Clearly, all the constraints may be combined by Boolean operations.

3. Another frequently used constraint for graphs and sets is the requirement of finiteness
indicated by the constant model class expresBioteness Instead of % with finiteness
we may writefin(¢ ), andfinsetID) instead of(se{ID) with finiteness.
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Examples for Constrained Model Types

1. Finte state automata with word transitions can be defined as a constrained model type, i.e.
afinite state automaton fsa (I,G) is a pair of type(sefID) x % with (A C Z)A (G €
(ANnpointerg{start, final}) nong{start})))) whereA = | * ¥ {start, final}. The constraint
means that every state gra@hs labelled ovet* w {start, final}, final- andstart-edges are
pointers, and there is exactly ostart-pointer. In the following, the constrained model
type of finite state automata with word transitions is denote@&®¥X. The type of finite
state automata the transitions of which are labelled only with single symbolsl froam
be defined as the finite state automat& 84", but where in the constraint is replaced
by |, i.e.,A = w{start final}. The type of all finite state automata with single-symbol
transitions is denoted HySA

2. Chomsky grammars can be introduced in the framework above as models nearly in the
same way as they are defined in the literature.

A Chomsky grammar & (N, T,P,S) is a quadruple of typse{(ID) x se{(ID) x se{ID* x
ID*) x ID with finite N andT, NNT =0, Se N, and(u,v) € P impliesu,v € (NUT)*,
u¢ T*. Gisright-linear if, in addition, (u,v) € Pimpliesue N andve (TTN)UT*.

More formally, the constraint of an arbitrary Chomsky grammawith N, T € finset{ID) A
NNT=0ASeENA((uv)eP— (uve (NUT)*AugT*)). And in case of right-linear
grammars one must addu,v) € P — (ue NAve TTNU{e})) wheree denotes the
empty string. The type of right-linear grammars will be denotedRyG. For explicit
use below we mention here also the tyREeG x ¥4 which will be used for transforming
right-linear grammars into finite state automata.

4 Actions and Model Transformation Processes

In this section, the dynamic part of model transformations is introduced. The basic notion is that
of an action that describes an elementary step of model transformations. Then the iteration of
such steps provides more complex transformations.

Each modein can be identified with the 1-tuplen) so that one may consider tuples of models
only without loss of generality. Given such a tugle,...,my), an action is also &-tuple
a=(ay,...,a) of component operations where, fot 1,... k, a specifies hown is processed
by the action. Ifm; is a graph, them is a rule to be applied toy. If m; is an identifier or truth
value, theng; may replace it by another identifier or the negated truth value respectivaty. If
is a number, string or set, thepn may operate on it yielding a modified number, string or set
respectively. Moreover, we employ the void act@n= — meaning thatn, remains unchanged.

If the component actions are performed, then a new tuple. .., m,) of models is obtained.
This is made precise in the following definition.

Definition 3 (actions) Lefl; x --- x T be a model type.

1. Then amaction a= (ay,...,a) is ak-tuple such that one of the following holds fo&
1 k:

g ey
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(a) ai =
(b) & € Z provided thatT; C ¢,
(c) a = renameprovided thafl; C ID whererenameis some mapping o,

(d) & = — provided thafl; = BOOL where— is the negation withhnTRUE= FALSEand
—-FALSE= TRUE

(e) a is aterm of operations with a distinguished variable of tij@nd which evaluates
to N provided thafl; = N.

(f) the same as (e) replacidgby T* andse{(T) for some typeT,

(9) recursively,a is an action provided thak is a product type with more than one
component.

2. Letm= (my,...,m) € M(Ty x --- x Tg). Then the actiorfay, ...,a) may be performed
onmyielding m' = (ny,...,m) € M(Ty x --- x Tx) denoted byn:a>m if the following

holds fori = 1,... k:

(@ m=mif g = —;
(b) m?n{if a €<%,
(c) m =a(m)if T € {BOOL,N,T*,se{T)}, orT; CID;
(d) my ?n'( if g is an action.
3. LetAbe aset of actions. Themaodel transformation process a sequence of performed
actionsm= mo? ml? . ? m, = m’ with theaction sequence;a- - a, € A*. Such a
1 2

process may be denoted by::mf or m=:> m' if the omitted details do not matter. The
set of model transformation processes okés denoted byMTP(A).

Examples for Actions
Let (N, T,P,S G) be an arbitrary model of typRLG x %.

1. An action that removes a nonterminal symiofrom the first component of the right-
linear grammacN, T, P, S) and then inserts a state labelled witin the graph component
can be defined agemovégX), —, —, — nodg X)), whereremovéX) removesX from N
andnodgX) is the graph transformation rule depicted in Figdre

2. An action that removes a rule with a non-empty right-hand side from the right-linear gram-
mar while inserting a corresponding transition in the graph that contains a state for every
nonterminal of the rule can be defined (@s, —,remové(X,uY)), —,edgéX,u,Y)); the
graph transformation ruledge X, u,Y) is given in Figureb.

Model transformation processes are nondeterministic on two levels. On one hand, the rule
applications in graph model components are nondeterministic whereas all the other component
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X
nodgX): © —

Figure 4: Graph transformation rutedg X)

edgdX,u,Y): 8 82 — 18’“’8

Figure 5: Graph transformation ruézlge X, u,Y)

actions are functional. On the other hand, the sequential composition of performed actions are
only regulated by the requirement that a succesive action performs on the model yielded by the
preceeding action, but there may be many actions that can process a current model. Sometimes,
nondeterminism is desired, convenient, or unavoidable. But, in other cases, one would like to
avoid nondeterminism or cut it down at least. This can be achieved by choosing rules and actions
in such a way that only one or a few of them can be applied and performed. But the rules and
actions may become quite complicated. Another possibility is extra regulation which can be
provided by control conditions.

Definition 4 (control conditions) LeA be a set of actions. The#i is a class otontrol condi-
tionsif SEM(c) C MTP(¥) for everyce %.

Examples for Control Conditions

In the area of graph transformation, control conditions are frequently used for rules instead of
actions. But many kinds of control conditions are easily carried over from rules to actions.

1. Atypical kind of control conditions are regular expressions @éveEach regular expres-
sionr specifies a regular languagiér). A model transformation proce9$::> m' belongs

to SEM(r) if and only if its action sequence belongdi@). In the following, the operators
concatenation, union, and Kleene star on languages will be denoted on the level of regular
expressions as a semicolon, a plus and a star, respectively.

2. Another kind of control condition is a priority given by a partial reflexive and transitive
relation < on A wherea > @, buta *# a means that has higher priority tha®. A
model transformation process belongsSiBM(<) if and only if each performed action
m_l? m; has highest priority meaning that there ism01:a>mwith a>a buta #a

3. For any actiorg, the control conditiora! requires to appla as long as possible. Hence,
m::mf is in SEMa!) if the application sequence is {@}* and there is non” such that
nf:a>n¥’. This condition can be combined with regular expressions in a straightforward

way. For example, the expressiail; a,! requires to apply firsa; as long as possible and
thenay as long as possible.
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5 Model Transformation Units

The pevious sections provide all the ingredients that are needed to introduce model transforma-
tion units as devices to specify model transformations. Such a unit consists of the type of mdels
to be transformed, of the actions to be performed, and of the control condition that regulates the
transformation process. Moreover, the types of input and output models are specified, including
their relation to the type of working models. The reasons to separate input, output and working
models is that input and output may have different types and that it may be convenient to use
further component models for intermediate processing.

Definition 5 (model transformation unit)

1. A model transformation unis a systenmtu= (ITD,OTD,WT,A,C) whereWT is a prod-
uct typeT; x --- x T calledworking type ITD is theinput type declaratiorwhich consists
of the constrained product typé; x --- x Iy with X) and a mappingnitial : [k] — sefl]
such thatnitial (i) Ninitial (j) =0 fori # j andl; =T, fori =1,... .k and j € initial (i),
OTD is the output type declarationvhich consists of a constrained product tyji® x
--- x Opwithy) and an injective mappingerminal: [n] — [I] with O; = Tierminayiy for
i=1,...,n, Ais theset of actionswith respect to the working type ari@lis the control
condition The typel = (I3 x --- x Iy with X) is calledinput typeof mtuand the mapping
initial initialization. The typeO = (01 x --- x Ok with y) is calledoutput typeof mtuand
the mappingerminal terminalization

2. The model transformation modeled by the model transformationnuitniis a mapping
SEMmtu): M((I1 x --- x I with X)) — se{(M((O1 x --- x On with y))) which is defined
as follows bym' = (my,...,m;) € SEM(mtu)(my,...,my) for everym= (my,...,my) €
M((ly x -+ x I with X)) if and only if the following holds:

There are working modelg = (my,...,m), M = (M,....,M) € MW(Ty x --- x Tj) such
that

m for i=1,...,kandj € initial (i)
(@ m = { init(T;) for j ¢initial (k]) = U initial (i)
ielk]
(b) m::mf € SEMC),
(c) m :ﬁ’{j fori=1,...,nandterminal(i) = j,
(d) m € SEMYy).

The initial modelinit(T;) in (&) may be chosen in some appropriate way, like Ofer N,
the empty string for T, = T*, the empty set 0 for = se{T ) or FALSEfor T; = BOOL.

In other words, an input modeh of type (I x --- x Iy with x) is first of all extended to a
working modelm of type T; x --- x Ty by taking the components @h as components dfn
accoding to the mappingnitial and by initializing the components of that are not covered
by initial by the initial models of the respective component types. Theés transformed into
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m performing the given actions such that the model transformation process satisfies the control
condtion. Finally, the components off are selected as componentsidfdue to the mapping
terminal. The type requirements ¢érminal together with point (d) make sure that the output
modelm is of type (01 x - -+ x O, with y).

In examplesnitial will be represented in the forim— ji, ..., j; if initial (i) = {j,..., ji} and
terminalin the formi — j for terminal(i) = j.

Remarkl Given a model transformation umttuwith input typel = (I1 x --- x I with X) and
output typeO = (O1 x --- x Op with y), mtucan be graphically represented by

I O

— mtu >

emphaizing thatmtuspecifies a transformation of input model into output models.

Examples for Model Transformation Units

A model transformation unit that transforms right-linear Chomsky grammars into finite state
automata is given in Figur@ The components of this model transformation RIG2FSA are
the following:

RLG2FSA
input  RLG&1—1,2+—23—34—4
add: 5:% & init(5) =0 forX = (NUT)" v {start, final}
actions: a; = (removéX),—,—,—,nodgX)) for X € N

(—,— removeé(x £)),—,final(X)) for X e N

(—, remové (X,uY)),—,edgeX,uyY)) for X,Y e Njue | *
(— —,—,—,start(9))
(=

—,removeloop(X)) for X € N

cord: al!,az!,ag!,a4,a5!
output: FSA &1—22—5

Figure 6: The model transformation uRt G2FSA transforms right-linear Chomsky grammars
(RLG) into finite state automata with word transitiosSE&)

e A model of the working type is a quintuple where the first four components of the working
type correspond to the four types of a right-linear grammar; the last component is equal
to % and serves to build up the finite state graph. It is initialized with the empty graph 0.
The alphabeE must equalN U T)* w {start final} whereN are the nonterminal symbols
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andT the terminal symbols of the input grammar, astdrt andfinal will serve to label
the start and final states of the finite state graph respectively.

e The input type declaration is composed of the constrained model type for right-linear
grammars and the initializatianitial : [4] — sef[5]) with initial (i) = {i} fori=1,...,4.
This means that the four components of the input type are the first four components of the
working type. Hence, the four components of every input model are used as the first four
components in the model the model transformation unit starts working with.

e The output type declaration consists of the constrained modeRgpéand the terminal-
izationterminalwith terminal(1) = 2 andterminal(2) = 5. Hence, every output model of
the unit is the pair consisting of the second and the last component of the model the unit
ends working with, provided that the type of this pair equzsN .

e The set of actions dRLG2FSA consists of five actions, each of which contains among
other operations a graph transformation rule depicted in Figyreand7.

1. Thefirst actiona; = (removéX), —, —, —,nodg X)) serves to generate a state in the
graph for each nonterminal of the input grammar. More concretely, every application
of this action generates a state with naxherhile removing the nontermina{ from
the set of nonterminals.

2. The second actiosp = (—, —,remové(X, €)), —,final(X)) inserts final pointers at all
final states of the graph, while removing the corresponding rules from the grammar.

3. The third actionag = (—, —,remové(X,uY)),—,edgdX,u,Y)) serves to generate
transitions from those rules of the grammar that have a nonterminal in their right-
hand side. Every application a§ removes such a rule from the rule set in the third
component at the same time that a corresponding transition in the graph is generated.

4. Actionay = (—, —, —, start(S)) inserts the start pointer at the st&é Sis the start
symbol of the grammar.

5. Finally, the last actioras = (—,—, —, —,removeloop(X)) for X € N sewes to re-
move all state names in order to obtain a finite state graph.

e The control conditiora;!; ay!; ag!; a4;as! requires that at first all states be generated. This
is achieved by applying, as long as possible. The applicationagfas long as possible
inserts for every rule with the empty word as right-hand sifiea-pointer while removing
this rule. Therag requires to insert a transition for every remaining rule. Then the start
state is inserted bgy and afterwards all state names are removed by appbgras long
as possible.

If the input model ofRLG2FSA is the right-linear grammaf{S A}, {a,b,c},P,S) with P =
{(SaS9g,(S aA),(SbbS, (A cccA, (A )}, the ouput model ig{a,b,c},G) whereG is the
finite state graph with word transitions in Figure

Finite state graphs with word transitions can be transformed into finite state graphs with sym-
bol transitions by the model transformation URBA 2FSAgiven in Figures.
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start(S): —
final(X): —

X
remove- loop(X): 8 — Q

Figure 7: Graph transformation rules for the actions of model transformatiorRWG2FSA

FSA2FSA
input: FSA &1+—1,2—2

actions: a= (—,refing
cond: a
output: FSA&1+— 22— 2

Figure 8: The model transformation ulSA 2FSA transforms finite state automata with word
transitions FSA) into finite state automatdGA

The input type declaration consists of the constrained modeR§#€ of finite state automata
with word transitions and the initializatiomitial that maps the two components of every input
model to the first two components of the working type. The working type of the unit is equal to
sefID) x % (it is assumed that C ID); the output type declaration consists of the model type
FSAfor finite state automata and the terminalizatterminal, which is the identity in this case.
The only actiora applies the ruleefineof Figure3 to the graph component of the current model,
while the control condition requires to apply the actmas long as possible. If the input model
of FSA2FSAis equal to the state automatéfa,b,c},G) whereG is the finite state graph of
Figurel, the output is equal t¢{a,b,c},G’) whereG' is the finite state graph in Figuge

6 Seqential and Parallel Composition

Model transformation units can be used as building blocks for more complex model transforma-
tion constructions obtained by sequential and parallel composition. This leads to the notion of
model transformation expressions on the syntactic level. Semantically, the sequential composi-
tion of model transformations is just the usual one of relations. And the parallel composition
uses the fact that all models are considered as tuples of some product types so that the product
of such types yields again models of some product type.
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Definition 6 (compositional expressions)

1. The setv’ 2" of compositional expressions is defined recursively:

(&) model transformation units are .2,

(b) cxq,...,cx% € €2 impliescx;...;c% € €2
(sequential composition),

(c) cxq,...,Cx% € €2 impliescx || ... || cx € €2
(parallel composition).

2. The semantic relation of a compaositional expressioa 42" is defined according to its
syntactic structure:

(@) If cx= mtufor some model transformation unit, th&&EMcx) = SEMmtu).

(b) If cxq;...;cx for some model transformation unitsq with i = 1,... k, then
SEMcxg; ... ;ex%) = SEM(cxg) o... o SEMcx), and
(c) (my,....,m) € SEMcxq || ... || ex)(my,...,my) if and only if m{ € SEM(cx) for
i=1....k
Examples

The sequential compositioRLG2FSA; FSA 2FSAof the model transformation units in Sec-
tion 5 transforms right-linear grammars into finite state autonsatttat the language generated
by the input grammar is recognized by the automaton.

The formal language theory offers many examples of sequential compositions of model trans-
formations like the transformation of right-linear grammars into finite state automata followed
by their transformation into deterministic automata followed by the transformation of the latter
into minimal automata.

A typical example of a parallel composition is given by the acception processes of two finite
state automata that run simultaneously. If they try to accept the same input strings, this parallel
composition simulates the product automaton that accepts the intersection of the two accepted
regular languages.

To make the definition of compositional expressions more transparent, one may assign an
input type and an output type to each compositional expression. Then the relational semantics of
an expression turns out to be a relation between input and output types.

Definition 7 (input and output types) The input tyjpeand the output typeut of a composi-
tional expressiorx € ¢ 2" is recursively defined.

1. If cx= mtufor some model transformation unit with input typend output type, then
in(mtu) = I, out(mtu) = O,

2. If cx=cxq;...;cx for some model transformation units¢ with i = 1,... k, then
in(Cxy;...;C%) = in(cX;) andout(Cxy;...;CX) = out(CX),
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3. Ifex=cx | ... || cxk for some model transformation unitsq with i = 1,... k, then
in(cxy || ... || o) =in(cxq) || ... || in(cx) and out(cxy || ... || ¢%) = out(cxy) || ... ||
out(cx), where the parallel composition of model types is defined as follows

@ (T || T") = (T xT') provided thafl andT’ are free,

(b) ((T withX) || ((T" with X)) =T || (T" with xAX),

(©) T | ((T"with X)) = ((T || T") with X) provided thafT is free, and
(d) ((T withX) || T"=((T || T') with x) provided thafl’ is free.

Due to these definitions, it is easy to see that compositional expressions describe transforma-
tions from input models to output models.

Observation: SEM(cx)(m) € setMt(out(cx))) for all me M(in(cx)).

The compositions can be quite intuitively depicted:

trq;tro
b, try 1O, o, tro Oz,
try || tro
I1= i O]
12 0102
I2= rs (0))

The sequential and parallel compositions on the level of model transformation expressions
have the disadvantage that their results cannot be subject to further constraints. This is partic-
ularly problematic with respect to the parallel composition because the composed units run in
parallel, but without any interaction. This is quite all right provided that the components are
meant to run independently of each other. But in many cases of parallel composition one intends
that the components exchange information or process some data simultaneously. Such interre-
lations and interactions could be achieved by adding further constraints. This requires either to
extend the notion of constraints to the level of model transformation expressions or to flatten
such expressions into model transformation units. The latter is done in the following.
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6.1 Sequential Composition

Let mty = (ITD;,OTD,, WT;,A;,C) for i = 1,2 be two model transformation units with input
typesli = (li1 x --- X lj with %) and output typed; = (Oj1 x --- x lin with yi). By defi-
nition of the semantics of the sequential compositintwy ; mtw, the following holds: m” =
(my,...,m) € SEMmtu; mtwp)(m) for m= (my,...,m,) € M(ly) if and only if there is an

m with m’ € SEMmty)(m) and m” € SEMmtw,)(m'). This means in particular that' €

M (O1) NM(I2) and thereforen; = ky. To avoid too much technical trouble, we assume in addi-
tion thatWT =WT; =Oq x --- x Op, =I1 x --- X Iy, = WT,. Then the sequential composition
of mtuy, andmtw, can be simulated by the model transformation unit

mtl-'(mtul’ thZ) — (ITDl, OTD27WT) Al UAZac(CLCZayl,XZaAlaAZ))
where the control condition is chosen in such a way that a model transformation proeéss

A1UA
m' is accepted if and only if it decomposes imm% m T*} m’ with the following properties:
1 2

1. m% m is accepted by,
1

2.me SENKy]_) ﬂSEN(Xl),

3. m T*> m’ is accepted b{,.
2

Sud a control condition may have the form of a transition system:

AL, Cy —Y1AXy A5G

requring that at the beginning the actions Af are iterated regardin@,, that the result must
obeyy; andx, and that finally actions of, are iterated regardinG,.
It is not difficult to show that the following correctness result holds.

Observation: SEMmtu;; mtwy) = SEM mtu(mtug; mtwy)).

6.2 Parallel Composition

Let mty = (ITD;,OTD,,WT;,A;,Ci) for i = 1,2 be two model transformation units each with
input typel; = (lij1 x - -- x lj ; with x) and initializationinitial; : [kj] — sefl;] as well as output
typeO; = (O; 1 x --- x Oj p, With y;) and terminalizatiorterminal: [nj] — [l;]. Then the parallel
composition ofmty, andmtw, can be simulated by the model transformation unit

mtu(mtu || mtw) = (ITD,OTD,WT; x WT2,A,C)

where
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e |ITD consists of the input typk x |, andthe initializationinitial : [k; + ko] — sefl; +13]
with initial (i) = initial 1(i) for i € [kq] andinitial (i) = I1 + initial 2(i — kq) for i = ky +
1.... ki + ko,

e OTD consists of the output typ®; x O, and the terminalizatioterminal: [ny + ny] —
[I1+12] with terminal(i) = terminah (i) for i € [n1] andterminal(i) =11 +terminab(i —ny)
fori=n+1,...,n+ny,

o A— A]_/ X A2/ with A]_/ =AU {—}Il andAz/ =AU {—}Iz, and

e the control conditionC is chosen in such a way that a model transformation process

(Thy, My) = (my/,My’) is accepted if and only if it decomposes iy = m,’ and
A

M, = M so that the former is accepted By and he latter byC, after removal of
A
the void steps given by the performance of the void actijens. ., —).

The construction relies on the cartesian product of types and actions. Because the working type
components 1t become the components+ 1 tol; + I, the initialization and terminalization
must be adapted accordingly. The actiongmify and mty, are extended by the void action
(—,...,—) with I, andl, components respectively. This is necessary because the actiwrg; of
andmtw, may run in parallel, but the model transformation processes are of different lengths in
general so that they cannot run fully simultaneously.

It is again not difficult to show the following correctness result.

Observation: SEM(mtuy, || mtw) = SEM(mtumty || mtw,)).

7 Related Work

In this section we briefly describe a selection of related work concerning model transformation.
Since there exists quite an amount of publications we restrict ourselves to papers that are con-
cerned with model transformations in the context of graph transformation. Moreover, we also
mention some work that is concerned with the composition of model transformation definitions.

Model transformations based on graph transformation. One approach to define model
transformations is by triple grammaiSdh94 KS06, SK0§g. Each rule of a triple grammar can

be easy transformed into a forward rule, a source rule, and a backward rule. The source rules
are used to generate source models that — represented as graph triples — have (BeDf@m
whereSrepresents the source model. The forward rules are used to produce target models from
source models. These target models —represented as graph triples — have {I&Gofm Each
application of a forward rule determines a subgrapl$ of the rule application. The backward

rules are used to transform a target mod@eD, T) to a source mod€lS .C,T). In [EEE"07] it

is shown that any source consistent model transformation based on triple grammars is backward
information preserving. This means that the target model (generated by the forward rules of
the grammar) can be transformed into the source model via the backward rules of the gramma.
Roughly spoken, a model transformation MT is source consistent if there is a transformation
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that generates the source model fr(@nd, 0) and that completely determines the matches in the
source model of the forward rules applied in MT. BE09 models are graphs equipped with a
sematics given as a set of simulation rules, and a model transformation is composed of gener-
ating first an integrated model by graph transformation rules and restricting it then to the target
model. It is shown under which conditions semantical correctness and completeness of model
transformations are achieved. KKiJs0g an approach to model transformation is presented that
uses tansformation units based on typed attributed graph transformation. It provides criteria for
syntactic correctness as well as for termination and confluence.

Examples of model transformation tools based on graph transformation are VIATNRBAZ],
GReAT[BNvVBKO06] and ATOM? [dLVAO4]. VIATRA? integrates graph transformation and ab-
strad¢ state machines. Basically, model transformation steps are captured by graph transforma-
tion rules whereas abstract state machines control the order of rule application. GReAT mainly
consists of a pattern specification language, a transformation rule language and a control flow
language. The graph transformation rules of GReAT include for example input and output in-
terfaces where the former can receive graph objects from previous rules and the latter can send
graph objects to another rule. ATGNbcuses on modeling complex systems composed of var-
ious formalisms and allows to transform them into a single common formalism based on graph
transformation. IngLT04], ATOM? is combined with AGG for validation purposes.

In general, the mentioned publications on model transformation with graph transformation are
very close to our approach — they are however restricted to transform mainly graphs, not tuples
of graphs, sets or sequences as proposed in this paper.

Composition of model transformations. In the literature one can find two main types of com-
position techniques for model transformation definitions: external and internal composition. The
first one chains model transformations sequentially whereas the second composes the rules of a
set of model transformation definitions into one transformation definition. In this sense the com-
positions presented in Subsectidh4 and6.2can be considered as internal compositions.

In [Wag08] the composition of model transformation definitions via supposition is de-
scribed, which is a feature of the ATLAS Transformation Langudi@¥§]. Superimposition of
moduks is an internal composition technique where models can be superimposed on top of each
other yielding a module that contains the union of all transformation rule&.di\[D09] the au-
thorsconsider composition of model transformation definitions that transform high-level models
into low-level models by defining a correspondence model that specifies the relations between the
high-level meta models. The low-level correspondence model is automatically generated so that
the low-level models can be composed homogeneously. In this way, new concerns can be added
to existing model transformation definitions. BN108] two approaches for reusing model trans-
formation definitions are proposed. The first one is called factorization and it allows to extract
common parts of model transformation definitions obtaining in this way a base transformation
definition which can be reused. The second concerns composition of transformation defini-
tions which have compatible source metamodels but different target metamodels. Metamodels
are related via small new metamodels and the transformations are integrated via an integration
transformation definition that locates and connects the join points (without knowing the rules but
some kind of trace information) by using so-called refinement rules. One approach towards com-
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position of model transformations based on graph transforma&istudied in BHEOY where

modek are typed graphs that are mapped to semantic domains. The authors define spatial com-
positionality of semantic mappings which roughly spoken means that the semantics of a model is
equal to the semantics that is obtained by embedding the semantics of a piece of the model into
some context. It is assumed that the semantic mappings are graph transformation systems with
a functional behavior and it is shown under which conditions they behave compositionally. In
[KKSO07] a first approach towards structured model transformation isgsexpthat allows pack-

age import, package merge and generalization according to a standardized packaging concept of
the UML. In particular, the authors extend triple graph grammars by the mentioned concepts.

8 Conclusion

In this paper, we have introduced the notion of model transformation units as a generalization
of graph transformation units. Models are tuples of graphs and other data structures like strings,
sets, numbers, etc. Models of this kind cover graphical models like UML diagrams as well as
set-theoretic models like grammars and automata. They are transformed componentwise by rule
applications in the cases of graphs and by applications of data type operations in the other cases.
Besides a set of such actions, a model transformation unit provides descriptions of input, output,
and working models as well as a control condition to regulate the use of actions. Semantically,
a transformation of input models into output models is specified. Moreover, we have studied
sequential and parallel compositions of model transformation units as means to build up complex
transformations from simple ones.

Although the considerations in this paper seem to be promising, more work is needed to un-
derpin the significance of this novel approach, including the following points.

1. As pointed out in Sectiod, the introduced kind of model transformation is nondeter-
ministic. Therefore, sufficient conditions are of interest that guarantee the completeness
of model transformations on one hand and their functionality on the other hand if these
properties are desired.

2. Concerning our running example, it is known from the literature that a right-linear gram-
mar generates the same language as is recognized by the finite state automaton resulting
from the transformation. One intention of our approach is to support such correctness
proofs. Therefore, notions of correctness and an appropriate proof theory must be studied
in the future.

3. An interesting question in this respect is whether and how these correctness notions are
compatible with the sequential and parallel compositions so that the correctness of the
components yields the correctness of the composed model transformation.

4. Further explicit and detailed examples are needed to illustrate all introduced concepts more
convincingly.
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Test-driven Language Derivation with Graph Transformation-Based
Dynamic Meta Modeling

Gregor Engels and Christian Soltenborn

University of Paderborn
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Abstract: Deriving a new language Lg from an already existing one L, is a typical
task in domain-specific language engineering. Here, besides adjusting L4’s syntax,
the language engineer has to modify the semantics of L4 to derive Lg’s semantics.
Particularly, in case of behavioral modeling languages, this is a difficult and error-
prone task, as changing the behavior of language elements or adding behavior for
new elements might have undesired side effects.

Therefore, we propose a test-driven language derivation process. In a first step, the
language engineer creates example models containing the changed or newly added
elements in different contexts. For each of these models, the language engineer also
precisely describes the expected behavior. In a second step, each example model
and its description of behavior is transformed into an executable test case. Finally,
these test cases are used when deriving the actual semantics of Lp - at any time, the
language engineer can run the tests to verify whether the changes he performed on
Ly’s semantics indeed produce the desired behavior.

In this paper, we illustrate the approach using our graph transformation-based se-
mantics specification technique Dynamic Meta Modeling. This is once more an
example where the graph transformation approach shows its strengths and appro-
priateness to support software engineering tasks as, e.g., model transformations,
software specifications, or tool development.

Keywords: language engineering, semantics, testing, DMM, graph transformation

1 Introduction

In today’s world of software engineering, domain-specific modeling languages (DSLs) have be-
come an important tool. A DSL is a language which has been created for the sake of being used
in a certain, usually narrow domain. The language elements are abstractions of the domain’s im-
portant concepts. As a result, DSLs are usually intuitive to understand and therefore well-suited
as a base for the communication with the stakeholder’s domain experts.

Moreover, the intuitive understandability of well-designed DSLs also results in models of a
higher quality: Abstraction is always a difficult task, also for modelers. In case of DSLs, a (hope-
fully large) part of the necessary abstraction process has been performed at language creation
time and therefore does not need to be performed by the modeler again, who can concentrate on
modeling the actual business logic.
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However, defining a DSL from scratch is not an easy task. The language engineer does not
only need to specify the abstract and concrete syntax of the language, but also its semantics. The
latter can be quite difficult, especially for languages describing behavior.

As a result, in case a language exists which has similar properties as the envisioned one, it
would be desirable to reuse that language as a starting base. In this way, the language engineer
can rely on an existing, proven language core, and can concentrate on performing the modifica-
tions needed for the target DSL.

In this paper, we describe a scenario of language derivation in the context of Dynamic Meta
Modeling (DMM), a graph transformation-based semantics specification technique developed at
our research group [EHS99, HauO5]. The idea is to enhance an existing language with domain-
specific concepts, and to add the semantics of the new concepts to the already existing DMM
semantics specification.

DMM aims at two seemingly contrary goals: DMM specifications shall be easily understand-
able and formal. The only prerequisite for the usage of DMM is that the language’s abstract
syntax is defined by means of a metamodel. DMM rules are (annotated) UML object diagrams,
i.e., instances of the language’s metamodel. As a result, due to the visual, familiar notion of
DMM rules, language engineers familiar with that metamodel can easily read DMM specifica-
tions.

Behind the hoods, DMM rules are graph transformation rules [Roz97]. In a nutshell, this
means that a DMM rule manipulates graphs. The idea is that graphs as well as rules are typed
over the language’s metamodel, and that DMM rules are used to describe changes on instances
of that metamodel (and therefore behavior).

Finally, given a certain language’s instance (i.e., a model) and a DMM specification, a transi-
tion system can be computed, where states are states of execution of the model, and transitions
are applications of DMM rules. The transition system reflects the complete behavior of the
model; it can then e.g. be analyzed with model checking techniques [ESWO07]. A more detailed
introduction to DMM will be given in Sect. 2.

Now, given a language equipped with a DMM specification, and provided that that language
is suited as base for deriving a new language by enhancement, the language engineer has to add
DMM rules to the existing DMM ruleset which define the new language element’s semantics.
An often occuring problem in object-oriented scenarios is that some behavior defined in the
context of a certain type shall not be applied in the context of a subtype, i.e., behavior has to be
overridden by new behavior. In [EFS09], we have introduced a notion of rule overriding exactly
suited for this situation, which we will use to cope with that problem.

Finally, the goal must be to perform all language changes such that the semantics of the source
language is not hampered, and that the new parts of the semantics correctly reflect the intentions
of the language engineer.

Since a DMM specification is formal, the first and obvious idea is to formalize that notion of
correctness by means of requirements the specification shall fulfill, and then to prove that this
is indeed the case. However, the experiences from software development seem to imply that
proving the correctness of a reasonable complex system is often just not feasible; therefore, the
most important technique in software quality assurance is festing.

In [SEO09] we have suggested a pragmatic approach to help creating high-quality semantics,
which is inspired by the well-known approach of Test-Driven Development [Bec02]. It is moti-
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Figure 1: Comparison of testing of software systems (left) and semantics specifications (right);
the test subject is depicted as an oval.

vated by the fact that a semantics specification basically follows the Input-Process-Output (IPO)
model, where a certain model can be seen as the input, and the semantics of that model is the
output (e.g., represented as a transition system).

Figure 1 shows our approach and its relation to the testing of software systems. In case of
testing software systems, a test case consists of some input for the system and the system’s
expected result. The test succeeds if the actual output of the system is equal to the expected
result.

In contrast to that, we want to test a DMM specification. Therefore, a test consists of an exam-
ple model and its expected behavior. From that model and the DMM specification, a transition
system can be computed which represents the model’s behavior. The test succeeds if the actual
behavior conforms to the expected behavior, i.e., if the expected behavior (and only the expected
behavior) is contained in the transition system.

In this paper, we show how to apply the approach of test-driven semantics specification within
the scenario of language derivation. For this, we will discuss a small example of language
enhancement: We will enhance the language of UML Activities. While doing this, we will
point out some problems, and we will show how DMM rule overriding can help to solve these
problems, and how a test-driven approach can be used that the new language’s semantics has a
certain quality.

Structure of Paper In the next section, we will give an introduction to our semantics specifi-
cation technique Dynamic Meta Modeling. Based on that, in Sect. 3 we will introduce a small
example of language modification, discuss side effects of that modification, introduce our ap-
proach of test-driven semantics specification, and discuss how that approach can be used as a
“safety net” against such side effects when performing language derivation. Section 4 will point
out some work related to ours, and Sect. 5 will conclude and discuss our future plans.

2 Dynamic Meta Modeling

We have argued in Sect. 1 that DMM specifications are formal, but also easily understandable.
This is an advantage to many other formalisms, which can only be used by experts of that formal-
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Figure 2: Overview of the DMM approach

ism. For instance, the w-calculus [MPW92] is a powerful formalism for semantics specification,
but the average language user can not be expected to understand a 7-calculus specification, let
alone use it to specify the semantics of a language.

DMM aims at delivering semantics specifications which indeed can be understood by such
users. It does that by providing a visual language for semantics specification. Additionally, a
DMM specification is based on the metamodel of the according language, allowing users who
are familiar with that metamodel to easily read a DMM specification.

In a nutshell, a DMM specification is created by first extending the language’s metamodel
with concepts needed to express states of execution; the enhanced metamodel is called runtime
metamodel. Then, the behavior is defined by creating operational rules which modify instances
of that runtime metamodel. An overview of DMM is provided as Fig. 2.

Since our goal will be to enhance the language of UML Activities, let us investigate the lan-
guage’s semantics specification as an example: the metamodel provided by the OMG [Obj09]
only contains syntactic information, i.e., it describes the set of valid UML Activities. The lan-
guage’s dynamic semantics is specified using natural language: for instance, the UML specifi-
cation document states that “the semantics of Activities is based on token flow”. However, the
language’s metamodel does not contain the concept of token.

Therefore, the runtime metamodel adds that concept: A class Token is introduced such
that instances of that class are associated to the language elements they are located at (e.g.,
Actions). As a consequence, an instance of the runtime metamodel describes a state of exe-
cution of an Activity by having Token objects sitting at particular elements. Figure 3 shows
an excerpt of the runtime metamodel for UML Activities. The runtime class representing the
concept of tokens is depicted in bold. Its 1ocat ion associations to the ActivityNode and
ActivityEdge classes allow to model a concrete state of execution of an Activity: If a token
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Figure 3: DMM runtime metamodel for UML Activities.

activityFinalNode.accept()

Token :Token
{destroy} {destroy}

location

:ActivityEdge target :Activ ityFinalNode

Figure 4: The original DMM rule describing the ActivityFinalNode’s semantics.

is sitting on a particular Act ion, the model contains a 1ocation link from the token to the
object representing that Act ion.

Now, the operational rules come into play; a DMM rule is depicted as Fig. 4. Its semantics is as
follows: The rule can be applied if an incoming Act ivityEdge ofanActivityFinalNode
carries at least one token. If this is the case, the rule is applied: all tokens flowing through the
Activity are deleted (no matter where they are located), bringing the execution of the whole
Activity to an immediate end.

The underlying formalism of DMM are graph transformations. Using the GROOVE toolset
[Ren04], DMM specifications give rise to transition systems which describe the complete behav-
ior of the according models. The start state of such a transition system is a model (in our case,
an instance of the runtime metamodel, where e.g. InitialNodes are already equipped with
a token). Now, every rule of the DMM specification is checked for applicability; if a rule can be
applied, the application will lead to a new (and different) state (where e.g. the location of tokens
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has changed); the resulting transition is labeled with the applied rule. For every newly derived
state, the process starts over again until no new states are found.'

A transition system computed in that way can then be analyzed using model checking tech-
niques. The properties to be verified need to be formulated over the applications of rules. For
instance, if we want to know if a certain Action can ever be executed, we need to check if
the transition system contains a transition which is labeled with the rule corresponding to the
Action’s execution.

More concretely, as there is only one generic, parameterized rule defining the semantics of
Actions, the rule’s parameter has to be the name of this Action. For example, if we want to know
whether the Action with name “A” is ever executed, we have to check whether the transition
system representing the model’s behavior contains a transition labeled action.start(“A”).

Now that we have gotten a precise idea of DMM, we are ready to perform our language
enhancement in the next section.

3 Test-driven Language Derivation

In the last section, we have seen how DMM semantics specifications work in general, and we
have investigated a small part of a semantics specification for UML Activities. Our next step will
be to enhance the Activity language by adding a language element, and to define that element’s
semantics by means of an additional DMM rule in Sect. 3.1. We will discuss possible problems
caused by that language modification.

To cope with such problems, we will then introduce the reader to our approach of test-driven
semantics specification [SE09] in Sect. 3.2. Based on that, we will show in Sect. 3.3 how to reuse
the concepts of that approach when deriving a new language from an existing one: In Sect. 3.4,
we will fix the semantics specification (partly) by using rule overriding, and we will use test
cases as guidance. Finally, Sect. 3.5 shows the tooling involved into the whole process.

3.1 Example: Enhancing UML Activities

UML Activities are a powerful behavioral language which can be used in all kinds of domains,
from specifying low-level algorithms to defining high-level business processes. However, no
language can contain all elements used within all kinds of contexts. As a result, the need for
domain-specific languages arises.

For instance, consider the usage of UML Activities for business process modeling. The Activ-
ity language contains two language elements dedicated for the termination of (parts of) an Ac-
tivity: The ActivityFinalNode terminates the execution of the complete Activity, whereas
the FlowFinalNode can be used to terminate single flows of execution (e.g., in the case of
concurrency).

However, the need might arise for more flexible ways to terminate flows of execution. As
an example, we want to add a GroupFinalNode which—if it consumes a token—brings all
execution within the node’s ActivityGroup to an immediate end (but does not affect flows

! DMM specifications might give rise to an infinite transition system; in this case, standard techniques from model

checking such as bounded model checking can be applied.
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Figure 5: The modified DMM rule describing the ActivityFinalNode’s new behavior.

of execution outside the ActivityGroup).

The first step is to enhance the language’s syntax, i.e., to add the GroupFinalNode to
the language’s metamodel. The integration of the new metaclass can be performed in differ-
ent ways. Since the GroupFinalNode’s behavior is pretty similar to the behavior of the
ActivityFinalNode (which consumes all tokens flowing in the Activity as soon as it re-
ceives a token; it has been depicted as Fig. 4 on page 5), and since the language engineer wants
to reuse the concrete syntax of that node, he decides to add the element as a subclass of the
ActivityFinalNode’s metaclass (as depicted in Fig. 3).

The language engineer also has a definition of the GroupFinalNode’s behavior in mind.
An according DMM rule is depicted as Fig. 5. However, as we will see later, the performed
language modification causes a couple of problems.

Now, we suggest to deal with such problems by performing modifications of semantics specifi-
cations in a fest-driven way. In a nutshell, the language engineer will first create example models
of the modified language. Such an example model contains one or more of the modified language
elements in a certain context which should be related to the modifications which have been per-
formed. For instance, the modification we have described above implies that the language engi-
neer creates an example model which shows the new behavior of the GroupFinalNode.

Additionally, the language engineer will describe the expected behavior of that model in a
precise, semi-formal way (more on that in the next section). Finally, executable test cases are
generated from the example models and their behavior descriptions. The language engineer can
now perform the modifications of the semantics specification against these test cases: If the
tests all pass, he can take this as a sign that the modifications have been performed correctly.
Otherwise, the failing test cases will hopefully point him to the problematic modifications he
performed.

Since the idea to perform test-driven language derivation is based on our idea of test-driven
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Figure 6: Create example models

semantics specification [SE09], we want to shed light on that approach in the next section.

3.2 Test-driven Semantics Specification

We have already seen in the introduction that a semantics specification follows the Input-Process-
Output model in some sense: a model serves as input, and the semantics of that particular model
is the output. In this section, we want to explain this idea in more detail.

“Test-driven semantics specification” means that the semantics of a language is developed
against existing test cases: As soon as all test cases succeed, the semantics specification is fin-
ished (and we have some hope that it indeed has an appropriate quality). In our scenario of
test-driven semantics specification, the input specified by a test case is an example model, i.e., a
model which demonstrates certain behavioral properties of some language elements. Sect. 3.2.1
will deal with the creation of example models and the description of their expected behavior.

Section 3.2.2 will then show how to automatically transform each example model and its
description of behavior into an executable test case. Finally, Sect. 3.2.3 will point out how to
perform the actual semantics specification against the test cases.

3.2.1 Creating Example Models

The starting point is the abstract syntax of the language under consideration. It defines all lan-
guage elements and their relations with each other. In the case of DMM, the abstract syntax must
be given as a metamodel. Based on the abstract syntax, the example models should be created
step by step, systematically going from the most basic to more complex language constructs’.

Then, for each example model the expected behavior needs to be identified, and to be described
in a semiformal way. This is done using so-called traces of execution events. An execution event
in our sense is some interesting event happening during the execution of a model. For instance,
in the example below (which is in the context of UML Activities), we will use execution events
corresponding to the execution of a particular Action.

Such execution events can then be composed to fraces. A trace is a sequence of execution
events which occur when a particular model is being executed. It describes one possible way of
executing a particular model. The process of creating example models is depicted as Fig. 6.

2 The example models can of course be created using the language’s concrete syntax
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Decision and Merge

Figure 7: Example Activity containing a simple DecisionNode/MergeNode structure

Let us illustrate the above with a simple example, which is depicted as Fig. 7. Its purpose
is to demonstrate the semantics of the DecisionNode and MergeNode. This example is
interesting because of the fact that it allows for more than one possible execution: a token flowing
through the Activity will—as soon as it has passed Act ion “A”—be routed either to Action
“B” orto Action “C”.

Obviously, the interesting execution events which occur when that model is executed are the
executions of the contained Actions. As aresult, we identify the event ActionExecutes(Name)
which refers to the execution of an Action with name Name.

We have already seen above that due to the involved DecisionNode, there are two ways to
execute the model. Therefore, we will describe the model’s behavior by two traces of execution
events:

ActionExecutes(“A”) ActionExecutes(“B”)
and
ActionExecutes(“A”) ActionExecutes(“C”)

We decided to reduce the semantics of Activities to the possible orders of execution of Act ions,
since the Act ions are the places where the actual work will be performed. However, it would
also be possible to use more fine-grained traces like InitialNode() ActionExecutes(“A”) DecisionN-
ode() ActionExecutes(“B”) MergeNode() ActivityFinalNode().

With these traces, we have already finished the description of our example model’s behavior.
We can now turn to the transformation into an executable test case in the next section.

3.2.2 Deriving Test Cases

In this section, we want to investigate how to automatically verify that an example model indeed
behaves as we expect it to. This is done in two steps: First, we formalize the traces of execution
events of our example model by translating them into a notion of temporal logic. Second, we
use a model checker to verify whether the transition system raising from the example model and
our semantics specification contains exactly the expected behavior (and nothing else). To make
our test cases executable, the described process is triggered by a small Java framework we have
implemented on top of JUnit [GB].

Let us start with translating the traces of execution events into temporal logic. The idea of the
translation is as follows: We want to express that the transition system contains a path starting
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from the start state such that all execution events occur on that path in the desired order, and that
no other execution events occur in between.

We have seen in Sect. 2 that DMM specifications give rise to a transition system where each
transition is labeled with the DMM rule creating that transition. As a result, we have to map
our execution events to the according DMM rules. Having done that, the translation is pretty
straight-forward: From each execution event e, an expression EF(r,) is generated, where r, is
the DMM rule corresponding to event e. Such an expression is true iff there Exists a path such
that Finally, rule r, occurs as a label of one of the transitions.

These expressions are then nested to express the sequence of events to occur: For instance, the
sequence eje; is translated into the CTL formula EF(r,, A EF(r,,)), expressing that there must
be some occurence of r,,, and from that point on, there must be an occurence of r,,.

The fact that there must not be any events in between e and e; is represented by using a CTL
Until expression which makes sure that no unexpected rules occur until the next desired rule
occurs. We do not show this construction here; the interested reader is pointed to [SE09].

Having computed our CTL formulas fi, ..., f, (one for each trace of execution of the example
model’s behavior), we can check whether all these traces are indeed contained in the resulting
transition system. This is done by using a model checker to verify whether the formulas hold on
our transition system,; if this is the case, the behavior is contained as expected.

Finally, we need to make sure that the transition system only contains the expected behavior.
This is verified by a final CTL formula which reads as follows: AF(f; V---V f,). It makes sure
that on All paths, one of the expected sequences of events takes places.

If all CTL formulas as described above hold for our transition system, we can be sure that
for our example model, the semantics specification produces exactly the desired behavior. If the
model checker finds out that one of the expressions does not hold, the resulting counter example
will be helpful when fixing the errors of our specification.

3.2.3 Specifying the Semantics

The actual semantics specification can then be performed against the test cases we got from the
last step. We start with specifying the semantics of the most simple language elements of our
language. As soon as our specification contains the semantics description of all elements con-
tained in one of our example models, that model and its description of behavior are transformed
into an executable test case, which can then be verified against the current state of the semantics
specification as described in the last section.

Now, if the derived test case succeeds, we can continue with specifying the more complex
elements’ semantics, until finally all language elements are covered. Otherwise, we need to fix
the specification until the test case succeeds.

Note that all test cases are executed within every iteration of the process described above;
this is to prevent regression errors (i.e., destroying the behavior of an already specified element
by specifying the semantics of a still unspecified element). The whole process is depicted as
Fig. 8. Now that we have seen how to create a semantics specification in a test-driven way, we
can transfer the concepts used into our scenario of deriving a new language from an existing one.
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3.3 Test-driven Derivation Process

Recall the language modifications we have in mind: we want to add a language element Group—
FinalNode with the purpose of terminating the execution of a particular ActivityGroup.
To reach this goal, we have added the according metaclass to the metamodel by subclassing an
existing one.

Now, in a test-driven setting, our next step consists of defining a test case against which we
can then specify the language element’s behavior, i.e., an example model.> How does such an
example model for our language extension look like?

There is one major requirement: The example model needs to demonstrate the behavior of in-
terest. In our case, this means that we need a UML Activity containing our GroupFinalNode,
and the Activity’s structure should be such that the GroupFinalNode’s existence indeed has
an impact.

Despite that, the example model should be as simple as possible. This has one major advan-
tage: In case the test case derived from our example model fails at a later stage, it will be easier
to figure out the cause of the failure, since less language elements can be involved.

Figure 9 shows an example model which suits our needs. Obviously, it is very simple.
Additionally, it demonstrates the behavior of our new language element. To explain this, as-
sume for a moment that the Activity does not contain the ActivityGroup, and that the
GroupFinalNodeisasimple ActivityFinalNode as the one above. Then, the semantics
would be as follows: since the whole Activity’s execution is terminated as soon as a token arrives
atone of the ActivityFinalNodes, a possible behavior would be that just the execution of A
(or B) takes place. In this case, one of the tokens has flown all the way down to the upper (lower)
ActivityFinalNode before the execution of B (A) has even started (i.e., the other token is
still sitting on the Act ivityEdge in front of that Act ion). The situation is different in the

3 Of course, there should usually be more than one example model. For instance, in our case the example model

demonstrates that the GroupFinalNode deletes a token within its Act ivityGroup only, but does it really de-
stroy all tokens within that group?
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Figure 9: Example model demonstrating the behavior of the GroupfinalNode

case of our real example model containing the Act ivityGroup and the GroupFinalNode:
Since the group “encapsulates” the effect of the GroupFinalNode, it will always be the case
that A is executed (however, B might not be executed as discussed above). We will appreciate
this fact by creating our traces of execution events accordingly: There will be no trace where A
is not executed.

Now, being equipped with an example model (or a set of example models) and its expected
behavior, we can continue with specifying the according behavior. This is done by adding the
rule we have seen as Fig. 5 to the DMM ruleset.

We are now ready to execute our test case. As it turns out, the test fails. This is due to an
error we made: We did not take into account that the left-hand’s graph of the rule activityFinalN-
ode.accept() (see Fig. 4 on page 4) basically* is a subgraph of the new rule’s left-hand graph. As
a result, that rule matches whenever the new rule matches. The consequence is that the transition
system resulting from the example model still contains traces where A is not executed.

This is a problem as described earlier: In our situation, it does not suffice to just add the DMM
rule describing the new element’s behavior. In addition, the modeler has to make sure that the old
behavior does not take place in the context of the new language element GroupFinalNode.
The next section will show how to cope with this problem using DMM rule overriding.

3.4 Using DMM Rule Overriding

We have seen above that the enhancement of our semantics specification is not finished yet: We
need to prevent the ActivityFinalNode’s behavior from being applied in the context of
the new element GroupFinalNode. One way to do this would be to change rule activityFi-
nalNode.accept() such that it only matches if the ActivityFinalNode is not contained in
an ActivityGroup (by adding an according negative application condition to that rule). This
would indeed fix our failing test, since the ActivityFinalNode’s behavior would not take
place any more in that situation.

Fortunately, the language’s semantics has been developed in a test-driven way. In this case, our
already existing test cases will hopefully tell us whether we have broken any existing behavior
with our changes. And this is indeed the case: Obviously, rule activityFinalNode.accept() does
not match any more in case its ActivityFinalNode belongs to an ActivityGroup (this

4 The only difference is the typing of the FinalNodes, but that doesn’t affect the matching here.
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is exactly the change we have performed above). However, the semantics of the Activity—
FinalNode stays the same, no matter whether it belongs to an ActivityGroup or not. In
other words: An ActivityFinalNode which does belong to an ActivityGroup shall
still delete all tokens flowing through the Activity, no matter where they are located. This
does not happen, since rule activityFinalNode.accept() does not match any more in such a sit-
uation. As a consequence, every test case in which an ActivityFinalNode belongs to an
ActivityGroup will now fail, pointing us to the fact that our language modification has had
some side effects.

However, the problem is easily fixable using a more sophisticated DMM construct: Rule
overriding [EFS09]. Before we start to explain that construct, let us first look into DMM rules
more deeply.

Every DMM rule has a so-called context node, and a rule is defined in the context of that node.
Since every node in a DMM rule has a type, the context node implies a type for the rule itself:
the context node’s type can be seen to own the behavior described by the rule (just as a method is
owned by the class it is defined in). Note that this concept strengthens the similarity of DMM and
object-oriented programming languages and therefore increases the understandability of DMM
specifications.

In the rule activityFinalNode.accept(), the context node is the node typed ActivityFinal-
Node; as expected, the context node of the new rule groupFinalNode.accept() is the node typed
GroupFinalNode. As a result, the new rule has two interesting properties: first, as we have
seen above, the rule’s left-hand graph is a subgraph of the left-hand graph of rule activityFinalN-
ode.accept() (this caused our problem at the beginning), and second, the context node’s type
of rule groupFinalNode.accept() is a subtype of the context node’s type of rule activityFinalN-
ode.accept().

The described situation is exactly the prerequisite for using DMM rule overriding. The idea
is as follows: Given two rules ry, r, such that the two properties mentioned above hold, rule r,
can override rule ri (in our example, activityFinalNode.accept() would be r;, and groupFinalN-
ode.accept() would be r,).

If a rule is overridden, its matching is affected: An overridden rule r; only matches a host
graph if there is a morphism from the rule’s left-hand graph into the host graph and if there is
no overriding rule r,.> It is easy to see that this indeed fixes our problem from above: Letting
groupFinalNode.accept() override rule activityFinalNode.accept() prevents the former rule from
matching in the context of our new type GroupFinalNode, therefore leading to the desired
behavior.

3.5 The Tool Chain

It remains to shed some light on the tools involved in the process of modifying an existing
language (which are depicted as Fig. 10). In the DMM chapter, we have already mentioned
that the Groove toolset [Ren04] is used to compute the transition system used for analysis of a
model’s behavior. However, DMM supports quite sophisticated language features which are not
directly supported by the notion of graph transformation rules Groove supports. For instance,

5 Note that in [EFS09], we have in fact defined two notions of rule overriding; in [EFS09], the notion used within

this paper is called complete overriding.

252



Test-driven Language Derivation with Dynamic Meta Modeling Eﬁ

Groove
Grammar

,,,,,,,,,,,,,,,,,,,,,,,,,,,,,,,,,, Groove
| Test Case | Generator

Example
i Model

System
Trace of Exe- ‘ ‘ Groove
cution Events” | Trace2CTL $’ Modelchecker

Verification result
(ok or counter
example)

D.MM . DMM2Groove
Specification

Graph
Transition

Groove

EMF2Groove Start Graph

Figure 10: The DMM tool chain

DMM rules can explicitly invoke other DMM rules, which is not supported by common graph
transformation tools.

Therefore, an own visual language for DMM specifications has been developed using Eclipse-
based frameworks such as EMF [SBPMO0S8], GMF [Ecl09a], and UML2 [Ecl09b] — part of the
latter project is an EMF implementation of the UML metamodel. As expected, the syntax of
the DMM language is defined by means of a metamodel. The DMM component DMM?2Groove
is responsible for translating an instance of the DMM metamodel into a valid Groove grammar
ready to be executed on a proper graph state.

Additionally, the DMM tooling is capable of handling arbitrary EMF models. The according
DMM component EMF2Groove takes such an EMF model (e.g., a concrete UML Activity as
instance of the UML2 metamodel mentioned above) and transforms it into a Groove graph. In
the next step, both the Groove grammar and the start graph are fed into the Groove Generator,
which is then used to compute a transition system representing the complete model’s behavior.

We have seen earlier in this section that a DMM test case not only consists of an example
model, but also of a set of traces of execution events, each describing one possible execution
of the example model. The DMM component Trace2CTL is responsible for generating CTL
formulas from these traces (please refer to [SE09] for the details of the generation).

Finally, the transition system and the generated CTL formulas serve as input for the Groove
model checker, which checks whether the formulas hold for the transition system (and therefore
for the model from which the start graph had been generated). The model checker will either
report that a formula holds, or it will provide a counter example showing under which circum-
stances the CTL property is violated; that counter example can then be used to understand why
the CTL property is violated, and should therefore be very helpful when fixing the semantics
specification.
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4 Related Work

The work most closely related to ours probably is the work by Sadilek et.al. [Sad08]. His goal
is to quickly prototype DSLs. The comparable scenario is as follows: A language’s semantics
might first be specified using a formal language, e.g. Abstract State Machines, for the sake of
proving properties of the DSL’s semantics. Later on, a second, more efficient semantics spec-
ification might be created which shall be semantically equivalent to the first one. Since both
semantics specifications allow for DSL instances to be executed, the language engineer can
now create test models of the DSL, execute them and compare the resulting execution traces.
The main difference to our approach is that Sadilek uses tests to compare two semantics spec-
ifications, whereas we use them to convince ourselves that the semantics specification indeed
produces the behavior the language engineer had in mind.

In the area of language engineering, several approaches for defining DSLs exist. For instance,
MetaCase provides MetaEdit [SLTMO91], Microsoft provides the DSL Tools as part of MS Vi-
sual Studio [CJKWO07], and the Eclipse foundation provides the Graphical ModelingFramework
[Ecl09a]; all these approaches aim at an easy creation of visual languages. openArchitecture-
Ware [HVEKO7] provides a set of tools which allow for the easy creation of textual languages,
including powerful editor support.

To our knowledge, all the above approaches focus on defining DSLs from scratch. Addition-
ally, they do not focus at all on the definition of behavioral semantics: the approaches provide
support for code generation, but they do not provide a means to systematically create high-quality
code generators; the generation is pretty much done ad-hoc.

Quite some work exists on typed graph transformations, on which we defined our notion of
rule overriding. For instance, in [LBE"07], de Lara et.al. show how to integrate attributed graph
transformations with node type inheritance, therefore allowing for the formulation of abstract
graph transformation rules (i.e., rules which contain abstract nodes). The resulting specifications
tend to be more compact, since a rule containing abstract nodes might replace several rules
which would otherwise have to be defined for each of the concrete subtypes. The resulting
formalism does not provide support for refinement of rules (and is therefore comparable with the
expressiveness of the current state of DMM).

In [TRO5], Taentzer et.al. show how to formulate structural properties of type graphs with in-
heritance using graph constraints, and they provide a translation into standard graphs. In contrast
to our work, they concentrate on structure, whereas our approach modifies the behavior of rules
participating in an overrides relation.

5 Conclusion

In this paper, we have shown how test-driven approaches from software engineering can be
reused in the field of language derivation. For this, we have first introduced our semantics speci-
fication technique Dynamic Meta Modeling, and we have explained how graph transformations
serve as the backing formalism of DMM. Based on that, we have introduced a simple example
of language enhancement in Sect. 3, and we have discussed the problem of overriding existing
behavior.
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We have then shown how to perform language derivation in a test-driven way, following the
approach of test-driven semantics specification. We have also shown how rule overriding can be
used to override already existing DMM graph transformation rules, and we have demonstrated all
that by fixing the flaws we (intentionally) introduced within our language modification example.

Overall, we have presented an example of applying the well-established formalism of graph
transformations [EEKR99] in a typical software engineering scenario. Currently, we are in-
vestigating different notions from software engineering for the sake of using them within our
test-driven semantics specification approach, the most important one being fest coverage crite-
ria: for instance, a minimum such criterion is that over all test cases, every DMM rule has been
applied at least once, but more complex coverage criteria are worth investigating.

Additionally, our focus is on developing tool support for test-driven language engineering.
Our tool support has the following goals:

e Eagy specification and execution of test cases.
e Back-propagation of the model checker’s counter example in case a test case failed.
e Visual debugging and execution of test cases.

Finally, two of our students are working on complex semantics specifications for behavioral
diagrams of the UML, using test-driven semantics specification. In the course of their work, they
will also have to modify the DMM specification of an existing language. While performing their
work, the students will make use of the existing DMM tooling; we plan to learn from their efforts
about further needed tooling.
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From Separate Formal Specifications to Certified Integrated
Visual Modelling Techniques and Environments
Position Statement

Hartmut Ehrig
TFS-Group
Technische Universitit Berlin

Abstract: In this position statement we discuss the state of the art and role of
formal specification and modelling techniques in different periods with special
focus on the work of the TFS-group at TU-Berlin. In the past (1970 — 1990) single
formal specification techniques have been developed with little impact on practical
software development. In the present (1990 — 2010) integrated and visual
modelling techniques have gained more and more importance. For the future
(2010 — 2020) we try to sketch the idea of a Certified Integrated Visual
Modelling Technique and Environment based on an integration of graph theory,
graph transformation and Petri net theory, short Dynamic Graph and Net
Theory.

Keywords: Software system modelling. formal specification, modelling tech-
niques, visual modelling , TFS — group

1 Introduction

This paper is a position statement for the panel discussion at the International
Colloquium on Graph and Model Transformation at TU-Berlin, February 11-12, 2010.
Past, presence and future of formal aspects of system modelling with special focus on
the work of the TFS (Theoretische Informatik : Formale Spezifikation) —group at TU-
Berlin are discussed in the following three sections :

e Formal Software Specification Techniques in the Past (1970 — 1990)
e Formal Software System Modelling in the Present (1990 — 2010)
e Future Aspects of Formal Software System Modelling (2010 — 2020)

2 Formal Software Specification Techniques in the Past (1970 — 1990)

In the beginning software development was just programming of algorithms and data
types, especially implementation of numerical algorithms in FORTRAN and ALGOL.
This means mathematical modelling in programming was mainly numerical
mathematics, although mathematical notions of algorithms had been developed already
in mathematics based on Turing machines, recursive functions, and A-calculus. These
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ideas were picked up in theoretical computer science leading to the areas of algorithms
and complexity theory.

The concept of abstract data types — on the other hand — was developed in the early
1970ies by computer scientists like Parnas and Hoare influenced by the debacles of
large software systems in the late 1960ies. At that time it was not at all clear whether
abstract data types and software systems in general could be modeled by mathematical
concepts. On the contrary, the vast majority of practical computer scientists at that
time was convinced that mathematical methods may be useful for numerical analysis
of algorithms, but not at all for software system development.

In addition to automata theory, formal languages, algorithms, and complexity the main
challenge for theoretical computer science was to find mathematical models for
programming language semantics, abstract data types, and concurrency of processes.
The ultimate goal was to define correctness of software systems w.r.t. given
formal requirements and to develop compositional correctness and proof
techniques.

First steps in this direction in the 1970ies were the development of operational and
denotational semantics of programming languages by pioneers like Scott, Stratchey,
and Nivat. The concepts of Petri nets and process calculi have been defined by other
pioneers like Petri, Milner, Hoare, Rozenberg, and Montanari in order to model
concurrent and distributed processes.

The main contributions of the TFS-group in this period were :

1. A categorical approach to automata theory in order to unify different
kinds of deterministic, partial, stochastic, nondeterministic, and
topological automata [EKKK74].

2. Development of the double pushout (DPO) approach for graph
transformation — together with Schneider and Rosen- in order to define
graph languages and to model operational semantics [Ehr79].

3. The fundamentals of algebraic specification of data types and software
modules in the initial algebra approach [EMS85/90], based on the
pioneering work of Goguen, Thatcher, Wagner, and Wright [ADJ75].

In order to show how theory and practice of software development can influence each
other the TFS- and SWT-group at TU-Berlin, chaired by H. Ehrig and Ch. Floyd
respectively, created and organized together with M.Nivat (Paris) and J.Thatcher
(Yorktown Heights, USA) the new conference series TAPSOFT (Theory and Practice
of Software Development). It was held with great success at TU-Berlin in 1985
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bringing together several pioneers from theoretical and practical computer science and
about 500 researchers for both areas. TAPSOFT was continued successfully as
biannual conference until 1997 at different prominent locations all over Europe. It
certainly helped to bridge the gap between theory and practice in software
development.

Summarizing, the first steps of formal software system specification in the past
have been difficult, but at least several promising formal specification techniques
for data types, modules, and concurrent processes have been developed.

3 Formal Software System Modelling in the Present (1990 — 2010)

Starting in the 1990ies formal methods, especially formal specification techniques,
were supported by several basic research actions and projects launched by the
European Community (EC). The TFS-group was especially involved in COMPASS,
on algebraic specification techniques, and in COMPUGRAPH, GETGRATS,
APPLIGRAPH, and SEGRAVIS on graph transformation techniques.

Graph grammars and transformation systems had been developed in the past mainly
from the language and the process specification point of view [Roz97], but data types
had to be handled separately by algebraic specification techniques. This situation was
typical in the past and there was a need for integrated techniques simultaneously taking
care of data types and processes for software systems. Typical examples of integrated
specification techniques studied by the TFS-group have been LOTOS, High-Level
Nets, and Attributed Graph Grammars (AGG) integrating algebraic specifications with
CCS, Petri nets, and graph transformation systems respectively.

This need for integration was supported by the priority program SoftSpez (Integration
of Software Specification Techniques for Applications in Engineering) of the German
Research Council (DFG). This was initiated by W. Brauer, M. Broy, H. Ehrig
(coordinator),H.-J. Kreowski, H. Reichel and H. Weber from computer science, and E.
Schnieder and E.Westkdmper from engineering [Ehr et al 2004].

But the need for integration was not only supported by integrated techniques, but also
by the integration of different views, most prominently supported by UML [UML 2.0].
Today UML is an international standard for object oriented software development and
also a well-known visual modelling technique, which is widely used in practice. The
semantics of UML, however, is mainly informal and various attempts have been made
to provide a formal semantics for specific UML diagram techniques. In the last decade
it turned out that typed attributed graph transformation is an intuitive and powerful
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visual modelling technique. Moreover it has a precise formal semantics and a rich
mathematical theory [EEPTO06], which supports correctness for visual modelling of
software systems. In addition to visual modelling also model transformation becomes
more and more important for efficient construction, correctness , and consistency of
software system modelling. In fact, graph transformation techniques are also most
suitable for model transformations between visual and visual or textual modelling
languages. Syntactical and semantical correctness can be supported by the theory of
algebraic graph transformation [EEPT06] and simulation and analysis techniques by
the tool AGG [AGG] developed by the TFS-group. Especially the concept of triple
graph grammars introduced by A. Schiirr [Sch94] is very useful for model
transformation and integration and a promising formal construction and semantics
developed in [EEHP09].

A most prominent forum, where the results of formal software system modelling have
been presented, are the ETAPS conferences. The European Joint Conferences on
Theory and Practice of Software (ETAPS) were created in 1998 as annual conferences,
combining especially the well-established biannual conferences TAPSOFT and ESOP.
After the first ETAPS conferences in Lisbon 1998 and Amsterdam 1999 ETAPS was
continued with great success at TU Berlin organized by H.Ehrig, S. Jdhnichen, B.
Mahr (general chair) and P.Pepper, based on the good experience with TAPSOFT in
1985. Today ETAPS is the most prominent joint conference combining theory and
practice of software in Europe, supported by the European associations EATCS,
EAPLS, and EASST. Moreover ETAPS is well-established on the international level
.Especially graph transformations were supported by the international graph grammar
workshops from 1978 wuntil 1998 and the international conference on graph
transformation (ICGT) since 2002 in Barcelona, Rome, Natal, Leicester, and coming
up in Twente and Bremen.

Summarizing the situation today, formal software system modelling — at least for
small systems - is well-accepted in theory and practice, especially visual
modelling using graph transformation techniques. Software system modelling is
mainly based on integration and visualization of models with model
transformations supported by various construction, analysis, and verification
techniques.

4 Future Aspects of Formal Software System Modelling (2010 — 2020)

The ultimate goals for the semantical challenges in the past are mainly valid today, but
we have done important steps to realize them at least for small systems already. Let us
rephrase the goals for the future as follows :
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Formal software system modelling should support the modular development and
integration of correct software systems in the large, where construction,
correction and verification are based on visual models and model transformations
using compositional semantics and proof techniques.

In section 3 we have discussed that some of these aspects are realized for small
systems already today. Of course, it is important to make sure that these techniques
scale up for large systems. But what is missing in addition to realize the ultimate goals
in the future? Let us point out the following two aspects concerning theory and
practice of graph transformation systems :

1. Dynamic Graph and Net Theory
2. Certified Integrated Visual Modelling Techniques and Environments

The idea of dynamic graph and net theory is an integration of mathematical graph
theory and optimization of algorithms in the sense of the MATHEON research center
at TU-Berlin with the theory of graph transformations and Petri nets in theoretical
computer science. Part of this integration has been done by the TFS-group leading to
the concept of reconfigurable and higher-order Petri nets. This allows a dynamic
interaction of rule based modification of the Petri net structure with the well-known
token game [PEHPOS] on one hand and nets and rules as token on the other hand.
However, the interaction of graphs algorithms with rule based transformations of the
underlying graphs is certainly promising for the evolution of algorithms in a changing
environment, but only little work has been done in this direction up to now.

The idea of a certified integrated visual modelling technique and environment is an
integration of visual modelling techniques inspired by UML with advanced graph and
model transformation techniques. These techniques should be supported by powerful
analysis, model checking, and theorem proving techniques. First steps for such an
integration is first of all the PhD-thesis of L. Lambers [Lam09] concerning
certification of rule based modelling supported by the AGG-system [AGG]. Other
important steps are efficient and correct model transformations based on triple graph
grammars [EEHP09], and the work of A. Habel and K.-H. Pennemann [HP08] on
correctness and verification of nested graph constraints for graph transformations.
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Position Paper: Formal Methods and Agile Development

Michael L dwe

FHDW Hannwer

Abstract: Modern software development is agile. It accepts that software systems
undergo a lot of changes due to changes in the application context and base technol-
ogy in their life cycle. Thus, most of the activities in the development process are
redesign steps. Even requirements are not stable. They change in time as the con-
text of the system changes. There is no time for complex correctness proofs of the
implementation wrt. the requirements. Automatic (regression) testing has proved to
be sufficient for correct system behaviour. Therefore the agile developer does not
learn and apply formal methods himself. In order to be agile, however, he relies on
tools for automatic refactoring of the system or of certain parts of it. These tools are
able to change the system structure without changing its behaviour. We argue in this
paper that, in order to build such tools, further research in the area of formal system
modelling is urgently needed.

Keywords: Agile Software Development, Graph Transformation

1 Introduction
There have been two major trends in software engineering for the last decade:
1. Raising the level of abstraction for software systems design (vertical development) and

2. Providing (more sophisticated) methods for agile development (horizontal development).

Catch words like "Model-driven Development”, "Service-Oriented Architectures”, and "Busi-
ness Process Modelling” are connected to the first trend. The second trend is characterized by
concepts like "Software Refactoring”, "Test-First”, "Extreme Programming” or "Dynamic Sys-
tems Development”.

In the first area, formal methods, especially graph transformations, have provided precise se-
mantics for model specifications and transformation concepts from abstract to concrete system
descriptions including correctness notions for static as well as dynamic models (i. e. data struc-
tures and process models respectively). There is little to improve here. The level of abstraction
that is provided to the standard programmer today by software development environments, mod-
ern design and programming languages and especially by program generation tools can hardly
be increased. And the mapping of abstract levels to concrete machine oriented levels can be per-
formed almost automatically and without any interference of the designer. Vertical development
form a very abstract level to the concrete level of execution is a high-level compilation process
nowadays. Research in formal methods has done its job here. Educating the designers such that
they can handle the abstractions is the challenge today.

264



Position Paper: Formal Methods and Agile Development Eﬁ

In the second area, formal methods have not been applied that much, yet. At first glance,
agility andformal preciseness do not go together well. We argue in this position paper against
this first impression and show that there is great potential for graph transformation techniques in
agile contexts.

2 Agile development

The agenda for agile development is provided by the "Manifesto for Agile Software Devolpment”
by Kent Beck et al.:

We are uncovering better ways of developing software by doing it and helping others do it.
Through this work we have come to value:

Individuals and interactions over processes and tools
Working software over comprehensive documentation
Customer collaboration over contract negotiation
Responding to change over following a plan

That is, while there is value in the items on the right, we value the items on the left more.

Agile development accepts that nothing is stable in software development. Requirements
might change dramatically if, for example, customers use first rapid system prototypes. They
learn what they want by using what the thought they have wanted. Due to these rapid changes,
there is no time for an orderly formal development process that enforces correctness proofs of
the implemented system wrt. the requirements. If there are such proofs, not only the software
has to be refactorized frequently but also these proofs have to be rewritten over and over again.
Thus, formal methods do not seem to be applicable in agile contexts. And agile developers are
not very likely to appreciate education in these techniques.

But there is a different level, where formal methods can support agile processes. The rapid
redesign of software systems is not chaotic. Itis a continuous process that introduces, changes or
removes system structure, mostly without changing the external behaviour of the system. Hence,
what is needed is a catalogue of evolution patterns that improve the system'’s structure to a certain
extend and preserve system semantics (incl. proof). The application of these patterns needs to
be automated by a tool (like for example refactorizations in eclipse) and delivered to the agile
developer.

Practical applicability, however, requires that we do not restrict ourselves to the level of static
and dynamic models only. Since agile development aims at quick system development and early
production with the system under development, we have to take into account that the models
are populated. This means that there is (typically giga-bytes of) data typed in the static model
and (lots of) running processes typed in the dynamic model. Thus, evolution patterns have to
provide canonically induced and correct migrations on the instance level as well. Therefore,
formal methods that support agile development shall provide

1. Suitable models for "populated” systems (model and instance),

2. Formal concepts for model refactorisations and induced instance migrations,
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3. Notions of correctness for such refactorisations/migrations, and

4. A catalogue opractically useful and correct patterns.

The existing body of concepts and results within the research area of "Graph Transformation”
seems to be a good starting point for this programme.

3 Formal Model for Systems: Model and Instance

Agile software development modifiesmplete running systems. It is not only the information,

the operation, or the process model that is changed by refactorisations. This change also com-
prises at least the current system state. This state is made up by all the data that is accessible by
the system (usually in a database) and the current point (or points in the case of multi-threading)
of execution. Therefore, suitable formal models must be able to specify system models together
with system states. A formal model for instance for object-oriented concepts must comprise the
class model, the specification of the operations and methods, the currently existing object world,
and the current execution context, i. e. the already sent but not yet executed messages and their
execution order.

If we include explicite process models (for example specified in the Business Process Mod-
elling Notation BPMN) into our framework, the state can get even more complex. Having the
process model at hand, the current state not only comprises information about the current ex-
ecution context but also the process history that has led to the current state. Additionally, the
indeterministic future of the process (starting at the current point of execution) can be thought of
as part of the current state.

The model and the state cannot be considered separately. The state is always determined by
the model which is usually expressed by a typing relation between state items and elements in
the model. For a formal framework of agile development this typing relation is central, since
model changes must lead to minimal state restructurings that allow correct retypings.

In the context of graph transformation, a suitable model for the typing relation can be given
by a morphism from the state graph into the model graph.

4 Refactorisations and Induced Migrations

Agile development demands automatic refactorizations of whole systems (models and states).
If state migrations have to be calculated or performed manually (or by time consuming batch
jobs), development becomes slow and looses its agility. Since the state continuously changes
in a running system, the only way to initiate general changes is to change the model (which is
constant while the state is changing). Therefore state migrations shall (1) be uniquely induced
by model changes and (2) must be executable without any interactions of the developer.

It depends on the type of system that is developed whether it can be switched off during
migration. Real-time embedded systems in critical applications for example cannot never be
switched off. And service orientation requires minimal down-time also for modern information
systems. Thus, a framework for agile development must provide some meanigjfation on
demand: The state is not changed completely, it is changed step by step as the execution wrt. the
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new model proceeds and requires retyped state structures. This mechanism requires (i) model
versioning, (ii) coexistence of different models within the running system, and (iii) (partial)
typings of the same state into different models.

In the context of graph transformation, model changes can be expressed by simple graph
transformation rules and their application. The canonical extension of the model change to the
existing state requires some kind of universal quantification (perform the model charaike for
instances), which is not a standard mechanism in many approaches to graph transformations.

5 Correctness of Migrations

A formal framework for agile development can provide proof methods by which tool designers
can show that their migrations do change the system structure but not its observable behaviour.
Such proofs are valuable since the tool user can rely on the correctness of the transformation
without knowing the formal languages in which the proof was formulated. The basis for such
proof methods is formal semantics for complete systems. (The semantics depends on the chosen
notion of state!) Here well-known notions from for example algebraic specification (observable
equivalence) or process algebra (bisimulation) can be reused. If a transformation cannot be
proven generally correct for all system states but only for a certain class of states, appropriate
tool support shall be provided that checks the required properties of the state.

Graph transformation techniques for proving invariants of the generated graph language can
support the efforts towards such proof methods.

6 Catalog of and Tool Support for Correct Evolution Patterns

All the work that has been sketched in the previous sections has one aim, namely a catalog
of (partially) correct evolution patterns and its implementation within a software development
environment or some software generation tool and - if migration on demand is realized - the
runtime environment of the execution language. This catalog shall - amongst others - comprise
patterns for the

e Introduction of new structure

e Removal of unused structure

¢ Introduction and removal of abstractions (observer, composite, state, etc.)

¢ Introduction (and removal) of structural indirection (adapter, proxy, visitor, etc.)
¢ Introduction (and removal) of operational indirection (command, event, etc.)

¢ Introduction (and removal) of transaction support

¢ Introduction (and removal) of locking strategies

¢ Introduction (and removal) of versioning and historization
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Introduction and removal of parallelism

Decomposition of process steps

Merging of process steps

Introduction (and removal) of process alternatives
¢ Introduction (and removal) of remote communication and distribution structure

The documentation of the patterns can be provided as some sort of graph transformation rules.

7 Conclusion

In this position paper, we have argued that formal system modelling and transformation can
support agile software development. It provides urgently needed concepts and tools for the
consistent and correct transformation of complete and running systems. While object-oriented
modelling and programming has become a quasi-standard in the software community, the ap-
proaches, languages, and methods in the research area of graph transformation are still very
different. In order to produce some remarkable effect on the application domain of agile devel-
opment (and other application areas), some standardization totierdsaph transformation
framework and development environment is needed.
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Position Statement
Models in Software and Systems Development’

Bernd Mahr

Technische Universitit Berlin

Abstract: The development of software and systems is, by its very nature, highly
depending on models. But models also play a role in the software and system’s design,
where they represent the constraining standards as well as the choices of ideas and
perspectives applied in the systems modelling, implementation and technology. The
model of model-being, developed by the author, is briefly explained and is then used to
discuss model interconnections resulting from model compositions and metamodel
applications. 1t is claimed that the analysis of model interconnections, prerequisite or
underlying software and systems design, can provide new insights into the designs
architecture and may lead to new kinds of development tools.

Keywords: software, design, model, model-being, model interconnections

1 Introduction

The choice of design in software and systems development is naturally constrained by mainly
four factors: first, by the requirements and expectations on the properties and features of the
intended systems future application and use, second, by the norms and standards to be met,
third, by the quality and limitations of resources available for the intended systems modelling,
implementation and technical realization, and fourth, by the reality of the social and technical
environments, in which the intended system is being embedded when applied. However, the
systems future applications, its modelling, implementation, technical realization as well as its
environments are at the time, before the system is being developed, not directly accessible. At
that time these constraining factors can only be identified and addressed by means of
prospective models. And it is not only the fact that these constraints in the development
process are to be mediated by models, it is also the likeliness of change, which affects the
execution of the development task: it is not unusual that expectations and requirements on a
systems application and use are being modified before the system is delivered; it is also
common experience that resources for its modelling, implementation and technical realization

! This paper builds on and repeats some of the content of Bernd Mahr: Information Science and the
Logic of Models, Journal of Software and Systems Modelling (2009) 8, Springer Verlag 2009, p. 365-
383, (See also the German original: Bernd Mahr: Die Informatik und die Logik der Modelle, Informatik
Spektrum, 32, 3, 2009, pp. 228 — 249)
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do not stay stable while the system is being developed; and it is certain that the environments
in which the system is being embedded, will not be in a constant state over time”. All models
involved in the task of development are therefore to some degree unpredictable in regard to
their future adequacy and trustworthiness. And there is yet another difficulty in systems
development: when the system is being modelled and implemented, all matters of its
functionality and design are to be expressed as features and properties of the system itself,
which is to say that the models which capture requirements and expectations of the systems
application and use and of all the other constraining factors in the development task, have to be
encoded as features and properties of the system.

It would, however, be wrong to conclude from these observations, that the development of
software and systems are impossible tasks. There are mainly two reasons why their
development, despite of these difficulties, has a good chance of success: first, the fact that in
practice systems behaviour is rarely judged on a predefined and completely rigorous basis.
Users usually accept to adapt their expectations, activities and patterns of use to what the
system is able to do, at least to a certain degree. And second, more than 60 years of experience
in theory and practice of software development have lead to techniques and tools, which
enable architects and developers to cope with the consequences of mediation and change. In
the widest sense, these techniques and tools concern means of coding, abstraction and
coordination, all being based on models and modelling techniques. It is, however, surprising
that we have little knowledge about the principal conditions for something to be a model and
about the activities constituent for model use, namely the activities implied by modelling and
model application. And we can hardly say what in general counts as a good model and what
does not. These deficiencies may not be severe in modelling disciplines with a high level of
standardisation, but they are definitely present with the general notions of model and
modelling, and are also found in the fields of information and conceptual modelling®, and in
the many disciplines of computer based modelling.

Having observed this, the question comes up of what benefit it might be to gain deeper
knowledge about the notion of model in general, namely in view of the tasks of software and
systems development. And one might also ask, if there is a chance at all to clear the general
notion of model, which is widely assumed to be indefinable. To respond to the second question
first, there is much more to know about models and modelling than there is known today. But
to acquire this knowledge one has to give up some of the epistemological customs of
explanation: when thinking about models one can no longer avoid to constructively treating
their subject and context dependency; and in order to seek for an answer to the question of
what is a model in ontology or some formal theory, one has to rephrase this question as to
what justifies the judgement that a given object is a model, and answer it in the realm of logic;
and finally one has to focus on the structure of contextual relationships characteristic for
models rather than to try to find the kind of similarity which relates an original with its model®.
To respond to the second question, it has first of all to be observed that it is generally

? If application and use of a system makes a difference, which is what is intended by its provision, it will
change its environment.

* Bernhard Thalheim: Entity Relationship Modeling — Foundations of Database Technology, Berlin und
Heidelberg: Springer, 2000.

* Herbert Stachowiak: Allgemeine Modelltheorie, Wien / New York: Springer, 1973.
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impossible to restrict the notion of model to only certain familiar types or to ask for computer
science owned notions of model and modelling. Software systems are applied in almost any
field of science, engineering and daily life, and the design of software has to deal with the
modelling cultures and disciplines in all these fields. It is therefore unavoidable to either know
about the different conceptions of model and modelling in these fields, or to develop a general
conception of universal applicability. It is claimed here that a model of model-being can be
conceptualized, which not only covers all known conceptions of models as particular
fragments or specializations, but which can at the same time be used as a most sensitive tool
for analysis and design, not only in the case of modelling in general, but also in individual
situations of model use.” It is the potential of this analytical tool which is promising to also
yield deeper insights into the structure of model interrelations of software. And from these
insights, one can expect, it will be possible to derive techniques and tools for the tasks of
software and systems development.

2 The epistemic pattern of model-being

The question of what justifies a judgement that a given object is a model, presupposes that the
model-being of this object is the conclusion of a judgement for which there are grounds. If it is
possible to phrase general conditions which are necessary and sufficient for such a judgement
to be acceptable, one might take these conditions as an argument form, which, if properly
instantiated, justifies the judgement of model-being in individual cases. The argument form of
model-being is then seen to be the logic of models in general, while its instantiations determine
the logic of individual models. Since judgements are actions of a subject, the model-being of
an individual object is relativised by the subject dependency of its judgement. And since the
argument form of model-being yields necessary and sufficient conditions for acceptability and
not for defined or objective truth, the notion of model, conceptualized in terms of this
argument form, is relativised by the subject dependency of accepting.

The conditions implied by the argument form for model-being can not be inherent properties
of the object judged to being a model. This is obvious from the fact that any object can be
acceptably judged to being a model if it is only positioned into a proper context, for example
into a context of production in which it takes the role of a prototype. And because there is no
object which is a model by necessity, since it is always possible to position an object into a
context in which there is no meaning of models at all, one has to conclude that the conditions
implied by the argument form of model-being are context dependent.

If an object is judged to being a model, it is necessarily conceived of as a model by the judging
subject. Assuming in general that to conceive of an object means nothing else but to identify

> The model of model-being, for which this strong claim is made, has been developed in the last decade
in interdisciplinary studies and projects by the author and his co-workers. See for example Bernd Mahr:
Modellieren. Beobachtungen und Gedanken zur Geschichte des Modellbegriffs, in: Sybille Kramer,
Horst Bredekamp (ed.): Bild-Schrift-Zahl, Miinchen: Fink, 2004, p. 59-86; Bernd Mahr: Ein Modell des
Modellseins. Ein Beitrag zur Aufkldrung des Modellbegriffs, in Ulrich Dirks, Eberhard Knobloch (ed.):
Modelle, Frankfurt am Main: Peter Lang, 2008, p. 187-218; Reinhard Wendler: Die Rolle der Modelle
in Werk- und Erkenntnisprozessen, Dissertation am Kunstgeschichtlichen Seminar der Philosophischen
Fakultdt III der Humboldt-Universitit zu Berlin, Juli 2008; and (Mahr, 2009).
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the objects involvement in context relationships®, it seems justified to defining the argument
form for model-being as to being a complex of context relationship types. The pattern of these
relationship types is then taken to characterise the situations, in which an object has the role of
a model. This diagram depicts this pattern’.

cargo

X

transports

model

The diagram defines the argument form of model-being and is composed of epistemic object
and object relationship types. It is therefore also called the epistemic pattern of model-being.
The term epistemic is used here to indicate that objects and relationships of an instantiated
argument form have existence only as intentional objects, i.e. as being conceived of by the
judging subject. Objects of type A, G and B may be conceived of to be concrete or abstract,
but the objects of type p and y as well as all relationships are necessarily abstract, i.e. their
existence is independent from space and time.

The intended meaning of the epistemic pattern of model-being, which guides the instantiation
of'its object and relationship types, is the following:

1. In the context of this pattern an object of type G is called model object and an object of
type u is called model. An object of type G is not by its identity a model. It has to be
distinguished from the model as which it is seen, because different model objects can

® This assumption forms the basis of the model of conception developed by the author. The first thoughts
on this model have been described in Bernd Mahr: Gegenstand und Kontext — Eine Theorie der
Auffassung, in: K. Eyferth, B. Mahr, R. Posner, F. Wysotzki (Ed.): Prinzipien der Kontextualisierung,
KIT Report 141, TU Berlin, 1997, p. 101 - 119. A set-theoretical study of the model is given Tina
Wieczorek: On Foundational Frames for Formal Modelling — Sets, epsilon-sets and a model of
conception, Aachen: Shaker, 2009. For a philosophical justification of the model see Bernd Mabhr:
Intentionality and modelling of conception, 2009, to appear.

7 For justification of this pattern see (Mahr, 2009) and Bernd Mahr: Ein Modell des Modellseins. Ein
Beitrag zur Aufklirung des Modellbegriffs, in Ulrich Dirks, Eberhard Knobloch (ed.): Modelle,
Frankfurt am Main: Peter Lang, 2008, p. 187-218. See also Bernd Mahr: Modellieren. Beobachtungen
und Gedanken zur Geschichte des Modellbegriffs, in: Sybille Kramer, Horst Bredekamp (ed.): Bild-
Schrift-Zahl, Miinchen: Fink, 2004, p. 59-86.
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represent the same model. The fact that an object is seen as a model assigns it the role
of a model object and determines the relationship between it and the model it
represents. Instance: The model, depicted as a particular class diagram, which is its
model object, can have different other diagrammatic representations as model objects.
A model is always a model of something, the type of which is here denoted by A. And
the fact that a model is seen to be a model of something, determines the relationship
between the model and that of which it is a model. Instance: the model which has the
above mentioned class diagram as its model object, is a model of the universities
library system.

Composing the relationships as-a-model and model-of yields the fact that the model
object is seen to be a model of A. This fact determines the relationship between a
model object and that of which it is a model. Instance: the above mentioned class
diagram is a model of the universities library system.

A model is always a model for something, the type of which is here denoted by B.
And the fact that a model is seen to be a model for something, determines the
relationship between the model and that for which it is a model. Instance: the model
which has the above mentioned class diagram as its model object, is a model for the
object architecture of the planned implementation of the universities library system.
Composing the relationships as-a-model and model-for yields the fact that the model
object is seen to be a model for something. Instance: the above mentioned class
diagram is a model for the planned implementation of the universities library system.
In the context of this pattern an object of type y is called cargo. For a model to make
sense there must be something, named its cargo, which carries over from that of which
a model object is a model, to that, for which it is a model. The cargo of a model is seen
to be transported by the model object from that of which it is a model to that for which
it is a model. This fact determines the three relationships between objects of type M
and y, A and y, and x and B. Instance: the above mentioned class diagram transports a
structure of components, component relationships and component owned operations,
identified in the universities library system to its implementation.

Looking more carefully at situations of model-being, it becomes apparent that the relationship
types between A and G and between G and B show the same sequential structure. In
combination they form the following sequence of action types:

1.

bl

6.

an observation on an initial object of type X, resulting observed facts of type ®(X),

a transformation transforming the facts of type ®(X) to requirements of type Y(G)
imposed on a model object of type G,

a realization of the requirements of type W(G) by a model object of type G,

an observation on the model object, resulting observed facts of type ®(G),

a transformation transforming facts of type ®(G) to requirements of type ¥(Y) on a
terminal object of type Y,

a realization of the requirements of type W(Y) by the terminal object of type Y.

An object of type A may now be of type X, O(X), or ¥(G), and an object of type B may now
be of type ®(G), W(Y), or Y. We can then speak of a model of an object, of an observation, or
of requirements, and of a model for accordingly.
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In any real circumstance in which a compliant judgement of model-being is made, the
epistemic pattern of model-being is instantiated by the judging subject. The subject® identifies
objects which instantiate the types X, ®(X), ¥Y(G), ®(G), ¥(Y), and Y, and it identifies object
relationships which result from the two observations, say a and B, the two transformations, say

o and 7, and the two realizations, say 7 and p9, thereby producing a sequence of actions
(which is to be distinguished from the presupposed sequence of action types):

X-a-DX) —6-WYG)—n—-G-p—DG)—1— YY) —p—Y

The judgement of model-being is then acceptable, if this sequence of actions is an adequate
view on a defined or a true situation of model-being.

Assuming that all objects with object types in this sequence are being replaced by their logical
theories'’, one observes that observations are deductions, and that realizations are inductions.
A model object is therefore at the same time the result of an induction and the source of a
deduction. This dual nature of model objects can be seen as one of the most typical
characteristics of objects conceived of as models.

¥ The judging subject may be a human individual, but it may also be a group of individuals, a
community or, even more abstract, a culture. On the other hand, a judging subject may also be a
machine or a mathematical definition. Generally speaking, the judging subject is something by the
authority of which the judgement in question is affirmed.

? These identifications need not necessarily be conscious. They constitute part of the context in which
the model object takes its role as a model. The objects and object relationships identified also need not
to have existence independent from the judging subject, as they may just be thought of or generated in
the moment of judgement. Their identification is assumed to be valid as long as the judgement is valid
in the subject’s eye. Examples show that in practice this may be a fragment of a second or, in the other
extreme, if the subject is not an individual, last for centuries, or even longer.

' The theory of an object is the set of all sentences which are true of this object. A theory is therefore
language dependent. For reasons of simplicity one might assume that the choice of this language is
determined as part of the subject’s judgement and also that it is the same for all objects involved.
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The epistemic pattern of model being is not a formal definition of what a model is. Such a
definition would make sense in certain modelling disciplines, like the disciplines of set
formation or graphs, but it would hardly meet the needs of model use in most of the sciences,
engineering and daily life directly. If a definition was to be given it would have to follow the
structure provided by the pattern, and would have to define object and object relationship types
as well as their possible instantiations as mathematical entities in some foundational theory,
like category theory or the theory of sets. A mathematical definition of models would replace
the judging subject by formal conditions and would have to explicitly determine criteria for
relationships to be observations, transformations and realizations. Namely for transformations
these criteria would either be restrictive, like the notion of homomorphism'', or they would be
very general and therefore be weak in its expressiveness and determination. But the question
of what the epistemic pattern conceptually is, if it is not a definition, can nevertheless be
answered: it is a model itself, i.e. something which is to be judged on the basis of the same
argument form just like any other model. Its epistemological justification is therefore not
different to that of a mathematical definition.

3 Complexes of interconnected models

Anything constructed can be questioned for what it is, how it was constructed, and by what
means. In the case of software, the question ‘what’ asks for the systems architecture, its
functionality and its technical realization; the question ‘by what means’ asks for the techniques
and tools applied in its modelling, implementation and installation; and the question ‘how’
asks for the concepts and models underlying its design. Though the distinction between the last
two questions is not exclusive, since also models are tools, and tools like formalisms and
languages are representations of descriptive models, the question ‘how’ is here intended to ask
for the conceptual basis on which the system was built as a solution and on the ideas and
perspectives taken when this solution was found. The choices of ideas and perspectives are the
choices of models applied in the systems modelling, implementation and technology. For
example, access to a set of stored data can be implemented as an array, a list, a record, a stack,
a tree, or the like; a system which integrates distributed patient data in a hospital and makes
these data available in a net, can be implemented as an information system, a communication
system, an open distributed system, a service, an agent network or a peer to peer system; and a
component in a component based system can be realized as an object, a module, or a service.
At the end, prerequisite or underlying any software and system is a complex of interconnected
models conceptualizing the ideas and perspectives which together determine its design. These
models are metamodels of the systems design which is finally implemented.

Generally, a judgement of model-being is never isolated. It is always embedded into a network
of intentional relations which determine its meaning'’>. Examples show that the contextual
environment of a model object is typically not only the complex of objects and object
relationships, which the pattern of its model-being indicates, but that this environment also

' Stachowiak, 1973, p. 140 — 159.
2 John R. Searle: Intentionality — An Essay in the Philosophy of Mind, Cambridge: Cambridge
University Press, 2004, p. 20 — 21 and 26.
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includes other models which are interconnected with the model at hand in particular ways.
There are at least two elementary types of model interconnections, namely model compositions
and metamodel applications. Model compositions capture situations in which, for example, a
model object is the initial object of another action sequence, a terminal object is the initial
object of another action sequence, a model object is related to more than one initial object,
observation or requirement, and the like. And metamodel applications capture situations in
which items in an action sequence are constrained by other models in that the constrained item
result from the application of these other models.

In a formal framework it is possible to define types of complexes of interconnected models in
a systematic way, using the sequence of action types in the pattern of model-being.

X-—0-0X)-6-¥G)-1-G-PB-D(G)-1-¥(Y)-p-Y
The following are just examples for which true situations of model-being can be given:
X-0-®(X)-6-¥(G)-n-G—P-0(G)-1-F(Y)-p-Y-0'~D(Y)-0"~¥(Z)-1'~Z
depicting the situation of a terminal object which is a model object itself,
{Xi~0;—0(X;))—0~Y(G)i—m) | i e | }-G—P-D(G)-t-P(Y)—p-Y
depicting the situation in which a model object G is a model having a set of initial objects
X-a-D(X)—0-¥(G)-1-G—[X'—0’~D(X")—0"~¥(G’)-1'-G '~ D(G’ )T~ (B)—p —B-D(G)——F(Y)—p-Y

depicting the situation in which the observation B on the model object G is obtained by
applying a metamodel with model object G’.

If prerequisite or underlying any software or system there is a complex of interconnected
models conceptualizing the ideas and perspectives which together determine its design, this
complex may be seen to being the software or system’s model architecture. The model
architecture of software and systems is most likely a new source of knowledge about the
software and systems design, the conceptualization and identification of which can provide
new insights and lead to new kinds of tools for development.
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Why Model Transformations Should be Based on Algebraic Graph
Transformation Concepts

Gabriele Taentzer

Philipps-Universitit Marburg
Germany

Abstract: Model transformations are key activities in model-driven development
(MDD). A number of model transformation approaches have been emerged for dif-
ferent purposes and with different backgrounds. This paper is a plea for the use of
algebraic graph transformation concepts to specify and verify model transformations
in MDD.

Keywords: model transformation, graph transformation

1 Introduction

Model transformations play a central role in model-driven software development. They are used
to e.g. refactor models, to translate them to intermediate models, and to generate code. We
distinguish endogenous transformations taking place within one model language from exogenous
ones which are translations between model languages [CHOG6].

Model-to-model transformations are usually distinguished from model-to-text transforma-
tions. (Compare also Eclipse modeling projects at [EMP].) Why does this distinction ex-
ists? While model-to-model transformation approaches such as , QVT, ATL [EMP] and graph
transformation-based approaches [SNZ08] like GrGen, MOFLON, Tiger, and VMTS, transform
models based on their underlying syntax structure only, model-to-text transformations performed
by tools such as Jet and Velocity, are usually mixed approaches. The abstract syntax of an input
model is transformed to some text in concrete syntax, often program text. These approaches
are based on templates considered as “clozes” where gaps are filled with information coming
from the input model. l.e. these transformations are often performed in a weakly structured
and untyped manner. No guarantees are given that that resulting text is syntactically correct. In
contrast, model-to-model transformations offer the chance to transform valid syntax structures
again to valid ones.

Models are often considered to be visual, although this is not an inherent property of models.
It is very natural to consider the underlying structure of a visual model as graph. In case of the
Eclipse Modeling Framework [EMF] which has developed to a quasi-standard modeling tech-
nology, the underlying structure of an EMF model can be considered as graph with a spanning
tree (or spanning forest, i.e. several spanning trees) exposed by containment relations.
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2 Specification of model transformations by algebraic graph trans-
formations

Several specification paradigms have been applied to model-to-model transformations such as
object-oriented, rule-based, constraint-based, and imperative concepts. See [CHO6] for an overview
on various model transformation approaches following these paradigms purely or in combina-
tion. In the following, we highlight some features of the rule-based definition of model transfor-
mations using algebraic graph transformation concepts.

Considering the transformation of visual models, graph transformation seems to be a natural
choice to manipulate their underlying graph structures. A well-defined approach such as the al-
gebraic graph transformation [EEPT06] guarantees that the resulting model has again a graph as
underlying structure and thus, is structure consistent. EMF model transformations can be defined
as a special kind of graph transformations not destroying the spanning tree (forest) property. The
algebraic graph transformation concepts also cover typing concepts. Similarly to object-oriented
inheritance concepts, node type inheritance is offered [EEPT06]. Typed algebraic graph trans-
formations have been shown to always lead to well-typed transformation results.

While graph transformations are strong in pattern matching and replacement using it for e.g.
restructuring of class structures, collections of flexible size such as the set of all features be-
longing to a class, can be handled less obviously. In the algebraic context, we use amalgamated
graph transformation where a kernel rule is applied exactly once and multi-rules being super
rules of the kernel rule are applied as often as possible. All their applications overlap in the
kernel rule application. Usually, each multi-rule application covers one collection element. As
shown in [BETO09], this concept can also be extended to EMF model transformation in a straight
forward way. Ordered collections such as parameter lists of operations can also be treated by
amalgamated transformations where the ordering is expressed by edge attributes. However, edge
attributes have to be kept consistent with structure manipulations by the developer.

The usual double-pushout approach to graph transformation [EEPTO06] can be interpreted as a
kind of in-place transformation where new parts are directly integrated into the existing graph.
In addition, it is also allowed to delete existing graph parts from the given graph. To keep track
with graph manipulations, the formal definition distinguishes an original graph from a resulting
one. A partial graph morphism in between precisely defines the relation between both graphs.
In contrast to in-place transformation, triple graph grammars (TGGs) [KS06] distinguish three
graphs, namely a source graph, a target graph, and a correspondence graph which is mapped
to each of the other two for establishing a correspondence relation between source and target
graphs. TGGs are useful to specify exogenous model transformations. Recently, Ehrig et.al.
started to build up a theory on TGGs formalized by algebraic graph transformation concepts
where round-trip transformations are in the focus. (Compare e.g. [EP0S].)

3 Verification of model transformations
Since model transformations are reused heavily in MDD, they should be of high quality. It

is common practice to extensively test model transformations. Their verification is still in its
infancy. Which properties are interesting to be verified?

279



Eg ECEASST

As pointed out in the previous section, it is basic to each model transformation that its results
are structure and type consistent. Transformation approaches such as algebraic graph transfor-
mation guarantee this property already automatically by definition without any additional verifi-
cation effort.

Furthermore, model transformations shall terminate. This property cannot always be shown,
since model transformation approaches are usually Turing-complete. Thus, we are confronted
with the halting problem in general. But there are approaches to develop sufficient termina-
tion conditions for model transformation system, especially for algebraic graph transformation
systems (see e.g. [EEPTO06] ).

Another general property of model transformations to be discussed is the uniqueness of their
results, i.e. given an input model the transformation result should be unique up to isomorphism.
Actually, this strict property is often not needed. If e.g. a code generator provided two different
programs from one and the same input model, we would expect that they both are semantically
equivalent wrt. the input model. (I.e. both programs exhibit the same observable behavior when
being executed.) Since semantical equivalence is often difficult to show, proving the uniqueness
of transformation results is, although more strict, more practicable. Algebraic graph transfor-
mation offers a rich theory to show that transformation systems are confluent, i.e. yield unique
results only. This theory is based on a result for general rewrite systems which states that a
rewrite system which is locally confluent and terminating, is confluent in general. Local conflu-
ence can be shown based on critical pairs, an approach which has been lifted from term rewriting
systems to graph transformation systems. A critical pair shows a conflicting situation in a mini-
mal context. If all critical pairs can be shown to be confluent, the complete transformation system
is locally confluent.

Additional to these pretty general properties, transformation results also need to be elements
of target languages. This means that they have to be syntactically and semantically correct.
The syntax of modeling languages is usually given by meta models [MOF], i.e. a resulting
model has to be type consistent and has to obey all additional well-formedness rules of the
meta model. As already pointed out, algebraic graph transformations guarantee type consistent
results. Well-formedness rules which can be expressed by graph constraints [HP09] can be used
as post conditions to check transformation results. Furthermore, there is a technique to translate
graph constraints to application conditions of transformation rules, i.e. to translate them to pre
conditions of transformations. That way algebraic graph transformations provide us with an
automatic and efficient procedure to check for syntactical correctness.

Semantical correctness of transformation results is most difficult to verify. We distinguish the
static and dynamic analysis of transformation results. Static analysis can be performed similarly
to the check for syntactical correctness. Additional constraints are specified and verified as
sketched above. Further recent approaches apply model checking to graph transformations e.g.
[RSV04] or to use a theorem prover [StrO8]. To analyze the dynamic semantics of transformation
results we assume that dynamic semantics definitions exist for the source and the target language.
Assuming that an operational semantics is given by an algebraic graph transformation system
for both, source and target languages, and the source semantic rules have been translated to
corresponding target semantic rules, then Ehrig et.al have shown in [EEOS] that an execution
step of the source model corresponds to an execution step of the target model.
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4 Outlook

Model transformations form an interesting research field with a lot of new research problems
to be solved. In the following, we spot on a selection of topics where the application of graph
transformation concepts seems to be very promising:

The application of algebraic graph transformation concepts to EMF model transformation as
presented in [BETO08] shows that formal concepts can be well applied in a practical setting.
Furthermore, we showed the nice property that resulting EMF models are structure and type
consistent by construction. In addition, the rich theory of algebraic graph transformation can
be easily adapted to this kind of EMF model transformations leading to interesting verification
techniques for EMF model transformations.

As stated above, distinct transformation approaches have been emerged for model-to-model
and model-to-text transformations. We can observe a recent trend where model-to-model trans-
formation approaches such as ATL are also applied to model-to-text transformations. This means
that transformation results, being texts in this case, are computed on the basis of abstract syntax
structures. Approaches like JaMoPP [HISWO09] for example, define meta models for Java and
provide model parser and printer. Thus having a meta model for a textual language, model-to-
model transformation approaches and especially graph transformation approaches can be applied
guaranteeing well-structured and well-typed transformation results. Moreover, even model-to-
text transformations can be verified according to interesting properties. It is up to future work
to test and probably improve the efficiency of model-to-model transformation implementations
compared to model-to-text transformations.

Last but not least, we can observe that the deployment of model transformation techniques in
software engineering increases and more complex forms of model transformations are needed
where not only one input and one output model are considered but a number of models are
involved. Example scenarios are coherent refactorings of several heterogenous models and/or
code, code generation from several interrelated models such as those in the Graphical Modeling
Framework [GMF], yielding a number of code files, model weaving, etc. Algebraic graph trans-
formation seems to be a promising formal basis also for such networks of model transformations,
since it is based on category theory which provides us with rigorous structuring concepts.
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