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Abstract

We formulate variational material modeling in a space-time context. The starting point is the description of the space-time
cylinder and the definition of a thermodynamically consistent Hamilton functional which accounts for all boundary conditions
on the cylinder surface. From the mechanical perspective, the Hamilton principle then yields thermo-mechanically coupled
models by evaluation of the stationarity conditions for all thermodynamic state variables which are displacements, internal
variables, and temperature. Exemplary, we investigate in this contribution elastic wave propagation, visco-elasticity, elasto-
plasticity with hardening, and gradient-enhanced damage. Therein, one key novel aspect are initial and end time velocity
conditions for the wave equation, replacing classical initial conditions for the displacements and the velocities. The motivation
is intensively discussed and illustrated with the help of a prototype numerical simulation. From the mathematical perspective,
the space-time formulations are formulated within suitable function spaces and convex sets. The unified presentation merges
engineering and applied mathematics due to their mutual interactions. Specifically, the chosen models are of high interest in
many state-of-the art developments in modeling and we show the impact of this holistic physical description on space-time
Galerkin finite element discretization schemes. Finally, we study a specific discrete realization and show that the resulting
system using initial and end time conditions is well-posed.

Keywords Hamilton principle - Variational material modeling - Space-time formulation

1 Introduction

Mechanics and mathematics share a common history: often,
mechanical problems inspired mathematicians to invent new
techniques to successfully describe the observed physical
phenomena. A prominent example is the brachistochrone
problem stated by J. Bernoulli in 1696 which was the ori-
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gin for the invention of variational calculus. Therefrom, a
long-standing fruitful history in the interaction of applied
mathematics and mechanics in variational material modeling
evolved, specifically the famous principles from Lagrange
and Hamilton which date back to 1788 [53] (Méchanique
Analytique!) and 1834 [36] (On a General Method in
Dynamics),” respectively. For a concise historical back-
ground, we refer to the preface of [S7]. A further example of
the interaction was the understanding that a thermodynamic
state is uniquely defined if and only if, along with displace-
ments and temperature, the current ‘inner state’ is known.
This idea, which originated from the pioneering works of
Onsager in the 1940s, was adapted in continuum mechanics
by introducing internal variables. This, in turn, stimulated a

1 http://sites.mathdoc.fr/cgi-bin/oeitem?id=OE_LAGRANGE__11_1_0.

2 https://www.maths.tcd.ie/pub/HistMath/People/Hamilton/
Dynamics/.
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strong and fruitful interrelation to mathematics by carefully
analyzing and discovering convexity properties of the free
energy density such as rank- 1-convexity, poly-convexity, and
quasi-convexity, e.g. [4, 5, 19]. Both the variational calculus
and the convexity properties are related to the mathemati-
cal field of analysis. A more recent example is also given
in the context of numerics: the internal variables allowed to
formulate modern mechanical models, e.g., for visco-elastic
and plastic materials, which were supposed to be evaluated
in a finite dimensional context as soon as the computational
power had reached a level which was necessary for the break-
through of the finite element method. Then, the interplay
of mechanical modeling and the development of suitable
numerical solvers established a strong cooperation between
mathematics and mechanics, which continues further devel-
oping since the 1980s, e.g. [80].

Mechanical models usually result in nonstationary, non-
linear, coupled partial differential equations, in which several
equations interact, and most often demand numerical solu-
tions including physics-based discretizations and physics-
based solvers. Moreover, such systems can be subject to
inequality constraints (as we will see in this work as well)
yielding coupled variational inequality systems (CVIS) [86].
For a holistic numerical analysis of these partial differen-
tial equations in space and time, the so-called space-time
approach is known since 1969 in the pioneering work of Oden
[66], Argyris and Scharpf [1], and Fried [29]. It has been
further developed since then; we refer the reader to recent
overviews [54, 55, 83, 87] and references cited therein.

In space-time modeling, temporal and spatial coordinates
are treated in one common continuum, the so-called space-
time cylinder, and then allow for a joint discretization. The
terminology ‘cylinder’ is commonly used, e.g., [54], and
has to be understood in a larger geometrical sense for all
cases in which both the spatial and the temporal geometries
are still ‘domains’; for the definition see for instance [21].
Specifically, this enables for common mathematical models,
a common mathematical theory, and a common numerical
analysis and corresponding algorithms. It offers the huge
advantage of analyzing the properties of the numerical solu-
tion of a physical problem in a holistic manner and thus,
to identify suitable solution strategies for a particular model.
Specifically, similar types of discretizations in space and time
(generically implicit, A-stable schemes, numerical stability,
e.g., [22]) are of interest. Often, these are Galerkin finite
element methods (FEM), either continuous Galerkin (cG),
discontinuous Galerkin (dG), or mixtures, as for instance
¢G in space and dG in time. This allows for flexible dis-
cretizations in space and time. In a natural way, higher-order
basis functions can be employed. Considering in particular
the temporal discretization in terms of FEM, the integral form
comprises information on the entire continuous time inter-
val I, rather than only at discrete time points f,,—1 and f,,
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as for finite differences. In the numerical analysis, this has
the advantage that well-known best approximation (Galerkin
orthogonality) and convergence results from FEM theory
can be employed that usually require weaker regularity con-
ditions of the governing functions than finite difference
schemes. Based upon these results, FEM-based a priori and
a posteriori error estimates can be derived, where the latter
enable error-controlled (space-time) adaptivity. Specifically,
working in optimization [39, 84] or dual-weighted residual
error estimation, e.g., [6, 10, 79] and selected chapters in
[71], the adjoint equation is needed which is derived and
discretized in a consistent fashion utilizing space-time mod-
eling. The biggest shortcomings in space-time discretizations
are often heavy notations, specifically when dG discretiza-
tions are involved, and clearly the computational cost and
memory requirements for truly space-time numerical solu-
tions [30, 78].

In the 1970s and 1980s, similar studies to ours by
using Hamilton’s principle and Hamilton’s law for model-
ing dynamics and elastodynamics in a space-time context
have been published [8, 68] and we also refer to the classical
textbook [26] in which engineering models are formulated
within space-time function sets and the research papers [6,
41, 42, 45], where specifically [42][pp. 327-332] provides
an exhaustive literature review from the late 80s viewpoint.
However, it seemed that space-time approaches were only
used for conservative and isothermal systems or they were
derived from the respective strong forms for the balance of
linear momentum and, in case of thermo-mechanics, the heat
conduction equation.

Our intention is to show in this contribution that these
procedures can be replaced: indeed and as already noticed
in various works, a space-time formulation was already
present in Hamilton’s principle of stationary action, which
is of special interest: it has recently been demonstrated
that an extended Hamilton’s principle yields the thermo-
mechanically coupled model equations following from the
stationarity conditions for all thermodynamic state variables,
which are displacements, internal variables for microstruc-
ture evolution, and temperature, cf. [46]. Consequently, the
extended Hamilton principle yields the space-time formu-
lation for thermo-mechanics of dissipative continua in a
holistic sense from a stationary principle which, form a
mathematical perspective, offers the benefit of providing the
correct test functions automatically.

It is worth mentioning that there exist other extremal prin-
ciples including thermal coupling. Examples can be found
in [11, 18, 60, 61], for instance. However, all of these
approaches share the very same procedure: to discretize first
the time derivatives. In a space-time context, this can be
interpreted that a special (dG) time approximation has been
chosen in advance to the evaluation of the stationarity. In
contrast, the Hamilton principle we use does not need this
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specification of the test functions. Conversely, the station-
arity conditions are all derived for arbitrary(ly smooth) test
functions. This implies that our formulation offers the most
general formulation. Consequently, the modeling of coupled
mechanical continua via this stationary principle directly
results in a holistic space-time formulation for all state vari-
ables. It hence serves as further example of how mechanics
and mathematics are overlapping research areas with mutual
exchanges. We demonstrate this important understanding by
means of four specific mechanical models which cover many
possible types of equations in solid mechanics. These are
the elastic wave problem, rate-dependent, rate-independent,
and gradient-enhanced equation types which result in ordi-
nary differential equations, differential-algebraic equations,
partial differential equations, and variational inequalities,
respectively. These all demand their own, specified space-
time formulations. A comparable approach has been pre-
sented in [31] which was restricted to systems with no internal
variable. The previous descriptions can be summarized as
novelties in a compact fashion as follows:

1. Analysis of the classical principles of stationary action
and virtual work regarding boundary conditions;

2. Derivation of mathematical-consistent space-time formu-
lations from an extended Hamilton principle;

3. Detailed explanation of boundary conditions on the end-
time cylinder part, including a prototype numerical sim-
ulation;

4. Numerical discretization using Galerkin finite elements
in space and time in which the temporal part is based on
discontinuous Galerkin (dG). A well-posedness analysis
for three time points of the fully discrete elastic wave
equation is included as well;

5. Correspondance of classical strong formulations and
space-time weak formulations in order to address research
communities starting from strong forms and vice versa.
These correspondances are explicitly stated in the
Appendix for each of our four principle problems to have
a one-to-one comparison.

The outline of this paper is as follows. First, in Sect. 2,
we introduce and describe the space-time cylinder and recall
the fundamentals of thermodynamics. Specifically, the key
notation is introduced as well as all boundary conditions
on the space-time cylinder surface. Second, we discuss the
boundary conditions for the classical extremal principles of
stationary action and virtual work in Sect. 3. In Sect. 4,
we setup the notation, recall the extended Hamilton prin-
ciple and provide a further roadmap of the paper. In Sect. 5,
we introduce a reformulated Hamilton functional which
results in a mixed formulation and apply it to the elastic
wave propagation for which a numerical simulation result
is presented. In Sect. 6, we address visco-elasticity. Next,

in Sect. 7, we consider elasto-plasticity with hardening, and
in Sect. 8, gradient-enhanced damage modeling will be dis-
cussed. In Sect. 9, we present a numerical discretization of
the gradient-enhanced damage model; here, also a numerical
regularization of the variational inequality is proposed. Our
work is summarized in Sect. 10 in which also some future
directions will be given.

2 Mathematical and thermodynamic
preliminaries

2.1 Notation

Let © c R4 be a bounded domain (connected set of points),
where d = 3 is the dimension. Let 02 be a sufficiently
smooth boundary such that an outward pointing normal
vector n can be defined. Specifically, 02 = 9Qp U 0QN
and 0Q2p N 92N = ¥ with 9Q2p denoting the boundary
with Dirichlet conditions and 92N denoting the bound-
ary with Neumann conditions. Moreover, for each problem
(later three in this work), the respective Dirichlet and Neu-
mann boundaries are distinguished by d2p 5, 32p g, 92D 4
and 02N 4, 02N,9, 02N,«, and they are respectively non-
overlapping for each variable. Next, the time interval is
denoted by I = (0,7) with the end time value T €
]0, oo[. The closures of €2 and [ are denoted by Q and
I, respectively. For the mathematical descriptions we often
employ (a,b) = [,a-bdV whena,b € R¢. The same
notation is employed for second-order tensors: (A, B) =

JoA : B dV when A,B € R where the Frobe-
nius scalar product (double contraction) is defined as A :
B = sz j=1AijBij. The Frobsr;ius norm is denoted by
Al == |AllF = (Z?,j:l Alzj) and the Euclidian norm

1/2
by llall == (X, ?) * fora e RY.

2.2 Solution sets: function spaces and convex sets

For the mathematical descriptions of the problem statements
in this paper, we work with the usual Hilbert spaces L2(£2)
and H'(Q) and their time-dependent extensions, namely
Bochner spaces, LZ(I , V), which means L? regularity in
time of functions mapped from the time interval I to val-
ues in V, where V := L?(Q) or V := H'(Q); see, for
instance, [88] or [52] or [56, Chapter 1]. Furthermore, for
differentiation in normed function spaces, we introduce some
notation below and refer for a compact summary of impor-
tant concepts such as Gateaux derivatives and chain rules to
[21]. Since we frequently deal with variational inequalities
(and coupled variational inequality systems (CVIS) [86]), we
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also need convex closed sets, e.g., denoted by K, in suitable
function spaces; see e.g., [26, 50].

2.3 Definitions

Continuous physical bodies are characterized by a closed
set @ C R?. Then, material properties are assigned to all
spatial points x € € such that these spatial points are
referred to as material points [21, 40, 73]. The properties
of the material points can be both time-independent and
time-dependent. The time-independent properties are usually
referred to as material parameters which can be experimen-
tally determined for a specific material. The time-dependent
properties, in contrast, characterize the thermodynamics state
and are thus referred to as thermodynamic state variables.
Examples for the internal variables might be plastic strains,
damage states, volume fractions, concentrations, or com-
binations of the latter. In this contribution, we investigate
dissipative thermo-mechanics for which the thermodynamic
state is uniquely set by the displacements u, the material-
specific internal variables o, and temperature 6. Then, we
arrive at

Definition 1 (Thermodynamic state) The thermodynamic
state is defined by the set

A={u,a b} €))]

which provides full thermo-mechanical information includ-
ing dissipative effects.

The set of state variables needs to be adjusted depending on
the material behavior to be described. For instance, for dis-
sipative electro-thermo-mechanics, the electric field E and
the magnetic field B need to be added. On the other hand, for
purely reversible processes, the thermodynamic state reduces
to A® := {u, 6}. Then, the physical state is given by evalua-
tion of all elements in A for all elements in 2, 1.e., u = u(x),
a = a(x), and 6 = 6(x), where the spatial domain 2 > x
can be imagined without loss of generality as a circle. How-
ever and as mentioned, the thermodynamic state variables
are time-dependent. This property can be included into the
schematic picture by extruding the circle into the perpen-
dicular direction, which denotes the time dimension. The
resulting ‘geometric’ object is thus a cylinder in the space-
time continuum. The dimensions are given by the geometric
length [m] , i.e., the radius of the circle, and the time length
[s], i.e., the height of the cylinder, and they are given in SI
units. However, the presented derivations in this work hold
true for arbitrary three-dimensional spatial domains with
sufficiently smooth boundaries. Thus, we arrive at (see for
instance [52, 56])

Definition 2 (Space-time cylinder) Let R4*! be the (d + 1)-
dimensional Euclidian space with points (x, ¢), where x =

@ Springer
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Fig.1 Schematic plot of the space-time cylinder for a two-dimensional
spatial domain

(x1,...,xq) € R The space-time cylinder is defined by
Q:=QxI (2)

with the time interval I = (0, T), with t € I, where T €
]0, ool is the end time point, and Q2 C RY is the spatial
domain.

Of course, the space-time cylinder transforms to a four-
dimensional space with the coordinates (xi, x2, x3,¢) and
arbitrary shape for a general three-dimensional spatial
domain. A schematic plot of the space-time cylinder for a
two-dimensional spatial domain is given in Fig. 1. We rec-
ognize

Definition 3 (Integration over the volume of the space-time
cylinder) The integration over the volume of the space-time
cylinder for an integrable scalar-valued function f : 0 — R
with f = f(x,t) is given by

Bol f] :://f(x,t)dth. 3)
1JQ

2.4 State variables

It has been demonstrated in a recent publication [46] that
an extended Hamilton principle provides not only the gov-
erning equations for the displacements, in analogy to the
principle of least action; in contrast, it provides the govern-
ing equations for all thermodynamic state variables which
are the displacements u = u(x,t), the internal variables
o = a(x,t) which describe the microstructural state, and
the temperature & = 0(x, t), see [46]. All thermodynamic
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state variables are functions of space x € Q and time ¢ € I;
consequently, all state variables are elements of the space-
time cylinder: (x,¢t) € Q,u : O — R, a: Q0 — R
ora : Q — R4 depending on the specific microstru-
ture evolution to be modeled, and 6 : Q — R. The internal
variables are interpreted in the following derivations as vec-
torial quantity; for other cases, e.g., scalar- or matrix-valued
internal variables, the products have to be adapted accord-
ingly, i.e. the scalar products (e) - (e) reduces to (e)(e) for
scalar-valued internal variables or expands to (e) : (e) for
matrix-valued internal variables.

2.5 Space-time boundary conditions and evolution
laws

The thermodynamic state A is not fixed but time-dependent.
To be more precise, it depends both on the externally applied
conditions at the space-time point (x, ¢) and also on the states
at other points in time. Consequently, two quantities are of
interest

1. the boundary conditions and
2. the evolution of A within the space-time cylinder.

We will come to 2. later. For the first part, we can return to
the figure of the space-time cylinder.

2.5.1 Space-time boundary conditions

First, we introduce

Definition 4 (Boundary of the space-time cylinder) The
boundary of the space-time cylinder is defined by

30 = {9Q x IYU{Q x ). 4)

We see that the lateral surface (i.e., classical boundary con-
ditions of the spatial domain) of the space-time cylinder is
defined by {02 x I} whereas the end faces are defined by
{2 x d1}. To capture the entire space-time cylinder, we thus
need to define the boundary conditions at all surfaces. Specif-
ically, we notice that 0/ = {0, T} with 0/ = dlp U dlr,
wherein the boundary part d/p = {0} constitutes the well-
known initial condition. Specific definitions for r = T (end
time space-time cylinder face) are rather unusual in the clas-
sical literature and much less (if at all) discussed; we refer
the reader for a further discussion to Sect. 3.4.
We thus specify the integration over the surfaces by

Definition 5 (Integration over the surface of the space-time
cylinder) The integration of an integrable scalar-valued func-
tion f = f(x,t) over the lateral surface of the space-time

369
v*(z,T) = vi(x)
t*(mg,t)
u*(zy, t) =0
/
t*(wa,t) =0

v*(x,0) =: vi(x)

Fig. 2 A spatially two-dimensional representation of the space-time
cylinder including boundary conditions, exemplary for the displace-
ments: Dirichlet boundary conditions are indicated in yellow; spatial
Neumann boundary conditions are indicated in green; temporal Neu-
mann boundary conditions are indicated in blue. (Color figure online)

cylinder is given by

Byalf1:= / Flx. ) dA dr, 5)

1J0Q

and the integration of a different integrable scalar-valued
function p = p(x, t) over the end faces of the space-time
cylinder is given by

Byilp] = / f px.1)dV ds. ©)
ol JQ

Here, dA indicates the integration over the spatial surface
d€2 and ds indicates the integration over the temporal sur-
face d1. We specify the respective boundary integration for
some scalar-valued function g on the Dirichlet and Neumann
boundaries for the three governing variables u, 6 and « by

Byap . L] 2=// gdAdr
1 J0Qpu

By ,.l8] = f / gdA dr
1Joaon

BBQD,Q[g] ::// gdAdt
1 J0Qp.e (7)

Bioslg] == / / gdAdi
1 JOQNg

BaQDa[g] :Z_// gdAdr
1 Jop.q

Byay .81 = / / gdAdr
I JOQN o
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and the initial condition

BMQBP==éng ®)

t=0

The results of the operators for surface integration, i.e., By
and By, have the same physical units.

The notation for a function f = f(x,t) and its space-time
boundary conditions, i.e., spatial boundary conditions as well
as temporal conditions is as follows:

fxy, 1) =: f*
fx,t=0 = f )
fx,t=T) = f7

where x5 = x € 9. Moreover, f* is also used to indicate
quantities which depend on the current material behavior and
which thus need to be modeled. Hence, they are treated as
given data, which are frozen variables during variations, i.e.,
8 f* = 0. The space-time cylinder including all boundary
conditions is schematically plotted in Fig. 2.

Let us assume that the function f is a traction and thus
has the physical SI unit N/m?. Then, it holds that Bjq has
the physical unit Nxs. Furthermore, if f has the physical
unit N/m2, it follows that p has the physical unit % %, i.e.,
p has the unit of a volume-specific linear momentum. The
time dimension is, in contrast to the space dimension, scalar-
valued. The fundamental theorem of calculus implies that
[, pds = p(x, T)— p(x,0). Consequently, [, p(x,1)dV
already needs to yield the final unit of By;[ p], which needs
to be identical to Byg[ f]. Thus, p has the physical unit I% %

2.5.2 Evolution of A within the space-time cylinder

It remains to provide the second quantity of interest: the
evolution of A in the space-time cylinder, i.e., we need to
describe how the thermodynamic state variables evolve over
space and time. As we will show in the next section, this can
be holistically achieved by an extended Hamilton principle.

2.6 Fundamental balance laws of thermodynamics

The starting point for the derivation of the extended Hamilton
principle are the fundamental balance laws of thermodynam-
ics specified via the first and second law of thermodynamics.

The first law of thermodynamics (balance of energy) is
given by

/Kdt+/€dt:/Wdt+/th (10)
1 1 1 1
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with the following energy functionals:

1. kinetic energy

L.
K := Klu] :=/ —plla|)? dv

Q2
2. internal energy
E:=¢fu,a,l] ::/ VY(e,a,Va,0)dV +/ Os dV
Q Q

3. external mechanical work
W::W[u]::fb*-udv+/ t*-udA

Q N u

4. external thermal work
Q:://h*dtd\/—/ /n~q*dtdA.
Q QN0

Here, p is the density with the unit [p] = kg/m3, W is the
free energy density with the unit [¥'] = J/m>, ¢ = V¥"u =
%(Vu + uV) is the dimensionless linearized strain, and s is
the entropy density with the unit [s] = J/ (Km?3). Quantities
marked with (e)* are externally given and thus do not follow
from any stationarity condition, but need to be modeled. In
a practical sense, this means that they are treated constant
when computing a variation. Body forces are denoted by b*
with the unit [b*] = N/ m3, the traction vector is £* with the
unit [*] = N/m?, the external heat source is #* with the unit
[A*] = W/m?, and the heat flux is termed as g* with the unit
[¢g*] = W/m?. Furthermore, n is the outward pointing unit
normal vector. For later use, let us introduce the mechanical
stress o, which is related to the free energy density by

ow
o =—,
0e

Y

with the physical unit [6] = N/m? and the heat flux vector
q*, which is modeled by Fourier’s law as

g = —wVo* (12)

with the heat conductivity w, having the unit [w] = W/(mK).
Later from Sect. 4 on, 8* will be replaced by 6 in all station-
arity conditions that follow.

Remark 1 The thermal work Q results as time integration of
the thermal power P"e™ .= / h*dv — / n-q* dA.
Q RN

The negative sign ensures an increase of energy in the body
when the heat flux vector ¢* is pointing inside of the body.

The second law of thermodynamics (balance of entropy)
is given by

S=Qi+Q+D (13)
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where S := %S, with the following temperature-specific
energy functionals:

1. total entropy S:= [ sdv
Q
, h*
2. entropy source Q= [ —av
‘ o 0
3. entropy flux O = —/ n-Laa
aong 0
4. entropy production D := [ A®dV
Q

Remark 2 Trreversible processes are characterized by a strictly
positive entropy production A% > 0 while A®> = 0 holds
for reversible processes. Moreover, from A% > 0, it follows
S > 0 which is the well-known Clausius-Duhem inequality.
The division of 4* and ¢* by temperature ensures (13) to
be a one-form (also known in German as Pfaff’sche form),
e.g., we have for reversible processes the path-independence
of the integrals in S(T) = S(0) + [, Q5 dr + [, Qf dr,
i.e., the value of S(T) can be determined by evaluating the
antiderivatives of QF and Q3 on I and thus only depend on
the values at the beginning and the end of the time interval.

2.7 Free energy and total potentials

Next, we continue with the free energy:

Definition 6 (Free energy) Let us define the free energy as

Glu, o, 0] :=/ V(e,a, Va,0)dV. (14)
Q

Then, the first and second law of thermodynamics can be

combined by elimination of #* in Q in (10), and rearranging
yields

/Kdt:—/gdt+//b*~udth
1 1 1JQ
+// t*-udAdt—///ésdthdt
1J9QN 1J%
1
—///—q*~V9dthdt
1JeJ 0
—///Asedthdt.
1JQ

It is worth mentioning that an indefinite time integral is
present in the last three terms in (15) due to the definition
of the thermal work Q, cf. [46] for more details.

s5)

Furthermore, we come to

Definition 7 (Total potential) We define the total potential in
the space-time cylinder by

91:=/th—//b*-udth—// ¢ udAd (16)
1 1JQ I JOQNu

where Bo[b* - u] and Bjqy ,[t* - u] are the external contri-
butions to the total potential.

The thermodynamic state of each material point in the space-
time cylinder x € €2 is expressed by the momentum vector
defined by dm &t where dm is the mass of the material point.
Then, the evolution of the thermodynamic state can be related
to a scalar when integrating the momentum vector in the
space-time domain. This scalar is referred to as action. The
position within the space-domain is uniquely related to the
time-dependent displacement vector u. This motivates to
define the action for each material point by

dA::/dmit-du:/,oit-dudV 17
u u

with fixed start and end points ug := u(0) and ur = u(T),
respectively. Due to the time dependence, the displacement
increment can be reformulated by du = zdr. Consequently,
we obtain for the action of the total body

A=/ dA://,oit'dudV
A QJu
=//p||i4||2dth=/21Cdt.
1JQ 1

The action can be interpreted as integration of ollie||* over
the volume of the space-time cylinder, i.e., A = Bpl[plli 121
Later, we will explicitly work with the velocity variable
defined as v := u.

Similarly to the boundary terms for the total potential, we
arrive at

(18)

Definition 8 (Total action) We define the total action by
expanding .4 by boundary terms at the end faces of the space-
time cylinder. This results in

Ajp :=A—/ /pit*~udVds
a1 Jo

=//p||i¢||2dth—/ /pu*-udVds, (19)
1JQ ol JQ

where put* is the volume-specific linear momentum with the
prescribed velocity field &* at the end faces of the space-time
cylinder, i.e.,att = 0 and t = T, respectively.

Remark 3 We notice that the time boundary integral

//pl't*-udVds
a1 JQ

includes the difference of both temporal boundaries, namely
atr = 0andt = T. Specifically, the possibility of prescribing
acondition for &z ont = T is rather unusual since we pretend
the solution # at the end time; we refer the reader to Sect. 3
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and Remark 6. As we will demonstrate, this indeed provides
more flexibility for the formulation of boundary conditions.
Further details about this alternative understanding are also
provided in our discussion in Sect. 3.4.

3 The principle of least action and boundary
conditions

The purpose of this section is the mechanical analysis of
the standard procedure of extremal principles in mechan-
ics. First, we demonstrate special requirements on the test
functions. Then, we show how modified functionals yield
stationarity conditions that also include the boundary/initial
conditions in weak form. This observation motivates us
to formulate boundary conditions on the entire space-time
cylinder (including end time conditions) which do not pose
any requirements on the test functions. However, we notice
that the entire procedure presented remains also valid when
classical functionals are used.

3.1 The classical principle of least action

Let us start with the principle of least action which is usually
stated for systems of rigid particles in standard form as

1 1
LS = /1 (qu‘z - Edqz) dt — stqat (20)

with the coordinate ¢ = ¢(t), the mass m and the positive
spring constant d. The stationarity condition reads

SLE = / (mqdq —dqdq) dt
I
=mq 8qli=r — mq §qli=o
- / (mg +dqg)éqgdt =0 Véq 21
I

which can only be fulfilled if and only if

1. the (strong form) differential equation mg +dq = 0 holds
true and
2. the test function g vanishes fort =0and¢ =T.

For solving the differential equation in Condition 1, two
conditions are required which might be initial or boundary
conditions on t = {0, T}, i.e., we need to assume informa-
tion on the position and/or velocity at the starting or/and
end point. Usually, the position and velocity at r = 0 are
prescribed, i.e., initial conditions are chosen. These condi-
tions are mainly used since they are immediately plausible
because of temporal causality, when information goes into
the direction of positive time. However, other choices are
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also admissible. Furthermore, the test function §g needs to
fulfill the constraints on the boundary of the time interval in
Condition 2. This property is usually neglected in numerical
implementations.

3.2 The principle of least action including initial
conditions

The fundamental idea is to postulate an extended action func-
tional whose stationarity condition also yields the usual initial
condition as discussed above. To achieve this goal, we model
the extended action functional by

1, 1 .
£ ::/ —mg® — =dq® ) dt + mgjqli=o
2 2

1 ~ *
+58(a = g3)*li=0 — stat (22)

where ¢ and g denote some prescribed initial conditions
for the position and velocity, respectively, and ¢ is a penalty
parameter with the physical unit [¢] = kg/s. The stationarity
condition is computed to

sL'C = / (mg 8¢ — dq 8q) dt
1
+mqydqli=o0 + ¢(q — q3)8¢li=0
— md 8qli=r — mdj 5qimp — / (m + dg) 8q di
1

+mqdqli=0 + ¢(q — q3)8qli=0
=mq 8qli=r — m(q — 43)8qli=0 + ¢(q — q{)qli=o

- / (m +dq)8q dt =0 Vsq . (23)
1

Then, the following conditions must be fulfilled as stationar-
ity condition:

—

the differential equation mg + dg = 0 holds true,

2. the test function g vanishes forr = T,

3. the initial position equals the prescribed one by ¢ = g
attr = 0and

4. the initial velocity equals the prescribed one by ¢ = ¢

atr = 0.

By using this extended functional, the initial conditions arise
naturally in the weak form within the stationarity condition.
However, the constraint on the test function at the end time
(Condition 2) is still present.



Computational Mechanics (2024) 73:365-402

373

3.3 The principle of virtual work including initial
conditions

The principal of virtual work is related to the principle of
stationary action in Sec. 3.1 by

:/(K—g,) dt — stat . (24)
I u

For solving this problem, the finite element method can be
applied. However, it remains to model the boundary and/or
initial conditions. The goal is to propose an extended func-
tional from whose stationary conditions the boundary and/or
initial directly follow in weak form. To this end, we postulate,
in analogy to Sec. 3.2, the following extended total potential:

LVWIC :=/(IC—Q1) dt+/pz'46~udV
I Q

t=0

(25)

1
+/Q§c,,||u—u;;||2 dv| - stat

t=0

with the initial displacement and velocity fields uj and i,
respectively, and a penalization parameter ¢, with the phys-
ical unit [c,] = kg/(m3s). The stationarity condition is
computed as

SuLYWIC = //pu sudv dr — /
+/fb*-5udvdt+// t* - SudAdr
1JQ I JOQNu

+/,0it6~8udV
Q

:6edV dr

t=0

=0 Yéu
=0

+ / cu(u —ug) - SudV (26)
Q

Let us perform integration by parts in space and time. This

gives us
s LYWVAC = / pu-Su dV / pu-SudV
Q

//,ou Su dV dr
—//V~(o~8u)dth
1Jg
+//Voa~8udth
1Jg
+/[b*~8udth+// t* - Su dA dr
1Jg 1J3QNu

+/,oit6o8udV
Q

t=0

t=0

+/cu(u—u6)-8udV =0
Q

t=0

Vou (27)

where we made use of the constitutive relation ¢ = dW/de.
Let us collect the terms with identical integrals and those
evaluated at the same time points. Furthermore, we make
use of Gauss’ theorem. Then, we obtain

/pd-SudV

Q t=T
/,o(u—uo) SudV
f/ pi—V - a—b*) Su dV dt

—/f (n-o—t*)-SudAd
1 oo

+f cu(u —ug) - Su dvV
Q

auﬁVW,IC —

=0 Yéu.
t=0

(28)

Due to the independence of the respective integrals, the terms
above must vanish individually. We thus identify the follow-
ing conditions to hold true for stationarity of £VW-IC:

1. the balance of linear momentum pii — V - ¢ — b* =
O0V(x,1) e Qx I,

2. the spatial boundary condition n -
QN X I

3. the test function du vanishes for ¢t = T';

4. the initial velocity equals the prescribed velocity & =
g Vx,t) € Q x {0};

5. the initial displacement field equals the prescribed one
u=uyVvx,t) e Qx {0}

o = t*V(x,t) €

Concluding, the formulation of extended functionals
enables us to obtain boundary and/or initial conditions in
weak form. The strategy of extended functionals is thus
equivalent to the usual way of modeling the boundary and/or
initial conditions. However, the usage of extended function-
als provides the advantage to obtain the weak form from the
stationarity condition whose solution in a space-time setting
directly fulfills the prescribed conditions. As we see later,
a different extension can be formulated which is free of any
constraints on the test functions (as Condition 3 above); here,
as consequence, the velocities at the initial time and end time
have to be prescribed for which a physical interpretation will
be given below.

3.4 Boundary term at the end time face of the
space-time cylinder

Regarding our goal to derive the entire boundary value prob-
lem in a holistic manner from a stationary principle, it is
unsatisfactory that the boundary conditions are to be modeled
additionally to the postulation of the functional. Furthermore,
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restrictions on the test functions are questionable when the
stationarity conditions are interpreted in the holistic perspec-
tive of the space-time domain. Thus, we aim at formulating
an extended functional which is free of these requirements
while simultaneously yielding the required boundary condi-
tions in weak form. As we will see in Sect. 4, this goal can be
achieved. However, the boundary conditions are then given in
terms of temporal derivatives, i.e., the velocities, which need
to be known both at the beginning and at the end of the time
interval I. Since rather unusual when compared to classical
approaches, we discuss the end time space-time boundary
condition in more detail.

As already mentioned, this condition is an end time condi-
tion of the temporal part. An extensive literature research in
space-time contributions, e.g., [6, 41, 54, 55], did not reveal
the need for end time conditions to the best of our knowledge.
However, discussions can be found, for instance, in [41][p.
340] and [81]. There, the end-time condition is argued to
contradict causality (information is transported into the pos-
itive time direction) since in this case solutions depend on the
past and the future. This perspective is motivated by inter-
preting time as a unidirectional coordinate in which physical
processes evolve. In this work, we interpret the space-time
domain as a holistic four-dimensional object in which time
does not have a specified direction. We will see that our for-
mulation as a stationarity problem yield less restrictions for
the test functions while simultaneously the boundary condi-
tions appear naturally in weak form also on /7 = {T'}. This,
however, does not contradict causality of the time domain
since time is considered as a unity. We will see furthermore
that only temporal Neumann boundary conditions, i.e. in
terms of the velocities, appear at the start and end time face of
the space-time cylinder; see also Remark 6. In turn, classical
initial conditions for the function in term of Dirichlet bound-
ary conditions are here not necessary anymore. Interestingly,
this condition arises only due to the fact that we start from
the viewpoint of a stationarity problem, namely Hamilton’s
principle. In classical formulations that begin with the strong
form, the end time condition is not required, which, in com-
bination with the deduced argument of causality, may be one
of the reasons why this setting is not employed so far in the
literature.

4 The Hamilton principle as guidance
through the space-time cylinder

The Hamilton principle can be interpreted as generalization

of the well-known principle of least action for rigid bodies
as presented above.
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4.1 Extended Hamilton functional and
Euler-Lagrange equations

Replacing one of the kinetic energies in (19) by (15) results
in the extended Hamilton functional, cf. [46], denoted here
as HEX:

HX [, a, 0] ::/(IC—Q,—/ /ésdth
1 Q
1
—/f—q*-V@dth—[/ASOdth)dt
Q) 0 Q

_ / Claldr | (29)
1

For a holistic representation, we add additional terms to
include Dirichlet boundary conditions and initial data in weak
fashion in analogous fashion as presented in Sect. 3.3. These

parts are collected in the functional HBC defined as

1
HBCu, a, 0] :=f/ —cyllu — u*|)? dA dr
1 Jaqp. 2

—/ /pit”~udVds
a1 JQ
1 * 12 1. * 12
+ —Cqlle —a™||“ dA dr + =7 [l — ag|” dV
1 Joap. 2 Q2

1 1
+// 769(9—9*)2dAdt+/ —i (0 — 63 dV
1Jaqpy 2 Q?2

with the penalty constants c¢,, ¢y and c, with the physi-
cal units [c,] = kg/(m3s), [ca] = kg/(ms) and [cg] =
kg/(msK?), respectively, and the heat capacity « with the
physical unit [¢] = J/(m’K). The parameter 7 and its phys-
ical unit depends on the respective model. As demonstrated
later, it might be a viscosity (see Sect. 6), a yield stress
(see Sect. 7) or an energetic threshold value for microstruc-
ture evolution (see Sect. 8). It is worth mentioning that
the integrals evaluated at + = O set the initial conditions
for temperature and internal variable whereas the integral
By[pw* - u] sets the initial and end velocities which are the
temporal gradients of the displacements. Then, we obtain

t=0

(30)

t=0

Hlu, a, 0] := H*¥[u, &, 0] + HEC[u, «, 6], 31)

which constitutes of the physically motivated parts in HEX
and the mathematically motivated parts in HBC. The weak
imposition of Dirichlet values is often done in discontinuous
Galerkin (dG) methods, e.g., [23, 76], and goes back to [64];
see also [3]. In Sect. 9, we employ dG in time, where we
prescribe initial conditions in an analogous fashion.

The Hamilton functional was complemented by the func-
tional C which accounts for model specific constraints. More
details will be provided later. It is worth mentioning that the
boundary term By;[pi* - u] results in boundary conditions
at the end of the time interval, i.e., at t = {0, T'}. However,
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different other options are possible as discussed in Sec. 3.
These different options do not restrict our derivations which
follow. In our opinion, the functional as proposed in (31)
yields the physically and mathematically most convincing
formulations.

The Hamilton principle postulates stationarity of the
Hamilton functional H in (31) with respect to all variables,
ie.

SHlu, o, 81(6u, S, 560) = 6, Hlu, o, 0](Sur)
+SaHlu, o, 0]1(5et) + So'Hlu, o, 01(50)
=0 Vdu,du,s0

Proposition 1 (Total derivative) Let F : Q C X — Y be
a mapping, where X = X1 x X3 x X3, here with u €
X1,0 € X»,0 € X3, and Y are normed vector spaces and
Q is open in X. If F is differentiable at a point a € Q, the n
(aboven = 3withu, a and8) partial derivatives 9; Fla](da)
for 1 < j < n exist and it holds into all directions §a =
bay, ..., b%a,) € X that

375
SuH =0
e H =0 (32)
SoH =0

System (32) constitutes the well-known Euler-Lagrange
equations which are mathematically the first-order necessary
conditions for optimality.

Definition 9 (Gdteaux derivative) Let X and Y be normed
vector spaces and €2 be open in X. Note, in this paper Y = R.
Let 7 : Q2 C X — Y be amapping and a € 2 and non-zero
vector da € X and assume thate C R — Fla +€da]l € Y
is differentiable at € = 0. Then, F has at a € 2 the Gateaux
derivative into the direction éa, i.e., a directional derivative,
which is defined by

Fla + €da]
€

$Flal(3a) := lim — Flal :

with 8 F[a](8a) € Y.

Proposition 2 The Gdteaux derivatives of H are computed
to be

ow
/(/— sedv — /b* Sudv — / .audA)dz
1 de
—f?,ou udvVdr — // cu(u —u*) - (SudAdt—l—/ /,oit*ocSudVds:O Yéu
I Qa\y aszDu Q
/(/ 27 sadv + . 5Va dv+/ pliss* s dV+8aC> dr
1 NJo da 93 Q
(33)
— ca(ot—a*)-SotdAdt—/F(oe—aa)-(Soth =0 Via
1Jag. ) Q =0
1 - ow 0w
0+ V- —0 T € —0 -0 )86 dr dV dt
/I/ng (K TV -0 €+[8(x 8980[] “)
1
f/ 09(9—9*)86dAdt—/K(@—G{)’)éedv —// f—n-q*aedtdAdzzo V86
1J0Qpe Q t=0 I JOQN 0

> 9;Flal(say).

j=1

F'la)(8a) =

A proof can be found in [21, Theorem 7.1-2, p. 455]. In (4.1),
we identify F := H and a = (a1, ay,a3) = (u,a,0) and
lastly ay := du, dar := S and Saz = §6.

Due to the independence of the variations of the displace-
ments, the internal variables, and the temperature, i.e., u, S
and 80, respectively, the necessary conditions are evaluated
independently:

where Su, Sat, 80 are admissible directions in suitable func-
tion spaces. The condition (33)1 is also known as principle
of virtual work and is mathematically known as the so-called
weak form of the balance of linear momentum. In contrast
to classical formulations, we receive here the boundary con-
ditions in weak form at the beginning and end time for the
velocities: — [} [q pu-8udV di+ [;, [o pi*-SudV ds =
— [o1 Jqp@ —a*) - Su dV ds + [, [q pii - Su dV dt =
— Jop@—i*) - SudV|—o— [op@—u*) SudV|—r+
f[ fQ pti - Su dV dt. Here, we used mass conservation, i.e.,
p = 0. Furthermore, we receive the Dirichlet boundary con-
ditions for the displacements, the internal variable and the
temperature on the respective boundaries 0Qp yu, 02D, and
02p.0.

For the computation of the variations in (33), we start from
(31) and employ Definition 9. Then, we differentiate in the
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points @ := u, a := « and a := 6 into the directions
da = du, a = Sa and Sa = 50, subsequently. The first
equation is obtained from 8, H[u, e, 0] = 8, [,(K[u] —
Glu, a,01) di + 8, Bo[b* - ul + 8uByqy, [ % llu — u*|*] +
SuByqy [t -ul — 4By [ pi* - u], where we notice that & :=
&(u). The second equation is obtained from 8, H[u, o, 0] =
Sa( f;(—Glu, @, 01— [ DAV) di+Bygp [ % lee—a*[*]+
Jo 5l — afll> dV]—o — Cla]) with the definition for
the dissipated energy D := [ A*@ dr which is modeled
as D = p9S* . g The third equation is obtained from
SoHlu,a,0]1 = 8o([,(~Glu,a,0] — [, [6s dt dV —
fof 2q*-VOdtdV — [, [ AS*6 dtdV) dt+Bygy, ,[£ (6 —
01+ [ 50 —63)* dV|,—o) with the definition of the heat
capacity k := —092W/30>. Here, we made use of the con-
stitutive equation for the entropy s = —dW /96 and modeled
the entropy productionby AS* = —9dW/da-a /6. For details,
we refer to [46].

Remark 4 Modeling the dissipated energy D = [ AS*6 dr
independently of A%* violates the fundamental theorem of
calculus. However, this is intended: physically observed
path-dependence is achieved by doing so. More details on
the derivation of (33) are provided in [46].

Proposition 3 (Isothermal and quasi-static problem state-
ment) For the isothermal and quasi-static case, the station-
arity conditions in (33) reduce to

are treated constant during variations (which is indicated by
(®)*). In the same sense, the displacement-dependent trac-
tions, i.e., t* = t*(u), are kept frozen for the variation. As
a counter-example, the variations are considered for fluid-
structure interaction since they serve here as ‘internal’ forces
acting within the fluid-structure system.

Let us investigate (34), further: integration by parts of the
second integral results in

ow ow
—:SVochzf n-— S dA
Q Vo BQN,a Vo

v
—/V~—-8adV (36)
Q IVa

with the normal vector r on the surface of the body indicated
by 0Q2 = 0Q2p, ¢ UIQN 0, 02D, 0 NINRN,¢ = ¥, where the sur-
face with Dirichlet boundary conditions is denoted by 0€2p ¢
and the one with Neumann conditions by dQ2n 4, respec-
tively. Since the volume and the surface of the body may be
chosen independently, the stationarity condition demands the
volume and surface integrals to vanish individually, which is
mathematically well-known as the fundamental lemma of the
calculus of variations, e.g., [21].3 Consequently, we obtain
from (34); the strong form

ov
/( —:83dV—/b*~8udV—/ t*~8udA)dt—/p(it—it*)~8udV
1 \Ja de Q AN Q 1=0
—fp(it—it*)wSudV —// cu@ —u)-SudAdr =0 Yéu
Q =T I JoQp.u (34)
v v diss,*
( 7 sadv 4+ | 2 . svadv + [ pdis -(Scde+6aC>dt
1 Q Ja Q oVa Q
- ca(a—oc*)~8¢didt—/F(a—ag)-éudV =0 Véa
1J0Qp.4 Q 1=0
issi j j BN aw  gAdss
wh'ere du and So are admissible functions from suitable Wy, " _0 VreQ 37)
function spaces. o IVa dor

Proof Follows immediately from Proposition 2 when there
are no temperature variations, i.e., 86 = 0 and no velocity
variations, i.e., u = 0. |

The non-conserving forces are usually derived from a so-
called dissipation function A4S by

g Adiss
deSS,* = a(x . (35)

The non-conserving forces p4iss* are related to changes in

the microstructure of the materials. They need to be modeled
depending on the experimentally observed material behav-
ior. Consequently, they are treated as ‘external’ forces which
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with the Neumann condition

W
nooo— =0 Vx € (38)

and the Dirichlet and initial conditions

3 For Poisson’s problem in the classical mathematical finite element
literature, the derivation of the strong form from the variational formu-
lation is discussed in detail in [16, Chapter 5].
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a=0o" V(x,1) €dQpg x I,
a=a) Y(x,1)e Q2 x{0}. (39)

Defining the (extended) thermodynamic driving force by

ow ow
v

=—— C—_, 40
P= "0 WVa (40)
the local condition (37) can be written in short as
aAdiss aAdiss
-p+——=0 <& — =P 41)
Ja da

which is (an extended version of) the famous Biot equation
[12, 13]. Considering the functional dependency AYS =
A% (&), we recognize that the dissipation function can be
alternatively formulated in terms of p by employing a Leg-
endre transformation: the thermodynamic flux ¢ is replaced
by the thermodynamic force p.

Proposition 4 The stationarity condition for the temperature
in (33)3 provides an equivalent class, but not equal condition,
as the usual weak form for the heat conduction equation.

Proof Let us redefine the test function for the temperature by
86 = 1860 and the bracket term in (33)3 as

b4V qt 932\11 _+[axy a2w] )
= . — L€ _— .
a=x 7 =" 500e de | 909

(42)

Then, by fulfilling the Dirichlet boundary conditions and the
initial conditions for 0, (33)3 can be rewritten as

///asédzd\/dz
1JQ
—f/ /n-q*aédtdAdzzo V86 .
1J0QN0

Volume and surface integrals can be chosen independently.
Thus, the two terms have to vanish separately. Then, the
surface integral yields the well-known Neumann boundary
condition for adiabatic bodies n - ¢* = 0. Furthermore, let
us integrate the inner undefined integral in the first term by
parts. This yields

///aaédtdvm:/fasédvm
1JQ 1 JQ
—///asédtcwdt:o V86 (43)
1JQ

which yields the equivalent expression

i//fwéamva;:f/aaédvm
dr JrJo 1Je

=0 V&b

such that both terms, again, have to vanish individually. From
the first term, we recognize that indeed ¢ = 0 and conse-
quently, @ = 0. The condition a = 0 constitutes the usual
strong form of the heat conduction equation. O

Remark 5 The formulations presented here can also be given
for a finite deformation setting. However, for improved read-
ability for both communities, i.e., engineering and applied
mathematics, we restrict ourselves to the linearized kinemat-
ics in this contribution. More details for finite kinematics can
be found, e.g., in [46].

4.2 Specific material models

Having the space-time cylinder from Sect. 2, the considera-
tions in Sect. 3 and the Hamilton principle from the current
section both at hand, we consider in the following four spe-
cific material models to illustrate our proposed paradigm of
space-time material modeling. The key procedure relies on
four ingredients, namely specifying

1. the material-dependent internal variables o needed to
describe the thermodynamic state;

2. the free energy density W;

the dissipation function Adiss.

4. experimentally observed constraints for the evolution of
the internal variables.

b

These then allow us to model the deformation as well
as microstructure and temperature evolution of a specific
material. To be more precise, exemplary, we consider elas-
tic wave propagation, visco-elasticity, elasto-plasticity with
hardening, and a gradient-enhanced damage model. Hereby,
we consider, i) an elastic model including self-heating,
ii) rate-dependence (visco-elasticity), iii) rate-independence
(elasto-plasticity with hardening), and iv) non-local material
modeling (gradient-enhanced damage model). After deriving
the individual models, we demonstrate how these models,
and thus the variational modeling technique, is related to a
mathematical perspective. To be more precise, we showcase
how the variational modeling can be interpreted by formulat-
ing space-time function spaces and convex sets which opens
the field for a new paradigm to account for space-time weak
formulations of variational material modeling.
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5 Elastic wave propagation

As first example, we consider elastic wave propagation and a
reduced set of thermodynamic state variables. Our plan is as
follows: first, we introduce constitutive laws and parameters.
Afterwards, we introduce a mixed first-order-in-time system
for the displacements. Then, we introduce the function spaces
and finally the weak formulation in space-time format. The
corresponding strong forms are summarized in the Appendix.

5.1 Modeling

For the elastic wave equation, the reduced set of thermody-
namic state variables A® := {u, 6} is used. We assume an
isotropic thermal strain and postulate the free energy as

1
Vo= \Dezi(e—atél):(c:(e—atel) (44)
with the elasticity tensor C € R?*4x4%d ywhere each com-
ponent has the unit [C;x/] = N/mz, the thermal expansion
coefficient o' with unit [@'] = 1/K, and the identity matrix
I. Then, the term for elastic self-heating reads

92we
900e

é=—a'0I:C:é. (45)
Since we deal with an elastic problem with the reduced set of
thermodynamic state variables A€, only the stationarity con-
ditions for the displacements in (33); and for the temperature
in (33)3 are considered for the elastic wave propagation.

5.2 Mixed system

For numerical purposes,* it is beneficial to introduce a mixed
formulation in which the velocity v := & is introduced as
independent variable. Such a mixed system fits exactly to
the thermodynamical considerations in Sect. 4 and we shall
see how the mathematical space-time formulation and the
Hamilton principle complement each other in an intriguing
way. To begin, the Hamilton functional in (31) has to be
reformulated accordingly and we arrive at

Definition 10 (Mixed Hamilton functional) The mixed Hamil-
ton functional H™ is defined as

H™u,v,a,0]:= Bolpi-v]—Boliplvl’]
— Gr — Bol/(Bs + §q* - VO + A%0) dr]
+ BaQD.u[%Cu lu — u*||*] — Bar[pv* - u)
+ Bayap gl 5calle — a* |71+ Bar ol 57 e — ocf||*]

4 The mixed formulation is the starting point for Galerkin discretiza-
tions in time, e.g., [6, 25].
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+ Baap, I:%CG (e 9*)2] + Bal,o[%lc 6 — 96‘)2]

— Byrlpv* -u] — /C[ot] dr (46)
1

where the first two terms Bo[pit - v] — BQ[%,O [[v]|?] replace
the time integral of the kinetic energy. Consequently, they
reduce to the previously used formulation for the unmixed
system as f] Kdt = BQ[%pHuHZ] when v = u. The term
Bolpi - v] couples the displacements and the velocity, and
the term By;[pv* - u] accounts for the boundary condition
at the front ends of the space-time cylinder which is now
formulated in terms of the prescribed velocity v*.

Consistently, the stationarity of the mixed Hamilton func-
tional H™ in (46) now reads

SH™[u, v, o, 0]1(8u, Sv, St 56)
=8, H"[u, v, o, 01(0u) + S, H™[u, v, a, 8](5v)
+8e H™ 1, v, o, 0]1(8a) + So H™[u, v, o, 01(56)

= 0 Véu,dv,da, 0. (47)

Proposition 5 The Gdteaux derivatives of H with respect to
the displacements u and the velocity v are computed to be

ow
SMH’"=—//—:5stdt
1Jq de
+//b*-6udle+// t*-SudAdt
1JQ 1 3QN,u

+// cu(u —u*) - SudAdt
1 )89,

-I—//pv-Sithdt—/ /pv*-SudVds:OVSu
1JQ al JQ

(48)

and

8,,7-(’”:—//pv~8vdth+ffpﬁ-Svdth:OVSv
1JQ 1JQ
(49)

Integration by parts of (48) yields

SMH’":—// n-a~8udAdt+//(V-a)~6udde
1Jo9N ., 1Je
+//b*-8udth+// t* - Su dA dt
1JQ2 1JOQN
+// cy(u —u*)-SudV dt
1J9Qp 4

—|—/ /pv-&udVds—//pi)-Sudth
al JQ 1JQ
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—/ /pv*~8udVds:O Véu (50)
al JQ

where we used ¢ = dW/de. We finally notice that the vari-
ation of H™ with respect to the internal variables o and the
temperature 0 remain the same as those of H.

Remark 6 The velocity boundary conditions vf, and v%} pro-
voke two implications:

1. The initial displacement field # = u(x, 0) is not pre-
scribed but results from the mechanical equilibrium
with the spacial boundary conditions b*|;—¢, t*|;—o, and
”EQD,,, |;=0. From a numerical perspective this means that
the displacement field and the boundary conditions are
also conform at t = 0, as supposed to be.

2. The displacement field depends on the velocity at the end
time v%.. When assuming that the end time point T is cho-
sen such that the system is in mechanical equilibrium, v’
can be computed from the condition that the acceleration
term vanishes: pv = 0at? = 7. From an application point
of view, this means that v’ is not explicitly prescribed, but
replaced by a boundary value problem for ¢t = T with the
condition pv = 0. Since this end-time problem is coupled
to the displacements and velocity fields of the entire time
interval 7, solving for the fields can only be performed in
a holistic way.

5.3 Numerical experiment

Let us investigate a numerical experiment for our rather
unusual temporal boundary conditions at + = {0, T}. To
this end, we make use of the equations (49) and (50) which
simplify for the one-dimensional case and a linear elastic
material with 0 = Ee¢ = Eu’ and the Young’s modulus
E > 0 to the strong form

Eu'+b* = poV(x,1) e Qx 1
u—v =0 Vx,1)eQxI
Eu' = " VY(x,1) € 0QN, x I

61V

u u* Y(x,t) € 0Qpy x 1
vy V(x,1) € Q x {0}
v = vy V(x,1) € Qx {T}

Here, we assume homogeneous surface tractions, i.e., t* = 0.
For a numerical solution, we employ a central finite differ-
ence scheme for the discretization in space and an implicit
Euler scheme for the discretization in time. Then, the differ-
ential equations (51); and (51), transform to the algebraic
equations

—1
gl — 2 b = pvzm_vzm
. —
AXT At (52)
—ui — Mi —_ vm = 0

At !

with the spatial increment Ax and the temporal increment
At. Here, the subscript i refers to the node number and
the superscript m to the current time point. As an exam-
ple, we compute a rotating bar (with rotating coordinate
system) which is supported at x = 0 mm, resulting in
u(0,t) = 0 mm and v(0,7) = 0 mm/s. The body force
is given by b* = b*(x) = pw?x with the angular velocity
o = wt for constant angular acceleration @ = const. We
chose 11 spatial elements in the bar with equal length, and a
total length of the bar of / = 2000 mm. The time interval is
0.5 ms. The material parameters and the spatial and temporal
increments used for the numerical experiment are collected
in Table 1.

We perform numerical experiments for two cases. The first
case is chosen with homogeneous velocities at the initial and
at the end of the time interval I, ie., v(x,0) = vj(x) =
v(x,T) = v} (x) = 0 mm/s. The resulting displacements
and velocities over space and time are plotted in Fig. 3 at
the top. The second case also has homogeneous initial veloc-
ities, but the spatially linear velocity v(x, T) = vy (x) =
O.S’I—C mm/s at the end of the time interval. It is obvious that
the different boundary conditions for the velocity provoke
very different deformation and velocity fields in space and
time. For the first case, the initial deformation, which is a
computation result and not an initial condition, is almost a
quadratic function in space. This initial deformation reduces
under the influence of inertia effects and the body force. The
‘back swinging’ then results in the prescribed homogeneous
velocity at the end of the time interval.

For the second case, the initial deformation is much more
complex. Then, again influenced by inertia and body force,
waves in space and time evolve which reflect at the spatial
boundaries and are effected by the space- and time-dependent
body force. During the course of time, the initial ‘wavy’ fields
homogenize due to the complex interplay until the prescribed
linear velocity at the end of the time interval is eventually
present.

It is worth mentioning that the initial deformation field
is always an automatic outcome of this space-time formu-
lation of the wave equation as derived in Sect. 5.2 with a
well-posedness justification in Sect. 9.6. This alternative for-
mulation might also be much more beneficial for application
examples than using the classical formulation with initial
conditions for both the displacements and the velocities. For
instance, path-dependent optimization problems might be
solvable in a much easier way using our formulation: when
‘history’ is treated in a holistic way, the dependence on the
entire path is always present and thus, all variables are intrin-
sically optimized in this regard.
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Table 1 Model parameters Young’s modulus E

Density p

Ang. acceleration w Spatial inc. Ax Temporal inc. At

210GPa

1000 kg/m?

1000 1/s 2000/11 mm 0.01 ms

t

Fig. 3 Simulation results. Top: v(x, T') = 0 mm/s; bottom: v(x, T) = 0.5)7( mm/s. Displacements are given as [u] = 10~* mm and velocities as

[v]=mm/s over space [x]=mm and time [f]=ms

5.4 Function spaces and weak formulation

In this subsection, we design function spaces and we use them
to mathematically specify the previous variations in the weak
formulation. Formally, weak forms were already introduced
before.

Displacements We begin with the vector-valued displace-
ment variable u. From the strong form in (102), we identify
non-homogeneous Dirichlet conditions #* on the boundary
9dQ2p . To this end, we define for the spatial (not yet time)
components

V¢ = {ue H' () u=00n0Qp4)

where the index 0 indicates that we are dealing with homo-
geneous Dirichlet boundary conditions.> Specifically, Vo'
serves as space for the test functions, namely the displace-
ment variations du. By a suitable extension of the Dirichlet
boundary data (e.g., [15, Chapter II, §2] or [56, Chapter 2]),
the trial space for u is V" := {u*|3q,, + V'}. In time, we

5 The rigorous mathematical justification of boundary conditions
requires the trace theorem; see e.g., [16, Section 1.6 and Chapter 5]
or [28].

@ Springer

assume L2 regularity, as it is usually done [26, 52, 56]. This
means

uwe X" :=L*I, VY, SueXi:=L>UVY.

Again, the index 0 in X{j indicates that the spatial space V'
has homogeneous Dirichlet boundary data.

Velocities Next, we discuss the vector-valued velocity vari-
able v. Since we have no spatial boundary conditions and due
to regularity, we set for the spatial part

VU= LA()?

which is well-known in this context, e.g., [6]. The time-
dependent Sobolev space then reads XV := L>(I, V?) such
that

SveX'.

ve XY,

In the space-time solution, the goal is to determine both vari-
ables in a way such that ([6, 33] or [88, Chapter 5])

ueXl, veX', belLl*U, (VHY.
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Here, (V{f)* is the dual space associated to V(). The dual
space consists of all linear, bounded mappings from the space
V¢ into the real numbers R, i.e., (Vy)* := L(Vy, R). For
further information on dual spaces, we refer the reader to
functional analysis textbooks, e.g., [17, 21, 85].

Temperature It remains to introduce the function spaces for
the parabolic heat equation with the scalar-valued tempera-
ture variable 6. For such parabolic evolution problems, we
refer the reader again to [52, 56, 88] and we employ for the
test space

V{ =16 H ()6 =00n dQp 4},

and for the trial space V? := {0*sep, + Vg)}. In the space-
time context, this means

0ex?.=1%1,v%, 80ex§:=L*U,V),
6 € L*(I, (V{)")

where (V09 )* is the dual space of Vg .

Imposing boundary conditions Before we state the weak
formulations, in view of the space-time cylinder geometry
(see Sect. 2), let us notice that we treat spatial and tempo-
ral boundary conditions differently from now on. We recall
that in Sect. 4 the extended Hamilton principle yielded all
conditions in a weak form. As described (and well-known)
in, for example [76], Dirichlet boundary conditions can be
prescribed in a functional framework either in the weak form
or by building (essential) boundary into the function space.
In the following, we choose the later option in which spa-
tial Dirichlet boundary conditions are built into the function
spaces. The temporal conditions will be imposed weakly and
will appear explicitly as right hand side data in the following
weak formulations.

Weak formulation To this end, we can state the weak
formulation. We define abstract forms for the equations (left-
hand side) and the data (right-hand side). Depending on
whether the governing partial differential equation is linear
or nonlinear, we employ different abstract notations for the
left-hand sides. For linear partial differential equations, let
X be a function space, we use as notation A(w, §w) with
A : X x X — R. This is a so-called bilinear form, which is
linear in both arguments. Therein, w € X is the trial func-
tion and Sw € X is the test function. For nonlinear partial
equations, we rather use as notation A[w](Sw), which is a
so-called semi-linear form which is nonlinear in the first argu-
ment and linear in the second argument. The right-hand sides
are denoted by L(dw) with £ : X — R and they only depend
on problem data, but not on the solution function.

With these definitions and notation, the space-time mixed
system weak formulation reads:

Proposition 6 (Weak formulation) Findv € X" andu € X"
such that®

Ay lu, v](Su, $v) = L,(8u, sv) V{du,sv} € Xj x X"

where the semi-linear form is given by

Au[u,v](éu,év)://,oi)-Su dV dr
1Ja

—}—/[U:Vsym(SudVdI

1JQ

—/ /,ov‘éudVds
al JQ

—//pv~8vdth
1JQ

+//,oit-6vdth,
1JQ

and the right-hand side functional is given by

L, (8u, 5v) ::// b* - SudV dr
1Ja

+// t*-SudAdt—/ /pv*~8udVds.
1J9QN .4 a1 Jo

The weak form of the temperature equation reads: find 6 €
X? such that

Ag[01(80) = L4 (36) Y80 € X5,
with

Ap[61(56) ::// K680 dV dr
1JQ

+//wV9~V89dth

1JQ

+//at91:C:é59dth
1JQ

— / k0686 dV
Q

6 The displacements and velocities are combined in one common semi-
linear form to be consistent with the literature, e.g., [6], but we could
also have defined A, [u](5u) and A, [v](§v) separately, i.e.,

=0

A“[u](zSu)://pi)~8udth
1Je

+//U:Vsym8udth—/ /,ov~6udVds,
1Je arJe

Av[v](év):—//pv~8vdth+//pit~8vdth
1JQ 1J9

and respectively their right-hand sides.
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and

Lo(86) = —/ Kk 0586 dV
Q

t=0

Remark 7 In both the displacement-velocity system and the
temperature equation, the temporal boundary conditions are
prescribed in a weak sense. For the former, we have two
conditions, namelyon d/ = {0, T} since the system is second
order in time. In the temperature equation, we only have
one initial condition on the bottom surface of the space-time
cylinder, namely for t = 0. We also refer the reader to Sect. 2
and specifically to Sect. 3.4.

Remark 8 Sometimes, the mixed formulation for the elastic
wave equation (102) raises difficulties for the design of the
correct function spaces. Starting from the strong formula-
tion, it is not immediately clear which variable is determined
in which equation. Having our derivations at hand, we auto-
matically arrive at the correct descriptions. In (102), the first
equation determines u (not v) and the second equation deter-
mines v (not u#). From the Hamilton principle, we obtain
immediately the correct variations for each equation in the
weak formulation A, [u, v](8u, §v) and in particular the first
equation determines # € X" and the second equation deter-
mines v € XV. Specifically, the first equation is tested with
du € X; and the second equation is tested with 6v € XV
which automatically yields the correct boundary conditions
for each equation through their respective function spaces.

6 Visco-elasticity

In this section, we consider our second model. The procedure
is as before: first, we introduce the mechanical model. In a
second step, based on the extended Hamilton principle, we
provide the space-time formulation.

6.1 Modeling

For a visco-elastic material, the internal variable &« — &V is
introduced by & = &°® + ¢V where €€ is the elastic part of the
total strain &. Then, the free energy density reads

1
\IJ::\Ilvzz(e—eV):(C:(s—eV), (53)

again with the elasticity tensor of order four C € R¢*@xdxd

The evolution of viscous strains is rate-dependent. For
such a behavior, a dissipation function of order two has to be
chosen, cf. [46], such that

4 . 1
AdlSS = AdlSS,V — En”eV”z (54)

@ Springer

is chosen with the scalar-valued viscosity n > 0 with the unit
[n] = Js/m?.

The evolution of viscous strains is volume preserving
which is expressed by I : €¥ = 0 from which the constraint
function cgv := AV(I : &) is formulated. Here, we used the
identity matrix I and a Lagrange multiplier A¥ € R with the
unit [1Y] = N/m?. The constraint force Doy = 0cev/0€Y
enables us to account for constraints formulated in the rates
of the internal variables by defining the constraints functional
to be

cY :=/ Pov i€’ dV . (55)
Q
Then, (33), transforms to

/ (—(CI(E—&‘V)T}éV—i—)LVI) :6eVdV =0 Vée'.
Q

(56)
Evaluation of the local condition results in
—o+ng' +1'1=0 (57)
and where we used
a=aa\l;v=(C:(e—eV). (58)

Double contracting (i.e., the Frobenius scalar product, see
Sect. 2.1) of (57) and using the constraint I : &Y = 0 allows
us to compute

—0:I+ne I+ 1:1=0
=0 =3
1

= szgazl. (59)

Then, (57) reads as

1
&' = —deve (60)
n

with the stress deviator deve := o — %tra 1.
6.2 Function spaces and weak formulation

In an analogous way as done in Sect. 5.4, we formulate
now function spaces and therefore specify mathematically
the variations for the weak formulations for visco-elasticity.

Displacements, velocities, temperature According to our
derivations in Sect. 6.1 and with the previous introduction of
the mixed-order system, we deal with four variables, namely
u,v, &’ and 0, and we need four function spaces. For the
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displacement variable u and its variation (test function) Su
we use X“ and X(‘)‘ from before; see Sect. 5.4. For the veloc-
ity variable v and its variation §v, we employ X". For the
temperature equation, we have 6 € X% and 86 € X, 8.

Viscous strain The new variable in comparison to the previ-
ous section is the viscous strain for which we define

Ve = {e¥ € L*(Q)9)},
X¢:={e"| &' € L*(I, V¥ and &" € L*>(1, (V®)")}.

Proposition 7 (Weak formulation) Find v € X" andu € X"
such that

Ay lu, v](8u, $v) = L,(8u, sv)V{su, v} € Xj x X"

where the semi-linear form is given by

Aulu, vl(du, §v) :=//,oi)-8u dV dr
1J¢

+//6:V8ym8udth—/ /pv~8udVds

1Ja a1 Ja

—//pv-ﬁvdth—l—//piwéSvdth
1Ja 1Ja

and the right-hand side functional is given by

L,(8u, sv) ::/fb*-(Su dVv dt
1Jo

+// t* - SudAdr

I JOQNu

—f f,ov*-BudVds.
al JQ

The weak form of the temperature equation reads: find 6 €
X? such that

Ag[01(80) = L4 (36) Y80 € X}

with

Ap[61(80) :=f/ k6§86 dV dr
1 JQ

+//wV9~V59dth

1JQ

—//a:éVSQdth
1Ja

- / k080 dV
Q

t=0

and

Lo(80) = — / K 0 - 86 AV
Q

t=0

The weak form of the viscous strain reads: find € € X° such
that

A:[eV](5eY) = L. (5&") V¥ e X°

with

A:[eV](5€Y) := // né¥:8e¥ dV dt
1Jg

—//deva:éeVdth+/nev:ésVdV
1Ja Q

and

t=0

Le(5eY) = / ney™ :8e’ dvV
Q

t=0

where we notice from before that the initial viscous strain
field is set to e(\;’*(x) = 0. Here, we inserted the Lagrange
parameter )\ = %a : I such that the stress deviator deva

appears.

7 Elasto-plasticity with hardening

In this section, we show how to obtain an elasto-plastic model
with hardening from our Hamilton principle. In the space-
time formulation, the biggest difference to before is that one
of the solution variables is subject to an inequality constraint
which requires to work in closed convex sets rather than with
linear function spaces.

Plasticity is a complex phenomenum, both from the
mechanical and the mathematical side [7, 26, 34, 37, 58,
82] (and many references cited therein). In this work, we
do not have the most general plasticity formulation in mind
[82][Chapter II], but rather plastic materials with hardening.
First, we notice that the simplest models are Hencky-type
models [38] known as linear-elastic plastic materials, also
known as linear-elastic perfectly plastic type, [82][p. 66]
and [26][Chapter V]. For further comments on the Hencky
model, we refer the reader for instance to [58][p. 240].
The corresponding rate-dependent formulation is known as
Prandtl-Reuss model. These models rather belong to non-
linear elasticity [82][Chapter I, p. 77, Remark 4.2], and
can therefore still described with the help of usual Sobolev
spaces. Therein, the displacements still have H' regular-
ity and the stresses have L? regularity, while in the most
general case of plasticity, the stresses still satisfy L? regu-
larity, but u looses H! regularity [82][Chapter I, p. 58]. In
[82][Chapter I, Section 3.3], several models in the linear-
elastic and nonlinear elastic regime are discussed, inter alia
models with hardening, while [82][Chapter II] addresses
general plasticity models with a final existence result estab-
lished in [82][Chapter II, Section 8]. Therein, BD (bounded
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deformation) function spaces [59] are introduced that enlarge
the class of admissible trial and test functions to measures
and specifically allow for discontinuities in the displacement
field. This is also plausible from a mechanical viewpoint due
to strain localization.

In order to stay with usual Sobolev spaces and still being
mechanically reasonable, we proceed with plasticity with
hardening where the plastic evolution is given by an addi-
tional differential equation. Due to hardening, these models
still can be described in classical function spaces.

7.1 Modeling

Similarly to the modeling of visco-elastic materials, the inter-
nal variable is a possibly permanent part of the strain denoted
by &P € ngff. Consequently, we decompose €° = & — &P
which allows to define the free energy density as

U= WP = %(e—ep) 1C: (e —&P) + W) (61)

with some monotonically increasing hardening potential W"
depending on the hardening variable " € R. Thus, the
internal variable is in this case & = {eP, «"}. In contrast
to the rate-dependent evolution of the microstructure for
visco-elastic materials, the plastic strains evolve in a rate-
independent way. This demands to modify the ansatz for the
dissipation function to be homogeneous of order one (instead
of being homogeneous of order two for the rate-dependent
evolution). Hence, we use

AdiSS = AdiSS,p — UY||€p|| (62)

with some dissipation parameter oy > 0 which will be
specified later. Since the plastic strains evolve in a volume-
preserving fashion as the viscous strains do, we introduce
the analogous constraint functional in this case. Furthermore,
we follow the standard assumption for the kinematic relation
between the plastic strain and the hardening variable, i.e.,
&M = ||&P||. We thus introduce the constraint functional for
plasticity with hardening by

cP :=/ pSp P dV +/ pghah dv (63)
Q Q

with the constraint forces pg, := dcer/0éP and PZh =
dcer/daM, respectively. The constraint forces result from the
constraint function cgp = AII) (CLES RS Ag (&M — ||&P|)). This
is in similar fashion as the non-conservative forces result
from the dissipation function. In the constraint functions,
two Lagrange parameters (A}, kg) € R x R both with the
unit [AII’] = [kg] = N/m? appear. Then, the stationarity con-
dition (33), is evaluated with respect to the plastic strain and
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the hardening variable. This reads

f (—c:(e—ep)+oya||ép||
Q
Iy . )\gauépu) L 5ePdV =

awh N

It is worth mentioning that here a subdifferential appears:

0 VseP (64)

0 Vsal.

épP b 2 0

e &P #

&Pl (65)
Al|Al <1 éP=0.

dePl =

The local evolution of (64) results in the differential inclu-
sion’ and the algebraic expression

—0 + (oy —AD) 3)IeP| +2) T30
o E (66)
27 hah

where 0 = C : (¢ — &P) and Ag < 0 due to the mono-
tonicity of WM. If we consider the case of microstructure
evolution, i.e., é&P # 0, and we double contract both sides
with the identity tensor I, we can insert the constraint of
volume preservation I : éP = 0 such that the first Lagrange
multiplier is computed to be

)ff:—a:l. (67)

Then, we can rearrange (66) yielding

o L] ,
eP = —pdeva = pPdevo, (68)
oy — Ay
. oP
where we define the consistency parameter pP := % and
Y~4)

specifically, we have pP > 0 with the unit [pP] = m? /Ns.
Furthermore, from the constraint for the evolution of a!', we
obtain

) ) awh
Q" =P = pp(w + m) (69)

which closes the set of evolution equations for the plastic
strain and the hardening variable.

The material model for plasticity is not complete yet: there
is anindicator missing which separates the frozen microstruc-
ture from the evolving one. Therefore, it is beneficial to

7 For mathematical descriptions and terminology of differential inclu-
sions, see, €.g., [2].
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perform the Legendre transformation of the dissipation func-
tion as mentioned in Sec. 4: it is formulated as

Adiss,p — Adiss,p (deva)

= sup |&P : devo — AUSP —ADeP| ) (70)

&P

where we made use that the thermodynamic driving force
p accounting for the constraint of volume preservation is
exactly the stress deviator deve. Let us insert (68) into (70)
which gives

. &P .
Adiss.p sup {”—”pdeva :deve — (oy — Ag)||ep||}
& loy — Ay

ll€P]] 5 5
— sup {—Xp(ndevan — (oy — D) )

e LOY — Ay

(71)

0 if [deva || < (oy — A5)2
oo if |deve|? > (oy —A5)?

Consequently, the Legendre transform of the dissipation
function results in an indicator function. We thus define the
(von Mises) yield function (see also [82][p. 65])

h

ow
®P ;= PP(0) := ||deve || — oy — — =0, (72)
oo

which serves as condition for the separation of elastic and
plastic material behavior: plastic strains are frozen, i.e. &° =
0, as long as ®P < 0, but may evolve, i.e. &P # 0, when
®P = 0. We recognize that the dissipation parameter oy is
indeed the deviator norm of the initial yield stress (tensor
for " = 0) with the unit [oy] = N/m? and an appropriate
modeling of W" accounts for hardening.

It is worth mentioning that an alternative route to obtain
the same set of modeling equations is provided by first defin-
ing the yield function and then postulating that the plastic
strains evolve in shortest direction onto the yield surface with
unknown ‘length’ pP. The shortest direction is provided by
d®P/ddevo due to its orthogonality with ddeve /9 p with
some parameter p which parameterizes the yield surface
®P(devo (p)) = PP(p) = 0. The benefit of using Hamil-
ton’s principle is easily identified: no driving forces have
to be defined that fulfill the constraints automatically. This
is a simple task for plasticity modeling but it turns out to
be challenging for more complex material behaviors. Using
the Hamilton principle, instead, yields equations that fulfill
the constraints in terms of the rates of the internal variables
identically. Therefrom, corresponding driving forces can be
defined which directly account for the constraints. In case of
plasticity, these driving forces are given by the stress deviator.

7.2 Differential inclusions versus variational
inequalities

In order to prepare the link between the previous section and
the next section, we briefly describe the relationship between
differential inclusions and variational inequalities. For rigor-
ous developments, we refer the reader to [2]; and specifically
therein Chapter 0. In both formulations, we have variations
§&eP. However, these variations are restricted. In differential
inclusions, we are given a problem statment of the form

F(P, &P 0?50, €P(x,0)=¢)".

For instance, from (66);, we have

awhy »
FP = —0+<0Y+—)8||ep||+A1190. (73)
dah

Now, the variations are directions in the Gateaux deriva-
tive, but due to the differential inclusion, these derivatives
are only subdifferentials. These subdifferentials result from
a closed convex subset which provides the basis for varia-
tional inequality formulation. Let us now define such a closed
convex set, see e.g., [26, 50, 51], denoted by K,

K := {&P| &P subject to some constraint}.

Then, the variations §&P are restricted to convex sets and
convex combinations, i.e.,

5eP eP c K :€8eP + (1 —€)eP = &P + ¢(6e? —eP) € K

for 0 < € < 1. In the weak form, only variations from K
are taken into account, i.e., Gateaux derivatives as defined in
Def. 9. This yields then abstract formulations of the form:
find P € K such that

A:[eP](5eP — eP) > L. (5eP — eP) VéeP e K

in which specifically in the argument of the test function,
still the trial function appears; see e.g., [50, Chapter 3]. A
concise derivation for the obstacle problem can be found in
[86, Section 4.4.3.4].

7.3 Function spaces and weak formulation

In this subsection, we derive the space-time weak formu-
lation. The principal variables u and éP still appear in
equations, but the norm of &P is subject to a constraint, yield-
ing complementarity conditions as we have seen just before.
We notice that extensive mathematical work can be found in
the standard reference [26].

Displacements, velocities, temperature In total, we deal
with four variables, namely u, v, €' and 6, and we need four
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solution sets. For the displacement variable, the velocities,
and the temperature there is no change in the function spaces
to before and we refer the reader to Sect. 5.4.

Plastic strain For the plastic strain &P, we assume sufficient
regularity,® and we define the convex set’

VP = {eP € L ()4 ®P(0) < 0} XP := L*(1, VP)

where 0 = C : (¢ — &P). Therein, the space LZ(Q)‘Siyﬁi =
L3(, Rfyﬁ) means that each component of eP is an L? func-
tion and furthermore &P is symmetric. Due to the inequality
constraint ®P (o) < 0, the object V7 is not anymore a linear

function space, but rather a closed convex set only.”

Weak formulation The weak formulation corresponding to
Problem 3 reads:

Proposition 8 (Weak formulation) Findv € X' andu € X"
such that

Aylu, v1(u, sv) = L,(8u, 5v) V{Su, v} € Xj x X"

where the semi-linear form is given by

Aulu, vl(du, sv) :=//pi)-5u dV dr
1/

+//0:Vsym6udth
1JQ
—/ /,ov-SudVds
A JQ
—'/./,ov.évdth+//pit~8vdth
1Je 1Ja

and the right-hand side functional is given by

L,(8u, §v) :://b*-éu dV dr
1JQ

—i—// t*~8udAdt—/ /,ov*-éudVds.
1JoaoN I JQ

The weak form of the temperature equation reads: find 6 €
XY such that

Ag[01(80) = L4(80) V80 € X7,

8 For generalizations with plastic strains belonging to spaces of Borel
measures, we refer for instance to [58], with specific statements on the
spatial solution sets for u, €, €P and o on p. 240, and for quasi-static
small-strain plasticity with vanishing hardening, we refer to [7].

9 For related definitions of convex sets in terms of the stress 6 = C :
(e — eP), we refer the reader to [26][Chapter V], but also to a concise
format in [74].

10 In the design of numerical algorithms, working with closed convex
sets, rather than linear function spaces, has major consequences as one
needs to work with projections, relaxations via penalization, augmented
Lagrangian formulations or active set methods [32, 43, 50].
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with
Ay[61(86) :=f/ k6§86 dV dr
1JQ

+f/wV9-V8@dth

1JQ

—//a:ép(SGdth
1Jo

— / k0686 dV
Q

’

=0

and

Lo(80) :=—/K9539 dv
Q

t=0

The weak form of the plastic strain reads: find e® € XP such
that

A, [€P](5eP — &P) > L, (8eP — eP) Vel € X7,
with

Ag[eP](5eP — €P) :=

gwhy &P
—_ 1 (5eP — eP) dV dr
/I/Q(OY+8ah)||éP|| (0e" — D)

—//deva:((Sep—ep) dv dr
1Je

+ / oy P : (5P —eP) dV
Q

t=0

and the right-hand side functional

L.(56P — &P) := / oyey”: (5e? —eP)dV
Q

t=0

where we notice from before that eg’* = 0. Furthermore,
o € Ry is determined via the kinematic condition @" =

[P || with the initial condition ozg =0.

8 Gradient-enhanced damage modeling

As last example, we consider a model for gradient-enhanced
damage (see [69, 70]) which is closely related to regularized
phase-field fracture and both have been intensively investi-
gated over the last years.!! In view of our developments of
the current work, the extension to plasticity is concerned with

11 For phase-field fracture, we refer to the review papers [24, 90] and the
many references cited therein. Specifically, in [24], a section provides
references to papers that relate gradient damage and phase-field fracture.
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the inequality constraint. While we deal with a local inequal-
ity constraint acting on the evolution of the plastic strain in
plasticity, the constraint is of a non-local type in gradient-
enhanced damage and acts directly on one of the solution
variables.

8.1 Modeling

The evolution of the damage variable d < « is assumed to
be rate-independent. We thus define a dissipation function of
order one similar to elasto-plasticity as

AdiSS = AdiSS,d — M|d| (74)

where u > 0.

The current damaged state weakens the effective stiff-
ness of the material. In general, different definitions for
the damage function f = f(d) are possible, for instance
f = (1 — d)*. However, we propose
Definition 11 (Damage function) We define the exponential
damage function as

f(d) :=exp(—d), (75)

with the obvious properties f(0) = 1 (undamaged),

dlim f = 0 (fully damaged),'? and f’ = — f. Furthermore,

—00

it holds

i=-L. (76)
f

For the mechanical part of the free energy density, we con-
sequently propose

d=—logf =

\Ilm:%e:f((::e::f\llo with \Ilozée:(c:e. (77)
For increasing damage variable d, the value of the damage
function f decreases such that W™ is a non-convex func-
tion, and therefore several (local) minima exist. It is thus
well-known that the characterizing stationary conditions of
the balance of linear momentum lack of uniqueness. To turn
the problem well-posed, we employ the strategy of gradient
enhancement. To this end, we make use of the enhancement

1
w%=EMWfW (78)

which regularizes the model, and where 8 > 0 with the unit
[B] = J/m. The total free energy density is thus

1 1
Wom pd = pm gt — SeifCie+ 5ﬂnwn2 (79)

12 For the correspondence in phase-field fracture, we refer to [62] where
d denotes the damage function.
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from which the stress results to be
awd
o=—=fC:e. (80)
e

Then, the stationarity of the Hamilton functional with respect
to the damage variable in(33), specifies with « — d and the
definition for the non-conservative force in (35) to

/f/lllochdV—l—/ BV f-VSfdV
Q Q

+/ aAdssdsgdv =0 vad, (81)
Q

with the subdifferential
d ]
2 ] d#0

T (82)
[—u,u]l d=0

gAdissd — ,usignd = {

Let us investigate the second term in (81) and integrate it by
parts:

/,BVf~V8de= f,Bn-VfodA
Q Q2
—/,BAf(Sde

Q

- ,Bfn-VdedA—l—/,BfAdedV (83)
Q

Q2

since§ f = f'8d = — f8d. Considering the independence of
the volume and the surface of the body and sufficient regular-
ity of all integrands (again mathematically the fundamental
lemma of calculus of variations), (81) can be rearranged as

—fWo+BfAf+0A Y50 Vi, eQx1
n-Vf =0 V(x,1) € 90QNa x I
(84)

Introducing the (extended) thermodynamic driving force by
pli=fW—BfAS, (85)

the evolution equation (84) is given by the differential inclu-
sion

pd c aAdiSS,d (86)
which is rearranged to
d

pt.

i=1
"

(87)

Similarly to the modeling of plasticity, a criterion for damage
evolution is required to close the material model. Thus, we
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perform a Legendre transform for the dissipation function
and we obtain

< diss : d
d a UM
0 if d\2 2
_ : (pd)2 = M2 . (88)
oo if (P97 > u

Consequently, damage evolves for p¢ = r and does not
evolve for pd < r from which we find the unit [r] = J/m°.

8.2 Function spaces and weak formulation

In extension to plasticity discussed in Sect. 7.3, the inequality
constraint acts now directly on a non-local solution variable,
namely the damage function f. From the mechanical view-
point, we deal with a local constraint in plasticity, while we
have now a non-local constraint in gradient-enhanced dam-
age. The function space for the damage variable f reduces
to a closed convex set of a suitable function space (here
the Sobolev space H 1(©)) similar as for the obstacle prob-
lem [50, 51] and similar to what we encountered already in
Sect. 7.3 for the plastic strain evolution. The Euler-Lagrange
equations for the displacements, velocities, and temperature
remain the same as before. The resulting system is a coupled
variational inequality system (CVIS) [86] with in total four
coupled unknowns.

Displacements, velocities, temperature As before, we need
four solution sets. Here, for the displacement variable, the
velocities, and the temperature there is no change in the func-
tion spaces to before and we refer the reader to Sect. 5.4.

Damage function It remains to discuss the setting for the
damage function. For the relation from the differential inclu-
sion (84) and the design of concex sets, we refer the reader to
Sect. 7.2. Thus, the closed convex set for the damage func-
tion!3 is defined as follows. First, we assume (see e.g., [49])

feLl*I, H Q). f e L*I, H'(Q), f e L*(I. H'(Q)).
resulting into
feH*I,H(Q), feH'U H(Q)).

13 In variational phase-field fracture, we notice that the convex set is
defined in an analogous fashion. Therein, usually the inequality con-
straint f < 0 is discretized in time, e.g., f ~ f(tm) — f(tm—1) <0,
since in most studies a quasi-static evolution of damage/fracture is con-
sidered; see e.g., [63]. There exist, however, dynamic (i.e., second order
in time as we deal with in the current study) formulations, e.g., [14],
in which the convex set for the damage/fracture variable is defined in a
different way. Working with the time-continuous constraint f < 0 was
only considered recently in [48, Remark 2.1] and [49].
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Consequently, the constraint f < Oa.e.in ] x Q is well-
defined, and yields the convex set

X/ =K :={feL*I,H(Q)| f <0ae.inl x Q).

Weak formulation The weak formulation corresponding to
Problem 4 reads:

Proposition 9 (Weak formulation) Findv € X" andu € X"
such that

Ay lu, v](Su, $v) = L,(8u, §v) V{du, sv} € X x X’

where the semi-linear form is given by

Ay lu, v](Su, sv) :=//pi)-5u dV dr
1/

+//U:V5ym8udth—/ /pv~8udVds

1Je I JQ

—//pv~avdth+//pit-8vdth
1Ja 1Ja

and the right-hand side functional is given by

L, (8u, §v) ::/fb*-éu dV dt
1Ja

+/f t* - Su dA dr

I JOQNu

—/ /pv*-BudVds.
al JQ

The weak form of the temperature equation reads: find 6 €
X? such that

Ag[01(80) = Ly(50) V80 € X
with

Ap[61(80) ;=f/ k6§86 dV dr
1 JQ

+//a)V9-V89dth

1JQ

+//\l!of89dth
1JQ

- / k680 dV
Q

t=0
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The variational inequality for the damage function reads:
find f € X7 such that

ASFIGS — F) = LrGf — f) Vof e x7
with
ASLFIGS — f) = /1 fg FW@Gf — f)dV dr

+/I/Qﬂvf-v(f/(5f—f))dth

+//M(5f—f)dVdf+/Mf(5f—f)dV
1JQ Q

=0

and

LrGf — f) = /Qufo* Gf — f)dv

t=0
As final, abstract monolithic CVIS, we can write

Proposition 10 Find U := (u,v,0, f) € X := X" x XV x
X x X/ such that

A[UISU —U) > L(SU —U) V8U € X,

where 8U = (8u, 8v, 86,8 f), and U := (0,0,0, f) € X,
and X := X5 x XV x Xg x X Therein, A[U(SU) and
L8U) are composed with the single semi-linear and linear
forms from Proposition 9.

9 Numerical regularization and
discretization

In this section, we perform a space-time Galerkin discretiza-
tion. Temporal discretization is based on a discontinuous
Galerkin (dG) finite element scheme while spatial dis-
cretization is executed with continuous Galerkin (cG) finite
elements. This combination is well-known, e.g., [6, 79], since
the flexibility of a dG(r) discretization results into implicit,
strongly A-stable, time-stepping schemes [22, 44], while for
many problems in continuum mechanics classical cG finite
elements are employed. Of course, a dG discretization in
space is in principle possible as well as cG discretizations in
time. However, they suffer from a reduced numerical stabil-
ity since the functions are required to be globally continuous.
Consequently, our method of choice, as one example, is
a dG(r)cG(s) discretization. An open research question for
more complex choices is its technical realization, i.e., its
implementation and debugging.

Let us start from Proposition 10. The other formulations
from the other sections arise as adaptations. Our procedure
is as follows: first, we regularize the variational inequality

by simple penalization, then we semi-discretize in time, and
finally, we arrive at the full space-time discretization. The
penalization procedure allows us to relax the constraint such
that we can work again with linear function spaces rather
than convex solution sets (see e.g., [50, 51] or [89]).

9.1 Regularization of the inequality constraint

As we observe in Proposition 10, we deal with a convex set in
X/ only. We now enlarge the solution set by introducing X }],C

with X ; = L%(I, H (Q)) where we replace the convex set
K by the linear function space H ' () in the image space. To
this end, the corresponding weak form becomes an equality:
find f € XJ such that

ALLAIGS) + A LFIG ) = LG f) Vof € XT |
with
astfiony= [ [ rwsrava

+/1/95Vf-V(f(6f))dth

+/I/Qu(8f)dth+/QMf3de

and the penalization functional

=0

A, LF16f) :=/I/Qy<f'>+3f qv dr

with a penalization parameter y > 0 with the unit
[¥]1=Js/m>and (x)* = x forx > Oand (x)* = Oforx < 0.
This penalization formulation is the same as for phase-field
fracture [48][Section 2]. Let us briefly comment on the con-
straint. According to our derivations in Sect. 8, i.e., (112), we
are interested in f < 0 only. The penalization functional is
constructed in such a way that the functional is zero when the
constraint is fulfilled and penalizes the weak form, when the
constraint is violated. For the penalization form A, [ f1(8 f),
it holds

forfSO,
/nydedtforf>O.
Q

A LF16) =0
A LFIGS) = /1

Finally, the right-hand side is given by

L6 = [ nisroav.

With this, we arrive at the penalized formulation:
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Proposition 11 (Penalized  formulation) Find
U:= (u,v,0,f) € X := X*x X"x XY x X}],( such
that

A[UIGSU) + A, [ f18 f) = LSU) VYU € Xy,

where §U := (8u, 8v, 80,6 f), and Xo := X x XV x Xg X
f
X} .

Remark 9 We notice that other regularization strategies such
as augmented Lagrangians, active set methods, or interior
point methods could have been also employed. In terms of
robustness, efficiency and accuracy these approaches are usu-
ally better suited than simple penalization; see for instance
[32, 43, 65]. However, simple penalization provides a direct
first approximation of variational inequalities, specifically,
when we deal with coupled variational inequality systems
(CVIS) as in the current work. In future work in which
computations will be addressed, we will extend simply penal-
ization to one of the other methods as already done for similar
type of problems in [86] by using augmented Lagrangian for-
mulations or primal-dual active set methods.

9.2 Temporal discretization with discontinuous
Galerkin

Based on the penalized formulation in Proposition 11, we
now derive a semi-discrete temporal version. Let

I={0}ULU...Uly

be a decomposition of the time interval / with half-open
subintervals I, := (fy—1, tm]'™* and the non-constant time
step size ky, = ty — ty—1 form = 1,..., M. For each
function space, we formulate the semi-discrete part:

XM = {ug € X" uely, € Pry(In, V"), ur(0) € LX(Q)}
X0 = {ve € XY vgls, € Pry(In, V), v(0) € LY(Q)}
X073 = (6 € X°) 6kl € Pry(In, V?), 6:(0) € LA(Q)),

X[ = (fe € X21 filt, € PrUm. V), fi(0) € LA},

where k denotes the semi-discretization in time, and
r1, a2, r3, r4 € No denote the respective polynomial degrees

of our finite elements in time. We note that X P X ha X Jas

and X Z’” are not subspaces of their corresponding continuous-
level function spaces, since we allow for discontinuities in
time. Moreover, specifically for the test function spaces,
namely for u and 6, we introduce

X = (Sux € X"| dukly, € Pry(In. V), Sur(0) € L*(Q)} .
X0 2 = {86k € X7| 80cl,, € Pry(Im, V). 86x(0) € L*(Q)} .

14 For the notation and reasoning of the half-open time intervals, we
follow [44, 79].
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Next, we introduce jump terms that connect two solutions
from two adjacent time intervals.

Definition 12 Let Uy := (ug, vk, bk, fi) € X§ := X" x
X" x XJ" x X{™. Then, the jump at time point £, is
defined by

[Uidn = U}, = Upyy Uy = lim Uit £5) .

We notice that Uy, := U (t,,) where t,, is the time point
with index m.

With the help of the decomposition of 7, the jump terms and
the semi-discrete spaces, we can now formulate (e.g., [87])
a semi-discrete system:

Proposition 12 Find Uy := (ug, vk, 6k, fr) € f(,z =
XX X x )N(Z’r3 X f({’” such that

A[ULIGU) + A, [ fil (8 fo) = LEU) VU € Xi,

where SUy = (Suy, 5oy, 865, 8 fi), and Xp, = Xi7 x
XZ,VZ « )}8]’;3 % )}]{’r“_ Therein, we have

ALUISU ) + Ay L il fr) = Alug, vi](Suy, Svi)
+A[0186k) + AL fi) + Ay Lfi1(8 fr)

which are defined in detail as

M
AUAGUR) == Y UI /Qpl')k~8uk av dr

m=1

+/ /puk-avdedt+/ /xékaekdvm

Im /2 Im JQ2

+/ fwo,kfksededH/ fy(f@*&fk dthi|
Im JQ Ip JQ
M

+ ) AslULI6U)

m=1
M—1
> [f ookl dul,, AV + [ pludy oo, av
— Q ’ Q !
m=0
+/ < [0k Im - 807, AV
o :
+ fg Yok [film 86, dV

e / (Woklm £, 867 dV + / YUfidm 81 dV]
2Jo 7 ' ' Q(m) '

- pv7~5u7dVds—/K€7 86, ,dV
/Z;I-/Q k k Q k,0"7k,0
+ [ b av

where Q(m) is defined as the set Q(m) = {x €
Q| f;;+1(x) > fn. (x)}. Therein, the spatial parts (terms
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without time derivatives) are defined as 9.3 Spatial discretization with continuous Galerkin
As[Ux1(8Uy) := / f oy VY Suy dV dr For the spatial discretization, we intend to work with a clas-
In JQ sical continuous Galerkin finite element scheme [15, 16,
_ / / ooy - Svp AV dr 20, 89]. To this end, the §pat1al ('11scretlzat10n param'eter is
I, Jo denoted as usually by 4. First, we introduce the fully discrete
function spaces at each time point #,, associated to the spa-
+ /1 /Q 0 VO - Vb dV dr tial mesh 7,". Here, the m indicates that the spatial mesh can
" change from time point #,,_1 to #,, when using mesh adaptiv-
+ / / {08 fi dV de ity. Consequently, we obtain for V* the discrete space V"""
In 72 in which the index u is as before, s; denotes the finite ele-
+ / / BY fi - V(fL(S ) dV dt ment polynomial degree for the spatial discretization, m the
Im JQ current time point index at t,,,, and the subindex / indicates
4 f / 108 fi dV dr . that we work on th.e discret? leve'l. The other function spaces
In JQ are defined accordingly. With this, we have:
The right-hand sides are given by:
X = (g € XL wgply, € Pry (s Vo™, g 0) € Vo0
LEU) = f/ b - duy dV dr X2 = (o € XV L vkl € Pry (i V2™, v (0) € V20
1JQ '
XeiS = On € X°1 Oknlr,, € PryClm, V™), 63,(0) € V)0,
—i—// t*'5udedf—//pv*.8uk*dVds ~f’rs ; Fosum e
it arJQ XUt o= Uen € X9 1 finlty, € Pry(m, V™), fin©) € Vi)

- '/S;K 00 860 AV + /Q 1 fo 8 fiodV - Moreover, specifically for the test function spaces, namely
for the variations du and 56, we introduce

The above semi-linear form A[U](8U}) needs some further

explanations. For linear time derivative terms, as it is the case XS:Q;’,” = {Bugy € X"| Sugnli,, € PriUn, Véf’,fl -
j i i S.r3, 0,53, 0,53,0

for tl'le first three terms, jump terms can be associated in a X(g.l:?h% = (86 € X°) 804411, € Prsy (I, VO,hS3 "), 500 (0) € V0

classical way [44, 79] and [87]. However, the term '

). gy (0) € Vo510

0

Formally, we then arrive at the fully discrete system

f / Wo s fi 86 AV dt i
In IQ Proposition 13 Find Uy, == (W, Vi, Okn» fin) € Xy, =

XTI o U282 5033 f(f,m,m such that
is nonlinear since Wy contains solution variables and fi kh kn kh kn

is a solution variable, too. Here, we follow [47] in which a

o . AU (U k) + Ay Lfinl(S fin) = LGUgn)
careful analysis yields two jump terms, namely

V8U € Xy,
1
[ woutsidnses, av 3 [ v £, 007, av
Q Q

where 8Uy, = (Sugp, Svin, 86k, 8 fin), and )?gi p =
) o ) GUTLSL 90728 $0.03.53 v fora.ss L
The second unusual modification is concerned with the — Xoki X Xin X Xoxn X Xin - Therein, we have

penalization functional. Since it is also time-dependent, we
need to add jump terms here as well. Formally, we follow  A[Uxn)(8Urn) + Ay [ finl(6 fin) := Alugn, vin](Sugn, Svin)

[48][Section 2]. We recall the penalization functional + AlOkn1(86kn) + Al fenl (S fin) + Ay L finl(8 fin) -

/ / y{f) T8 fi dV dt. The single terms are given by
Iy JQ

M
The corresponding jump terms are defined on €2, but only on AU U ) = Z |:/ / p b - Sugy AV dt
1’71 Q

the subset where the penalization is active, namely f, | > ‘
m=

S s 1€ [ (%) > f, (x) for x € €2, which results into
the functional + / /Q,O pp - Svgy, AV dt
1/71
/ ¥ [ fielm (Sf;j,n dv. +/ / K ékh 80k, AV dt
Q(m) ’ I, JQ
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+ / / Wo kn fin 86kn AV dt
I}Tl Q

+/Im/;2)/(f'kh>+5fkh dv dt]

M
+ ) AslUin] (U )

m=1

M—1
+ Z |:/ [vin]m Suljh,m dv

m=0

+ Svkhm dv

o [inlm

+

I,

+/Qx[ekh] 8635, AV di

/Q‘Ifo,kh [finm 864, ,, AV

+ % /Q[\Ilo,kh]m f;j/;,m 5913;: m dV

+/ YL finlm 8 fify dv}
Qm)

—/ /pvk_h-Bu;thds
al JQ

_/QKQk_h,O‘SGk_h,O dV—i—/Q/Lfk;’Oka;,O dv.

Therein, the spatial parts (terms without time derivatives)

are defined as
/ / own VY Suy, dV de
Iy JQ

—/ /,kah-(svkh dV dr

/ / o VO - VO, AV dr

AslUin18Ugp) =

+/ / fk/h‘l'o,kthkh dV dt

/ /,vikh V(fip (8 fxn)) dV dt

/ //,L(kah dv dr .
In

The right-hand sides are given by:

//b*~8ukthdt

1Jo

—// t*-SukhdAdt—/ /,ov*
1J09Nu arJa

—LKG(’)‘SG,;"OdV—i—/ﬂufd‘r?fk;’odV.

LOGUpp) =

<Suy, dV ds
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9.4 dG(0) realization in time and interpretation as
time-stepping scheme

Finally, starting from Proposition 13, we realize a dG(r), i.e.,
dG(0), discretization if we chose ri = rp = r3 = rqg = 0.
Due to the discontinous test functions in time, the global
scheme decouples into a sequential approach for each time
interval I,,,, m = 1, ..., M which can be interpreted as time-
stepping scheme.

Total system on each 7, On each time interval I,,,, we
have

/ / P Vpp - Suy, AV dt
I, Jo
—l—/ /pl'lkh~30kh dV dt
I"l Q
+/ / Kékh 86y, AV drt
I, Jo

+f /‘Ifo,kh fin 86k, AV dt
In JQ

+/ /y<f'kh>+8fkh dv dr
I, JQ

+ AsUn(6Un) +/Q/0[vkh]m71 SSufy o dV
+/Qp[ukh]m_1 ~8v2’h,m_1 dv

+fQK[9kh]m,1 86,0y AV dr

+ /Q o,k [ finlm—186, ,,_; dV

+ % /Q[‘I’o,kh]m—l Fenm—1 8 m_y AV

—i—/ YL finlm—18 fefy ey AV
Q(m)
—/ /pv,:h~5u,:thds
a1 Jo
—/ k0 080k, 0dV
o : :

+ /Q 2 Jin.08Sino 4V

/ / b* - Suyy, AV dt

I, Jo

—}-/ / t* - Suy, dA dt
Iy JOQNu

—/ /pv*~8u,:thds
ol JQ

—‘/QKQSSQ,;LOdeL/Q/Lf(;(ka;’O v . (89)
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Carrying out time integration Now, we employ constant-
in-time test functions, integrate the time derivative terms, and
we employ the right-sided box rule. The term W g, is approx-
imated in an implicit fashion, namely Wo xj, := Vo kn,m =
\IIO_ Khum- Then, we arrive at

/Qp (Venm — Vinm_t) - Sun dV
+ fQ P Uiy = Uiy ) - S0 AV
+/Q:c Opr.on — On.m—1) 860 AV
+ /Q \po_,kh (fk;,m - fk—;,mfl) 86p dV
+ fQ YU = fio o V58 i AV
+ ki As[Up, , 16U p)
+ /Q P [vknlm—1 - Sufy, AV
+Lp[ukh]m—l ~5v,jhym,1 dv
+/QK Ok m—1 - 865,y AV
+/Q\I’0,kh [fkh]m—159,$,,m,1 dv
+ % /S‘Z[\I/O,kh]mfl ka;r,,m_l 59;:?,,,,,_1 dv

/ v fenlm— lafkhm 1 dv
Q(m—1)

/ /,ovkh Suy, dV ds — /Keglose,;odv
al ’ ’

+/Q“fk71,o3fk7z,o v

:krn/b*'Suth+km/ t* - Suy dA
Q 02N u

—/ /pv*-&uk_thds
a1 Jo

_/;2"96891:;1,0(1‘/+f9“f0*5fk;z,0dv'

Remark 10 At this point, we emphasize another big advan-
tage of such Galerkin type formulations in comparison to
classical time-stepping schemes based on finite differences.
The integrals are resolved by using some quadrature for-
mula in the Galerkin finite element context. Here, we have
the liberty to easily use different quadrature formulas for
each integral. This is of interest in error-controlled adaptivity
(e.g., [9, 27, 67]) or in cases where singularities are detected

that require certain approximations properties in certain time
intervals I, for certain equations.

Combining time-integrated time derivatives with jump
terms Next, we investigate the first three time-integrated
terms and the jump terms, while we neglect for a moment
the other terms. This enables us to perform the following
simplification:

[0 Wi = -0
+/Q'°(”k_h,m _”Z?.,m_l)dvh 4V
[ 5 01V
+/Q[,0 Vihlm—1 'S”Ij—h,m_l av
+fQ[,0 Ui lm—1 '(Svljh,mq av
+/;)[1€ Ornlm—1 .59]:;1’"1_1 av
:/Qp(uk—h’m "’Ifh,mq) suy, AV
[~ 00V

—+—/ K(Qk_h’m
Q

+ - +
+ /;2 POy 1 = Vgpm—1) - Sy g AV

— Oy 1) 86, AV

+ /Q 1Y (u/—:h,m—l - uk_h,m—l) . 5”?h,m_1 dv

+L" (0/:1_1,m71 —Onmt) 80y AV
- /Qp Vhm ~ Vkhm—1) - Sn AV

[ -0V

+/;2K Ornm = Cxnm—1) 86n AV .

Now, we consider the fourth time derivative term and its two
jump terms:

- - +
/Q‘yo,kh Sinom = Jin.m—1) 06 AV
+/Q‘I‘0,kh [fkh]m—lf%ﬁ,m,l dv
1
+3 fg[%,kh]m—l Fehm—1 86 m_y AV

= /Q‘I’o_,kh (sz,m - fk-'h-,m—l)aeh v
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+/ lIJO kh (fkh m—1 fk;;,m—l) Seljh,m—l av

- + +
/(“I’Okhm 1~ Yo rnm—1) Jinm—190 m—1 4V -

Since the functions are constant in time, it holds Yorn =

Wo kn and 86, = (SQkh me1 = 00, m and we obtain for the
fourth time derivative term

| i it = Finr) 8600V

1
+ - +
T3 fg(‘po,kh,m—l = Woknm—1) Jinm—1 60n dV .

The fifth term follows in the same fashion and we obtain

| R A
+/ V[fkh]m—l (ka-;,m—l dv
Q(m—1)

= /Q V(fk_h,m - f];,,m_l)Jrth dv.

Inserting the results into the original system The terms
after the last equal sign are now employed in the previous
relation yielding

f P (vk_h,m - vk_h,mfl) ~Sup dV
Q

+f P (u,:h’m — u,:h’m_l) -dvy, dV
Q

—+—/ K(Qk_h’m
Q

+f Youn Senm = Senm—1) 86n dV

— O o) 86 AV

- +
/(‘I’Okhm 1 ‘I/O,kh,m—l)fkh,m—laeh v

O Ry i R G
+ ki As[Uy, , 1(6Un)

—/ /pv,:h'Su,:thds—/K@kjlowl:hodv
alJQ Q ’ ’

+Lufk;,08fk;,0 v

=k /b Suth+k/ t* - Suy, dA
DQNM

//,ov Suy, dV ds
al

_v/QKQSSQk_h,OdV_'_/QILf(;ka;,O dv
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Resolving space-time boundary conditions Next, we explic-
itly rewrite the temporal boundary term as

/ /,ovkh Suy, dV ds
al

= /P”khr Sugy,r dV
Q

+/Q,0 vk_h)o . (Suk_h,o dv .

Notational setups and final time-discrete system Since on
each time interval [,,, the functions are constant in time, we
can set Ugp,,, == U k_h,m for the trial functions and their
corresponding test functions. Thus, we obtain

/Q'O (Vkh,m — Vkh,m—1) - Sup dV

+ /Q P @ih,m — Ukh,m—1) - vy AV

4 /Q € Oktn — Okhn—1) 86, AV

+ /Q Yo,kn (Sxhm — Sfihm—1) 86 AV

+ % /Q(‘Ifo,kh,m = Wo,kh,m—1) fich,m 86p dV

+/Qy<fkh,m — finm—1)T8fn AV
+ ki AslUn,m1(8Up)

- / P Vn,T - Sttgp,r AV+
Q
f P Vin,0 - SUgpodV — / i Okn,0 06kn,0 AV
Q Q
+/ M fxn,08 fino dV
Q
:km/ b* - Suy, dV
Q
+km/ t* - Suy dA—/,ov}-Sukh,T dv
9N Q
+ f p vy - Sugy,odV
Q

—/ ’C9689kh,0 dV—i—/;szf(;(kah,o dv.
Q

Finally, this yields:

Proposition 14 (dG(0) timestepping) Let the initial con-
ditions vy, 03, f§ at to and the end time condition v*T at
tmy = T be given. For the time point indicesm = 1,..., M,
the current time step size is k,, = t,, — tym—1, and let the
previous time step solution Uy ,—1 be given. Then, find
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Ukhm € V250" x VP52 s s V}‘lf’s4’m such that

/;2,0 (Vkh,m — Vkh,m—1) - Sup dV

+ /Q P (Wkh,m — Ughm—1) - SV, AV

+ /Q K Okhm — Okn,m—1) 86, AV

+ /Q Vokn (fin,m — fenm—1) 86, dV

+s fQ (W0 ki — W0 k1) Fihm 865 AV
+/Q)/(fkh,m — fahm—1) T8 fi AV

+ kin AslUh,m1(8U )

=km/b*-8uth
Q

+ kyp / t* - Suy dA
RN, u

for all test functions SU gpm € V3" x V2™ x Vg’;3’m X

Vhf 4™ Therein, the spatial parts are given by

AslUrn1(8UR) :2/ oy VY™ Suy, dV
Q
—/ PV - SV dV+/ w VO, - V&b, dV
Q Q
4 [ ounssiav + [ BY V(i av
Q Q

+/ wéfpdv.
Q

Remark 11 The discretization of the other problem state-
ments from the Sects. 7, 6, and 5 are obtained with the same
formal procedure, with the only change in the definition of
the semi-linear forms and solution sets. In Sect. 7, a regular-
ization of the inequality constraint still must be undertaken
which is not necessary for the former Sects. 6 and 5.

Remark 12 The previous dG(0) discretization is a variant of
the well-known implicit, strongly A-stable backward Euler
scheme. This correspondance for simpler equations, e.g., heat
conduction or wave equation only, is well-known in the lit-
erature; see e.g. [6].

9.5 Idea of higher-order schemes such as dG(1)

The starting point for higher order schemes is (89). For
instance, for a dG(1) realization withri = =r3 =rqs =1
follows the classical idea of the finite element method. For
dG(1), linear polynomials, we need two basis functions per

time interval, rather than only one (constant function) as for
the dG(0) method. Let us recall the temporal part of the dG(0)
basis function:

1 for I,

Uk =
- {0 for Iy # I,,m #n

In the dG(1) method, the two basis functions can be obtained

with the Newton representation (e.g., [75]) of Lagrange inter-

polation

1 for [
SUkmo = or m ,
0 forl, #I,,m #n
k-1t — ty—y) for I,
5Uk,m,1 _ m ( m 1) Oor Iy
0 for I, # I,,m #n

These temporal parts need to be multiplied with their spa-
tial parts, i.e., Uy, = §U,8Uy, which is omitted here, but
can be found for instance in [87] for the heat equation. These
two basis functions are subsequently inserted into (89), which
yields per time interval 7,,, now two coupled (spatial) solu-
tions, namely U ,jh m—1 and U, . The overall solution on
I, is then given b3} the linear combination

f =ty . f—tm o
Un(t) = T Uihom — o Uinm—1-
m m

Consequently, we now must solve spatial systems of dou-
ble size per I,, which can be computationally expensive.
However, superconvergence effects can be proven for simple
model problems in the time points #,,, yielding a tempo-
ral convergence order of 3 for the dG(1) scheme; see e.g.,
[72][Section 7.3].

9.6 Well-posedness of the time-discrete dG(0) elastic
wave system

One key innovation of this work is the prescription of veloc-
ity initial and time conditions as demonstrated in Sect. 5,
and specifically summarized in Remark 6. Based on the pre-
vious derivations in the current section with the final result
presented in Proposition 14, we now show explicitly that the
space-time system is well-posed for M = 2 and dG(0) time-
discretization. Considering the elastic wave equation only,
from Proposition 14, we have

/ P (Vkn,m — Vkhm—1) - Sup dV
Q

+/ P Wknm — Ukhm—1) - Svp AV
Q

+ ki As[Ukn,m18U )
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=kn1/b*'BUth+km/ t* - Suy, dA
Q GQN,M
with
As[U1(6U) == / o VI su, dV
Q
—/ PV - Svy, dV.
Q

Without loss of generality, let us assume #* = 0, and let us
re-order and collect:

/Q,O (Vkhm — Vkhm—1) - Sup dV

+km/ Orhm s VYSuy, dV
Q

+ /Q o Wih,m — Ukh,m—1) - v, AV

- km/ P Vhm - vy AV
Q

=k / b* - Suy, dV. (90)
Q

As areminder, in the classical sense, we would now prescribe
the initial conditions u{j and vfj such that for m = 1, we set
Uih,0 = UG,  Vkh0 i= V],

and from this, we obtain from (90) for m = 1,.... M
sequences (Ux n,m)meN, (Vkh,m)meN of discrete solutions. In
our new philosophy, we rather prescribe

Viho 1= V), VkhM = V.

We notice that still displacements are prescribed on the spatial
boundaries and for this reason, there is justified hope that our
change in the initial conditions still yields a solvable system.
In the following, we study the case M = 2 which could be

generalized with induction. We assume same time-step sizes
such that k := k; = k> and the corresponding time points

to, t, bh=ty=T.

For M = 2, we have from (90)
/ P (Vkn,1 — Vo) - Suy dV
Q
+k/ Okh1: VYR sy, dV
Q
+/ o (Wip1 — Ukp,0) - dv, dV
Q

—k/pvkh,l-(?vth:k/‘b*-Suth,
Q Q
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and

/ p (Vkn2 — Vin1) - Sup dV + k/ Okh2: VY Ssu, dV
Q Q

+/ P Win2 — ugp,1) - dvp dV
Q
—k/ P Vkn2 - vy dV =k/ b* - Suy, dV ©n
Q Q
with the initial time and end time conditions
. * . *
Vkh,0 ‘= Vg, Vkh,M = Vkh2 ‘= V.
Let us briefly count the unknowns in this scheme:
Wh,0, Wi, 1 Wkh,2s Vkh,1- (92)

We have four equations in (91) and four unknowns, which
yields a quadratic linear system.

Remark 13 As a reminder, in the classical setting, we have
Ukp,0 i=U), Vkp,0 = V),
and we also solve for four unknowns, namely

Ukn,1, Vkh,1> Wkh,2, Vkh,2-

Here, it is well-known that this procedure works and the
scheme is well-posed.

In our new setting, the actual solution becomes more dif-
ficult since the unknowns in (92) cannot be computed in a
sequential manner, i.e., given (Uyy m—1, Vkh,m—1) compute
(Wkh.m» Vkn,.m)- Rather, we have to put a global view since
we need to compute from the beginning and the end all in
one. For this reason, let us explicitly derive the linear system.
To this end, we first order into unknowns on the left-hand side
and known values on the right-hand side. Here, (91) yields

f P Vip,1 - dup dV
Q
+ k/ oin1: VY Suy dV
Q
+/ o (Wip,1 — Ukp,0) - 6v, AV
Q
_k/ P Vp,1 - 6v, dV 93)
Q
= / P Vkn,o - Sup dV + k/ b* - Suy, dV (94)
Q Q
and

—/ 0 Vin,1 - Sup dV +k/ Okh2 - VM Suy, dV (95)
Q Q
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+/ P (Wrh — ugp,1) - Svp AV

Q

= k/ P V2 - vy dV — / P Vkpo - Sup dV
Q Q

+k/ b* - suy dV. (96)
Q

As previously introduced in Sect. 9.3, we have

Ukh0 € V"sl’ ,

u,si,1

upn,1 €V,

Szl

,81,2 v,82,
ugp2 €V, v € V),

with the finite element representations

0
dlmVu L

Z uO,nSuh,n»
n=1

u,s1,1

Ukn,0 =

dimV;
Upp,| = Z uo,n0Up

n=1

2
dlmVu L

Z MO,nauh,n,

n=1

Ukh2 =

dim Vvszl

Vip,1 = Z 10,n0Vp n,

n=1
with the nodal representations

dlmVu 51.0
wo = (Uo,n),—; ,
dlmVu sl
up = (u; n),, 1 s
dimy; "1
uy = (u2,n) n=1 ,

dlmVL 2.1

v = i), "

Let us define now the discrete matrices (see the mathematical
finite element literature, e.g., [15, 16], for similar notations
of finite element matrices)

Agl;lsh . (AmdSS) J

= (/ P OVkp,j - Sup i dV)
i,j

Alaplace = ( Alaplace)

uu i,j

= (f o kn(Sugp,j) : VsymSuh,i dV)
Q ij

ATUT}JESS = (Amaﬂs)l ]

= (/ pOugy,j- vy dV)
Q i,j

Aanass — (Amass)l o= </ 08V, j - SV dV)
Q iJ

and discrete right-hand sides, corresponding to (94),(96),
(95),(93), respectively

dlva 2l dimV,” 52:1
by = (by z)l_] (0)1_1 o
v,59.2
dlmVU 5.2 dlmV
by :=(byi);_; " = <k/ P Vkh2 - SV dV)
Q i=1
dimv“*12
b3 = (b3 1)1_1 g
dlmV“ 51,2
= (—/ P Vkp2 - Sup dV—|—k/ b* - duy dV)
Q i=l
dlmVu Spl
by = (b4 l)l—l

. u,s1,1
dimV,
= (f P Vkp2 - SUp dV+k/ b* - Sup dV) ;
Q Q

i=1

where we recall that v, 0 := v(; and vgy, 2 := v7.. Then,

_ Amass Amass 0 —kAIleaSS uo b,
0 All')ILaSS All')l‘luaSS 0 ul b2
0 0 kALY —Ams | uy | T | 63
0 kAlPlce Amass vy bs

o7)

Therein, the rows correspond to (94),(96),(95),(93), respec-
tively. The determinant of this block system is

mass 4 mass 4 laplace , mass
det(2kAy, AL Ay AT,

Here, all terms (matrices) are non-zero, because they consist
of usual mass matrices and stiffness matrices, and conse-
quently the determinant is non-zero and therefore this system
has a unique solution. Thus, the solutions

uo, uy, U, vy, (98)
and consequently their finite element representations

Ukh,0, Ukh,1, Wkh,2s Vkh, 1 99)

exist and our newly proposed discrete space-time formulation
of the elastic wave part for M = 2 in the dG(0) setting is
well-posed. Thus, we have shown:

Proposition 15 Given the data b*, v(; and v}, the fully dis-
cretized elastic wave equation in mixed form (90), with dG(0)
in time for M = 2 and continuous Galerkin finite elements in
space, is well-posed and admits unique finite element solu-
tions Wip, 1, Vih,1, Wkh,2» Vkh,2-
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Corollary 1 The previous result can be extended via induction
to cases M > 3.

9.7 Practical realization

The well-posedness analysis yields immediately a practi-
cal realization for the implementation of the elastic wave
part. Moreover, the solutions can be explicitly computed
by standard procedures, e.g., Gaussian elimination or LU
decomposition for such a small 4 x 4 block system. This
should not be confused being a simple, fast, solution process
since each block therein consists of a classical finite element
matrix, which can be (very) large for (very) fine spatial dis-
cretizations with (very) small mesh parameters /. To this end,
we obtain from (97) the triangular system

—ALS ALY 0 —kATR uo b

0 AT AR® 0 up | _ | b2

0 0 kARRRce _gmas [0y |7 By

0 0 0 24ms vy by
(100)

Here, the reader should recall that the right-hand side is mod-
ified due to the row modifications as well. For this reason, we
denote the right hand side with tilde. Now, we can explicitly
compute via solving linear equation systems of the form

v = QAT "1y,
uy = (KA " (B3 + A™S)),

uy = —(A}) " (b — AV u2),

uy = _(Axvr;ass)—l(il _ Agluassul + kALnUaSSv]),

and finally have the corresponding displacements and veloc-
ity

Ukh,05 Ukh,1, Ukh,2, Vkh,1- (101)
We notice that these steps are (very) typical matrix-vector or
matrix-matrix multiplications as they arise often in similar
block systems such as for instance Schur complement com-
putations; e.g., [91]. Moreover, the principal computational
cost by solving backwards four systems is the same as we
would have for the classical procedure with initial conditions
in u and v. The only difference is that in the classical sense,
we can go from time point, say f,,—1, to time point f,, and
solve the equations, while in our newly proposed system, we
first have to derive the fully-coupled linear equation system,
here (97) (for M = 2), and resolve this first, before solv-
ing the actual finite element systems. This approach remains
reasonable for moderate M ~ 100 or M ~ 1000 by using
symbolic computations from Maple or Wolfram Mathemat-
ica. For large M (many time steps), iterative solvers, e.g.,
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[77], or multigrid methods [35] should be employed, where
we specifically mention in the space-time context the overall
space-time multigrid solution [30].

10 Conclusions

In this work, we proposed a new paradigm for variational
material modeling within a mathematically consistent space-
time framework. On the one hand, stationary problems in
mechanics are known since the year 1696 and space-time
descriptions have been mathematically discussed for par-
tial differential equations and variational inequalities since
the year 1968 in [26, 52, 56, 88]. On the other hand, only
recent advances for thermo-mechanically coupled modeling
via extended Hamilton principles allowed us to embed the
resultant models into common space-time frameworks. Of
special importance is the description of the space-time cylin-
der and specifically its surface on which boundary and initial
conditions are defined. Having the extended Hamilton prin-
ciple and the space-time cylinder at hand, we demonstrated
in terms of four models the power of our approach, i.e.,
the elastic wave problem, visco-elasticity, elasto-plasticity
with hardening and gradient-enhanced damage modeling.
For the latter two examples, inequality constraints yield com-
plementarity systems which require mathematically to work
in convex sets, rather than linear function spaces. Finally,
we performed the numerical discretization with a focus on
the temporal parts employing discontinuous Galerkin finite
elements. Therein, the regularization of the inequality con-
straints was based on on simple penalization. Since the
penalization acts in time, corresponding dG jump terms had
to be derived. Moreover, a nonlinear time-derivative term
required a careful investigation in terms of their jumps terms,
too. These details were worked out in great detail and finally,
a dG(0) realization with constant basis functions in time was
conducted in order to arrive at a practical scheme. The idea of
higher-order temporal discretizations was outlined as well.
Finally, we studied the well-posedness of the elastic wave
part for M = 2 (three time points) in the dG(0) since the
prescription of velocity conditions only is unusual and at the
same time one of the key innovations of this paper. The prac-
tical realization in terms of an algorithmic scheme is also
shown for this system and can be adopted as starting point
for an implementation of the full elastic wave equation. A
reduced, prototype realization, implementation, and numeri-
cal simulation of a scalar-valued wave equation is undertaken
in Sect. 5.3.
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A Strong forms

We collect in this appendix the strong form formulations
for all models discussed. This is obtained from applying the
fundamental lemma of calculus of variations to the respective
weak formulations given above.

A.1 Strong form of the elastic wave propagation
(Sec.5)

Problem 1 Letb* : Q@ x I — R? be given volume forces, t*
QN x 1 — R4 given surface tractions, u* : 0Qp y x I —
R? spatial Dirichlet boundary data, and v* : Q x 91 — R4
temporal boundary data. Furthermore, let 0* : 0Qp g X [ —
R be Dirichlet boundary conditions for the temperature and
05 : 2 — R be temperature initial condition. The Euler-
Lagrange equation for the displacements u : Q x I — R¢
and velocities v : Q@ x I — RY read

V.o+b" =pvVx,t)eQx1
u—v =0 V(x,1)eQxI
o-n =t V(x,t) €90QNy X [

u =u* V(x,t) €90Qpy, x I

=) Y(x,1) € Q x {0}

=} Y(x,1) € Q x (T}

(102)

e <

with the stress

_ owe
T de

o =C: (e —a'0l)

and the governing equation for the temperature 0 : Qx I —
R constitutes as

KO+V.-qg*+a9I:C:6 =0 V(x,1)eQxI
n-qg* =0 V(x,t) € 0Qng x I
6 =60*V(x,t)€dQpg x I

0 =0°V(x, 1) e Q x {0}
(103)

where I : C : & = Cjjopéop and where the heat flux vec-
tor can be modeled using Fourier’s law, i.e., ¢* = —w V0,
see (12). Accounting for non-adiabatic processes, i.e., n -
q* # 0V(x,t) € 90Qn, X I can be easily performed by
reasonably expanding the extended Hamilton functional 'H
in (31). More details are given in [46].

A.2 Strong form of visco-elasticity (Sec. 6)

Problem2 Let b* : Q x I — R? be given volume forces,
tr 00Ny x I — R? given surface tractions, u*
02y X I — R? spatial Dirichlet boundary data, and
v* : Q x 31 — R? temporal boundary data. Furthermore,
let 0* : 9Qp o x I — R be Dirichlet boundary conditions
for the temperature, 05 : Q2 — R be the initial condition
for temperature, and s(v)’* 0 Q — R the matrix-valued
initial condition for the viscous strain. The Euler-Lagrange
equations for the displacements u : Q x I — R? and the
velocities v : Q x I — R? read

V-o+b =poV(x,1)eQxI
u—v =0 V(x,1H))eQxI
o-n =t V(x,t) €90QNy X [

u =u* V(x,t) €90Qpy x I
=) Y(x,1) € Qx{0}

=} Y(x,1) € Q x {T}

(104)

e <

with the stress

owP
o=—=C:(e—-¢")
ae

and the governing equation for the temperature 6 : Qx I —
R constitutes as

/cé+V~q*—o:éV =0 V(x,t) e Q2 x1I
n-qg* =0 V(x,t) €9Qnyg x [
0 =06*V(x,t) €0Qpg x [
0 =65V(x, 1) e x{0}

(105)

where again the heat flux vector q* is modeled using Fourier’s
law in (12), i.e., ¢* = —w V0. These equations are comple-
mented by the evolution equation for the viscous strain: find
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&' Q x I — R4 sych that

1
&' = —deve V(x,1)eQxI
n (106)

TN V(x,1) € Q x {0}
which all result from the stationarity of the Hamilton func-
tional. Usually, we chose eg’* =0.

A.3 Strong form of elasto-plasticity with hardening
(Sec.7)

Problem 3 Letb* : Q@ x I — R? be given volume forces, t* -
QN X1 — R4 given surface tractions, u* : 0Qp y x I —
R? spatial Dirichlet boundary data, and v* : Q x 91 — R4
temporal boundary data. Furthermore, let 0* : 9Q2p g X [ —
R be Dirichlet boundary conditions for the temperature, 0
Q — Rbetheinitial condition for the temperature, and 68’* :
Q — R the matrix-valued initial condition for the plastic
strain. The Euler-Lagrange equations for the displacements
u:Q x I — R and the velocities v : Q x I — R? read

V.o+b" =pioVix,1)eQxI
u—v =0 Vx,1)eQxI
o-n =t Y(x,1) €0QNy x 1
’ 1
u =u* V(x,t) €90Qpy x I (107)
v = Y(x, 1) e Qx {0}
v =0} V(x, 1) € Q x (T}
with the stress
awd
o=— =C:(e—¢€P)
ae
and for the temperature 0 : Q x I — R
KO +V.-q*—0: 6P =0 V(x,1)eQxI
n-qg* =0 V(x,t) € 90Qnyg x I (108)

0 =0*V(x,t) €0Qpy x [
0 =05V(x, 1) e Qx{0}

where the heat flux vector q* can be modeled by Fourier’s
law(12), i.e., q* = —w V0. The system of equations is closed

by the differential algebraic equations for the plastic strains:
find €P : Q x I — R such that

awh
ep = pPdevo, &' = pp(oY + —) ,
"/ 109y
=0, PP =0, OP <0 V(x,1)eQxI
&P = eg’* V(x,1) € Q x {0} .

Similarly to visco-elasticity, we usually chose eg’* =0.

@ Springer

A.4 Strong form of gradient-enhanced damage
modeling (Sec. 8)

Problem 4 Letb* : Q2 x I — R? be given volume forces, t*
QN X1 — R4 given surface tractions, u* : 0Q2p 4 X I —
R? spatial Dirichlet boundary data, and v* : Q@ x 91 — R4
temporal boundary data. Furthermore, let 0* : 0Qp g X [ —
R be Dirichlet boundary conditions for the temperature, 05
Q — R be the initial condition for the temperature, and f
the scalar-valued initial condition for the damage. The Euler-
Lagrange equations for the displacements u : Q@ x I — R¢
and the velocities v : Q@ x I — R? read

Vo +b" =pvVx,r)eQxI

u—v =0 V(x,1)eQxI
o-n =t V(x,t) €90QNy X 1
u =u* V(x,t) €90Qpy x I (110)
v = Y(x, 1) e Qx {0}
v =0} V(x, 1) e Q x (T}
with the stress
o=fC:e
the temperature 0 : Q x I — R such that
KO+V-qg*+Wyf =0 Vx,t)eQ2x1
n-qg* =0 V(x,t) €9Qnyg x I (111)

0 =0*V(x,t) €0Qpy x [
0 =05V(x, 1) eQx{0}

with Fourier’s law in (12) for modeling the heat flux vgctorq*,
i.e., q* = —w V0 and the damage function f : Qx I — Rt
such that the following complementarity system holds true
i d._
d——? >0, O i=fY-BfAf—n=0,
ddd=—-ddf/f =0V@x,)eQ2xI
n-Vf =0V(x,t) € 0QNa X [
fo=f3 V0 e Qx{0)

(112)

From the definition f(d) = exp(—d) it follows from d>0
that f < 0. Moreover, the complementarity system (112) and
the constraint f < 0 are closely related to regularized phase-
field fracture (e.g., [86]). Therein, the constraint is rather
formulated in terms of the damage function f, and ®9 is
slightly differently defined [86, Section 4.5.3].
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