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Chapter 1

Introduction

1.1 Overview of FEBio

FEBio is an implicit, nonlinear finite element solver that is specifically designed for applications in
biomechanics. It offers analyses, constitutive models and boundary conditions that are relevant for
this particular field. This section describes briefly the available features of FEBio. A more detailed
overview of features can be found in the FEBio User’s Manual.

FEBio supports two analysis types, namely quasi-static and quasi-static poroelastic. In a
quasi-static analysis the (quasi-) static response of the system is sought; inertial terms are ig-
nored. In a quasi-static poroelastic analysis a coupled solid-fluid problem is solved. The latter
analysis type is useful for modeling tissues that have high water content and the explicit modeling
of fluid movement relative to the solid phase is important.

Several nonlinear constitutive models are available to allow the user to model the often compli-
cated biological tissue behavior. Several isotropic constitutive models are supported such as Neo-
Hookean, Mooney-Rivlin, Veronda-Westmann, Arruda-Boyce and Ogden. These models have a
nonlinear stress-strain response. In addition to the isotropic models, there are several anisotropic
models available. These materials show anisotropic behavior in at least one preferred direction
and are useful for modeling biological tissues such as tendons, muscles and other tissues that
contain fibers. FEBIio also contains a rigid body material model, which can be used to model rigid
structures whose deformation is negligible compared to the deformable geometry.

Biological tissues can interact in very complicated ways. Therefore FEBio supports a wide
range of boundary conditions to model these interactions. These include prescribed displace-
ments, nodal forces, and pressure forces. Deformable models can also be connected to rigid
bodies so that the user can model prescribed rotations and torques. Rigid bodies can be con-
nected with rigid joints. Even more complicated interactions can be modeled using FEBio’s con-
tact interfaces. The user can choose between different types of contact interfaces, such as sliding
interfaces, tied interfaces and rigid wall interfaces. A sliding interface is defined between two sur-
faces that are allowed to separate and slide across each other but are not allowed to penetrate.
The rigid wall interface is also similar to the sliding interface, except that one of the contacting
surfaces is a movable rigid wall. As of version 1.2, there is an implementation of a sliding interface
that allows for fluid flow crossing the contact interface. The tied interface is similar to the sliding
interface, but in this case, the surfaces are not allowed to slide or separate. In addition, the user
may specify a body force which can be used to model the effects of gravity or base acceleration.

9
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1.2 About this document

This document is a part of a set of three manuals that accompany FEBio: the FEBio User’s
Manual, describing how to use FEBio, the FEBio Developer's Manual for users who wish to modify
or add features to the code, and this manual, which describes the theory behind most of the FEBio
algorithms.

The purpose of this manual is to provide theoretical background on many of the algorithms
that are implemented in FEBio. In this way the user can develop a better understanding of how
the program works and how it can be used to create well defined biomechanical simulations. The
authors have tried to be as detailed as possible to make the text coherent and comprehensible,
but due to the complexity of some of the topics, some descriptions only skim the surface. Many
of the theoretical ideas discussed in this manual can and have filled entire bookshelves. The
explanations contained herein should be sufficient to give the reader a basic understanding of
the theoretical developments. References to textbooks and the primary literature are provided for
further reading.

Chapter 2 starts with a brief overview of some of the important concepts in continuum mechan-
ics. Readers who are already familiar with this field can skip this chapter, although the material
may be useful to get familiar with the notation and terminology used in this manual.

Chapter 3 describes the nonlinear finite element method. It also explains the Newton-Raphson
method, which is the basis for most implementations of the nonlinear finite element method. A
more specialized version of this algorithm, the BFGS method, is described as well since it is used
in FEBio.

In Chapter 4 the different element types that are available in FEBio are described in detail.
FEBio currently supports 3D solid elements, such as the linear hexahedral, pentahedral and tetra-
hedral elements, as well as quadrilateral and triangular shell elements.

Chapter 5 contains a detailed description of the material models in FEBio. Most of these mod-
els are based on hyperelasticity, which is introduced in chapter 2. Several transversely isotropic
materials are described as well. This also discusses the biphasic material and its implementation
in FEBio.

Chapter 7 describes the basics of the theory of contact and coupling. In FEBio the user can
connect the different parts of the geometry in a variety of ways. There are rigid interfaces where a
deformable model is attached to a rigid model, rigid joints where two or more rigid bodies connect,
and sliding interfaces where two surfaces are allowed to separate and slide across each other but
are not allowed to penetrate. The various contact and coupling algorithms are discussed as well
together with their implementation in FEBio.


https://febio.org/knowledgebase/
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Chapter 2

Continuum Mechanics

This chapter contains an overview of some of the important concepts from continuum mechanics
and establishes some of the notation and terminology that will be used in the rest of this document.
The section begins by introducing the important concepts of deformation, stress and strain. Next
the concept of hyperelasticity is discussed. Finally the concept of virtual work is discussed. This
concept will be used later to derive the nonlinear finite element equations. For a more thorough
introduction to the mathematics needed for continuum mechanics, the user can consult [24].

2.1 Vectors and Tensors

It is assumed that the reader is familiar with the concepts of vectors and tensors. This section
summarizes the notation and some useful relations that will be used throughout the manual.

Vectors are denoted by small, bold letters, e.g. v. Their components will be denoted by  v;,
where, unless otherwise stated, Latin under scripts such as ior Iwill range from 1 to 3. In matrix
form a vector will be represented as a column vector and its transpose as a row vector:

v=1| v |, vl = ( v1, U, U3 ) ) (2.1.1)

The following products are defined between vectors. Assume u, v are vectors. Also note that the
Einstein summation convention is used throughout this manual [47].
The dot or scalar product:
u-v = uv;. (2.1.2)

The cross product:
U2V3 — U3v2
uXxXv=| usv —uvy | . (2.1.3)
U1v2 — U1

The vector outer product:
(U®v),; = uv;. (2.1.4)

Note that vectors are also known as first order tensors. Scalars are known as zero order tensors.
The outer product, defined by equation (2.1.4), is a second order tensor.

Second order tensors are denoted by bold, capital letters, e.g. A. Some exceptions will be
made to remain consistent with the literature. For instance, the Cauchy stress tensor is denoted

11
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by o. However, the nature of the objects will always be clear from the context. The following
operations on tensors are defined. Assume A and B are second-order tensors.
The double contraction or tensor inner product is defined as:

A:B=A;B;. (2.1.5)

The trace is defined as:
trA=1:A=A4;. (2.1.6)

Here I is the second order identity tensor with components 6;;.

In general the components of tensors will change under a change of coordinate system. Nev-
ertheless, certain intrinsic quantities associated with them will remain invariant under such a trans-
formation. The scalar product between two vectors is such an example. The double contraction
between two second-order tensors is another example. The following set of invariants for second-
order tensors is commonly used:

Il :'EI“A7
1 2 2
= — ) 2.1.7
I =3 ((trA) tr A ) (2.1.7)
I3 = det A.

A tensor S is called symmetric if it is equal to its transpose:
s=sT. (2.1.8)
A tensor W is called anti-symmetric if it is equal to the negative of its transpose:
W=-wWT, (2.1.9)

Any second order tensor A can be written as the sum of a symmetric tensor S and an anti-
symmetric tensor W:
A=S+W, (2.1.10)
where
1

S:E(A—i—AT),andW:

Also note that for any tensor B the following holds:

(A-AT). (2.1.11)

N

B:A=B:S, B:W=0. (2.1.12)
With any anti-symmetric tensor a dual vector w can be associated such that,
wW-u=wXxu, (2.1.13)

where the second order tensor w is defined as,

0 —ws3 w2
W= ws 0 —u |. (2.1.14)
—w9 w1 0

A second order Q tensor is called orthogonal if Q! = Q7.
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In the implementation of the FE method it is often convenient to write symmetric second-order
tensors using Voigt notation. In this notation the components of a 2" order symmetric tensor A
are arranged as a column vector:

A
Az
Aszs
Al = . 2.1.15
A= | 4 2119
Ao

Ars

Higher order tensors will be denoted by bold, capital, script symbols, e.g. .A. An example of a third-
order tensor is the permutation tensor &;;,, whose components are 1 for an even permutation of
(1,2,3), -1 for an odd permutation of (1, 2, 3) and zero otherwise. The permutation symbol is useful
for expressing the cross-product of two vectors in index notation:

(uxv), = Ejrujvy . (2.1.16)

An example of a fourth-order tensor is the elasticity tensor C which, in linear elasticity theory,
relates the small strain tensor € and the Cauchy stress tensor o = C : €.

Higher order tensors can be constructed from second order tensors in a similar way as second
order tensors can be constructed from vectors. If A and B are second order tensors, then the
following fourth order tensors can be defind by requiring that the following must hold for any second
order tensor X:

(A9B): X =(B:X)A, (2.1.17)
(A®B): X =A-X BT, (2.1.18)
(A®B): X =A.-XT.BT, (2.1.19)
(ATB):X=_ (A-X-B" +A X" -B"). (2.1.20)

The Cartesian component forms of the operators ®, ®, ® and ® are defined as follows:

(A®B)jn = AijBr, (2.1.21)
(A@B)ij‘kl = Aikle ’ (2.1 .22)
(A®B),1 = AuBjk (2.1.23)

— 1
(A®B), i = 3 (AixBji + AuBj) - (2.1.24)

The fourth order identity tensors are defined as:

A:

LA (2.1.25)
AT =T:A, o

where Z =1I®Iand Z = I® 1. The components are given by:

Lijkt = Oi0j1 (2.1.26)
Lijki = ik -
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2.2 The Directional Derivative

In later sections the nonlinear finite element method will be formulated. Anticipating an iterative

solution method to solve the nonlinear equations, it will be necessary to linearize the quantities

involved. This linearization process will utilize a construction called the directional derivative [24].
The directional derivative of a function f (x) is defined as follows:

d

Df (x)[u] = —

a f(x+eu). (2.2.1)

e=0

The quantity x may be a scalar, a vector or even a vector of unknown functions. For instance,
consider a scalar function f (x), where x is the position vector in R3. In this case the directional
derivative is given by:

d
= E:Of()H—au)

of (2.2.2)
= Ui

8$Z‘

=Vf- u.

Here, the symbol V(“nabla”) depicts the gradient operator.
The linearization of a function implies that it is approximated by a linear function. Using the
directional derivative, a function f can be linearized as follows:

Df (x)[u]

f(x4+u) = f(x)+Df (x)u]. (2.2.3)
The directional derivative obeys the usual properties for derivatives.
1. sum rule: If f = f1 + fo, then

Df (x)[u] = Dfi (x)[u] + Df2 (x) [u] . (2.2.4)

2. product rule: If f = f, - fo, then
Df (x)[u] = f1(x)- Dfa(x)[u] + f2- Df1(x) [u] . (2.2.5)

3. chain rule: If f = g (h(x)), then

Df (x) [u] = Dg (h (%)) [Dh (x) [u]] . (2.2.6)

2.3 Deformation, Strain and Stress

2.3.1 The deformation gradient tensor

Consider the deformation of an object from an initial or reference configuration to a deformed or
current configuration. The location of the material particles in the reference configuration are de-
noted by X and are known as the material coordinates. Their location in the current configuration
is denoted by x and known as the spatial coordinates. The deformation map ¢, which is a mapping
from R3*toR?, maps the coordinates of a material point to the spatial configuration:

x = o (X) . (2.3.1)
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t,

The deformation map

The displacement map u is defined as the difference between the spatial and material coordi-
nates:

x=X+u(X). (2.3.2)
The deformation gradient is defined as
_9¢
F = X (2.3.3)

The deformation gradient relates an infinitesimal vector in the reference configuration dX to the
corresponding vector in the current configuration:

dx = F - dX. (2.3.4)

The determinant of the deformation tensor J = det F is called the volume ratio; it gives the volume
change, or equivalently the change in density:

po = pJ . (2.3.5)

Here pg is the density in the reference configuration and p is the current density.

When dealing with incompressible and nearly incompressible materials it will prove useful to
separate the volumetric and the deviatoric (distortional) components of the deformation gradient.
Such a separation must ensure that the deviatoric part of the deformation gradient, namely F,
does not produce any change in volume. Noting that the determinant of the deformation gradient
gives the volume ratio, the determinant of F must therefore satisfy,

detF =1. (2.3.6)
This condition can be achieved by choosing F as,
F=J13F. (2.3.7)

Using the polar decomposition of a second order tensor, the deformation gradient can be written
as a product of a positive definite symmetric tensor V (or U) and a proper orthogonal tensor R:

F=V-R=R.-U. (2.3.8)

V is called the left stretch tensor, U is called the right stretch tensor and the orthogonal tensor R
is called the rotation.
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2.3.2 Strain

The right Cauchy-Green deformation tensor is defined as follows:
C=FT.F. (2.3.9)

This tensor is an example of a material tensor and is typically expressed a function of the material
coordinates X. The left Cauchy-Green deformation tensor is defined as follows:

b=F.F. (2.3.10)

This tensor is an example of a spatial tensor and is typically expressed as a function of the spatial
coordinates x. The implementation of the updated Lagrangian finite element method used by
FEBio is described in the spatial configuration.

The left and right deformation tensors can also be split into volumetric and deviatoric compo-
nents. With the use of,(2.3.7) the deviatoric deformation tensors are:

C=F".F=J"?C,
Cn BT ey (2.3.11)

The deformation tensors defined above are not good candidates for strain measures since in the
absence of strain they become the identity tensor I. However, they can be used to define strain
measures. The Green-Lagrange strain tensor is defined as:

E:%(C—I). (2.3.12)

This tensor is a material tensor. Its spatial equivalent is known as the Almansi strain tensor and is
defined as:

e= % I-b71). (2.3.13)

In the limit of small displacement gradients, the components of both strain tensors are identical,
resulting in the small strain tensor or infinitesimal strain tensor:

T
. % (gz N (g’z) ) . (2.3.14)

Note that the small strain tensor is also the linearization of the Green Lagrange strain,

DE[u]=FT.¢.F. (2.3.15)

2.3.3 Stress

The traction t on a plane bisecting the body is given by,
t=o0-n, (2.3.16)

where o is the Cauchy stress tensor and n is the outward unit normal vector to the plane. It can
be shown that by the conservation of angular momentum that this tensor is symmetric (c;; = o)
[74]. The Cauchy stress tensor, a spatial tensor, is the actual physical stress, that is, the force per
unit deformed area. To simplify the equations of continuum mechanics, especially when working
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in the material configuration, several other stress measures are often used. The Kirchhoff stress
tensor is defined as

T=Jo. (2.3.17)

The first Piola-Kirchhoff stress tensor is given as
P=Jo -FT. (2.3.18)

Note that P, like F, is not symmetric. Also, like F, P is known as a fwo-point tensor, meaning it
is neither a material nor a spatial tensor. Since we have two strain tensors, one spatial and one
material tensor, it would be useful to have similar stress measures. The Cauchy stress is a spatial
tensor and the second Piola-Kirchhoff (2™¢ PK) stress tensor, defined as

S=JF'l.o.F T, (2.3.19)

is a material tensor. The inverse relations are:

1 1 T 1 T

o=5T, O JP F', o 7 S (2.3.20)

In many practical applications it is physically relevant to separate the hydrostatic stress and the
deviatoric stress & of the Cauchy stress tensor:

oc=0+pl. (2.3.21)

Here, the pressure is defined as p = %tr o. Note that the deviatoric Cauchy stress tensor satisfies
tro = 0.

The directional derivative of the 2"! PK stress tensor needs to be calculated for the linearization
of the finite element equations. For a hyperelastic material, a linear relationship between the
directional derivative of S and the linearized strain DE [u] can be obtained:

DS[u]=C:DE]|u] . (2.3.22)

Here, C is a fourth-order tensor known as the material elasticity tensor. Its components are given

by, > ,
0Srgy 40V
C = = 2.3.23
IJKL aEKL aCIJc‘)C’KL ) ( )
where ¥ is the strain-energy density function for the hyperelastic material. The spatial equivalent
— the spatial elasticity tensor C — can be obtained by,

1
Cijkl = jFquJFkKFlLCUKL- (2.3.24)

2.4 Hyperelasticity

When the constitutive behavior is only a function of the current state of deformation, the material
is elastic. In the special case when the work done by the stresses during a deformation is only
dependent on the initial state and the final state, the material is termed hyperelastic and its be-
havior is path-independent. As a consequence of the path-independence a strain energy function
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per unit undeformed volume can be defined as the work done by the stresses from the initial to
the final configuration:
t
\I/(F(X),X):/P(F(X),X):th. (2.4.1)
to

The rate of change of the potential is then given by
¥ (F(X),X)=P:F. (2.4.2)

Or alternatively,

LI

Py = —F;;. 2.4.
J or, T (2.4.3)

i,J=1
Comparing (2.4.2) with (2.4.3) reveals that

P(F(X),X)= w (2.4.4)
OF
This general constitutive equation can be further simplified by observing that, as a consequence
of the objectivity requirement, ¥ may only depend on F through the stretch tensor U and must be
independent of the rotation component R. For convenience, however, Vis often expressed as a
function of C = U? = F” . F. Noting that %C = E is work conjugate to the second Piola-Kirchhoff
stress S, establishes the following general relationships for hyperelastic materials:

. ov . 1 . ovr  ov
\lz:afc.czﬁs.c, S(C(X),X)—2a—c_a—E. (2.4.5)

2.4.1 Isotropic Hyperelasticity

The hyperelastic constitutive equations discussed so far are unrestricted in their application. Isotropic
material symmetry is defined by requiring the constitutive behavior to be independent of the ma-
terial axis chosen and, consequently, ¥ must only be a function of the invariants of C,

¥ (C(X),X) =V (I,I,13,X), (2.4.6)
where the invariants of C are defined here as,
1
L=tC=C:LL=3 [(mcf —trcﬂ I3 = det C = J2 . (2.4.7)

As a result of the isotropic restriction, the second Piola-Kirchhoff stress tensor can be written as,

ov oV 01, oV Ol oV 0I3
S=2—=2———~+2———=+2——-.
9C ~ “a1,0C 8L, 9C T "9l oC
The second order tensors formed by the derivatives of the invariants with respect to C can be
evaluated as follows:

(2.4.8)

oL 0L, I3

ac L ac ~M-C 5¢
Introducing expressions (2.4.9) into equation (2.4.8) enables the second Piola-Kirchhoff stress to
be evaluated as,

=LCL. (2.4.9)

S=2{(V; + Uy + [LU3)) T — (Vg + [} ¥3) C} + U3C?, (2.4.10)
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where U = 8‘1’/8[1, Uy = 8‘1’/8[2, and Vs = 8\11/8]3.
The Cauchy stresses can now be obtained from the second Piola-Kirchhoff stresses by using

(2.3.20):
2 1 .
o= {(Uy + LUy + L T3)) b — (Uy + 1 V3) b?} + jqubJ : (2.4.11)
Note that in this equation ¥y, ¥,, and U3 still involve derivatives with respect to the invariants of
C. However, since the invariants of b are identical to those of C, the quantities¥,, ¥s and ¥3 may

also be considered to be the derivatives with respect to the invariants of b.

2.4.2 Isotropic Elasticity in Principal Directions

For isotropic materials, the principal directions of the strain and stress tensors are the same. Let
the eigenvalues of C be denoted by \? (i = 1,2, 3), then the strain energy density may be given as
a function of these eigenvalues, ¥ (A%, A3, A3). To derive the expression for the stress, recognize
that

ON?

oC
where the N; are the eigenvectors of C. It follows that the second Piola-Kirchhoff stress may be
represented as

=N, ®N; = A;, (2.4.12)

S=> SiAi, (2.4.13)
=1
where .
Si =2——. 2.4.14
ox? (2414
To evaluate the material elasticity tensor, recognize that
0A; 1 _ _ 1 _ _
5 :W(Ai@AjJrAJ@Ai)Jrm(Ai@Ak+Ak@Ai), (2.4.15)
7 Vi 7

where i, j, k form a permutation over 1,2, 3. Then it can be shown that the material elasticity tensor
is given by

22" ox20N2
3 3 82\11

DD Ao (A A+ A0 A, (2.4.16)
i=1 j=i+1 L]
3.3 g _g.

Y0 2 s (AEA; +A;TA)
i=1 j=i+1 7 J

When eigenvalues coincide, LHospital’s rule may be used to evalue the coefficient in the last term,

) S; — S 0*w 0*v
lim 25— =4 <3/\2-8/\2- — (9)\2(9)\2~> : (2.4.17)
397 i 77

The double summations in (2.4.16) are arranged such that the summands represent fourth-order
tensors with major and minor symmetries.
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In the spatial frame, the Cauchy stress is given by

3
o=> oai, (2.4.18)
i=1

where

a; = n; ¥n;, (2419)
and n; = (F - N;) /\; are the eigenvectors of b. The principal normal stresses are

i O¥
TV (2.4.20)

The spatial elasticity tensor is given by
> 0
—142
C:E < /\Za)\Q—Ji>ai®al-

0*v
1
+z§1g§z+1j “Jm Y (a, ®aj+a;®ay). (2.4.21)

3 )\20z A2 aj

+Z Z (a:Da; +a;Day)

2.4.3 Nearly-Incompressible Hyperelasticity

A material is considered incompressible if it shows no change in volume during deformation, or
otherwise stated, if J/ = 1 holds throughout the entire body. It can be shown [24] that if the material
is incompressible the hyperelastic constitutive equation becomes

o

=92 L 2.4.22
S = 5+ pJC~ ( )

where U = ¥ (C)is the deviatoric strain energy function and p is the hydrostatic pressure. The

presence of J may seem unnecessary, but retaining J has the advantage that equation (2.4.22)
remains valid in the nearly incompressible case. Further, in practical terms, a finite element anal-
ysis rarely enforces J = 1 in a pointwise manner, and hence its retention may be important for the
evaluation of stresses.

The process of defining constitutive equations in the case of nearly incompressible hyperelas-
ticity is simplified by adding a volumetric energy component U (.J) to the distortional component
U (C): )

U(C)=v(C)+U(J). (2.4.23)
The second Piola-Kirchhoff tensor for a material defined by (2.4.23) is obtained in the standard
manner with the help of equation (2.4.8).
ov
S=2—
oC
oV _dU 8J
=2— +2——, 2.4.24
oc “ajac (2.4.24)
oU

=2 c!
5C + pJ



2.4. HYPERELASTICITY 21

where the pressure p is defined as
aUu

= 242
07 (2.4.25)
An example for U that will be used later in the definition of the constitutive models is
U(J) = L (InJ)?. (2.4.26)

2

The parameter « will be used later as a penalty factor that will enforce the (nearly-) incompressible
constraint. However, k can represent a true material coefficient, namely the bulk modulus, for a
compressible material that happens to have a hyperelastic strain energy function in the form of
(2.4.23). In the case where the dilatational energy is given by (2.4.26), the pressure is

InJ
= K—. 2.4.27
p=r— ( )

Equation (2.4.24) can be further developed by applying the chain rule to the first term:
S =pJC ' +J23devS, (2.4.28)
where the fictitious second Piola-Kirchoff tensor [38] is defined by,

)

S=2_—<, (2.4.29)
oC
and Dev is the deviator operator in the reference frame:
1 _
Dev()=()-3(():C)C g (2.4.30)

The Cauchy stress can then be obtained from equation (2.3.20)s:

o=pl+deveo, (2.4.31)
where -
2. 0¥ -
6=-F — F'. 2.4.32
TS ( )
The following expression will be useful in the following development.
dC 1 1~ =~
I — =23 (2 (Srxdgr + 0rpdx) — 5CraCrs ) - (2.4.33)
dCkr, 2 3

Notice that the contraction with a symmetric tensor A results in,

dCry
dCKL

The elasticity tensor, defined in (2.3.23), takes on the following form.

Ay =J ??Dev Agyp . (2.4.34)

d P
CrikL = <J2d§ + Jp> Cr1Cwt —2pJT1kL

2 . )
T (Dev S, Cxcl, + Crf Dev Sice ) , (2.4.35)

2. - L1 —4/3 4
+ gSRSCRS <IIJKL - 3CK1LC'Ul) +J43CrkL
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where

A _ V/a a A Loyn - ——

Crsxkr =Cryxr — 3 (CIJRSCRSC;(}; + CRSKLCRSCZ}) + §C£]1035CRSMNC'MNCK1L . (2.4.36)

The spatial elasticity tensor follows from,

d
Cijrl = (Jp + p) 0ij0r1 — P (Oixdj1 + 0510

dJ
— % (dev 5'ij5kl + 52‘j dev 5'kl) R (2.4.37)
1. 2 A
+ §0rs5rs ((511@53‘1 + 0adjk) — 35ij5kl> + Cijm
where .
Cijr = 7 i Fj s Fex FirCrokr - (2.4.38)

2.4.4 Transversely Isotropic Hyperelasticity

Transverse isotropy can be introduced by adding a vector field representing the material preferred
direction explicitly into the strain energy [82]. We require that the strain energy depends on a unit
vector field A, which describes the local fiber direction in the undeformed configuration. When
the material undergoes deformation, the vector A (X) may be described by a unit vector field
a(p(X)). In general, the fibers will also undergo length change. The fiber stretch, A, can be
determined in terms of the deformation gradient and the fiber direction in the undeformed config-
uration,

Aa=F A. (2.4.39)

Also, since a is a unit vector,
MN=A.C-A. (2.4.40)

The strain energy function for a transversely isotropic material, ¥ (C, A, X) is an isotropic function
of C and A ® A. It can be shown [74] that the following set of invariants are sufficient to describe
the material fully:

I =trC, b:%[(trC)Q—trcﬂ, Iy = det C = J2, (2.4.41)
ILb=A.-C-A, Iy;=A-C?.A. (2.4.42)

The strain energy function can be written in terms of these invariants such that
v (Ca Aa X) =V (Il (C) 712 (C) 713 (C) 714 (C> A) >I5 (C7 A)) . (2443)
The second Piola-Kirchhoff can now be obtained in the standard manner:

5
g _ 0¥ -0

ac =210 (2.4.44)

In the transversely isotropic constitutive models described in Chapter 5 it is further assumed that
the strain energy function can be split into the following terms:

U (C,A) =V (I1, I, I3) + Vo (14) + V5 ([1, I2, I314) (2.4.45)
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The strain energy function ¥, represents the material response of the isotropic ground substance
matrix, Uy represents the contribution from the fiber family (e.g. collagen), and ¥3 is the con-
tribution from interactions between the fibers and matrix. The form (2.4.45) generalizes many
constitutive equations that have been successfully used in the past to describe biological soft tis-
sues e.g. [39, 41, 42]. While this relation represents a large simplification when compared to
the general case, it also embodies almost all of the material behavior that one would expect from
transversely isotropic, large deformation matrix-fiber composites.
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2.5 Biphasic Material

Biphasic materials may be used to model deformable porous media. A biphasic material repre-
sents a mixture of a porous permeable solid and an interstitial fluid. Each constituent is intrinsically
incompressible, but the mixture may change volume as interstitial fluid is exchanged with the pore
space of the solid. Biphasic materials require the explicit modeling of fluid that permeates the
solid. The biphasic material model is useful to simulate materials that show flow-dependent vis-
coelastic behavior resulting from the frictional interactions of the fluid and solid. Several biological
materials such as cartilage can be described more accurately this way.

2.5.1 Governing Equations

Consider a mixture consisting of a solid constituent and a fluid constituent. Both constituents
are considered to be intrinsically incompressible, but the mixture can change volume when fluid
enters or leaves the porous solid matrix [25, 58]. According to the kinematics of the continuum
[77], each constituent o of a mixture (« = s for the solid and « = w for the fluid) has a separate
motion x® (X<, ¢) which places particles of each mixture constituent, originally located at X, in
the current configuration x according to

x = x (X, 1) . (2.5.1)

For the purpose of finite element analyses, the motion of the solid matrix, a = s, is of particular
interest.

The governing equations that enter into the statement of virtual work are the conservation of
linear momentum and the conservation of mass, for the mixture as a whole. Under quasi-static
conditions, the conservation of momentum reduces to

dive + pb =0, (2.5.2)

where o is the Cauchy stress for the mixture, p is the mixture density and b is the external mixture
body force per mass. Since the mixture is porous, this stress may also be written as

o=-pl+o°, (2.5.3)

where p is the fluid pressure and o€ is the effective or extra stress, resulting from the deformation
of the solid matrix. Conservation of mass for the mixture requires that

div(v?+w) =0, (2.5.4)

where v® = 0x?®/0t is the solid matrix velocity and w is the flux of the fluid relative to the solid
matrix. Let the solid matrix displacement be denoted by u, then v* = 1.

To relate the relative fluid flux w to the fluid pressure and solid deformation, it is necessary to
employ the equation of conservation of linear momentum for the fluid,

— @Y gradp+ p“bY +pg =0, (2.5.5)

where ¢" is the solid matrix porosity, p* = ¢ p¥ is the apparent fluid density and p4 is the true
fluid density, b" is the external body force per mass acting on the fluid, and 3 is the momentum
exchange between the solid and fluid constituents, typically representing the frictional interaction
between these constituents. This equation neglects the viscous stress of the fluid in comparison
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to p¥. The most common constitutive relation is p¥ = —p“k~! - w, where the second order,
symmetric tensor k is the hydraulic permeability of the mixture. When combined with Eq.(2.5.5), it
produces

w = —k - (gradp — p7b") , (2.5.6)

which is equivalent to Darcy’s law. In general, k may be a function of the deformation.
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2.6 Biphasic-Solute Material

A biphasic-solute material is an extension of the biphasic material model that also includes trans-
port and mechano-chemical effects of a neutral solute. Transport of a solute in a porous medium
includes diffusion, resulting from gradients in the solute concentration, and convection of the so-
lute by the solvent, as a result of fluid pressure gradients. Mechano-chemical effects describe
phenomena such as osmotic pressurization and swelling.

2.6.1 Governing Equations

The governing equations adopted in this finite element implementation of neutral solute transport in
deformable porous media are based on the framework of mixture theory [77, 26]. A single solute
is considered in this presentation for notational simplicity, though the extension of equations to
multiple solutes is straightforward. Various forms of the governing equations have been presented
in the prior literature [57, 6], though a presentation that incorporates all the desired features of this
implementation has not been reported previously and is thus detailed here.

The fundamental modeling assumptions adopted in this treatment are quasi-static conditions
for momentum balance (negligible effects of inertia), intrinsic incompressibility of all constituents
(invariant true densities), isothermal conditions, negligible volume fraction of solute relative to
the solid and solvent, and negligible effects of solute and solvent viscosities (friction within con-
stituents) relative to frictional interactions between constituents. These assumptions are often
made in studies of biological tissues and cells. External body forces and chemical reactions are
not considered.

The three constituents of the mixture are the porous-permeable solid matrix (o« = s), the solvent
(v = w), and the solute (o« = u). The motion of the solid matrix is described by the displacement
vector u, the pressure of the interstitial fluid (solvent+solute) is p, and the solute concentration (on
a solution-volume basis) is ¢. The total (or mixture) stress may be described by the Cauchy stress
tensor o = —pl + o€, where 1 is the identity tensor and o¢ is the stress arising from the strain in
the porous solid matrix. Because it is porous, the solid matrix is compressible since the volume of
pores changes as interstitial fluid enters or leaves the matrix. Under the conditions outlined above,
the balance of linear momentum for the mixture reduces to

dive = —gradp+dive®=0. (2.6.1)
Similarly, the equations of balance of linear momentum for the solvent and solute are given by

~ (2.6.2)

where p® is the apparent density (mass of « per volume of the mixture), i“ is the mechano-
chemical potential and v is the velocity of constituent «.. f*7 is the diffusive drag tensor between
constituents o and S representing momentum exchange via frictional interactions, which satisfies
fPe — o8 An important feature of these relations is the incorporation of momentum exchange
term between the solute and solid matrix, f“* - (v® — v*), which is often neglected in other treat-
ments but plays an important role for describing solid-solute interactions [57, 1, 2]. These momen-
tum equations show that the driving force for the transport of solvent or solute is the gradient in its
mechano-chemical potential, which is resisted by frictional interactions with other constituents.
The mechano-chemical potential is the sum of the mechanical and chemical potentials. The
chemical potential u* of « represents the rate at which the mixture free energy changes with



2.6. BIPHASIC-SOLUTE MATERIAL 27

increasing mass of . The mechanical potential represents the rate at which the mixture free
energy density changes with increasing volumetric strain of «.. In a mixture of intrinsically incom-
pressible constituents, where the volumetric strain is idealized to be zero, this potential is given
by (p — po) /7, where p$ is the true density of o (mass of o per volume of «), which is invariant
for incompressible constituents, and py is some arbitrarily set reference pressure (e.g., ambient
pressure).

From classical physical chemistry, the general form of a constitutive relation for the chemical
potential is p* = u§ (0) + (RO/M*)Ina® [76], where R is the universal gas constant, 6 is the
absolute temperature, M is the molecular weight (invariant) and a“ is the activity of constituent
a (a non-dimensional quantity); g (6) is the chemical potential at some arbitrary reference state,
at a given temperature. For solutes, physical chemistry treatments let a* = ~y¢/cy, where ¢y is
the solute concentration in some standard reference state (an invariant, typically ¢ = 1 M), and
~ is the non-dimensional activity coefficient, which generally depends on the current state (e.g.,
concentration) but reduces to unity under the assumption of ideal physico-chemical behavior [76].
Since this representation is strictly valid for free solutions only, whereas solutes may be partially
excluded from some of the interstitial space of a porous solid matrix, Mauck et al. [57] extended
this representation of the solute activity to let a* = ~¢/kcy, where the solubility x represents the
fraction of the pore space which is accessible to the solute (0 < x < 1). In this extended form, it
becomes clear that even under ideal behavior (v = 1), the solute activity may be affected by the
solubility. Indeed, for neutral solutes, the solubility also represents the partition coefficient of the
solute between the tissue and external bath [49, 60].

When accounting for the fact that the solute volume fraction is negligible compared to the
solvent volume fraction [76, 5], the general expressions for i and " take the form

fzg . (2.6.3)
= pg (0) + Ml o

where ® is the osmotic coefficient (a non-dimensional function of the state), which deviates from
unity under non-ideal physico-chemical behavior. Therefore, a complete description of the physico-
chemical state of solvent and solute requires constitutive relations for ® and the effective solubility
k = /v, which should generally depend on the solid matrix strain and the solute concentration.
It is also necessary to satisfy the balance of mass for each of the constituents. In the absence
of chemical reactions, the statement of balance of mass for constituent a reduces to
(0%
% +div (p*v*) = 0. (2.6.4)
ot
The apparent density may be related to the true density via p® = ¢*p%, where ¢ is the volume
fraction of « in the mixture. Due to mixture saturation (no voids), the volume fractions add up to
unity. Since the volume fraction of solute is considered negligible (o < ¢*, "), it follows that
Yoo 9™ =@+ " = 1. Since pg of an incompressible constituent is invariant in space and time,
these relations may be combined to produce the mixture balance of mass relation,

div (v¥ +w) =0, (2.6.5)

where w = v (v — v*) is the volumetric flux of solvent relative to the solid. The balance of mass
for the solute may also be written as

0 (p"c)
ot

+div(j+ ¢Ycv®) =0, (2.6.6)
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where j = ¢"c(v* — v®) is the molar flux of solute relative to the solid. This mass balance relation
is obtained by recognizing that the solute apparent density (mass per mixture volume) is related
to its concentration (moles per solution volume) via p* = (1 — ¢®) Mc ~ " Mec. Finally, it can be
shown via standard arguments that the mass balance for the solid matrix reduces to

(,OS
f=1r 2.6.7
= (2.6.7)
where ; is the solid volume fraction in the reference state, J = detF and F = I + gradu is the
deformation gradient of the solid matrix.
Inverting the momentum balance equations in (2.6.2), it is now possible to relate the solvent
and solute fluxes to the driving forces according to

~ d
w=—-k- (p% grad 1" + Mcd— grad /]“) ,
0 (2.6.8)

M
j=d- (Recp“’cgradﬂ“ + dcow) ,

where d is the solute diffusivity tensor in the mixture (solid+solution), d is its (isotropic) diffusivity
in free solution; k is the hydraulic permeability tensor of the solution (solvent+solute) through the
porous solid matrix, which depends explicitly on concentration according to

- d\17!
k= [k_l + ﬁego (1— doﬂ : (2.6.9)

where k represents the hydraulic permeability tensor of the solvent through the solid matrix. The
permeability and diffusivity tensors are related to the diffusive drag tensors appearing in (2.6.2)
according to
k= (p")* (£ 7",
dy = ROp™c (£) ™1 = dpl, (2.6.10)
d = RO c (f* + )",

though these explicit relationships are not needed here since k, d and dy may be directly specified
in a particular analysis. Since the axiom of entropy inequality requires that the tensors £ be
positive semi-definite (see appendix of [9]), it follows that dy must be greater than or equal to the
largest eigenvalue of d. Constitutive relations are needed for these transport properties, which
relate them to the solid matrix strain and solute concentration. Note that the relations in (2.6.10)
represent generalizations of Darcy’s law for fluid permeation through porous media, and Fick’s law
for solute diffusion in porous media or free solution.

2.6.2 Continuous Variables

In principle, the objective of the finite element analysis is to solve for the three unknowns, u, p
and ¢, using the partial differential equations that enforce mixture momentum balance in (2.6.1),
mixture mass balance in (2.6.5), and solute mass balance in (2.6.6). The remaining solvent and
solute momentum balances in (2.6.8), and solid mass balance in (2.6.7), have been reduced to
relations that may be substituted into the three partial differential equations as needed. Solving
these equations requires the application of suitable boundary conditions that are consistent with
mass, momentum and energy balances across boundary surfaces or interfaces. When defining
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boundaries or interfaces on the solid matrix (the conventional approach in solid mechanics), whose
outward unit normal is n, mass and momentum balance relations demonstrate that the mixture
traction t = o - n and normal flux components w,, = w-n and j,, = j-n must be continuous across
the interface [5, 31]. Therefore, t, w,, and j, may be prescribed as boundary conditions.
Combining momentum and energy balances across an interface also demonstrates that ;%
and " must be continuous [5, 45], implying that these mechano-chemical potentials may be pre-
scribed as boundary conditions. However, because of the arbitrariness of the reference states 1,
1g, po and co, and the ill-conditioning of the logarithm function in the limit of small solute concen-
tration, the mechano-chemical potentials do not represent practical choices for primary variables
in a finite element implementation. An examination of (2.6.3) also shows that continuity of these
potentials across an interface does not imply continuity of the fluid pressure p or solute concen-
tration c. Therefore, pressure and concentration are also unsuitable as nodal variables in a finite
element analysis and they must be replaced by alternative choices. Based on the similar reason-
ing presented by Sun et al. [75], an examination of the expressions in (2.6.3) shows that continuity
may be enforced by using
— RODc,

T T

p
(2.6.11)

(o}
I

Y

where p is the effective fluid pressure and ¢ is the effective solute concentration in the mixture. Note
that p represents that part of the fluid pressure which does not result from osmotic effects (since
the term RO ® ¢ may be viewed as the osmotic pressure contribution to p), and ¢ is a straightforward
measure of the solute activity, since a* = ¢/cy. Therefore these alternative variables have clear
physical meanings.

Since the unknowns are now given by u, p and ¢, the governing partial differential equations
may be rewritten in the form

grad (p + RO P ké) +dive® =0,

div(vi+w) =0, (2.6.12)

ACALC G+ pURév) =0,

ot

where .
w=—k- <gradﬁ + Rgd%d . gradé) ,

j=Fkd- <_(10w grad ¢ + dcw> , (2613)
0

_ RO ié d\1!
k= k_1+<1—)] .
[ ©¥ do do

Constitutive equations are needed to relate o€, k, d, dy, & and & to the solid matrix strain and
effective solute concentration.

2.7 Triphasic and Multiphasic Materials

Multiphasic materials represent an extension of the biphasic-solute material, where the mixture
may contain a multitude of solutes. These solutes may be either electrically charged (ionized) or
neutral. Similarly, the solid matrix may either carry electrical charge (a fixed charge density) or
be neutral. A triphasic material is a special case of a multiphasic material, having two solutes
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that carry opposite charges. Triphasic and multiphasic materials may be used to model porous
deformable biological tissues whose solid matrix may be charged and whose interstitial fluid may
contain any number of charged or neutral solutes. When mixture constituents are electrically
charged, the response of the tissue to various loading conditions may encompass a range of
mechano-electrochemical phenomena, including permeation, diffusion, osmosis, streaming poten-
tials and streaming currents. To better understand multiphasic materials, the reader is encouraged
to review the descriptions of biphasic (Section 2.5) and biphasic-solute materials (Section 2.6).

2.7.1 Governing Equations

In multiphasic materials the solvent is assumed to be neutral, whereas the solid and solutes may
carry charge. The mixture is isothermal and all constituents are considered to be intrinsically
incompressible. Since the viscosity of the fluid constituents (solvent and solutes) is considered
negligible relative to the frictional interactions among constituents, the stress tensor o for the
mixture includes only a contribution from the fluid pressure p and the stress o° in the solid,

o=-pl+o°. (2.7.1)

The mechano-chemical potential of the solvent is given by

Y= (0) + iw (p —po— RODY ca> , (2.7.2)
P p

where 1 (0) is the solvent chemical potential in the solvent standard state, 6 is the absolute tem-
perature, pY is the true density of the solvent (which is invariant since the solvent is assumed
intrinsically incompressible), p is the fluid pressure, py is the corresponding pressure in the stan-
dard state, R is the universal gas constant, ® is the non-dimensional osmotic coefficient, and ¢*
is the solution volume-based concentration of solute «. The summation is taken over all solutes in

the mixture. The mechano-electrochemical potential of each solute is similarly given by

(0% [e'pXNe}%
i = )+ 12 (gt (0 - o) +1n Zazg) | (2.73)
where M? is the molar mass of the solute, v is its activity coefficient, k¢ is its solubility, z* is its
charge number, and cf is its concentration in the solute standard state; F. is Faraday’s constant,
1 is the electrical potential of the mixture, and vy is the corresponding potential in the standard
state.

In these relations, & and v are functions of state that describe the deviation of the mixture
from ideal physico-chemical behavior; xk* represents the fraction of the pore volume which may be
occupied by solute . The standard state represents an arbitrary set of reference conditions for
the physico-chemical state of each constituent. Therefore, the values of n (6), po, o, p§ (6), and
cf, remain invariant over the entire domain of definition of an analysis. Since x* and v appear
together as a ratio, they may be combined into a single material function, c* = k% /v, called the
effective solubility.

In multiphasic mixtures, it is also assumed that electroneutrality is satisfied at every point in
the continuum. Therefore, the net electrical charge summed over all constituents must reduce to
zero, and no net charge accumulation may occur at any time. Denoting the fixed charge density of
the solid by ¢ (moles of equivalent charge per solution volume), and recognizing that the solvent
is always considered neutral, the electroneutrality condition may be written as

cr +Zz°‘ca =0. (2.7.4)
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This condition represents a constraint on a mixture of charged constituents. If none of the con-
stituents are charged (¢ = 0 and z* = 0 for all «), the constraint disappears.

Each constituent of the mixture must satisfy the axiom of mass balance. In the absence of
chemical reactions involving constituent «, its mass balance equation is

90" +div (p*v*) =0, (2.7.5)
ot
where p? is the apparent density and v is the velocity of that constituent. For solutes, the apparent
density is related to the concentration according to p* = (1 — ¢®) M“c®, where ¢° is the volume
fraction of the solid. When the solute volume fractions are negligible, it follows that 1 — ¢® ~ ¢,
where " is the solvent volume fraction. The molar flux of the solute relative to the solid is given
by j* = oW (v — v®), where v® is the solute velocity. Using these relations, the mass balance
relation for the solute may be rewritten as
%ZDD—t (Jp¥c®)+divj* =0, (2.7.6)
where D* (-) /Dt represents the material time derivative in the spatial frame, following the solid;
J = det F, where F is the deformation gradient of the solid. This form of the mass balance for the
solute is convenient for a finite element formulation where the mesh is defined on the solid matrix.
The volume flux of solvent relative to the solid is given by w = ¢ (v — v*), where v* is the
solvent velocity. When solute volume fractions are negligible, the mass balance equation for the
mixture reduces to
div(v¥ +w) =0. (2.7.7)

Finally, the mass balance for the solid may be reduced to the form D? (J¢®) /Dt = 0, which
may be integrated to produce the algebraic relation ¢* = ¢?/J, where ¢; is the solid volume
fraction in the stress-free reference state of the solid.

Differentiating the electroneutrality condition in (2.7.4) using the material time derivative follow-
ing the solid, and substituting the mass balance relations into the resulting expressions, produces
a constraint on the solute fluxes:

div > 2% =0. (2.7.8)
aFs,w
Recognizing that I. = Fi.3_, ., 2%j* is the current density in the mixture, with ¥ representing
Faraday’s constant, the relation of (2.7.8) reduces to one of the Maxwell’s equation, divI, = 0, in
the special case when there can be no charge accumulation (electroneutrality).

As described in Section 2.6.2, the fluid pressure p and solute concentrations ¢* are not con-
tinuous across boundaries of a mixture, whereas " and ®’s for the solutes do satisfy continuity.
Therefore, in a finite element implementation, the following continuous variables are used as nodal
degrees of freedom:

p=p— ROD Z @, (2.7.9)
a#s,w
which represents the effective fluid pressure, and
& =c"/R, (2.7.10)

which represents the effective solute concentration. In the last expression, i is the partition
coefficient of the solute, which is related to the effective solubility and electric potential according

to X
RY = A% exp <—Z “”) . (2.7.11)

RO
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Physically, since RO® " ., ¢ is the osmotic (chemical) contribution to the fluid pressure, p may
be interpreted as that part of the total (mechano-chemical) fluid pressure which does not result
from osmotic effects; thus, it is the mechanical contribution to p. Similarly, the effective solute
concentration ¢* represents the true contribution of the molar solute content to its electrochemical
potential.

When using these variables instead of mechano-electrochemical potentials, the momentum
equations for the solvent and solutes may be inverted to produce the following flux relations:

- pae]
w=—k-|gradj+ R0 > “;d’ grad | | (2.7.12)
B#s,w 0
and
j& = Rrod® ( pvgradeé® + daw) , (2.7.13)
where .
A RT? “ <1 ~ da> (2.7.14)
¥ aFs,w do dO

is the effective hydraulic permeability of the solution (solvent-+solutes) in the mixture. The momen-
tum equation for the mixture is
dive =0. (2.7.15)

2.8 Mixture of Solids

A solid material may consist of a heterogeneous mixture of various solid constituents that are
constrained to move together. If each constituent is denoted by the superscript o, a constrained
mixture satisfies vo = v* for all o, where v* is the velocity of the solid mixture. For example, a
fiber-reinforced material may consist of a mixture of fibers and a ground matrix. In general, the
constitutive relation for such a constrained mixture of solids may be a complex function of the
mass fraction of each constituent as well as the ultrastructure of the constituents and their mutual
interactions. The mass fraction of each constituent may be represented by the apparent density
p?, which is the ratio of the mass of ¢ to the volume of the mixture in the reference configuration, in
an elemental region. In the framework of hyperelasticity, the general representation for the strain
energy density for such a solid mixture may have the form

q,:q,(F<1>7_.. JFM 0 ,pgm) 7 (2.8.1)

where F? is the deformation gradient of constituent o and n is the number of solid constituents
in the mixture. Though the solid constituents are constrained to move together, their deformation
gradients are not necessarily the same, depending on how the various solid constituents of a
constrained mixture were assembled [8].

With no loss of generality, it may be assumed that the strain energy density of the mixture is
the summation of the strain energy densities of all the constituents,

\I,(Fu),.. JFM) 1) L ) Z\I;U( e FM 0 ’p§n>>’ (2.8.2)
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where U7 is the strain energy density of constituent o.
Now, as a special case, we may assume that the simplest form of the constitutive relation for a
mixture of constrained solids is

\IJ(F(1)7~--,F("),( ) Z\If” ° 00) . (2.8.3)

This special form assumes that there are no explicit dependencies among the various solid con-
stituents of the mixture. Thus, ¥ depends only on the deformation gradient and mass content of
g.

Furthermore, if we assume that F? = F for all ¢ (implying no residual stresses in the solid
mixture), then the general form for ¥ further reduces to

U=> U7 (F,p7) . (2.8.4)
Consequently, the stress tensor for the mixture becomes
\If n
= J_lag Z J—l(9 F'=> 0. (2.8.5)
o=1

In other words, the stress in the solid mixture may be evaluated from the sum of the stresses in
each mixture constituent using the same hyperelasticity relation as for a single, pure solid con-
stituent. The fact that ¥“ also depends on p¢ implies that the material properties appearing in the
constitutive relation for o are dependent on the mass content of solid ¢ in the mixture.

For nearly-incompressible solids, using a reasoning similar to that which led to (2.8.4), the
uncoupled strain energy density for the solid mixture may be of the form

J) + zn: G (ﬁ pg) , (2.8.6)
o=1

where U (J) is the volumetric energy component, ¥ = Yoo U7 s the distortional energy compo-
nent, and F is the distortional part of the deformation gradient, as described in Section 2.4.3.
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2.9 Equilibrium Swelling

When the interstitial fluid of a porous medium contains one or more solutes, an osmotic pres-
sure may be produced in the fluid if the osmolarity of the interstitial fluid is non-uniform, or if it is
different from that of the external bathing solution surrounding the porous medium. In general,
since the osmolarity of the interstitial fluid may vary over time in transient problems, the analysis
of such swelling effects may be addressed using, for example, the biphasic-solute material model
described in Section 2.6. However, if we are only interested in the steady-state response for such
types of materials, when solvent and solute fluxes have subsided, the analysis may be simplified
considerably.
The Cauchy stress tensor for a mixture of a porous solid and interstitial fluid is given by

o=-pl+o°, (2.9.1)

where p is he fluid pressure and o° is the stress in the solid matrix resulting from solid strain.
When steady-state conditions are achieved, the fluid pressure p results exclusively from osmotic
effects and ambient conditions (i.e., it does not depend on the loading history). Thus, in analogy
to (2.6.11), p = p + RAPc where p is the mechanical pressure resulting from ambient conditions
and RAPc is the osmotic pressure resulting from the osmolarity ¢ of the solution.

The osmotic pressure p may produce swelling of the solid matrix, which is opposed by the
solid matrix stress. This becomes more apparent when considering, for example, the case of a
traction-free body. The traction is given by t = o - n, where n is the unit outward normal to the
boundary. When t = 0, the relation of (2.9.1) produces p = n - ¢ - n, clearly showing that the
osmotic pressure p is balanced by the swelling solid matrix.

The interstitial osmolarity (humber of moles of solute per volume of interstitial fluid) may be
related to the solute and solid content according to

Cr

= — 2.9.2
T 2.92)

Cc

where ¢, is the number of moles of solute per volume of the mixture in the reference configuration,
vy is the volume fraction of the solid in the reference configuration, and J = det F is the volume
ratio of the porous solid matrix. Neither ¢, nor ¢F depend on the solid matrix deformation, thus
(2.9.2) provides the explicit dependence of ¢ on J. This relation shows that the osmolarity of the
interstitial fluid is dependent on the relative change in volume of the solid matrix with deformation.
Effectively, under equilibrium swelling conditions, the term —pI in (2.9.1) represents an elastic
stress and may be treated in this manner when analyzing equilibrium swelling conditions.

Since p also depends on the osmotic coefficient, if we assume that ® depends on the solid
strain at most via a dependence on J, we may thus state generically that p = p (J) under equilib-
rium swelling. It follows that the elasticity tensor for o is

d _
C——(p+Jd§>I®I+2pI®I+ce, (2.9.3)

where C¢ is the elasticity tensor of o°.

2.9.1 Perfect Osmometer

Consider a porous medium with an interstitial fluid that consists of a solvent and one or more
solutes, whose boundary is permeable to the solvent but not to the solutes (e.g., a biological cell).
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Since solutes are trapped within such a medium, ¢, is a constant in this type of problem. Since
the boundary is permeable to the solvent, p must be continuous across the boundary. Assuming
ideal physicochemical conditions, ® = 1, and zero ambient pressure, this continuity requirement
implies that p = R6 (c — ¢*), where c*is the osmolarity of the external environment. Using (2.9.2),
it follows that

p= RO < S c*> . (2.9.4)
J =7

The reference configuration (the stress-free configuration of the solid) is achieved when J = 1 and

p = 0, from which it follows that ¢, = (1 — ¢}) ¢, where ¢ is the value of ¢* in the reference state.

Therefore (2.9.4) may also be written as

b — RO (1 e 1) , (2.9.5)
J — s c*

and this expression may be substituted into (2.9.3) to evaluate the corresponding elasticity tensor.

A perfect osmometer is a porous material whose interstitial fluid behaves ideally and whose
solid matrix exhibits negligible resistance to swelling (¢ ~ 0). In that case p = 0 and (2.9.5) may
be rearranged to yield

*

S ¢ S
J=(1-¢5) C—O + 8. (2.9.6)

This equation is known as the Boyle-van’t Hoff relation for a perfect osmometer. It predicts that
variations in the relative volume of such as medium with changes in external osmolarity ¢* is an
affine function of ¢j/c*, with the intercept at the origin representing the solid volume fraction and
the slope representing the fluid volume fraction, in the reference configuration.

FEBio implements the relation of (2.9.5) for the purpose of modeling equilibrium swelling even
when solid matrix stresses are not negligible. The name “perfect osmometer” is adopted for this
model because it reproduces the Boyle-van’t Hoff response in the special case when o€ = 0.

2.9.2 Cell Growth

The growth of cells requires the active uptake of soluble mass to provide the building blocks for var-
ious intracellular structures, such as the cytoskeleton or chromosomes, and growth contributes to
the osmolarity of the intracellular space. The resulting mechano-chemical gradient drives solvent
into the cell as well, contributing to its volumetric growth.

Cell growth may be modeled using the “perfect osmometer” framework by simply increasing the
mass of the intracellular solid matrix and membrane-impermeant solute. This is achieved by using
(2.9.4) to model the osmotic pressure and allowing the parameters ¢ and ¢, (normally constant)
to increase over time as a result of growth. Since cell growth is often accompanied by cell division,
and since daughter cells typically achieve the same solid and solute content as their parent, it may
be convenient to assume that ¢ and ¢, increase proportionally, though this is not an obligatory
relationship. To ensure that the initial configuration is a stress-free reference configuration, let
c¢r = (1 —¢f) ¢ in the initial state prior to growth.

2.9.3 Donnan Equilibrium Swelling

Consider a porous medium whose solid matrix holds a fixed electrical charge and whose inter-
stitial fluid consists of a solvent and two monovalent counter-ions (such as Na* and Cl~). The
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boundaries of the medium are permeable to the solvent and ions. The fixed charge density is de-
noted by ¢f'; it is a measure of the number of fixed charges per volume of the interstitial fluid in the
current configuration. This charge density may be either negative or positive, thereby producing
an imbalance in the concentration of anions and cations in the interstitial fluid. To determine the
osmolarity of the interstitial fluid, it is necessary to equate the mechano-chemical potential of the
solvent and the mechano-electrochemical potential of the ions between the porous medium and
its surrounding bath. When assuming ideal physicochemical behavior, the interstitial osmolarity
(resulting from the interstitial ions) is given by

c=1/(cF) + (2¢%)2, (2.9.7)

where c¢* is the salt concentration in the bath. Alternatively, we note that the osmolarity of the bath
is ¢* = 2c¢*. Though this expression may be equated with (2.9.2), the resulting value of ¢, is not
constant in this case, since ions may transport into or out of the pore space; therefore that relation
is not useful here.

However, since the number of charges fixed to the solid matrix is invariant, we may manipulate
(2.9.2) to produce a relation between the fixed charge density in the current configuration, ¢, and
the corresponding value in the reference configuration,c?,

1 — °
o r ek (2.9.8)
J =7

Now the osmotic pressure resulting from the difference in osmolarity between the porous medium
and its surrounding bath is given by

s 2
p= R0 \/<;_i’;cf> +(@)? - | . (2.9.9)

T

This expression may be substituted into (2.9.3) to evaluate the corresponding elasticity tensor.

When the osmotic pressure results from an imbalance in osmolarity produced by a fixed charge
density, it is called a Donnan osmotic pressure. The analysis associated with this relation is called
Donnan equilibrium.
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2.10 Chemical Reactions

Chemical reactions may be incorportated into a multiphasic mixture by adding a mass supply term
to the equation of mass balance,
op”

s + div (p*v®) = p<, (2.10.1)

Where p® is the volume density of mass supply to « resulting from chemical reactions with all other
mixture constitutents. Since mass must be conserved over all constituents, mass supply terms are
constrained by

> =0 (2.10.2)

In a mixture containing a solid constituent (denoted by a. = s), it is conveniemt to define the mixture
domain (and thus the finite element mesh) on the solid and evaluate mass fluxes of constituents
relative to the solid,

m® = p® (v* —v*) . (2.10.3)
Substituting (2.10.3) into (2.10.1), the differential form of the mass balance may be rewritten as
D p o
i + Jdivm® = g}, (2.10.4)

Where D¢ (-) /Dt represents the material time derivative in the spatial frame, following the solid,
J = det F, where F is the deformation gradient of the solid matrix; p& is the apparent density and
p% is the volume density of mass supply to « normalized to the mixture volume in the reference
configuration,

o= Jp%,  pr=Jp~. (2.10.5)

Since p¢ is the mass of « in the current configuration per volume of the mixture in the reference
configuration (an invariant quantity), this parameter represents a direct measure of the mass con-
tent of « in the mixture, which may thus be used as a state variable in a framework that accounts
for chemical reactions. A distinction is now made between solid and solute species in the mixture,
since they are often treated differential in an analysis.

2.10.1 Solid Matrix and Solid-Bound Molecular Constituents

For constituents constrained to move with the solid (denoted generically by o = o and satisfying
v® =v? , Vo), the statement of mass balance in (2.10.4) reduces to the special form

D*p? /Dt = j2 . (2.10.6)

This representation makes it easy to see that alterations in p¢ can occur only as a result of chemical
reactions (such as synthesis, degradation, or binding). In contrast, as seen in (2.10.4), alterations
in p&* for solutes or solvent (o # o) may also occur as a result of mass transport into or out of the
pore space of the solid matrix. Therefore, p¢ is the natural choice of state variable for describing
the content of solid constituents in a reactive mixture.

When multiple solid species are present, the net solid mass content may be given by p? =" p7

g
whereas the net mass supply of solid is p5 = >~ p2 such that D*p? /Dt = p?. The referential solid

volume fraction, ¢;, may be evaluated from

vr =+ Y00 /n7, (2.10.7)
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where p7. is the true density of solid constituent o (mass of o per volume of o) and ¢f is the ref-
erential solid volume fraction of solid constituents not explicitly modeled by solid-bound molecules
(a user-defined parameter). According to (2.10.5), it follows that the solid volume fraction in the
current configuration is given by ¢® = ¢£/J. Note that 0 < ¢* < 1 under all circumstances, while
0 < ¢ < J, implying that ¢ may exceed unity when solid growth occurs. In this study, it is as-
sumed that all mixture constituents are intrinsically incompressible, implying that their true density
is invariant.

The various constituents of the solid matrix may be electrically charged. Let 27 be the charge
number (equivalent charge per mole) of solid constituent o, then the net referential fixed charge
density of the solid matrix (equivalent charge per fluid volume in the referential configuration) is
given by

F 1 27p7

= 2.10.
CT 1_@7'5“ ~ MO- Y ( 08)

where M7 is the molar mass of ¢ (an invariant quantity) and 1 — ¢ represents the referential
volume fraction of all fluid constituents (solvent + solutes) in a saturated mixture. Based on the
kinematics of the continuum, the fixed charge density in the current configuration is

oLz r (2.10.9)
J =}

2.10.2 Solutes

Solutes are denoted generically by a = «. In chemistry solute content is often represented in units
of molar concentration (moles per fluid volume). It follows that solute molar concentration ¢* and
molar supply ¢ are related to p* and p* via

P R P
=, ¢=— (2.10.10)
(1— %) M* (1— %) M"
The molar flux of constituent . relative to the solid is given by
J=0—=¢%)c (vt =V, (2.10.11)

where it may be noted that m* = M*j*. Combining these relations with (2.10.4)-(2.10.5) produces
the desired form of the mass balance for the solutes,
1D°[J(1-¢%)¢]
J Dt

This form is suitable for implementation in a finite element analysis where the mesh is defined on
the solid matrix.

Fdivit = (1— %) . (2.10.12)

2.10.3 Mixture with Negligible Solute Volume Fraction

The volume fraction of each constituent is given by ¢* = p®/p%. In a saturated mixture these
volume fractions satisfy ) | ¢® = 1. Substituting p* = ¢“p$. into (2.10.1), dividing across by p%. (in-

e
variant for intrinsically incompressible constituents), and taking the sum of the resulting expression

over all constituents produces
div (Z ww) =y (2.10.13)
o a Pr
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This mass balance relation for the mixture expresses the fact that the mixture volume will change
as a result of chemical reactions where the true density of products is different from that of reac-
tants. Indeed, assuming that p%. is the same for all o would nullify the right-hand-side of (2.10.13)
based on (2.10.2). We now adopt the assumption that solutes occupy a negligible volume fraction
of the mixture (¢* < 1), from which it follows that ¢* + ¢* ~ 1 and > p*v® ~ v® + w, where

w = " (v —v*) is the volumetrix flux of solvent relative to the solid. Thus, the mixture mass
balance may be reduced to

div(v3+w):ZZ—a. (2.10.14)
o PT

In the special case of the solvent (a« = w), FEBio uses a solvent supply, ¢* = 5" /p%, which may
be incorporated in (2.10.14) as

div(v' +w)=¢v+ Y 2 (2.10.15)

aFw Pr

2.10.4 Chemical Kinetics

Productions rates are described by constitutive relations which are functions of the state variables.
In a biological mixture under isothermal conditions, the minimum set of state variables needed to
describe reactive mixtures that include a solid matrix are: the (uniform) temperature 6, the solid
matrix deformation gradient F (or related strain measures), and the molar content ¢* of the various
constituents. This set differs from the classical treatment of chemical kinetics in fluid mixtures by
the inclusion of F and the subset of constituents bound to the solid matrix. To maintain a consistent
notation in this section, solid-bound molecular species are described by their molar concentrations
and molar supplies which may be related to their referential mass density and referential mass
supply according to

Py R o
= = (2.10.16)
(J —¢5) M (J —¢p) M
Consider a general chemical reaction,
D VRET = Y upE”, (2.10.17)

where £% is the chemical species representing constituent «; v% and v$ represent stoichiometric
coefficients of the reactants and products, respectively. Since the molar supply of reactants and
products is constrained by stoichiometry, it follows that all molar supplies ¢* in a specific chemical
reaction may be related to a production rate ¢ according to

& =1, (2.10.18)
where v“ represents the net stoichiometric coefficient for £,

v =vp — R, (2.10.19)

Thus, formulating constitutive relations for ¢ is equivalent to providing a single relation for ¢ (0,F,c?).
When the chemical reaction is reversible,

D URET =) vpE”, (2.10.20)
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the relations of (2.10.18)-(2.10.19) still apply but the form of ¢ would be different. R
Using the relations of (2.10.10), (2.10.16) and (2.10.18), it follows in general that p* = (1 — ¢°) M*v°(,
so that the constraint of (2.10.2) is equivalent to enforcing stoichiometry, namely,

> VM =0. (2.10.21)

Thus, properly balancing a chemical reaction satisfies this constraint.
The mixture mass balance in (2.10.15) may now be rewritten as

div (v¢ +w?) = ¢¥ + (1 — ¢*) (V, (2.10.22)

where V = Y v*V® and V* = M%/p% is the molar volume of «. (Currently in FEBio, ¢ is
aFw

specified independently of ¢, because users may choose to neglect the contribution from V in

(2.10.22); therefore, if one desires to model chemical reactions, (2.10.17) or (2.10.20), that involve

the solvent, it is necessary to explicitly provide a solvent supply function compatible with the above

relations, namely ¢ = (1 — ¢*) (v V*.) Similarly, the solute mass balance in (2.10.12) becomes

lDS[J(]-_QOS)CL] sl S\ LS
- o Fdivi = (1— %) ¢ (2.10.23)

These mass balance equations reduce to those of non-reactive mixtures when ¢ = 0.

2.11 Fluid Mechanics

2.11.1 Mass and Momentum Balance

In a spatial (Eulerian) frame, the momentum balance equation for a continuum is
pa=divo + pb, (2.11.1)

where p is the density, o is the Cauchy stress, b is the body force per mass, and a is the acceler-
ation, given by the material time derivative of the velocity v in the spatial frame,

anz%‘t’+L-v, (2.11.2)

where L = grad v is the spatial velocity gradient. The mass balance equation is
p+pdivv =0, (2.11.3)
where the material time derivative of the density in the spatial frame is

dp

ﬁza—kgradp'v. (2.11.4)

Let F denote the deformation gradient (the gradient of the motion with respect to the material
coordinate). The material time derivative of F is related to L via

F=L.F. (2.11.5)
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Let J = det F denote the Jacobian of the motion (the volume ratio, or ratio of current to referential
volume, J > 0); then, the dilatation (relative change in volume between current and reference
configurations) is given by e = J — 1. Using the chain rule, .J’s material time derivative is J =
JF-T : F which, when combined with eq.(2.11.5), produces a kinematic constraint between .J and
div v,

J=Jdivv. (2.11.6)

Substituting this relation into the mass balance, eq.(2.11.3), produces pﬁ = 0, which may be
integrated directly to yield
p=p/J, (2.11.7)

where p, is the density in the reference configuration (when J = 1). Since p, is obtained by
integrating the above material time derivative of pJ, it is an intrinsic material property that must be
invariant in time and space.
The Cauchy stress is given by
o=—-pl+T1, (2.11.8)

where 1 is the identity tensor, 7 is the viscous stress, p is the pressure arising from the elastic
response,
av, (J)

CdJ
and U, is the free energy density of the fluid (free energy per volume of the continuum in the
reference configuration). The axiom of entropy inequality dictates that ¥,. cannot be a function of
the rate of deformation D = (L + LT) /2. In contrast, the viscous stress 7 is generally a function
of J and D.

Boundary conditions may be derived by satisfying mass and momentum balance across a
moving interface I'. Let I' divide the material domain V' into subdomains V., and V_ and let the
outward normal to V. on T" be denoted by n. The jump condition across I" derived from the axiom
of mass balance requires that

p= (2.11.9)

[[pur]] -n =0, (2.11.10)

where ur = v — vp on T" and vr is the velocity of the interface I". Thus, ur represents the velocity
of the fluid relative to I". The double bracket notation denotes [[f]] = f+ — f-, where f, and f_
represent the value of f onT"in V. and V_, respectively. This jump condition implies that the mass
flux normal to T" must be continuous. In particular, if V, is a fluid domain and V_ is a solid domain,
and T" denotes the solid boundary (e.g., a wall), we use p+ = p, v, = v for the fluid, and v_ = vp
for the solid, such that eq.(2.11.10) reduces to p (v — vr) -n = 0. The jump condition derived from
the axiom of linear momentum balance similarly requires that

lo —pur ®ur]]-n=0. (2.11.11)

This condition implies that the jump in the traction o - n across I' must be balanced by the jump
in momentum flux normal to T'. In addition to jump conditions dictated by axioms of conservation,
viscous fluids require the satisfaction of the no-slip condition,

(I-n®n)-|[ur]] =0, (2.11.12)

which implies that the velocity component tangential to I is continuous across that interface.

In our finite element treatment we use v and J as nodal variables, implying that our for-
mulation automatically enforces continuity of these variables across element boundaries, thus
[v]] = [[ur]] = 0 and [[J]] = 0. Based on egs.(2.11.7) and (2.11.9), it follows that the density
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and elastic pressure are continuous across element boundaries in this formulation, [[p]] = 0 and
[[p]] = 0. Thus, the mass jump in eq.(2.11.10) is automatically satisfied, and the momentum jump
in eq.(2.11.11) reduces to [[o]] - n = 0, requiring continuity of the traction, or more specifically ac-
cording to (2.11.8), the continuity of the viscous traction = - n, since p is automatically continuous.

2.11.2 Energy Balance

The energy balance for a continuum may be written in integral form over a control volume V' as

1 1
4 ple+zv-v dV:—/p e+ -v-v (V-n)dS+/t-vdS+/,ob~vdV

—/q-ndS+/prdV
S \%4

(2.11.13)
where S is the control surface bounding V/, ¢ is the specific internal energy, q is the heat flux across
S, and r is the heat supply per mass to the material in V' resulting from other sources. Bringing
the time derivative inside the integral on the left-hand-side, and using the divergence theorem, this
integral statement of the energy balance may be written as

A}p@+v-®+ﬁ<€+;wv)<mvv—§>

—/ [o:D —divg+ pr+ v (dive + pb)] dV
1%

av

(2.11.14)

This statement must be valid for arbitrary control volumes and arbitrary processes, from which we
conventionally derive the differential form of the axioms of mass, momentum and energy balance.

For the specialized conditions of a viscous fluid at constant temperature assumed in our treat-
ment, the only state variables for the functions of state ¢, o and q are J and D (i.e., the temperature
is not a state variable since it is assumed constant). Under these conditions the entropy inequality
shows that the specific entropy n and the heat flux g must be zero, and the Cauchy stress o must
have the form of (2.11.8) where p is given by(2.11.9) as a function of J only, leaving the residual
dissipation statement — : D > 0 as a constraint that must be satisfied by constitutive relations for 7.
(For a Newtonian fluid, this constraint is satisfied when the viscosities 1 and « are positive.) From
these thermodynamic restrictions we conclude that € = ¢, where 1 is the specific (Helmholtz) free
energy, with ¥,. = p,.).

For the conditions adopted here (isothermal viscous fluid), the axiom of energy balance re-
duces to pi) = o : D + pr; since 1 is only a function of .J, this expression may be further simplified
using (2.11.6)-(2.11.9) to produce 7 : D + pr = 0. In other words, isothermal conditions may be
maintained only if heat dissipated by the viscous stress is emitted in the form of a heat supply
density pr = —7 : D (heat leaving the system). Now, the integral form of the energy balance in
(2.11.14) simplifies to

/V [V-(diva—i-p(b—a))—i-p(l/}—i-;V-v> (i—divv)

A comparison of this statement with the statement of virtual work, presented below in (3.5.1),
establishes a clear correspondence between the virtual velocity v and v, and between the virtual
energy density 6J and p (1/1 + %v : v), with the latter representing the sum of the internal (free) and
kinetic energy densities.

AV =0. (2.11.15)
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2.12 Fluid-Structure Interactions

We model the fluid domain in an FSI analysis as a mixture of an isothermal compressible viscous
fluid and a hyperelastic compressible solid, where the solid has zero apparent density, and neg-
ligible (but non-zero) elasticity. In a mixture framework, all mixture constituents coexist at every
point in the continuum. For our FSI implementation, the finite element mesh is defined on the
solid material, and the negligible (but non-zero) elasticity of the solid is intended to regularize the
mesh deformation. The fluid flows through this mesh, unimpeded by the solid. In particular, in
this FSI model there is no frictional interaction between the fluid and solid materials inside the
mixture domain (i.e., no Darcy-Brinkman type of friction), but the no-slip boundary condition may
be prescribed on boundaries of the mixture domain, where applicable.

2.12.1 FSI Governing Equations
The momentum balance for the fluid is

plaf =dive’ + p'b, (2.12.1)
where b is the external body force acting on the FSI domain, a/ is the fluid acceleration,

ovS
af = 2V

o+ L' v/, (2.12.2)

and L/ = grad v/ is the fluid velocity gradient. In principle, the same momentum equation may be
used for the solid (substituting f with s); however, since we opted to let p* = 0 (no solid mass), the
momentum balance for the solid simply reduces to

dive®=0. (2.12.3)

We model the fluid as isothermal and compressible, consistent with our CFD implementation.
Thus, the fluid stress may be separated into the elastic pressure p (Jf), which only depends on
the fluid volume ratio J7, and the viscous stress 7 (J/,L7), as

of = —pl+ 7. (2.12.4)

Recall that there is no dependence on temperature in an isothermal formulation. As done in our
previous study, we integrate the mass balance for the fluid to produce

f
of =P (2.12.5)

=57
where p,f is the fluid density in the reference state (e.g., under ambient pressure) and J/ = det F/,
where F/ is the fluid deformation gradient. We also use the kinematic constraint
f
aait +grad J/ - v/ = J divv/, (2.12.6)
to relate the fluid volume ratio J/ to its velocity v/, in the spatial frame.
The mesh through which the fluid flows is defined on the solid component of the mixture.
Therefore, we define the relative velocity between the fluid and solid as

w=vl—v*. (2.12.7)
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Since the solid has zero volume fraction, this expression is the same as the flux of fluid relative
to the solid. We choose to define the nodal degrees of freedom in the mixture domain to be the
relative fluid velocity w, the fluid dilatation e/ = J/ — 1, and the solid displacement u®, which is
related to the solid velocity via v® = u?, with the dot operator denoting the material time derivative
following the solid. (For notational convenience, we will continue using .J/ in the equations below,
instead of ef). Now,

vl = w4+ v, (2.12.8)

from which it follows that the fluid velocity gradient is
L/ =LY+ L*, (2.12.9)

where L* = grad w and L*® = grad v®. The fluid acceleration may now be rewritten in terms of the
FEA degrees of freedom as

al =w4+ v+ (LY +L%) - w, (2.12.10)
where By
",S: A4 +LS’VS
ot 2.12.11)
V= ot

are the material time derivatives of the solid and relative fluid velocities, in the frame following the
solid. We conveniently use this material time derivative (instead of the material time derivative
following the fluid) since we define the mixture domain mesh on the solid.

Similarly, the kinematic constraint relating J/ and v/ may be rewritten as

J' 4+ grad J7 - w = J/ div (w 4+ v*) | (2.12.12)
where s
jf:aaitJrgrade.vS. (2.12.13)

Finally, as done routinely in our studies of biphasic and multiphasic materials, we find it convenient
to substitute the kinematic identity

divvs:ﬁ, (2.12.14)
where J° = det F* and F* = T + Grad u® is the solid deformation gradient.
In summary, the governing equations for the FSI mixture domain are

dive®* =0

faf — diveal f

pral =dive’ +p'b ‘ (2.12.15)
1 /. J?
—(jI I —di hll
77 (J + grad J W) divw + 75

where a/ is given in (2.12.10) above.



Chapter 3

The Nonlinear FE Method

This chapter discusses the basic principles of the nonlinear finite element method. The chapter
begins with a short introduction to the weak formulation and the principle of virtual work. Next,
the important concept of linearization is discussed and applied to the principle of virtual work.
Finally the Newton-Raphson procedure and its application to the nonlinear finite element method
are described.

3.1 Weak formulation for Solid Materials

Generally, the finite element formulation is established in terms of a weak form of the differential
equations under consideration. In the context of solid mechanics this implies the use of the virtual
work equation:

5W:/U:5ddv—/f-5vdv—/t-5vda:0. (3.1.1)
v v v

Here, v is a virtual velocity and éd is the virtual rate of deformation tensor. This equation is
known as the spatial virtual work equation since it is formulated using spatial quantities only. We
can also define the material virtual work equation by expressing the principle of virtual work using
only material quantities.

5W—/S:5EdV—/f0-5vdV—/t0-5vdA_O. (3.1.2)
14 14 oV

Here, fy = Jf is the body force per unit undeformed volume and ty = t (da/dA) is the traction
vector per unit initial area.

3.1.1 Linearization

Equation (3.1.1) is the starting point for the nonlinear finite element method. It is highly nonlinear
and any method attempting to solve this equation, such as the Newton-Raphson method, neces-
sarily has to be iterative.

To linearize the finite element equations, the directional derivative of the virtual work in equation
(3.1.1) must be calculated. In an iterative procedure, the quantity ¢ will be approximated by a trial
solution ¢,,. Linearization of the virtual work equation around this trial solution gives

SW (¢by,, 6v) + DSW (g, 6v) [u] = 0. (3.1.3)

45
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The directional derivative of the virtual work will eventually lead to the definition of the stiffness
matrix. In order to proceed, it is convenient to split the virtual work into an internal and external
virtual work component:

DoW (¢, 0v) [u] = DSWips (¢, V) [u] — D6Wegy (¢, 0V) [u], (3.1.4)
where
OWine (¢, 0v) = /a’ :0ddv, (3.1.5)
and / /
Wegt (p,0v) = [ f-0vdv+ [ t-dvda. (3.1.6)
v v

The result is listed here without details of the derivation — see [24] for details. The linearization of
the internal virtual work is given by

DéWint (¢, 0v) [u] = /5d :Credv+ /0' : [(Vu)T -Vov| dv. (8.1.7)

v

Notice that this equation is symmetric in v and u. This symmetry will, upon discretization, yield a
symmetric tangent matrix.

The external virtual work has contributions from both body forces and surface tractions. The
precise form of the linearized external virtual work depends on the form of these forces. For
surface tractions, normal pressure forces may be represented in FEBio. The linearized external
work for this type of traction is given by

0 0 00
Do (0.0 = 5 [oge - [(Goxov) 4 (G xu) | acan

Ag

1 ox ou oov
-3 p%. [(85 X 5v> + (85 X u)] d€ dn .

Ae

(3.1.8)

Discretization of this equation will also lead to a symmetric component of the tangent matrix.

FEBIio currently supports gravity as a body force, f = pg. Since this force is independent of
the geometry, the contribution to the linearized external work is zero. Another type of body force
implemented in FEBio is the centrifugal force. For a body rotating with a constant angular speed
w, about an axis passing through the point ¢ and directed along the unit vector n, the body force
is given by f = pw?r, where r is the vector distance from a point x to the axis of rotation,

r=(I-n®n)-(x—c). (3.1.9)
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The resulting linearized external work is given by

DSWI, (¢,6v) [u] = /pw25v (I-n®n)- udv, (3.1.10)

v

which produces a symmetric expression that will yield a symmetric matrix.

3.1.2 Discretization

The basis of the finite element method is that the domain of the problem (that is, the volume of
the object under consideration) is divided into smaller subunits, called finite elements. In the case
of isoparametric elements it is further assumed that each element has a local coordinate system,
named the natural coordinates, and the coordinates and shape of the element are discretized
using the same functions. The discretization process is established by interpolating the geometry
in terms of the coordinates X, of the nodes that define the geometry of a finite element, and the
shape functions:

X:ZNa(§17§27§3)Xa7 (3111)
a=1

where n is the number of nodes and &; are the natural coordinates. Similarly, the motion is de-
scribed in terms of the current position x,, (¢) of the same particles:

= zn:Naxa (t) . (3.1.12)

Quantities such as displacement, velocity and virtual velocity can be discretized in a similar way.

In deriving the discretized equilibrium equations, the integrations performed over the entire
volume can be written as a sum of integrations constrained to the volume of an element. For this
reason, the discretized equations are defined in terms of integrations over a particular element e.
The discretized equilibrium equations for this particular element per node is given by

W (¢, Nuov) = v, - (Tgﬁ _ Fgf>) , (3.1.13)

where
T = /U-VNadv,

v (3.1.14)

Fle) — /Nafdv—i— / N,t da.
v(e)

Av(e)
The linearization of the internal virtual work can be split into a material and an initial stress com-
ponent [24]:

DSW ) (¢,6v) | / 5d:C:edv+ / [(Vu)T-vav dv
v(©) o) (3.1.15)

= D6WL) (¢, 6v) [u] + DSWL) (¢, 6v) [u] .
The constitutive component can be discretized as follows:

DSW. (¢, 6v) [u] = §v, - / BTDB, dv | u,. (3.1.16)

'U(E)
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The term in parentheses defines the constitutive component of the tangent matrix relating node
ato node bin element e:

K = /BaTDBbdv. (3.1.17)

c,ab
U(e)

Here, the linear strain-displacement matrix B relates the displacements to the small-strain tensor
in Voigt Notation:

e=) Bau,. (3.1.18)
a=1
Or, written out completely,
[ ON,/0x 0 0
0 ON, /0y 0
B,—| " 0 ONu/Oz | (3.1.19)

ON, /0y ON,/0x 0
0 ON,/0z ON,/0y
| ON,/0z 0 ON,/0z |

The spatial constitutive matrix D is constructed from the components of the fourth-order tensor C
using the following table; D;; = C;jiywhere

[Tk ]|
K
2 |2 ]2
3 |3 |83
4 11 ]2
5 |2 |3
6 [1 [3

The initial stress component can be written as follows:

DSWL®) (¢, Nubv) [Nyup] = / (VN, - o - VN;) Ldv. (3.1.20)
v(e)

For the pressure component of the external virtual work, we find

DSWS) (¢, Nadva) [Npws] = vy - Ki\, -y, (3.1.21)
where, | |
Ky = €k
1 [ dx [ON AN,
k(e):/ ox aN—iNa iy
pab = 5 Afag(an b o ) & dn (3.1.22)

1 ox (ON, ON,
L N, — 2o .
* 2/,4f’an ( T )d":d”
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3.2 Weak formulation for biphasic materials

A weak form of the statement conservation of linear momemtum for the quasi-static case is ob-
tained by using Egs.(2.5.2) and (2.5.4):

oW = /[6v5 - (dive + pb) + dp div (v + w)]dv =0, (3.2.1)
b

where b is the domain of interest defined on the solid matrix, jv* is a virtual velocity of the solid
and dp is a virtual pressure of the fluid [78]. dv is an elemental volume of b. Using the divergence
theorem, this expression may be rearranged as

oW = [ ov®-tda+ 5pwnda+/5vs'pbdv
ob ob b ’ (322)

— /0' : grad ov® dv — /(W-gradép—ép div v®) dv
b b

where §d° = (grad ov® + grad’ 6v5) /2 is the virtual rate of deformation tensor, t = o - n is the
total traction on the surface 9b, and w,, = w - n is the component of the fluid flux normal to 0b, with
n representing the unit outward normal to 0b. da represents an elemental area of 9b. In this type
of problem, essential boundary conditions are prescribed for u and p, and natural boundary con-
ditions are prescribed for t and w,,. In the expression of Eq.(3.2.2), 6W (x*, p, dv?®, Ip) represents
the virtual work.

3.2.1 Linearization

Since the system of equations in Eq.(3.2.2) is highly nonlinear, its solution requires an iterative
scheme such as Newton’s method. This requires the linearization of §IWW at some trial solution
(x%:pr), along an increment Au in x* and an increment Ap in p,

OW + D6W [Au] + DSW [Ap] =0, (3.2.3)

where D f [Aq] represents the directional derivative of f along Aq. For convenience, the virtual
work may be separated into its internal and external parts,

SW = 6Wext — Wi, (3.2.4)

where

Wint = /0' :o0d® dv + / (w - grad dp — op j) dv, (3.2.5)
b b
where we have substituted divv® = Jj/.J, and
OWext = / ov® - tda —|—/ op wy, da + /6V$ -pbdv. (3.2.6)
ob ab b

The evaluation of the directional derivatives can be performed following a standard approach [24].
In particular, a backward difference scheme is used to evaluate J ~ (J — J=2%) /At, where J—4¢
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is the value of J at the previous time step. For the internal part of the virtual work, the directional
derivative along Au yields

DéWint [Au] = /6ds :C: Aedv + /0' : (gradT Au - grad 5vs) dv
b b

- /ZidivAudv
b (3.2.7)

— /grad op- (IC: Ag) - (grad p — p7b") dv
b

+ /grad op-k-pp (gradT Au-b" + gradb"” - Au) dv,
b

where C is the fourth-order spatial elasticity tensor for the mixture and Ae = (grad Au + grad” Au) /2.
Based on the relation of Eq.(2.5.3), the spatial elasticity tensor may also be expanded as

C=C+p(-I®I+2AB]I), (3.2.8)

where C¢ is the spatial elasticity tensor for the solid matrix [30]. It is related to the material elasticity
tensor C¢ via

ct=J ' (FeF):C*: (FI'gFT), (3.2.9)

where F is the deformation gradient of the solid matrix, C* = 9S¢/0E where E is the Lagrangian
strain tensor and S¢ is the second Piola-Kirchhoff stress tensor, related to the Cauchy stress tensor
viao¢ = J'F.S¢. FT,

Similarly, K is a fourth-order tensor that represents the spatial measure of the rate of change
of permeability with strain. It is related to its material frame equivalent K via

K=J"'FeF):K: (F'oF"), (3.2.10)

where K = 0K /0E and K is the permeability tensor in the material frame, such thatk = J~!F- K-
FT. Since K and E are symmetric tensors, it follows that /C and K exhibit two minor symmetries
(€.9., Kjirs = Kijre and Kyjie = Kijra). However, unlike the elasticity tensor, it is not necessary that
these tensors exhibit major symmetry (e.g., Kyii; # Kijr in general).

The directional derivative of §Wj,; along Ap is given by

DéWint [Ap] = — /grad op-k-grad Apdv — /Ap divévidv. (3.2.11)
b b

Note that letting p = 0 and dp = 0 in the above equations recovers the virtual work relations
for nonlinear elasticity of compressible solids. The resulting simplified equation emerging from
Eq.(3.2.7) is symmetric to interchanges of Au and §v*, producing a symmetric stiffness matrix in
the finite element formulation [24]. However, the general relations of Egs.(3.2.7) and (3.2.11) do
not exhibit symmetry to interchanges of (Au, Ap) and (6v®, dp), implying that the finite element
stiffness matrix for a solid-fluid mixture is not symmetric under general conditions.

The directional derivatives of the external virtual work §Wey depend on the type of boundary
conditions being considered. For a prescribed total normal traction ¢,,, where t = ¢, n,

SWiy = | ov*tunda, (3.2.12)
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and
J0Au 0Au da
DSWL, [Au] = 5vs-tn< X — — g9 X ) ,
ext [ ] 9% gl 6772 g2 8771 ‘gl « gQ‘ (3213)
DéWe [Ap] = 0,
where
o= X 419 (3.2.14)
on®
are covariant basis (tangent) vectors on 9b, such that
_ B1 X8 (3.2.15)

n—-———.
lg1 % gof

For a prescribed normal effective traction ¢, where t = (—p + t%,) n and p is not prescribed, then

Wea= [ ov*-(-p+ti)nda, (3.2.16)
b
and
O0Au 0Au da
DW= [ oo iy) (10 Gt - x S0 ,
ob 677 5’77 ’gl X g?’ (3217)
DWW [Apl=— | 6v®-Apnda.

b
For a prescribed normal fluid flux w,, = w - n,

6Wé’j(t—/ Ipwy, da, (3.2.18)
ob
and
0Au O0Au da
DéWwA:/(Sn-< X ——— — 8o X ) ,
ext[ u] o P Wwn 1l g1 87]2 g2 8771 |g1 ng’ (3219)

DSWE [Ap] = 0.

Finally, for a prescribed external body force, recognizing that pb = p*b® + p*“’b" and assuming that
the body forces b® and b do not depend on p,

D (5ngt) [Au] = /5vs [(p°gradb® + p*gradb?) - Au+ (div Au) pb*] dv,
b (8.2.20)
D (6W) [ap] = 0

3.2.2 Discretization
Let

ov® = Z Ny,ov,, Op= Z Nyopg ,
o=t o=t (3.2.21)

Au = ZNbAub, Ap = ZNbApby
b=1 b=1
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where N, represents the interpolation functions over an element, v, dp., Au, and Ap, respec-
tively represent nodal values of v*, dp, Au and Ap, and m is the number of nodes in an element.
Then the discretized form of §W;,,; in Eq.(3.2.5) may be written as

nle

SWint _iiwkj Z [ 6va Opa |- [ ;Z ] : (3.2.22)

e=1 k=1

where n. is the number of elements in b, ni(e) is the number of integration points in the e—th
element, W, is the quadrature weight associated with the k—th integration point, and J,, is the
Jacobian of the transformation from the spatial frame to the parametric space of the element. In
the above expression,

r' =0 VN, rf=w-VN,— Nydivv*, (3.2.23)

and it is understood that .J,, r¥ and 7, are evaluated at the parametric coordinates of the k—th
integration point.
Similarly, the discretized form of DéWj; in Egs.(3.2.7) and (3.2.11) may be written as

nl®

ne Mint m
: Kuve  K'P Au
— DsWint =Y > Wi, Z [ 6va 6pa | -Z[ kﬁf kg% } : [ APZ ] , (3.2.24)
e=1 k=1 b=1 a a

where
W =VNyg-C-VN,+ (VN, -0 -VN)1

— Nu [Ny (6 Vb® + p"VB) + b © VIV,

K'? = —N,VN,,

(3.2.25)

kP = — (VN, - K- VN,) - (Vp — pb®) — AtN VN,

+p% (bY @ VN, + NyVIbY) - k- VN,,
kPP = VN, -k - VN,

and At is a discrete increment in time. In a numerical implementation, it has been found that
evaluating divv® from .J/.J, where J = detF, yields more accurate solutions than evaluating it
from the trace of grad v® [12].

For the various types of contributions to the external virtual work, a similar discretization pro-

duces
n(©

Wext = ikzljmlwa Z [ 6va 6pa |- { ;Z ] , (3.2.26)
and
ne Ty A T
— D§Wext = ;kzlwa Z [ 0va Opa ] b; { Ilfpig lgp,z) ] : [ i;s ] , (3.2.27)
where

Iy =181 % 82| . (3.2.28)
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In this case, m represents the number of nodes on an element face. For a prescribed normal
traction t,, as given in (3.2.12)-(3.2.13),

ry, =t,Negn, ry =0,
1 ONy ON
Zg = tnNaJnA{ 8771 g2 — ng} ) kj;f =0, (3.2.29)
K2 0, w0,

where A{v} = —&-v is the skew-symmetric tensor whose dual vector is v and £ is the third-order
permutation pseudo-tensor. For a prescribed traction ¢S as given in (3.2.16)-(3.2.17),

ry = (—p+1t,) Nan, =0,
1 0Ny ONy
uu _ (. tE Nai -7 — — , kuP = 0, 2
ab ( p+ n) JnA{ 87’]1 g2 8772 gl} ab (3 30)
K — 0, K —0.

For a prescribed normal fluid flux w,, as given in (3.2.18)-(3.2.19),

ro =0, Ty = wpNg,
K4 =0, 1 . ke =0, (3.2.31)
5 = N (Mfgg - 8772”&) . B —0.
3.3 Weak Formulation for Biphasic-Solute Materials
The virtual work integral for this problem is given by
W = /5v'divadv+ /(5[5 div (v® +w) dv
b (3.3.1)

b
+ /5& [a(%tm) +div (j + ¢w/~€évs):| dv,
b

where dv is the virtual velocity of the solid, dp is the virtual effective fluid pressure, and é¢ is the
virtual molar energy of the solute. b represents the mixture domain in the spatial frame and dv is
an elemental mixture volume in b. In the last integral of 61, note that
w 1 DS
W + div (pUREVS) = = = (JpURE) (3.3.2)
where D*f/Dt = 0f/0t + v*® - grad f is the material time derivative of a scalar function f in the
spatial frame, following the solid. Similarly, note that div v* = J~! (D*.J/Dt). Using the divergence

theorem, the virtual work integral may be separated into internal and external contributions, 0W =
0Wext — 0Wint, Where

5vvint—/0’:5d5dv—|—/<w,grad5~_5pD J) do
b b

J Dt

+ /b [igradéé—f]cl;tuwgé)] v, (3.3.3)

b
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with §Wext being evaluated on the domain’s boundary surface 0b. In the first expression dd°* =
(grad 6v + grad” év) /2 represents the virtual solid rate of deformation.

To solve this nonlinear system using an iterative Newton scheme, the virtual work must be
linearized at trial solutions, along increments in u, p and ¢,

SW + DSW [Au] + DSW [Ap] + DSW [Ad] ~ 0, (3.3.4)

where, for any function f (q), Df [Aq| represents the directional derivative of f along Aq [24].
To operate the directional derivative on the integrand of §Wy, it is first necessary to convert the
integrals from the spatial to the material domain [24]:

5I/Vim:/BS:5EdV+/B <W'grad5ﬁ—5ﬁ&]> dV+/B [J-grad&é—éégt (JpURe)| dV,

ot
(3.3.5)
where B represents the mixture domain in the material frame, dV' is an elemental mixture volume
in B, and
S=JF'!.¢.F7T,

SE=FT.6d° F,
W=JF'! w,
J=JF'.j.

(3.3.6)

The second Piola-Kirchhoff stress tensor S, and material flux vectors W and J, are respectively
related to o, w and j by the Piola transformations for tensors and vectors [24, 55]. Substituting
(3.3.6) into (2.6.13) produces

W=_-K- <gradﬁ+ RediJ—lc ‘D- gradé) ,
0 (3.3.7)

J=FD- <—<,pw grad é + diJ—lc : W> ,
0

where K and D are the material representations of the permeability and diffusivity tensors, related
to k and d via the Piola transformation,

K=JF ' k-FT, 338
D=JF'!.d.F7T. (3:3.8)
The linearization of Wy is rather involved and a summary of the resulting lengthy expressions is
provided below. In consideration of the dearth of experimental data relating = and ® to the com-
plete state of solid matrix strain (such as C), this implementation assumes that the dependence
of these functions on the strain is restricted to a dependence on the volume ratio J = (det C)I/Z.
Furthermore, it is assumed that the free solution diffusivity dy is independent of the strain.

The linearization of §Wey; is described in Section 3.3.2. Following the linearization procedure,
the resulting expressions may be discretized by nodally interpolating u, p and ¢ over finite ele-
ments, producing a set of equations in matrix form, as described in Section 3.3.2.

The formulation presented in this study is implemented in FEBio by introducing an additional
module dedicated to solute transport in deformable porous media. Classes are implemented to
describe material functions for ¢, k, d (and dy), # and ®, which allow the formulation of any de-
sired constitutive relation for these functions of C and ¢, along with corresponding derivatives of
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these functions with respect to C and ¢. The implementation accepts essential boundary condi-
tions on u, p and é, or natural boundary conditions on t, w,, and j,; initial conditions may also be
specified for p and ¢. Analysis results for pressure and concentration may be displayed either as p
and ¢, or as p and c by inverting the relations of (2.6.11).

3.3.1 Linearization of Internal Virtual Work

The virtual work integral 6Wjy; in (3.3.5) may be linearized term by term along increments in Au,
Ap and Ac¢ using the general form

D(/dev> Ad] —/BDF Ad] dV—/bfdu. (3.3.9)

For notational simplicity, the integral sign is omitted and the linearization of each term is presented
in the form DF [Aq] dV = f dv.

3.3.1.1 Linearization along Au
The linearization of the first term in §Wj; along Au yields
(S : 5E) [Au] dV = [(SdS :C:Ae+o: (gradT Au - grad (5v)] dv, (3.3.10)

where C is the spatial elasticity tensor of the mixture,

_ DK
C=C°—(p+RODRe) II—2IRI) — Reéja(af”)l@I, (3.3.11)
and C¢ is the spatial elasticity tensor of the solid matrix,
e —1 IS¢ T T
ce=J (F@F):Qac:(F QF") . (8.3.12)
The linearization of the second term is
D (W - Grad 6p) [Au] dV = grad §p - w), dv, (3.3.13)
where
w,=J 'F.-DW[Au] = — (fC : As) : <gradﬁ+ Rﬁdid - grad E)
0
3 3.3.14)
N a Jfl B (
- R—Hk- J2M (divAu)I+2kAe | -d-gradé — F;R—ek- (D: Ae)-gradé,
do oJ dO
with .
K=J1FaF): 2K (FT o FT),
gg (3.3.15)
D=J'(FaF): 256 (FToFT) ,

representing the spatial tangents, with respect to the strain, of the effective permeability and so-
lute diffusivity, respectively. These fourth-order tensors exhibit minor symmetries but not major
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symmetry, as described recently [9]. Since K is given by substituting (2.6.13)3 into (3.3.8);, the
evaluation of K is rather involved and it can be shown that

7%::2(1}@;1—212@1)—(1@12):9 (3.3.16)
where
g=2(k'®I-2k'®I) - (k'gk ) : K
Roé _ 0 R d
I = (=) (1-—) oI
% a7 <¢w) ( do> ® (3.3.17)
RO¢ 1
—— (I®I-2IQI - —D
do v ( - do >
and
—1 0K T T
K=J (F@F):za—C:(F ®F") . (3.3.18)
The next term in §W,; linearizes to
_0J 1
- D <5pat> [Au] dV = _6pKt divAudv, (8.3.19)

where we used a backward difference scheme to approximate the time derivative,

0J 1

i JTAY) (3.3.20)

and At represents the time increment relative to the previous time point. The next term is given by
D (J - Grad §¢) [Au] dV = grad §¢ - j., dv, (8.3.21)
where

0

- _ (3.3.22)
+ kd - <—gps (div Au) grad ¢ + di (2Ae — (divAu)I) - W) + /%did W,
0 0
Using a backward difference scheme for the time derivative, the last term is
_0 (Jp™ke) _ 0c O (JYUR) . ..
3.3.1.2 Linearization along Ap
The linearization of the various terms in 6W,; along Ap yields
D (s : 5E) [AR] AV = —Ap divovd, (3.3.24)
. 0J - o .
D (W . Graddop — 6p5 [Ap] dV = —gradop - k - grad Apdv, (3.3.25)
O (JpYEe) - ke _ ~ -
D |J-Graddc— (5CT [Ap] dV = A gradéc-d-k-grad Apdv. (3.3.26)
0
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3.3.1.3 Linearization along A¢

The linearization of the first term in §Wj; along Ac¢ yields

D (s : 5E) [Ad dV = Aé <a; .5 — Rro? (gfc) div 5v> dv, (3.3.27)
C
where
o =JF. E -FT (3.3.28)
oé

represents the spatial tangent of the stress with respect to the effective concentration. The next
term is

D (W - Grad §p) [A¢] dV = grad 6p - wl. dv, (3.3.29)

where

w,. = J'F .- DW [Ad = —A¢k. - (gradﬁ + RGdid - grad 6)
i i ° (3.3.30)
— ROk - |A¢ I (E d+ -grad é + "q. grad A¢
ac \ dyp dyg °© do ’
and
kK =JF. alf -FT (3.3.31)
oc

is the spatial tangent of the effective hydraulic permeability with respect to the effective concentra-
tion.
The next term reduces to

- D <5;508'Z) [Ac] dV =0. (3.3.32)
The following term is
D (J - Grad §¢) [A¢] dV = grad dé - j.. dv, (3.3.33)
where
j.=J'F-DJ[A¢
_{ Ok o w _ ¢
= Ac¢ <aéd + :‘idc> . (_90 gradc + Clow> (3334)
— Ykd - grad A¢ + Fd. W,
do
and
D
d, =J'F. 0 — . FT (3.3.35)
oc

is the spatial tangent of the diffusivity with respect to the effective concentration.
The last term is

D <‘9(‘]“§t“)55> ad av = 6c2- 26D nz gy (3.3.36)

where we similarly used a backward difference scheme to discretize the time derivative.
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3.3.2 Linearization of External Virtual Work

The linearization of 6Wey in (3.3.3) depends on whether natural boundary conditions are pre-
scribed as area densities or total net values over an area. Thus, in the case when t da (net force),
wyda (net volumetric flow rate), or j,da (net molar flow rate) are prescribed over the elemental area
da, there is no variation in 6Wey and it follows that DdWey = 0. Alternatively, in the case when
t, w, Or j, are prescribed, the linearization may be performed by evaluating the integral in the
parametric space of the boundary surface 0b, with parametric coordinates (771,772). Accordingly,
for a point x (n', n*) on db, surface tangents (covariant basis vectors) are given by

ox
8o = goa (a=1,2) (3.3.37)
and the outward unit normal is
n— 8LX8 (3.3.38)
|g1 X g2|

The elemental area on dbis da = |g1 x g2| dn'dn?. Consequently, the external virtual work integral
may be rewritten as

OWext = / (6V -t + 6pwy + 0¢Jn) |81 X go| dntdn?. (3.3.39)
ob

The directional derivative of §Wex may then be applied directly to its integrand, since the paramet-
ric space is invariant [24].

If we restrict traction boundary conditions to the special case of normal tractions, then t = ¢,,n
where t,, is the prescribed normal traction component. Then it can be shown that the linearization
of §Wext along Au produces

0Au gyt 2 X 0Au

D (§Weq) [Au] = /

(tn0V + wypdpn + j,0én) - <
ob

) dntdn?.  (3.3.40)

The linearizations along Ap and A¢ reduce to zero, D (6Wext) [Ap] = 0 and D (6Wext) [A¢] = 0.

3.3.3 Discretization

To discretize the virtual work relations, let

ov = i Ngovy,, Au= i NpAuy, ,

a=1 b=1
0= Nabpa, A=Y NyApy, (3.3.41)
a=1 b=1

oc = Zm: Nobéq, Aé= Zm: NoAcy
a=1 b=1

where N, represents the interpolation functions over an element, v, dpa, 6¢q, Aug, Ap, and Aé,
respectively represent the nodal values of dv, 6p, 6¢, Au, Ap and A¢; m is the number of nodes in
an element.
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The discretized form of §Wi,; in (3.3.3) may be written as

nle u
ne Mint r,

5vvint = ZZWICJT]Z (5va ﬁa (550, ] . |: ?“g ] 5 (3342)
e=1 k=1 7“2

where n. is the number of elements in b, nl(m) is the number of integration points in the e—th
element, W, is the quadrature weight associated with the k—th integration point, and J,, is the
Jacobian of the transformation from the current spatial configuration to the parametric space of

the element. In the above expression,

ry =0 -grad N,
10J

P _
P =w-grad N, — No— ST (3.3.43)
10
= dN, — N, Yie
e =Jj-gra a7 g JPURE)

and it is understood that J,, r¥%, r; and r¢ are evaluated at the parametric coordinates of the
k—th integration point. Since the parametric space is invariant, time derivatives are evaluated
in a material frame. For example, the time derivative D*J (x,t) /Dt appearing in (3.3.3) becomes
dJ (ni, t) /0t when evaluated at the parametric coordinates n;, = (1}, 13, ;) of the k—th integration
point.

Similarly, the discretized form of DéWinyy = DOWin [Au] + DIWint [Ap] + DéWint [Aé] may be

written as

ne i m m KiK' ke Au,
DW= > Wiy 3 3 [ 0va 0Pa 00 |- | Ky ki ki, Apy | (3:3.44)
e=1 k=1 a=1b=1 ke k% kS Aéy

where the terms in the first column are the discretized form of the linearization along Au:

K4 =grad N, - C - grad Np, + (grad N, - o - grad N) I, (3.3.45)
kP = (wi)" - grad Na + Nog}", (3.3.46)
e = ()" - grad Na + Nags” (3.3.47)
where
o OR w _ . c . " ¢
Wh=J—=|d- | —p"gradc+ —w || ®grad N, + &k | —p“ gradc+ —w | -d - grad N}
a7 do do
+ K < *(d - grad ¢) ® grad Ny, + d— [2(grad Ny -w)d — (d-w) ® gradNﬂ) + ﬁd—d wy
0 0
(3.3.48)
q = A ; grad Ny, (3.3.49)
g = 227 (3.3.50)

b b
oJ
The terms in the second column of the stiffness matrix in (3.3.44) are the discretized form of the

linearization along Ap:
k¥ = —N, grad N, (3.3.51)
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kPP = —grad N, - k - grad Ny, (3.3.52)

k;g——d— grad N, - d - k - grad N, (3.3.53)

The terms in the third column of the stiffness matrix in (3.3.44) are the discretized form of the
linearization along Aé:

i
ue _ N, (ac ~erad N, — RoL 856) erad Na> : (3.3.54)
kP, = grad N, - wj , (3.3.55)
Ci - grad Na .]b + NaQb ) (3356)
where _
w§ = — Nk, - (gradﬁ + Rﬁdﬁd - grad E)
9 . (3.3.57)
— Rk - |N, d+ 2d.) - gradé+ —d - grad N
RO [ b<8 <d0> +d ) gmdc—l—dO gra b],
:C a / w ~ ¢ ~, w ¢ c
ir = ~d + kd, —pYgrad¢+ —w | +iRd - | —p“ grad Ny + —wy | (3.3.58)
oé do do
o* 0 (Re)
= —N, . 3.

@ =N (3:3.59)

The discretization of §Wey in (3.3.3) has the form

n'®
Ne |nt N tnn
Wea =Y > Wi, Z [ 0Va OPa 0¢a |- | Nawn |, (3.3.60)
e=1 k=1 Nyjn

where J,, = |g1 x go|. The summation is performed over all surface elements on which these
boundary conditions are prescribed. The discretization of — D§Wey has the form

e ni(ni) m m Ky 0 0 Auy
—DoWet = > Y Wiy > Y [ 6Va 0pa e |- | Ky 0 0 Apy, |, (3.3.61)
e=1 k=1 a=1b=1 ki 0 0 Adcp
where O ON
b b
ab—tN-A{812 6772%1},
" ON, ON,
kP = —w, N, <(9771g2 - 8772&) (3.3.62)

cw — i (Do, N
ab IniVa 8n1g2 aanl

In this expression, A {v} is the antisymmetric tensor whose dual vector is v (such that A{v} -q =
v x q for any vector q).
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3.4 Weak Formulation for Multiphasic Materials

The virtual work integral for a mixture of intrinsically incompressible constituents combines the
balance of momentum for the mixture, the balance of mass for the mixture, and the balance of
mass for each of the solutes. In addition, for charged mixtures, the condition of (2.7.8) may be
enforced as a penalty constraint on each solute mass balance equation:

oW = /5V -divo dv
b

—|—/5p‘div (v +w) dv
b

+Z/5

a#s,w

(3.4.1)

ﬁﬁt (JPpPYR*E*) 4+ divj* + Z zﬂdiva] dv ,
B#sw

where v is the virtual velocity of the solid, 6p is the virtual effective fluid pressure, and §¢® is the

virtual molar energy of solute a. Here, b represents the mixture domain in the spatial frame and dv

is an elemental volume in b. Applying the divergence theorem, §IWW may be split into internal and

external contributions to the virtual work, §W = §Wey — dWint, where

6M4m _'/ZO':5I)dv-+ll:<vv.grad5ﬁ__(ﬁol) J > do

Js Dt

~a oc* D? S W ma s
i Z /[ . gradéé® — 7 Ft(J Y RY¢ )] dv (3.4.2)

aF£s,w

+ ) /gradééa- > v,

a#s,w B#s,w

and

a#s,w B#s,w

5Wext:/ [5v~t+5ﬁwn+ > s (jg+ > zﬁjg)] da. (3.4.3)
ob

In these expressions, éD = (gradév + gradT5v> /2, 0b is the boundary of b, and da is an ele-

mental area on 9b. In this finite element formulation, u, p and é* are used as nodal variables, and
essential boundary conditions may be prescribed on these variables. Natural boundary conditions
are prescribed to the mixture traction, t = o - n, normal fluid flux, w, = w - n, and normal solute
flux, j& = j* - n, where n is the outward unit normal to 0b. To solve the system §WW = 0 for
nodal values of u, p and ¢, it is necessary to linearize these equations, as shown for example in
Sections 3.3.1-3.3.2 for biphasic-solute materials. If the mixture is charged, it is also necessary to
solve for the electric potential ¢ by solving the algebraic relation of the electroneutrality condition
in (2.7.4), which may be rewritten as

'+ ) PR =o0. (3.4.4)
Btsw

In the special case of a triphasic mixture, where solutes consist of two counter-ions (a = +, —),
this equation may be solved in closed form to produce

= %};—9 In 2277 , =4, —, (3.4.5)
e\ oF e\ J(F)? 4 () (Rre) (e
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Only the positive root is valid in the argument of the logarithm function.

3.4.1 Linearization along Au

The linearization of the first term in §Wj; along Au yields
(S : 5E> [Au] dV = [6d° : C: Ae + o : (gradT Au-gradév)] dv, (3.4.6)

where C is the spatial elasticity tensor of the mixture,
Cce(ﬁ+R9<I>ZR555) II-2031) - RQZ~BJ )1®1 (3.4.7)
B

and C¢ is the spatial elasticity tensor of the solid matrix,
888

ct=J ' (FeF):2— : (FTgF"). (3.4.8)
oC
The linearization of the second term is
D (W - Grad §p) [Au] dV = grad 6p - w), dv, (3.4.9)
where
/ ¢ 5 R 8 55
w,=J— (KZ : As) : gradp—FRHZﬁ:dgd -grad ¢
KB 7B B
—k- RHZ dB (div Au)d?® + 7 <2Ae d’ + D" As) -grad &
0
(3.4.10)
with -
- K
K=J"'(FgF):2 29 (F'oF"),
8Ca (3.4.11)
D*=J ' (FoF):2——— : (F ' @F"
JHEQF) 25 (FToF),

representing the spatial tangents, with respect to the strain, of the effective permeability and so-
lute diffusivity, respectively. These fourth-order tensors exhibit minor symmetries but not major
symmetry, as described recently [9]. Since K is given by substituting (2.6.13)3 into (3.3.8);, the
evaluation of K is rather involved and it can be shown that

k:z(km—zl@l)—(l}@l}):g, (3.4.12)

where
g=2k'@I-2k'3I) - (k'gk!):K

&Aoo (kP ds
+R92d‘]aj< )(I d5>®1

0

p 1
+RHZ ‘ii <I®I—2I®I— d5D6>

(3.4.13)

0
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and
K
K=J'FaF): 2% (FTeFT) . (3.4.14)
The next term in §W; linearizes to
- D 5”8—J [Au] dV——5~idi Aud (3.4.15)
P ot T O v end s

where we used a backward difference scheme to approximate the time derivative,
97 1
ot~ At
and At represents the time increment relative to the previous time point. The next term is given by

(J — T8, (3.4.16)

D (J* - Grad 6¢%) [Au] dV = grad 6¢* - j&' dv, (3.4.17)

where

i =J7'F-DJ[Au] = (J%’T] (div Au)d® + £*D* : Ae) -g“

o . . (3.4.18)
+ rR4d” - (—c,ps (div Au) grad ¢* + (2Ae — (div Au)I) - g—aw + ;aw;>
0 0
where .
g¥ = —p"gradc® + CCTO‘W' (3.4.19)
0
Using a backward difference scheme for the time derivative, the last term is
0 (Jo"Re™) 0O (JPRY) o 4.
D <5c 6t> [Au] dV = N a7 ¢ div Audv. (3.4.20)
3.4.2 Linearization along Ap
The linearization of the various terms in 6W,; along Ap yields
D (s : 5E) [AF] AV = —Ap divovd, (3.4.21)
_ .0J _ - -
D (W . Gradop — 5pa [Ap] dV = —grad ép - k - grad Apdv, (3.4.22)
@ ~o ~a8 (wa,%aéa) o R ~o a1, ~
D | J“-Gradoc® — é¢ BT [Ap] dV = — e grad6c® -d® -k -grad Apdv. (3.4.23)
0

3.4.3 Linearization along A¢”

The linearization of the first term in §Wj; along Aé” yields

. _ _ 0 (PrY¢c™) .
. 2 — A& o 6d —
D (S : 5E) [A]dV = Aé <a’7 :0d — RO 9% div (5V> dv, (3.4.24)
where 5°
r_ -1l YA
o,=J F el F (3.4.25)
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represents the spatial tangent of the stress with respect to the effective concentration. The next
term is

D (W - Grad 6p) [A&"] dV = grad 6p - w’, dv, (3.4.26)
where
~ w8
wl = J'F .- DW [A&] = —k - (gradﬁ—i— RHZ Z—Bdﬁ : gradéﬁ) AT
p 0 (3.4.27)
-~ R _ ~ - o [RP Pl ~
— ROk - djdv -grad A¢" — A" ROk - Z (8&7 <d5> d? + dﬁdg/> -grad &
0 B 0
and 5
oK od
_ 71 T B _ T
K =J'F. 5 F A =JR S (3.4.28)

are the spatial tangents of the effective hydraulic permeability and solute diffusivity with respect to
the effective concentration.
The next term reduces to

0
<5pa‘t]> (A& dV =0. (3.4.29)

The following term is
D (J% - Grad 6¢¥) [A¢"] dV = grad 6¢* - 5" dv, (3.4.30)

where

j¥ = J7'F - DIV [A] = A (a“d“ + kada’) g°

oeY
.4.31
+ £4de - W6 grad A& + act ) _ & odg w+fw’ 430
" TP Qe BRACRETT Tgam \ %0 T e g ")
The last term is
0 (JpWRr"e”) ) IAZ o 0( )\

where we similarly used a backward difference scheme to discretize the time derivative.

3.4.4 Linearization of External Virtual Work

The linearization of Wy in (3.4.3) depends on whether natural boundary conditions are pre-
scribed as area densities or total net values over an area. Thus, in the case when t da (net force),
wyda (net volumetric flow rate), or j%da (net effective molar flow rate) are prescribed over the el-
emental area da, there is no variation in 6Wex and it follows that DdWeyx = 0. Alternatively, in
the case when t, w, or ;¢ are prescribed, the linearization may be performed by evaluating the
integral in the parametric space of the boundary surface db, with parametric coordinates (n',7?).
Accordingly, for a point x (n',7?) on b, surface tangents (covariant basis vectors) are given by

ga=p o (@=12) (3.4.33)

ne’
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and the outward unit normal is
_ 81xX8 (3.4.34)
g1 X g2
The elemental area on dbis da = |g1 x g2| dn'dn?. Consequently, the external virtual work integral
may be rewritten as

OWext —/ <5v “t+opw, + Z 5&"‘52‘) g1 x ga| dndn?, (3.4.35)
9b aF#s,w
where _
=g+ > 2. (3.4.36)
B#s,w

The directional derivative of §Wey may then be applied directly to its integrand, since the paramet-
ric space is invariant [24].

If we restrict traction boundary conditions to the special case of normal tractions, then t = ¢,,n
where t,, is the prescribed normal traction component. Then it can be shown that the linearization
of §Wex along Au produces

D (0Wext) [Au] = /

~ ~a o 0Au 0Au )
. (tnév—l—wnépn—l— Z o¢ jnn) . < ant X o + g1 X o > dn*dn®.

a#s,w
(3.4.37)
The linearizations along Ap and A¢” reduce to zero, D (6Wext) [Ap] = 0 and D (6Wext) [A¢Y] = 0.

3.4.5 Discretization

To discretize the virtual work relations, let

ov = i Nyove, Au= i NyAuy ,

a=1 b=1
0p =) Nabpa, AP= NoAps, (3.4.38)
a=1 b=1

m m
06 =) Nades, A& =) NAE,
a=1 b=1
where N, represents the interpolation functions over an element, §v,, 6pa, 6¢%, Au,, Ap, and Ac,
respectively represent the nodal values of §v, dp, 6¢%, Au, Ap and Aé&Y; m is the number of nodes

in an element.
The discretized form of §Wj,; in (3.3.3) may be written as

(e) r
Ne int

5Wim=21;Wkanl[5va Spa 0% 5 |- :Z : (3.4.39)
e=1 k= a= %
Ta

where n. is the number of elements in b, ni(net) is the number of integration points in the e—th

element, W, is the quadrature weight associated with the k—th integration point, and J,, is the
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Jacobian of the transformation from the current spatial configuration to the parametric space of
the element. In the above expression,

r, = o -grad Ng,

10J
D — w.
r? =w - grad N, Naj o’ (3.4.40)

«
a

10
_ o, dNa— —— W =~ ’
Jj“ - gra N ST (JpYRe™)

r

and it is understood that J,, r%, 4 and r¢ are evaluated at the parametric coordinates of the
k—th integration point. Since the parametric space is invariant, time derivatives are evaluated
in a material frame. For example, the time derivative D*J (x,t) /Dt appearing in (3.3.3) becomes
dJ (ni, t) /0t when evaluated at the parametric coordinates n;, = (1}, 7%, ;) of the k—th integration
point. All time derivatives are discretized using a backward difference scheme.

Similarly, the discretized form of DéWiyy = DWin [Au] + DSWin [Ap] + Zv DéWint [AEY] may

be written as

© Ku kip ky ko Au,
ne Mint m m -
KPe  ppp P> P8 Ap
- ~ ~Q ~3 . ab ab ab ab . b
DoWint = 2;”@%2; [ dve 0pa ¢ 8¢, T v A |-
e= — a=1 b= a a a a,
Bu « ~3
Ko kfl? kfb kfbﬁ AG,
(3.4.41)
where the terms in the first column are the discretized form of the linearization along Au:
Ky =grad N, - C - grad Np + (grad N, - o - grad N) I, (3.4.42)
kip = (wi)" - grad No + Nag", (3.4.43)
T
ab = (jz““ +) 5 zﬁj{f“) -grad Ny + Naqg™ (3.4.44)
where oo
o= J%do‘ . g% @ grad Ny, + &% - d° - grad N,
dOc
+ fi“d—a - &% (grad Ny @ w — w ® grad Np, + (grad Ny - w) I+ wy)) (3.4.45)
0
— °R*d® - grad é* ® grad Ny,
pu 1
qQ = _Kt grad Nb s (3446)
au ~Oéa '] w"’%a u
qpt=¢ cACi i) gj >q§,’ : (3.4.47)

The terms in the second column of the stiffness matrix in (3.3.44) are the discretized form of the
linearization along Ap:
k"’ = —N,grad N, , (3.4.48)

ab

kPP = —grad N, - k - grad N, (3.4.49)

koP = grad Ny - | §o? + > 2957 | (3.4.50)
B
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where
I‘%Oc O

i = i d® k- grad N, . (3.4.51)

The terms in the third column of the stiffness matrix in (3.3.44) are the discretized form of the
linearization along A¢”:

d w8
u _ N, (a _ ko | o +Z (a +q>g§a) eﬁ] I) grad N, , (3.4.52)
kP = grad N, - wi , (3.4.53)
k%) = grad N, - (j;” + Z 2B jf”) + Nogy”, (3.4.54)
B
where
) ¥ . o” — ROK 0 (R go, F s %
w) =N, (K, -g” - Rok-> | —— — | d°+ =5d07 | -gradeé
e \ g d
3 0 0 (3.4.55)
R
— ROk - —d” - grad N, ,
dO
- N, (?y d® + &“dM) . g”
o . (3.4.56)
«@ w jo ~Q 9l Nb ad
d—ad dary (Npw — 0" dg grad Np) 4 ¢* | w)) — do 50 V)|
o OR® o
@ = —Ny 2 5 (a — & 4 Bar i ) , (3.4.57)
and 5
_ R _
gl = —gradp — RO Z dgd’g -grad & . (3.4.58)
The discretization of §Wext in (3.4.35) has the form
Nytn,n
e |nt N wn
Wext —Zlgwm Z | ova 0pa oa ocl |- Mo |- (3.4.59)
’ Najn

where J,, = |g1 x go|. The summation is performed over all surface elements on which these
boundary conditions are prescribed. The discretization of — D§Wey has the form

:F:t Ky 0 0 0 Auy
Ne mom kpu 0 0 O Aﬁ
. R B . ab b
— DéWeyt = § § Wi Jy E :E : { OVa 0Pa 0CG 0Ca ] ki 0 0 0 Aé? ’
e=1 k=1 a=1 b=1 k%u 0 0 0 Aéﬁ
ab b

(3.4.60)
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where O
s —tnNaA{ by zgl} |
N
ki, = <8 - 2 g1> X m, (3.4.61)
o _ oy, (Do O
ab = —JnVa <8 182~ ng) Xn

In this expression, A {v} is the antisymmetric tensor whose dual vector is v (such that A{v} -q =
v x q for any vector q).
3.4.6 Electric Potential and Partition Coefficient Derivatives

When the mixture is charged it is necessary to solve for the electric potential ) using the elec-
troneutrality condition in (2.7.4). This equation may be rewritted as a polynomial in ¢,

> ail, (3.4.62)
=0
where Fa
= = A.
¢ exp< R0> , (3.4.63)
and .
a; = {ZF“ o rmE s (3.4.64)
Is 1= _Zmln

Here, z™" = min, z* and the polynomial degress is n = z™a% — ;M where 2™ = max, 2°.
Since more than one solute may carry the same charge 2%, the coefficients a; should be evalu-
ated from the summation of z*£“¢ over all such solutes. Only real positive roots are valid, since
¥ = —RA(In() /F, according to (3.4.63). Using Descartes’ rule of signs, an inspection of the
coefficients a; shows tht there is only one sign change in the polynomial, regardless of the sign
of ¢, implying that there will always be only one positive root ¢, which must thus be real. There-
fore, there cannot be any ambiguity in the calculation of v, irrespective of the polynomial degree.
Newton’s method is used to solve for the positive real root when n > 2.

Using the above relations, it follows that #* = £*¢*". An examination of the equations resulting
from the linearization of the internal virtual work shows that it is necessary to evaluate derivatives
of K with respect to J and ¢”, which are given by

AR % . ol G
T CoJ
io % oy g 00 (3.4.65)
o9& o0& co&

In these expressions, the derivatives of k¥ are obtained from the user-defined constitutive relations
for the solubility. Derivatives of ( may be evaluated by differentiating the electroneutrality condition
to produce

cF 28 ~B ORP
10¢ Gr + 25 PGy
CoJ P (28)? RPEP
100 _ AR,
¢ Oy P (28)? #BeB

(3.4.66)
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The derivative dc¢"/0.J may be evaluated from

N S (3.4.67)
J — s

T

where ¢ is the referential solid volume fraction (volume of solid in current configuration per vol-
ume of the mixture in the reference configuration) and ¢’ is the referential fixed charge density
(equivalent charge in current configuration per volume of the mixture in the reference configura-
tion).

3.4.7 Chemical Reactions

3.4.7.1 Virtual Work and Linearization

The contribution to §17 due to chemical reactions is given by dG, where
6G = /5]5 [@w + (1 —¢°) gﬂ dv+ > v /68 (1—¢*)Cdv. (3.4.68)
b ; b
The linearization of 0G along a solid displacement increment Au is

D6G [Au] = / 55 (¢ divAu+ @Y : Ae) du
b

+V/b515 [C divAu+ (J —¢F) ¢, - Ae} dv , (3.4.69)
+ZVL/I)55L [f div Au + (J — ¢2) . : As} dv

where

v —F. 22 g ¢ 1F-§]§J-FT. (3.4.70)

Currently, ¢ is assumed to be independent of p in FEBIo; it follows that the linearization along the
effective fluid pressure increment Ap is

DG [Ap] = / 5p a; Apdy. (3.4.71)
b p

Finally, the linearization along a concentration increment Aé* is

opv

9% Ac dv

DSG A = / 5
b
+V/5*(1— s)a—gA*Ld
) P L . (3.4.72)
~ o
Y Y - AN L
+Zy:y /béc (1-9 )OELAC dv
The discretized form of these expressions is given by

0G = 0parl + .Y dary (3.4.73)
a v ooa
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where
= [N o a9V o
' - (3.4.74)
TJZV”/Na(l—sOS)Cdv
b
Similarly,
DG [Au] = Z(SpaZk - Au,
: (3.4.75)
+225532kg;; - Au,
ol a b
where
kb, = / Ny (p"T+ @Y) - grad Ny, dv
b
‘f‘v/Na [514- (J =) &E} -grad Ny dv . (3.4.76)
it =07 [ N [ (- )& N o
Then,
DG [Ap] = deazk Ay, (3.4.77)
where
’fﬁf—/N 0 Ny dv. (3.4.78)
Finally,
D6G [AF] = Z(SpaZk‘mA&g
, (3.4.79)
+ZZWZ%M
Y o a b
where )
pL oC
Koy = NNb dv+v NNb (1- %) o dv
6c ‘ (3.4.80)
T — Y s
ko =V /bNaNb(l © )8@ dv

3.4.7.2 Updating Solid-Bound Molecule Concentrations

The solid-bound molecule concentrations p? are evaluated at integration points of each element;
they do not represent nodal degrees of freedom. The values of p? are updated at the end of
each iteration in the solution of the nonlinear equations for the nodal degrees of freedom, using
trapezoidal |ntegrat|on on p¢ in (2.10.6). According to (2.10.16) and (2.10.18), we have p? =
(J — %) M?v°¢, which is evaluated as the average of values at t,, and ¢, 1, then

(pr)n+1 (107“) + (ﬁg)n-s—% At (3481)

where At = t, 11 — t,.
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3.5 Computational Fluid Dynamics

A more detailed description of the FEBio fluid solver can be found in [14].

3.5.1 Weak Formulation

The nodal unknowns in this formulation are v and J (or e), which may be solved using the mo-
mentum balance in eq.(2.11.1) and the kinematic constraint between .J and v given in eq.(2.11.6).
The virtual work integral for a Galerkin finite element formulation [24] is given by

5W:/6v‘(diva+p(b—a))dv
Q

+/ 0J (Jdivv> dv,
Q J

where §v is a virtual velocity and §.J is a virtual energy density; Q is the fluid finite element domain
and dv is a differential volume in Q. This virtual work statement may be directly related to the axiom
of energy balance, specialized to conditions of isothermal flow of viscous compressible fluids (see
Section 2.11.2). Using the divergence theorem, we may rewrite the weak form of this integral as
the difference between external and internal virtual work, W = W, — Wi, Where

(3.5.1)

5Wmt:/7':gradévdv+/5v-(gradp+pa) dv
Q Q
J
/ <5J+grad5J~v> dv,
Q J

Wt = / ov-t" da +/ ov - pbdv — / 0J vy da. (3.5.3)
onN Q oN

Here, 002 is the boundary of 2 and da is a differential area on 092, t™ = 7 - n is the viscous
component of the traction t, and v, = v - n is the velocity normal to the boundary 92, with n
representing the outward normal on 0€2. From these expressions, it becomes evident that essential
(Dirichlet) boundary conditions may be prescribed on v and J, while natural (Neumann) boundary
conditions may be prescribed on t™ and v,. The appearance of velocity in both essential and
natural boundary conditions may seem surprising at first. To better understand the nature of
these boundary conditions, it is convenient to separate the velocity into its normal and tangential
components, v = v,n + v4, where v, = (I —n®n) - v. In particular, for inviscid flow, the viscous
stress T and its corresponding traction t™ are both zero, leaving v,, as the sole natural boundary
condition; similarly, J becomes the only essential boundary condition in such flows, since v; is
unknown a priori on a frictionless boundary and must be obtained from the solution of the analysis.

In general, prescribing J is equivalent to prescribing the elastic fluid pressure, since p is only
a function of J. On a boundary where no conditions are prescribed explicitly, we conclude that
v, = 0 and t™ = 0, which represents a frictionless wall. Conversely, it is possible to prescribe
v, and t” on a boundary to produce a desired inflow or outflow while simultaneously stabilizing
the flow conditions by prescribing a suitable viscous traction. Prescribing essential boundary
conditions v; and J determines the tangential velocity on a boundary as well as the elastic fluid
pressure p, leaving the option to also prescribe the normal component of the viscous traction,
t7 =t7 -n, to completely determine the normal traction ¢,, = t - n (or else t], naturally equals zero).

(3.5.2)

and
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Mixed boundary conditions represent common physical features: Prescribing v,, and v; completely
determines the velocity v on a boundary; prescribing t™ and J completely determines the traction
t = o - n on a boundary. Note that v,, and J are mutually exclusive boundary conditions, and the
same holds for v, and the tangential component of the viscous traction, t] = (I—-n®n) - t”

3.5.2 Temporal Discretization and Linearization

The time derivatives, dv/dt which appears in the expression for a in eq.(2.11.2), and 9.J/dt which
similarly appears in J, may be discretized upon the choice of a time integration scheme, such as
the generalized-a method [43] (Section 3.8). In this scheme, 1 is evaluated at an intermediate
time step t,+o0 = at,1 + (1 — a)t, between the current time step ¢,+1 and previous time step
t,, though different values of a are used for the primary variables and their time derivatives. The
velocity and volume ratio are evaluated as v, ,, and J,., at the intermediate time step t,1.q,,
whereas their time derivatives are evaluated as (9v/dt),,,, and (0J/dt),, ., —atthe intermediate
time step t,,+a,,. The parameters o and «,,, are evaluated from the spectral radius for an infinite
time step, p~, as described in Section 3.8. The solution of the nonlinear equation §W = 0 is
obtained by linearizing this relation as

SW + DSW [Av] + D§W [AJ] ~ 0, (3.5.4)

where the operator DWW [-] represents the directional derivative of 61 at (v, J) along an increment
Av of v, or AJ of J [24]. The aim of this analysis is to solve for the velocity v,,1 and volume ratio
Jno1 at the current time step ¢,.1. Using the split form of 41/ between external and internal work
contributions, this relation may be expanded as

D(SWznt [AV] + D(;W"Lt [AJ] — DéWewt [AV]

— DWWyt [AT] = 0Wegt — Wips -
In this framework the finite element mesh is defined on the spatial domain 2, which is fixed
(time-invariant) in conventional CFD treatments. Thus, we can linearize §W;,,; along increments
Av in the velocity v,,.1 and AJ in the volume ratio J,, 1, by simply bringing the directional deriva-

tive operator into the integrals of egs.(3.5.2)-(3.5.3). The linearization of v, o, and J, 1., is given
by

(3.5.5)

Dvyia, [AV] = apAv
DJn+af [AJ] = OéfAJ

whereas that of (dv/ot), ., and (9J/dt),,, is given by
ov O AV
0J am AJ
— == . 5.7
D (8t) [AV] AL (8.5.7)

Here, At is the current time increment and ~ is the Newmark integration parameter [43].
The linearization of 6W;,,; along an increment Av is then

D (Wins) [Av] = af/ grad v : C7 : grad Av dv
—I—af/(Sv p<<—|—L> -Av—l—gradAv-v) dv (3.5.8)

0
—af/Q (fgradJ—Fgrad&J) - Avdv
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where we have introduced the fourth-order tensor C™ representing the tangent of the viscous stress
with respect to the rate of deformation,
_or
=5
Note that C™ exhibits minor symmetries because of the symmetries of = and D; in Cartesian
components, we have C/,,, = CJ;,, and CJ,, = CJ,.. Ingeneral, C™ does not exhibit major symmetry
(Ci;1i # Chy ), though the common constitutive relations adopted in fluid mechanics produce such
symmetry as shown below.

The linearization of §W;,; along an increment AJ is

c (3.5.9)

D (6Wint) [AJ] = af/AJTf] : grad ov dv — af/ ov - AJ?adv
b Q

+ ozf/Qév- (p’ grad AJ + AJ p” grad J) dv (3.5.10)

oJ am 1 J
- — T _Z|A AJ -
af/Q 5 <<O¢f'y . J) J +grad AJ v) dv

where we have used DJ [AJ] = AJ; p' and p” respectively represent the first and second deriva-
tives of p(J). We have also defined 7/, as the tangent of the viscous stress 7 with respect to
J,

oT
TQ:E' (3.5.11)
For the external work, when t”, b and v,, are prescribed, these linearizations simplify to
D (0Wezt) [AV] =0, (3.5.12)
and
D (6Weyt) [AJT] = —af/év -AJ gb dv . (3.5.13)
b

We may define the fluid dilatation e = J — 1 as an alternative essential variable, since initial
and boundary conditions e = 0 are more convenient to handle in a numerical scheme than J = 1.
It follows that grad J = grad e and 0.J/0t = de/dt. Therefore the changes to the above equations
are minimal, simply requiring the substitution J = 1+ e and AJ = Ae. Steady-state analyses may
be obtained by setting the terms involving At~! to zero in egs.(3.5.6)-(3.5.7), (3.5.8) and (3.5.10).

3.5.3 Spatial Discretization

The velocity v (x,t) and Jacobian J (x,t) are spatially interpolated over the domain 2 using the
same interpolation functions N, (x), with a = 1 to n where n is the number of nodes in an element),

v (x,t) = Zn:Na (x)ve, J(x,t)= z": N (x) Jg . (8.5.14)
a=1 a=1

Here, v, and J, are nodal values of v and J that evolve with time. In contrast to classical mixed
formulations for incompressible flow [67], which solve for the pressure p using div v = 0 instead of
eq.(2.11.6), equal order interpolation is acceptable in this formulation since the governing equa-
tions for v and J involve spatial derivatives of both variables (grad v and grad J). The expressions
of €q.(3.5.14) may be used to evaluate L, divv, a, grad J, J, etc. Similar interpolations are used
for virtual increments dv and 6.J, as well as real increments Av and AJ.
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When substituted into eq.(4.2.32), we find that the discretized form of §W;,,; may be written as

SWint = Z5va- (£ + £) + 76, ,

where
£7 = / (1 - grad N, + Ny grad p) dv,

Q
ff = | Nypadv,
Q

f&]:/— <Na§+gradNa-v> dv.
Q

Similarly, the discretized form of DéW;,,; [Av] in eq.(3.5.8) becomes
D (6Wint) [A Z 6V - Z K% + M%) - Avy,
+ Z 8.Ja Z k- Avy,

where
ab = af/ grad N, - C? - grad Ny dv,
Q

ZZ:af/N <Nb <I+gradv> (gradNb~v)I) dv,
0 ary A
Jv N(I
k)y = —ay 2 grad J + grad N, | Ny dv ,
whereas that of DéW;,,; [AJ] in eq.(3.5.10) becomes
D (6Wins) [A Z(Sva : Z o+ mly)) Ay

+Z<§J Zk AJy

where

k”b = af/ [Nbrf, -grad Ny + N, (p’ grad Ny, + Npp” grad J)] dv,

gg_—af/NaNbgadu,

N, o 1 J
k) = — ALY | el B AN, -v | dv.
ab Oéf/Q 7 ((afyAt J) p + gra b v) v

For the external work in eq.(4.2.34), its discretized form is

Wewr =D 0va- (£ +12) + 04 S

(3.5.15)

(3.5.16)

(3.5.17)

(8.5.18)

(3.5.19)

(3.5.20)

(3.5.21)
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where

fl! = [ Nyt da,
oN

f —/Napbdv (3.5.22)

/ Nyv, da .

The discretized form of D (6Wey) [AJ] in €q.(3.5.13) is

D (6Weat) [AT] =D 0va- > Koy Ay, (3.5.23)
b

where
K2, = —ay / NaNbgbdv. (3.5.24)

3.5.4 Special Boundary Conditions
3.5.4.1 Backflow Stabilization

For arterial blood flow, backflow stabilization has been proposed previously to deal with truncated
domains where the entire artery is not modeled explicitly [18, 32]; for these types of problems,
letting t = 0 or prescribing a constant pressure at the outflow boundary may not prevent flow re-
versals that compromise convergence of an analysis. Instead, these authors proposed a velocity-
dependent traction boundary condition, t = 5p (v ® v) - n with a tensile normal component, that
counters the backflow (only when v,, < 0). Here, g is a non-dimensional user-defined parameter;
a value of g = 0 turns off this feature, while a value of 5 = 1 generally shows good numerical
performance. We adapt this previously proposed formulation by letting the normal component of
the viscous traction be given by

7 =

n

. (3.5.25)
0 vy >0

{ﬁprv% U < 0

The choice of p, in lieu of p is for convenience, to avoid the dependence of p on J (which is
negligible for nearly incompressible flow). Then, the contribution of this traction to the virtual
external work 6W,,; is

0G = v-tinda. (3.5.26)
o0

The linearization of G along an increment Av in the velocity is given by
DéG [Av] = ov-K, -Avda, (3.5.27)
o0
where

K, =

{ZBprvn n®n) v, <0 (3.5.28)

anO.

The discretized form of 6G is

=> ova-f), fi= [ Natjnda, (3.5.29)
P o0



76 CHAPTER 3. THE NONLINEAR FE METHOD

whereas the discretized form of DJG [Av] is

DsG[AV] =S ova- YK, Avy, KDy = / NaNK, da. (3.5.30)
- 5 o0
A (viscous) tangential traction is implemented as a separate flow stabilization method in the
next section, applicable to inlet or outlet surfaces, without a conditional requirement based on the
sign of v,,.

3.5.4.2 Tangential Flow Stabilization

For certain outlet conditions, using the natural boundary condition t] = 0 may lead to flow insta-
bilities. It is possible to minimize these effects by prescribing a tangential viscous traction onto the
boundary surface, which opposes this tangential flow. Optionally, this condition may be combined
with the backflow stabilization described above.

Similar to the previous section, we introduce a non-dimensional parameter 3, with the tangen-
tial traction given by

t{ = —Bpr [ve| ve. (3.5.31)
This form shows that t] opposes tangential flow. The external virtual work for this traction is
G = ov-t] da. (8.5.32)
G19)

Its linearization along an increment Av is

DG [Av] = ov-K; - Avda, (3.5.33)
o
where it can be shown that
K; = —Bp, |vi] <I—n®n—|—vt®vt> : (3.5.34)
Vel vl
The discretized form of 4G is
0G=> ovy-f], £7=[ Nitjda. (3.5.35)
a Cly)
The discretized form of DJG [Av] is
D6G[AV] = dva- > Khy-Avy, Kby = / N,NyK; da. (3.5.36)
o b 0

3.5.4.3 Flow Resistance

Flow resistance is typically implemented when modeling arterial flow, where the finite element
domain only describes a portion of an arterial network [80]. A flow resistance may be imposed
on downstream boundaries to simulate the resistance produced by the vascular network with its
branches and bifurcations. The resistance is equivalent to a mean pressure which is proportional
to the volumetric flow rate Q,
p=RQ, Q= [ vpda,
a0

where R is the resistance. Using the pressure-dilatation relation (5.15.5), equivalenttop = — K -e,
this pressure may be prescribed as an essential boundary condition on the dilatation e.
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3.6 Weak Formulation for FSI

3.6.1 General Formulation

The strong form of the virtual work statement is 6 = 0 where

6W:/5vs'divasdv
b
—i—/b(SW- [dival +pf (b—al)] @ . (3.6.1)

/ban [J (Jf+grade ) divw—js] v

Here, b is the mixture domain (whose boundaries are defined on the solid), év* is the virtual solid
velocity, 6w is the virtual relative fluid velocity, and 677 is the virtual energy density. The weak form
of this statement may be written as the difference §W = §W,,; — 6W,,,: between external virtual
work §W.,: and internal virtual work 6W;,,;, where

OWint = /0'5 : grad 6v® dv
b

—|—/T gradéwdv+/5w gradp+pf f) dv

s , (3.6.2)
/5Jf [ Jf—i-grade ) — ] dv
Js
+/w-grad5jf dv
b
and
OWegt = / ov®-t’da
ab
ow - tTch—/dW o’bdv. (3.6.3)
ab
(5wan da
ob

Here, t° = o° - n is the solid traction, t™ = 7 - n is the fluid viscous traction, and w,, = w,, - n is the
normal component of the relative fluid velocity on the boundary 0b, whose outward unit normal is
n. In practice, both o and t* should contribute negligibly to 617/, but they cannot be set exactly to
zero since we need some small elasticity to regularize the deforming mixture mesh.



78 CHAPTER 3. THE NONLINEAR FE METHOD

3.6.2 Time Integration

In the generalized a—method we evaluate displacements and velocities at the intermediate time
thta, = tn +ay (tn+1 — tn), Such that

XnJraf (1 af) Xn + annJrl
n+af (1 af)u +afun+1
Vita, = (L= ap) vy +apvy

Wn+af (]— af) Wn+afwn+1
n-l-af (1_af) Jf+af n+1

In particular, it follows that
aXf’H—a
Fra, = X L= —apF, +asF;
Inta; =detFy
Jrseraf = J1§+af n—l—aj Gra‘d Vn+af
Lo, =Gradvy - F;raf

In practice however, we get better numerical results when using

jo =i
ntay At
Fn+1 - F 1
L:rsl-‘raf = T Fn+af

Similarly, we evaluate velocity derivatives at the intermediate time t,,4+q,, = tn + am (th+1 — tn),
such that

Vitam = (1= am) Vi + amVy g
Witam = (1 - am) Wp + Wi i1

I o == am) Jf +amd!l,,

n+am

The parameters o and «,, are evaluated from a single parameter p., using

1 13— poo
= , == , 3.6.4
T T e M T 21+ p (3:6.4)
for first-order systems, or
1 2 - Poo
oaF = , Q= ) 3.6.5
! 1+ poo " 1+ poo ( )

for second-order systems, where 0 < po, < 1. This parameter is the spectral radius for an infinite
time step, which controls the amount of damping of high frequencies; a value of zero produces the
greatest amount of damping, anihilating the highest frequency in one step, whereas a value of one
preserves the highest frequency. Since the solid motion is governed by a second-order differential
equation in time, we adopt the formulas for second-order systems.
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To complete the integration scheme, we evaluate

1
B = 1 (14 am — ay)?
1
¥ = B + o, — oy
then
AtQ - S - S
n+1 - 11 + AtV + — [(1 - 25) Vi + QBVn—I—l]
Wil = Wy + At [( - '7) wy, + 'YV.VnJrl}
JTJ:+1 = Jr]zc + At [(1 -7) Jf: + ’YJrJ:Jrl]
Thus,

1 u’_ ,—u’ 1
] n+1 n s ]

— _ 1 —
Vil = Bag ( At V”) i ( 25)
. Wntl1 — Wp 1 . Wntar — Wn 1 .
i VAt < 7) r ayyAt (7 e

o qf f f
jf+1:M+ 1_1 Jﬂ: M_ 1_1 Jv{
" ~At ~ apyAt y

According to this method [43], the virtual work is evaluated using intermediate time step values, at
tn+a, for all parameters except v¥, w, and J7, which are evaluated at t,, ,, -

3.6.3 Discretization

The discretization of the internal work produces

Wing = _6vi - [ frdv+ 6w - [ £2dv+ 6] | £ dv (3.6.6)
- a b a b a a b a

Wit = Z&vj . /o-s - grad N, dv
- b

+Z§wa-/7-gradNadv—l—Z&wa-/Na (gradp—l—pfaf) dv
b

b

js
f if I _ 2
+25J /N [ J + grad J ) JS] dv
—&—ZéJg/w-gradNadv
a b

where
f! =0 grad N,

£’ =7-grad N, + N, (gradp—i—pfaf) (3.6.7)

J
7 =N, [Jf (Jf+grade )—ﬁ +w-grad N,
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We used the following interpolations:
oV = Nyov; Au=) NAu,
a b

grad dv°® = Z ov, @ grad N,  grad Au = Z Au, ® grad Ny
a b

divév® = Z ov, - grad N, div Au = Z Auy - grad N,

a b
ow = Z Naéwa Aw = Z NbAWb (368)
a b

grad dw = Z ow, @ grad N, grad Aw = Z Awy, ® grad Ny,
a b

505 = Ny J! AT =3 NAJT]
a b

grad8J/ = Z&]g grad N, grad AJ/ = ZAJIf grad Ny
a b

Note that the grad = a% operator should be evaluated using x;,q-
The solution of the nonlinear equation §WW = 0 is obtained by linearizing this relation as

§W + DSW [Au] + DSW [Aw] + DSW [Ajf} ~0, (3.6.9)

where the operator DSW [] represents the directional derivative of 6W at (u®,w, Jf) along an
increment Au of u®, Aw of w, or AJf of J/.

To linearize the virtual work, we need to express the integrals appearing in §W;,; and W,
over the material frame of the finite element solid domain. For notational convenience, we let
J=J%and F = F*. Thus,

/0'3 s grad ov® dv = / F-S°:Gradov®dV (3.6.10)
b B

where S* = J-F~!.o° . F~ T is the second Piola-Kirchhoff stress for the solid material. Similarly,

/r:gradawdv:/ - JF T GraddwdV . (3.6.11)
b B

Next,

/béw‘ (gradp+pfaf> dv

(8.6.12)
= / ow - (JF_T -Gradp + Jp! (W +v*) + p/ (Gradw + Grad v*) W) av
B

1 /. J 1 . .
f f I, _Z _ f f I, _
/baJ [Jf (J + grad J w> J] dv /B(SJ [Jf (JJ + Grad J W> J] dv (3.6.13)

/ w - grad 6J7 dv = / Grad6J/ - WV (3.6.14)
b B

where W = JF ! . w.
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Keep in mind that we are solving for the motions x;,  ; at ¢,,1. Therefore,

Du’ [Au] = ayAu

]
DF [Au] = af Grad Au
DJ [Au] = ayJ (div Au)
DJ[Au] = D (JF~T : Grad v*) [Au]

_ . s L . - T 15
=ayJ |:<leV + ﬁAt) (div Au) — (grad Au)” : L

Dv?® [Au] = %Au

Dw [Aw]| = arAw
D! [AJf] = apat!

Dp! [AJf] = —afﬁAJf

In general, o° (and thus, S?) is only a function of the solid strain, such as the right Cauchy-Green
tensor C = FT . F or the Green-Lagrange strain E = (C — 1) /2.

DE [Au] = % (Grad” Au-F + F” - Grad Au)

Therefore, following the standard approach in solid mechanics, the linearization of S¢ is

s s oS
DS?® = DS* [Au] = IE - DE [Au]
— /C": L (Grad” Au-F 4 F7 - Grad Au) (3.6.15)

= asC*: (FT@FT) : Ae

In general, T is a function of the fluid volume ratio .J/ and the rate of deformation of the
fluid, D/ = %(Lf + (Lf)T>. However, since v/ is not a degree of freedom, we need to let

D/ = D* + D%, where D¥ = 1 (Lw + (Lw)T) and D* =} (LS - (LS)T). Thus,

or
_ T f f f f
Dr=C": (DD [Aw]| + DD [Au]) + aJfDJ [AJ } (3.6.16)
where 9
T T
C" = D7 (3.6.17)

3.6.4 Linearization of [, F - S®: Gradov®dV

D (/ F - S%: Grad §v® dV) [Au]
B (3.6.18)
= /af (as : grad” Au - grad 6v® + grad 6v® : C* : AE) dv
b
where
c*=J ' (FgF):C*: (FTgF")
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Similarly,
D </ F.S°: Grad&vsdv> [Aw] =0
B

and
D (/ F.S*: Grad ov® dV) [Ajf} -0
B

The discretized version produces
/ozf (o-s : grad? Au - grad 6v® 4 grad 6v® : C* : As) dv
b

—Z&vZ-Z/KZ}fdv-Aub
a b b

where
K, = ayr((grad N, - 6® - grad Ny) I + (grad N, - C* - grad Ny))
K =0
kiy =0

3.6.5 Linearizationof [, 7 - JF7 : GradowdV
D </ - JF T Graddw dV> [Au]
B

= /af (1 :grad dw - AG + grad dw : C7 : M - grad Au) dv
b

D </ 7 JFT . Grad dw dV> [Au] = / D(r- JF_T) [Au] : Grad ow dV
B B

where we used
or

(¢ =97

Similarly,

D </ T JF T, Gradéde) [Aw] = /afgradéw : C7 : grad Aw dv
B b

D (/ - JF T Gradawdv> [AJf] = /OéfAJfT/J - grad dw dv
B b

where

The discretized version produces

/af (1 : grad ow - AG + grad dw : C7 : M - grad Au) dv
b

zzawa.Z/Kngudv.Aub
a b b

(8.6.19)

(3.6.20)

(3.6.21)
(3.6.22)
(3.6.23)

(3.6.24)

/ (DT [Au]- JF ! + 7D (JF 1) [Au)) : Grad dwdV
B

(3.6.25)

(3.6.26)
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where

K, = ay7 - (grad N, ® grad N, — grad N, ® grad N,) + (grad N, - C” - grad Np) - M (3.6.27)

/ozfgradéwch s grad Aw dv = Zéwa-Z/K%”dv-Awb
b - b

where
oy = aggrad Ng - C - grad Ny, (3.6.28)

/afAJfo] s grad 0w dv = Zéwa . Z/kgbjdvAJlf
b . b

where
k% = a;Nyr'; - grad N, (3.6.29)

3.6.6 Linearization of [, dw - JF~" . GradpdV

D ( / ow - JF~T . Gradp dv> [Au]
B

(3.6.30)
= /af5w -AGT . gradpdv
b
D (/ ow- JFT. GradpdV) [Aw] =0 (3.6.31)
B
D ( / sw - JF-T . Grad pdV> [Ajf}
B (3.6.32)
= [aspow- (A" (J) grad JF +p' (JT) grad AJT) dv
e (a0 (47) () grad 277)
The discretization of these terms produces
/aféw -AGT . gradpdv = Z(Swa : Z/K;"l}‘ dv - Auy,
b o o Jb
where
o = af Ny (gradp ® grad Ny, — grad N @ grad p) (3.6.33)

(3.6.34)

/b apow - (Apr” (Jf) grad J/ + ¢/ (Jf) grad AJf) dv = Z Swg - Xb: /b k% doAJ}

kY = afNg (Nbp" (Jf> grad J/ +p/ (Jf> grad Nb) (3.6.35)
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3.6.7 Linearization of [, dw - p/ [J (W + v*) + (Grad w 4 Grad v*) - W] dV/

/ ow - pf [J (W + v*) 4+ (Grad w 4 Grad v*) - W] dV/
B

D (/B ow - p! [J (W + v*) + (Grad w 4 Grad v¥) - W] dV) [Au]

_ arp! | (div Au) (W + v°) + —1 A A 3.6.36
/béw agp [(le u)(w—i—v)—i-ﬁAtgl"ad u- W+af5At2 u| dv ( )

+/(5w-afprf~AG~wdv
b

D </ sw - pl [T (W + %) + (Grad w + Grad v*) - W] dv> Aw]
[t [ (22 11) et S ] e
D </ sw - p! [J (W +v*) + (Grad w + Grad v*) - W] dV) [Ajf} -

/5W af AJTal dv

The discretized version is given by

/béw agp [(dlvAu)(w+v )+ﬁA grad Au - W+oszAt2Au] dv

+/5w-afprf-AG-wdv
b

:Z(Swa~ /K dv - Auy

where

K4 = ayN,p/ [af ® grad N}, — (grad Ny, - w) L/ + <5A (grad Ny - w) + afi./;ZtQNb) I]

(3.6.39)
/6W~afpf [( I+Lf>~Aw+gradAw~w] dv
b apyAt
—Z(swa Z/K dv - Awy
where
ww Qm,
YW = o p Nyp! [Nb <af'yAtI + Lf> + (grad N - w) I] (3.6.40)

/5w ozf—AJf fdv-Zéwa Z/k dvAJ]
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where

f
w P
kY = —afNaNbFaf (3.6.41)

3.6.8 Linearization of [, 5.J/ [% (ij + Grad J/ - W) — j] dv
/ / W)
/Baj [Jf (JJ + Grad J ) J} v
! / fow)
< /B 57 [ = (JJ + Grad J ) J] dV) [Au]

/ 5. L ; (DJ[Au] Jf + Grad Jf - DW [Au]) —DJ [Au]} %

!
5Jfa ——dlvv — —— | (divAu) + w - [(div Au) I — grad” Au .grad.] + (grad Auw)T : L°| dv
f BA Jf

D ( / 57! [1]0 (JJf + Grad J7 - W) - J} dV) [Au]
B
f
= / [(j leV — /BA) (le Au) 4+ w- AGT . grf?;j‘.fj + (grad Au)T : LS] d'U
b
(3.6.42)
1 . .
D < / 6J7 [f (JJf + Grad J7 - W) — J] dV) [Aw]
v (3.6.43)
— oy — . f
= /béj afJfAW grad J’ dv
6Jf (JJf + Grad J7 - W) = J| av ) [aJ7]
77 3.6.44)
I am 1 (i / / / 86
= b5J afﬁ affyAt ~ 37 (J +w- gradJ) AJ) +w-grad AJ' ) dv
The discretization of these terms produces
f
= Zang/kggdv-Aub
a b b
where
if f f
k({g‘ = ayN, [(jf divv® — m) grad Ny + (grad Ny ® gl“fT]de B gradeJ ® grad Nb> CW 4 (LS)T - grad Ny
(3.6.45)

/5Jfaf Aw - gradedv—ZéJfZ/k dv - Awy,
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where
. NoN,
kW = o - b grad J/ (3.6.46)
1 a 1 .
foe— (|2~ (jf . f f . f
/béj a7 (Lmﬁt = (J +w-gradJ )} AJ! 4 w-grad AJ ) dv
=> 0y / k) dvAg]
a b b
where
le;] = 04fNai Ny _om 1 (Jf +Ww- grade> + w - grad N, (3.6.47)
@ JI apyAt - Jf

3.6.9 Linearization of — [, GraddJ/ - W dV

—/ GraddJ! - WdVv
B

D( / GradéJf-WdV> [Au] = / arw - AGT - grad 677 dv (3.6.48)
B b

D < / GradéJ/ - W dV) [Au]
B
= / Grad6.J/ - DW [Aw] dV
B

:/ awa-gradédev
B

D (/ GradéJ7 - WdV) [Aw] :/ apAw - grad 677 dv (3.6.49)
B B

D </B Gradajf-de> [Ajf} -0 (3.6.50)

The discretization of these terms produces
/afw -AGT - grad6J/ dv = Zaij/kgb“ dv - Au,
b a b v

where

k% = ay (grad N ® grad N, — grad N, ® grad N;) - w (8.6.51)

/ afAw - grad 677 dv = Z&JJZ/kgé” dv - Awy,
B " L)

where

k) = oy Ny grad N, (3.6.52)

k2 =0 (3.6.53)
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3.6.10 Body force term [, ow - p/bdv

The body force term may be discretized as

/5w-pfbdv:Z(5wa~/Napfbdv
b - b

To linearizes this expression, we first evaluate it in the material domain,

/5w-pfbdv:/ ow - pf JbdV
b B

Now,
D(/ (5w-prde> [Au] :/afpf (div Au) 6w - bdv (3.6.54)
B b
D (/ ow - pl Jb dV) [Aw] =0 (3.6.55)
B

f
D </ sw - pl Jb dV> [Ajf} - —/AJfafpcSw-bdv (3.6.56)

B b JI

The discrete forms of these expressions are given by

/bafpf (div Au) ow - bdv :Zdwa-Z/bK%‘dw-Aub
a b

where
wi = app! Nob @ grad Ny, (3.6.57)
(3.6.58)
f
—/AJfo‘ﬁaw bdv=> dw,- Z/k@:deuAJg‘
b o PR
where
wJ pf
ki = —ayNaNy b (3.6.59)

3.6.11 Fluid traction acting on solid interface

At a fluid-solid interface T, the fluid traction t/ = &/ - n acts on the solid surface, t* = —t/, where
n is the outward normal to the fluid surface. The resulting virtual work on the solid domain is

5G:/5V5-tfl+afda:/—5v8-0'f-nda:/ —ov® ol - (g1 x g2) dntdn?
r r r

n

The linearization of this work is given by

D6G [Au] = /

A A
N —oviay [(C” : M - grad Au) - (g1 x g2) + ol <aanll X g2 + g1 X %n;ﬂ dntdn?
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where
0x

ga:aina

are covariant basis vectors on I". Similarly,

DG [Aw] = / —0v* - ap[(CY : grad Aw) - (g1 x g2)] dn'dn?
Iy

d
" DéG [AJf} :/ A6V oy [(—p’ (Jf) +Tf,) (g1 x gg)] dndi?
ry

The discretized form of these equations is

5G = o5 / £, dn'dn?
a I

where
f, = —Noo/ - (g1 x g2) (3.6.60)
DG [Au] =D ovi- Y / K% dn'dn? - Auy
a b Iy
where
0N, ON|
o= —afN, ([(g1 X g9)-CY-grad Ny - M + o/ - A{0772bg1 - 8771bg2}) (3.6.61)
and
DG [Aw] =) ovi- > / K% dn'dn? - Aw,
a b n
where
ay = —a Ny (g1 X g2)-C” - grad Ny (3.6.62)
DoG [Ajf} =Y ove- Y / K% dn'di® AJ/
a b FW
where
Kiil = —ayNay (=0 () +7) - (&1 x &2) (3.6.63)
3.6.12 Special Boundary Conditions
3.6.12.1 Backflow Stabilization
Let the normal component of the viscous traction be given by
2
- {f@’”“’n wn <0 (3.6.64)
0 wp, > 0
Then, the contribution of this traction to the virtual external work §W,,; is
0G = dw-tinda. (3.6.65)

o0
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The linearization of G along an increment Aw in the relative velocity is given by

Dé6G [Aw] = / ow - oK, - Awda, (3.6.66)
El9)
where
2 rWn n
an{ﬁpw (n®n) v <0 (3.6.67)
0 v, >0
Similarly,
0Au 0Au
DG [Au] = ow - asth — - — | dn'dn?
G [Au] o, w afn<glx oz 8 8771) ' dn
The discretized form of 4G is
3G =Y dwa- [ g, [ = Nt (1 < g)]. (3.6.68)
a oy,
whereas the discretized form of DJG [Av] is
DSG[AV] =) dwa- > / K% dntdn® - Au + / K%Y dntdn? - Awy | | (3.6.69)
- b o, o,
with
ab. = aNa Ny |g1 x g2| Ky |, (3.6.70)
and
o _ . [ON, ON,
K, = OszatnA{ng — 6771g2} (3.6.71)
3.6.12.2 Tangential Stabilization
The tangential traction given by
t{ = —Bpr |Wi| we. (3.6.72)

This form shows that t] opposes tangential flow. The external virtual work for this traction is

0G = ow - t] da . (3.6.73)
o0

Its linearization along an increment Aw is

DéG [Aw] = ow - oK - Awda, (3.6.74)
a0
where it can be shown that
K, = —Bp, |wi| <I—n®n~|—wt®wt) . (3.6.75)
[we| |y
Similarly,
0A Au
Au] = Sw - o (7 == dntdn?
DéG [Au] o0, w-ag(tf ®n) (5771 g2 + g1 X 8772)
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The discretized form of 6G is

6G = 6v,- / f7dntdn®, |f7 = Nut] |g1 x gof \ (3.6.76)
a oQ
The discretized form of DJG [Av] is
DSGAV] = dwa- > (K4 - Auy + K5 - Awy) dntdn?, (3.6.77)
a b 897}
where
K’ = arNoNy g1 x g2| Ky |, (3.6.78)
and
wu . ON, ONy
Koy =apNg (6 ®@n) - A{anz& - 8nlg2} (3.6.79)

3.7 Newton-Raphson Method

The Newton-Raphson method (also known as “Newton’s method”, “Full Newton method” or “the
Newton method”) is the basis for solving the nonlinear finite element equations. This section
will describe the Full Newfon method and the Broyden-Fletcher-Goldfarb-Shanno (BFGS) method
[56]. The latter variation is actually a quasi-Newton method. It is important since it provides several
advantages over the full Newton method and it is this method that is implemented in FEBio [56].

3.7.1 Full Newton Method

The Newton-Raphson equation (3.1.3) can be written in terms of the discretized equilibrium equa-
tions that were derived in the previous section as follows:

vl K-u=—-évl -R. (3.7.1)

Since the virtual velocities jvare arbitrary, a discretized Newton-Raphson scheme can be formu-
lated as follows:

K (xp) u=—-R(x}); Xpp1 =% +u. (3.7.2)

This is the basis of the Newton-Raphson method. For each iteration k, both the stiffness matrix
and the residual vector are re-evaluated and a displacement increment u is calculated by pre-
multiplying both sides of the above equation by K—'. This procedure is repeated until some
convergence criteria are satisfied.

The formation of the stiffness matrix and, especially, calculation of its inverse, are computation-
ally expensive. Quasi-Newton methods do not require the reevaluation of the stiffness matrix for
every iteration. Instead, a quick update is calculated. One particular method that has been quite
successful in the field of computational solid mechanics is the BFGS method, which is described
in the next section.
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3.7.2 BFGS Method

The BFGS method updates the stiffness matrix (or rather its inverse) to provide an approximation
to the exact matrix. A displacement increment is defined as

di, = xp, — Xp_1, (3.7.3)
and an increment in the residual is defined as
Gy, =Ry 1 —Rg. (8.7.4)
The updated matrix K; should satisfy the quasi-Newton equation:
Kid; = Gy . (8.7.5)
In order to calculate this update, as displacement increment is first calculated:
u=K; ' Ry_. (3.7.6)

This displacement vector defines a “direction” for the actual displacement increment. A line search
(see next section) can now be applied to determine the optimal displacement increment:

Xp = Xp—1 + su, (3.7.7)

where sis determined from the line search. With the updated position calculated, R,can be eval-
uated. Also, using equations (3.7.3) and (3.7.4), d; and G, can be evaluted. The stiffness update
can now be expressed as

K.'=A[K. ' Ay, (3.7.8)
where the matrix A is an n x n matrix of the simple form:
A =1+vwi. (3.7.9)
The vectors v and w are given by
dgGk >1/2
Vi =\ "7 Kk_ dk - Gk, (3710)
<d£Kk—1dk !
d;,
Wi = ——. (3.7.11)
b dTGy

The vector K;_1d;, is equal to sRy_1 and has already been calculated.
To avoid numerically dangerous updates, the condition number ¢ of the updating matrix A is

calculated: 12
T
c= (de’f> . (3.7.12)
d7Kj,_1dy
The update is not performed when this number exceeds a preset tolerance.
Considering the actual computations involved, it should be noted that using the matrix updates
defined above, the calculation of the search direction in (3.7.6) can be rewritten as,

u= (1 + Wk_lvg_l) . (1 + le{) Kal (1 + vlw{) e (1 + vk_lwg_l) R;_1. (3.7.13)

Hence, the search direction can be computed without explicitly calculating the updated matrices
or performing any additional costly matrix factorizations as required in the full Newton-Raphson
method.



92 CHAPTER 3. THE NONLINEAR FE METHOD

3.7.3 Line Search Method

A powerful technique often used to improve the convergence rate of Newton based methods is the
line search method. In this method, the direction of the displacement vector u is considered as
optimal, but the magnitude is controlled by a parameter s:

Xp+1 = Xg + su. (3.7.14)

The value of sis usually chosen so that the total potential energy W (s) = W (xx + su)at the end
of the iteration is minimized in the direction of u. This is equivalent to the requirement that the
residual force R (xj + su)at the end of the iteration is orthogonal to u:

R(s) =u'R(x; +su) =0. (3.7.15)
However, in practice it is sufficient to obtain a value of ssuch that,
R (s)] < p[R(0)], (3.7.16)

where typically a value of p = 0.9 is used. Under normal conditions the value s = 1 automatically
satisfies equation (3.7.16) and therefore few extra operations are involved. However, when this is
not the case, a more suitable value for sneeds to be obtained. For this reason it is convenient to
approximate R (s)as a quadratic in s:

R(s)~(1—-s)R(0)+R(1)s*=0, (3.7.17)
which yields a value for sas
_r ™\? _ R(0)
S_ii (5) r, T_R(l)' (3.7.18)

If » < 0, the square root is positive and a first improved value for sis obtained:

slzgﬂ/(gf—r. (3.7.19)

If » > 0 the scan be obtained by using the value that minimizes the quadratic function, that is,
s1 = r/2. This procedure is now repeated with R (1) replaced by R (s1) until equation (3.7.16) is
satisfied.

3.8 Generalized «—Method

The generalized a«—method is used for temporal discretization of governing equations in fluid me-
chanics. For this method we combine the degrees of freedom into Y, = {v,J},, where the
subscript n denotes time ¢,; similarly, we let Y,, = {2¥ 2/} . According to this method [43], the

virtual work is evaluated at éW (YnJram,Ynmf), where t,1o = t, + At and At = t, 11 — ty.

Here,

Yota; =apYup + (1o Ya (3.8.1)
Yontam = mYni1 + (1 - am) Y,
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The parameters o and «,, are evaluated from a single parameter p,, using

B 1 N _13-px
Sl " 214 peo ]

ay (3.8.2)

where 0 < p, < 1. This parameter is the spectral radius for an infinite time step, which controls
the amount of damping of high frequencies; a value of zero produces the greatest amount of
damping, anihilating the highest frequency in one step, whereas a value of one preserves the
highest frequency.

The linearization of W (Yn+am,Yn+af> reported in Section 3.5.2 is effectively performed

along an increment AY of Y,,,1 so that the solution to /W = 0 produces Y,.1. Based on
Newmark integration, we have

Yol = Y”LA;Y” - (1 - 1) Y,. (3.8.3)
Y Y

where, according to the generalized «—method,

1
'7:§+04m_04f- (3.8.4)

Therefore, in this scheme, Y, is evaluated from

. Qm, . f m,
Yoia, =(1——"2)Y,+-> (Yota, = Yn), &=-—"1. 3.8.5
o= (122 Yot (Yo, = Vi) 6= 22 (385
Using (3.8.1) and (3.8.5), we find that
DY 1o, [AY] = a;AY
. o AY (3.8.6)
Given the solution (Yn+am,Yn+af>, the solution at ¢,,,1 is evaluated from
Yn af Yn
Yn+1 — Yn + — * Ci 9
< ! 5 (3.8.7)
Yn+1 _ Yn + 'rL—}—ch,;, - n .

Four different options are presented in [43] for initializing Y .1 and Y,,.; at the beginning of time
step t,,+1; the first three of these have been implemented in FEBio. For steady flows these authors
recommend disregarding p, and setting ay = o,,, = v = 1 to recover the backward Euler scheme.
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Chapter 4

Element Library

FEBio provides several element types for finite element discretization. This chapter describes
these elements in more detail.

4.1 Solid Elements

The 3D solid elements available in FEBio are isoparametric elements. All of the solid elements
are formulated in a global Cartesian coordinate system. For all these elements, a local coordinate
system (so-called isoparametric coordinates) is defined as well. The global position vector x can
be written as a function of the isoparametric coordinates in the following sense:

n

x (1, s,t) :ZNZ' (r,s,t) x;. (4.1.1)

i=1

Here, n is the number of nodes, r, s and t are the isoparametric coordinates, N; are the element
shape functions and x; are the spatial coordinates of the element nodes. The same parametric
interpolation is used for the interpolation of other scalar and vector quantities.

All elements in FEBIo are integrated numerically. This implies that integrals over the volume of
the element v are approximated by a sum:

m

JECEE i/ £ (£) ()0 = 37 f (x3) Jow;. @.1.2)

i=1

Here, O is the biunit cube, m is the number of integration points, r;are the location of the integration
points in isoparametric coordinates, .J is the Jacobian of the transformation x = x (r, s,t), and w;
is a weight associated with the integration point. The integration is performed over the element’s
volume in the natural coordinate system.

Most fully integrated solid elements are unsuitable for the analysis of (nearly-) incompressible
material behavior. To deal with this type of deformation, a three-field element implementation is
available in FEBio [71].

4.1.1 Hexahedral Elements

FEBio implements an 8-node trilinear hexahedral element. This element is also known as a brick
element. The shape functions for these elements are defined in function of the isoparametric

95
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coordinates r, s and ¢, and are given below.

Ny =
Ny =
N3 =
Ny =
N; =
Ng =
N7 =

Ng =

Q0| — 00| = 00| — CO| — CO| — CO| = CO| = 0o =

CHAPTER 4. ELEMENT LIBRARY

1—r)(1—s)(1—1t)
(1+7)(1—s)(1—1)
(L47)(1+5)(1—1)
(1—r)(1+5)(1—1)
(1=r)(1—s)(1+1)
(1+7)(1—s)(1+1)
(1+7)(1+5)(1+1)

(1-=r)(1+s)(1+1)

The following integration rule is implemented for this element type.

8-point Gauss rule

r S t w
-0.577350269 | -0.577350269 | -0.577350269 | 1
0.577350269 | -0.577350269 | -0.577350269 | 1
0.577350269 | 0.577350269 | -0.577350269 | 1
-0.577350269 | 0.577350269 | -0.577350269 | 1
-0.577350269 | -0.577350269 | 0.577350269 | 1
0.577350269 | -0.577350269 | 0.577350269 | 1
0.577350269 | 0.577350269 | 0.577350269 | 1
-0.577350269 | 0.577350269 | 0.577350269 | 1

4.1.2 Pentahedral Elements

(4.1.3)

Pentahedral elements (also knows as “wedge” elements) consist of six nodes and five faces. Their
shape functions are defined in function of the isoparametric coordinates r, s and ¢ and are given
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as follows.

1
N1:§(1—7”—8)(1—t)
1
NQZET(l—t)
Ny = Ss(1—1)
3= 58
1 :
N4:§(1—T—S)(1+t)
1
N5:§T(1+t)
1
N6:§8(1+t>

The following integration rule is implemented for this element type.

6-point Gauss rule

r

S

t

w

0.166666667

0.166666667

-0.577350269

0.166666667

0.666666667

0.166666667

-0.577350269

0.166666667

0.166666667

0.666666667

-0.577350269

0.166666667

0.166666667

0.166666667

0.577350269

0.166666667

0.666666667

0.166666667

0.577350269

0.166666667

0.166666667

0.666666667

0.577350269

0.166666667

4.1.3 Tetrahedral Elements

Linear 4-node tetrahedral elements are also available in FEBio. Their shape functions are defined
in function of the isoparametric coordinates r, s and t.

Ni=1—-r—s5—-1

N2 =T

41.5
Ny — s (4.1.5)

The following integration rules are implemented for this element type.

1-point Gauss rule
r s t w
0.25 | 0.25 | 0.25 | 0.166666667

4-point Gauss rule
r ] t
0.13819660 | 0.13819660 | 0.13819660
0.58541020 | 0.13819660 | 0.13819660
0.13819660 | 0.58541020 | 0.13819660
0.13819660 | 0.13819660 | 0.58541020

w

0.041666667
0.041666667
0.041666667
0.041666667
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6
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J
2
1
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Different solid element types that are available in FEBio

4.1.4 AQuadratic Tetrahedral Elements

FEBio implements a 10-node quadratic tetrahedral element. It has four corner nodes and six
nodes located at the midpoint of the edges. The shape functions in terms area coordinates are
given below. The area coordinates relate to the isoparametric coordinates as follows.

t1=1-r—s—t

to =
2= . (4.1.6)
t3:8
ty =t

The shape functions follow.
Hi=t;(2t; —1),i=1---4

Hs = 4t1t5

Hg = 4tot3

Hy = 43t . (4.1.7)
Hg = 41ty

Hg = 4ioty

Hyo = 4t3ty

The following integration rules are implemented for this element type.

4-point Gauss rule
r |'s |t | w
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0.58541020 | 0.13819660 | 0.13819660 | 0.041666667
0.13819660 | 0.58541020 | 0.13819660 | 0.041666667
0.13819660 | 0.13819660 | 0.58541020 | 0.041666667
0.13819660 | 0.13819660 | 0.13819660 | 0.041666667
8-point Gauss rule
r s t w
0.01583591 | 0.328054697 | 0.328054697 | 0.023087995
0.328054697 | 0.01583591 | 0.328054697 | 0.023087995
0.328054697 | 0.328054697 | 0.01583591 | 0.023087995
0.328054697 | 0.328054697 | 0.328054697 | 0.023087995
0.679143178 | 0.106952274 | 0.106952274 | 0.018578672

0.106952274

0.679143178

0.106952274

0.018578672

0.106952274

0.106952274

0.679143178

0.018578672

0.106952274

0.106952274

0.106952274

0.018578672

99

11-point Gauss-Lobatto rule

r s t w

0 0 0 0.002777778
1 0 0 0.002777778
0 1 0 0.002777778
0 0 1 0.002777778
05 |0 0 0.011111111
05 |05 |0 0.011111111
0 05 |0 0.011111111
0 0 0.5 | 0.011111111
05 |0 0.5 | 0.011111111
0 05 (05 |0.011111111
0.25 | 0.25 | 0.25 | 0.088888889

FEBio also implements a 15-node quadratic tetrahedral element.
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Quadratic tetrahedral elements available in FEBio. Left, a 10-node quadratic tet. Right, a
15-node quadratic tet.

The following integration rules are implemented for this element type.

8-point Gauss rule’

r

S

t

w

0.0158359099

0.3280546970

0.3280546970

0.138527967

0.3280546970

0.0158359099

0.3280546970

0.138527967

0.3280546970

0.3280546970

0.0158359099

0.138527967

0.3280546970

0.3280546970

0.3280546970

0.138527967

0.6791431780

0.1069522740

0.1069522740

0.111472033

0.1069522740

0.6791431780

0.1069522740

0.111472033

0.1069522740

0.1069522740

0.6791431780

0.111472033

0.1069522740

0.1069522740

0.1069522740

0.111472033

11-point Gauss rule

r

S

t

w

0.25

0.25

0.25

-0.01315555556

0.071428571428571

0.071428571428571

0.071428571428571

0.007622222222

0.785714285714286

0.071428571428571

0.071428571428571

0.007622222222

0.071428571428571

0.785714285714286

0.071428571428571

0.007622222222

0.071428571428571

0.071428571428571

0.785714285714286

0.007622222222

0.399403576166799

0.100596423833201

0.100596423833201

0.024888888889

0.100596423833201

0.399403576166799

0.100596423833201

0.024888888889

0.100596423833201

0.100596423833201

0.399403576166799

0.024888888889

0.399403576166799

0.399403576166799

0.100596423833201

0.024888888889

0.399403576166799

0.100596423833201

0.399403576166799

0.024888888889

0.100596423833201

0.399403576166799

0.399403576166799

0.024888888889

"Note that weights sum up to one and not to the volume of the tet in the natural coordinate system (i.e. 1/6).
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15-point Gauss rule

r

S

t

w

0.25

0.25

0.25

0.030283678097089

0.333333333333333

0.333333333333333

0.333333333333333

0.006026785714286

0.000000000000000

0.333333333333333

0.333333333333333

0.006026785714286

0.333333333333333

0.000000000000000

0.333333333333333

0.006026785714286

0.333333333333333

0.333333333333333

0.000000000000000

0.006026785714286

0.090909090909091

0.090909090909091

0.090909090909091

0.011645249086029

0.727272727272727

0.090909090909091

0.090909090909091

0.011645249086029

0.090909090909091

0.727272727272727

0.090909090909091

0.011645249086029

0.090909090909091

0.090909090909091

0.727272727272727

0.011645249086029

0.433449846426336

0.066550153573664

0.066550153573664

0.010949141561386

0.066550153573664

0.433449846426336

0.066550153573664

0.010949141561386

0.066550153573664

0.066550153573664

0.433449846426336

0.010949141561386

0.066550153573664

0.433449846426336

0.433449846426336

0.010949141561386

0.433449846426336

0.066550153573664

0.433449846426336

0.010949141561386

0.433449846426336

0.433449846426336

0.066550153573664

0.010949141561386

4.2 Shell Elements

Historically, shells have been formulated using two different approaches [40]. The difference be-
tween these approaches lies in the way the rotational degrees of freedom are defined. In the first
approach, the rotational degrees of freedom are defined as angles. In addition, the plane stress
condition needs to be enforced to take thickness variations into account. This approach is very
useful for infinitesimal strains, but becomes very difficult to pursue in finite deformation due to
the fact that finite rotations do not commute. Another disadvantage of this approach is that it re-
quires a modification to the material formulation to enforce the plane stress condition. For complex
materials this modification is very difficult or even impossible to obtain.

The alternative approach is to use an extensible director to describe the rotational degrees of
freedom. With this approach it is not necessary to enforce the plane-stress condition and the full
3D constitutive relations can be employed. This approach is adapted in FEBio as described here.

The shell formulation implemented in FEBio is still a work in progress. The goal is to implement
an extensible director formulation with strain enhancements to deal with the well-known locking
effect in incompressible and bending problems [20]. With the current state of the implementation,
it is advised to use quadratic elements in such problems.

Starting with FEBIio 2.6, two shell formulations have become available: The original formula-
tion, where nodes are located at the mid-surface through the thickness of the shell, and a new
formulation where nodes are located on the front face of the shell. The original formulation uses
nodal displacements and directors as degrees of freedom; the new formulation uses front and
back face nodal displacements. The new formulation is designed to properly accommodate shells
attached to the surface of a solid element, or shells sandwiched between two solid elements, with
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minimal alterations to the rest of the code. The original formulation does not strictly enforce conti-
nuity of all the relevant degrees of freedom in those situations. However, this original formulation
is maintained in the code for backward compatibility.

Most of the shell elements available in FEBio use a compatible strain formulation, where the
calculation of strain components is based only on nodal displacements, similar to hexahedral or
pentrahedral elements. Users should be aware that this compatible strain formulation is very
susceptible to element locking when the shell thickness is much smaller than the shell size (e.g.,
when the aspect ratio is less than 0.01). Therefore, these shell formulations should be used with
caution, keeping in mind this important constraint. Conversely, these shell elements perform very
well when they are attached to solid elements (e.g., skin over muscle), or sandwiched between
shell elements (e.g., cell membrane separating cytoplasm from extra-cellular matrix).

The element-locking limitation of compatible strain shell formulations has motivated the devel-
opment of specialized shell formulations that attempt to overcome locking. The FE literature on
this subject is rather extensive and we refer the reader to the excellent review chapter by Bischoff
et al. [23] on this topic. Methods for overcoming locking include the assumed natural strain (ANS)
formulation for transverse shear strains [53, 17] and transverse normal strains [21, 22]. The ANS
formulation may be supplemented with the enhanced assumed strain (EAS) method [73] and ex-
tended to large deformations [46, 81, 69]. FEBio includes the ANS (g4ans) and EAS (g4eas)
quadrilateral shell element formulations of Vu-Quoc and Tan [81], using a seven-parameter EAS
interpolation, which is otherwise substantially similar to the five-parameter interpolation presented
in an earlier study by Klinkel et al. [46]. These shell elements are not suitable for attachment
to a solid element, nor sandwiching between two solid elements. Since they don’t experience
element locking, they should be loaded more slowly than compatible strain shell elements. The
formulations presented below are for the compatible strain shell elements.

4.2.1 Shell with mid-surface nodal displacements

We create a shell formulation by reducing a solid element interpolation which is linear along the
parametric coordinate £3. We start with the general interpolation for a solid element,

x (&) =Y Na (&) Xa, (4.2.1)
a=1

where i = 1,2, 3 and n is the number of nodes, and specialize it to the case of a shell as

8 M, (&)

1<as<m
N, (&) = , 4.2.2
(&) {gq%gﬁ DD (4.22)

where a = 1,2, m = n/2 is the number of shell element nodes, and M, (¢,) are the interpolation
functions within the mid-shell surface. The description of the mid-shell surface is thus given by

%(6a) =D Na(61,62,0)%xa = > My (€)%, (4.2.3)
a=1 b=1
where .
Xy = 5 (X + Xp4m) (4.2.4)

2
are the nodal positions for the mid-shell surface.
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Example of shell elements with four mid-surface nodal positions %; and directors d,
(b =1-4), reduced from a solid element.

We also define the director across the shell surface as

d(&) =x(&.6.1) —x(&,&,-1) = >_ My (&) dy, (4.2.5)
b=1
where
dy =Xprm — X, b=1—m (4.2.6)

are the nodal directors. Note that the magnitude of the nodal director represents the shell thick-
ness, h (&,) = ||d (£)|| and the shell thicknesses at the nodes are h;, = ||d;||. With these definitions
we find that the interpolation across the parametric space of the shell element is

X(6) =R (6) + 560 (6) = > My (6) (R + 56k ) “27)
b=1

From this relation we can obtain the covariant basis vectors as

0 L OM, 1
8a (&) = 8;, = Z 85; <§cb + 2§3db)
: (4.2.8)

(z— ZMbga

from which we may evaluate the contravariant basis vectors g’ using the identity g; - g’/ = 5f . Then,
the gradients of the shape functions are given by

oM, .
€. ©

It follows from (4.2.7) that the virtual displacement is

1 1
grad My = , grad (2§3Mb> =3 (53 grad My, + Mbg3) . (4.2.9)

su(&) =Y M, () (611@ - ;§35da> : (4.2.10)

a=1

and the incremental displacement is

(€)= 3 M (6) (At + 56aAd,) @2.11)

b=1
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In FEBio, for historical reasons, the nodal director d; is currently called rotation. This is a
misnomer and users should treat this rotation as the vector d, whose components have units of
length. Thus, fixing or prescribing rotation components in the input file effectively places these
constraints on the components of the nodal director; similarly, requesting rotation in the output
files will produce the components of the director.

When this type of shell is connected face-to-face with a solid element, the nodes located at
%X, automatically share their displacement degrees of freedom w, with the corresponding nodes
from the face of the solid element. However, no continuity is enforced between the directors d,
and the solid element deformation. One consequence of this condition is that a shell sandwiched
between two solid elements will not detect out-of-plane shear and normal stresses transmitted
by the solid element(s). Another consequence is that bending of the solid element(s) will not
produce a bending moment in the shell. Therefore, these shell elements are best used as shell-
only structures.

4.2.1.1 Elastic Shell

For an elastic shell, the internal virtual work becomes

iﬁt:/a;gradaudv:Z[ 5, dd, |- [ f:;l ] , (4.2.12)
Oe a=1 a
where
1
f! = /0' - grad M, dwv, fj = /0' - grad <2£3Ma> dv. (4.2.13)
Qe Qe

The linearization of the internal virtual work is

D (§W

int

) [Au] = [ tr (grad Au- o - grad” du) dv
Qe

+ f graddu: C : gradT Audv (4.2.14)

Qc
The first of these integrals may be discretized as
mom Kuv  Kud Aty
tr (grad Au - o - grad” du) dv = i, dd, { ab ~~ab ] { ] ., (4.2.15)
i p=2 2 Lo b g adh || aay

where
w = / (grad M, - o - grad Mp) Idv
Qe

1
Kzg = / <grad M, - o - grad <2§3Mb>> Idv
Qe
1
Kg}j = / (grad <2§3Ma> -o - grad Mb> Idv
Qe

1 1
K = / <grad (QggMa) .o - grad (2§3Mb)> Idv
Qe

(4.2.16)
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The second integral in (4.2.14) becomes

mom U ud A
[saddu: ¢ grad” duav=3">" (o0, o] | i g || Ay ] @2
Qe a=1 b=1 a a

where
o= /gradMa‘C-gradedv
Qe
1
K = /grad M, - C - grad <2£3Mb) dv
v 1 . (4.2.18)
Kab - /grad <2§3Ma> -C- grad My dv
Qe

1 1
Kab = /grad <2§3Ma) -C - grad <2§3Mb> dv
Qe

Similar expressions may be derived for the external work and inertia forces.

In FEBio a 3-point Gaussian quadrature rule is used for the through-the-thickness integration.
FEBio currently supports four- and eight-node quadrilateral and three- and six-node triangular
shell elements.

4.2.1.2 Quadrilateral shells

For four-node quadrilateral shells, the shape functions are given by

M, % (1-7r)(1—y¢)
1
Mo =1 (1+7)(1—y9)
1 : (4.2.19)
M; =1 (14+7r)(1+s)
My= (1 -r)(1+s)
For eight-node quadrilateral shells the shape functions are
1 1 1 )
M, = Z(l—fr)(l—s)—§(Mg+M5) M5:§(1—7“ ) (1—s)
1 1 1
My = Z(1+T)(1—3)—§(M5+M6) M6—§(1—82)(1—|—r)
1 1 1 (4.2.20)
My =2 (147) (1+5) = 5 (Mg + Mr7) Mz = 5(1—7«2) (1+s)
1 1 1
My =7 (1=r)(L+s) =5 (M + Mg) M= 5(1—52) (1—7)
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4.2.1.3 Triangular shells

For three-node triangular shell elements, the shape functions are given by

Mi=1—r—s
My =17 ) (4.2.21)
MgZS

For six-node triangular shell elements they are

Ml =T (27“1 — 1) M4 = 47“17“2
My =19 (2rg — 1) M5 = 4rors

(4.2.22)
Ms =13 (2rs —1) Mg =4rzr
rm=1—-r—s ro=r rg =35
7
4 3 4 . 3
8e ¢ 6
1 2 1 * 2
5
3 3
6 5
1¢ *) 1 2
4

Different shell elements available in FEBio.

4.2.2 Shells with front and back face nodal displacements

We create a shell formulation by reducing a 3D element interpolation which is linear along &s. The
nodal positions at the back of the shell ({3 = —1) are denoted by y, and those on the front of the
shell ({3 = +1) are denoted by x,, thus

x(&) =Y M, (£,&) (1 8+ 1 5?’ya> =Y M, (&1,6) (xa _i= 63da> (4.2.23)

2 2 2

The vector from y, to x, is the director, d,,

da:Xa_ya
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From this relation we can get the shell covariant basis vectors,

_0x  \~OM, (14& 1-& \ _~OMa (. 1-&
8o (51)_£_Z aéa ( 9 Xq + 9 Ya> —Za: aéa <Xa 9 da)

g3 (&) = g; =y %Ma (61,8) (Xa = ya) =Y %Ma (&1,&) da

(4.2.24)

a a

from which we may evaluate the contravariant basis vectors g’. Let the front-face and back-face
displacements be denoted by u and w, respectively. It follows that x, = X,+u, andy, = Y,+w,,
where X, represents the shell nodal positions in the reference configuration, provided as nodal
coordinates in the input file, and Y, = X, — D, is evaluated from the user-defined referential
shell thickness, and the surface surface normals evaluated at each node. If the shell surface is not
planar in the reference configuration, users must be careful to select shell thicknesses that don’t
produce inverted elements (negative Jacobians) as a result of this extrapolation.

front face X,
X4 £ 52 1\3 ) )
' S ,‘jy3 2
y,© o
O ¥
Y

Example of shell element with front-face nodal positions x;, and back-face nodal positions
vy (b =1—4), reduced from a solid element.

It follows that the virtual displacement is

Su(6) =3 Mo (1 P, 1S 5wa> , (4.2.25)

and the incremental displacement is

1+ 1-—
Au (&) = Zb:Mb< 2§3Aub + 253 Awb> : (4.2.26)
so that
1—
grad du = Z du, ® grad (1 &3 Ma> + 0w, ® grad < 263 Ma) , (4.2.27)
and
1—
grad Au = Z Auy ® grad (1 & Mb> + Awy, ® grad ( 5 & Mb> (4.2.28)
b
Note that oM
grad M, = —g® (4.2.29)

3£ag )
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so that .

grad ( —;&)’M> =3 ((1 + &3) grad My, + Mbg3) (4.2.30)
and

grad (1 _253 Mb> = % ((1 —&3) grad My — Mbg?’) (4.2.31)

To evaluate the deformation gradient in this shell element, we use

F = Gradx = Zub@)(}rad (1 Jr&)’Mb> + wp ® grad <1 &)’Mb)
. 2 2

For this formulation, when a shell element is connected face-to-face with a solid element,
the nodal displacements of the solid element face are set to coincide with the back-face nodal
displacements w;, of the shell. When a user prescribes displacement components on that shared
face, they apply to the front-face displacements u,. Similarly, prescribed pressures and contact
pressures act on the shell front face.

When a shell element is sandwiched between two solid elements, the nodal displacements
of the solid element facing the shell back face are set to coincide with the shell back-face nodal
displacements w;, whereas the nodal displacements of the solid element facing the shell front face
are set to coincide with the shell front-face nodal displacements u,. If the shell thickness exceeds
the thickness of the solid element connected to its back face, results become unpredictable.

4.2.2.1 Elastic Shell

For an elastic solid, the internal virtual work is

Wit = /a’ : grad du dv

fu (4.2.32)
=3[ bu, 6wa}{ g,]
a fa
where
£ :/a.grad (14;531\4,1) dv
v e . (4.2.33)
f;u_/a.grad< 5 3Ma> dv
For the external work of body forces,
Wt = /5u - pbdv
m , (4.2.34)
= dug- £ + owy - £
a=1
where 1
£ —/ —;&’Mapbdv
v (4.2.35)

. .
£ = / 2£3Mapbdv
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The linearization of the internal virtual work is

So

D (6Wint) [Au] = /tr (grad Au- o - grad? du) dv

(2

+ /grad du: C: grad” Audv

.

)

1-¢3
2

T _ ab ab b
/vtr (gradAu.o-.grad 6u) dv = Zg[ ou, Ow, ] [ Ko K ] [ Aw,
where
u / (grad (1 §§3Ma> ‘o - grad <1 Z&’Mb)) Tdv
1 —
Z’i”z/(grad(l_‘_&)’Ma)-U-grad< §3Mb>>1dv
. 2 2
_ 1 ’
;”#:/<grad<1 2£3Ma>'0'-grad< ZéSMb>>Idv
_ 1—
fﬁ’z/(gl“&d(l 2£3Ma>~a-grad< 2§3Mb)>1dv
Similarly,
K Kuw Au
.C - T _ ab ab b
/vgradéu.c.grad Audv—za:zb: [ ou, owy, } { Kin K ] [ Aw, ]
where
g 14 &
Z})‘:/grad(lzédMa>.C.grad< —;ngb> dv
1—
Z},”-/grad(l—;&’Ma)-C-grad( 2€3Mb> dv
1-— 1 '
Z”g*:/grad< 2§3Ma)-c-grad< —;&Mb> dv
1-— 1-—
Z’g”:/grad< 2£3Ma)‘c‘grad< 2§3Mb) dv
The linearization of the external work is
S 1 1— 1
D (0Wext) = ZZ/ ( 253Ma5ua + 2£3Ma6wa) - pgradb - ( ;&)’Aub +
a=1b=1""
K KUY Auy,

—Za:zb:[aua 5wa][

wu ww
Kab Kab

Il

AW(,

|
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(4.2.36)

(4.2.37)

(4.2.38)

(4.2.39)

(4.2.40)

MbAwb> dv

(4.2.41)

)
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where

MaMpr grad bdV

1—¢&
( 2§3>MQMbp0 gradbdV

(4.2.42)

- .
< 2§3> M, Mypy grad b dV

2
Mo Mypo grad b dV

4.2.2.2 External work of surface forces

We assume that surface forces are applied on the shell front face (¢35 = +1). Therefore, the
external work of surface forces has the form

Wear = | 0u(&y,82,4+1) -tda=> 6us- | M, (&1,&)tda (4.2.43)
ov a ov

In other words, the treatment of surface forces on a shell becomes identical to the treatment of
surface forces on the face of a solid. No special treatment is needed.

4.2.2.3 Shell on top of solid element

When a shell is coincident with the face of a solid element, we assume that the face of the solid
element coincides with the back face ({3 = —1) of the shell element. This means that the solid
element nodal displacements u;, on that face coincide with the shell nodal displacements wy,.
Therefore, when we use UnpackLM for those solid elements, we should reassign the DOF ID’s of
the u, displacements to those of the w,, displacements stored in that same node.

4.2.2.4 Shell sandwiched between solid elements

When a shell is sandwiched between two solid elements, we reassign the DOF ID’s of the the
solid u, displacements facing the back of the shell to those of the shell w;, displacements stored
in that same node. The DOF ID’s of solid u, displacements facing the front of the shell remain
unchanged; they will coincide with those of the corresponding solid element nodes.

4.2.2.5 Rigid-Shell Interface

When the node of a deformable shell belongs to a rigid body, we need to substitute the nodal
degrees of freedom with the rigid body degrees of freedom. The positions of the shell front face
and back face nodes are

xb:r+A-(Xb—R)Er—|—ab

yb:I‘jL‘/X~(Yb*]_:{)EI‘+bb7
where r is the current position of the rigid body center of mass and R is its initial position; A is the
rotation tensor for the rigid body. We assume that x;, and y, are connected to the same rigid body.
From these relations it follows that virtual displacements are

ou, = or — a, - 00
Swy, = or — b, - 60

(4.2.44)

(4.2.45)
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and incremental displacements are

Auy = Ar — a;, - AO

. , (4.2.46)

AWb:AI‘—bb'AO
where a is the skew-symmetric tensor whose dual vector is a, such that a-v = a x v for any vector
v. When nodes are flexible (when they do not belong to any rigid body), the virtual work has the
general form

a=1 a=1

SW = dug £+ 0w £ +0pa fL = [ 6Va OWa Opa ] [ t]"; ] : (4.2.47)

where p denotes any additional degree-of-freedom at that node. If node « is rigid we get

I I O
[ du, dwa Opo |=[6r 60 dp. ]| a4 b, 0 | . (4.2.48)
0O 0 1
If node b is rigid we get
Aub 1 —ﬁb 0 Ar
Aw, | =| I —b, 0 A8 (4.2.49)
Apb 0 0 1 Apb
When node a belongs to a rigid body, the expression for §1W must be substituted with
m £u
oW => [du, dwa Opa || £
a=1 f;
(4.2.50)
m R i
=> [0r dw Op || apte. £l 4 bite £y
a=1 fg
Similarly, the linearized virtual work has the general form
Ko Koy kg Auy
DSW =) "> [ bu, owe dps ] | K& K4 kP Awy | . (4.2.51)
a b | 'SORD ' Apy,
When node a is rigid but node b is not,
DSW =) "> "[ér 66 dp, ] x
a b
Koy + Kap' Koy + Ky’ kZ}i)’ +kgy ,
a, Ky +be - KUY a, - Kiy + b, - KipY a, - k" +ba-kf
ab P b b 1P b ab 1P b (4.2.52)
ab ab ab
Auy
X AWb

Apy,
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If nodes a and b are both rigid,

DSW =) "> "[6r 66 dps ] x
a b

[ uu wu uw ww - ( Zl? + Kg)bu) ’ éb up wp i
Kab + Kab + Kab + Kab _ (KZ;)U + Kgbw) . Bb kab + kab
(R — (A0 KB K ) A\,
+b - (K + Ki) — (a0 K +bo KY) by ) T
I S -k + by - KPY kP
Ar
x | A6
Apy

(4.2.53)
If node a is not rigid and node b is rigid,

DSW =) "> [ bu, 6wa dpa | x
a b
Ko+ Ky —K4-a, - Ky by ki Ar 7. (4.2.54)
Ko+ Kg —KG'-a, — KGY by k) Al
A w
K+ kDY a -k +b, -k K Apy



Chapter 5

Constitutive Models

This chapter describes the theoretical background behind the constitutive models that are available
in FEBio. Most materials are derived from a hyperelastic strain-energy function. Please consult
Section 2.4 for more background information on this class of materials.

5.1 Linear Elasticity

In the theory of linear elasticity the Cauchy stress tensor is a linear function of the small strain
tensor e:
oc=C:e¢. (5.1.1)

Here, C is the fourth-order elasticity tensor that contains the material properties. In the most
general case this tensor has 21 independent parameters. However, in the presence of material
symmetry the number of independent parameters is greatly reduced. For example, in the case
of isotropic linear elasticity only two independent parameters remain. In this case, the elasticity
tensor is given by C = \I ® I + 2uI® 1, or equivalently,

Cijt = A6 + 1 (8ik0j1 + k) - (5.1.2)

The material coefficients A\ and p are known as the Lamé parameters. Using this equation, the
stress-strain relationship can be written as

0ij = AekkOij + 21ei; - (5.1.3)

If the stress and strain are represented inVoigt notation, the constitutive equation can be rewritten
in matrix form as

011 A+ 2u A A 0 0 O €11
09292 A A + 2M )\ 0O 0 O £929
033 . A A A+2u 0 0 O €33
G I A IR B (5.1.4)
023 0 0 0 0 u O V23
Lo ] L[ O 0 0 0 0 pl [ ms]

The shear strain measures v;; = 2¢;; are called the engineering strains.
The following table relates the Lamé parameters to the more familiar Young’s modulus £ and
Poisson’s ratio v or to the bulk modulus K and shear modulus G.
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E v A, fb K,G
— (443N | E= JKG
B, ) s
. 1) 6K+2§

g | AT TG A=K -35G

— =
ka| *Twm K=\+3u

G = 509 G=np

The theoretical range of the Young’s modulus and Poisson’s ratio for an isotropic material have
the ranges
0< F < o0, (5.1.5)

—1<v<05. (5.1.6)

Materials with Poisson’s ratio (close to) 0.5 are known as (nearly-) incompressible materials. For
these materials, the bulk modulus approaches infinity. Most materials have a positive Poisson’s
ratio. However there do exist some materials with a negative ratio. These materials are known as
auxetic materials and they have the remarkable property that they expand under tension.
The linear stress-strain relationship can also be derived from a strain-energy function such as
in the case of hyperelastic materials. In this case the linear strain-energy is given by
1

W:§€:C:€. (5.1.7)

The stress is then similarly derived from o = %—‘f. In the case of isotropic elasticity, (5.1.7) can be
simplified:
1
Wzi)\(trs)Q—i—us:s. (5.1.8)
The Cauchy stress is now given in tensor form by

o=M\(tre)I+2ue. (5.1.9)
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5.2 Compressible Materials

5.2.1 Isotropic Elasticity

The linear elastic material model as described in Section 5.1 is only valid for small strains and
small rotations. A first modification to this model to the range of nonlinear deformations is given
by the St. Venant-Kirchhoff model [24], which in FEBio is referred to as isotropic elasticity. This
model is objective for large strains and rotations. For the isotropic case it can be derived from the
following hyperelastic strain-energy function:

W= %)\(trE)z—HLE:E. (5.2.1)
The second Piola-Kirchhoff stress can be derived from this:

S = oW _ AtrE) I+ 2uE. (5.2.2)

=g =
Note that these equations are similar to the corresponding equations in the linear elastic case,
except that the small strain tensor is replaced by the Green-Lagrange elasticity tensor E. The
material elasticity tensor is then given by,

C:S—;—AI®I+2;¢I®I. (5.2.3)
It is important to note that although this model is objective, it should only be used for small strains.
For large strains, the response can be somewhat strange if not completely unrealistic. For exam-
ple, it can be shown that under uni-axial tension the stress becomes infinite and the volume tends
to zero for finite strains. Therefore, for large strains it is highly recommended to avoid this material
and instead use one of the other non-linear material models described below. The Cauchy stress
is

1 I
= 2.4
J()\trE u)b—i—Jb , (5 )

where tr E = (trb — 3) /2, whereas the spatial elasticity tensor is

g

c=2bobt 2

b®b. 525
7 FHP® ( )

5.2.2 Orthotropic Elasticity

An extension of the St. Venant-Kirchhoff model [24] to orthotropic symmetry is provided in FEBio,
referred to as orthotropic elasticity. This model is objective for large strains and rotations. It can
be derived from the following hyperelastic strain-energy function:

3 3
W=> Al :E*+ %Z)\ab (AL:E) (A):E), (5.2.6)
a=1 b=1

where A9 = a ® a? is the structural tensor corresponding to one of the three mutually orthogonal
planes of symmetry whose unit outward normal is a2 (al - a) = d,;). The material constants are

a .
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the three shear moduli i, and six moduli ., where Ay, = A\yp. They may be related to the Young’s
moduli E,, shear moduli G, and Poisson’s ratios v, via

[ A1+ 2w A2 13 0 0 0
A12 o2 + 242 A23 0 0 0
13 93 A3 + 2u3 0 0 0 .
0 0 0 (11 + p2) /2 0 0 a
0 0 0 0 (12 + p3) /2 0
L 0 0 0 0 0 (3 + 1) /2 (5.2.7)
1/Eq —vio/E1 —ui3/E; 0 0 0
—V21/E2 1/E2 —1/23/E2 0 0 0
—V31/E3 —V32/E3 1/E3 0 0 0
0 0 0 1/G12 0 0
0 0 0 0 1/Gas 0
| 0 0 0 0 0 1/Gs1 |

The second Piola-Kirchhoff stress can be derived from this strain energy density function:

oW
s:ﬁzzua(Ag-E+E-Ag)

(5.2.8)
+ = Zxab [(AY:E)A) + (A) :E)Al] .

Note that these equations are similar to the corresponding equations in the linear orthotropic
elastic case, except that the small strain tensor is replaced by the Green-Lagrange elasticity tensor
E. The material elasticity tensor is then given by,

s L N 0 AD L AD g AD
C=-= —azlua (AL RI+IBAY) +2;Aab (AL @AY+ A ©AQ) . (5.2.9)

It is important to note that although this model is objective, it should only be used for small strains.
For large strains, the response can be somewhat strange if not completely unrealistic. For exam-
ple, it can be shown that under uni-axial tension the stress becomes infinite and the volume tends
to zero for finite strains. Therefore, for large strains it is highly recommended to avoid this material
and instead use one of the other non-linear material models described below. The Cauchy stress
is
3
=Y 2 (A (b-D+(b-1)-A,)

= (5.2.10)

Z@ T—1)Ap+ (Ay:I—1)A,],

2
b=1

N | =

+

where A, = F- AY - FT and the spatial elasticity tensor is

3 3

@ x = Ao

=3 (A Bb+bBA)+ Y TP (A @A+ A A,) . (5.2.11)
a=1 d b=1 J

N | =
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5.2.3 Neo-Hookean Hyperelasticity
This is a compressible neo-Hookean material. It is derived from the following hyperelastic strain
energy function [24]:

W:%(Il—B)—uan—k%(anf. (5.2.12)
The parameters i and A are the Lamé parameters from linear elasticity. This model reduces to

the isotropic linear elastic model for small strains and rotations.
The Cauchy stress is given by,

azg(b—lwg(lm)l, (5.2.13)
and the spatial elasticity tensor is given by
A 2 _
C:jI®I+j(u—)\an)I@I. (5.2.14)

The neo-Hookean material is an extension of Hooke’s law for the case of large deformations. It
is useable for certain plastics and rubber-like substances. A generalization of this model is the
Mooney-Rivlin material, which is often used to describe the elastic response of biological tissue.

In FEBio this constitutive model uses a standard displacement-based element formulation
and a "coupled" strain energy, so care must be taken when modeling materials with nearly-
incompressible material behavior to avoid element locking.

5.2.4 Natural Neo-Hookean

This is a compressible isotropic neo-Hookean material that uses the natural (Hencky) strain ten-
sor invariants to formulate its strain energy density. These invariants are reviewed in [29]. The left
Hencky strain is evaluated from nn = In'V where V is the left stretch tensor in the polar decompo-
sition of the deformation gradient F = V - R.. To evaluate n we first evaluate the left Cauchy-Green
tensor b = V2 from F as in eq.(2.3.10) and get its eigenvalues \? and eigenvectors n;. Then

3
n=>Y (nX\)n;®n;. (5.2.15)
=1

The invariants K; of the natural strain tensor are

Ki=trnp=InJ amount of dilatation
Ky = |devn| = y/devn:devny amount of distortion (5.2.16)
K3 = 3V6det ® mode of distortion
where J = det F as usual, and .
b= Edevn. (5.2.17)
It can be shown that 1
n=KI+K®. (5.2.18)

Note that Ko® — 0 as K, — 0. It also follows that n : n = K7 + K3. As explained in [29], K; €
(—o0, 00) with positive K; implying expansion and negative K; implying contraction. Similarly,
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Ky € [0,00), with Ky = 0 implying no distortion. Finally, K3 € [—1, 1] with K3 = 1 representing
uniaxial extension, K3 = —1 representing uniaxial contraction and K3 = 0 representing pure
shear.

For the natural neo-Hookean material the strain energy density is

W = gKf + uK?2 (5.2.19)

where k is the material’s bulk modulus and p is its shear modulus. To evaluate the Cauchy stress
o and spatial elasticity tensor C, we use the framework of isotropic elasticity in principal directions
(Section 2.4.2). This requires us to express K; and K> in terms of the eigenvalues \;,

Kl =In ()\1)\2)\3)

1 /\2 2 /\2 2 /\2 2, (5220)
Ky =24/ (In=2 In In =3
’ 3\/<n)\2/\3> +< >\3/\1) +<HA1)\2>

Now the stress o is given by eq.(2.4.18) where, based on eq.(2.4.20), the principal normal stresses
are evaluated as

31J [(Br+4p)InX; + (3 — 2p) (InXj +1InXg)] (6.2.21)

with 4, 7, k forming a permutation over 1,2,3. Similarly, the spatial elasticity tensor C is given by
eq.(2.4.21) where we substitute

0 =

0*wW 1
JIN2 =3 [(3k +4p) (1 —2In \;) — 2(3k — 2u) (In A\j +1n )] (5.2.22)
and )
_ W 3k — 2,u
ISV 2.2

TN o T 8T (52.23)

Finally, in the limiting case when pairs of eigenvalues are repeated, we substitute

Noj— Mo 2u 4 InA; +2(3k — 2u) In \;

lim k%9 TG0k 20 AGR+p)InA +2(3k =2 InA; (5.2.24)

A2 52 )\? -2 J 3J

5.2.5 Ogden Unconstrained

The Ogden unconstrained material is defined using the following hyperelastic strain energy func-
tion:

N
1
W (A d2Ag) = 56 =3 02 AT AT AR 8y Tn ) | (5.2.25)
k=1

E&‘

Here, \; are the principal stretches and ¢,, ¢, and m,, are material parameters.
The Cauchy stress tensor for this material may be obtained using the general formula for
isotropic elasticity in principal directions given in (2.4.18), with

gi=cp(J—1)+ > = (A" -1). (5.2.26)
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Similarly, the spatial elasticity tensor is given by

N
L ¢ m
¢= Z(CP+ZJm mk_Q))‘ik+2]>ai®ai
k=1

3 3
+ Z Z (2 —-1)(; ®a; +a; ®a;) (5.2.27)
=1 j=1+1
3 3 2 2
Ao — Nioj _
+Z VISV ( aj+a;®a),
i=1 j=i+1 ?

oA — o \2 N 1 ¢

lim 22 270 — k12 — 2) AT 5.2.28
s VS VY )+ J mk M = 2) A ( )

v J k=1

In the reference configuration the elasticity tensor reduces to

N
Cly_y =, I@T+ (Z ck> 11, (5.2.29)

k=1

which has the form of Hooke’s law for infinitesimal isotropic elasticity (see Section 5.1), with equiv-
alent Lamé coefficients ¢, = A and 2u = 31, cx..

5.2.6 Holmes-Mow
The coupled hyperelastic strain-energy function for this material is given by [37],
1
U (I, I, J) = e (eQ-1), (5.2.30)

where I1and Iare the first and second invariants of the right Cauchy-Green tensor and .Jthe
jacobian of the deformation. Furthermore,

Q=125 [2u =) (h =)+ Al —8) ~ (A + 20 7]
+2u (5.2.31)
A+ 2u o
c= 93
and )\ and p are the Lamé parameters. The corresponding Cauchy stress tensor is
1
o= e e? (2u+ A (I —1)]b—Ab% — (A +2u)1) , (5.2.32)
and the spatial elasticity tensor is
A 0, o+ J A b@b-—b@b)+ (A+2u)IRT] . (5.2.33)

)\—I—Qu
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5.2.7 Conewise Linear Elasticity

Curnier et al. [30] formulated a model for describing bimodular elastic solids exhibiting orthotropic
material symmetry. This can be derived from the following hyperelastic strain-energy function:
3 3
1 1
W=> 1Al B+ 2 [AD:E] (AD:E)+ > ) (AJ:E)(AJ:E),  (5.234)
a=1 b=1,b#a

where A? = a ® al is the structural tensor corresponding to one of the three mutually orthogonal
planes of symmetry whose unit outward normal is al (al - a) = d,,). The bimodular response is
described by
Maa A2:E>0

Aaa [AY: E] = a ,
Maa AV:E<O

The material constants are the three shear moduli p,, three tensile moduli A .., three compressive

moduli A_,,, and three moduli A\, (b # a), where Ay, = Ayp- The second Piola-Kirchhoff stress

can be derived from this strain energy density function:

3

(5.2.35)

ow
S:aE:Z_;Ma(Ag’E‘i‘E’Ag)
= 5 (5.2.36)
+ X [AY:E] (AY:E)AJ+ > A (AL E)AJ.
b=1, b#a
The material elasticity tensor is then given by,
S <
0= = A0
C=p= Z:ua (AYBRI+IQAY)
“ 5 (5.2.37)

+Xaa [A):EJAJ® AJ+ > ApAl® AJ
b=1, b#a

It is important to note that although this model is objective, it should only be used for small strains.
For large strains, the response may be unrealistic. The Cauchy stress is

3
o=J" <Z"2“(Aa-(b—1)+(b—1)-Aa)
a=1

(5.2.38)
3
+)\aa [Ka} KaAa + Z )\abKaAb )
b=1, b#a
where A, =F - AY-FT and K, = 5 (A, : I - 1). The spatial elasticity tensor is

3 3

C=J" D 1t (Ac@b+bBAL) + A [Ka] Aa® A+ > ApAa® A | . (5:2.39)
a=1 b=1, b#a

In the special case of cubic symmetry the number of material constants reduces to four,
Ad11 = Ay22 = Ay33 = A
A1 = A2 =A 33 =X
A2 = A2z = A31 = Ao .
M1 = p2 = p3 = [t

(5.2.40)
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5.2.8 Donnan Equilibrium Swelling

The swelling pressure is described by the equations for ideal Donnan equilibrium, assuming that
the material is porous, with a charged solid matrix, and the external bathing environment consists
of a salt solution of monovalent counter-ions. Since osmotic swelling must be resisted by a solid
material, this material is not stable on its own. It must be combined with an elastic material that
resists the swelling.

The Cauchy stress for this material is the stress from the Donnan equilibrium response [7]:

o=-nl, (5.2.41)

where 7 is the osmotic pressure, given by
= RH < (cF)? + (¢*)? — a*) , (5.2.42)

¢* is the bath osmolarity (twice the concentration) and ¢! is the fixed charge density in the current
configuration, related to the reference configuration via,

F A F
2.4
¢’ = T 1+o0 > (5 3)

where J = detF is the relative volume, R is the universal gas constant and @ is the absolute
temperature.

Note that ¢} may be negative or positive. The gel porosity ¢y is unitless and must be in the
range 0 < ¢g < 1. The corresponding spatial elasticity tensor is [15]

ROJ (cF)?

C = I®I

(J =1+ eP)\/ () + (&) (5.2.44)

+ RO [ (cF)? + (&) — c*] QIBI-1I®I).

5.2.9 Perfect Osmometer Equilibrium Osmotic Pressure

The swelling pressure is described by the equations for a perfect osmometer, assuming that the
material is porous, containing an interstitial solution whose solutes cannot be exchanged with the
external bathing environment. Similarly, solutes in the external bathing solution cannot be ex-
changed with the interstitial fluid of the porous material. Therefore, osmotic pressurization occurs
when there is an imbalance between the interstitial and bathing solution osmolarities. Since os-
motic swelling must be resisted by a solid matrix, this material is not stable on its own. It must be
combined with an elastic material that resists the swelling.
The Cauchy stress for this material is the stress from the perfect osmometer equilibrium re-
sponse [6]:
o=-rnl, (5.2.45)

where 7 is the osmotic pressure, given by

T=RO(c—¢c) . (5.2.46)
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Here, R is the universal gas constant and 6 is the absolute temperature, ¢* is the external bath os-
molarity and ¢ is the interstitial fluid osmolarity in the current configuration, related to the reference
configuration osmolarity ¢, via,
_ 2
=— _&. 5.2.47
ity il ( )
Though this material is porous, this is not a full-fledged poroelastic material. The behavior
described by this material is strictly valid only after the transient response of interstitial fluid and
solute fluxes has subsided. The corresponding spatial elasticity tensor is
Je

—RO|— " I@I+(-)2II-1xI)| . 5.2.48
C=R Tt @I+ (c—-c") (2l ®1) ( )

5.2.10 Large Poisson’s Ratio Ligament

This material captures the transversely isotropic behavior of tendon and ligaments while enforcing
a large Poisson’s ratio. The material utilizes a three part strain energy equation:

W = Wiber + Wmatrix + Wvol ,

where:

161 _1)2_
Whiber = 56 (662(/\ 2 1) )

Whnatrix = %(Il - 3) — pln <\/Ii3> )

2
K Is — LI, + 1o
Wil = = | In
vol 2 ( (Ii(m_UO)e4m(/\1) ) )

The transversely isotropic strain energy Wiper takes into account the behavior of the collagen
fibers. The isotropic strain energy Whatix takes into account the mechanical contribution of the
extrafibrillar matrix and provides the majority of support when loaded transverse to the fiber direc-
tion. The variables ¢, co and p are material parameters controlling the stress-strain response of
the material.

The volumetric strain energy W, acts as a penalty term which enforces a Poisson’s ratio
based on user selection of the parameters m and vy. The variable  acts as a penalty parameter.
Raising ~ will cause the prescribed Poisson’s ratio to be enforced. The Poisson’s ratio in question
is given by the following function:

)\m—voe—m()\—l) -1
Vapparent = — Y1

5.2.11 Porous Neo-Hookean Material

Consider a porous neo-Hookean material with referential porosity ¢¥. The pores are compressible
but the skeleton is intrinsically incompressible. Thus, upon pore closure, the material behavior
needs to switch from compressible to incompressible.

In the current configuration, the porosity is given by

J—=1+¢Y
Pl = —="".
J
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We may define a new variable,

J=1+¢ J—y;

j w - s’
Pr 1_907*

which represents the pore volume ratio. It is equal to 1 when J = 1 and is equal to J when ¢ =1
(or 8 =1— ¢ =0). Now,

w o __ ’U}j

¥ _Qprja
and _

aJ 1

aJ v’

Pore closure occurs when ¢% = 0, which corresponds to J = % and J = 0.
Let us also define a modified deformation gradient,

1/3

_ /]

F=(Z) F
(5) *F

such that det F = J. Let the corresponding modified right Cauchy-Green tensor be given by

=\ 2/3

J
oC T\ /3 o3 _
— = = " _CeCl4+IxI).
aC (J) (w—m @ +®>

The constitutive relation for the strain energy density of the compressible porous neo-Hookean
material may be given by

C=rT.

=5l

so that

v, =5 (L -3) —ulnJ,

where I; = trC. This relation shows that the material develops an infinite strain energy density as
J approaches zero. From this expression, the 2nd Piola-Kirchhoff stress is given by

o ANA 1 N1
=2-~=unl{5) I l5) T -J)Cc
S=2%¢ = [(J) s <‘p’“ (J> 3

When C =T we can verify that S = 0. The corresponding Cauchy stress is

7\ 2/3 7\ 2/3
wl(J 1 J I
==1(%) b s(=) T —J|1
7 [(J) T <*"’“(J> 3 |
where b is the left Cauchy-Green tensor.
The material elasticity tensor is given by

98
C=2-—
oC
2 B B dg I dh\ _._ _
== IoC'+C ol 2= —lclecCct
39(J)(® + ®)+(JdJ3+JdJ> ® ,

-2 [g(J) L + h(J)] clgc!

3
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where s
rn=u(3)
o) = 21 0).
h) = =
and

dg _ (2¢5-30)¢; (J\V*
a7 M3 <J>
Jgﬁ::u J7
dJ (] —gp)?

Then, the spatial elasticity tensor may be evaluated as

112 dg I dh L _
— g2 + ey LR ) .y 191 .
c=1J 3g(J)(b®I I®b) (JdJ3 JdJ) ® 2[g(J) 3 h(J)] ® ]

In the limit of infinitesimal strains and rotations, when b =1 and J = 1, we find that
d 205 — 3) ©?
g49 _ (2ei-3)¢;

1) = -
©F dh ©r
J) = Jo— = p—"r
9(J) = =0 7 "M )
1
h(J) = —ny L

and

2 1 _

C:”< 2—4>I®I+mJ®L
3 \(ep)

Thus, by comparison to a standard neo-Hookean material, this porous neo-Hookean material has

an effective Young’s modulus equal to

3
1+ 1 (gw)?

)

and an effective Poisson’s ratio equal to

. e
2+ (p)?

The two material properties that need to be provided are E and the referential porosity ¢ (or
referential solid volume fraction ¢? = 1 — ). Poisson’s ratio in the limit of infinitesimal strains
is dictated by the porosity according to the above formula. In particular, a highly porous material
(p¥ — 1) has an effective (infinitesimal strain) Poisson ratio that approaches zero (v — 0) and
E — 2u. A low porosity material (¢¥ — 0) has v — % and E — 3pu, which is the expected
behavior of an incompressible neo-Hookean solid. Note that setting ¢* = 0 would not produce
good numerical behavior, since the Cauchy stress in an incompressible material would need to
be supplemented by a pressure term (a Lagrange multiplier that enforces the incompressibility
constraint). Nevertheless, this compressible porous neo-Hookean material behaves well even for
values of " as low as ~ 0.015.
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5.2.12 Cell Growth

The cell growth material implements a swelling pressure = such that the Cauchy stress is given by

o= —nl,

w:RT<JET(Pﬁ—Ce> .

Here, ¢, represents the referential molar concentration of intracellular solutes (moles of solutes
per mixture volume in the reference configuration), ¢ is the referential intracellular solid volume
fraction, and J = det F is the determinant of the deformation gradient, representing the volume ra-
tio in the current configuration. The extracellular osmolarity is c.. This model assumes that neither
intracellular solutes nor extracellular solutes may transport across the cell membrane passively.
When a cell divides, it must use active transport mechanisms to bring in membrane-impermeant
extracellular solutes inside, some of which are converted into intracellular solid matrix (e.g., cy-
toskeletal structures). As the intracellular osmolarity increases, water is transported into the cell,
thus causing it to swell. The process of cell division is not modeled explicitly in this continuum
representation, though the net effect is that cell proliferation leads to an increase in intracellular
osmotic pressure, which generally translates into an increase in volume (unless the cell growth
is constrained significantly). In a cell growth model, the initial condition (when J = 1) should be
selected for ¢, and ¢? such that 7 = 0, thus
Cr
I—¢p
The spatial elasticity tensor associated with this osmotic pressure is

where

= ¢, Iinitial condition.

o _
II=- J— | II+27Ix1
<7r—|— 8J) KILI+27IR 1,

where
on = —RT#CT.
0J (J —¢3)?
This elasticity tensor has the same form as that of an isotropic elastic material whose effective
Young’s modulus Fy and Poisson’s ratio v are given by
ﬂwtg%)
a7
T+ Jg—;
2J 9"

Ey =

In the reference configuration, when = = 0, it follows that £y = 0 and v = %

5.3 Nearly-Incompressible Materials

5.3.1 Mooney-Rivlin Hyperelasticity

This material model is a hyperelastic Mooney-Rivlin type with uncoupled deviatoric and volumetric
behavior. The uncoupled strain energy W is given by:

W=e (h-3) e (b-3)+ %K (InJ)? . (5.3.1)
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Here, ¢; and ¢, are the Mooney-Rivlin material coefficients, I, and I, are the invariants of the

deviatoric part of the right Cauchy-Green deformation tensor, C = F . F, where F = J~1/3F, F

is the deformation gradient and J = det F is the Jacobian of the deformation. When ¢, = 0, this

model reduces to an uncoupled version of the incompressible neo-Hookean constitutive model.
The Cauchy stress is given by

2 =\ ¢ -, 1 - .
o=pl+ j |:<Cl + CQIl) b — 62b2 - § (Clll + 202]2) I:| . (5.3.2)

The spatial elasticity tensor is given by

_ 2
Czp(I@I—QI@I)—g(deva®I+I®deVU)+Cw, (5.3.3)
where,
4 ~ ~ _ 1 4 -~ o~~~
Cw:7(0111+20212> IR —-I®I —i—ﬂ(b@b—b@b)
3J 3 J (5.3.4)
462 =~ ~9 =~ -~ ~9 862[~2 o
g[(hb b)®1+1®(hb—b)}+ Lol

This material model uses a three-field element formulation, interpolating displacements as linear
field variables and pressure and volume ratio as piecewise constant in each element [71].

5.3.2 Ogden Hyperelastic

The Ogden material is defined using the following hyperelastic strain energy function:

C;

WAz da, J) = Y 5 (X’;“ A 3) YU . (5.3.5)
=1 ?

Here, \; are the deviatoric principal stretches and ¢; and m; are material parameters. The term
U (J) is the volumetric component and J is the determinant of the deformation gradient.

Note that the neo-Hookean and Mooney-Rivlin models can also be obtained from the general
Ogden strain energy function using special choices for ¢; and m;.

5.3.3 Veronda-Westmann Hyperelasticity

This model is similar to the Mooney-Rivlin model in that it also uses an uncoupled strain energy.
However, in this case the strain energy is given by an exponential form:

C1Cs

W =0, [elC2(h=3)) _ 1} . (L . 3) LU . (5.3.6)

The dilatational term U is identical to the Mooney-Rivlin model.
The Cauchy stress o is found from

oc=pl+devo, (6.8.7)

where
[(W1 + LWa) b — Wab?] (5.3.8)

<l
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The strain energy derivatives are given by

Wi = CCore®?th=3) (5.3.9)
Wy = _01202 . (5.3.10)

This material model was the result from the research of the elastic response of skin tissue [79].

5.3.4 Arruda-Boyce Hyperelasticity

Arruda and Boyce proposed a model for the deformation of rubber materials [3]. Their main moti-
vation was to develop a model that accurately captures the behavior of rubbers in different loading
scenarios and that can be described with a limited number of physically motivated parameters.
Their model is based on the Langevin chain statistics, which models a rubber chain segment be-
tween chemical crosslinks as a number N of rigid links of equal length [. The parameter N is
related to the locking stretch Ay, the stretch at which the chains reach their full extended state,
A = VN.

Their proposed strain-energy is a truncated Taylor series of the inverse Langevin function. A
formulation that retains the first five terms of this function takes on the following form:

5
W=pY s (=3) + U ), (5.3.11)
=1

where p is a shear-modulus like parameter and the coefficients «; are

1 1 11 19 519
_ 1 _ 1 _ _ — , 3.12
MW= MTo BT 500 M T 70000 YT 673750 (5:312)

The Cauchy stress is given by

B 2 -~ oWy [~ 1-
o = pl+ 5 dev (Wlb) —pl+ =+ <b - 3111) , (5.3.13)
where,
o i\

w, =22 = i | = . 5.3.14
1 ol M; <N) ( )

5.3.5 Transversely Isotropic Hyperelastic

This constitutive model can be used to represent a material that has a single preferred fiber di-
rection and was developed for application to biological soft tissues [82, 62, 64]. It can be used
to model tissues such as tendons, ligaments and muscle. The elastic response of the tissue is
assumed to arise from the resistance of the fiber family and an isotropic matrix. It is assumed that
the strain energy function can be written as follows:

W= F (fl, fg) + B ()\) + % n (J))2 . (5.3.15)

Here, I, and I, are the first and second invariants of the deviatoric version of the right Cauchy
Green deformation tensor C and X is the deviatoric part of the stretch along the fiber direction
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(A2 = A - C- A, where A is the initial fiber direction). The function F; represents the material
response of the isotropic ground substance matrix, while Fsrepresents the contribution from the
fiber family. The strain energy of the fiber family is as follows:

0 A<l
i%}’; ={Cy (e@l(H> - 1) 1<A<Am . (5.3.16)
C(5 + 065\ 5\ = )\m

Here, \,, is the stretch at which the fibers are straightened, C5 scales the exponential stresses,
Cy is the rate of uncrimping of the fibers, and Cj5 is the modulus of the straightened fibers. Cs is
determined from the requirement that the stress is continuous at A,

Cp = ;n [03 (ecmm—l) - 1) - 05} : (5.3.17)
It also follows that
0 A< 1
£ (X) —{C (e*@ [Ei (C4Z\> — Ei (04)} —In X) 1< A< Ay | (5.3.18)
(Cs+SA) A+ cr A= A
where
Cr = Cs (e % [Ei (Cyhm) — Fi (C4)] — In Apy) — <C5 + @A ) Am (5.3.19)

This material model uses a three-field element formulation, interpolating displacements as
linear field variables and pressure and volume ratio as piecewise constant on each element [71].

5.3.6 Ellipsoidal Fiber Distribution

This constitutive model describes a material that is composed of an ellipsoidal continuous fiber
distribution in an uncoupled formulation. The deviatoric part of the stress is given by [7, 4, 48],

2
cr—/ / I —1 o, (n)sinpdpdd, (5.3.20)

and the corresponding elasticity tensor is
21
/ / I — 1 C,, (n)sinpdepdo . (56.3.21)

I, = 5\% =N.C-Nisthe square of the fiber stretch F, N is the unit vector along the fiber direction
(in the reference configuration), which in spherical angles is directed along (¢, ¢), n = F- N/Xn
and H (-) is the unit step function that enforces the tension-only contribution. The fiber stress is
determined from a fiber strain energy function in the usual manner:

on(n)=2J" (5.3.22)
whereas the fiber elasticity tensor is
. - 0?0
C,(n) =472 "= 5.3.23
() e (5.3.23)

n
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where in this material
~ ~ ~ B(n
7 (n,[n> — ¢ (n) (In - 1) o (5.3.24)

The materials parameters 5 and £ are determined from:

¢ (n) <C082 6 sin? ¢ N sin? @ sin? ¢ N cos? g0> —1/2
n)— ’
& 3 &
<0052 6 sin? ¢ n sin? @ sin? ¢ n cos? gp) 12
32 53 53
Since fibers can only sustain tension, this material is not stable on its own. It must be combined

with a material that acts as the ground matrix. The total stress is then given by the sum of the fiber
stress and the ground matrix stress:

(5.3.25)
B(n) =

& =6m+6y. (5.3.26)

5.3.7 Fiber with Exponential Power law

This material model describes a constitutive model for fibers, where a single fiber family follows an
exponential power law strain energy function. The deviatoric part of the Cauchy stress is given by:

&=2J'H (fn - 1) fng}I’n ®n, (5.3.27)

and the corresponding spatial elasticity tensor is

os
- ~ =5 0°W
C:4J_1H<In—1> Iza nenEnn, (5.3.28)

o

where I, = A2 = N - C - N is the square of the fiber stretch, N is the fiber orientation in the
reference configuration,

N =singpcosfe; +sinpsinfes + cospes, (5.3.29)

andn = F-N/), and H (-) is the unit step function that enforces the tension-only contribution.
The fiber strain energy density is given by

§_ S P 1)’
b= (exp [a (In 1) 1), (5.3.30)
where £ > 0, a > 0and 8 > 2.
Note: In the limit when o« — 0, this expression produces a power law,
o= Es B
Jim @ = (In - 1) : (5.3.31)

Note: When 8 > 2, the fiber modulus is zero at the strain origin (I,, = 1). Therefore, use 3 > 2when
a smooth transition in the stress is desired from compression to tension.
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5.3.8 Fung Orthotropic
The hyperelastic strain energy function for a Fung Orthotropic material is given by [33, 34]
- 1 ~
_ (@ _
b= e (e 1) LU (), (5.3.32)

where
3

Q= 12!2%1\4 E2+Z)\ab(M £) (M, : B)

a=1 —

(5.3.33)

Here, E = 1 ((3 — I) and M, = A, ® A,, where A, are orthonormal vectors that define the

initial direction of material axes. The orthotropic Lamé coefficients should be chosen such that the
stiffness matrix,

[ A+ 2w A2 A3 0 0 0
A12 Ao + 20 A23 0 0 0
A13 A23 A3z + 2u3 0 0 0
.3.34
0 0 0 3 (u1 + p2) 0 0 (5.3:34)
0 0 0 0 5 (2 + p13) 0
L0 0 0 0 0 5 (1 + p3) |

is positive definite.

5.3.9 Tension-Compression Nonlinear Orthotropic

This material model is based on the following uncoupled hyperelastic strain energy function [12]:
~ 3 ~ ~
W (C, A1, Aoy As) = Wiso ( ) +3 e ()\) YU ). (5.3.35)
=1

The isotropic strain energy ¥is, and the dilatational energy U are the same as for the Mooney-
Rivlin material (Section 5.3.1). The tension-compression term is defined as follows:

0 Ai

//\

~ Bi
gre (5\1> = {5" (Ai h 1) Ai>1 ,fl >0 (no sum over 7). (5.3.36)

The \; parameters are the deviatoric fiber stretches of the local material fibers,
- ~ 1/2
N = (AZ- .C. Ai) : (5.3.37)

The local material fibers are defined (in the reference frame) as an orthonormal set of vectors A,.
The corresponding deviatoric part of the Cauchy stress is

G = —12 L 8?]a2®a2, (5.3.38)

i

and the spatial elasticity tensor is
C Z v
Ai

Q

) a;®a; ®a; ®a;, (56.3.39)

>’
)/l‘ —
(o))

where a, = F - A;.
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5.4 Viscoelasticity

For a viscoelastic material the second Piola Kirchhoff stress can be written as follows [62]:

/G (t—s) ds (5.4.1)

where S¢ is the elastic stress and G(t) is the relaxation function. Here we consider the special
case where the relaxation function is given by

N
G(t) =10+ _viexp(—t/7) . (5.4.2)

i=1

With this function chosen for the relaxation function, we can write the total stress as

¢ N
dse
S(t) = / <70 + 27 exp (=t +5) /i) - ) ds . (5.4.3)
Introducing the internal variables,
/ dse
H (t) = / exp [~ (t — s) /7] s ds, (5.4.4)

we can rewrite (5.4.3) as follows,
S () = 7S¢ (t) + Z%H( (5.4.5)

In FEBIo, 79 = 1, so S¢ is the long-term elastic response of the material.

The question now remains how to evaluate the internal variables. From equation (5.4.4) it
appears that we have to integrate over the entire time domain. However, we can find a recurrence
relationship that will allow us to evaluate the internal variables at a time ¢ + At given the values at
time ¢.

t+At iS¢
HY (t+ At) = / exp [— (t + At — s) /7i] o ds
s
t t+AL
dse dSe
= exp (—At/7;) / exp [— (t — s) /7] T ds + / exp [— (t+ At — s) /7] o ds
—00 t

t+At
e

= exp (—At/7) a® (t) + / exp [— (t + At — s) /7] %ds.

t
(5.4.6)

The last term can now be simplified using the midpoint rule to approximate the derivate. In that

case we find the recurrence relation:

1 —exp (—At/7;)
At/T;

HO (t + At) = exp (—At/7) HO (£) + (S(t+Al)—S(1).  (5.4.7)
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The following procedure can now be applied to calculate the new stress. Given S¢ and H,(f)

corresponding to time ¢, find S5, ; and Hffil corresponding to time ¢ + At:

1. calculate elastic stress:
. owe

2. evaluate internal variables:

1 —exp (—At/7;)

H%H = exp (—At/7;) HZ + At/ ( Z+1 - SZ) )

3. find the total stress:

N
Sn+1=7S541 + Z’yiH:H-l :
i—1
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5.5 Reactive Viscoelasticity

Reactive viscoelasticity models a material as a mixture of strong bonds, which are permanent,
and weak bonds, which break and reform in response to loading [11]. Strong bonds produce
the equilibrium elastic response, whereas weak bonds produce the transient viscous response.
Strong bonds are in a stress-free state when in their reference configuration X. Their deformation
gradient is defined as usual, F (X,t) = 0x (X,t) /0X. When weak bonds break in response to
loading at some time u, they reform instantaneously in a stress-free configuration X“ that coincides
with the current configuration at time u, thus, X" = x (X, u). Therefore, a reaction transforms
intact loaded bonds into reformed unloaded bonds. Weak bonds that reform at time « may be
called u—generation bonds. The deformation gradient of u—generation weak bonds relative to
their reference configuration X* is denoted by F* (X, ¢), which may be evaluated from the chain
rule,

F(X,t) =F"(X,t) - F(X,u) . (5.5.1)

The strain energy density V.. in a reactive viscoelastic material is given by

U, (F) = U8 (F) + > w"Tf (FY) (5.5.2)

where V¢ is the strain energy density of strong bonds and ¥} is the strain energy density of weak
bonds, when they all belong to the same generation. In this expression, w" (X,t) is the mass
fraction of u—generation weak bonds, which evolves over time as described below. The summation
is taken over all generations u that were created prior to the current time ¢. The Cauchy stress o
in a reactive viscoelastic material is similarly given by

o (F) =0 (F) + Y w'c” (FY), (5.5.3)

where o¢ is the stress in the strong bonds and ¢ is the stress in the weak bonds. These stresses
are related to the respective strain energy densities of strong and weak bonds according to

10VE(F) " 1 oWd (Fv)
=TI F FY)= -9 /.

J  OF ) = R
The mass fractions w" (X, t) are obtained by solving the equation of mass balance for reactive
constrained mixtures,

o (F) (FHT (5.5.4)

ow"

ot

where the mass fraction supply w" must be specified as a constitutive function of the deformation
gradient F and the mass fractions w” from all generations. Since mass must be conserved over

all generations, it follows that
d ot =0, Y w=1. (5.5.6)

Any number of valid solutions may exist for w*, based on constitutive assumptions for @w*. For
example, for u—generation bonds reforming in an unloaded state during the time interval u < t < v,
and subsequently breaking in response to loading at t = v, Type | bond kinetics provides a solution
of the form

= % (F,w) (5.5.5)

0 t<u
frXv)g(F* (v); X, t—v) v<t
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where

FUX) =1 w (X 1), (5.5.8)

y<u
and g (F* (v);X,t —v) is a reduced relaxation function which may assume any number of valid
forms. (A reduced relaxation function g (¢) satisfies g (0) = 1 and g (t — o0) = 0, and decreases
monotonically with ¢.) In particular, ¢ may depend on the strain at time v relative to the reference
configuration of the u—generation. In the recursive expression of (5.5.7), the earliest generation
u = —oo, which is initially at rest, produces w" (t) = 1 for t < v and w* (t) = g (F* (v) ; X,t — v) for
t > v; this latter expression seeds the recursion for subsequent generations. Therefore, providing
a functional form for ¢ suffices to produce the solution for all bond generations w.
For Type Il bond kinetics, the solution for the mass fractions is given by

0 t<u
w'(t) =91 —g(t—u) u<t<wv . (5.5.9)
g(t—v)—glt—u) v

For this type of bond kinetics, the reduced relaxation function g cannot depend on the magnitude
of the strain, because strain-dependence might violate the constraint 0 < w" < 1.

For all bond kinetics, it is also possible to constrain the occurrence of the breaking-and-
reforming reaction to specific forms of the strain. For example, the reaction may be allowed to
proceed only in the case of dilatational strain, or only in the case of distortional strain.

The finite element implementation of reactive viscoelasticity stores the value of F~! (X, u) ev-
ery time that a bond-breaking deformation is detected; this value can be used to evaluate F* (X, t)
using (5.5.1). It also stores w* (X, v) = f“(X,v), where v is the time step immediately following
u, which is then used for evaluating w" for subsequent time steps ¢ > v when using Type | bond
kinetics, using the expressions of (5.5.7) and (5.5.8). These measures are then used to evaluate
the stress from (5.5.3), with the summation taken over the time steps that correspond to bond-
reforming generations.
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5.6 Reactive Damage Mechanics

5.6.1 Bond-Breaking Reaction

The reactive damage mechanics framework was first described in [59]. It is used to model damage
in an elastic solid as a reaction that transforms intact (elastic) bonds into broken bonds,

g b, (5.6.1)

Here, £% is the material associated with bonds a (« = i for intact bonds and o = b for broken
bonds). The material is modeled as a constrained mixture of these two constituents «. Whereas
intact bonds may store free energy, broken bond sustain none. This framework assumes that
isothermal conditions prevail. Thus, any heat generated by the dissipative damage reaction must
be radiated from the continuum to preserve a constant temperature. In an isothermal framework,
the free energy density is also equal to the strain energy density.

The referential mass density of the solid mixture is p.. (mass of solid per volume in its refer-
ential, stress-free configuration), which remains constant throughout an analysis. The material
associated with intact bonds has an apparent mass density pi. while that associated with broken
bonds is p?,such that the mixture mass balance is satisfied by

pr = ph+pl. (5.6.2)

5.6.2 Free Energy Density and Stress

Let the specific free energy stored in intact bonds be represented by v (F); that of broken bonds
is zero. Therefore, the free energy density of the mixture is

U, (F) = pl (F) . (5.6.3)
We may define the mass fraction w® of bond species « as

we =P (5.6.4)

Now, the mixture mass balance in Eq.(5.6.2) may be rewritten as ) |  w® = 1, or more specifically,
w +wb=1. (5.6.5)

We may also rewrite the mixture free energy density in Eq.(5.6.3) as
v, (F) = w'py (F) = (1= w’) oy (F) , (5.6.6)

where we have made use of Eq.(5.6.5). The corresponding Cauchy stress may be evaluated using
the standard hyperelasticity formula,

0¥ pr OY
1 r T b T T
= s =(1- —— . F". .6.7
o= 5 F (1 w)JaF (5:6.7)
These relation show that the free energy density and stress of a damaged material are scaled by
the mass fraction w* = 1 — w® of remaining intact bonds. Comparing these formulas to those of
classical damage mechanics [44, 65, 27, 51, 52, 72], it becomes immediately apparent that the
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classical damage variable D appearing in those theories is equivalent to the mass fraction w® of
broken bonds,

D =u. (5.6.8)

To further clarify this equivalence, we may let ¥y = p,.4) represent the free energy density of an
intact elastic solid, such that Eq.(5.6.6) may be rewritten as ¥,, = (1 — D) ¥y. Similarly, Eq.(5.6.7)
may be rewritten as o = (1 — D) o, where oy is the stress in the intact elastic solid, derived from
the hyperelasticity relation oo = J =1 (0¥, /0F) - FT.

5.6.3 Damage Criterion

At each material point X in the continuum, damage occurs when a scalar damage (or failure)
measure Z (F) achieves a critical value =,,, over the loading history,

En(X)= max E(F(X,s)). (5.6.9)

—oo<s<t

The scalar damage measure = (F) must be invariant to orthogonal transformations Q that pre-
serve material symmetry, or else the damage formulation would not be observer-independent. For
example, for isotropic materials, = (F) must be an isotropic function of the deformation, in which
case it should be expressed as = (U) or Z(E), where U is the right stretch tensor in the polar
decomposition F = R - U of the deformation gradient, and

E=_(F' F-I)=-(U*-1) (5.6.10)

N =
N =

is the Green-Lagrange strain tensor. It follows that

OE 1/1 1
arT =35\ 5 5szn 5anm a5 imYjn inOjim .

For anisotropic materials where a is the unit normal to a symmetry plane and A = a ® a, the
damage measure = must satisfy

Z(U,A)=2(Q-U-Q",Q-A-Q"), (5.6.11)

for transformations Q that satisfy Q- A - Q” = A (or Q - a = a). We may replace U with E in the
above expression.

We assume that the amount of damage (the fraction D of broken bonds) is given by the function
of state

D=F (S, (5.6.12)

where 0 < F (Z,,) < 1. As shown in [59], the Clausius-Duhem inequality imposes the constraint
that F' (=,,) must be a monotonically increasing function of its argument. Therefore, we may un-
derstand F to represent a cumulative density function (CDF), whose derivative f (Z,,) = F' (E,,)
is a probability distribution function (PDF) that describes the probability of bonds breaking at the
specific threshold =,,,.
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5.6.4 Reaction Kinetics and Thermodynamics

The axiom of mass balance in a reactive constrained mixture reduces to
=P, (5.6.13)

where p¢ is the material time derivative of p% and p% is a function of state representing the ref-
erential mass supply density to constituent « due to reactions with all other constituents. In the
damage framework, the above relations show that

pr=pr (1= F (Em)) ‘

_ (5.6.14)
P? =prF (Em)

Substituting these expressions into Eq.(5.6.13) shows that the referential mass density supplies
are given by

ﬁlr = _PTF (Em)

A . , (5.6.15)
PQ = prF (Epm)
where
B)= advancing damage
JTERES AL g camage (5.6.16)
0 otherwise

In these expressions, the damage is advancing when =, increases over two consecutive time
points. In this expression for F' we need to evaluate

. o= . )
= =—:U=N: .6.17
(U)=55:0 U, (5.6.17)
where we defined o=
— 9= 6.1
50 (5.6.18)

to represent the tensorial normal to the damage hypersurface, which needs to be evaluated at =,,.

In this isothermal damage framework it can be shown from the energy balance that a heat sup-
ply density p,r must radiate the bond-breaking energy out of the continuum to maintain isothermal
conditions, where

prr = Py (F) = —p, F (2) ¢ (F) - (5.6.19)

Since F is a monotonically increasing function of =,,, its material time derivative F is always
positive when the damage is increasing, and zero otherwise as per Eq.(5.6.17). Since the specific
strain energy ¢ (F) is always positive, it follows that the specific heat supply r = —F (Z,,) ¢ (F)
in Eq.(5.6.19) is negative or zero, consistent with the expectation that heat needs to leave the
continuum to maintain isothermal conditions.

5.6.5 Constitutive Models

Constitutive models for the damage measure = (U) may be derived from energy-based poten-
tials or strain measures. A summary of constitutive models currently implemented in FEBio is
presented below.
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5.6.5.1 Strain Energy Density

It may be assumed that damage occurs when the strain energy density ¥, achieves a certain
threshold ¥,,. In that case, the constitutive model for the damage measure is

=(U) =, (U) . (5.6.20)

This damage measure is valid for isotropic or anisotropic materials, since the strain energy density
¥, must satisfy the frame-invariance of Eq.136 by construction. The resulting damage surface
normal is

S-U+U-S), (5.6.21)

where S = 0¥, /0E = JF~! .o - F~T is the second Piola-Kirchhoff stress associated with the
material.

5.6.5.2 Simo Damage Criterion

Simo [68, 72] proposed a damage criterion related to the strain energy density,
=Z(U) =29, (U). (5.6.22)

This damage measure is valid for isotropic or anisotropic materials, since the strain energy density
¥, must satisfy the frame-invariance of Eq.136 by construction. Its resulting damage surface

normal is 1

1
V20, 2
where we have used the result of Eq.(5.6.21). The normal reduces to the null tensor in the limit
when V,. and o tend to zero.

N =

(S-U+U-8S), (5.6.23)

5.6.5.3 Specific Strain Energy

It may be assumed that damage occurs when the specific strain energy ¥,./p, achieves a certain
threshold ,,,. In that case, the constitutive model for the damage measure is

1
=(U)=—v,(U). (5.6.24)

Pr
This damage measure is valid for isotropic or anisotropic materials, since the strain energy density
¥, must satisfy the frame-invariance of Eq.136 by construction. The resulting damage surface

normal is
1 0V, 1

- pr OU B 20
where we have used the result of Eq.(5.6.21).

(S-U+U-8S), (5.6.25)

5.6.5.4 Von Mises Stress

For this criterion it is assumed that damage is initiated by increases in the von Mises (or effective)
stress, oy. Thus,

(U) =0y (U) = \/g devo :devo, (5.6.26)

(1]
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where dev o is the deviatoric part of . To evaluate the damage surface normal in this case, we

must use the chain rule,
N — 0= Odo OF

= — = . .6.27
oo OF 0U (5:6.27)

From the hyperelasticity relation in Eq.(5.6.7) it can be shown that
g;:(C—FI@G-FO'@I—O'@I)‘FT, (5.6.28)

where C is the fourth-order spatial elasticity tensor associated with the strain energy density ¥,..
Then, it can be shown that

N:%RT-M-R-U_l—k%U_l-RT-MT-R, (5.6.29)
where o= o= o=
= 2=. g gy I. .6.
M e C+28o- o (80’ 0'> (5.6.30)
From the von Mises criterion in Eq.(5.6.26), it can be shown that
=) 3
_— = — . 0. 1
90~ 2oy deveo (5.6.31)

Substituting Egs.(5.6.30)-(5.6.31) into Eq.(5.6.29) provides the surface normal N.

5.6.5.5 Maximum Normal Stress
For this criterion, the damage measure takes the form
=(U) =01, (5.6.32)

where o7 is the maximum principal stress (under the assumption that the three principal stresses
of o are ordered such that o1 > o2 > 03). To evaluate the damage surface normal, we may use
Egs.(5.6.29)-(5.6.30) where
OE o 80'1
do ~ do
Here, n; is a unit vector along the principal direction of maximum normal stress (the eigenvector
of o corresponding to the eigenvalue o).

=n; ®nj. (5.6.33)

5.6.5.6 Maximum Shear Stress

For this criterion, the damage measure takes the form

01— 03
2 )

where o1 and o3 are the maximum and minimum principal normal stresses (under the assumption
that the three principal stresses of o are ordered such that o1 > 02 > 03). To evaluate the damage
surface normal, we may use Egs.(5.6.29)-(5.6.30) where

aE—1( ® ® n3) (5.6.35)

o = 9 n; n; ns ns) . .0.
Here, n; and n3 are unit vectors along the principal directions of maximum and minimum normal
stress, respectively.

=(U) = (5.6.34)



140 CHAPTER 5. CONSTITUTIVE MODELS

5.6.5.7 Maximum Normal Lagrange Strain

The Lagrange strain tensor E is related to F via Eq.(5.6.10). Ilts maximum principal value is

denoted by E;. For this criterion, we let

Then, the damage surface normal is given by

_ OE

—87U: \/1+2E1n1®n1,

where n; is a unit vector along the principal direction of normal strain.

N

5.6.5.8 Octahedral Lagrange Strain

The octahedral Lagrange strain is given by

2
e(U) = \/3devE :devE,
where dev E is the deviatoric part of the Lagrange strain tensor,
1
devE =E — gtr(E)I,

and E is given in Eq.(5.6.10). For this damage measure we let

(11

(U) = e (U).

The damage surface normal can be evaluated from

e OE 1
3E ' 50 — 36 (devE-U+U-devE),
where we used 9 5
(&
— = E
9B 3 dev
and 5 "
E 10U 1
= =_(I I
90 — 290 _z1eUu+lzl

(5.6.36)

(5.6.37)

(5.6.38)

(5.6.39)

(5.6.40)

(5.6.41)

(5.6.42)

(5.6.43)
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5.7 Hydraulic Permeability

Hydraulic permeability is a material function needed for biphasic and multiphasic materials.

5.7.1 Constant Isotropic Permeability

When the permeability is isotropic,
k=FI. (5.7.1)

For this material model, k is constant. Generally, this assumption is only reasonable when strains
are small.
5.7.2 Exponential Isotropic Permeability

This isotropic material has a permeability that varies as a function of the determinant J of the
deformation gradient. Its general form is

k=Fk(J)I, (5.7.2)

where,

—1
k(J) = ko exp (M J ) . (5.7.3)
J — o
Pore closure occurs as J approaches ¢, from above, in which case the permeability reduces to
zero,
lim k(J)=0. (5.7.4)
J—¢0
In the special case when M = 0, the permeability becomes constant. In the limit of infinitesimal
strains, the permeability has the form

M
k(J)=ko(1+
()=t (142

(J-1)+0 ((J - 1)2)> . (5.7.5)

For the type of isotropic permeability given in (5.7.2), the spatial permeability tangent K with
respect to the solid matrix strain has the general form

K= (k+J)IoI-2k061, (5.7.6)
where 1
K (J) = M——"°_k(J) (5.7.7)
(J = o)
in this case.

5.7.3 Holmes-Mow
This isotropic material uses a strain-dependent permeability tensor as formulated by [37]:
k=Fk(J)I, (5.7.8)

where,

k(J) = ko <‘] - ‘”0>a e2M(7*-1) (5.7.9)
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When a > 0, pore closure occurs as J — g from above, in which case k reduces to 0. Setting
a =0and M = 0 produces a constant permeability. In the limit of infinitesimal strains,

k(J) = ko <1 + (M+ : _O‘SDO) (J-1)+0((J- 1)2)) . (5.7.10)

The spatial tangent of the permeability tensor with respect to strain may be evaluated from
(5.7.6) using

(0
E(J)=(JM+ k(J) . 5.7.11
@)= (78 72k 5.7.11)
5.7.4 Referentially Isotropic Permeability

This material uses a strain-dependent permeability tensor that accommodates strain-induced
anisotropy [9]:

Ky kar o J—¢r M(J2-1)/2
= — — —_— 712
k <k0T1+J2b+J4b><1—gof, e ; 5 )

Note that the permeability in the reference state (F = I) is isotropic and given by k = (ko + k1, + kor) L.

5.7.5 Referentially Orthotropic Permeability

This material uses a strain-dependent permeability tensor that is orthotropic in the reference con-
figuration, and accommodates strain-induced anisotropy [9]:

3

k=kol+ Y kfm,+k§ (mg-b+b-m,), (5.7.13)
a=1
where,
ko = kor (J - (’Oi)% eMO(JQ?l)ma
1 — 7
I (o)™ ()
a — £ T Ma (J 1 /2 — 714
kS J2<1_(pﬁ> e . a=1,2,3 (5.7.14)
a o (J —or o My (J%-1)/2
kS = e .
2724 1 — g3

Here, m, are second order tensors representing the spatial structural tensors describing the or-
thogonal planes of symmetry, given by

m,=F - (V,oV,)-FI, a=1-3, (5.7.15)

where V, are orthonormal vectors normal to the planes of symmetry. Note that the permeability

3
in the reference state (F =1I) is given by k = ko, I+ > (k{, + kS,) V, ® V.
a=1
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5.7.6 Referentially Transversely Isotropic Permeability

This material uses a strain-dependent permeability tensor that is transversely isotropic in the ref-
erence configuration, and accommodates strain-induced anisotropy [9]:

k — ]{Orr <J_ SDT‘>OCO eMO(JQ*l)/QI

1=
ler k%; 2 J — oy or Mr(J2-1)/2
1 4 1 4 J =0\ wa(2-1)/2
+<ﬂk1Tm+wk2r(m~b+b-m)> (1_@ eMa(*-1)/ )

where m is a second order tensor representing the spatial structural tensor describing the axial
direction, given by
m=F. - (VaV) -F, (5.7.17)

and V is a unit vector along the axial direction. Note that the permeability in the reference state
(F =1)is given by k = (ko + k%, + k1) T+ (ki — kI, + k3. — kL) (V@ V).
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5.8 Solute Diffusivity

Diffusivity materials provide a constitutive relation for the solute diffusivity in a biphasic-solute
material. In general, the diffusivity tensor d may be a function of strain and solute concentration.

5.8.1 Constant Isotropic Diffusivity

When the permeability is isotropic,
d=dI. (5.8.1)

For this material model, d is constant. This assumption is only true when strains are small. Note
that the user must specify d < dy, where dj is the solute diffusivity in free solution, since a solute
cannot diffuse through the biphasic-solute mixture faster than in free solution.

5.8.2 Constant Orthotropic Diffusivity

When the permeability is orthotropic,

3
d=> d'V,8V,, (5.8.2)

a=1

where V, are orthonormal vectors normal to the planes of symmetry. For this material model, the
d* are constant. Therefore this model should be used only when strains are small. Note that the
user must specify d* < dy, where dy is the solute diffusivity in free solution, since a solute cannot
diffuse through the biphasic-solute mixture faster than in free solution.

5.8.3 Referentially Isotropic Diffusivity

This material uses a strain-dependent diffusivity tensor that is isotropic in the reference configura-
tion and accommodates strain-induced anisotropy:

— dir dar o\ (S =7 M(J?-1)/2
d_<dOTI+J2b+J4b><1_¢;‘ e ; (5.8.3)

where J is the jacobian of the deformation, i.e. J = det F where F is the deformation gradient,
and b = F - FT is the left Cauchy-Green tensor. Note that the diffusivity in the reference state
(F =1) is isotropic and given by d = (do, + d1, + doy) L.

5.8.4 Referentially Orthotropic Diffusivity
This material uses a strain-dependent diffusivity tensor that is orthotropic in the reference config-

uration and accommodates strain-induced anisotropy:

3
d=dol+) dim,+d§(m,-b+b-m,), (5.8.4)

a=1
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where a0
do = dor <J — %') eMo(J2-1)/2 )
I—¢p
a d(llr J — QO?S' o Ma(J?2-1)/2
dl_ﬂ(l—go;ﬁ) eMa(2=1)/2 1 93 (5.8.5)
ds J — QOS e M. (J2—
de = 2r r a(J 1)/2 .
22t (1 - s@i) ‘

Here, J is the Jacobian of the deformation, i.e. J = det F where F is the deformation gradient.
m, are second order tensor representing the spatial structural tensors describing the orthogonal
planes of symmetry, given by

m,=F - (V,oV,)-FI a=1-3, (5.8.6)

where V, are orthonormal vectors normal to the planes of symmetry. Note that the permeability

3
in the reference state (F =1I) is given by k = ko, I+ > (k{, + kS,) V, ® V.
a=1
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5.9 Solute Solubility

Solubility constitutive equations provide a relation for # as a function of solid matrix strain and
effective solute concentrations.

5.9.1 Constant Solubility

For this material model, % is constant.
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5.10 Osmotic Coefficient

Osmotic coefficient constitutive equations provide a relation for ® as a function of solid matrix
strain and effective solute concentrations.

5.10.1 Constant Osmotic Coefficient

For this material model, ® is constant.
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5.11 Active Contraction Model

A time varying “elastance” active contraction model [36] was added to the transversely isotropic
materials. When active contraction is activated, the total Cauchy stress ois defined as the sum of
the active stress tensor % = T%a ® a and the passive stress tensor o?:

o=o"+c0° 5.11.1
, ( )

where a is the deformed fiber vector (unit length), defined as Ada = F - a. The time varying
elastance model is a modification of the standard Hill equation that scales the standard equation
by an activation curve C (t). The active fiber stress 7 is defined as:

2
Cag

T = Tpax 50—
"X Ca2 + ECad,

C(t), (5.11.2)
where T),.. = 135.7kPa is the isometric tension under maximal activation at the peak intracellular
calcium concentration of Cay = 4.35 uM. The length dependent calcium sensitivity is governed by
the following equation:

(Cao)max
Vexp Bl —1lo)] -1’ (5.11.3)

where (Cay),,.. = 4.35 uM is the maximum peak intracellular calcium concentration, B = 4.75 um~!
governs the shape of the peak isometric tension-sarcomere length relation, lp = 1.58 um is the
sarcomere length at which no active tension develops, and [ is the sarcomere length which is the
product of the fiber stretch A and the sarcomere unloaded length I, = 2.04 um.

ECCL50 ==
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5.12 Prescribed Active Contraction

Prescribed active contraction models allow the user to directly specify the time history of the active
contractile stress.

5.12.1 Uniaxial Active Contraction

For this model, the active stress is acting along a prescribed direction given by the unit vector a,
in the reference configuration. The 2" Piola-Kirchhoff stress is

S¢ = T, ® a, (5.12.1)

and the Cauchy stress is
o =J T ®a, (5.12.2)

where T is the prescribed contractile stress and a = F - a,.. Since S is not a function of deforma-
tion, the material and spatial tangents are both zero.

5.12.2 Transversely Isotropic Active Contraction

In this case, the active stress is isotropic in a plane transverse to the direction a,.,
S“=T"I1-a -®a,), (5.12.3)
and the corresponding Cauchy stress is
o’ =J'T*(B—-a®a), (5.12.4)

where B = F - F7 is the left Cauchy-Green tensor. The material and spatial tangents are zero.

5.12.3 Isotropic Active Contraction

An isotropic active contractile stress is given by
S* = T°1 (5.12.5)
and the corresponding Cauchy stress is
o =JT'B. (5.12.6)

The material and spatial tangents are zero.
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5.13 Chemical Reaction Production Rate

Production rate constitutive equations provide a relation for ¢ as a function of solid matrix strain,
solute concentrations, and the concentrations of solid-bound molecular species.

5.13.1 Mass Action Forward

According to the law of mass action for forward reactions,

C=k(0,F,p0) [ ()% . (5.13.1)

«

A constitutive relation for the specific reaction rate & (6, F, p?) must also be provided.

5.13.2 Mass Action Reversible

According to the law of mass action for reversible reactions,

Cr = e (0,F, p7) T ()"

Cr=kr (0,F,p7) [T (¢)® (5.13.2)

«

é = éF - ER = éF 1- Kc (97 vag) H (Ca)ua )
where K. = kg/kr is a function that reduces to the equilibrium constant of the reversible reaction
at chemical equilibrium (when ¢ = 0). Constitutive relations for the specific forward and reverse
reaction rates, kr (6, F, p?) and kg (0, F, p7) respectively, must also be provided.

5.13.3 Michaelis-Menten
Michaelis-Menten is a model for enzyme kinetics as represented by the reactions
ECHE =EF 5 E°+EP, (5.138.3)

where £°€ is the enzyme, £° is the substrate, £¢° is the enzyme-substrate complex, and £? is the
product. The molar mass supply ¢? producing &P is related to the concentration of the substrate
&* via

Vinazc®
where V., is the maximum rate achieved by the system, at maximum (saturating) substrate
concentrations. K, is the substrate concentration at which the reaction rate is half of V,,,4..

This relation may be derived by applying the law of mass action to the two reactions in (5.13.3).
under the simplifying assumption that the reversible reaction between the enzyme and substrate
reaches steady state much faster than the subsequent forward reaction forming the product. If the
first and second reactions are denoted by subscripts 1 and 2, respectively, the law of mass action
for the first (reversible) and second (forwar) reaction produces

&= (5.13.4)

G =kpi1c®c® — kric®®, (o = kpac®,

’ ! R (5.13.5)
==, =@, “=0a-C.
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The total enzyme concentration remains constant at cf = ¢°+c%, so that¢; = kpc§es—(kpic® + ki) ¢°.
Assuming that the first reaction equilibrates much faster than the second is equivalent to letting
¢1 =~ 0, in which case
s 0 5.13.6)
e (5.13.

where K,,, = kri/kri1. Then,
2 Vinaxc®

ST o
where Viyax = kracf represents the maximum value of (2, when K,, < ¢*. In practice, choosing
kr1 > kpo can produce the desired effect.

5.14 Specific Reaction Rate

Specific reaction rate constitutive equations provide a relation for & as a function of solid matrix
strain and the concentrations of solid-bound molecular species.

5.14.1 Constant Specific Reaction Rate

For this material model, & is constant.

5.14.2 Huiskes Remodeling

For this material, the specific reaction rate depends on the deviation of the specific strain energy
from a threshold value,
k(F S):B(%w) (5.14.1)
T e \pr ) o
where B is a constant, ¥, is the strain energy density of the solid, p? is the referential mass density
of the solid, v is the threshold value for the specific strain energy. In this relation, J = detF is
evaluated from the solid deformation and ¢? is evaluated from (2.10.7).

5.15 Viscous Fluids

The most common family of constitutive relations employed for viscous fluids, including Newtonian
fluids, is given by

7(J,D) = <Ii§u) (trD)I+2uD, (5.15.1)

where 1 and k are, respectively, the dynamic shear and bulk viscosity coefficients (both posi-
tive), which may generally depend on J and, for non-Newtonian fluids, on invariants of D. In
practice, most constitutive models for non-Newtonian viscous fluids only use a dependence on
4 = /2D : D, since it is the only non-zero invariant in viscometric flows [66]. In this case, substi-
tuting eq.(5.15.1) into eq.(3.5.9) produces

" = </{—§;L>I®I+? <&{”—28M> (trD)I®D
- 7 (5.15.2)
+2<.HD®D+MI®I> .
¥ Oy



152 CHAPTER 5. CONSTITUTIVE MODELS

The term containing I ® D is the only one that does not exhibit major symmetry. In Newtonian
fluids, 1 and k are independent of D; in incompressible fluids they are independent of J (since
J = 1 remains constant and tr D = 0). Thus, for both of these cases the term containing I @ D
drops out and C™ exhibits major symmetry.

Similarly, using eq.(5.15.1), the tangent 7/, in eq.(3.5.11) reduces to

, (6/{ 20u

oJ

Explicit forms for the dependence of i or x on J are not illustrated here, since viscosity generally
shows negligible dependence on pressure (thus J) over typical ranges of pressures in fluids, hence
7', = 0 in most analyses.

Many fluid mechanics textbooks employ Stoke’s condition (x = 0) for the purpose of equating
the elastic pressure p with the mean normal stress —%tra [61]; in FEBIo, « is kept as a user-
defined material property, which may be set to zero if desired. A common example of a non-
Newtonian fluid is the Carreau model, where = = 2 (§) D, which is a special case of eq.(5.15.1),
with x = 21./3 and

n—1)/2
= oo+ (o — o) (14 097) (5.15.4)
where )\ is a time constant, n is a parameter governing the power-law response, p is the viscosity
when 4 = 0 and p is the viscosity as ¥ — oo. Other common models of non-Newtonian viscous
fluids are summarized in [28], though it should be noted that some of these models produce
infinite values when evaluating 4~10u/0% as 4 — 0, which is problematic in the evaluation of C™ in
eq.(5.15.2).
For nearly incompressible fluids, a simple constitutive relation may be adopted for the pressure,

p(J)=K(1-J), (5.15.5)

where K is the bulk modulus of the fluid in the limit when J = 1. It follows that p' (J) = —K
and p” (J) = 0 in eq.(3.5.10). This constitutive relation is adopted for nearly-incompressible CFD
analyses in FEBio, though alternative formulations may be easily implemented.



Chapter 6

Dynamics

FEBio can perform a nonlinear dynamic analysis by iteratively solving the following nonlinear semi-
discrete finite element equations [16].

wk
Md,,, + KAd* =TF | —F, 4y

di g =dpig +Ad*

(6.0.1)

Here, M is the mass matrix, K the stiffness matrix, T the internal force (stress) vector and F
the externally applied loads. The upperscript index k refers to the iteration number, the subscript
nrefers to the time increment. The trapezoidal (or midpoint) rule is used to perform the time
integration. This results in the following approximations for the displacement and velocity updates.

h /. .
dn+1 =d, + 5 (dn + dn+1)

b . (6.0.2)
dn+1 = dn + 5 (dn + dn+1)
Using (6.0.2) we can solve for d,,. 1,
. 4 4. .
k _ k—1 k
di = <dn+1 —d,+Ad ) — —d, —d,. (6.0.3)
Substituting this into equation (6.0.1) results in the following linear system of equations.
4 k _ ok 4 (k- 4 s
(h2M + K> AdF =Tk, | —F, - M <h2 (dM{ ~d,) - d, —d, ) . (6.0.4)

Solving this equation for Ad* and using (6.0.1) gives the new displacement vector d*,, . The
acceleration vector Eiflﬂ can then be found from (6.0.3) and the velocity vector c'l7’§+1 from(6.0.3).
This algorithm is repeated until convergence is reached.

6.1 Newmark Integration

To solve a differential equation which is second-order in time, we need to perform a numerical
integration in the time domain. Let ¢ (¢) denote the function of interest and let ¢,, and ¢,,; represent
consecutive time steps such that At = ¢,4; — t,. The function 6 (¢) may be represented at each

time point as 6,, = 6(t,) and 6,41 = 0 (t,+1). The Newmark integration formulas are used to

153
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evaluate 60, and 0,1 at time 6,1, assuming that they can be integrated from a judiciously
selected 6 (t,,+-) in the time interval [t,,, t,+1]. Using the mean value theorem for definite integrals,
we know that an exact solution may be found for the integral according to

/:"“ 6(t) dt = ber — 6y = 0 (tnr) AL, (6.1.1)
where + is generally unknown ;priori. In the Newmark integration scheme we let
0 (tnty) = ¥0ns1 + (1 =) b, (6.1.2)
where ~ is a user-selected parameter in the range 0 to 1. It follows that
fpir = 6n + At [yénﬂ L (1—=7)6,] . (6.1.3)

We can similarly integrate this function twice to obtain 6,1,

th1 pt lnt1 . . . s At?
/ 6 (7) drdt = / (9 (t) — en) dt = Ones = O — OnSt = 0 (tn125) =5
tn tn tn
where we let ) ) )
0 (tn428) = 280p+1 + (1 —28)0,.
Here, 3 represents a parameter that varies from 0 to 3. It follows that
. At? .. ..
Ot = O+ 0u Mt + = [2/59”“ +(1-28) en} , (6.1.4)
or alternatively,
by = — (9 —0 —éAt)— EREEAY: (6.1.5)
n—H_BAtQ n+1 n n 25 n IR
from which we may re-evaluate (6.1.3) as
. . . L _ o . _ l .
fpir = 6 + At [ﬁAﬁ (enﬂ 0, enm) n <1 2ﬁ> 9n] . (6.1.6)
Stability of this integration scheme is guaranteed when
1 2
72%7 62(722) : (6.1.7)

6.2 Elastodynamics

6.2.1 Governing Equations

The linear momentum balance for elastodynamics is
pa=dive + pb, (6.2.1)

where p is the density, a is the acceleration, o is the Cauchy stress, and b is the body force per
mass. The angular momentum balance is satisfied by letting o’ = . The integrated form of the
mass balance equations yields

p= %7 (6.2.2)
where p, is the density in the reference configuration and J = det F, where F is the deformation
gradient. The acceleration is given by the material time derivative of the velocity v, evaluated
either in a spatial or a material frame,

a=v (6.2.3)
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6.2.2 Virtual Work

The virtual work for the domain b is given by
oW = /5v- (dive + p(b—a)) dv, (6.2.4)
b

where Jv is the virtual velocity. Using the divergence theorem, this virtual work may be expressed
as the difference 6W = W,y — Wy, between external virtual work §W,,, and internal virtual
work dW;,.¢, where

Wit = /0’ : gradévdv—l—/év - paduv,
b b (6.2.5)

Wt :/ 6V-tda—|—/5v-pbdv,
ob b

where t = o - n is the traction on the boundary 0b.

6.2.3 Generalized a—Method for Elastodynamics

In the generalized a«—method, we evaluate displacements and velocities at the intermediate time
tnta; = tn +ay (thi1 — tn), Where ay is a user-defined parameter (0 < oy < 1), such that

Xn+af = (1 - af) Xn T+ AfXn+1
Wyta, = (1 —ap)u, +apuggr, (6.2.6)
Vita; = (1 —ayp) vp + apvpgr,

where x is the motion and u is the displacement. In particular, it follows that the deformation
gradient and its determinant are given at the intermediate time by

Fria, = 8’;’;‘”‘ — (1— ay) Py + asFos, (6.2.7)
and
Inta; = det Friq, . (6.2.8)
The material time derivative of J,,,.,, and the velocity gradient L, , are normally evaluated as
Invay = Inta;Fola, : Grad viia, (6.2.9)
and
Lyta; = Grad vpia, - F 1, - (6.2.10)
In practice however, we get better numerical results when using
Jnta, = W, (6.2.11)
and F.. F
Lnta, = % Fola, - (6.2.12)

According to the generalized—a method, we evaluate the velocity derivative at a different inter-
mediate time t,,+q,, = tn + @m (tnt1 — tn), such that

vn+am = (1 - Oém) Vn + O[m\./n+1 . (6213)
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Since elastodynamics represent a second-order system of equations in time, the parameters oy
and «,, are evaluated from a single parameter p., using [19]

1 _ 2- Poo
e’ ™ T5p’
where 0 < p, < 1. This parameter is the spectral radius for an infinite time step, which controls
the amount of damping of high frequencies; a value of zero produces the greatest amount of
damping, anihilating the highest frequency in one step, whereas a value of one preserves the
highest frequency.

To complete the integration scheme [43] we evaluate

af = (6.2.14)

2
, (6.2.15)

,8_ (1+am—af)

1
7:§+am—af

then we use the Newmark integration formulas (Section 6.1),
Vn+1 = Vp + At [(1 — )Vn + ’Yvn+1]

At2 ) )
Uny1 = Uy + Atvy, + ——[(1 = 28) Vi + 26V pa] (6.2.16)

. o 1 Up41 — Up - +(1- i
Vntl = B¢ At Vn 23

At the start of each time step, we initialize the variables as follows:

Up+1 = Up
oo (1o LtYy -1

_ (17 _ T
Viptl = (1 5) vy, + At (1 25) Vi

6.2.4 Linearization

The solution of the nonlinear equation §W = 0 is obtained by linearizing this relation as
SW + D6W [Au] ~ 0, (6.2.18)

where the operator DSW [-] represents the directional derivative of I at u along an increment
Au of u, 11 [24]. According to the generalized—a method [43], the virtual work is evaluated using
intermediate time step values, at ¢, for all parameters except v, which is evaluated at ¢, q,,,. It
follows from these definitions that the linearizations of critical variables are given by
Du[Au] = arAu
F [Au] = oy Grad Au

J [Au] = aJ (div Au)
DJ[Au] =D (JF~ T : Gradv) [Au]

_ T (6.2.19)

=ayJ |:<leV + M) (div Au) — (grad Au)

v [Au] = ng: Au

Dv [Au] = Au

6At2
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To linearize the virtual work, we need to express the integrals appearing in 6W;,,; and 6W,,, over
the material frame of the finite element solid domain.

6.2.4.1 Internal Work

The first term in the internal work becomes

/0' sgradovdv = / F-S:GraddvdV | (6.2.20)
b B

where S = J-F~!.o-F~ T is the second Piola-Kirchhoff stress for the solid material. In general, o
(and thus, S) is only a function of the solid strain, such as the right Cauchy-Green tensor C = F7-F
or the Green-Lagrange strain E = (C —I) /2.

DE [Au] = % (Grad” Au-F + F” - Grad Au) . (6.2.21)
Therefore, following the standard approach in solid mechanics, the linearization of S is
oS
DS [Au] = 3 DE [Au]
=ayC: % (GradT Au-F +FT . Grad Au) ’ (6.2.22)

=a;C: (FT@FT) : Ae

where C is the material elasticity tensor. Now, the linearization of the first term in §W;,,; is

D</BF-S:Grad6vdV> Au]

. (6.2.23)
= /af (gradov : grad Au - o + grad ov : C : grad Au) dv
where C is the spatial elasticity tensor. Similarly, the second term in 6W;,,; produces
D (/B 5 - pradV> [Au] = /bav : %pAu dv|. (6.2.24)
6.2.4.2 External Work
The linearization of the body force term is
D (/B ov - pyb dV) [Au] = /b5v ~agpgradb - Audv. (6.2.25)
The linearization of the traction force term is
D (/F v -tg X gof dnldn2> [Au]
"
_ /Fn asov- (t@n)- <g1 y a@i; gy x 36@;1) dn'd?. (6.2.26)

+ [ v -Dt[Au]|g x ga| dn'dn?
FW
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Note that Dt [Au] depends on the nature of the surface traction. For a prescribed traction we have
Dt [Au] = 0. A contact analysis needs more elaborate derivations (not yet implemented as of
FEBio 2.7). In the above expression we used

Dlg1 x gof [Au] =n- D (g1 x g2) [Au]

0Au 0Au (6.2.27)
=am- | g X 87772—82 X ot

where the unit outward normal is evaluated as

_ BLX8 (6.2.28)
g1 % g
6.2.5 Discretization
We use the following interpolations:
ov = Z N,ov, Au = Z NpAuy
a b
grad dv = E 0vy ® grad N, grad Au = Z Au, ® grad Ny, (6.2.29)
a b

divév = Z vy - grad N, divAu = Z Auy, - grad Ny
a b
where N, (n',n? 1) are shape functions of the element parametric coordinates (', 7?,7*). Note

that the grad = a% operator should be evaluated at t,,,, Using x,,+,. For example, in the case
of a scalar function f,

of of _i
df = =g
gra f 8Xn+af 677@ gn+af
i _ on’ ’
Bntay; = m

where the contravariant basis vectors g, , , ; may be evaluated from the covariant basis vectors

. 0x 0x 0x
n+toy n+ay n n+1
. = Y (1= : .
using g/ 8o, = 0.
The discretization of the internal work produces
Wint = 0Va - / (£ +££) dv, (6.2.30)
- b

where

f) =0 -grad N,

6.2.31
£ = Nypa ( )

The discretization of the stress and elasticity terms in the internal work is

/af (grad 0v : grad Au - o + grad v : C : grad Au) dv

:Zéva-Z/Kdev-Aub
a p YV

)
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where

Ku = af ((grad Ng - o - grad N) I + grad N, - C - grad V) |.

The discretization of the mass term in the internal work is
QOm
/b(Sv . WpAudv = Za:éva . Zb:/bl\/labdv -Auy,

where

M PN NI |.

S NYNE

For the external work of body forces,

/5v-pbdv:2(5va-/f(f’dv
b - b

where
f}f = Ngp°b|,
and
/5‘,5 ~agp®gradb - Audv = Z&VZ . Z/Ksbdv - Auy,
b o o Jb
where

Kb, = afN,Nyp® gradb .

For prescribed tractions,
oVt da =" ov5- / £t dntdn?

b "
where
£, = Not° g1 x g2l |,
and OA OA
u u
aévs-ts®n-<g1>< — g9 X )dld2
/F ) f ( ) o o
= Z ovy - Z/ K¢, dn'dn? - Au,
a b Fn
where

R P (AP

37772%1 - 87771%2

where g is the skew-symmetric tensor whose dual vector is g.

6.2.6 Energy-Momentum Conservation Scheme

159

(6.2.32)

(6.2.33)

(6.2.34)

(6.2.35)

(6.2.36)

(6.2.37)

The time discretization scheme may be selected in a manner that enforces linear and angular
momentum, and energy conservation over consecutive time steps t,, and ¢,.1, when boundary
conditions and external loads are time-independent. Based on the prior literature [70, 35, 63],
this momentum and energy conservation may be achieved by using the midpoint rule (p» = 1,
leading to oy = as, = 3), and evaluating the virtual work at t,.1. However, since the virtual work
strictly enforces momentum balance only, there is no guarantee that energy conservation will be
satisfied as a result of time discretization. Therefore, we need to enforce a specific scheme to

satisfy energy balance.
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6.2.6.1 Energy Balance

For an elastic solid, in the absence of heat exchanges (i.e., in elastodynamics), the equation of
energy balance reduces
pe=0:D, (6.2.38)

where ¢ is the specific internal energy and D is the rate of deformation tensor. Recall that ¢ =
¥ + 6n, where ¢ is the specific free energy, 6 is the absolute temperature and 7 is the specific
entropy. Since n = 0 in elasticity (due to the temperature remaining constant), the above energy
balance may be combined with the mass balance (6.2.2) as

pz/}:%’”':a:D, (6.2.39)

or
¥, =Jo:D, (6.2.40)

where U, = p,1) is the free energy density (per volume of the material in the reference configura-
tion).

In our time integration scheme, to satisfy energy balance, this equation needs to be evaluated
at tn—l—afa thus

(\Ifr)nwf — JntasOnta; i Dutay - (6.2.41)

However, the solution for 0,10, = o (Fn+af) obtained from the momentum balance may not
necessarity satisfy this equation. Thus, to satisfy energy balance over consecutive time steps, we
want to evaluate an effective stress 7,14, such that

~ (\Ilr)n - (\IIT)n
Jn-l—ozfo'n-‘raf : Dn+af = +1At . (6.2.42)

To find a solution for 6,1, we follow the procedure of Gonzalez [35] and let
&n-i-ozf = On+ay + fDn+Oéf ) (6243)

where f is some scalar function to be determined. Substituting this relation, (6.2.43), into the
previous equation, (6.2.42), produces

(‘1’7“) +1 (\I’r) 1
_ n "o i Dyig _ 6.2.44
/ ( Jrsz+cfot Tntey e Dn+Oéf :Dn—I—af ( )

Hence, the equation for an effective stress needed to satisfy energy balance between consecutive
time steps is

- (‘I’r)n+1 - (¥), Drtay
o'nJraf N o'nJraf " ( Jn—l—afAt - Un+af : Dn+af Dn+af : Dn+af ‘

(6.2.45)

In the limit when Dy, 4, : Dyya, = 0, We USE Gy ya, = 0nta,- Recall that this scheme produces
conservation of linear and angular momentum and total energy only with po, = 1, or equivalently,
oy = an = 3, 3= 1 and v = 1. Therefore, this effective stress calculation is only applied when
the user employs po, = 1.
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6.3 Rigid Body Dynamics

6.3.1 Rigid Body Rotation
6.3.1.1 Exponential Map

Conventionally, the rigid body rotation tensor A corresponding to a rotation of angle x about the
unit vector n may be expressed in terms of the vector x = xn as

A(x)=cosxyI—sinx€ -n+(1—cosxy)n®n (6.3.1)

where £ is the third-order permutation pseudo-tensor with Cartesian components ¢;;,. Making
use of the trigopnometric identity,
1
cosy = 1 — 2sin? 32X (6.3.2)
this expression may be rearranged as

sin
Alx)=1- 22X

2 ol 2
S-x+?sm QX(g'X) , (6.3.3)

where we have made use of the identity

(€-x)°=x®x—xL (6.3.4)
Letting
x=-E-x (6.3.5)
represent the antisymmetric tensor with axial vector x, A (x) may now be represented as
A =explx] =T+ 0%+ Zain? (1) 52 (6.3.6)
X X 2

where exp [x] is known as the exponential map. Thus, the exponential map provides the rotation
tensor for a rotation x about the unit vector n. Note that A - x = x, since x - x = x X x =0.

Let Q be any orthogonal transformation, then
sin 1 .
X 2 §X (Q X QT)

(6.3.7)

2

Q explx]- QT =T+

= exp [Q "X - QT] = exp [9}

. 2 .
Q'X‘QT—F?sm

where 8 = Q - x - Q7 and its corresponding axial vector is @ = Q - x, implying that # = x. This
property of the exponential map is used in the next derivation.
Consider a vector Z in the reference configuration of a rigid body. Upon rigid body rotation, this
vector is currently at
z(t)=A(t)-Z. (6.3.8)

The corresponding axial vector of A (¢) is x (¢). At a subsequent time ¢/, we would similarly have
z(t)=A(t')-Z=exp [9] -A(t)-Z, (6.3.9)
where here, 0 is the incremental (finite) rotation from ¢ to ¢. Alternatively, we may choose to write

2(f) = A (V) - Z=A(t) exp O] -2, (6.3.10)
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such that

A(t’):exp[é}-A(t) 63.11)
:A(t)-exp[é)]7 -

implying that

exp [6] = (6.3.12)
0

exp [A (1) © AT ()]
At)-©

Note from these relations that ¢ = ©. Thus, © is the material representation of the incremental
rotation from ¢ to ¢/, while 0 is the corresponding spatial representation.

6.3.1.2 Cayley Transform

An alternative to the exponential map is the Cayley transform,

N 2 1. 1.
A(x)=cay[x] =1+ — T <2X + 4x2) (6.3.13)
1+ (3x)

which is a second order approximation to the exponential map. This formula is a correction to that
appearing in [63] (which has X2 in the denominator). According to Puso [63], the Cayley transform
must be used to enforce conservatlon of momentum and energy in a midpoint rule discretization
scheme, whenever the rigid body is connected to a deformable body, or whenever two rigid bodies

are connected by a joint. Comparing the above expression to the exponential map exp M using
(6.3.6), we find that x and 0 are related via

X:Qtangn. (6.3.14)

6.3.1.3 Linearization Along Rotational Increment

Let @ represent a spatial rotational increment, such that a rotation tensor compounded by an
infinitesimal incremental rotation is given by

A, = cay [59} -A (6.3.15)

Using the Cayley transform for illustration, the linearization of A along the increment @ is obtained
from

d
DA[6] = —
e=0

d pL_ 2 <1E‘9+15 02> A (6.3.16)
=0 1‘|‘ 5202 4

cay [59} -A

de
—0-A

The same result may be obtained with the exponential map. Similarly, using an infinitesimal mate-
rial rotational increment such that A, = A - cay [5(;)}, we may find

DA®]=A-©. (6.3.17)
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6.3.2 General Rigid Body Motion

If the point x is connected to a rigid body, its motion is given by
x=r(t)+A({t)-Z=r(t)+2z(t) (6.3.18)

where r (t) is the position of the rigid body center of mass and A (t) is the body’s rotation tensor,
which satisfies A (t9) = I at the initial time ¢y; here, z (t) = A (t) - Z is the distance of the point
from the body’s center of mass, and X = r (¢p) + Z is the initial position. The velocity of that point
iS
x=1(t)+Alt)-Z , (6.3.19)
where ' )
At)y=w(@t)-A@t)=A(t) - W(t). (6.3.20)

Here, w is an antisymmetric tensor with axial vector w which represents the spatial angular velocity
vector; similarly, W is an antisymmetric tensor with axial vector W (the material angular velocity),
such that w = A - W and

O=A -W-AT. (6.3.21)

We may now rewrite

X = 1:r(t) +wl(t)- ZA(t) | 6.3.22)
=r(t)+A(t)- W(t)-Z
so that the acceleration of the point is
x=1t)+ (&) +@*(t) =
; (6.3.23)

—F () +At)- (A(t)+W2(t)> Z

where a = & = A - A is the spatial angular acceleration vector, A = W is the material angular
acceleration vector. As shown below, the time discretization is performed in the material frame.

6.3.3 Rigid Body Momentum Balance
For a rigid body, the conservation of linear momentum is given by

% (mi) = p = £ (1) (6.3.24)
where m is the mass of the rigid body, r is the velocity of the center of mass, p = mr is the linear
momentum, and £¢** (¢) represents the sum of external forces acting on the body. Here, m is con-
stant for a rigid body. There are typically four contributions to £¢** (¢): Body forces £5** (t) = mb (t)
(where b represents the body force per mass, such as gravitational acceleration), other user-
prescribed forces fgmt (t) (which act at the center of mass), forces £¢*¢ () produced by rigid body
connectors (such as revolute and prismatic joints, or contact forces), and forces f;“ (t) produced
by rigid-flexible connections (where deformable materials interface with the rigid body), in which
case f;” is evaluated from the traction t = o - n over that interface, with o representing the stress
in the deformable material.
The conservation of angular momentum is similarly given by
d

%(J.w)zh:wxhu.a:mm(w (6.3.25)
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where J is the rigid body mass moment of inertia about its center of mass, w is its angular velocity,
h = J - w is its angular momentum, o = w is the rigid body angular acceleration, and m®*! ()
is the sum of moments acting on the rigid body. External moments include contributions from
user-prescribed moments/torques mS* (t), from rigid body connectors, mg* (t) = z. (t) x £ ()
where z. (t) is the connector insertion relative to the rigid body center of mass, and rigid-flexible
interfaces, m;” (t) = zf(t) x f;“ft (t) where z; (t) is the position of the interface point relative to
the rigid body center of mass. Since body forces f;* and user-prescribed forces f5** act at the
center of mass, they do not contribute to m®** (¢). Note that

Jt)y=A@1)-J.-AT (), (6.3.26)

where J,. is the mass moment of inertia about the center of mass in the reference configuration
and A (t) is the rotation tensor representing the orientation of the rigid body at time ¢, with A =1
in the reference configuration.

The virtual work statement is given by

SW = dr- (£ (t) — p) + 68 - (mm (t) — h) , (6.3.27)

where ¢r is the virtual velocity of the center of mass and 46 is the virtual angular velocity of the
rigid body.

6.3.4 Time Discretization
6.3.4.1 Newmark Integration for Rigid Body Dynamics

Let ¢,, and t,,41 represent consecutive time points. According to the Newmark integration scheme,
the rigid body center of mass velocity and acceleration at ¢,,, 1 may be expressed in terms of their
values at ¢,, as

Ipp1 =Ty + At [(1 - 7) ry, + ’yi;”+1]

.. 1 1 . 1y,

nyl1 = m E (rn—i—l - rn) - rn:| + (1 - 2B> ry
where g and v are Newmark parameters that satisfy 0 <25 <1and 0 <~y < 1.

Let the rigid body rotation tensor A (¢) be expressed as A (t) = exp[£ (t)], and & (t) is the

material rotation of the rigid body from its reference configuration. Thus, A,, = exp [§,,] and A1 =
exp [gn +1] respectively represent the rigid body rotation tensors at ¢,, and ¢,,+1. (In practice, £ is
stored as a quaternion to facilitate the multiplication of rotation tensors.) These tensors are related
by the incremental spatial rotation 8 or material rotation ® from ¢,, to ¢,,+1 according to

(6.3.28)

Apy1 =cay[0]- A, = A, - cay [O] . (6.3.29)

Here, it should be understood that the material frame for this incremental rotation is the config-
uration at time ¢,,, while the spatial frame is the configuration at ¢,,+;. For rotational motion, the
Newmark scheme is applied in the material frame as

At
W= ——0-W,+ <2 = 7) <Wn + An>

BAt 3 2
1 1
Apii=—Wpp1 — W, 1——]A, . 3.
+1 'yAt( +1 )+< 7) (6.3.30)

1 1 1
= it (@~ W) + (1-35) &
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Then, using the relations w = A- W and a« = A - A at ¢, and t,,.1, along with (6.3.29), we may
express these relations in the spatial frame as

oy = cav (61 (ﬁLﬁa Tt <2 - g) <“’" + Agtan)>
ani1 = cay (0] - (;At (Alta - wn) + (1 - 21ﬁ> an>

In a nonlinear solution scheme we solve for ® incrementally. According to (6.3.17), the lin-
earization of cay [®] along an increment A® is given by

(6.3.31)

D (cay [O]) [AB] = cay [@] - AO, (6.3.32)

so that -
DA, 11 [AB] = A4 - AO. (6.3.33)

The linearizations of W,,,; and A, 1, as given in (6.3.30), along an increment A® requires us to
first evaluate D® [A®]. According to Puso [63],

DO[AB] =T (©)-AO, (6.3.34)
where ) )
T (©) :I+§@+1®®®. (6.3.35)
Thus,
DW,41 [AG] = ﬁT (@) A®
) . (6.3.36)

6.3.5 Generalized-a Method for Rigid Body Dynamics

In the generalized-a method, we evaluate forces and moments at time ¢4, = (1 —ay)ty, +
ayrt,41 and the time rate of change of linear and angular momenta at time ¢,,q,, = (1 — @) t, +
amtny1, Where ay and «,,, may be evaluated from the spectral radius for an infinite time step, p.
(Section 3.8). For second-order systems these parameters may be evaluated from [? ]

1 2- Poo
= = , 6.3.37
T e T T4 ( )
Then, the Newmark parameters are given by
1 2
521(1+am—af) ,
1 (6.3.38)
v = B +am —ay.

Accordingly, to solve numerically for /W = 0 over the time domain, we express (6.3.27) in the
discretized time domain as

ot - (fgfaf - pnwm) 450 (mfﬁaf . hn+am) ~0, (6.3.39)
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or equivalently,

fext _ .n o
[or o9 ]| "har ™ Proem |y (6.3.40)
mn+af - hn+06m
Thus, the residual vector is given by
femt .
R =| "ror | - { Prtam } (6.3.41)
mn+af hn+a'nl
where ‘ ‘ .
Potam = (1 = am) Pn + @mPnt1 (6.3.42)
thram = (1 - am) hn + OZml:1n+1 . o
According to the Newmark integration scheme,
pn—‘rl:%‘f‘ <1—>pn
7 7 (6.3.43)

. h,1 — h, 1\ .’
h = — 1——|h
n+1 ’)/At + ~y n
where Pn+1 = M1 and hy,1 =Jny1 - wnyt.

The nonlinear system R = 0 is solved using a Newton scheme that requires linearizing R
along increments Ar and A6. Thus,

R + DR [Ar] + DR[AO] ~ 0. (6.3.44)

The increments Ar and A@ are evaluated at ¢, and the iterative Newton scheme requires up-
dates of the form

rg:kll =1, +Ar
cay [9j+1] = cay [A0] - cay [Oj] ’

where j represents the Newton iteration. At each Newton iteration, the current value of cay [677!]
is used to perform the update

(6.3.45)

AT = cay [071] - A, (6.3.46)

until convergence is achieved.
In practice, it is convenient to store 8 and A@ in quaternions, recognizing that

oy o) s [ (200 2) ]

where n is the unit vector along 6 and § = ||6]|. Thus, itis (2tan™! %) n which is stored in the
quaternion, instead of én.
In the linearization of R, the contributions from the rate of change of linear momentum p,,+q,,
reduce to o
Dpn+tan, [AI‘] = BATZQ mAr.

Dpn+arm [A@] =0

To evaluate the contributions from the rate of change of angular momentum h,;q,,, We start from
Dhyy,,, = anDh,i1. Then, it becomes necessary to transform the variables to the material
frame,

h, i1 =wp1 X hypr +Jng1 - apga
- An+1 : (Wn+1 : Jr : Wn+1 + Jr : An+1> .
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It follows that '
Dhn+am [AI‘] =0.

Then, using the relations in Section 6.3.4.1, it can be shown that

~

: 1 . 1 . :
Dhn+am [A@] = Oy I:ﬁAt ((’}/wn+1 + At1> . Jn+1 — ’}/hn+1> -T (0) — hn+1:| -AQ = (XmK WA R

Alternatively, we may use the discretization in (6.3.43) to produce

Qm

Dhy, i, [AG] = > A7 Dhni1 [A6)]
where
Dhy.1 [AG] = (B'VNJ”H T (6) — ﬁnﬂ) - A@
so that . .
Dhyya, [AG] = % (MJHH T (9) — Wﬁnﬂ) A0 = 0K - A8

Therefore, the contribution to DR from the linear and angular momenta produces a stiffness matrix
called the mass matrix,

I:)n—i-am o ﬁKtQI 0 Ar
ol e[ k][]

Consider that the moments mg"’ffaf about the rigid body center of mass are produced by the
forces fext ; according to

n+ao

ext _ ext _ 2 ext
mn—i—af = Zntay X fn+af = Zntay - fn—i—af )

where z, 1., is the moment arm at .,
Zntap = (1= f) 2n + afZnia

= [(1 - af) A, + OzfAn+1] -7z
EAn+af N/

where Z is the moment arm in the reference configuration. Note that

DZn+af [AI‘] =0
DZn+af [AB] = OéfDAn—H [Ag] -7 = _Oéfin—H -A@

Thus,
ngit? lar ] Dfy,. [fr]
Dty [Ar] | = | e, x DEEL, (A
and
Degtt, [Ae] | DfyE,  [A6]
Dm%”faf [Aa] Zn-l—af X Dfrefktaf [Ao] - (Oéfin_t,_l : Ag) X fTeliEFtaf
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Chapter 7

Contact and Coupling

FEBio allows the user to connect the different parts of the model in various ways. Deformable
parts can be connected to rigid bodies. Deformable objects can be brought in contact with each
other. Rigid bodies can be connected with rigid joints. This chapter describes the different ways
to couple parts together.

7.1 Sliding Interfaces

This section summarizes the theoretical developments of the two body contact problem. After in-
troducing some notation and terminology, the contact integral is presented, which contains the
contribution to the virtual work equation from the contact tractions. Since the nonlinear con-
tact problem is solved using a Newton based iterative method, the contact integral is linearized.
Next, anticipating a finite element implementation, the contact integral and its linearization are dis-
cretized using a standard finite element approach. Finally the augmented Lagrangian method for
enforcing the contact constraints is described.

7.1.1 Contact Kinematics

For the most part the notation of this section follows [50], with a few simplifications here and
there since the implementation in FEBIo is currently for quasi-static, frictionless, two body contact
problem.

The volume occupied by body i in the reference configuration is denoted by Q) ¢ R3where
i = 1,2. The boundary of body i is denoted by I') and is divided into three regions I'¥ =
Y ur® ur®, where 1Y is the boundary where tractions are applied, 'Y the boundary where
the solution is prescribed and ng) the part of the boundary that will be in contact with the other
body. It is assumed that 9 ar? nrd =g

The deformation of body i is defined by (). The boundary of the deformed body i, that is the
boundary of ¢ (2?) is denoted by ) = AU U4 where 48 = 0) (Ffﬁ) is the boundary
in the current configuration where the tractions are applied and similar definitions for %(f) and 7?).
See the figure below for a graphical illustration of the defined regions.

169
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The two-body contact problem.

Points in body 1 are denoted by X in the reference configuration and x in the current config-
uration. For body 2 these points are denoted by Y and y. To define contact, the location where
the two bodies are in contact with each other must be established. If body 1 is the slave body and
body 2 is the master body, then for a given point X on the slave reference contact surface there is
a point Y (X) on the master contact surface that is in some sense closest to point X. This closest
point is defined in a closest point projection sense:

Y (X) = arg min
ver®

o) (X) - (v)] - (7.1.1)

With the definition of Y (X) established the gap function can be defined, which is a measure for
the distance between X and Y (X),

9(X) = v (¢ (X) - o2 (Y (X)) , (7.12)

where v is the local surface normal of surface ~{>) evaluated at § = »® (¥ (X)). Note that g > 0

when X has penetrated body 2, so that the constraint condition to be satisfied at all time is ¢ < 0.

7.1.2 Weak Form of Two Body Contact

The balance of linear momentum can be written for each of the two bodies in the reference con-
figuration,

G <¢<i>,w<i>) _ / Gradw® : PO do— / W@ FO go_ / w@ .1 g / w0 dgr = ¢
Q) Q) r® r(®

(7.1.3)

where w(?) is a weighting function and P is the 15! Piola-Kirchhoff stress tensor. The last term

corresponds to the virtual work of the contact tractions on body i. For notational convenience, the
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notations pand w are introduced to denote the collection of the respective mappings 9 and w(®
(for ¢ =1,2). In other words,
0: QD UQ® - R3,

w: QW UQ® L R3, (714)

The variational principle for the two body system is the sum of (7.1.3) for body 1 and 2 and can be
expressed as,

G (p,w) ::ZGu)( (i) W(z’))
2
=> /Gradw: P 40 — /w CFO g0 — /w -TO gr

/L:l 7 7 K
oo oo r (7.1.5)

Gint,ext(<p7w)

Z/wa ar |

Or in short,
G (p,w) = G™ (o, w) + G (¢, W) . (7.1.6)

Note that the minus sign is included in the definition of the contact integral G¢. The contact integral
can be written as an integration over the contact surface of body 1 by balancing linear momentum
across the contact surface:

t? (3 (x)) dr® = —tM (x) ar™® (7.1.7)
The contact integral can now be rewritten over the contact surface of body 1:
G¢ = — / tW (x) - [w<1> (x) —w® (y (x))] dI. (7.1.8)
riM
In the case of frictionless contact, the contact traction is taken as perpendicular to surface 2 and
therefore can be written as, t() = ¢y where v is the (outward) surface normal and ¢y is to be
determined from the solution strategy. For example in a Lagrange multiplier method the ¢’s would

be the Lagrange multipliers.
By noting that the variation of the gap function is given by

o9 = —v - (W) (x) - w® (3 (x))) , (7.1.9)
equation (7.1.8) can be simplified as,

G = /tNéng. (7.1.10)
ri"
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7.1.3 Linearization of the Contact Integral

In a Newton-Raphson implementation the contact integral must be linearized with respect to the
current configuration:

AGE (o, w /A tnog) d (7.1.11)

Examining the normal contact term first, the directional derivative of ¢ is given (for the case of
the penalty regularization) by:
Aty = Aden (9)}

7.1.12
=H (9)enAg’ ( )

where e is the penalty factor and H (g) is the Heaviside function. The quantity A (dg) is given by

A(ag):g[u.5¢53> (Y (X)) + fary (¥ (X)) (sga} mB
v+ 26 (7 (X)) + ks (Y (X)) A€°]

(7.1.13)
+ 668 - [mpf;) (Y (X))] + APy [&pf;) (Y (X))}
+ tiag (Y (X)) 66PAE™.
7.1.4 Discretization of the Contact Integral
The contact integral, which is repeated here,
G (p,w) = / tndgdl, (7.1.14)

1)

will now be discretized using a standard finite element procedure. First it is noted that the integra-
tion can be written as a sum over the surface element areas:

Nsel
G (W) =) / tnOgdl, (7.1.15)

e:lr(l)e

where N, is the number of surface elements. The integration can be approximated using a
quadrature rule,

e=1 =1

Nser [ Nine
G (o, W Z{ij (&) m(&)ég(e@)} : (7.1.16)

where N;,, are the number of integration points for element e. It is now assumed that the inte-
gration points coincide with the element’s nodes (e.g. for a quadrilateral surface element we have
& =(-1,-1),& =(1,-1),& = (1,1) and £, = (—1,1)). With this quadrature rule, we have

) (&) = ¢V

=1
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so that,
89 (&) =—v- (c§1> -3 NP (&) c§2>> . (7.1.18)
j=1
If the following vectors are defined,
58T = [ ORI C) }
; (7.1.19)
NT = [ v —I/N1(2) —I/NT(L2) }

equation (7.1.16) can then be rewritten as follows,

N.sel Lnt
G (o, Z { > i 6<I>TNT} (7.1.20)
The specific form for ¢ ywill depend on the method employed for enforcing the contact constraint.

7.1.5 Discretization of the Contact Stiffness

A similar procedure can now be used to calculate the discretized contact stiffness matrix. The
linearization of the contact integral is repeated here:

Nsel
AGE (o, w) = / A (tndg) dT'
e:ll_‘“)6
. (7.1.21)
sel znt
= Z Z wij Ez tN(sg) (61)
e=1 i=1

Using matrix notation we can rewrite equation (7.1.21) as

Niel Lnt

AW (o, w ZZW &) o® - K°AD (7.1.22)

where J® is as above and A® similar to ® with ¢ replaced with A, and k€ is

K = enH (N +ng) NNT 4ty {g [m" Ny NT
+m'? (N1NJ + NoNT) + m*N,Nj | — DNy ; (7.1.23)
—DyNJ — N;D{ — Ny,DJ + k12 (D;D] + D,DY) }
where,

v Ta 0

N = —le(g)u T, = _Nl@m . N, = _Nl’“:(g)y . (7.1.24)

SAGE Ny (&) 7 Nia (B)v
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The following vectors are also defined which depend on the vectors of (7.1.24):

1
Dy = S [42 (T1 + gN1) — A1z (T + gNo)]
1
D, = A [A11 (T2 + gN3) — A1z (T1 + gN1 )| (7.1.25)

N; = Nj — k12D9
Ny = Ny — k12D1

where the matrix A is defined as,
Aij =My + gKij - (7.1.26)

Here, m;; = ; - T; is the surface metric tensor and «;; = v - goﬁ)] (Y) denotes the components of
the surface curvature at £.

7.1.6 Augmented Lagrangian Method

The augmented Lagrangian method is used in FEBio to enforce the contact constraints to a user-
specified tolerance. This implies that the normal contact tractions are given by,

tn = (AN +eng) . (7.1.27)

Note that this assumption is consistent with the approach that was used in establishing the dis-
cretization of the linearization of the contact integral (7.1.23). In (7.1.27) e is a penalty factor that
is chosen arbitrarily.

The Newton-Raphson iterative method is now used to solve the nonlinear contact problem
where Uzawa’s method (REF) is employed to calculate the Lagrange multipliers Ay . This implies
that the Lagrange multipliers are kept fixed during the Newton-Raphson iterations. After conver-
gence the multipliers are updated and a new NR procedure is started. This procedure can be
summarized by the following four steps.

1. Initialize the augmented Lagrangian iteration counter k, and the initial guesses for the mul-
tipliers:
2O

Nn+1

k=0.

=
N (7.1.28)

2. Solve for dg‘ﬁl, the solution vector corresponding to the fixed kth iterate for the multipliers,

in k C k exr
F (d;—i)—1> +F (dflll) =F, (7.1.29)
where the contact tractions used to compute F¢, the contact force, are governed by
k k

3. Update the Lagrange multipliers and iteration counters:
k+1 k k
A§Vn+1) = <)\§V,)L+1 + 5N97(L_21> )

k=Fk+1.

(7.1.31)

4. Return to the solution phase.

Steps 2-4 of the above algorithm are generally repeated until all contact constraints are satisfied to
a user-specified tolerance or little change in the solution vector from augmentation to augmentation
is noted.
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7.1.7 Automatic Penalty Calculation

The determination of the penalty factor e can be a difficult task, since a good value may depend
on both material parameters and geometrical factors. In FEBio the value of this penalty factor can
be determined automatically. In this case FEBio will calculate a penalty factor for each facet using
the following formula.

S fs1EiA;
' Vi
Here, E; is the effective Young’s modulus along the facet normal, A; the surface area of the facet,
V; the volume of the element to which this facet belongs and fs; a user defined scale factor. The
parameter E; is evaluated from the elasticity tensor C and the facet unit normal n according to

. (7.1.32)

i:(n®1r1):C_1

; :(n@n), (7.1.33)

where C~! is the compliance tensor.

7.1.8 Alternative Formulations
7.1.8.1 Facet-To-Facet Sliding

As of FEBIio version 1.2, two alternative formulations for sliding contact are available. The first
method, which is referred to as the facet-to-facet sliding, is very similar to the formulation described
above. It only differs in that it uses a Gaussian quadrature rule instead of nodal integration. Be-
cause of the more accurate integration rule, it was noted that this method in many situations was
more stable and resulted in better convergence.

7.1.8.2 Sliding-Tension-Compression

The second alternative differs more significantly from the method described above. It also begins
with the definition of a single contact integral over the slave surface.

G, = — / t. - (5(,0(1) - 6{0(2)) da. (7.1.34)
~(@)

But a different derivation is followed to obtain the linearization of this contact integral. The main
reason for this difference is a subtly alternative definition for the gap function. In this method, it is
defined as follows.

g(X) =0 (o0 (X) - 0@ (Y (X)) , (7.1.35)

where, v() is the normal of the slave surface (opposed to the master normal as used in the
derivation above). In this case, the point Y (X) is no longer the closest point projection of X onto
the master surface, but instead is the normal projection along »V). The linearization of equation
(7.1.35) now becomes,

5g = v (5¢<1> (X) — 6@ (X) - T?’agi) , (7.1.36)

where, 7-1(.2) = ‘%j) are the tangent vectors to the master surface at Y (X). Note that since v(!) is

normal to the slave surface, equation (7.1.36) does not reduce to equation (7.1.9).
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In one assumes frictionless contact, the contact traction can be written as follows,
O

(1) (1)

T X’T2

: (7.1.37)

te =t =1,

where, Tgl)are the tangent vectors to v(Vevaluated at X. Using (7.1.37) we can rewrite the contact
integral as follows.

G = / t (500 = 562) - (10 x 7)) de (7.1.38)
£(1)
where we assumed that the integration domain can be mapped to a 2D parametric domain, x =

x (€a)-
The linearization of (7.1.38) now proceeds in the usual fashion. Omitting the details, it can be
shown that the linearization of the contact integral results in,

DGC:/€V(1)'(112—111+T A£ )(54,01—5@2)-( ()X’Tgl)) d¢

£)
Ou, ab (1) _ ap (1) 0w
- t"@ <(u1 —ug)-a Ty —a* gy 85 d& (7.1.39)
)
_ s O QIO Oy
+ (/)\ tn (64}01 6902) <a§ X T + Tl 852 d§7
'E 1

where, a,p = T4 x T(ﬁ) and a®’ = (a7 .

The discretization of the contact integral and its linearization now proceeds as usual. We will
not derive the details, but it is important to point out that the resulting stiffness matrix for this
particular contact formulation is not symmetric. Although this method has shown to give good
results, especially in large compression problems, it was desirable to derive a symmetric version
as well. Because of this, a slightly different formulation was also developed that does reduce to a
symmetric stiffness matrix although this symmetric version did not seem to perform as well as the
non-symmetric one.

7.2 Biphasic Contact

7.2.1 Contact Integral

See Section 2.5 for a review of biphasic materials, and [10] for additional details on biphasic
contact. The contact interface is defined between surfaces v(*) and v(2). Due to continuity require-
ments on the traction and fluxes, the external virtual work resulting from contact tractions t(* and

solvent fluxes w” (¢ = 1,2), may be combined into the contact integral

G, = / (5v<1> - 5v<2>) - t® g
~(1)

(7.2.1)
n / <5p<1> _ 5p<2>> w® da®
(1) "
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In the current implementation, only frictionless contact is taken into consideration, so that the
contact traction has only a normal component, t(¥ = ¢,n("), To evaluate and linearize §G,, define
the covariant basis vectors on each surface as
. (4)
gl = aia, a=1,2 (7.2.2)
Oty
where x( represents the spatial position of points on ~(, and 772”2) represent the parametric coor-
dinates of that point. The unit outward normal on each surface is then given by

(@) o 50
n® — 81 X8 (7.2.3)

’ggz’) y gg)

Now the contact integral may be rewritten as

1 1

(7.2.4)
(0 =0 o
A1)
and the linearization DJG.. of §G. has the form
2 . .
D6G. =Y DSG. [Au(z)} + D§G, [Ap(z)} . (7.2.5)

=1

7.2.2 Gap Function
The gap function g, representing the distance between the contact surfaces, is defined by
x@ = x4 gnM 4= (X@) _ X<1>> D (7.2.6)

The linearization of variables associated with motion, pressure, and concentration, is given by

DxM = AuM | Dx® = Au® + gg)An(oé)
2
DpM = ApH Dp® = Ap®) 4 o9l )A”&)
on®
(2)
(2) 7.2.7
D=0, Dy =5 729
on®
(2)
(2)
DépM=0, Dep® = L2 Aey
on%
(2)
where "
o (Au® — Au®) . q®¥el) _ geBon) . 92T
An(2) (Au Au ) a®’gy’ —a*gn 8nﬁ , (7.2.8)

with 0¥ = (A,5) " and A, = g g,
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7.2.3 Penalty Method

Let the normal component of the contact traction be described by the penalty function,

n 0
t,=49 9= (7.2.9)
0 g>0

where ¢, is a penalty factor associated with ¢,,. Similarly, let

= = 1) _ 52
wn =epm =ep (P = pY) <O (7.2.10)
pl) =0 tn =0
where ¢, is a penalty factor associated with w,. It follows that
Dt,, = ¢, (Au@) — Au 4 g((f)An(”Q)) -n
() (7.2.11)
Dw,, = ¢, Ap) — Ap) — GLAT]?Q) .
e

Given these relations, it can be shown that the directional derivatives of the various terms appear-
ing in the integrand of 6G.. are

D <tn (5V(1) — 5V(2)> ~g§1) X ggl)) =
— JVe, (5v(1> _ 5v<2>) : (nu) ® n(l)) . (Auu) _ Au(z))

2
L gy 9V n® 5 g ). (Au® — Au® , (7.2.12)
T o, @

(1) (1)
r (5V(1) 3 5V(2)> ' (m « g 4 gl x dAu >

2
oy 1)

D (wn (519(1) —~ 5p(2)) ‘g§1) X gél)D =

JVe, (5p<1> _ 5p<2>> (Apu) _ Ap@))

ap dop2) (7.2.13)
O ( ) 817(1) (1) 877(2) ) ( )
oAuY gy gy 9Au
+ wn (519(1) - 51?(2)) nl. ( ant X gy +8g X .
1 1)
where Jél) = ‘ggl) X gél)‘.
7.2.4 Discretization
The contact integral may be discretized as
nt) nl<F1)t
5Ge =33 Wigfh [tn (5v(1> _ 5v<2>) 0 4, (5p<1> _ 5p<2>)} . (7.2.14)

e=1 k=1
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The variables may be interpolated over each element face according to

m® m2)
ovi) = Z Nél)évél), ovi@ = Z NéQ)évl()Q)
a=1 b=1
m® m@
AuM) = Z NYAu®Y | Au® = Z N;Q)Augf)
c=1 d=1
m® m2
op® =S NOsp, 6p® =3 NP gpl?
a=1 b=1
(1) m®
ApY = STNOARY Ap® = ST NP ApP
c=1 d=1
Then,
o "int m() e
1 1 1 a
5GCZZZWI€J7$) Z[(SVEL) (5pg)}‘[w(1)]
e=1 k=1 a=1 a
w 1) s (1) £
+ Z [ 6Vb7k 5pb,k } wﬁl) )
b=1 bk
where
(0 = NOpn® £ - Ny a0
wl) = Ny wl(f,z = —NISQ)wn
Similarly,
ntM n:FI)t
—DiGe =" WiV
e=1 k=1
eH) eH)
g (kY 0 ] [ au
X (azl { svil) 5p((zl) |- ; [ g((l}:@) (L : Apg)
m? (1,2) 1T (2)
i Z [ Kad,k 0 Au,
1,2 12) |- 2
d=1 ((zd,k) gid,k) 1 L Ap((i)
m{? (1) (2,1)
k e K 0 Au(l)
e o] (S5 0] A
b=1 [ ’ 7 :| c=1 gl(m,k) lgc,k) Apg )
(2
Skl
2.2 2,2) |- 2 )
d=1 gl()d,k) glgd,k) Apz(i)
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(7.2.15)

(7.2.16)

(7.2.17)

(7.2.18)
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where

and
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K(LD = N (anc(l)N(l) + tnAgU)
KU = o, NONOND
KD = N (6NN 107 1, A
K = NP (caNPNG 4 1,M)

gL — N (gch(l)p(l) —w, AL . n(l))

g7 = —e, NN pW

G0 D (e ) 0, AL

)

2,2 2 2 2
gy = Ny (NP — wamy?)

gD — _ N N()

Y
9153 11) = SPNISQ)N(SU 7

2,2 2) A7(2
glgd,k) = _Epr( )Nc(l :

c 1
ng) (1) )
M(2) n(2)®m(2)
@ NS
b « (2)
iy
opD
(1 _ op
p a 8(1)
ong)

7.3 Biphasic-Solute Contact

7.3.1

Contact Integral

(7.2.19)

(7.2.20)

(7.2.21)

(7.2.22)

See Section 2.6 for a review of biphasic-solute materials. The contact interface is defined between
surfaces v(!) and v(?). Due to continuity requirements on the traction and fluxes, the external virtual

work resulting from contact tractions t(), solvent fluxes w? and solute fluxes Jn

be combined into the contact integral

G, = / (ov) = 5v®) -0 al®
(1)

. / <5 <>_5p<2>>w(1> daV
& "

+/ (50(1) — 5 )) iV da™ .
(1) "

(¢ =1,2), may

(7.3.1)
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In the current implementation, only frictionless contact is taken into consideration, so that the
contact traction has only a normal component, t(¥ = ¢,n("), To evaluate and linearize §G,, define
the covariant basis vectors on each surface as

0 ox (@

ga = 8704’ o = 1,2, (732)
I

where x() represents the spatial position of points on (9, and n(og) represent the parametric coor-
dinates of that point. The unit outward normal on each surface is then given by
(4) (4)
n@® — 81" X8 (7.3.3)

el xel]

Now the contact integral may be rewritten as
56 = [ (v = v gl x gf! iy
A1)
+ / (5 — 65w |gf" x | dnfyydnty, (7.3.4)
e
(1) _ 522 51 | (D) W] 71 52
+ [ym (50 oc )jn ‘gl X 8 ’ dniydngyy

and the linearization DdG.. of 4G, has the form

D6G, = 22: DSG, [Au@)} + DG, [Aﬁ(i)} + DG, [Aaw} . (7.3.5)
=1

7.3.2 Gap Function
The gap function g, representing the distance between the contact surfaces, is defined by

x@ =xM 4 gn® g = (x(Z) - x(1)> -n, (7.3.6)
The linearization of variables associated with motion, pressure, and concentration, is given by

opd

DpM =AY DD = ApP + e An&)
"2
~(2
De® — AdD) e — pd® 4 08 5 e
on (2)
ey
D(Sv(l) =0 DV(Q) — 85V(2)A a ’ (737)
- T o (2
(2)
- ~ 5513(2) N
D) = 0 Do = Ay
(2)
- _ 9662 N
Dot =0 Dael?) = 5oy
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where O
o o o 0Au
Anly, = (Au<1> —Au<2>> -a*gll) — a®Pgn . o (7.3.8)
)
with a®® = (4,5) " and Aqs = gt - g5
7.3.3 Penalty Method
Let the normal component of the contact traction be described by the penalty function,
g, =9 9<0 (7.3.9)
0 g=0
where ¢, is a penalty factor associated with ¢,,. Similarly, let
wn = =ep (P = P%) tn <O (7.3.10)
and
Jn =cex = e (€M — @) ¢, <0 (7.3.41)
where ¢, and ¢. are penalty factors associated with w,, and j,, respectively. It follows that
Dt,, = e, (Au@) — Au 4 ggf)An(”Q)) -0V
52
— 51 _ Ap2) _ P A e
Deon =& (Ap AP G A”@)) (7.3.12)
2)
9&(2)
- 1) A2 T8 A
Dj, = ¢, (Ac Ac (977?2) An(2)>
Given these relations, it can be shown that the directional derivatives of the various terms appear-
ing in the integrand of 6G.. are
D (ta (v = ov®) gl x g =
— Ve, (5v<1> _ 5v<2>) _ (nu) ® n(l)) _ (Au(n _ Au@))
Aov@
40 PV (0@ e ). (Au® — Au® ; (7.3.13)
P (8 o) (au - )
6Au(1) 1 1 8Au(1)
(et =a) (oo )
D (wn (5];(1> _ 5]5@)) ‘gg) « gén‘) _
JVe, (513(1) _ 515@)) (Aﬁa) _ Aﬁ@))
i o\ 05 961 7.3.14
W e, (650 — 55 L g 1y, PP g0 | (A1) - Au®) - (7.3.14)
7 [ P < ) aney, =W Onfy) ¢ ( )
dAu®) 1) (1) Au®
+ w, (61 — 65 ) n) . < X gg +8° X
( ) 877(11) 87)(21)
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D (i (0 ) <) -

Je, (55<1) - 55(2>) (Ae<1> - Aé<2>>

oém) 26¢2)
¢! ~(1) _ sx(2 o ~ a | 1) An@), (7.3.15)
JiD [gc (5c< ) _ 5& )> 8nf‘1)g(1) + jin oy gl <Au Au )

oAu) dAu)
(50 )0 (20 20

oy ong

where J{!) = ‘ggl) x gél)‘.

7.3.4 Discretization
The contact integral may be discretized as

1 (e

5Ge =33 WiJh [tn (5v<1> - 5v<2>) n® 4w, (5;50) - 5;5@)) + (55<1> - 55@))} .
e=1 k=1
(7.3.16)
The variables may be interpolated over each element face according to
m® m®
vl = Z Nél)év((ll) sv® = Z leg)évl(f)
a=1 b=1
m m®
AuV) = Z Nc(l)Augl) Au® = Z Nc(f)AuElQ)
c=1 d=1
m® m®
o0 = S NWsp 5@ =3 NPop?
o=l b=1 (7.3.17)
m® m®
A =3 NOIAGD A = 3 NP AP
c=1 d=1
m® m®
e = 3" NWeah 6 = 3 NPse?
a=1 b=1
m® m®
AD =3 NOAAD A = S NP A
c=1 d=1
Then,
ntM nI(I:)t m() fzgl)
6Ge =3 WD [ S0 [ svi ol el |- | wl!
e=1 k=1 a=1 j((ll)
(7.3.18)
@ (1)
my, fb,k
£ [ ov sl ol | w,%g ,
b=1
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where

Similarly,

(1 m

Ne
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a k
A I
i = NWj, 3% = -NPj,

|nt

—DiGe =Y WiV

e=1 k=1
m no [ KEY o 0 Aut!
Z el } 3 D N R I
=1 c=1 h((ILlC,l) 0 ((11611) Acg )
(1 2 0 0 Auég)
1,2 1,2 _
’ g%f 5% g‘gd’k) (E) 2) | Apg;
Sl I - VI Acy
m? (D K(l(j %) (0 0 Au'V
2 ~(2 ~(2 2,1 2,1) ~(1
T Z [ 5"1(;,12 ‘5791(;,12 501()7,2 } ' Z glfg £ Ibe,k ((2) ) ' AP(EI))
=t ! h, ) U Ace
(2,2) 7
e K(I)delg (82) 0 Au(f))
9 b ~ 2
2 Shad S <g2) | A, ’
Tl g 00 kg 1L A

where

K2 = =N (2o NIND 4 6,MP) 1, NP AL
K = NP (caViNO 11, M7)
gLh — N (D) (gp NOp® iy, A (1))
02 _ o NONPpO
(2:1) _ NC(1) (_gpr(Z)pu) 4 wnm,(f)> 4 wan@)AQ) O
5D = N (NP — )

gc(li’l) = —¢p N(l)N(l)
(1,2) _ N(l)N( )

Gadk = Ep

915311) = 5PN(2)NC( )
2,2 2) A+ (2

oD = NN

(7.3.19)

(7.3.20)

(7.3.21)

(7.3.22)

(7.3.23)
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hg;%g = . NN W
| , (7.3.24)
b2t = NO (== NPqW + jumf?) + ju NP AD 0
12 = N (N )
hLD — o NN
1,2
s k) ) CN(I)N( | (7.3.25)
2,1 2 0.
2,2 2
5D - e v
and
N — n g n®
1 fon g N 4
Ag):w“{a e - el
Ty M) n)
M(Q) Il(2) ® III(Q)
)
m?=%§g% : (7.3.26)
l2)
) aﬁ(l) N
p 78 o )
)
&)
1)
q e 8(1)

7.4 Multiphasic Contact

7.4.1 Contact Integral
See Section 2.7 for a review of multiphasic materials. The contact interface is defined between
surfaces v} and ~(?). Due to continuity requirements on the traction and fluxes, the external

virtual work resulting from contact tractions t(?, solvent fluxes w!” and solute fluxes jo* for solute

a (i = 1,2), may be combined into the contact integral
5@:/ (v — 5v) -t dal?)
~(D)
+ [y N (515“) - 515(2)) wiV) dal) . (7.4.1)

n Z/m ( _ se0l@ )) 720 g

In the current implementation, only frictionless contact is taken into consideration, so that the
contact traction has only a normal component, t(¥ = ¢,n("). To evaluate and linearize §G,, define
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the covariant basis vectors on each surface as
: (4)
g =7 a1y, (7.4.2)
Oty
where x(%) represents the spatial position of points on (), and 77(°§) represent the parametric coor-
dinates of that point. The unit outward normal on each surface is then given by

g x gt

nt = SNTIE (7.4.3)
‘gl X 89
Now the contact integral may be rewritten as
5G. = / (5V(1) _ 5V(2)> tnggl) % ggl) d77(11)d77(21)
~(1)
+ / (513(1) - 515(2)> w) ’g§1) X gél)’ dnyydnf)), , (7.4.4)
A1)
+y / (000 = 522)) 2 g x g7 dgfy ity
— Jy
and the linearization DJG.. of 6G. has the form
2
DG, =Y DSG. [Au@)] + DG, [Aﬁi)} +3° DsG. [Aaa@} . (7.4.5)
=1 e}

7.4.2 Gap Function
The gap function g, representing the distance between the contact surfaces, is defined by
x? =xW  gn® g = (x(2) - x(1)> n, (7.4.6)
The linearization of variables associated with motion, pressure, and concentration, is given by
DxW =Au®  Dx® = Au® + gg)m?&)

1 1 2 2 0P
D) =ApM) Dﬁ():Aﬁ()+7aA77(0‘2)
e
o9& (2)
DM AW pa @) — AH(@) L WAT]&)
2)
(2) , 7.4.7
Dsvi) =0 Dv® = dov Ay ( )
on
(2)
5(2)
D5 =0 D&p® = (%pa (2)
on
2
&1 (2)
pse® —o  pea® — ¢ Ay,
ot
(2)
where
dAu®)

Ay, = <Au(1) — Au(2)) -aaﬁgfal) —a*?gnV).. 817(5) ; (7.4.8)
1

with 0¥ = (A,5) " and A, = g g,
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7.4.3 Penalty Method

Let the normal component of the contact traction be described by the penalty function,

n 0
A (7.4.9)
0 g=0

where ¢, is a penalty factor associated with ¢,,. Similarly, let

wn =& =& (P =)t <0 (7.4.10)
=7 tn=0"
and
Jii = eex® = ee (e —@®) tn <0 (7.4.11)
o) = o th=0"

where ¢, and ¢, are penalty factors associated with w,, = w,(ll) and j2 = jn

follows that

(1), respectively. It

Dt, = ¢, (Au(z) — AuM + g&Q)A"?(az)) .n®

op(2)
= 5D A2 P N
Dun =2 (Ap AP o, A"@)) . (7.4.12)
(2
DjY =&, <A57(1) AN _ 9¢™" )An% )
n 87706 (2)
2)

Given these relations, it can be shown that the directional derivatives of the various terms appear-
ing in the integrand of §G.. are

=D (1 (5v0) = ov@) gl x ) =

JVe, <5V<1> _ 5V<2>) . (nu) 2 n(l)) . (Auu) _ Au@))

2ov?
_g@m YT (2) a ), 1) (2) , 7.413
Jn tn 977?2) (n ®g(2)) (Au Au ) ( )

dAu®) n 0Au®
+t, (v — v . <g(1) X - g( ) %
( ) 2T oy T T o

= D (wn (350 = 552) el x gf|) =

|
— J Ve, (51;(1) _ 515(2)) (Aﬁu) _ Aﬁ@))
)

opH 9552
g&) + M"Lg(ag) . (Au(l) — Au@)) ; (7.4.14)

+J0 e, (5;5“) — 5@
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D (j% <557(1) _ 5@(2)) ‘gg) X ggﬂ‘) —

— J Ve, (m(l) _ 55/(2)) ( N Aa(z))
9 . (Au) - Au®)
oy (7.4.15)

ase7)
+ J(l)jgigg}) AA0®D — Au®
K oy ( )

(
(1) (1)
+ 5 (557(1) _ 557(2)) a . (gél) « dAut” ggl) o 0Au >

+ JWe, (557“) —60@)

where J,(il) = ‘ggl) X ggl)‘.

7.4.4 Discretization

The contact integral may be discretized as

(e)
n) "int
5G. =33 Wi g(h [tn <(5v(1) - (5v(2)) 0@ o, (5;5“) . 5;5@)) +3 0 (5&7“) . 55’“2))] .
e=1 k=1 ~
(7.4.16)
The variables may be interpolated over each element face according to
) m®
ovih) = Z Nél)évgl) svi? = Z Nb(2)5v£2)
a=1 b=1
m® m(2)
AulM) = Z NYAuWD  Au® = Z Nc(lz)Augiz)
c=1 d=1
m® m(2)
oV =3 NOsD 5@ =3 NPep?
:;11) :21) (7.4.17)

Apt =" NIARD
c=1

AP = Z Nf)Aﬁflz)
d=1

m® m(2)

0™ =N NWsa® 5@ =N NPag®
a=1 b=1
m@ m(2)

ASW =3 NOAGO AG® = 3 NP AP
c=1 d=1
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Then,
. £()
nlt) ”|<n)t m(D) )
. 0 - Wq
0Ge =S Wi gV | 3 [ svi oplh s sel™ | o)
e=1 k=1 a=1 jg(l)
o) (7.4.18)
fb,k
m(2) (2)
3o P e ® sg@ || W ||
b= e
Tb ke
where
£ = t, NOn® £ = ¢ NP
w® = w, NV wg = —w,N? (7.4.19)
T L
Similarly,
ntM nI(FI)’[ m(1)
—D0Ge =D W x [ 30 [ v gpl s s
e=1 k=1 a=1
N K&Y o 0 0 Au'V
mz gt g o 0 N
padl 10 Y S B ol ) AgE®
n o 0 hgttY Az
(1,2)
m® 4% (?2) ’ ’ A“&z)
k 5 5 ~
+ 30| Sk Fea 21 2) ’ Apgl@))
=1 h‘é?l’fi) O Maak’ Bﬁ(gl 2) o
n’ 0 o pPL A
oo ad;k I (7.4.20)
mk ~
2 ~(2 ~o(2 ~3(2
30 [ oV s o e |
b=1
(K20 0 0 AulV
m 2,1) (2,1) (1
Z bek bek 0 0 At
R R T N N P
B(2,1) ’ B8B(2,1) A1)
LT 0 0 Py e Ace
(2,2)
@ K(b2d,2kj= (82) 0 0 Aung)
m ; ; ~(2
+ i gb?ékm Yok 0(2 2) ’ Apg@))
= h%cf’zém -l 5/3(22 2) Aé%@)
by, 0 0 Ppa g Al
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where
KD = N <5nNc(1)N(1) + tnAgU)

(12) _ 1) A2 (1
K./ = —e, NV NFPIND

KD = N0 (2NN M) AL

2,2 2 2 2
K7y = NP (caVINO 1, M)
N,

9

géi’i) = Nc(l) (—5 Nb@)p(l) + wnmlgz)> + wnNéQ)Agl) .n(

o NPB — wam)

glbh) — _Echgl)N(l) (1 2) =, N{ )N( )
(2,1) _ e N(Q)N(l) glg;) — _EPNIE2)N§ )’

nit — N ( NWe,q® — AW jgn<1>)
W2 = ~NONPe gD

B = NP (N ® + AL in®) + N i

B2 = NONDeoq® - NOj7m?

R = —e NO N

h’Y’Y(l 2) _ = e.N ( )N§2)

21) )
Y = e NP N
G = NN

and

1 AN oN
N(l) = n(l) ® n(l) A(l) = )A{ Ol gél) - 8 2 ggl)
(1) )

7.5 Tied Contact

(7.4.21)

(7.4.22)

(7.4.23)

(7.4.24)

(7.4.25)

(7.4.26)

In some situations it is useful to connect two non-conforming meshes together. This can be done
by defining a tied contact interface. In FEBio, the tied contact works very similar to the sliding
contact interface. We need to define a slave surface and a master surface, where it is assumed

that the slave surface nodes will be tied to the master surface faces.
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7.5.1 Gap Function

Just as in sliding contact, we need to define a gap function that measures the distance between
the slave and master surface. In order to do that, we first define the projection of a slave node to
the master surface.

Y (X) =arg min | X-Y]| . (7.5.1)
Yer®

This definition is similar to that of the sliding interface, except that now the projection is done in the
material reference frame. This implies that the projection only needs to be calculated once, at the
beginning of the analysis. We can now proceed to the definition of the gap function.

g(X) =M (X) - @ (Y (X)) . (7.5.2)
An important observation is that the gap function is now a vector quantity since the gap needs to

be closed in all direction, not just the normal direction as is the case in sliding contact.

7.5.2 Tied Contact Integral

With the definition of the gap function at hand (equation (7.5.2)), we can define the contribution to
the virtual work equation from the tied contact reaction forces.

m:/TﬁMD (7.5.3)
e

Here, T is the reaction force that enforces the constraint g (X) = 0. Since we anticipate the use
of an augmented Lagrangian formalism, we can write this reaction force as follows,

T=A+eg. (7.5.4)

The vector quantity A is the Lagrangian multiplier and ¢ is a penalty factor.

7.5.3 Linearization of the Contact Integral

Since equation (7.5.3) is nonlinear we need to calculate the linearization. For tied contact, this is
simply given by the following equation.

AWy = /5Ag -0gdl. (7.5.5)
e
Where
og =wl) —w® (7.5.6)
and
Ag = ApM (X) — Ap? (Y (X)) . (7.5.7)

We also introduced the notation w() = 5 (9.
The discretization of (7.5.5) will lead to a contribution to the stiffness matrix. Notice that due to
symmetry between dg andAg this matrix will be symmetric.
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7.5.4 Discretization

The contact integral (7.5.3) can be discretized as follows. First, we split the integration over all the

slave surface elements.
nel
Wi=Y" [ 1agart.
e=1 (e)
e

The integration can be approximated by a quadrature rule,

We=3 > w'j(&) T (&) o8 (&) -

e=1 =1

If we use a nodally integrated elements, we have

so that,
08 (&) =) = D N; (&) .

nel Nfﬁ?
We =33 wij (&) (N(@&) T (&) 62,
e=1 i=1
where
5" (fz) = [ c(l) 052) cg2) C1(12) ] )
NE&E=[T -Ny -+ =N, ],
and
N; 0 0
N, = 0 N, O .
0o 0 N;
For the linearized tied contact integral (7.5.5), a similar discretization procedure leads to,
nel Nyl
AW, =) w'j (&) A® K@,
e=1 i=1
where
K.=ecNTN.

(7.5.8)

(7.5.9)

(7.5.10)

(7.5.11)

(7.5.12)

(7.5.13)

(7.5.14)

(7.5.15)

(7.5.16)

(7.5.17)
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7.6 Tied Biphasic Contact

7.6.1 Contact Integral

See Section 2.5 for a review of biphasic materials, and [10] for additional details on biphasic
contact. The contact interface is defined between surfaces (1) and (2. Due to continuity require-
ments on the traction and fluxes, the external virtual work resulting from contact tractions t(* and

solvent fluxes wq(f) (¢ = 1,2) may be combined into the contact integral

5G = / (v — 5v) - tWdal?)
~(1)

(7.6.1)
n / <5p<1> _ 5p(2>) wDda® |
e "
To evaluate and linearize 6G.., define the covariant basis vectors on each surface as
. (@)
0_ %" 19 (7.6.2)

gy = a.a
Gy

where x( represents the spatial position of points on ~(, and ng) represent the parametric coor-
dinates of that point. The unit outward normal on each surface is then given by
(1) (i)
n® — 81 X8 (7.6.3)

‘ggi) y gg’)

Now the contact integral may be rewritten as

0G. = / (5v(1) - 5V(2)> -t ‘ggl) X ggl)’ d77(11)d77(21)
~(1)

: (7.6.4)
+ / (56 = op® ) wy gt x &8 | dntyydnty
~(1)
where t = t() and w,, = w!". The linearization D5G. of G.. has the form
2 . .
DsG. =Y DsG. [Au@} + D6G. [Ap(’)} . (7.6.5)

i=1

7.6.2 Gap Function
The vector gap function g, representing the distance between the contact surfaces, is defined by
g=x? —x( (7.6.6)

The premise of a tied interface is that the parametric coordinates of x(!) and x(?) are both invariants
(i.e., they are determined in the reference configuration and remain unchanged over time). The
parametric coordinates of x(!) correspond to the integration points on (), and those of x(?) are
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evaluated once, in the reference configuration, by shooting a ray from the integration point on ~(!)
to intersect v(2). It follows from this premise that
DxM = AuM  Dx? = Au®
DpY = ApD  Dp@ = Ap®
Dsv) =0 Dév®d =0
DspM) =0 Dsp» =0

(7.6.7)

If v and ~() are not initially conforming, continuity of fluid pressure and normal flux will only
be enforced within the contact interface; unlike the sliding biphasic contact interface (Section 7.2),
free-draining conditions are not set automatically on regions of 4(1) and ~(2) where a solution for g
was not found. Therefore, these regions naturally enforce zero fluid flux (impermeable boundary),
unless an explicit boundary condition on the pressure p is prescribed over those regions.

7.6.3 Penalty Method

Let the tied contact traction be described by the penalty function,
t=c¢eng, (7.6.8)

where ¢, is a penalty factor associated with t. Similarly, let
Wn = ey = & (pu) _ p<2>) , (7.6.9)
where ¢, is a penalty factor associated with w,,. It follows that

Dt=¢, (Au@) — Au(1)> ,
(7.6.10)
Dw, = ¢, (Ap(l) — Ap(2)> .

Given these relations, it can be shown that the directional derivatives of the various terms appear-
ing in the integrand of 6G.. are

-D ( (M <5v(1> _ 5v(2>) .t) —
<5v(1) — 5v(2)> N AS) (Au(l) _ Au(2)>

p , (7.6.11)
4 (3w - 5v®) -t | (g xnl) 85‘77‘(;1(:) (&8 n) 35‘77‘(111(:’
D (wn (5p<1> _ 5p(2>) J7gl>) -
— JVe, <5p<1> _ 5p<2>) (Apu) _ Ap@)) | 7.6.12)
+w, <5p(1) _ 5p(2)> RON (gg) " 8@71;1()1) B g§1> y 8§71(211()1)>

where J,(f) = ‘g?) X gél)‘.



7.6. TIED BIPHASIC CONTACT 195

7.6.4 Discretization

The contact integral may be discretized as

(i)
ne” o int

3G, = ; kzl W J{ [(5\,(1) . 5v<2>) 4wy, (5p(1> _ 5p<2>)} : (7.6.13)

Hn

The variables may be interpolated over each element face according to

m® m2)

svi) = Z NC(LI)(SVS) sv® = Z NIEQ)évI()Q)
a=1 b=1

m® m®
AulV) = Z Nc(l)Augl) Au® = Z NC(lQ)AuElQ)
=1 =1 (7.6.14)
m® m®
op =3 NOoplh  op® =3 NPop)?
a=1 b=1
m® m2)
A = ST NOAD 2 = 3 NP AR
c=1 d=1
Then,
A "int m(®) £
0Ge =SS w3 [ svi opll) } : [ ) ]
el o=t , (7.6.15)
my” e
1 1 b,k
+ Z [ 5"&(;,13 51’1(),13: } [ wb) ]
b=1 b,k
where
£ =Nt 1D = NPt
’ (7.6.16)
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Similarly,
) int
—D6Ge = WitV
e=1 k=1
e e
m - m (1,1) 1)
K 0 Au
% 5 ((11) 5 gl) . ac c
(;[ N R DV Rl B e
mz(f) K(1,2) 0 1 7 Au(g)
+ ad,k . d
;[ o K2 || ap? (7.6.17)
m,(g) o o m K(27]_) 0 Au(l)
- Z 5Vb2k; 5pb2k : Z [ bzclk 2,1 (01)
b:1|: , 7 i| c=1 kéc,k) klgc,k) Apc
mgf) (2,2) (2)
+ D [ o o || 2%
=1 0 Kyl Apg
where
KD = N (e,NOT+ e wall))
1,2 2
K02 = o NONOI -
K = -N <anc(1)1 1t ag)) ’
2,2 2) Ar(2
K = NN
kLD = Ny alD)
s o (7.6.19)
ki = =N w,al!
KD = —e, NN
K = e, NOONP)
’ , (7.6.20)
2,1 2
HED = NN
2,2 2) (2
D = NN
and
1 IS 6]\7(1))
1) — = (1) (1)ONe = (1)0LVc
a,’ = n'’/ x | gy g . (7.6.21)
I ( Oy gy

7.7 Tied Multiphasic Contact

See Section 2.7 for a review of multiphasic materials, and [13] for additional details on contact
interfaces involving solutes. The contact interface is defined between surfaces v(*) and 4(?). Due to
continuity requirements on the traction and fluxes, the external virtual work resulting from contact
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tractions t(), solvent fluxes w,(f) and solute fluxes jff(i) (¢ = 1,2) may be combined into the contact
integral

3G, = / (5v<1> . 5v<2>) . t® gg®
(1)
- / N (9 - 515(2)) wy dath) (7.7.1)

+Z / (e — g @) o .

Note that the summation in (7.7.1) is performed only over solutes that are present on both sides
of the contact interface. No special treatment is needed for solutes that only belong to one side,
since the natural boundary condition for these solutes enforces zero normal flux across the contact
interface.

To evaluate and linearize 6G., define the covariant basis vectors on each surface as

(i)
gl = Bxa . a=12, (7.7.2)
oty

where x() represents the spatial position of points on (), and ?7 represent the parametric coor-
dinates of that point. The unit outward normal on each surface i |s then given by

(D) o, 0)
n@ — gb) Xg%i) , (7.7.3)
’gl X 89

Now the contact integral may be rewritten as
= @ _ (1) 1 7.2
5GC /y(l) <5V (SV ) )gl X g2 ‘ dn(l)dn(l)
) _ 552
+ /(1) <5p op ) w
see(2)
2,0 ) e

where t =tV w, = vl and jo = j2U). The linearization DSG. of G, has the form

gl antyanty (7.7.4)

x g ‘d” iy

2
D6G. =" DSG, [Aul] + DG [ApD] + 3" DaG. [Ac)] . (7.7.5)
=1 fo
7.7.1 Gap Function
The vector gap function g, representing the distance between the contact surfaces, is defined by
g=x? —x( (7.7.6)

The premise of a tied interface is that the parametric coordinates of x(!) and x(?) are both invariants
(i.e., they are determined in the reference configuration and remain unchanged over time). The
parametric coordinates of x(!) correspond to the integration points on (1), and those of x(2) are
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evaluated once, in the reference configuration, by shooting a ray from the integration point on ~(!)
to intersect v(2). It follows from this premise that
Dx) = Au®  Dsvi) =0
DpW = A  Dsp® =0 i=1,2. (7.7.7)
D™ = A pse® =

If v(1) and ~(?) are not initially conforming, continuity of effective fluid pressure and solute concen-
tration, as well as normal fluid and solute fluxes, will only be enforced within the contact interface;
unlike the sliding multiphasic contact interface (Section 7.4), ambient conditions are not set auto-
matically on regions of v(1) and ~(2) where a solution for g was not found. Therefore, these regions
naturally enforce zero fluid and solute flux (impermeable boundary), unless an explicit boundary
condition on the effective pressure p or solute concentrations ¢* are prescribed over those regions.
7.7.2 Penalty Method
Let the tied contact traction be described by the penalty function,
t=eng, (7.7.8)
where ¢, is a penalty factor associated with t. Similarly, let
Wp, = EpT = &p (ﬁ(l) - ]5(2)> , (7.7.9)
where ¢, is a penalty factor associated with w,, and
O = ey = O (eau) _ 5a<2>) ’ (7.7.10)
where £ is a penalty factor associated with ;. It follows that
Dt=¢, <Au(2) — Au(1)> ,
Duw, = ¢, (Aﬁ(l) - Ap<2>> , (7.7.11)
Djg =g (AW — Az@) .

Given these relations, it can be shown that the directional derivatives of the various terms appear-
ing in the integrand of 6G.. are

_D ( J <5V<1> _ 5V<2>> .t) _
<5V<1> _ 5v(2>) e, JT. (Auu) _ Au(z))

§ , (7.7.12)
N <5v(1) B 5V(2)> t® (ggl) " n(1)) 5(@71(2}1()1) _ <g§1) o n(l)) %An‘(lll()l)

D (wn <5p<1> _ 5p(2>) J£1)> -

e, (50— 5p) (a5 — 2p?) , (7.7.13)
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D <]~3 (55a<1) _ 55a<2)) Jén) _
_ ) (see1) _ 5602)) o [ Age(D) _ AG(2)
T (8000 — gen®) e (A — ) , (7.7.14)
o (s:a() s w  0Au® ) 9Au®
1o (5000 _ @) n0 <g2 08D qy 0Au
< ) 877(1) on )
where J,(Il) = ‘ggl) X ggl)‘.
7.7.3 Discretization
The contact integral may be discretized as
o Mint
5G. = Z S Wil [(5v D _ gy >> -t 4wy (5p<1> - 5p(2>> +3 e (5ea<1> - 5ea<2>)] .
e=1 k=1 o
(7.7.15)
The variables may be interpolated over each element face according to
m® m®
Z N (5V(1) sv? = Z NZEQ)dvéQ)
b=1
m(l) m(2)
Au® =3 NOALY  Au® =Y NP Au?
d=1
m® m®
sp) = Z NDspD sp? = Z Nb(2)5~(2)
o :1‘(21) (7.7.16)
A = Z NOAFD A2 = Z N ~(2
m® m(z)
e = 3" Nz 5@ = 3 NPse
b=1
m® m2
Age) — NOARD  Az@) = Z NCEQ)A~Q(2)
c=1
Then,
n(© fc(bl)
n) "int m®) e
0Ge=> > WiV [ > [ svi st s seB) j;}l)
e=1 k=1 a=1 Jg(l)
() , (7.7.17)
m” G
svi 55 sea) 5801 W
+Z Vo,k Pbk Sk 9%k | i
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where
_ @ _ A2
(0 =NOt g =Nt
o) = 5, Y = N, (77,18
A0 =NOGL 0 = -NP5
Similarly,
nt) ”fn)t
—D6Ge = WitV
e=1 k=1
N N KLY o 0 0 AulV
T L I N 0 Ap
(1) 5=(1) c-a(l) <B1) |, ac ac : P
X Z |: 0va 0Pa dCa dCa } Z kocc(l,l) 0 kaa(l,l) 0 Aéa(l)
a=1 c=1 a ac
kYo 0o kY AZY
(2) K‘(ltii) 0 0 0 Aung)
my; (1,2) N
. zk: T ot 0 0 | ARy
0 0 g2 AP
=1 adk BB(1,2) ~%(2)
0 0 0 kad,k7 ACal
[ 12,0
(2) W Kbc,k 0 0 0 A (1)
< @) ~2) =0(2)  <2B(2) < kioy kw0 0 u(cl)
+ Z [ 5Vb,k 5pb,k 5Cb,k 5Cb,k ] Z ka(il) 0 o(2.1) 0 | Ape
b=1 c=1 %c(gl) be,k 88(2,1) Aé?(l)
L kbc,k’ 0 0 kbc,k ’
o | Kix 00 o | [ Au
m (2,2) _
. i 0 kh 0 0 A
0 0 k@2 A& ’
d=1 bd,k d 2)
0o o0 0 KPR A
(7.7.19)
where
K(LD = n() (enNC(UI +t® ag))
(1,2) o 2
Rair = e NN (7.7.20)
Kiry) = =N (eaNT+ t @ all)
K7 = eV NPT
KD = N ()
KD = Nl
al) _ (Do) (7.7.21)
ki = =N jall
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KD — _ NN

1,2
k:( k) _ pN(l) N 77.22)
Kie’ = psz”Né” ’ -
2,2 2) Ar(2
kl(ml k) = EPNZE )Nc(l :
KD = ey N N
1,2 2
Y — N .
2,1 2 L
DL = NN
2,2 2) Ar(2
R = NN
and ) (1
1 ON, ON,
M- - 5@ (1) Y2V (1) 94¥e
a,’ = n' x(g ' ———-8 " ——|- (7.7.24)
R ( S oomy oy )

7.8 Tied Fluid Interface

A tied fluid interface may be used to enforces continuity of viscous shear traction and normal fluid
velocity at the interface between dissimilar meshes.

7.8.1 Contact Integral

See Section 2.11 for a review of fluid materials, and [14] for additional details on the FEBio fluid
solver. The tied fluid interface is defined between surfaces +(*) and 4(?). Due to continuity require-
ments on the viscous traction and normal fluid velocity, the external virtual work resulting from
tractions t7() and normal velocities v (¢ = 1,2) may be combined into the tied interface integral

5G, = / (69— 5v®) - £ Vdal?
~(1)

(7.8.1)
_ / (5J<1> N 5J<2>) oW da
D) "
To evaluate and linearize G, define the covariant basis vectors on each surface as
(@)
g =27 a1y, (7.8.2)
on%

(@)

where x(%) represents the spatial position of points on (), and 77(°§) represent the parametric coor-
dinates of that point. The unit outward normal on each surface is then given by

' (@) ()
n( — %. (7.8.3)
’g1 X g9

Now the contact integral may be rewritten as

6G. = /7(1) (5V(1) _ 5v(2)) T
- / (600 —5s@)

1 1
M x g )( dnfyydny

: (7.8.4)

x| dify ity
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where t7 = t7() and v, = v{". The linearization DG, of 6G.. has the form

2
DG, =Y DiG. [Av@')} + DG, [AJ@')} . (7.8.5)
i=1
7.8.2 Gap Functions

The premise of a tied interface is that the parametric coordinates of coincident points x(*) and x(?)
on v and 42 are both invariants (i.e., they are determined in the reference configuration and
remain unchanged over time). The parametric coordinates of x(1) correspond to the integration
points on v(!), and those of x(?) are evaluated once by shooting a ray from the integration point on
~+1) to intersect (2.

The vector gap function g, representing the difference between tangential velocities across the
interface, is defined by

g=vi —vi", (7.8.6)
where the tangential velocity is evaluate from
v — (1 EROPS n(z')) 0N (7.8.7)

We may similarly define the scalar gap function =, representing the difference between fluid pres-
sures across the interface,

r=K <J<2> - J<1>) — K (e<2> - e<1>) : (7.8.8)

where K is the fluid bulk modulus.

7.8.3 Penalty Method
Let the tied interface viscous traction be described by the penalty function,
t” =g, (7.8.9)

where ¢; is a penalty factor associated with t”. The penalty factor ¢, is expressed in units of
viscosity per length. Therefore, in an auto-penalty scheme, it may be scaled to the ratio of fluid
viscosity to element thickness. Similarly, let

on = enm = Ken (J@) - J(l)) : (7.8.10)
where ¢, is a penalty factor associated with v,,. Note that ¢,, has units of length per viscosity. It
follows that

D™ = ¢, ((1 0@ n<2>> CAv® _ (I _ a2 n(l)) . Avm) :
(7.8.11)
Duy = Key, (AJ<2> - AJ<1>) .

Given these relations, it can be shown that the directional derivatives of the various terms appear-
ing in the integrand of 6G.. are

D (4 (v — v ") =

et ISV (5v<1) - 5v<2)) : ((1 ENCHIPS n(1>) AV (I _n®@ g n<2)> : AV(?)) ’ (7.8.12)
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D (un (w(l) . 5J<2>) J,§1>> — 2, KJV (5J<1> ~ 5J<2>) (AJ<1> - AJ<2>) ,

where Jél) = ‘ggl) X gél)‘.

7.8.4 Discretization

The contact integral may be discretized as

)
n "int

6G. =33 Wi g [(

(1) _ 5¢®
e=1 k=1 >

(5J<1> - 5J(2)) un} .

The variables may be interpolated over each element face according to

m

v = 37 NSV sy

m®

= 3" NP5
b=1

m® m(2)
AvD = Z NBYAvED  Av® = Z NéQ)AVéQ)
= d=1
m(D m®
5JW =S " NWsgH  5J® = Z NP5
m® m(2)
AJD = Z NOATD  AJE = Z NPAJP
Then,
TLgl) I(F;t m(1> f(l)
0Ge =33 Wy [ ovi s | [ )
e=1 k=1 a=1 a
ik 1) <40 £y
+> [ Vi 0y } o)
b=1 b,k
where

|

203

(7.8.13)

(7.8.14)

(7.8.15)

(7.8.16)

(7.8.17)
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Similarly,
o™i
—D3Ge =Y WiV
e=1 k=1
(1) (1)
< | KLY o Avi)
% S ((11) 5J(§1) . ac c
(; [ ov ) ; o kY || A
m D) g Av®
+ Y| e, % (7.8.18)
d—1 [ 0 k((zd’,k) AJC(z)
m{? (1) (2,1)
k e K> 0 Av(l)
(2) (2) be,k c
+ Z [ 5Vb,k 0Jy } : (Z [ 0 121 AJD
b=1 c=1 be,k c
(2)
m 2,2
n zk: Kz()d,k) 0 Av((f)
0 kY AP ’
d=1 bd,k d
where
KD = ¢ NOND (1 _ a2 n(n)
K.y = —eNONP (1-n® @ n®)
o) . , (7.8.19)
Kioy = —eNPND (1-n® @ n)
K> — o NPNP <1 n(2)®n(2))
kLY = —Ke, NN
KLY = Ke, NN
(7.8.20)

7.9 Rigid Connectors

A rigid connector connects two rigid bodies denoted by (1) and (2). The connector origin (e.g., its
insertion point) on rigid body (7) is located at

xO = p@ 4 AD 70 Z () 4 50

(7.9.1)

where z(%) is the connector origin position relative to the center of mass at the current time, whereas
7% is its relative position in the reference configuration, when the rotation tensor A is equal to
the identity tensor. The connector is exerting a reaction force (V) at x() and a reaction moment
m() on rigid body (i), such that () + £ = 0 and m* + m® = o.

Rigid body joints, such as spherical, revolute, prismatic, cylindrical and planar joints, are a
special category of rigid connectors that have a large stiffness spring connecting the joint origins on
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each rigid body, in a manner that only allows relative motion along the joint translational degree(s)
of freedom. Similarly, a large stiffness torsional spring connects the rigid bodies in a manner that
only allows relative rotation along the joint rotational degree(s) of freedom.

Other connectors include springs, dampers, and contractile forces that may connect rigid bod-
ies. Optionally, a joint may include a linear damper connecting its origins, and an angular damper
restricting its relative rotation.

7.9.1 Virtual Work

The virtual work of a connector represents the work of external forces on the rigid body; it is given
by

2
0G =Y v £ + 500 . m) (7.9.2)
i=1
where v is the virtual velocity of the joint origin and 66 is the virtual angular velocity of rigid
body (7). Using the above relations for () and m(?, it reduces to

3G = (5v<1> - 5v(2)) W (59<1> - 59<2>) m® (7.9.3)

The analysis thus returns the values of the reaction force and moment acting on rigid body (1).
The virtual velocities at the joint may be evaluated from (7.9.1) as

sv® = spd — 30 . 590) (7.9.4)

where z is the skew-symmetric tensor whose dual vector is z, such that z- v = z x v for any vector
v. Substituting this expression into (7.9.3) allows us to express the virtual work in terms of the
virtual velocities of the centers of mass and the virtual angular velocities of the rigid bodies,

£(1)

zW () L@
—£(M)

—72) . ) _ (M)

6G = [ or 500 5r 5@ ] (7.9.5)

When using time discretization in the interval [¢,,, t,,+1], the external forces and moments may
be evaluated at the intermediate time point ¢, using

0, = oty + (1 a9
(i(l) 'f(1)> = aigzl-")-l ' f7(121 +(1—a)z) - £V
n+ao

m,(ll)ra = amg}rl +(1-a) mg)

We solve for §G = 0 using Newton’s method in the usual manner, by evaluating the linearization
of 4G along increments in the rigid body degrees of freedom at ¢,,+1,

5G + 22: DSG [Arm] + D6G [A(a(i)] ~0. (7.9.6)
=1

Assuming that

o)
piD _ [ kD kO g@ g | 20Y
W= 5P k) kP K )
@

0 k) k7 K , (7.9.7)

2
02
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and
ArD
(1 1 1 2 2 AW
pm), = | k5% K KD K[| o | (7.9.8)
A
it follows that
DSG =[ ot oW o5r? 50@ | x
K(lq«) K%) K(Q'r) K%)
~(1 1 1 ~(1 1 1 ~(1 2 2 ~(1 2 2
G| A e e e K
K 17) _Kgfle) _K(Qr) _K;QQ)
~(2 1 1 ~(2 1 1 ~(2 2 2 ~(2 2 2
o) R el ) kKl K K
Ar®
AOD
1 Ar®@
AO®?
(7.9.9)

It becomes immediately apparent that the stiffness matrix for a rigid connector is not symmetric.
Therefore, rigid body dynamics should be analyzed using non-symmetric solvers.

7.9.2 Joint Axes

Joint axes are used to define the directions of degrees of freedom in rigid joints, which represent
one of the major categories of rigid connectors. The axes are defined with respect to a body-based

coordinate system centered at the origin of a joint, given by the orthonormal triad {e@,eg"), el
for rigid body i (¢ = 1,2). In the reference configuration, the bases coincide on both rigid bodies,

(1) = § ) = = E; (j = 1,2,3), where E; is the j—th basis vector in the reference configuration.

Thus at any tlme t, we may evaluate the basis vectors as
el = AU . E; (7.9.10)

Using this relation, the linearization of a basis vector along increments in the rigid body motion is
given by
De§’) _ _ég_z) AW (7.9.11)

which shows a dependence only on A9,

7.9.3 Relative Joint Motion

The position of a joint in each rigid body ¢ is given in (7.9.1). The relative motion across a joint is
given by the relative translation
2 —xM) (7.9.12)

x = x!

and the relative rotation .
Q=A®. <A<1>> = exp [é] , (7.9.13)
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where § = —£ - 6 is the skew-symmetric tensor with dual vector 6. As usual, 6 is a vector whose
direction represents the axis of rotation and whose magnitude is the angle of (counter-clockwise)
rotation about that axis. To report the relative motion of a joint, we may project x and @ along the

basis vectors e§1) = AW . E; of the first rigid body. Thus,

J
. (7.9.14)
0, =0 eg”
7.9.4 Joint Reaction Forces and Moments

Reaction forces are used to constrain the degrees of freedom of a joint that connects two rigid
bodies. Typically, these forces are generated by very stiff springs and dampers that only allow
unrestricted motion along the joint degrees of freedom.

7.9.4.1 Reaction Forces from Springs

The reaction force f(1) generated by a spring acting on rigid body (1) is given by

fD=x+eP- gl (7.9.15)

where

g — x® _ x( (7.9.16)

is a gap function that represents the vector distance between the joint origins, A is the (optional)
Lagrange multiplier used when invoking the augmented Lagrangian method, and ¢, is a penalty
parameter that represents the spring stiffness. The tensor P is a projection that limits the reaction
force to the directions that are not free to move. In general, there are three possible options for P:

P =1 constrain relative translation along all directions
P={Py,=1I—-n® @n® constrain relative translation within plane normal to n* . (7.9.17)
P; =n @ n® constrain relative translation along n")

For example, P; = I in a spherical or revolute joint, whereas P, = I — n®¥ ® n in an un-
constrained prismatic joint, with n(!) representing the axis of motion; and P; = n” @ n¥ in an
unconstrained planar joint, with n(!) representing the normal to the plane. Note that in all cases
we choose to define the axis in the basis of rigid body (1). If the constraint is enforced properly,
then n(Y) should be the same as n?, within a user-defined numerical tolerance. In practice, we
let n® = egl).

The linearization of £!) in (7.9.15) is given by

DfV) = ¢ (P-Dg+DP-g) . (7.9.18)

The linearization of the gap function produces

: (7.9.19)
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whereas the linearization of the three possible projections yields

DP.g=Q-A8W, (7.9.20)
where
Q =0
Q={Q =[n"-g)I+nM gl ah . (7.9.21)

Therefore, in the expression for Df(!) in (7.9.7), we have

K = <P
KY=c (P20 +Q
{2) ( ) . (7.9.22)
Kfr =¢e.P
K{) = —eP -2

7.9.4.2 Reaction Moments from Torsional Springs

The reaction moment m(!) generated by a torsional spring acting on rigid body (1) is given by

m) = p+ e,y (7.9.23)
where
1en (1 2
v=5> ¢ xe (7.9.24)
j=1

is the angular gap function between the bases of rigid bodies (1) and (2), u is the (optional)
Lagrange multiplier used when invoking the augmented Lagrangian method, and ¢, is a penalty
parameter representing the torsional spring stiffness. We consider three cases for the choice of ~:

k =3 constrain relative rotation along all directions
~v =< k=1 maintain free relative rotation along ey) (7.9.25)
k=0 maintain free relative rotation along all directions

For example, £ = 3 is used to model the reaction moment in a prismatic joint, whereas k = 1 is
used with revolute, cylindrical and planar joints.
Now, the linearization produces
Dm® = erD,

where
Dy =W AW —wWT. AP

and

2)

~(2) A1)
€ €

k
W:

N | =

J=1



7.9. RIGID CONNECTORS 209

Therefore, in the expression for Dm() in (7.9.8), we have

K =0

K —ew

KO — o (7.9.26)

KSE) = —,WT
7.9.4.3 Reaction Forces from Dampers
The reaction force £f(!) on a damper is

fO) = P g/, (7.9.27)
where g is the time rate of change of the gap function,

g=v® v, (7.9.28)

and P represents a projection as described in Section 7.9.4.1. In particular, P; is used with
spherical and revolute joints; P, is used with prismatic and cylindrical joints; and P3 is used with
planar joints. The parameter . represents the damping coefficient.

The velocities of the insertion points are given by vV = +() 4+ w® x z() where w(® is the rigid
body angular velocity. The linearization of f(!) is

DfW =¢.(P-Dg+DP-g) , (7.9.29)
where
Ar®
: AeM)
P.-Dg=[-A BO A -B®J| o |, (7.9.30)
A2
with ~
A=_L_P
BAL
(@) RO (@) () (7:931)
i _Pp. 5(0) . T (i oo
B —p <ﬁAtZ T (69) + 6 -2 )
Recall that g and ~ are the Newmark parameters, and T (0) is given in (6.3.35). Similarly,
DP.-g=V.-A0W (7.9.32)
where
Vi =0
V=<V, =[nW.g)I1+nVegl -a® . (7.9.33)
Vy =-— [(n(l) . g) I+n g] A
Combining these results produces
Kg}r) = —x:A
1 _ (1)
Ky =x: (B +V
10 ( ) (7.9.34)
Kﬁ) = YA
K{j = —x.B"”
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7.9.4.4 Reaction Moments from Torsional Dampers

The reaction moment m(!") arising from a torsional damper is

m( = xrP-wl,

where

w— w® _ M

(7.9.35)

(7.9.36)

is the angular velocity of body (2) relative to body (1), and P is the projection used in Sec-
tion 7.9.4.1. In particular, P, is used for joints that cannot undergo relative rotations along any
direction, such as prismatic joints; P5 is used for joints that can rotate freely along a single axis,
such as revolute, cylindrical and planar joints; in addition, P = 0 for spherical joints. The lineariza-

tion of m() is
Dm =y, (P-Dw + DP - w) ,

where
P-Dw=0C2.A0% _c@®.apM

with

(4 — LP .71 (g

0= P17 (69).

and

DP - w=W- AW
where

W, =0

Combining these results now produces

K =0

KU =, (—C(l) + W)
K = |
K = x,C?

7.9.4.5 Summary of Reaction Forces and Moment in Joints

] Joint | Spherical | Revolute | Prismatic | Cylindrical | Planar | Lock |
linear spring P, Q P, Q P>, Qo P2, Q2 P3,Q3 | P1,Q
torsional spring k=0 k=1 k=3 k=1 k=1 k=3
linear damper Pl,Vl Pl,Vl PQ,VQ PQ,VQ P3,V3 Pl,Vl
torsional damper 0,0 Py, W, P, W, Py, W, Py, W, | P, W,

(7.9.37)

(7.9.38)

(7.9.39)

(7.9.40)

(7.9.41)

(7.9.42)
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7.9.5 Prescribed Joint Forces and Moments
7.9.5.1 Prescribed Force at Joint

When a joint has a translational degree of freedom along n("), there may be a need to prescribe
the force f along that direction. This means that the reaction force f!) may be supplemented with
the force fn),

£ = fn() (7.9.43)
and the linearization produces
DEW = —ra® . A (7.9.44)
Thus,
Kgfle) = —fa® ], (7.9.45)
and
K{) =K =K =0 (7.9.46)

7.9.5.2 Prescribed Moment at Joint

When a joint has a rotational degree of freedom along n(!), there may be a need to prescribe the
moment m along that direction. This means that the reaction moment m") may be supplemented
with the moment mn(®,

m® = mn) (7.9.47)
and the linearization produces
Dm®W = —ma® . AW . (7.9.48)
Thus,
KU = —ma® |, (7.9.49)
and
KU =K? =K =0 (7.9.50)

7.9.6 Prescribed Joint Motion
7.9.6.1 Prescribed Displacement at Joint

When a joint has a translational degree of freedom along n(!), there may be a need to prescribe
the relative displacement d along that direction. This can be achieved by supplementing the joint
reaction force with a force that closes the gap between the current and desired translation,

£ — ¢, [(n“) ® n<1>) g dn<1>] — ¢, <P3 g dn<1>) , (7.9.51)
where P3 is given in (7.9.17). Then,

DfY) = DP; - g + P3- Dg + da . A (7.9.52)
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Using the results of Section 7.9.4.1, the stiffnesses are supplemented with

K = —c.Ps
KW =, (P32 + Q+da®
10 < ) . (7.9.53)
K;QT) = ECP3
K = —c,Py-2®
7.9.6.2 Prescribed Rotation at Joint
The relative rotation between the rigid bodies is
Q=A@ . ADT _ Ze§_2> ® eg” _ (7.9.54)
J
We want it to be equal to a rotation by x as expressed in the basis egl),
A =exp[x] . (7.9.55)
We enforce this constraint by requiring that
A-QT=1. (7.9.56)
We may thus evaluate
R=A Q7, (7.9.57)

and expect that R = I when the constraint is enforced. Note that R” - R = I because of the
orthogonality of Q and A, i.e., R is always orthogonal, even when the constraint is not enforced.
The axial vector of R may be denoted by &, i.e., R = exp [£], and the constraint is enforced when
& = 0. Therefore, a moment ¢,.£ needs to be prescribed,

mP =¢.¢. (7.9.58)

Since R is orthogonal, we can linearize it along an increment A§, DR[A{] = A€ - R, from
which it follows that A¢ = DR.- R” with

DR=A -DQT = A. (Aé“) QT -qT. Aé(”) , (7.9.59)
so that ) (1) .2
Af=A A0 -AT—R-A67 -R". (7.9.60)
From this expression we get
At =A-A0D —R- AP . (7.9.61)
Thus,
pm® = ¢, (A AW _R. A9<2>> . (7.9.62)
It follows that
K =K —o], (7.9.63)
and
KY — ¢ A
" . (7.9.64)
K2 - R




7.9. RIGID CONNECTORS 213

7.9.7 Other Rigid Connectors
7.9.7.1 Spring Between Rigid Bodies

Consider a spring between points x(* on rigid bodies (1) and (2). The spring force is oriented
along n, where

2 1
n= M . (7.9.65)
We may write
L= ‘x@) —xM| = (X@) - X<2>‘ . (7.9.66)
Then, the spring force acting on body (1) is
f0 — k(L — Lo)n =k (x<2> —xW L0n> , (7.9.67)

where & is the spring constant. It is understood that the special case Ly = 0 produces f(!) =
k (x® —x™1)). We do not need to use the augmented Lagrangian method here, therefore f(1) =
kc, where
—x@ 0y Xnta T Xnta
c=x Xpta — Lo @ o (7.9.68)

Xn+ta ~ Xpta

Since the spring may freely pivot about its insertion point, we let m(!) = 0. Thus,

(2) (1)
f(l) -k (X(Q_?_ _ X(l_‘)_ _ LO Xnta ~ Xnta )

x@ =< (7.9.69)
m) =0
and the virtual work associated with this spring is
£(1)
7D p(1)
0G = [ ot sw® 6r® @ ]| Trte : (7.9.70)
~(2
_Zgl-")-a ey
The linearization of §G may be expressed as
ArD
1)
—D6G = [ orV 5w 6r? §w? ][K] if@) , (7.9.71)
A
where the stiffness matrix is
P P2, -P P 2,
- (1 5 (1 5 (1) 5(1) 5(1) ~(2)
[K] = ka Zgz—&)—a P _Z;—&)—a P Znt1 “Zptac P Znta” p- Znt1 (7 9 72)
P Pl P e, |07
_27(124204 P igla ‘P igzl—i)-l 25124)’01 P _2512+)a P 25124)-1

with

P = <1 _ Lo >1+ LLO Nyio @ Npia . (7.9.73)
n+oa
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7.9.7.2 Damper Between Rigid Bodies

Consider a damper (e.g., a dashpot) inserted between points on two rigid bodies. The force
generated by this dashpot is
) —c.e. (7.9.74)

where ¢ is the relative velocity between insertion points,

e=v? Wl (7.9.75)

n+o n+ao
This relative velocity is related to the rigid body degrees of freedom by

X1la

SIS
vﬁf) = fﬁf) + wp, X zg)

(@) (@) (@)

. . (7.9.76)
V41 = Tnta + Wnt1 X Znt1

VS-)FOL = O‘VSJ)rl +(1—a)v

Since the dashpot may freely rotate about its insertion points, we set m(!) = 0. It follows that

(1) )
e/, (7.9.77)

nta —V

) = ¢, (V(Q)

m =0

and the virtual work resulting from the dashpot is

£(1)
5 e()
0G = [ or® dw® or® sw® ]| e (7.9.78)
_Agﬁa ey
The linearization of §G may be written as
A -BW —A B2
- (1) ~ (1) 1 ~(1) ~(1) 2
—DiG = [ oV sw® or® s Jea | e A ‘Z“g@B( | o A Z“%JS( )
_igz%)ra A ig?la -BW iga A _igz%)ra -B®
(7.9.79)
where
A -BMW —A B®
- (1) _ @ 1 1) - (1) (2)
Z, oz.A Zy a'B ZnaA Zy, oz'B
_25124)-04 A ig—‘?—a -BW 2512-&)-04 A _27(124)-04 -B®
and ~
A=—I
pat (7.9.81)

B0 = a7 (60) -5,

P
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7.9.7.3 Contractile Force Between Rigid Bodies

Consider a contractile force between points x(*) on rigid bodies (1) and (2). The force is oriented
along n, where
x(2 — x@)

et (7.9.82)

n

Let L = |x®® —x| and Ly = |X® — X®@)|, so that the contractile force acting on body (1) is
given by

W_ o for e Lo
£ = fon L(x x ) (7.9.83)

We do not need to use the augmented Lagrangian method here, thus

2 1
f(l) _ f Xgl_,')_a — X£L4)-a
e L

Xnta n+ao (7984)

m) =0

where we assume that the contractile force pivots freely at the rigid body insertiones. The virtual
work resulting from this contractile force is thus

£(1)
;D e
6G = [ or®M swl 1@ sw® ] n+_af O , (7.9.85)
_igi)ra ey
and its linearization is
Ar®)
¢9)
—D6G = [ 6rV ™ 6r® §w? ] [K] ﬁ‘:@) (7.9.86)
A
Here, the stiffness matrix is given by
P -P- ig—?—l —P P 21(12421
A (1 ~(1 ~(1 A(1 ~(1 ~(2
K] = fo ZEH)-a P - 7(14)-04 P 'Z7(z+)1 _Z7(H)-a P 7(1—&)-04 P 'ZgLJ)rl 7.9.87
(K] (1) .(2) . (7.9.87)
Ln-i—oz -P P Zn+1 P -P n+1
il Pyl Peall, 20, P 2l Pog
where
P=1I- Nyt & Ny+a- (7988)

7.10 Rigid-Deformable Coupling

In FEBio deformable bodies can be coupled with rigid bodies [54]. At these rigid-deformable
interfaces, the coupling of nodal degrees of freedom of deformable elements that attach to rigid
bodies requires a modification of the global stiffness matrix and residual vector. This section
describes the coupling between rigid and deformable bodies.
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The position of a node shared by any number of deformable finite elements is denoted by x
in the current configuration. If the node belongs to one or more deformable elements but is not
connected to a rigid body, then x is given in terms of the nodal displacement u by (2.3.2); the cor-
responding nodal virtual velocity is v and the linearization of x along an incremental displacement
is denoted by Au.

The contribution to the virtual work of the nodal force f¢ at node « is given by

O0G = ov® - £

n+o

(7.10.1)

whera év® is the virtual velocity of node a and £, , is the global nodal force, evaluated at the
intermediate time ¢,,, as f7,, = of}_; + (1 — a)f;. The linearization of this virtual work along
the incremental displacement Au® of node b is

D6G = —adv® - K? - Au’, (7.10.2)

where K% = (8f‘1/8xb)n+1 is the contribution to the global stiffness matrix from the interactions
of the degrees of freedom of nodes a and b.

Now we consider the cases when either node a, or node b, or both, are attached to a rigid
body. Our objective is to determine how to modify the global residual vector and stiffness matrix
to account for the coupling of deformable and rigid body degrees of freedom.

When node « is attached to rigid body a, its position is given in terms of that rigid body’s
degrees of freedom by the general relation (6.3.18). The corresponding virtual velocity is given in
(7.9.4), reproduced here as

vt =or* —zp - 00°, (7.10.3)
where z7, , = A7, - Z° is the position of node a relative to the center of mass of rigid body a,
at the intermediate time ¢,,.. Now, the contribution of the global nodal force £, , to 6G must be

modified from (7.10.1) according to

a a a a f’s «
5G = 6ve-£2,, = [ or" 56° ] [i%+a'+fﬁ+a } . (7.10.4)

In other words, the displacement degrees of freedom of node a should be eliminated from the
global system of equations and replaced with the translation and rotation degrees of freedom of
rigid body a. The force vector £, , should be made to contribute to the translation degrees of
freedom of the center of mass of rigid body a, whereas the moment z{. , x {7, , should contribute
to the rotation degrees of freedom of the rigid body.

When node b is connected to rigid body b, the incremental displacement Au® should be re-

placed with the rigid body incremental motions,
Au’ = Arb - 20, - A6°. (7.10.5)

Now, the contribution K to the global stiffness matrix needs to be modified from (7.10.2) accord-
ing to the three possible cases:

* Node a belongs to rigid body a, node b belongs to flexible elements only,

2y K

ab
DOG = —a[ 61 56° [ K } A . (7.10.6)
* Node b belongs to rigid body b, node a belongs to flexible elements only,

b
Do = —alov [k k7 ][ 4] (7.10.7)
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* Node a belongs to rigid body a, node b belongs to rigid body b,

DIG = —« [ or® 66 ]

ab _rab . 5b b
K K™ 2ni1 HA‘" ] (7.10.8)

50 ab 5a ab 5b b
Zypio K —zp,., K7z A6
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Chapter 8

Optimization

This chapter describes the theoretical framework of FEBio’s optimization module. This module
can be used to optimize model parameters (like material parameters, or load values) in order to
achieve an objective. The objective is generally the minimization of the objective function, to be
introduced below.

8.1 The Objective Function

The objective function, which is to be minimized, can be defined as follows,

¢(a) = Z lyi — f (zi;2)]°.
=1
Here, the (z;,y;) are user-defined data pairs and f (z; a) is the function that extracts the corre-
sponding data from the model. The optimization module tries to find the model parameters a that
minimize the function . It does this by repeatedly evaluating the function y, which will usually call
FEBio to solve a forward FE problem.

8.2 The Levenberg-Marquardt Method

One of the methods that is currently implemented in FEBio’s optimization method is the con-
strained Levenberg-Marquardt method via the levmar library. (see http://users.ics.forth.gr/
~lourakis/levmar/ for more information on this library.)

The Levenberg-Marquardt method is a numerical algorithm that minimizes a function that is
defined as a sum of squares of nonlinear functions, i.e. the objective function as defined above. It
combines the steepest-descent method with a Gauss-Newton method to find the parameters that
minimize the objective function.

The LM method requires a set of measured values (z;, y;) and an initial guess for the a vector.
It then tries to find a better estimate for a by replacing it with a + 6. The function f(z;;a + d) is
linearly approximated.

f(xi;a+6)~ f(v;a) +J:0

where J;is the Jacobian of f with respect to §. Substituting this in the objective function and
minimizing with respect to J leads to,
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(IT3)6 =" (y — £(a))

where y is the vector of y;,and f is the vector of f(x;;a).
The main idea of the LM method is to replace this linear equation with the following.

(I I+p(I13)i)6 =3 (y — f(a))

Here, pis a damping parameter that is controlled by the algorithm. When pis small, the method
approximates Gauss-Newton, when uis large it is closer to a steepdest-descent method. The
algorithm will modify try to modify usuch that an improvement to the parameter vector a can be
found in each iteration. The method will terminate when the value of the objective function falls
below a user-specified tolerance (the obj_tol parameter in FEBIo).

The evaluation of the Jacobian requires evaluating the derivatives of f with respect to a. These
derivatives are approximated via forward difference formulas. For example, the k-th component of
the gradient is approximated as follows.

0 1
S [ anan B ) = )]

The value for daxis determined from the following formula.
(5ak =£ (1 + ak)

where, ¢ is the forward difference scale factor (the fdiff_scale option in FEBIio). In FEBio, the
initial value for the damping parameter pcan be set with the tau parameter.
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