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Abstract

In Parts I [I] and II [2] of this series, a novel computational framework was presented for
the numerical analysis of large strain fast solid dynamics in compressible and nearly/truly in-
compressible isothermal hyperelasticity. The methodology exploited the use of a system of first
order Total Lagrangian conservation laws formulated in terms of the linear momentum and a
triplet of deformation measures comprised of the deformation gradient tensor, its co-factor and
its Jacobian. Moreover, the consideration of polyconvex constitutive laws was exploited in order
to guarantee the hyperbolicity of the system and show the existence of a convex entropy function
(sum of kinetic and strain energy per unit undeformed volume) necessary for symmetrisation.
In this new paper, the framework is extended to the more general case of thermo-elasticity by
incorporating the first law of thermodynamics as an additional conservation law, written in
terms of either the entropy (suitable for smooth solutions) or the total energy density (suitable
for discontinuous solutions) of the system. The paper is further enhanced with the following
key novelties. First, sufficient conditions are put forward in terms of the internal energy density
and the entropy measured at reference temperature in order to ensure ab-initio the polycon-
vexity of the internal energy density in terms of the extended set comprised of the triplet of
deformation measures and the entropy. Second, the study of the eigenvalue structure of the sys-
tem is performed as proof of hyperbolicity and with the purpose of obtaining correct time step
bounds for explicit time integrators. Application to two well-established thermo-elastic models
is presented: Mie-Griineisen and modified entropic elasticity. Third, the use of polyconvex in-
ternal energy constitutive laws enables the definition of a generalised convex entropy function,
namely the ballistic energy, and associated entropy fluxes, allowing the symmetrisation of the
system of conservation laws in terms of entropy-conjugate fields. Fourth, and in line with the
previous papers of the series, an explicit stabilised Petrov-Galerkin framework is presented for
the numerical solution of the thermo-elastic system of conservation laws when considering the
entropy as an unknown of the system. Finally, a series of numerical examples is presented in
order to assess the applicability and robustness of the proposed formulation.
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Polyconvexity, Conservation laws, Ballistic energy

1. Introduction

In Parts I [I] and IT [2] of this series, a novel computational framework was presented for
the numerical analysis of large strain fast solid dynamics in isothermal hyperelasticity. Whilst
the aim of Part I was on compressible hyperelasticity, the focus of Part IT moved towards nearly
and truly incompressible hyperelasticity. The fundamental motivating factor for such work has
been the development of a methodology capable of addressing the shortcomings of traditional
displacement based formulations, such as: reduced order of convergence for strains and stresses
[3], poor performance in bending dominated scenarios [4H7], numerical instabilities of the type
of shear/volumetric locking [8, 9] and spurious pressure fluctuations [10-12] and high frequency
oscillations in the vicinity of sharp spatial gradients when using Newmark-type time integrators
(13, [14].

Apart from the possible use of high order schemes [I5], extensive literature on low order
schemes (typically preferred by the software industry), is available on a variety of techniques ca-
pable of addressing some (if not all) of the above shortcomings. In the case of linear tetrahedral
elements, the earliest attempt at employing a system of conservation laws in solid dynamics
originates from the work of [16] [I7], where the conservation variables of the mixed based ap-
proach were the linear momentum p and the deformation gradient tensor F'. Specifically,
an upwind Godunov-type cell centred Finite Volume Method was presented for small strain
linear elasticity. With a similar philosophy, an alternative version of cell centred FVM [I§],
approximated using node based numerical fluxes, was introduced in isothermal hyperelasticity
[19, 20]. Recently, Scovazzi and co-authors [21H25] explored a mixed based (velocity-pressure)
approach for the applications of transient solid dynamics by utilising a Variational Multi-Scale
method. Codina, Cervera and collaborators [26H30] also explored a similar idea of incorporating
stabilised nodal stresses with the use of orthogonal subgrid scale method.

In recent years, some of the authors of this manuscript have pursued the same {p, F'}
system whilst exploiting well-established fluid inspired spatial discretisation techniques [3], 31}
34]. In subsequent papers, the {p, F'} system was then augmented by incorporating a new
conservation law for the Jacobian of the deformation J [35] to effectively solve nearly/truly
incompressible deformations. Further enhancement of this framework has been reported by the
authors [1l 2], when considering isothermal materials governed by a polyconvex constitutive
law where the co-factor H of the deformation plays a dominant role. The full set of unknowns
{p, F, H, J} yields an elegant system of conservation laws, where the existence of a generalised
convex entropy function enables the derivation of a symmetric system of hyperbolic equations,
dual of that expressed in terms of entropy conjugates of the conservation variables [2].

Consideration of thermal effects, especially in the context of large strain fast transient
dynamics, is fundamental in order to obtain a realistic representation of stresses when a solid
undergoes a complex and rapidly evolving deformation pattern. With focus on thermo-elasticity
and thermo-inelasticity, numerous authors have worked over the years putting forward a variety
of computational schemes where both displacements and thermal variables are solved either
monolithically or in staggered fashion [33] B6H40]. Traditionally, authors prefer the use of the
temperature 0 as the thermal unknown to be solved, although alternative schemes in terms of
the entropy 7 are also possible [36], 41].

The aim of this Part III paper is to further extend the work thus far presented in this
series to account for strongly thermally-coupled scenarios, through the consideration of non-



reversible thermo-elastic constitutive model’l With this in mind, a generalised system of
first order conservation laws is presented in terms of the set {p, F', H,J,n}, where the first
law of thermodynamics is incorporated as an extra conservation law in addition to the linear
momentum and geometric conservation already covered in Parts I and II.

A crucial aspect that requires special attention (especially in the case of coupled problems)
is that of the stability of the formulation, from both the continuum and numerical standpoints.
With respect to the former, this paper seeks the use of ab initio stable polyconvex constitutive
internal energy functionals in the most generic thermal case, that is, not only restricted to
isothermal or isentropic scenarios [42H46]. Thus, and following the definition of polyconvexity
with respect to the extended set of arguments {F', H, J,n}, as proposed in [47], a set of sufficient
conditions will be put forward for the (i) internal energy density and (ii) the entropy measured
at reference temperature, in order to ensure ab initio the polyconvexity of the general internal
energy density function. As it is well known, polyconvexity is a sufficient guarantor of ellipticity
or rank-one convexity (in the quasi-static case) and hyperbolicityf] (in the dynamic case). In this
paper, the latter condition is demonstrated and, moreover, the study of the eigenvalue structure
of the system is carried out with the purpose of obtaining correct time step bounds for explicit
time integrators. Application to two well-established thermo-elastic models is presented: Mie-
Griineisen and modified entropic elasticity. The complexity of the algebra is tremendously
facilitated by means of the use of a tensor cross product operation which can be originally
found in [49, [50] and exploited for the first time in the context of solid mechanics in [51], 52].

The use of polyconvex internal energy density functionals facilitates the transformation of
the system of conservation laws into a symmetric set via the introduction of a suitable convex
entropy functionﬂ In the context of thermo-elasticity, this convex entropy function will be
identified with the well-known ballistic energy [53] (also known as Lyapunov function [54, [55])
of the system. Moreover, and although the main focus of the paper is on the use of the entropy
as the thermal unknown (suitable for the case of smooth fields), it is also shown how the use of
the ballistic energy as convex entropy function permits the use of the total energy density as an
alternative thermal unknown (in the case of discontinuous fields). From the numerical point of
view, and in consistency with previous work in this series, an explicit stabilised Petrov-Galerkin
framework is employed for the numerical solution of the thermo-elastic system of conservation
laws when considering the entropy as an unknown of the system.

The outline of the paper is as follows. Section 2 briefly recaps and summarises the system of
Total Lagrangian conservation laws for the case of non-thermal hyperelasticity. Section 3 starts
by introducing some fundamental concepts of thermo-elasticity and calorimetry, necessary for
the remainder of the paper. The Section then presents alternative representations of the internal
energy density before introducing some sufficient conditions that, if ensured, guarantee ab-initio
the polyconvexity of the internal energy density functional. Section 3 concludes by presenting
examples of universally convex functions for the case of volumetric-deviatoric Mie-Griineisen
constitutive models. In Section 4, a proof of hyperbolicity is presented along with accurate time
bounds for the volumetric and shear wave speeds. Section 5 demonstrates the existence of a
convex entropy function, the so-called ballistic energy, which permits the symmetrisation of the
system of conservation laws. Section 6 discusses the time and spatial discretisation and presents

SFurther inelastic contributions (i.e. plasticity, viscoplasticity, viscoelasticity, thermo-viscoplasticity) are not
within the scope of this paper.

6Also known as the Legendre-Hadamard condition [48].

"Not to be confused with the entropy density field.



the stabilised Petrov-Galerkin Finite Element scheme pursued in this paper, implemented in
the form of a Variational MultiScale approach. Section 7 summarises for completeness the
solution procedure. In Section 8, an extensive set of numerical examples with emphasis on
smooth problems is presented to assess the performance of the proposed method and draw some
comparisons against an alternative vertex centred Finite Volume method recently developed by
the authors. Section 9 summarises some concluding remarks and current directions of research.
In addition, Appendix A computes the volumetric and wave speeds for the modified entropic
elasticity case. Appendix B briefly summarises the key ingredients of the formulation whereby
the total energy density is preferred, instead of the entropy, as thermal unknown. Finally,
Appendix C presents the linearisation of the set of conservation laws which is used to derive a
closed form solution used to verify the numerical spatial convergence of the formulation.

2. First order conservation laws for non-thermal elasticity

Consider the motion of a non—therma]lﬂ elastic body that is described by a time-dependent
mapping field ¢ (X, t) which links a material particle from an initial reference configuration X €
Vg of boundary 0Vy (with outward unit normal IN) to the time-dependent spatial configuration
x € Vg(t) of boundary 0Vx(t) (with outward unit normal n) according to * = ¢(X,t). As
presented in Part I [1] and Part II [2] of this series, the motion can be described by a system
of first order Total Lagrangian conservation laws as follows:

‘?j DIVP = f; (1a)
%—I; — DIV (—p ® I) (1b)
88—1;[ — CURL ( F> 0; (1c)
% — DIV <p—RHTp) = 0. (1d)

Here, p = prv is the linear momentum per unit of undeformed volume, pg is the density of
the undeformed configuration, v represents the velocity field, f is the body force per unit of
reference volume, F' is the deformation gradient tensor (or fibre map), H is the co-factor of the
deformation gradient tensor (area map), J is the Jacobian of the deformation gradient tensor
(volume map), P represents the first Piola-Kirchhoff stress tensor, I is the identity tensor,
DIV and CURL represent the material divergence and curl operators, respectively. The symbol
® is the standard dyadic outer product, whilst X represents the tensor cross product between
vectors and/or second order tensors as that presented in [51], 52]. Finally, for post-processing
purposes, the deformed geometry @ can be recovered through time integration of the velocity

field denoted as
L 2 )
dt  pr

8When using the term non-thermal, two possible scenarios can be considered, namely that of isothermal
(constant temperature) or isentropic (constant entropy).



As the system of conservation laws presented above has more equations than needed, suitable
compatibility relationships, also known as involutions [56], are necessary, namelyﬂ

CURLF =0; DIVH =0. (3)

In the presence of non-smooth solutions (outside the scope of this paper), above balance
equations (|1)) are accompanied by appropriate Rankine Hugoniot jump conditions. For an in-
depth derivation and use of these conditions, the reader is referred to Part I in the series and
to further contributions by the authors, typically in the context of non-Finite Element based
spatial discretisations [3, [32] 34], 57HGT].

For closure of system (|1|), and to guarantee the existence of real wave speeds in the ma-
terial (hyperbolicity) for the entire range of possible deformations, suitable constitutive laws
compliant with the principle of objectivity (frame invariance) and the second law of Thermody-
namics (Coleman-Noll procedure) must be established [62]. In Parts I and II, and for reversible
elastodynamics, objective constitutive laws were defined via polyconvex elastic strain energy
density functionals [42, 43, 63-67]%) that is, the strain energy density is written as a convex
combination of the triplet of deformation measures X = {F, H, J}.

3. Thermo-elasticity

3.1. First law of thermodynamics in terms of the total energy

The above system can be extended to more general constitutive models that take into
account thermal effects, such as thermo-elasticity. The resulting processes are generally irre-
versible and require an additional conservation law and variable describing the total balance
of energy in the system. This is known as the first law of thermodynamics and is expressed as
[68]:

d

@ EdVR:/ t-vdA— QpdA+ fR-vdvR+/ 7R AV, (4)
dt Jy, Vg VR Vi Vi

where E(X,t) is the total energy density (per unit undeformed volume), ¢ = PN the boundary
traction vector, Qg = @ - N is the heat flow normal to the boundary 0Vg, rg the thermal heat
source per unit reference volume. The equivalent pointwise conservation law is given by

E
aa—t+DIV(Q—PTv):fR-v+rR, (5)
with jump conditions being defined as [3]
UIE1=1Q1 N —[P'v]- N, (6)
where o] := [¢] " — [¢] ™ denotes the jump operator across a discontinuous surface defined by a

unit normal N (pointing from [e]” towards [e]") propagating within the material with normal
speed U.

9Conservation equations for the cofactor and Jacobian of the deformation are not strictly necessary from
a continuum standpoint as these two kinematic fields are strongly related (via compatibility equations or in-
volutions) with the deformation gradient. However, from a semi-discrete viewpoint, this strong compatibility
weakens and can be “exploited” in order to add flexibility to a low order numerical scheme circumventing locking
related problems.

10The strain energy density is measured either at a reference temperature (i.e. isothermal hyperelasticity) or
at a reference entropy (i.e. isentropic hyperelasticity), depending on the simulation to be carried out.



3.2. First law of thermodynamics in terms of the internal energy and the entropy

The total energy E density in the above first law of thermodynamics includes kinetic and
internal energy contributions. Multiplying the linear momentum balance principle by v
and subtracting it from the above equation ({5)), after some algebra, gives

o0&

E%—DIVQ:P : Vv + g, (7)

where &(X,t) = FE — 2/)%% (p - p) represents the internal energy per unit undeformed volume.
Note, however, that the above transformation is only possible in the case of smooth fields.
For the Petrov-Galerkin type of finite element solutions envisaged here this will be the case.
In strict thermo-elasticity, the internal energy density &' (X, t) is postulated to depend on the
triplet of deformation variables X = {F', H, J} and the so-called entropy density (per unit of

undeformed volume) 7, that is
E(X. ) =E(Xy);  Xy={Xn}={F H, Jn} (8)

where £ denotes the same internal energy per unit undeformed volume as & but with a different
functional dependency. Here, the entropy density field (X, t) is defined as the energy dual
conjugate variable to the temperature 6(X,t), that is

O (X,)
on
Again, the notation 6 and © is used to denote the same temperature with different functional

dependency. Similarly, energy conjugate fields can be defined to the three deformation measures
of the triplet X as

0(X,t) = —0(x,). 9)

OE(X,). GEX,) | OEX)
oF OH Y
By comparing the time rate of the internal strain energy & (X ,t) to that of its equivalent
re-expression (X)) and, using the properties of the tensor cross product as shown in [IJ, it

is possible to relate the conjugate stresses defined in to the standard first Piola—Kirchhoff
stress tensor as

06(X t) _0E(X,) OF 08(X,) OH 0£(X,)0J  08(X,)0n

Sp= Sy = (10)

ot oF ot T oH ot o] ot oy ot
=3p:Vow+ 3y (FXV)+3,(H : Vov)+0% (11)
=[Xr+XgxF+X,;H|: Vo'v+0%,
which leads to the following relationship
PX,))=Xp+3XyXF+X;H. (12)

It is now possible to re-write the first law of thermodynamics in terms of the entropy n by
combining equations and to give a thermal expression in which mechanical terms have
been conveniently eliminated to yield [4§]

n

5 TDIVQ =1, (13)



Alternatively, noting that %DIVQ = DIV (%) + Q%Q - V0, a conservation type of law for
the entropy emerges as
an Q 1

5 T DIV (g) - %R - 5Q- Vb, (14)

where Q/6 represents the flux of entropy and the right hand side term is the entropy source
per unit undeformed volume. Note that this expression for the entropy assumes smooth
solutions and it is still an expression of the first law. Integration over an arbitrary volume Vg
together with use of the divergence theorem gives

d @B _ TR 1
- VRndVR+/8VR (7) dA_/VR<9) Wi~ | 7Q VbV (15)

In relation to the heat flux vector Q, we consider the typical Fourier law to hold and which
can be defined in a Total Lagrangian fashion

Q=-KV, K=J'H"kH. (16)

where k represents the positive semi-definite second order thermal conductivity tensor in the
deformed configuration.

3.3. Second law of thermodynamics

Given the fact that heat must flow from hotter to colder regions of the solid and, conse-
quently, the direction of @ must oppose the direction of the thermal gradient V(0 as

1
- 57Q Vb 20 (17)

This implies that equation (15 can be written in the form of an inequality as

d ) "R
— x> > - )
— VRndVRJr/aVR(g)dA_/VR(Q)dVR (18)

This inequality is known as the second law of thermodynamics. Note that in classical
rational mechanics [48] equation (18]) is accepted a priory as a fundamental principle from which
the flow direction equation is then obtained as a consequence. The physical implication
of this equation is that the total entropy of an isolated system (i.e. with null second and third
terms of above inequality ) can only grow. The equivalent differential form of equation

is
on Q TR
8t+DIV(9)2 0 (19)

Note that the physical consequence of this inequality implies that thermo-elastic processes in
general cannot be reversed. Typically, a process can only be reversed if the inequality becomes
an equality when @ vanishes. Such processes are known as adiabatic. In addition, if there
are no heat sources the entropy value will be preserved in which case the process is known as
isentropic.



3.4. General thermal relationships and stability requirements

In general, the Calorimetry relationships between internal energy &£, temperature 6 and
entropy 71 can be derived from the definition of the specific heat at constant volume ¢, [68], [69)].
This requires the re-definition of the entropy 7 and the internal energy density & in terms of
the triplet of deformation measures X and the temperature 6 of the system, namely, X'y =
{X,0} ={F,H,J,0}. Specifically,

det d& O (Xp) . ~ i
Co= | 50 (Xo) = E(X,7(Xy)) n=1(X) (20)
with ¢, = prC, > 0, where pg is the density measured at a reference temperature 0z and C,
the specific heat per unit mass. As the internal energy & (X, t) can be expressed as a function
of the set of arguments X, , consequently equation can be recast using the chain rule
to yield

o€ (X,)on (X

an 00

Given that 9E(X,)/0n = 0 (9)), a constitutive relationship between the temperature § and the
entropy 7 at constant deformation can be established

on (X Cy
91(Xe) _ o, (22)

00 0
In general, the specific heat coefficient ¢, is a function of temperature . However, this
coefficient can be assumed constant for most materials for a reasonably large range of temper-
ature variations [68]. Restricting the derivations to this simple constant heat coefficient case,

enables expression to be integrated analytically with respect to the entropy or temperature

changes as
(Xo) 9 -
/ dn:/ —de, (23)
r(X) o 0

which leads to a simple relationship between entropy and temperature as

() = iin(X) + ¢, h%; Tr(X) = (X0 = Op). (24)

In this expression, 77z(X) denotes the entropy measured at a constant temperature 6z and
expressed as a function of the deformation X (after the deformation, the temperature is allowed
to return to the reference value 0g). Using equation , the reverse relationship yielding the
temperature as a function of the entropy and deformation is given by

O(X,) = O pel1—r(X))/cv
— gRe—ﬁR(X)/Cven/Cv (25)
= O(X)e";  Oy(X) = Oge X = (X, n = 0),
where Oy(X) denotes the temperature reached after a state of deformation X is arrived under

isentropic conditions, that is, keeping the entropy constant at its reference value zero. Finally,
it is also possible to write an explicit relationship for the internal energy &(X,t) in terms of



the set X, that is, £(A&,). This is achieved by integrating equation @ with respect to the
entropy field between the limits 0 and a given value 7 as

S(Xn) n
/ 4E = Oy(X) / e dn, (26)
Eo(X) 0
which then yields
E(X,) = & (X) +e,00(X) [ —1]; &) =€(X,n=0), (27)

where the term &)(X) represents the amount of internal energy per unit reference volume
accumulated when the body is deformed in an isentropic manner.

In order to ensure the existence of real wave speeds in the material for the entire thermo-
elastic deformation process, that is, regardless of the amount of deformation X and thermal
state n (or @), it is important that the function £(X’,)) is convex in its variables [47]. This
is an extension of the usual polyconvexity condition for non-thermal processes where the strain
energy density is required to be convex on the triplet of deformation variables X .

Note that since it is perfectly possible to envisage isentropic deformation processes taking
place where the second term in (27h) vanishes, it is necessary that the function & (X') should
be convex in X, that is & (X) shall be polyconvex. However, it is also easy to see that the
convexity of & (X) alone does not ensure the convexity of £(X,) as per equation for
all values of X and 7. Furthermore, since it is also perfectly physically possible to envisage
processes taking place at a given constant temperature, for instance fg, the energy potential
defining the material behaviour at this temperature, namely the Helmholtz free energy function
Yr(AX) must also be polyconvexlﬂ. The isothermal Helmholtz free energy potential is related
to the internal energy density as

Vr(X) = ER(X) — Oriir(X); Er(X) = E(X,0 =0g) = E(X,7ir(X)). (28)

The internal energy term Eg (X) represents the energy per unit undeformed volume caused
by the deformation after the temperature has been allowed to return back to the reference
value 0. This is in contrast to & (X'), which measures the energy per unit undeformed volume
caused by deformation but before any heat flow has been allowed to take place so that the
entropy, rather than the temperature, remains at its reference zero value. In summary, for a
well defined constitutive model, the following three conditions must be satisfied, namely

(i) £(X,) is convex in {X,} = {X ,n} ={F,H, J,n},
(i) &(X) is convex in X = {F, H, J}, and
(iii) Yr(X) is convex in X = {F,H, J}.

When defining the internal energy density, it is very tempting to do so in terms of simple
polyconvex functions for & (X) or ¥z(X) as shown in Parts I or II [I} 2], for instance,

Eo(X) =< (JfZ/SUF - 3) + &o <J72[I§—_{2 - 3\/§> + %(J - 1)23 {50, 80,50} >0 (29)

HEN(X) and ¥r(X) correspond correspond to the classical strain energy potentials used in non-thermal
isentropic and isothermal simulations, respectively.



or
Vr(X) = cp (J 2 11p — 3) + &g (J_QH%Q - 3\/§> + I%R(J —1)% {sr, &Ry KR} =0, (30)

where IIp = F : F and IIg = H : H. Appropriate values for the material parameters ¢ r
and & r can be defined in terms of the shear modulus p, that is, 25y r + 3\/35073 = po.r [2].

Unfortunately, neither the use of nor alone is sufficient to ensure that condition
(i) is satisfied for general thermo-elastic materials where the thermo-mechanical coupling is
determined by, for instance, a Mie-Griineisen model. The next section describes sufficient
conditions for (i), (ii) and (iii) to be satisfied.

3.5. Polyconvex thermo-mechanical internal energy functionals

This section presents conditions that are sufficient for £(X,) to be universally polycon-
vex and presents some simple examples of such energy functions. Several examples of uni-
versally polyconvex strain energy models are proposed for materials governed by a general
Mie-Griineisen coupling model. The relationship between the resulting polyconvex models’
coefficients and the standard coefficients {<o, o, ko} and {<gr,&r, kr} given in and
can then be derived. Additionally, alternative polyconvex strain energy models for modified

entropic elasticity [70] are also presented in [Appendix A for completeness.

3.5.1. Sufficient conditions for a polyconvex energy function

In order to derive sufficient conditions to satisfy (i), (ii) and (iii), note first that expression
(27) can be re-written as

E(Xy) = E(X) + ¢,00(X) [6% - 1}

Eo(X) + ¢, (Or — Op(X)) + ¢, (Og(X)e™ — 0R)
Er(X) + ¢, (Op(X)e"™ — 0g)

r(

n—iR(X)
SR X)—FCUGR((B CRvX —1),

(31)

where the following relationship (obtained from directly integrating with respect to the
temperature field between 0 and Oy(X')) has been used

Er(X) = E(X) + ¢, (0 — Op(X)) . (32)

Proposition 1. Convezity conditions (i), (ii) and (i) are satisfied for any value of &, if both
Er(X) and —nr(X) are convex in X, that is, they are both polyconvez functionals.

Proof. Condition (iii) is an obvious consequence of equation (28). In order to prove that
conditions (i) and (ii) are also satisfied, it is first necessary to show that the exponential of a
polyconvex function is also a polyconvex function, that is, if ¢(a) is a polyconvex function in

o, then p(a) = e?® is also polyconvex in a. This is achieved by noting that the Hessian of

e ([H,] = ;:—ga) and the Hessian of ¢ ([Hy] = %) are related via the chain rule, to give

] = ([ + 52 © 02 | e

Jda  Oo (33)

10



Hence,

2
dou - [H,] b = léa - [Hy) dex + (5a - g—i) ] @ >0, Via, (34)

provided [Hy| is positive semi-definite.
~iiR(%)
This implies that if —7r(X) is convex in X, then Oy(X) = fre &7 is also convex in

X. Consequently, if both £x(X) and —ij(X) are polyconvex, then equation implies that
condition (ii) is also satisfied. Finally, if —7jz(X’) is polyconvex, then (n — ng(X)) /¢, is convex
in X, and therefore equation implies that condition (i) is also satisfied, which concludes
the proof of the above propositon. O

3.5.2. Distortional-volumetric energy decomposition

A more general formulation valid for a wide range of materials, including most metals, relies
on the assumption that the shear or distortional behaviour of the material can be split from
the volumetric response [71] and, more crucially, that the thermo-mechanical coupling is only
associated with the volumetric component of the deformation, that is 7g(X) &~ fg(J). This
assumption closely matches the intuitive expectation that changes of temperature only lead
to changes in volume and not the shape distortion of the material. Mathematically, these as-
sumptions are expressed by means of an additive decomposition of the internal energy (X))
into thermally coupled volumetric U(J,n) and non-thermally coupled distortional £'(X) com-
ponents. Comparing this with expression , and considering a similar deviatoric-volumetric
energy split for Er(X) = ER(X) + Ug(J) in [B1), gives

E(X,) = ER(A)+U(Lm); UM = Up()+ebn (¢ 757 =1)5  Un(J) = U(J,iin(J)

(35)
The evaluation of the first Piola-Kirchhoff stress now emerges as a deviatoric-pressure decom-
position given by

P(X,) = P(x) +p(H;  p= "0 (36)

with the deviatoric first Piola-Kirchhoff stress P'(X) being defined as

/ / 85” X ag” X ) agl X
P'(X) = Sp+ Sy x F + Y, H; zeg_;% Sy = §§1); sy = 9€a(X)

oJ
(37)
Using the volumetric energy representation in , the pressure p(J,n) can be written as

. dUR(J) n—ir(J) df}R(J)
P = =45 o (e )(_ 47

diip(J) n-ig) 3 dUg(J
UR( )6 615 . pR(J): CI;} )

(38)

In the above expression, pr(J) = p(J, 7r(J)) describes the way in which the pressure in the
solid changes as a consequence of changes in volume at constant temperature.

Furthermore, the symmetric positive semi-definite Hessian operator [Hg] of the strain energy
functional &£ is introduced by computing the second derivative of £ with respect to the set
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2¢g 22¢& 22¢ 22¢
Err Era Er; &y OF9F OFO0H 0OF0J 0OFon
c < c c 2¢ 22¢ 22¢& 22¢
[]I—]I ] _ HF C¢HH CHJ ¢Hn | _ | 9HOF 0HOH 0HdJ 0OHOn ( 39)
2 Eir Eg & & 82¢& 82¢E 82¢E 82¢E :
n 8JOF  OJOH  9JOJ  0Jon
Ecr Em &g Ep %€ >?E %E %E

onoF onoH onoJ onon

3.5.8. Unwversally polyconvex energy functions

One of the most commonly used constitutive models describing the volumetric thermal
coupling in solids is given by the Mie-Griineisen equation of state. In this model, the nonlinear
relationship [68] [69] between the pressure and thermal energy iﬂ

d
Jop

= —IyJ? 40
d(b@ J=constant 0 ’ ( )

where I'g is a positive material constant and g a coefficient that varies from zero (for a perfect
gas) to one (for solid materials). Above expression simply means the way pressure p changes
with thermal energy at confined volumes (J = constant) is only a function of J and not the
temperature 6 (nor 7).

Using the above Mie-Griineisen relation , it is now possible to obtain an explicit expres-
sion for 7jg(J). This is achieved by combing equations (9), and to give

dp 1 9p(J,m) _ 10p(J;n) 1 dijr(J) 1
—= = = — IR Tt 11
d& | J=constant agé‘:") 877 0 877 Cy dJ 0 ’ ( )
from which 7jg(J) can be integrated to givel
. 1—Ja
—nr(J) = ¢l . (42)

Crucially, differentiating equation twice with respect to J implies the convexity of
—nr(J), that is

i)

T = (1—q)e,[JT™2 >0 V0<¢<1l and {¢,lo}>0. (43)

~In order to complete the constitutive model, as given in , it is necessary to ensure that
Er(X) is also polyconvex. In fact, it would be tempting to choose a function Eg(X) as those
in or . This, however, would lead to a non-vanishing state of stress at the reference

12In linear elasticity, an isotropic material with a linear thermal expansion coefficient aa; (measured per
Kelvin), as observed experimentally, will experience a volumetric expansion equal to 3aa; per unit of increased
temperature. If the volume remains constant, the relation between the pressure variation and the thermal

change is given as j—; = —%. Comparing this with equation (40)) at J = 1, the parameter 'y can then
=1 v

be related to the linear thermal expansion as Iy = 3aatk/cy.
13For the limiting case of ¢ = 0, the thermo-mechanical coupling term becomes
—ir(J) = —¢,Toln J,

which indeed is the expression used for perfect gases [33].
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configuration (Xy ={F =1,H =1,J = 1} and n = 0), which is contrary to the definition of a
stress-free reference configuration. In order to resolve this problem, it is important that £ r(X)
satisfies appropriate initial conditions at Xy = {I, I, 1}. In particular, the first Piola-Kirchhoff
stresses at the reference configuration {Xr,n = 0} should vanish and, therefore, differentiating

equation (32) gives
dnr(J
0 ( R( ))
xq

0= |-+ -5 XF+

oF " oH 97 I+ 571

oF oH 97 I

J=1

(44)
Where equation (25)) and the fact that 7z(J = 1) = 0 have been used. By doing this, equation
gives an 1n1t1al condition for £(X) in terms of 7z(.J) as

0&  0&
dJ

Y

9 H} [ 9 OEx O€r

I. (45)

J=1

xT+=Br| =p,—8
+ B a7

9€r | %r O 0n,| _, din
oF " 0H o1 |
I

It is worth noticing that the same expression could have been derived from the isothermal
potential ¥g(X) by using equation (28)) together Wlth the isothermal stress free condition. Using
the deviatoric-volumetric energy decomposition for a Mie-Griineisen model, that is SR( ) =

EL(X) + Ur(J), expression (@5 implies

:[aé;% 0fh ;. %h I] . dUg diln
X7

Bar

= ¢,Tof. (46)
J=1

oF ' 0H 97 a7

J=1
Inspired by expression or , one simple polyconvex energy function that satisfies the
above conditions is
En(X) = ¢ (JPIp — 3)+¢ (J—mif - 3%3) L Un()) = g(J—1)2+cUF09R(J—1), (47)
which gives a universally polyconvex strain energy function for Mie-Griineisen model as

E(X,) = ER(X) + Ur(J) + cfp (eMm/e 1) (48)

where 2¢ + 3v/3¢ = p. The above function is convex for any value of X » provided that
{p,k,To,¢,} > 0 and 0 < g < 1. Given the fact that only volumetric thermal coupling is
considered in this model, the shear modulus used in the deviatoric component 5’ ) of .
is related with po and pg, given in expressions and ( . respectively, as @ = g = pg-

Remark 1: The equivalent Helmholtz free energy potential of can also be derived. The
relationship between the internal energy and the Helmholtz free energy function described as
V(X&) = E(Xy) —07(Xy), combined with the respective volumetric-distortional decomposition
of ¥ and &, implies that

Yp(X) = ER(X);  Ya(J,0) = U(J7(J,0)) — 0ii( ], 0). (49)

Notice that there is no difference between the distortional internal energy or distortional
Helmholtz free energy since the thermal effects are confined to the volumetric components.
By defining the volumetric component of Helmholtz free energy at reference temperature

Urvol(J) = U(J,iir(J)) — Oriir(J) = Ur(J) — Oriir(J), (50)
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and combining the relationship between entropy and temperature gives

- 0
R
where ¥ = 6 — fp is the temperature increment. In (51)), the first term, that is ¢Yp(X) =
YVR(X) + Yrvo(J), represents the material behaviour at the reference temperature, the second
term accounts for the thermo-mechanical coupling and the third term 7'() is purely thermal
and embodies the temperature-entropy relationships described in the previous section.

Finally, it is interesting to find the relationship between k as in equation and the
traditional k¢ and xp as

_U(J)

Ko = o d2wR,vol<J)
T A

: kg =
’ dJ?
J=1

, (52)

J=1

that is the initial bulk modulus at constant entropy and constant temperature, respectively.
Noting that the volumetric components of equations and implies that

~ ro(1—J9)
U()(J) = UR(J) + CUQR (6 q — 1) ) (53&)

- Ja—1
VRryol(J) = Ur(J) — Orc,lo P (53b)

where Uy is already defined in . Simple double differentiation of the above expressions
gives at J = 1 the following bulk moduli relationships

kr =k + ¢,0rTo(1 — q); Ko = K + c,0pT%. (54)
Notice that for the particular case of ¢ = 1, then k = kp.

3.5.4. Stress evaluation and Hessian operator

Recalling equation , the first Piola-Kirchhoff stress tensor is evaluated by differentiating
the internal energy expression given by equation (48) with respect to the extended set of
deformation variables X. After some algebraic manipulation, the conjugate stresses become

Sp=2%JPF, Sp=3¢JIYH, Y,=%,+p (55)

with

2 _J4
Y = —§J‘5/3HF — 267 IY% p=r(J — 1)+ c,Tobg (1 — JT e el ) . (56)

Moreover, the Hessian operator [Hg| of the universally polyconvex strain energy function
given in expression adopts the following expression

Err 0 Epy O
0 Eum €y O

Eirp Eim Erg Em |
0 0 &, &,

[He] =
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with components

O*E ) O*E!
_ _ o] 2T — R _ 3¢ 21 ([ Ho H+T
Err = gpop = 20T Enn = g =3¢y [y He H + I,
PE Ay PEp 37712

Ers=EF 9F0J 3 J i ECay=En SHOJ 68J g 1, (58)
£ _ U _ 0 Em=E —82U——qu—19

T onon e, et = g gon 0 ° ’

& —82—5— +r+R

JJ — aJaJ - /y >

where y = 1 J8/3] [p + 66J 12 and K, = 0c,TgJ9 2 [CgJ9 + (1 — q)]. Here, T represents
the fourth order identity tensor defined in indicial notation as [Z];;;; = 6;;0;;. It is easy to
prove that the above Hessian matrix (57)) is positive definite for parameters {u, &, ¢,, o} > 0
and 0 < ¢ < 1 (refer to Part II [2] of this series where the non-thermal component of this
Hessian matrix is studied).

3.6. Combined equations

At this juncture, it is important to emphasise that the (conductive) nature of the heat flux
vector Q is very different to the (convective) nature of the fluxes featuring in the linear
momentum balance equation and the geometric conservation laws for {F', H, J} described
in (Ib)-(Id). Convective fluxes F§(U) are functions of the conservation variables, whereas
conductive fluxes Fj (U, VoUU) depend also on the gradients of these variables. Combining all
the balance laws described in expressions - and , a full set of first order conservation
laws can be established for thermo-elasticity as

OFU) < OF u vou)
Z e +; =8, (59)

with vector of variables U, convective flux vector F7(U), conductive flux vector Fj (U, VU)
are

» PE; 0
1
F 5P @B 0
U=|H |;: Fi=—| Fx(,pOE . FU= 0 , (60)
J H : 1 0
N\ oop® Ey
n pRO sQ - E;
and source terms S given by
Ir
0
S — 0 , (61)
0
U BQ- (V0)
where the Cartesian coordinate basis are
1 0 0
0 0 1



Since the number of unknowns is greater than the number of equations, appropriate con-
stitutive equations are required to close the above system . For instance, in the case of
Mie-Griineisen thermo-elastic model, the first Piola—Kirchhoff stress P and the relationship
between the entropy and temperature are

P(X,)=P(X)+p(J,n)H;  O(J,n) = e velolt=I/ (63)

respectively, where the deviatoric stress P’ and pressure p are defined in equations and
. In addition, the material heat flux vector @ is related to the deformation and thermal
gradient V(O and is repeated here for convenience

Q=-KVvV,©; K-=J'H"kH. (64)

Finally, for the complete definition of the initial boundary value problem, initial and bound-
ary (essential and natural) conditions must be suitably specified.

Remark 2: Tt is also interesting to view the resulting convective flux F7, as given in (60), to be
additively decomposed into a convective flux F¢¥ associated with F, a convective flux F5H
associated with H and a convective flux .’F?J of J, as

C=Fr+ F+ FY (65)
with their components
EFE] [ (EHXF>EI 1 i (EJH)EI
pLRP ® FE; 0 0
FoF — — 0 L F = | Fx(LpoE) |1 F = 0
0 I 0 | I 0 |
(66)

For the Petrov-Galerkin type of discretisation envisaged in this paper, and taking advantage
of the above flux vector splitting type of approach, we can then introduce suitable Petrov-
Galerkin weights specifically designed for the hyperbolic system (59) under consideration.

4. Hyperbolicity

As shown in this series [I], 2], the study of the eigenvalue structure of the system (59))
is crucial in order to guarantee its hyperbolicity. In Reference [33], the authors verified the
hyperbolic nature of the problem for a (non-polyconvex) Mie-Griineisen thermo-elastic model,
hence not universally guaranteeing the existence of real wave speeds at any state of thermo-
elastic deformation &X’,,. In addition, the procedure presented therein required the formation of
the flux Jacobian matrix (namely, the derivative of the fluxes F(U) with respect to conservation
variables U), which sometimes can be quite cumbersome.

With the use of the polyconvex Mie-Griineisen model , and taking advantage of the
tensor cross product operation [49, [50] recently re-introduced in [I, 2] in computational solid
mechanics, we examine the hyperbolicity of the system in a convection dominated scenario,
that is, neglecting the contribution of the conductive heat flux Q. For completeness, the same

16




procedure is also applied to the case of a modified entropic elasticity model, which is included

in [Appendix A}
The eigenvalues (or wave speeds) of the system can be determined by identifying
possible plane wave solutions (in the absence of source terms) of the type [I]

U=¢(X N —citlUy=0¢(X-N—cut) | Ho |, (67)

where ¢ denotes a scalar real valued function, ¢, is the wave speed corresponding to the
eigenmode U, and N is the direction of propagation. Substitution of the above equation into
expression leads to a characteristic equation of the system given by

0F N

3
W; fN:Zj:INI (68)

I=1

AnU, = c U, An =

However, above eigenvalue problem ([68)) unfortunately requires the explicit expression for
the (convective) flux Jacobian matrix Apx. To avoid this, it is important to note that above
equation can be re-written by utilising the concept of directional derivative [71] to give

DFnU] = callo. (69)

Considering each individual component of this system (60))

D(PN)|[F,, H,, J,, 1) PRV
D(v® N) [v,] F,
— | D(FX(v®@N))[ve,Fo] | =ca| Ho |- (70)
D(H: (v®N)) v, H,| Ja
0 Na

For the case where ¢, # 0, the geometric equations {F,, H,, J,}, as well as the entropy
equation 7, of the system, result in

F. - _iva % N: (71a)
1

H,=-—[Fo,X(v&N)+FX(v,®N); (71b)
1

Jo=——[Ha:(v®N)+H:(va@N); (71c)

— (71d)

Substitution of (71al) into (71b]) yields

1 1
H,=— |, @N)X (W@ N)+F X (v, ® N)| = ——Fx (v, ® N). (72)
COL ~ ~\~ -~ Ca

0
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It is possible to demonstrate after some algebra that the first term on the right hand side
of (71c) is zero, yielding the reduced equation

Jo— - H (0,0 N). (73)

Ca
Substitution of ((71al), and into (70R) results in
prCave = D (PN)[v, @ N,FX (v, @ N),H : (v, ® N),0] (74)

For convenience, above expression can also be pre-multiplied by a generic virtual velocity
field 6v to givd

PrRCE6V Vo = (V@ N): DP[v, @ N, FX (v, @ N),H : (v, ® N),0]
=(wWN):DEp+EgXF+Y/H)[v, N, FX (v, @ N), H : (v, ®N),0]

(bv®@ N) : g (v ® N)
Fx(lv@N): IHI :Fx(v,®N)
H: (lv® N) (e H : (v, ® N)

0 0

~
Constitutive term

+(Zg+X,F): [(5U®N)x(fua®N)l.

(.

Geometric term
(75)
Taking dv = v,, the geometric term in above equation goes to zero and this leads to
the satisfaction of well known Legendre-Hadamard condition, namely

(va®@N): 17 : (Ve ® N)
pnc = | T e SR | el | e S8 ] =0 (76)
0 0

if and only if [Hg]| is a positive semi-definite matrix. This is indeed the case in this paper since
the Hessian operator is evaluated based on a polyconvex internal energy function.

Remark 3: In general, it is also possible [72, [73] to re-write equation ([75¢) in an alternative
manner by relating the Hessian components with a fourth order elasticity tensor C, described
as follows

PrRCE6V Ve = (WO N) :C: (v ® N) = v - (CnnNVa), (77)
with the acoustic tensor Cnn being defined as
[CNN]ij = [C]inJ NiN;. (78)

Comparison of and enables the fourth order elasticity tensor C to be obtained as
a summation of a material contribution C,, (depending upon second derivatives of £) and a

141t is interesting to see how the use of the tensor cross product allows for simple expressions of the resulting
tangent operator which neatly separates material from geometrical dependencies.
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geometrical contribution C4, namely C = C,,, + C,, with components

Cm:SFF—FFXSHHXF+€JJH®H+SFHXF+FX5HF+5FJ®H (79&)
+HRQE)p+ FXEg;OH+H®EgXF,

Here, [Z];;;; = 6;;61; and notice also that the contribution of the geometrical component
C, in vanishes when dv = v,, that is (v, ® N) : C; : (v, ® N) = 0.

Utilising the Hessian operator described in , the thermo-mechanical acoustic tensor for
Mie-Griineisen model Cnpn becomes

CnN =CRon + hpAin @ n. (80)

In this equation, the first term C7 5, already presented in Part IT [2], refers to a non-thermal
acoustic tensor and the second term represents an additional contribution characterised by
thermal effects. For convenience, the non-thermal acoustic tensor is repeated here (refer to
equation (40) in [2]) as

CNn = ol + BALT — BAr + [CArAy + BAy (Al Iy — 4T 'Ag) + (v + k) A n@n, (81)
and the following notations are used
AHn = I{J\r7
Ayn = (FTy) x (HT,) + (HT,) x (FT5);

Ar=(FT,) ® (FT) + (FT3) @ (FT5);
A} = (FTy) - (FT1) + (FT3) - (FT5);

o = 2523 (82)
B = 3¢rJ 21
10
N = ggRJ—s/mF + 6EpJ AT
8
= ——cgJ 3,
¢ 5oR

Instead of deriving a close form solution for the wave speed for any possible orientation IV,
it is sufficient to obtain bounds of the wave speeds by assuming IN is a principal direction.
In this particular case, the first two eigenvalues correspond to pressure waves are obtained by
taking v, = n, where n is a unit vector orthogonal to the vectors FT'; 5 = t; o which lie on
the propagation surface. This is achieved by substituting equation into and taking
v = v, = n to give,

As a result, the first set of eigenvalues corresponding to pressure wave c, is

0172 = :i:Cp, (84)
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where

- \/a +AAL + CArAr + BAy [Aully — 4T An] + (h+ NG | R (85)

C, =
P PR PR

Here, r, = 0c,['0J92[[J9+ (1 — q)] > 0 provided that {0,¢,,To} > 0 and 0 < ¢ < 1.
Similarly, by taking dv = v, = t;, the remaining four eigenvalues corresponding to shear
wave speeds

A2 _)\2 A2 _)\2
0374::*:081; 05’6::l:cs2; CSl:\/O&‘i_/B( T 1)) c :\/OC_’_/B( T 2)7 (86)

PR > PR

where )\ig are the eigenvalues of Ar. In this model, due to coupling of thermal and mechanical
effects only in the volumetric contribution, it is worth emphasising that only pressure waves
take into account the combined effect of mechanical deformation and temperature. On
the contrary, the shear waves described in however remain unaltered with respect to
temperature.

5. Entropy based balance laws for thermo-elasticity

Using the entropy as thermal variable allows the so-called ballistic free energy function B
[53] to be chosen as a generalised convex entropy function S [1] of the hyperbolic set of equations

defined by

1
PR N—— N~
Kﬁ Internal energy Thermal conduction
inetic energy

where the total energy E is the summation of kinetic and internal energies such that E(p, X)) =
ZPLRp -p+ E(X,). Above generalised convex entropy function S clearly represents the total
energy E and thermal energy contributions per unit of undeformed volume. A conjugate set of
entropy variables V is obtained through the derivatives of S as

08

op

OF

as 2y
oJ 9
08

on |

The Hessian operator [Hg]| associated with the convex entropy function S can now follow
by taking derivatives of the conjugate variables described above

oy oS
[Hls] = U~ oUIU

where I symbolises the second order identity tensor and [Hg| represents the Hessian operator
of the energy function £(X,) (39).
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Remark /: 1t is possible to provide interesting relationships between ballistic free energy B and
total energy E in non-thermal scenarios. For the isentropic case (where n = 0), it is easy to
show that the ballistic free energy B in is simply the total energy per unit of undeformed
volume described as

1
By(p,X) = —p -p+ &E(X) = Eo(p, X); By=B(p,X,n=0); Eo=E(p, X,n=0).

2pR
(90)
Notice that By and [Ej represent the ballistic energy and total energy at isentropic conditions,
respectively. On the other hand, in the case of isothermal process (for instance, 0 = 0g), we
demonstrate that the ballistic free energy By is the total energy per unit undeformed volume
minus the entropy energy component due to changes in deformation, which is equivalent to
the kinetic energy plus the Helmholtz’s free energy at the reference temperature. This is

achieved by first re-expressing B(p, X)) = B(p, Xy) and £(X,) = E(Xy), combined with the
transformation ¢ g(X) = Eg(X) — Ornr(X), to yield

Br(p, X) = 2I%RP'17+£’R(X) — Oiir(X) = Er(p, X) — Oriip(X) = QP%RP'valﬁR(X)- (91)

Here, Ep = ﬁp p+ER(X) = E(p, X,0 = 0r) represents the total energy accumulated at
reference temperature 0p.

Remark 5: As shown in [74], another option to address irreversible thermal effects is the
introduction of a variable describing the total balance energy E of the system as given in
(5). In this case, an alternative set of conservation variables is thus considered, namely U=
p, F,H, J, E]T [74]. This approach is necessary in the case of non-smooth solutions, which will
not be the focus of this publication. For completeness, a suitable generalised convex entropy

function and its conjugate entropy variables are derived and summarised in [Appendix B|

Pre-multiplication of system with the Hessian [Hg] leads to the symmetric form of the
conservation laws as [T4H70]

v DIVEr + CURLY g x F+ H (VX)) 0
o EF Vo'v 0
[Hg]il — | Xg — FxVqyv = 0
oty H:Vyw 0
¥ 0 DIV (%KVOQ)
Ir
0
+ 0
0
4 S(KVb) - Vol
(92)
Here, [A x B], = &;jx A By, for any second order tensors A and B. The above set of symmet-

ric equations for the entropy conjugate variables can also be written in the transformed form
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as [2]

1 1

g—"t’ - (DIVEf + CURLEy x F + HV, %) = ” Fr: (93a)
R R

0XF

by

aa—tH—(gHHXF+gHJ®H)IVOU—O; (93C)

0%y

W—((‘:JFﬁ—gJHXF—F(C:JJH)2V0’U:O; (93d)

1
g—f — nJH . Vo’U = C_ (TR + DIV(KV()@)), (936)

with Hessian components defined in (58)).

6. Stabilised variational formulation

In line with previous work in this series [I], 2], a stabilised variational statement for the set of
conservation laws is introduced by means of a Petrov-Galerkin approach [76H82] whereby
the conjugate weight functions 0V are suitably augmented via a (convective) flux splitting type

of approach as

c T c,F c,H c,J T
SV =0V + (8}- ) 0V _ sy (8}-1 O P +J) 00y (94)

au ) ax; ou au ou X,

Here, {TF, TH, T} denote matrices of stabilisation parameters tailor-made for the hyper-
bolic system given in as

0O 0 00O 00 O 0O ™I 0 0 0 O
0 I 0 0 O 00 O 0O 0O 00 0O O
T7p=(0 0 O0O0O0O)|; 7Tg=]100 7¢I 0 O }|; 7;,=] 0 0 0 0 O
0O 0 000 00 0O 00O 0O 00 7, O
0O 0 000 00 O 0O 0 00 0 m
(95)
With these at hand, the individual components of can be obtained as
vt = S — ;—” (HV6%,); (96a)
R
0% = 03 — 1rEpr : Voov; (96Db)
0% =08y — taEan  (FXViv); (96¢)
X% =68, — 15E5;,H - Vodv; (96d)
69 = 69 — 1,E,,H : Vdv. (96e)

Notice that the units of the above five T-parameters (i.e. 7, 7r, T, 77 and 7,) are those
of time and are chosen as a fraction of the time step for explicit integration schemes [83]. The
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residuals R of the conservation laws are defined by

RF Vo’U—F

R=|Ru|=| FxVow—-H |, (97)
R, H:VOU—J
R, rg — DIVQ — 0n

where the dot over a variable is used to denote differentiation in time. It is now possible to
derive a (stabilised) weak statement by multiplying appropriate conjugate virtual fields §V*
with the corresponding residuals R, and integrating over the initial reference volume Vg, to
give

0= / ((S/U‘St . Rp -+ 52? : RF + 52% : RH —+ 52?73] + 5195&]377) dVR (98)
Vr

By re-grouping expression according to each virtual conjugate variable, it is possible
to first extract the terms containing the virtual velocity field dv as

0= / 5’0-RP dVR—/ [TFgFF Rr+ 7€y : Ry + 1€ R H + TngTIJRnH] : Vv dVp.
Vr Vr

(99)
Integrating by parts the first term on the right hand side of , and expanding the resulting
equation yields

0
/ 5’0—pdVR:/ (S’UfRdVR—F/ 5U'thA—/ PStIVQ(S’UdVR, (100)
Vr ot Vi oV Vr
where the stabilised first Piola Kirchhoff stress being defined as
P =3+ Sy xF+YYH (101)

with the corresponding stabilised conjugate stresses as
E?:EF—FTFE:FFZRF; E%ZEH—FTHE/’HHRH, Efftzzj—FTngJRJ—FTnanRn.
(102)
Following a Variational Multi-Scale (VMS) stabilisation procedure [2], 21H24], these stresses
(102)) can be alternatively approximated in terms of stabilised strains as

S~ Sp(FY H, Jn);  Si o~ Su(FHY Jn);  SF o~ S,(F H, " p"),  (103)
where

F¥' = F + 15 Rp; H* = H+ygRu; Jt=J+1/Ry; "t =n+1,R,. (104)

In the above expression (104)), the residual terms {Rr, Ru, R;} represent the difference be-

tween the time rate of the corresponding strain variable and its evaluation in terms of the
material gradient of the velocities. To reduce the implicitness of the formulation, a simple
procedure is used whereby time integrated geometric terms {R%, R%, R%} are incorporated

in (104k,b,c) to give [31], [84]

FSt:F+TFRF+§FR§1, R?;‘:Fm—F, (105&)
1

H = H + 4Ry + (aR%; = 5 (Fpx F,) — H; (105Db)

J*'=J+ 1R+ GRY; T =detF, — J, (105¢)
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where F, = V¢(X,t) and (r, (g, (s are dimensionless stabilisation parameters usually in the
range of [0,0.5] [1L 2 3T, 35 &4].

It is important to notice that both approaches (e.g. Petrov-Galerkin and VMS
[8T, 85 [86]) are not strictly identical, except for the linear constitutive law [I]. From the
implementation point of view, the VMS approach is slightly more advantageous as it
avoids the need to explicitly compute the Hessian components for the computation of the
stabilisation terms.

With focus on linear tetrahedral finite elements, we can introduce the linear shape functions
N, (where a = 1...N, N being the total number of nodes in the underlying mesh) for the
interpolation of he momentum and virtual velocity fields, to give a set of equations for the rate
of change of momentum at each node a given as

N
> Mup, = / NofpdVa+ | NitpdA— | P*V(N,dVg, (106)
b=1 Vr

Vg Vi

where the consistent mass-like contributionlﬂ M,y = fVR NN, dVg. Similarly, the enhanced
conjugate stress measures can be introduced into the weighted residual equation to
give a set of of strain update equations as

N
. 1

> MyF,= | NV, (—p) dVg; (107a)
=1 Vg PR

N ' 1
> MyH,= | N,FxV, <—p) dVg; (107b)
b1 Vg PR

al . 1 Tp T

> Mudy= | N,H:Vo(—p)|dVe— [ = (H"R,)-VoN,dVz. (107c)

b1 Vi PR Ve PR

Finally, the entropy update equation can now follow

N

1
> Mayip = / (%)-VONG Wit | Na" Vi / 55 (Vo0 - Q) Ny dVip— / N, (%) JA.
b=1 VR VR OVR

Vr
(108)

The main advantage of integrating by parts as shown above is to enable the imposition
of the boundary conditions via boundary fluxes. This is indeed useful for the momentum
equation ([106) and the entropy equation ([108]) as both expressions introduce naturally the
boundary tractions tg and the boundary heat flux (Jp, but less important in the case of
geometric conservation laws. Hence, as shown in —, the strain update equations for
{F,H,J} are obtained without utilising integration by parts.

Moreover, by setting 7; = 7, = 0, and by assigning 7 = 7p and (g = (; = (F, €x-
pressions (106]), (107a]), (107b)), (107c) and are fully decoupled and can be solved in a
sequential manner, without resorting to a more computationally expensive iterative algorithm.
For instance, equations (T07a]), (T07b]) and (T08) are first solved to obtain {F, H,7} which can
then be substituted into to deduce p. Once p is determined, J can finally be obtained

5Notice that Mgy is called consistent mass-like component as its units are not of mass but of volume.
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Table 1: A summary of the semi-discrete version of Petrov-Galerkin Finite Element Method

Linear momentum equation ‘ Zb \ Map, = E? = TP
E? = fv NofpdVe + fav NytpdA; TP = fVR PV N, dVy
Fibre map evolution equation Zb 1 abe = T
TF = [, NV0<E ) Vi
Area map evolution equation Zb ) My H, = TH
:fV N, FxV, (pLRp> dVgr
Volume map evolution equation Zb 1 abe T (;]
— Jy NeH : Vo (£p) Vi — [, 72 (H'Ry) - VoN, dV
Entropy equation Zb L Moy = E7 = T7
fv RdVR_fdv (QB) dA
fv 2 (Vo - Q) Ny dVpg — fv ( ) VN, dVg

from ([107c). Hence, the semi-discrete version of the five-field p-F-H-.J-n conservation formu-
lation (see equations ([106)-(108])) for thermo-elasticity is reduced to the consideration of three

stabilising parameters, namely {7r, (r, 7p}.

Finally, above set of stabilised semi-discrete nodal equations along with the geometry « ({2))
can then be explicitly integrated from time step t* to t"*!. In this case, an explicit one-step
two-stage Total Variation Diminishing (TVD) Runge-Kutta time integrator [I], 2] is preferred

due to its excellent TVD properties.

The evaluation of the maximum time increment At is

intimately related to the minimum size of element h;,, the maximum (pressure) wave speed
Cp max and the Courant-Friedrichs-Lewy number acpr,, described as

hmin

Cp,max

At = acrr,

(109)

For the numerical examples presented in this paper, a value of acpr, = 0.3 has been chosen to

ensure both the accuracy and stability of the algorithm.

Finally, in order to guarantee the conservation of angular momentum within a system, the
scheme is suitably modified via a posteriori global projection procedure already described in

1.

7. Solution procedure

For the purpose of implementation, equations (106]), (107al), (107b)), (107c) and (108)) can

summarised in Table Following the standard element by element assembly [71], these ex-
pressions can then be collected into a single system of equations written in vector format as

MU” =EP - T?; MU' =TF;, MU" = T¥;

MU’ =T

Here, M represents a consistent mass-like matrix, U is the vector of nodal unknowns

MiIsy3  Miglsys MinT3y3
B Moy I3y MooIsys MonIsys |
MniIsxs Myodsys MynT3y3
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Algorithm 1: Petrov-Galerkin Finite Element Method for thermo-elasticity

Input : Initial geometry X; Material properties; Solution parameters; Initial
conditions {UP, U{, U, Uy, U}, Mass matrix

Output: Current value of conservation variables {U%, Uk, UY, U%, U%} and current
geometry Xy

for iTIME = 1:Number of time steps do

Compute maximum wave speed;

Evaluate time increment At;

for iRK=1:2 do

Incorporate (Neumann) boundary contributions: EP and E";
Compute {UF,UH,Un} ;

Evaluate the equivalent internal force vector T? and U” ;
Activate angular momentum projection algorithm [IJ;
Compute UJ;

Update mesh coordinates x;

Update conservation variables {UP, U¥ UH U’ U"};
Apply strong boundary conditions on U? and U",

end

Update conservation variables {UP, Uuf, U u’, U"}, mesh coordinates x and
time;

Apply strong boundary conditions on U? and U",
Output results;

end
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with I35 the second order identity tensor. Similarly, E" and T are the equivalent external
and internal vectors defined as

E['] T[l.}
E[‘] TM

o U E LU B (112)
E T

respectively. In order to speed up the algorithm, the consistent mass-like matrix contributions
are replaced by its lumped counterpart M without affecting the order of convergence [1]. This
is defined as

M1L1I3><3 O3x3 O3x3 N
L
ME — 03'X3 M22'1-3><3 03'><3 : M(fa _ Z M,,. (113)
: . . b=1
0343 O3x3 MJ{/TNI3><3

For completeness, Algorithm [I] summarises the complete algorithmic description of the
Petrov-Galerkin type of Finite Element Method described above, with all necessary numerical
ingredients.

8. Numerical examples

In this section, a wide spectrum of three dimensional numerical examples are presented in
order to assess the performance, effectiveness and applicability of the Petrov-Galerkin Finite
Element Method (PG-FEM) described above. It is crucial to show that the overall PG-FEM
linear tetrahedral formulation

e achieves second order convergence not only for velocities and stresses (or strains), but
now also include temperature (or entropy),

e circumvents locking difficulties and hour-glassing,
e preserves the total angular momentum over a long term response, and
e guarantees a non-negative rate of production of entropy in an isolated system.

In the following numerical computations, the thermal conductivity tensor is particularised
for the case of isotropy, whereby it can be expressed in terms of the scalar conductivity field h,
that is k = hI . The global a posteriori angular momentum projection algorithm as shown
in [I] is activated unless otherwise stated.

8.1. Convergence

The main objective of this example is to demonstrate the order of convergence of the pro-
posed framework. A linear thermo-elastic constitutive model [62] is used and its detailed

derivation is presented in [Appendix C] Following a similar procedure as that described in

Part I [I] and Part IT [2], the analysis of an ad-hoc manufactured solution is now extended to
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thermo-elasticity. We consider a cubic shaped domain of unit lengthﬁ. The exact fields associ-
ated with the mapping description ¢(X,t) and the temperature profile §( X, t) are specifically

chosen as

sin(7=) cos(™X) cos(

Z
2 2 5)

2
d)exact (X, t) =X+ U, Cos(gﬂ't) COS(%) sin(“y) COS(WZ) (114)

and

320 (1 et fos (2 o (L Y eos(Z)]). 19

Here, the parameter £ is defined as

2 PR PR

For values of Uy below 0.001 m, the solution can be considered to be linear. Consequently,
the exact deformation gradient tensor F**** and the exact temperature gradient can now be
computed

sin(ZX) cos(ZX) cos(Z2)
exact exact exact SWQQRFO X : Y wZ
Fo*N( X, t) = I+V g™, V0™ (X, t) = TUO cos(émt) | cos(T5) sin(5-) cos(%7)
COS(%) cos(%) sin(%)
(117)
Here, the material gradient of a mapping is given as
cos (%) Cos (%) Cos (%) —sin (%) sin %) Cos (%) —sin (%) cos (%) sin (%)
V™" = | —sin (%) sin (%) cos (%) cos (%) cos (TY Ccos (% — cos (%) sin (%) sin (%
—sin (%) cos (%) sin (%) — cos (%) sin (%) sin (%) cos (%) cos (%) cos (%)
(118)
with o = U°”+S(E”t) This enables the evaluation of exact fields for both area and volume

mappings described as [1]
exact 1 exact exact exact 1 exact exact
With these at hand, and recalling that both the first Piola (C.12) and the (linearised)

relation between entropy and temperature (C.11]), we can obtain the exact expressions for the
body force fj and the entropy source term sg, as given in (61]). Using the chain rule, and after

16The geometry of this problem can be found in Part I [I] on pg. 716, but with {X;, X5, X3} now being
replaced by {X,Y, Z}.
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some simple algebra, the body force in this case vanishes and this is demonstrated as below

a(pRIU) _ DIVPexaCt
ot

a a qZ/)exact a Pexact a Pexact
o Fexact exact
~ ot <pR ot ) [ o " VoET g (Vo )}

82 ¢exact |: a Pexact 8 Pexact

fr=

(120)

= s o ® (Vo(Vog™™) + —
=0.

(v

Here, the symbol e indicates the inner product between a fourth order tensor D and a third
order tensor \A, defined as [D o A|, = C;1;;.A; ;5. Analogously, by making use of and a
simple isotropic conductivity tensor K = hI (where h is a non-negative thermal conductivity),
the entropy source term si becomes

On(F, 0)
ot

= DIV (_Kvoeexact) 4 eexact (

Sp = DIVQexact + eexact

@ ' 8Fexact N @aeexaet
oF = Ot 00 ot

a ¢exact c 8Qexact
_ exact exact . - v
= —hDIV (V") + 0 <ch0I.V0( 5 )+€R 5 ) (121)
0 ¢exact c a@exaet
— —_hDI exact exact r . v
hDIV (V67°) + 6 (cv oVo ( 5 )+€R P )

973 X Y Tz
- _?hGRFOUO cos(&mt) {COS (T) cos (7) cos (7” )

Dirichlet boundary conditions compatible with the exact fields {@®*, #°<t}  as described
in and , are applied on the boundary of the domain. In particular, the cube has
symmetric boundary conditions (i.e. restricted to tangential movement) at the faces X = 0,
Y = 0and Z = 0 and skew symmetric boundary conditions (i.e. restricted to normal movement)
at the faces X = 1, Y = 1 and Z = 1. Moreover, and according to , fixed reference
temperature g must be constantly applied at any time at those three boundary faces X =1,
Y=1and Z =1.

The problem is initialised with the mapping field ¢‘ = ¢ X,t = 0) and,
subsequently, the initial deformation gradient, its co- factor %nd its Jacobian can be obtained
as

F| =F"Y(X,t=0); H| =H""Xt=0); J

t=0 t=0

= Jeat(X ¢t =0).  (122)

t=0

An initial distribution of the entropy is given in terms on an initial temperature distribution,
by using the following (linearised) relation between the entropy and temperature (refer to

(C.11))

6

—=0 _1 0| =06"X,t=0).
GR Y =0 ( Y )

.0

t=0

:ﬁ<F

n ) =c,I (trF‘ — 3) + ¢,
t=0

t=0 t=0

(123)
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A list of parameters used for this simulation is summarised in Table[2] As compared to the closed
form solutions described in and , Tables |3| and 4| show the L, global convergence
analysis at time ¢ = 8 x 107 s for (1) the components of the velocity v, (2) the components
of the first Piola-Kirchhoff stress tensor P and (3) the temperature 6. Their corresponding
graphical representations are depicted in Figure [ As expected, the proposed computational
framework achieves equal second order convergence for all the variables solved, namely velocity,
the stress tensor and the temperature. This equal order convergence for all derived variables is
one of the advantages of the proposed framework.

Table 2: Linear thermo-elasticity: problem and material parameters used in the simulation

Problem parameter Up | 5 x 1074 m
Lamé parameters I 6.5385 MPa

A 9.8077 MPa
Specific heat capacity C, 1 JK kg™t
Reference temperature Or | 293.15 K
Thermal conductivity h 10 WK tm™!
Material density PR 1100 kgm 3
Mie-Griineisen coefficients | ¢ 1

[y | 8.5889

Table 3: Linear thermo-elasticity: numerical values for the relative error of {v,,v,,v,,0} as compared to the
exact solution, measured with Ly norm. Convergence rate calculated using the results of the two finest meshes.

ve  (m/s) v, (m/s) v (m/s) 0 (K)
1/3 6.553 x 1072 6.547 x 1073 6.489 x 107* 1.019 x 107!
1/6 1.906 x 1072 1.880 x 1073 1.875 x 107% 2.537 x 1072
1/12 4373 x 107*  4.402 x 107*  4.768 x 107* 6.837 x 1073
1/24 1.086 x 107% 1.018 x 10™* 1.231 x 107* 1.644 x 1073
conv. rate 2.056 2.113 1.954 2.025

Table 4: Linear thermo-elasticity: numerical values for the relative error of { P, x, Py, P, 7} as compared to the
exact solution, measured with Ly norm. Convergence rate calculated using the results of the two finest meshes.

PzX (Pa) Pyy (Pa) PzZ (Pa)
1/3 1.538 x 10° 1.543 x 10® 1.553 x 10°
1/6 3.902 x 102 3.91 x 10> 3.967 x 10?
1/12 1.13 x 102 1.108 x 10> 1.109 x 102
1/24 2.776 x 10" 2.833 x 10" 2.724 x 10!
conv. rate 2.025 1.967 2.026

8.2. Conservation
8.2.1. L-shaped block

As previously explored in References [37, 39, 87, 88], the main objective of this classical
benchmark problem is to examine the capability of the proposed PG-FEM scheme in preserving
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Figure 1: Linear thermo-elasticity: L, global convergence analysis at time ¢ = 8 x 107 s for (a) the compo-
nents of velocity and temperature and (b) the components of the first Piola Kirchhoff stress tensor. Results
obtained using a linear thermo-elastic model as described in equation . The material properties used are
summarised in Table

both the linear and angular momenta of a system. The geometry of the problem is displayed
in Figure 2h. The L-shaped structure is subjected to an external torque induced by a pair of
time-varying boundary forces F'1(t) and F5(t) acting on two of its boundary faces, described
as

150 t 0<t<25s,
Fi(t)=—Fy(t)= | 300 | f(t); flt)=<95—t 25s<t<bs,
450 0 t>5s.

Moreover, the initial distribution of the temperature profile on the structure is not entirely
homogeneous, that is

300 K Y =10 m,

o] =q250K X =6 m,
t=

Or elsewhere.

In this example, a polyconvex Mie-Griineisen thermo-elastic model as presented in Section
is considered. The values of all the relevant material and geometrical parameters used can
be found in Table[5] For completeness, three different levels of mesh refinement are considered
(see Figure 2b-d). For instance, {Mesh#I, Mesh#II, Mesh#I1I } comprise {3, 862, 12, 216,
28,059} linear tetrahedral finite elements, respectively.

First, a mesh refinement study is carried out. This can be seen in the first three columns of
Figure[3] It is remarkable that the deformation pattern, together with pressure and temperature
profiles, predicted using a small number of elements (Mesh#1I) agrees extremely well with those
results obtained using finer discretisations (i.e. Mesh#1II and Mesh#1III). For benchmarking
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Figure 2: L-shaped block: (a) geometry and its finite element discretisation, namely (b) Mesh#I (3,862 linear
tetrahedra), (¢) Mesh#1I1I (12,216 linear tetrahedra) and (d) Mesh#III (28,059 linear tetrahedra).

Table 5: L-shaped block: material parameters used in the simulation

Lamé parameters wo| 19.423 kPa

A | 29.135 kPa
Specific heat capacity C, 1 JK kg™t
Reference temperature Or | 293.15 K
Thermal conductivity h 10 | WK~ !lm™!
Material density pr | 1100 kgm 3
Mie-Griineisen coefficients | ¢ 1

[y | 0.0255

32



Table 6: Rotating disk: material parameters used in the simulation

Lamé parameters | 0.4986 kPa

A | 10.834 kPa
Specific heat capacity C, 10 JK kg™t
Reference temperature Or | 308.15 K
Thermal conductivity h 10 | WK !'m™!
Material density PR 10 kgm 3
Mie-Griineisen coefficients | ¢ 1

[y | 0.0745

purposes, an alternative in-house Upwind Vertex Centred Finite Volume Method (Upwind-
VCFVM) [33] with ultrafine discretisation (i.e. 81,222 number of linear tetrahedral meshes)
is also employed and compared. Comparing the results of PG-FEM and Upwind-VCFVM,
practically identical results are observed (see Figure [3)).

Second, Figures [4a,b demonstrate the ability of the proposed algorithm in preserving both
the linear momentum and angular momentum of the system. The total linear momentum,
Lot — fVR p dVkg, is very zero at all times as no movement of the centre of mass is appreciated.

The total angular momentum, A% = fVR x X pdVy, is expected to be conserved after the
loading phase, that is when time ¢t > 5 s. Another interesting variable of interest is the global
entropy ntotal = fv 1ndVg, which increases over time for the entire simulation. This is seen in
Figure[dkc. In addltlon Figure[dd 1llustrates the time histories of different forms of energy. These
include kinetic energy K'*tl = fVR 2pRp p dVg, internal energy associated with mechanical

contribution gt = fv Er(X) dVy and internal energy associated with thermal effects Sf]‘)tal =
(x)
fVR cOr (en W ) dVx. In the absence of boundary heat flux, the external power only

arises as a result of external boundary traction, that is e = /. oy LU dA. With these at hand,

the total energy E***! mathematically defined as Ett! = K mtal+€f€tal+€f7°tal—wext, can now be
computed. This consequently leads to an alternative energy measure known as ballistic energy,
that is Stotal = Rtotal _ gpptotal  Dye to the fact that a residual-based upwinding stabilisation
term is introduced in our PG-FEM, a slight decrease in the total energy is unavoidable after
the loading phase.

Third, and for qualitative comparison purposes, Figure [ monitors the temperature evolu-
tion at three different positions, namely point A at position [0, 10, 0]”, point B at [6,0,0]7 and
point C at [3,3,3]7. Additionally, the time history of the velocity component v, is also moni-
tored at point A. It is clear that the solution converges with a progressive level of refinement.
Finally, a series of deformed states are shown in Figures [6] and [7], where the colour contour plot
indicates, respectively, the temperature and pressure representations.

8.2.2. Rotating disk

Similar to the objectives described in the above section, another interesting problem pre-
viously explored by other authors [37, 39] is considered. A rotating disk (refer to Figure |§)) is
first initialised by the following rotational velocity defined as

1
v|_,=wxX, with w= 1 , (124)
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Figure 3: L-shaped block: comparison of deformed shapes at time ¢ = 11 s. The first three columns show the
mesh refinement of a structure simulated using PG-FEM, whereas the last column shows a deformed structure
via Upwind-VCFVM. The first row depicts the temperature contour and the second row illustrates pressure
contour. A polyconvex Mie-Griineisen thermo-elastic constitutive model as described in is used. Their
corresponding material parameters are summarised in Table El
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Figure 4: L-shaped block: time evolution of (a) global linear momentum, (b) global angular momentum, (c)
global entropy, and (d) different energy measures. A polyconvex Mie-Griineisen thermo-elastic constitutive
model as described in is used. Their corresponding material parameters are summarised in Table
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Figure 5: L-shaped block: time evolution of (a) temperature at three different points {A, B, C'}, and (b) velocity
v, at point A. Point A refers to position [0,10,0]7, point B refers to position [6,0,0]”7 and point C refers to
[3,3,3]7. A polyconvex Mie-Griineisen thermo-elastic constitutive model as described in is used. Their
corresponding material parameters are summarised in Table

and is then left floating in space.
The initial temperature profile of the disk is homogeneously distributed and equal to the
reference temperature, that is 9‘ = 0. To achieve heat build-up within the disk, a negative

value of the boundary heat flux is prescribed on a quarter of its lateral boundary surface (see
Figure [8) within a period of time ¢ € [0,4] s. This is described as

. 7t
Qu(t) = —1591.5 f()(W/m?)  where f(t) = 4™ (Z) bsds (125)
0 t > 4s.

The remaining boundary surfaces are assumed to be thermally insulated. A polyconvex Mie-
Griineisen model is chosen and their material parameters are summarised in Table |§|

As illustrated in Figure Oh, the new PG-FEM is capable of preserving the global angular
momentum within the underlying thermo-mechanical system. When time ¢ < 4 s, the total
energy of the system is expected to increase due to the prescribed heat flux described in ,
that is heat flows into the system. When time ¢ > 4 s, that is after the removal of heat flux, the
system is considered as closed. This implies that the total energy should either stay constant or
possibly decrease as the result of numerical dissipation. This is shown in Figure [Ob, where the
total energy decreases slightly over time. Perhaps more importantly, the amount of numerical
dissipation decreases with the reduction in mesh size (see Figure @c) No numerical instability
is observed.

In order to ensure the algorithm correctly reproduces the second law of thermodynamics,
the global entropy is monitored (see Figure |§|d) As expected, the global entropy of the system
increases during the period t € [0,4] s. As the system is closed (after ¢ > 4 s), the global entropy
of the system is a non-decreasing function over time, whereby the irreversibility is caused by
heat conduction.

For visualisation purposes, a sequence of deformation pattern of the disk is displayed in
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Figure 6: L-shaped block: a sequence of deformed structures with temperature distribution at times ¢t =
{0,1,2,3,...,48} s (left to right and top to bottom), respectively. Results obtained using a polyconvex Mie-
Griineisen equation of state as described in (48)). Their corresponding material parameters are summarised in
Table
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Figure 7: L-shaped block: a sequence of deformed structures with pressure distribution at times ¢t =
{0,1,2,3,...,48} s (left to right and top to bottom), respectively. Results obtained using a polyconvex Mie-
Griineisen equation of state as described in (48). Their corresponding material parameters are summarised in
Table [}
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(d)

Figure 8: Rotating disk: (a) geometry and its finite element discretisation, namely (b) Mesh#1I (3,328 linear
tetrahedra), (c) Mesh#II (21, 520 linear tetrahedra) and (d) Mesh#III (159,596 linear tetrahedra).
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Figure 9: Rotating disk: time evolution of (a) global angular momentum, (b) various energy forms, (c) Bal-
listic and total energy with mesh refinement, and (d) global entropy with mesh refinement. A polyconvex
Mie-Griineisen thermo-elastic constitutive model as described in is used. Their corresponding material

parameters are summarised in Table @
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Figure 10: Rotating disk: a sequence of deformed structures with temperature distribution at times t =
{0,1,2,3,...,58} s (left to right and top to bottom). Results obtained using a polyconvex Mie-Griineisen
equation of state as described in . Their corresponding material parameters are summarised in Table @
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Figure 11: Rotating disk: a sequence of deformed structures with pressure distribution at times ¢t =
{0,1,2,3,...,58} s (left to right and top to bottom). Results obtained using a polyconvex Mie-Griineisen
equation of state as described in . Their corresponding material parameters are summarised in Table @

41



! (~05,-05,05)m
.

() (d)

Figure 12: Punch block: (a) geometry and its finite element discretisation, namely (b) Mesh#1I (15,931 linear
tetrahedra), (c) Mesh#II (36, 722 linear tetrahedra) and (d) Mesh#III (113,846 linear tetrahedra).

Table 7: Punch block: material parameters used in the simulation

Lamé parameters 1| 6.5385 MPa

A | 9.8077 MPa
Specific heat capacity C, 1 JK kg™t
Reference temperature Or | 293.15 K
Thermal conductivity h 10 | WK !im™!
Material density pr | 1100 kgm 3
Mie-Griineisen coefficients | ¢ 1

[y | 8.5889

Figures [10] and 11| with snapshots at successive points in time. Both temperature and pressure
distributions are shown.

8.3. Locking and pressure instability

8.3.1. Spurious modes of a constrained punch block

Previously explored in [60] for non-thermal elasticity, an extension of this example to include
thermal effects is now carried out. We consider a block with 3 x 3 of vertical holes with a
diameter of D. Dimensions of the block are shown in Figure [I2 The block is left free on its top
surface and is constrained with roller support (i.e. symmetric boundary conditions) on the rest
of the surfaces. The deformation of the block is initiated with a compressive (punch) velocity
profile in quarter of the domain (X > 0 and Y > 0), described as

0
v|_,==5| 0 |[(m/s). (126)
Z/H

For inclusion of thermal effects, we assume that the initial temperature profile across the
structure is not homogeneous, given as

Z
9’ =+ 102 (K). 127
et UL (K) (127)
Moreover, a polyconvex Mie-Griineisen model as presented in is used, where the ma-
terial parameters are summarised in Table [7]
In this example, three different meshes are explored, namely (Mesh#1) 15,931, (Mesh#11)
36,722, and (Mesh#III) 113,846 linear tetrahedral elements. It is interesting to notice, from
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Figure 13: Punch block: comparison of deformed shapes at time ¢ = 0.05 s. The first three columns ({Mesh#1,
Mesh#I1I, Mesh#III}, from left to right) show the mesh refinement of a structure simulated using PG-
FEM, whereas the last column shows a deformed structure via Upwind-VCFVM. The first row depicts the
temperature contour and the second row illustrates pressure contour. A polyconvex Mie-Griineisen thermo-
elastic constitutive model described in (48)) is used, with material parameters being summarised in Table Iﬂ
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Figure 14: Punch block: comparison of deformed shapes at bottom view at time ¢ = 0.12 s. The first three
columns ({Mesh#I, Mesh#II, Mesh#III}, from left to right) show the mesh refinement of a structure
simulated using PG-FEM, whereas the last column shows a deformed structure via Upwind-VCFVM. The
first row depicts the temperature contour and the second row illustrates pressure contour. A polyconvex
Mie-Griineisen thermo-elastic constitutive model as described in is used, with material parameters being
summarised in Table m

4000 w w : 6.072
-+-Ballistic Energy
3500 - -«-Total Energy H
Internal Energy (mechanical) 6.071
3000 -+-Internal Energy (heat) M .
-v-Kinetic Energy < 6.07
25001 -+-External Work I 5
£.6.069
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% 6.067
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(a) (b)
Figure 15: Punch block: time evolution of (a) various energy measures and (b) global entropy with mesh

refinement. A polyconvex Mie-Griineisen thermo-elastic constitutive model as described in is used. Their
corresponding material parameters are summarised in Table E
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Figure 16: Punch block: a sequence of deformed structures with temperature distribution at times ¢t =
{10, 20, 30, ...,300} ms (left to right and top to bottom). Results obtained using a polyconvex Mie-Griineisen
equation of state as described in . Their corresponding material parameters are summarised in Table Iﬂ
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Figure 17: Punch block: a sequence of deformed structures with pressure distribution at times ¢t =
{10, 20, 30, ...,300} ms (left to right and top to bottom). Results obtained using a polyconvex Mie-Griineisen
equation of state as described in . Their corresponding material parameters are summarised in Table Iﬂ
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Figures and that despite increasing the number of elements from 15,931 to 113,846,
the deformation patterns predicted by the PG-FEM scheme are practically identical, but with
improved resolution in pressure and temperature. The proposed PG-FEM scheme can clearly
capture the extreme deformation of holes near the bottom plane, showing extremely good
agreement with the results simulated using Upwind-VCFVM.

In Figure , the evolution in time of the kinetic energy, internal energies (e.g. heat and
mechanical contributions), total energy and ballistic energy are monitored. Notice that the
difference between the total energy (blue discontinuous line) and the ballistic energy (red dis-
continuous line) is regarded as the global entropy associated with irreversible heat conduction,
which is positive in this case. This is proven in Figure [I15b as the value of global entropy is
non-negative and increases over time. Figures|16|and [17]show a series of deformed states with-
out experiencing any locking difficulties. No spurious pressure and/or temperature instabilities
are observed despite simulating a rather complex geometry.

8.3.2. Bending of a thin plate

The bending behaviour of a thin structure is assessed [41] (see Figure [I8h). The main
aim of this example is to verify that PG-FEM circumvents the usual locking difficulties when
simulating a thin structure. The thin plate is subjected to an initial velocity profile given by
the following expression

2o () e (O | s

For consideration of thermal effects, the plate is initially subjected to a uniform temperature
distribution of 9| o = Ur, and a boundary (outflow) heat flux prescribed on the bottom surface
of the plate defined as

v

3 m2
o= { i 0% <20 -

A polyconvex Mie-Griineisen model is chosen and a summary of the data simulation
used is detailed in Table 8l

Aiming to show mesh convergence, three successively refined meshes are used. These include
(Mesh#1) 39,366, (Mesh#1I) 108,342 and (Mesh#1III) 276,102 linear tetrahedral elements.
Figure compares the deformation process of the structure at time ¢ = {1.5,3,4.5,6} s
using those three meshes previously described. Similar results in terms of deformed shape and
pressure field are observed. Figures 20h,b show the time history of the components of the
global linear and angular momenta of the system. In particular, the global linear momentum
is conserved under translation in space, whereas the angular momentum is perfectly conserved
with the activation of angular momentum projection algorithm. In terms of energy plot, both
the total energy and total entropy of the system first decrease as a result of heat loss induced
by a positive value of external (heat) work, that is heat flows from inside to outside of the
structure. After removal of the external heat flux at time ¢ = 2 s, the total energy should stay
constant in time. For satisfaction of the second law of thermodynamics, the total entropy of
the underlying system should increase over time due to heat conduction. These are displayed
in Figures [20p,d.

Finally, Figure illustrates the time evolution of the deformation of a plate, displaying
a smooth pressure. Top view and bottom view of the deformed structures are also displayed
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Figure 18: Thin plate: (a) geometry and its finite element discretisation, namely (b) Mesh#1I (39,366 linear
tetrahedra), (¢) Mesh#II (108, 340 linear tetrahedra) and (d) Mesh#III (276, 192 linear tetrahedra).

Table 8: Thin plate: material parameters used in the simulation

Lamé parameters wo| 19.423 kPa

A ] 29.135 kPa
Specific heat capacity C, 1 JK kgt
Reference temperature Or | 308.15 K
Thermal conductivity h 10 | WK !'m™!
Material density pr | 1000 kgm 3
Mie-Griineisen coefficients | ¢ 1

Ty | 0.0281

in Figure 22 It is remarkable seeing how the deformation behaviour of the structure can be
captured.

8.4. Robustness

In order to assess the applicability and robustness of the proposed method, a challenging
example is presented in this section. Specifically, implosion of a thin-walled bottle of thickness
T is examined. Both the initial height H and outer diameter Dy of the bottle, as well as
the dimensions of its cross section, are shown in Figure The bottle is subjected to (1) a
constant internal pressure p = —7.5 (kPa) on the side walls thereby creating a suction effect, (2)
an initial (uniform) temperature distribution of 9‘ —o = Or, and (3) a time-varying prescribed
heat flux Qp(t) applied on the outer surface of the bottle, defined as

—10%sin(Zt) (W/m?) 0<t <a,

Qp(t) = { A [, a="5x107° (s). (130)

For computational efficiency, the problem is simplified by considering the existence of two
symmetry planes and hence only a quarter of the domain is simulated. In this case, a polyconvex

Table 9: Bottle: material parameters used in the simulation

Lamé parameters wo| 6.5385 MPa

A | 9.8077 MPa
Specific heat capacity C, 1 JK kg™t
Reference temperature Or | 293.15 K
Thermal conductivity h 10 | WK !'m™!
Material density pr | 1100 kgm
Mie-Griineisen coefficients | ¢ 1

[y | 8.5889
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A

a) Mesh#1 (39,366 linear tetrahedral elements)

’M"'

b) Mesh#1II (108,340 linear tetrahedral elements)

MM"

¢) Mesh#1III (276,192 linear tetrahedral elements)
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Figure 19: Thin plate: comparison of deformed shapes at time ¢ = {1.5,3,4.5,6} s using three different meshes,
where the colour contour plot indicates pressure field. A polyconvex Mie-Griineisen thermo-elastic constitutive
model as described in is used, with material parameters being summarised in Table
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Figure 20: Thin plate: time evolution of (a) global linear momentum, (b) global angular momentum, (c) various
energy measures, and (d) global entropy. A polyconvex Mie-Griineisen thermo-elastic constitutive model as
described in is used. Their corresponding material parameters are summarised in Table
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Figure 21: Thin plate: a sequence of deformed structures with pressure distribution at times ¢t =
{0,0.5,1,1.5,2,..., 7} s (left to right and top to bottom). Results obtained using a polyconvex Mie-Griineisen
equation of state as described in . Their corresponding material parameters are summarised in Table
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Figure 22: Thin plate: a sequence of deformed structures with pressure distribution at times ¢ =
{0,0.5,1,1.5,2,..., 7} s (left to right and top to bottom): (a) bottom view and (b) top view. Results ob-
tained using a polyconvex Mie-Griineisen equation of state as described in (48). Their corresponding material
parameters are summarised in Table 52
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Figure 23: Implosive bottle: geometry of a bottle and its cross section

Mie-Griineisen model is utilised. Both the geometry and material properties are presented in
Table

Aiming to show mesh independent convergence for this problem, successive refinement of
meshes are explored and compared. For a quarter of the domain, we generate three dimen-
sional linear tetrahedral mesh of (Mesh#1I) 14,046, (Mesh#II) 30,022, (Mesh#III) 46,837
and (Mesh#1IV) 53,535 number of elements. As shown in Figure the pressure contour is
smooth without showing any zero-energy modes. Convergence for both deformed shape and
pressure profile can be observed when increasing the mesh density. It is worth pointing out that
a noticeable change in the deformation pattern is observed as the mesh density is increased from
Mesh#1 to Mesh#II1. Further mesh refinement (Mesh#1IV) ensures that its deformation
behaviour remains practically identical, thus guaranteeing mesh independence. For visualisa-
tion purposes, time evolution of the complex implosive process is shown in Figure [25] Complex
deformation modes comprising wrinkled patterns are observed.

9. Conclusions

In this paper, a new computational framework has been introduced for the analysis of
thermo-elasticity in the context of fast transient solid dynamics. In addition to conservation
laws for the linear momentum p, the deformation gradient tensor F', its co-factor H and its
Jacobian J, formerly exploited in this series [I], 2] in the context of isothermal elasticity, a
further conservation law, representing the first law of thermodynamics in terms of the entropy
n (or total energy E), is incorporated to extend the range of applications into thermally coupled
smooth (non-smooth) hyperelasticity.

From the continuum standpoint, the methodology is built upon the careful definition of
polyconvex internal energy density functionals with respect to the extended set {F', H,J n}
[47] by establishing sufficient conditions on the internal energy density and the entropy, when
both are measured at a reference temperature. It is then shown how the ballistic energy
[53] corresponds to a convex entropy function which, along with appropriate entropy fluxes,
guarantees not only the hyperbolicity of the system but also the existence of a symmetrisation
strategy when using appropriate entropy conjugate fields {v, X g, X g, X, 0}.

From the discretisation standpoint, and following previous work in the series, an explicit
stabilised Petrov-Galerkin method is presented and implemented in the form of a Variational
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Figure 24: Imploding bottle: results obtained with meshes comprising of Mesh#1 , Mesh#II, Mesh#I111
and Mesh#IV (top to bottom). First column shows four different mesh sizes, whereas the remaining columns
show pressure contour plot at time ¢ = {1.5,3,4.5,6} ms (from left to right). Both geometry and material
properties used in the simulation are presented in Table |§_§l
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Figure 25: Imploding bottle: results obtained with Mesh#IV. A sequence of deformation pattern at various
time ¢ = {0.3,0.6,0.9,...,6} ms (from left to right and top to bottom). Both geometry and material properties
used in the simulation are presented in Table El
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MultiScale method. This discretisation strategy is restricted to the case when the entropy 7 is
used as unknown. Crucially, to ensure time stability of the explicit time integrator, the Courant-
Friedichs-Lewy number is computed based on an accurate estimation of the pressure and shear
wave speeds, for which a detailed eigenvalue analysis is presented for two well-established
thermo-elastic constitutive models, namely, the deviatoric-volumetric Mie-Griineisen model
and the modified entropic elasticity model.

An ample set of numerical examples is presented in order to assess the applicability and ro-
bustness of the proposed formulation. Both velocities, stresses (volumetric and deviatoric) and
entropy display the same (second order) rate of convergence when using linear finite elements,
in contrast to standard displacement based algorithms. The consideration of inelastic effects
and the formulation of the problem in alternative descriptions, namely Eulerian and Arbitrary
Lagrangian—Eulerian, constitute the next steps of our work.

Appendix A. Entropic elasticity

The simplest model that satisfies the sufficient conditions (i) to (iii) discussed in Section
is the case of modified entropic elasticity. In this model, the energy function ER( ) is
postulated to be only a function of the volume ratio £ (J), that is g (X) ~ € (J). Following
the work of [69, 89, 90], a simple linear energy potential for Er (J) is adopted as

Er(J) = c,frlo(J —1). (A1)

In order to obtain the coupling term 7z(X’), recall first that the Helmholtz free energy at
reference temperature g is

Vr(X) = Er(J) — Orin(X), (A.2)

which, after rearranging, enables the entropy to be expressed as
- 1 -
— Nr(X) = 0 <¢R(X) - ER(J)> : (A.3)

Since the function Ex(J) (A1) is linear in J (and hence, & 2?2( ) = 0), it is casy to show

that —7r(X) (A.3) is polyconvex in X provided that 1 g(X) is polyconvex in X. For instance,
consider the possible polyconvex Helmholtz energy function proposed in Part I [I] as

Vr(X) =ap(IIp —3) + Br (I +1) — 48rJ — 2agIn J + %(J —1)?, (A.4)

thus, a universally polyconvex internal energy density for modified entropic elasticity is
E(Xx,) = Er(J) + cufr (e”/C”e(wR(X)_gR(J))/C”eR — 1) . (A.5)

With this, the conjugate stresses become

(A.6)
and
(&, = (9R )881/5;2 Jde Lo = 65}5 ) ( 48r — 2047}2 + Ar(J — )> —1§ch0. (A.7)



Here, ¥ = J(X,) = ©(X,) — O represents the temperature increment with ©(X,) being
defined in . The Hessian operator [Hg] adopts the following simple expression as

& ) & &
[Hg] _ HF HH HJ Hn (A8)

where Hessian components are

4o
9R CUQR eR 9R
© © 40éRﬁR S 40&RﬂR
_ 1 r_ T 21 . _ = F H — H F:
Ery 0 [ o On (f" = cu0rT0) } ; EFH 0n 0 & Eur = 91«2 . On DX
0 2« O 2 ,
Ery=Ep = — f (f CUQRFO) F, Eu;=&m= Pr (f - CveRFO) H
Or colr 9R coOR
S ) e .
5F77 = CnF — Cv9R2aRF; 5H77 = EnH = CUHR2BRH; an = 87]] = C'UHR (f - C’UHRFO) ;
57777 = 57
(A.9)
with f' = —48g — 222 + Ap(J — 1) and f" = Ap + 2.

Using the Hessian components ((A.8|) descrlbed above, and repeating the exact same proce-
dure carried out in Section [4, the thermo-mechanical acoustic tensor for this particular model

[5) yields

S @ 1
Cnn =g Chn + g

2(arAr + BrAw) + Au(f' — c,0:T0) n@n, (A.10)

where C¥ n represents the acoustic tensor associated with the polyconvex (isothermal) model
described in (A.4). This term is already presented in Part I [I] and is repeated here for
convenience (refer to equation (75) in [I])

CXn =2agl + f"A2n @ n + 2Bp(ALT — Ay). (A.11)

As shown in Section [4, we can now obtain bounds of the wave speeds by assuming N is
a principal direction. This is achieved by substituting equation (A.10]) into (77)) and taking
v = v, = n to give
0 1
HR clr

@ 1 !/
pRC: = — i (2ar + A% f" + 2BrAT) + [2(arAp + BrAy) + A (f — cofrT0)], (A.12)

from which the first set of eigenvalues corresponding to pressure wave c,, is

O |20n+ AL f" +28p0s | [2arhr + Brdu) + Au(f cofRTo))?
Or PR curpR

Clp = ECp; cp =

(A.13)
The remaining four eigenvalues correspond to shear waves where the vibration takes place
on the propagation plane. The corresponding velocity vectors are orthogonal to m and in the
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directions of the unit eigenvectors {¢;,%>} of the rank two tensor Ar. The wave speeds are
given by c3 4 = £c,, and 56 = £c,, where

Coy = 9 |:20éR—|—2ﬁR (A%—A%>:|’ Cyy = 9 |:204R+25R (A%—A%) ‘ (A]_4)
Or PR Or PR

Appendix B. Alternative conservation formulation for thermo-elasticity

In order to derive a suitable generalised entropy function for the alternative set of con-
servation variables U = p,F.H,J, E]T, the convex entropy function as presented in (87)
must now be re-written in terms of linear momentum p, the triplet of deformation measures
X ={F H,J} and total energy E as

S(p,Xp) = B(p,Xg) = E—0pi(p, Xg); Xg={X,E}={F H,JE} (B.1)

As shown by Wagner in [74], the function —#/(p, X ) is convex in p and X'p. In this repre-
sentation, and noticing that £(X,7(p, Xg)) = F — Q%Rp - p, the entropy 7(p, X ) is obtained
implicitly via the following expression ¢(p, X g,7) defined as [74]

. 5 . 1
PR

Differentiating S (p, Xg) (B.1) gives the conjugate entropy variables V as

- o5 T
op r on(p, X 7
88 I'p —0r n(gp £
ag X aF Ty 9 377(167?'15)
yo 5P X)) _ o5 | |1y | = | _gytipe) (B.3)
ou 03 L, 0 377(ng)
aJ I'g 1— QRM
a_g L oOF -
| 9E

To complete the above equation, it is now necessary to compute the derivatives of n(p, Xg)
by differentiation of ¢ (B.2)) with respect to each component of U. By using the chain rule, the
derivative of 7(p, X g) with respect to p can first be achieved as

do(p, Xg,1(p, X)) N dp(p, Xg,1n) 0n(p, Xi)

0= . B.4
op 9 op (B4)
Since 262 gYE’ﬁ) = 8é(§j’) = 6, equation above after rearranging becomes
i B
0i(p, Xp) _ (09 Op _w
_ = (=) === (B.5)
op on op 0

Repeating the same procedure on the derivatives of 7 with respect to F', H, J and FE,
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results in

an(za),FXE) _ (gsg)l g_; _ %EF, (B.6a)

an(g};\f}s) _ (gs;)_lg_fl _ ézH; (B.6b)

_377(1;]?(19) _ (gs;)l % _ ézj; (B.6c)
-

_%(g,EXE) (gs;) §_<P % (B.6d)

Finally, by combining equations and (B.1]), components of the conjugate entropy
variables (B.3)) are

9
I'r=—3%Yp;, Te=—S%g I;=-7%Y; Tgp= 5, (B-7)

respectively.

Appendix C. Linearisation of thermo-elasticity equations

This Appendix is included to derive a linearised version of internal strain energy £4* followed
by the computation of the first Piola Kirchhoff stress tensor. To derive this, we use the concept
of directional derivative [71] by linearising an internal energy £(X,) with respect to a reference
configuration {X,n = 0} demonstrated as below

. 1
8Lm(5xa 577) ~ g(XIa n= 0) +DS}X 0[5X7 577] + 5D (Dg[dxv (577]) ‘X 0[5X7 577]
I, 2 T,
N (C.1)
1
N DE| 3, |62, 0n] + 5D (DEBX 1)) |y, 6K, 61,

To achieve this, recall first that the general internal strain energy function is

E(X,) = Er(X) + ¢, (Oo(J)e ™ —1);  Og(J) = Ope /e, (C.2)
and also notice that %}‘]) = —%’M%P, the directional derivative of the energy above

becomes

DE(X,)[0X,6n) = DER(X)[6X] + cuD (O9(J)e”*) [6.J, 6]

_ (0Er  OER 0r .\ wes | (@0 ©o(J)
= 8F+8HXF+ aJH>.5F—|—cve dJ(SJ + ) on
_ [0Er | OEg 0fr .\ n/es diir(J)

= aFjLaI{xF—l— aJH).(SF—i-@O(J)e on — 17 5J

_ [0Er | OEg 0r . dir(J) .

= 8F+8HXF+<8J—@ | H | 1 0F + 60

=P :0F + Odn,

(C.3)
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with ©(J,n) = O¢(J)e™*. Consequently, further application of directional derivative on the
above expression gives

D (DE[OX,on)) [6X,0n] = DP[0X,én] : OF + DO, on|on

[ oF 1" [ 6F ]
| Fx6F FX6F n/eo @©0(J) () njeu s 2
| mor | Bl | gogp | T om0+ = et (o)
on | i on ]
oF 17 [ 6F ]
| FxéF Fx0F | © > _ iR
| H:0F (e H :F + cy ((577) a W&](Sn) '
| on | . on

(C.4)

With these at hand, we are now in a position to derive the linearised internal energy

EVn(F n) as described in (C.1). This indeed can be achieved by first noticing that both
derivatives (C.3) and (C.4) defined at reference state { Xy, 7 = 0} become

DE| . |6, 0n) = 0o (C.5)

and
Or

D (DE&oXx, on)) |XI J0X on] =0F : chin . 5F+C— (61 — cDotrd F)* + (1 —q)0ge,To (trd F)*, (C.6)

where the fourth order linear elasticity tensor is defined as

CLin:)\I®I+u<I+i>, (C.7)

with [I®I]“N = 0i10,7, [I]“jj = 0;;07; and [i'] = 0;y07;. Using these expressions, and
iIj.J
replacing 0 F' with F' and dn with 7, the linearised internal energy ((C.1|) becomes

: 1 0 1
ENNE ) = EFMF) + 0rn + 5 (01— euTo (nF = 3))" + (1 = q)fre,To (0F = 3)*, (C.8)

with the classical linear elastic model [71] being defined as

ELV(F) = %R [(F+F"-2I): (F+F"-2I)] + %R (trF —3)*. (C.9)

The first Piola-Kirchhoff stress now follows

P(F.n) = up(F+FT—2I)+Ag (trF — 3) I—0xT (n — ¢,T (trF — 3)) I; Ar = Art+(1—q)0gc, T

Alternatively, and noting that the linearised entropy function is in the form of [62] (€10
n(F,0) = c,lo (trF — 3) + ¢, (% — 1) , (C.11)

the first Piola-Kirchhoff stress can now be written in terms of {F, 0} as
P(F.,0) = pup(F + FT —2I) + Ag (trF — 3) I — ¢,Tofg (% — 1) I (C.12)
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