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Generalized periodic surface
model and its application in

designing fibrous porous media

Wei Huang, Sima Didari, Yan Wang and Tequila A.L. Harris
Woodruff School of Mechanical Engineering, Georgia Institute of Technology,
Atlanta, Georgia, USA

Abstract

Purpose — Fibrous porous media have a wide variety of applications in insulation, filtration, acoustics,
sensing, and actuation. To design such materials, computational modeling methods are needed to
engineer the properties systematically. There is a lack of efficient approaches to build and modify those
complex structures in computers. The paper aims to discuss these issues.
Design/methodology/approach — In this paper, the authors generalize a previously developed
periodic surface (PS) model so that the detailed shapes of fibers in porous media can be modeled.
Because of its periodic and implicit nature, the generalized PS model is able to efficiently construct the
three-dimensional representative volume element (RVE) of randomly distributed fibers. A physics-
based empirical force field method is also developed to model the fiber bending and deformation.
Findings — Integrated with computational fluid dynamics (CFD) analysis tools, the proposed
approach enables simulation-based design of fibrous porous media.

Research limitations/implications — In the future, the authors will investigate robust approaches
to export meshes of PS models directly to CFD simulation tools and develop geometric modeling
methods for composite materials that include both fibers and resin.

Originality/value — The proposed geometric modeling method with implicit surfaces to represent
fibers is unique in its capability of modeling bent and deformed fibers in a RVE and supporting design
parameter-based modification for global configuration change for the purpose of macroscopic
transport property analysis.

Keywords Computer-aided design, Fibrous porous media, Geometric modelling, Implicit surface,
Periodic surface model

Paper type Research paper

Nomenclature
a= the x-coordinate of a basis G= a basis vector of the variable
vector phase without homogeneous
b= the y-coordinate of a hasis coordinate
vector G'= a basis vector of the variable
c= the z-coordinate of a basis phase with zero homogeneous
vector coordinate
D= the diameter of the rod surface @~ H= a basis vector of the fundamental
diff = difference or generalized PS model without
diff-max = the maximum difference homogeneous coordinate
f= the scale parameter of the H' = a basis vector of the fundamental

variable phase

or generalized PS model with
zero homogeneous coordinate

Periodic
surface model
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identity matrix

the sth fiber

the jth fiber

the scale of the fundamental or
generalized periodic surface
model

the degree of a periodic surface
model under a scale parameter
the /th scale parameter of the
fundamental or generalized
periodic surface model

the mth basis vector under a
scale parameter

the maximum value

the minimum value

the number of fibers

a basis vector of the fundamental
or generalized PS model

the pressure drop per unit length
through the porous material

a basis vector of the variable
phase

the rotation matrix for the
generalized PS model

location vector with
homogeneous coordinate

the scale of the phase of the
generalized periodic surface
model

the sth scale parameter of the
phase of the generalized
periodic surface

translation matrix for the
generalized PS model

the degree of the phase of the
generalized periodic surface
model under a scale parameter
translation vector

the tth basis vector of the
phase under a scale parameter

1. Introduction
Porous media have recently received much attention in industry, such as in power
generation, biomedical engineering, apparel fabrication, and automotive and aerospace
manufacturing. This popularity is largely because of its superior properties compared
to solid counterparts including higher strength-to-weight ratio and porosity
(i.e. surface-area-to-volume ratio). A porous medium is typically made of stationary
solid in the form of a matrix of interconnected pores. When the solid component is

the total potential energy

the periodic moment of a
variable phase

the superficial velocity

the shift distance between two
cross sections

the homogeneous coordinate
of the location vector

the x-coordinate of the location
vector

the y-coordinate of the location
vector

the z-coordinate of the location
vector

the phase of a basis plane

the phase of a variable phase
of the generalized PS model
the phase vector of a basis
plane

the phase vector of a variable
phase of the generalized PS
model

fluid viscosity

rotation about the y-axis
permeability

the scale parameter

the periodic moment of the
fundamental or generalized
periodic surface model

the components of the rotation
matrix for the generalized PS
model

the function of the fundamental
or generalized periodic surface
model

the volume of intersection
portion among fibers

rotation about the z-axis
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formed by an assembly of fibers as webs and sheets, the medium is called fibrous
porous. Fibrous porous media can be in either woven or non-woven form. For woven
fibrous structures, curved fibers are knitted in regular patterns so that they are
mechanically combined and fixed by friction at the locations where they contact, as
shown in Figure 1. For non-woven fibrous structures, fibers are naturally packed and
mechanically, thermally or chemically bonded. One example is shown in Figure 2.
Because of their ease of fabrication, fibrous porous media have become very important
materials in industry. Particularly, thanks to their good structural stability as well as
unique thermal and electrical properties of certain fibers, non-woven fibrous porous
media have become a preferred choice of materials in many applications including
insulation, filtration, acoustics, sensing, and actuation.

Fibrous porous media can be composite materials that have complex structures. The
gas diffusion layer (GDL) in Figure 2 from our experimental work is used in the
polymer electrolyte membrane fuel cells (PEMFCs). The GDL consists of packed
cylindrical carbon fibers with a polymer binder added, resulting in a structure that
allows for the permeation of gases. GDLs are thin sheets of carbon papers consisting of
randomly distributed fibers. The fibers have a diameter of 6-10 pm and a length of
10-20 mm. Other non-woven fibrous porous media have similar structures .

To obtain higher power densities in PEMFC, we need to increase the mass transfer
rate and the concentration of reactants which are linked to the GDL transport
properties. Computational fluid dynamics (CFD) tools are usually used to optimize
the PEMFCs performance based on the GDL transport characteristics such as
permeability and tortuosity. In such analyses, only a small portion of the physical
domain, called representative volume element (RVE), is modeled. A RVE can be as
small as the one in which simulation result is representative and can be generalized to
the entire domain.

Because of the high degree of irregularity and complexity in the porous geometry,
modeling porous media is a challenging task. The commonly used parametric surface
modeling methods with local shape control are inefficient because a large number of
control points are required to capture the complex topology. Although most of these
methods are able to efficiently build individual fibers or particles with simple shapes

Periodic
surface model

Figure 1.

An example of woven
fibrous media
(courtesy of
AirScape Inc.)
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Figure 2.
Scanning electron
microscope images
of Toray 90 GDL
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Notes: (a) Top view; (b) side view (cross-sectional view)

such as cylinders and spheres, it is difficult for them to build more complex and
irregular shapes and at the same time control the overall porosity of the RVE with
dozens or even hundreds of fibers or particles. In addition, RVEs typically require
flexible domain sizes so that geometries can be modified based on simulation needs.
An effective approach to build geometries that automatically satisfy the periodic
boundary condition is desirable for the ease of modifying the size of RVEs.

In this paper, we propose a modeling approach to represent both woven and non-
woven fibrous porous media based on the extension of a previously developed periodic
surface (PS) model (Wang, 2007a, b, 2009; Qi and Wang, 2009). This new surface model
allows us to efficiently build randomly distributed or patterned fibers, both straight
and bent, in a RVE. The original PS model is generalized to provide more degrees of
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freedom to control the complexity of shapes. From the implicit surface of generalized PS
model, a mesh representation of fibers in a RVE can be generated and imported into CFD
tools for analysis. Alternatively, geometric information such as medial axes, radius, and
curvature of fibers can be imported into mesh generation tools to create mesh models.

In the remainder of the paper, we give a brief overview of geometric modeling of
porous media in Section 2, where the original PS model is also introduced. In Section 3,
the PS model is used to model straight fibers. In Section 4, the PS model is generalized
and its corresponding transformation operations are introduced. In Section 5, we
describe the method of modeling bent fibers based on the generalized PS model. In
Section 6, a physics-based empirical force field method to model deformation of fibers is
introduced. In Section 7, the detailed implementation process of the proposed method is
described and demonstrated.

2. Literature review

Geometric modeling methods for porous media can be categorized into image-based
and geometry-based approaches. In this section, a detailed overview of existing
literature is provided. The organization of the review is shown in Figure 3.

2.1 Image-based approaches

For the image-based approaches, three-dimensional (3D) images, as the implicit
representation of geometries, are directly obtained by scanning structures in a
non-destructive way. Some existing scanning methods include transmission
microscopy (Flegler, 1993), scanning tunneling electron microscopy (Stroscio and
Kaiser, 1992), synchrotron-based tomography (Kinney and Nichols, 1992), confocal
microscopy (Fredrich et al., 1995), and computed microtomography (uCT) (Dabbs and
Aksay, 1996; Bentz et al., 2000). The discrete voxels in the images can be used directly
for analysis and rapid prototyping (Strozzi et al, 2009).

Modeling methods
for porous media

*—‘—*

Image-based Geometry-
[1-14] based

*—‘—*

2D 3D
[15-17]

—"

Homogeneous
[18-22]

+—|_+

Non-fibrous Fibrous

[23]

Non-woven Woven
[28-35] [24-27]

Heterogeneous

Periodic

surface model
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Figure 3.

The organization of

literature review
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For tissue engineering, Sun ef al (2005) generated the boundary representation
(B-Rep) of porous systems from voxels. Zeng et al. (2000) modeled porous structures
with predominant axis, such as yarns, by acquiring the successive cross-section
images along the axis and then tracking geometric features of interstices (the void
space). Some research efforts were only focused on fibrous porous media, where 3D
models were reconstructed based on 2D imaging of actual fibers in either the woven
or non-woven form. In the automated serial sectioning technique (Jaganathan et al,
2008; Vaughan and Brown, 1996; Desplentere et al, 2005), 2D images were taken at
different sections of fibrous materials and the 3D geometry was reconstructed from
these 2D images.

The image-based methods require advanced equipment and lengthy time to
reconstruct the 3D micro-structure based on the taken images. Although imaging
techniques accurately capture the geometry of actual structures, the models are hardly
modifiable, which provides little value for the purpose of design. Moreover, the
conversion from imaging data to B-Rep functions is a challenging task.

2.2 Geometry-based approaches

Geometry-based approaches, on the contrary, construct models based on closed-form
mathematical functions. Since the functions are much easier to control than discrete
voxels, these methods apparently provide more flexibility in the sense of design. Early
research efforts simplified the 3D geometric modeling problem to a 2D one with the
assumption of parallel fiber orientation so that only a 2D cross-section profile is
modeled (Brown, 1984, 1993; Herman et al., 2006). This simplification is proved effective
in accelerating the simulation of fluid flow in 2D. However, to obtain more accurate
simulation results, modeling 3D porous structure is apparently essential.

In porous media, the structures are called spatially homogeneous if the pores have
the same size and shape; otherwise, they are called spatially heterogeneous. For
spatially homogeneous porous media, the structures can be controlled globally since
the pores have the same size and shape and therefore are periodic. Cheah et al (2003a, b)
used polyhedral shapes in modeling biological tissues. Chow et al (2007) proposed a
layer-based approach with 2D Voronoi tessellation to degrade the 3D problem to a 2D
one. Kou and Tan (2010a, b) presented a modeling method for porous structures with
graded porosities and pore distributions based on stochastic Voronoi diagram and
B-Spline representation. Schroeder et al. (2003) proposed a representation method to
effectively unify model density and porosity using stochastic geometry.

For spatially heterogeneous porous media, because of the variety of the sizes and
shapes of the pores, local control of the pores is needed. Few geometry-based methods
were established for spatially heterogeneous non-fibrous porous structures. Kou
and Tan (2010a, b) used Voronoi tessellation to partition the space into a collection of
compartments. Randomly selected compartments are merged together to obtain
boundary polygons, the vertices of which are then used as control points of closed
B-Spline curves. These B-Spline curves therefore represent the boundaries of the
irregular-shaped pores in 2D.

Particularly for spatially heterogeneous fibrous porous media, several geometry-
based modeling methods have been developed. For woven fibrous structures, curved
fibers subject to interacting forces need to be modeled. (Peirce, 1937) modeled woven
fibers with circular arcs connected by straight line segments. Hewitt ef al (1995)
approximated fibers in woven composite materials by discrete but connected
rectangular blocks. Turana and Baser (2010) used B-Spline to represent the central



Downloaded by Georgia Institute of Technology At 08:17 17 February 2015 (PT)

curves of the woven fibers. Smith and Chen (2008) used differential equations to
construct woven compressible structures without intersection among fibers.

Non-woven spatially heterogeneous fibrous structures are either non-layered such
as yarn tows in textile, or layered such as GDLs. Non-layered fibrous structures
were constructed by simply combining B-Rep models of individual fibers.
Lin and Newton (1999) used cubic B-spline curves to represent the central curves
of the fibers in 3D and generated the surface or solid model using sweep operations.
Sreprateep and Bohez (2006) used non-uniform rational B-Spline to generate the
central curves of the fibers in yarns and similarly built the solid model of fibers
with sweep operations. Sun ef al (2001) used the commercial CAD software
Pro/Engineer to build solid model of woven composite materials for stress and
deformation analysis.

To model layered fibrous structures, fibers are usually inserted into the model one
by one following certain levels of statistical distributions, either as aligned, layered, or
random structures. For the aligned structure (Brown, 1984, 1993; Herman et al, 2006;
Chen and Papathanasiou, 2005), fibers are only distributed in parallel or perpendicular
patterns with respect to one direction. For the layered structure (Hamilton, 2005; Wang
et al, 2006; Van Doormaal and Pharoah, 2009), fibers are built in a layer-by-layer
pattern and randomly oriented within each layer so that no intersection exists among
the fibers. In the random structure (Schulz et al, 2007), the fibers are oriented
randomly in all three spatial directions. These methods can only construct straight
fibers with the simple cylindrical shape without intersections, which affects the
accuracy of simulation.

In summary, existing geometric modeling methods for fibrous porous media are not
efficient in constructing and modifying complex structures for the purpose of design of
material properties in RVEs. Although B-Rep based parametric surface models are
straight-forward, the disadvantage is that a large number of control points are involved
and therefore it is hard to globally control the shapes of fibers. In design of material
properties, local shape control of fibers is not important. Rather, modifying the overall
structure with easily controllable parameters in a RVE and relating the values
of parameters to the physical properties enable design engineers to establish structure-
property relationships easily.

2.3 PS model

In this paper, we propose an implicit surface approach to model woven and non-woven
fibrous porous structures. This is based on a generalized PS model as an extension of
the original PS model (Wang, 2007a, b, 2009). Because of its periodic and implicit
nature, the PS model can be used to represent porous structures at micro- and bulk
scales. The implicit surface allows us to build 3D porous models more efficiently than
explicit methods. Its periodic nature makes it more convenient in modeling self-repeating
geometry. By simply increasing or decreasing the number of periods for the RVE, the size
of the model will be enlarged or shrunk with more or less fibers included, which is
important in modeling RVEs.

The PS model has the implicit form and is defined as:

L M

Y(r) = Z Z,ulm cos (2mi (pir)) =0 (1)

=1 m=1

Periodic
surface model
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Figure 4.

Periodic surface
models of cubic phase
and mesophase
structures

where «; is the scale parameter:

Py = [am, by Cms fxm]T 2

is a basis vector, such as one of:

07717707707 17717707 1711
oflol[t]]o]||t]]o]||t]]|=1]]| o

®ad =110 ol ol 1] lo]]1]]1 1 ®
b b bl b b Lo

which represents a basis plane in the Euclidean space, and % corresponds to the phase
of the basis plane defined in p,,.. In addition, r =[x, v, z, w]" is the location vector with
homogeneous coordinates, and p,, is the periodic moment. We assume w =1 if not
explicitly specified. The degree, M, of y(r) in Equation (1) is defined as the number of
unique vectors in the basis vector set {p,,}. The scale, L, of y(r) is defined as the
number of unique scale parameters in {x;}. We can assume scale parameters as natural
numbers (x € N).

Figure 4 lists some examples of PS models. Triply periodic minimal surfaces, such
as P-, D-, G-, and I-WP cubic morphologies that are frequently referred to in chemistry
and polymer literature, can be adequately approximated. Besides the cubic phase, other
mesophase structures such as spherical micelles, lamellar, rod-like hexagonal phases
can also be modeled.

3. Modeling straight fibers using PS model

In non-woven fibrous porous structures, the fibers typically have circular cross-
sections and much less bent than the ones in woven fibrous porous structures. Thus,
their geometries can be approximately regarded as cylindrical shapes. The rod surface
model as shown in Figure 4 is a good approximation of cylinders. Therefore it can be

I-WP

N

Lamellar
N

Spherical Micelle

‘;;
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used to model the fiber geometry. How to build the rod surface by the PS model is
explained as follows.
The PS model:

Y(x,y,2) = 4cos (2nx)+4 cos (2ny)+3 = 4)

represents a rod surface with the central axis along the z-axis direction, which is
periodic in both x- and y-axis directions with the periodicity of 1. The corresponding
parameters are L=1, M =3, y11=4, p12=4, p13=3, ki =ko=k3=1,p1=[100 017,
p2=[0100]", p;=[0 0 0 0]”. For rod surfaces oriented along the x- and y-axes, the
respective basis vectors are p; =[0100]%, p,=[0010]%, p3=[0000]" and p; =[1 00 0,
p2=[0010]7, p;=[0000]7. With these parameters, the rod surfaces can approximate
the geometry of cylinders well and can therefore be utilized to model straight fibers.
The fibers are modeled in a RVE or a cube that is large enough to represent the
properties of fibrous porous media. In this paper, the normalized size of the cube for the
rod surface model is x €[0, 1], y €[0, 1], and z €]0, 1]. There is only one rod surface
defined by Equation (4) in the cube. Later in this section, we will show how to add more
rod surfaces in the RVE. Notice that to better represent cylindrical shapes with higher
accuracy, more terms can be introduced into Equation (4) at the cost of computation.
Figure 5 illustrates the PS model of a rod surface in the RVE and the difference between
the cross section of the rod surface and a circle. As the isovalue yq in Equation (4)
changes, the diameter of the rod surface changes correspondingly.

As shown in Figure 5, the diameter of the fiber can be approximated by the distance
between the positions with the maximum and minimum y-coordinate values in the
cross section of the rod. That is, D = Y, .x— Yinin. If we set y(x, v, z) =y with a constant
isovalue yy, the size of the rod is determined. Since the period is set to 1, the cross
section of the rod in the box is symmetric about x = 1/2, both Y,,..x and Y,,;,, are located
at x = 1/2. Therefore, we have:

4 cos <27ré) +4cos (2ny)+3 = ¥,

That is:

Yo+1
4

cos (2ny) =

Y rod surfdce
max

Ymin

Periodic
surface model

15

Figure 5.
Cylinder
approximated by
the rod surface
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Figure 6.
Two compressed
rod surfaces

There are two solutions for y €[0, 1], which are Y.« and Yo;,. Thus, the diameter is:
1
D = Y pax—Ymin = 1—arccos (%:) /7 5)

For example, when o =0, the diameter is approximately 0.58. Conversely, given a
known diameter D, the isovalue is calculated as:

Yo =4cos[n(1-D)]—-1 ©)

With properly chosen parameters, the PS model is also able to construct rod surfaces
with varied cross-sections in order to model compressed fibers. For example:

Y(x, v, 2) = 4cos (2rnx)+ cos (3nx)+4 cos (2my)

+ cos (%) +icos Bn(x+2))+2.5 =0,

models the compressed rod surface shown in Figure 6(a), and:
Y(x, v, 2) = 7cos (2nx)+7 cos (2my)+ 2 cos (4nx)
+2cos(4ny)+8 =10

models the one shown in Figure 6(b). It is seen that the deformation can be modeled by
increasing the scales and degrees, i.e. introducing more terms in the PS model.

The fiber model in Equation (4) is located at the center of the RVE. Transformation
operations are needed if we need to generate models at other locations or with different
orientations. It has been demonstrated that the transformation of a PS model is
equivalent to the transformation of its basis vectors (Wang, 2007a, b). Therefore, the
position and orientation of a fiber can be adjusted through the translation and rotation
of the basis vectors p,,’s.

In the RVE, a certain number of fibers can be generated with random values
of orientations and locations. 7 fibers can be combined using the union operation as:

. (‘/jl(xayaz)’ LS wi(xayz Z)a )

lp(u)(xsy’z) = min e l/Jn(x,y,Z) (7)

(a) (b)
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where y(x, ¥, 2) is the PS model of the ith fiber. The randomly generated fibers in the PS
model could intersect with each other. However, in reality, the fibers do not intersect.
Instead, they bend when coming across with each other. Therefore, to better model
the geometry, it is essential that the straight rod surface models are relocated and/or
deformed, to avoid intersection. To quantify the intersection volume, we can use:

W(ﬂ)(xayaz) = 1 grin<il}< n[max(lﬂi(x,y, Z)s lp](x’ya Z))] (8)

The fiber posmons and orientations should be adjusted to minimize the intersection
portion. If p@ = {p{¥} denotes the collection of the basis vectors to model the 7th fiber,
this optimization problem can be described as:

z|p?,...,p") ©)

max (x Y,z
pD,...p»

For fibers with deterministic patterns such as those in woven structures, the modeling and
optimization procedures shown in Equations (7)-©9) still apply. After the optimization, the
intersection portion among the fibers can be greatly reduced, which makes the model
much closer to reality. It should be noted that the model we have now is based on
the assumption that all fibers are straight. In order to build the bent rod model of fibers,
the cross-section of the rod should shift by an amount varying along the rod axis. The
shift amount here is directly related to the phase a,,, in Equation (2). Therefore, we need to
define a,,, as a variable instead of a constant in the original PS model. To increase the
flexibility, we generalize the PS model into a new form as described in the next section.

4. Generalized PS model
The generalized PS model is defined as:

21K (p; 'I') +

L M
_ S T _
l//(l‘) B ZZ“ZM s Zzulmst Cos (27Tflms (ql{nt ’ I')) =0 (10)

=1 m=1
s=1 t=1

where py=[@m b s am)’ =[H,, @,] remains the same as Equation (2),
Q it = [€omt Simts Gimts Bomt]" =[G Bimd) ', and r =[x, y, 2, 1]". Here p,,,'s are called major
basis vectors and q;,,/s are minor basis vectors of the generalized PS model. y;,’s are
now called major moments whereas u;,,,/s are minor moments. %;/'s are major scales
whereas f;,,s's are minor scales.

In the generalized PS model, the phase itself is a function with the similar form of the
original PS model. That is, the phase is represented by cosine functions. As the phase
now is not constant any more but a periodic function, the generalized PS model exhibits
higher flexibility in modeling. In our fibrous porous media application, shown in
Section 6, bent fibers can be efficiently represented. In a similar vein, we may even
further parameterize the moments u;,,’s in the PS model and make them as functions
instead of constants as in Equations (1) and (10). The parameterization introduces more
degrees of freedom to control the shapes of PS models.

In applications, rotational and translational operations on the generalized PS model
are needed for interactive control. The two transformation operations are derived as
in the following subsections.

Periodic
surface model
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4.1 Rotation of generalized PS model
After the rotation denoted by:

¢ Sz &3 Cu

Co1 Co2 o3 Gy

¢a1 €2 S Cau

S S Ci Cu
in which &7 =cosfcosw, £1o=—cosfsinw, &£13=-sind, 514 =0, &1 =cosgsinm
+Sln¢ sinf cosw, &gy = COSE COSw—Ssing sind sinw, g3 = —sing cosd, Eoy =0, 531 =
sing Sinw—cos Sinf cosw, Ezp = sing cosw+cose sind sinw, £33 =cosg cosh, Ezy4=
En=0, £=0, £43=0, £y=1where ¢, 0 and w are the rotation angles about

the x-, y- and z-axes respectively, the surface model y(r)=0 becomes y(R™1r)=
That is:

2K (p£ ‘R -r) +

(R_l ) Z;mz‘ulm €08 Zs:iumt cos (27szms (‘lzz;u'R_l r)) -

s=1 t=1

Since R' =R7, we have:

(&

It can be seen from Equation (11) that the rotation operation of the generalized PS
model can be realized by the rotation of the major and minor basis vectors.

Furthermore, if we re-write each one of the basis vectors as the sum of two vectors
with phase separated ie. pl = [Hm,am] H! +o¥ where H}, =[H,,0] and
am - [0 am] and q[mt - I:Glﬂ’ll" ﬁlmt] - Glmt+ﬁlmt Where Glmt - [Glmt: ] and
Birwt = [0, By, then Equation (11) becomes:

2mq<<R H* ) r+ocm) +

M COS | S T

Zzulimt CoSs <2nflms (R th) 'r+ﬁlmt>

=1t

21K ((R~pm)T-r) +

M
coS S T
mz=:1 o Zzulmst Cos <2nflms(R ’ qlmt)T ’ I')

s=1 t=1

=0 (11

T
Mh

Il
_

i

Mh
M=

T
N
3
]

L

Egcausde ix”,; ‘R”r = o, and B},,-R” - = f,,,, a new form of the rotated generalized
model is:

2mc1< R H*T r—i—ocm) +

S T
Zzulmst Cos (anlms (R th) 'r+ﬁlmt>

s=1 t=1

Mh
M=

Hyyy, COS =0 12)

-\
Il
_
3
Il
—_
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Equation (12) implies that the rotation operation does not change the phase of each
cosine basis function.

4.2 Translation of generalized PS model
The translation operation can be derived similarly. When the translation matrix:

Iiys t
T=|:33 }

is applied, the new PS model is:

L M
W <T71 I') = 1:21 mgl Him COS ii:MIWSt cos (Zﬂflms <qlmf T r)) -
=1 =1
Let:
T,= (1) [I_St; (1)]
the translated PS model is:
o 2mq( (Ti'p,) ~r>
= _ -
W(T r) = ; m; Him €OS ii”mt cos (27rf Ims ((Tt 'qlmf)T.r» -

s=1 t=1

With basis vectors decomposed:
2w (T vty T or ) 4

L M
S T -0
lgl: le::l o €2 Zzulmst Cos (anlms (GZm 'T_l : r‘|‘ﬂ;kmt "I‘_1 . I‘) )

s=1 t=1

Similarly, because o* - T~'-r = a,, and B, T~ -1 = s,

2 (1o M) rban, ) +

S T
Zzulmst Cos <2nflms ((Tl‘ : Gltnt)T T+ ﬁlmt) >

s=1 t=1

=0

M=

>

=1

Hyyy COS

3
Il
-

4.3 Calculation of the medial axis of generalized PS model

The medial axis is also known as topological skeleton and essential in model
reconstruction, statistical distribution analysis, shape simplification, and other applications.
In PS models, we may need to retrieve the medial axes of certain shapes for the purpose of
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model reconstruction. For instance, when applying the generalized PS model in building
fibrous porous media, we need to find the medial axes of fibers to reconstruct
them in CFD analysis tools that do not support implicit modeling. For simple shapes
such as sphere and rod, the medial axis is trivial. Here, we show the calculation
of the medial axes of generalized PS models when there is only one term of basis
function associated with u;, that contains variable phase. That is, there
is only one combination of /=[, and m =m, such that not all #,,;=0 among
s=1,...,Sand t=1, ..., T. For all other values [#/l, or m # mq, #;,;;=0. This is
common when wavy shapes appear in generalized PS models along one direction
without twists.
The medial axis of one directional wavy PS model can be computed by solving:

pl. 'I‘—ZS:XT:WOT%O“ cos (27Tflomos (‘lzf;mt'r)) =0 (13)

s=1 t=1
Al r=0

which correspond to a wavy surface and a plane with the normal vector of
n respectively, both passing through the medial axis.

The explicit rotation and translation of the medial axis can also be conveniently
computed by solving:

S T
pzo R r—zzuzomogt cos <2nflomos (qgmot R I‘))
s=1 t=1 (14)
=0
a’ R
and:
S T
P;io 0 'Y_ZZ‘%MOSL‘ cos (an oo (qu ut 1. r))
s=1 t=1 (15)
=0

AT lr=0
where R is the rotation matrix and T is the translation matrix.

5. Modeling bent fibers using generalized PS model

We use a generalized PS model to represent bent fibers. Here we call it bent rod
surface. The shape of the cross section of the rod surface is largely determined by the
parameters py,, k; and p,,, whereas the extension of bending is determined by the
parameters #z,,ss, fins and qz,; in Equation (10). Since the cross section of the simple
rod surface in Equation (4) is a good approximation of a circle, the parameters of yp,,,
x; and p,, can be remained the same for the bent ones. The relatlonshlp between the
diameter of a bent rod and the isovalue can still be represented as in Equations (5)
and (6).
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For woven yarns in regular patterns, the bent shapes of the component fibers
subject to external constraints can be approximated by the method of minimum energy
(e.g. Hearle and Shanahan, 1978). Here we use a simple generahzed PS model with S 1
and T=1 to model the bent fiber. The phase function is simply « cos@afig’ ).
The bent rod surface:

Y(x,¥,2) = 4cos (2rnx+u cos (2nfz)) +4 cos (2ny)+3 = (16)

has the medial axis in the x-z plane with the specified parameters of # and f, and the
resulted model has a sinusoidal shape as shown in Figure 7, where # determines the
amplitude and f determines the frequency of vibration. Here the medial axis is
actually the central curve passing through the centers of all the cross sections. For the
central curves of bent rod surfaces oriented in the Xy and y-z planes the respectlve
major and minor basis vectors are p;=[01 0 O] , p2=[00 1 017, ps=[0 0 0 0],
@ =[1000]" andp, =[100 0], p,=[0010]", p3=[000 01, qu; =[0 1 0 0]". For
the central curves of bent rod surfaces oriented in other planes the basis vectors can
be obtained through the rotation operation introduced in the previous section.
It should be noticed that as more cosine basis functions are added for the phase, the
shape of the fiber will be more flexible at the cost of computation. The carbon fibers in
GDL we study in this paper are brittle and merely slightly bent when compressed.
The wave length corresponding to the minor scale in the generalized PS model thus is
large. In one RVE, there are usually only no more than two wave sections.
Consequently, a single term of basis function is good enough for shape
approximation of bent carbon fibers.

The generalized PS model of bent fibers presented here is an approximation based
on geometry only. The more accurate models for shape changes as the result of external
loads require mechanics analysis with the consideration of material properties.
In Section 7, we will describe a new physics-based empirical force field method that
models fiber bending and deformation based on the generalized PS model with
implicit form.

When the cross-sections of the straight rod shift with an amount of « cos@zfiq” - r)
to form a bent one, the actual cross-sections change slightly at the same tlme
As illustrated in Figure 8, when the cross section CS, shifts at a distance of v, the cross
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Figure 7.

A bent rod surface
model with a
sinusoidal shape
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Figure 8.
Tllustration of the

cross-section change

due to the shift

Figure 9.
Modeling a
compressed
bent fiber

cs, CcS,

D
CS,
1 o v
D

Notes: (a) Geometry and cross-section before shift;
(b) geometry and cross-section after shift

(b)

section of the rod surface changes to a new shape, and the narrowest diameter changes
from D to I =D cosa. Then the difference between D and IV is Dyy=D-D =D
(1—cosa). When the bent shape is # cos@zfiq” - r), the maximum value of a is
Omax = arctan #, and the maximum difference is:

Diff—max = D—D' = D+ (1— €08 ttmax) = D+ (1— cos (arctan u))

In the case that the bending is slight, the amplitude a is small, therefore Dy;p_max can be
negligible. For instance, when a is 0.1, Dgifr—max = 0.00496D.

The generalized PS model can be used to model the compressed bent fibers. Figure 9
(a) shows a bent fiber with compressed cross-sections at certain contact positions with
other fibers in the domain of x €[0,1], ¥ €[0, 1], and z €[0, 3]. The construction process
is as follows. From the straight fiber model in Equation (4), we would like to change the

(a) — (b)
1/ 1
/ /
,/
«—! Contact B
force
Contact |-—»
force B
N
«— Contact
| __| | force
/ /
/ /
/

Notes: (a) Geometric model; (b) enlarged compressed portion
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cross-section periodically along the z direction. At the same time, the isovalue needs to
be modified to a function of the z coordinate. Therefore, the model becomes:

VY(x,v,2) = 4cos (2nx)+ cos (2ry)( cos (2nz) +3) +0.95 cos (2n2) +6.55 = 0
which is transformed into the generalized PS model of:
Y(x,y,2) = 4cos (2nx) + 3 cos (2ry) + 0.95 cos (272)

+0.5cos 2n(y+2))+0.5cos (2rn(y—2))+6.55 = 0 17)

The bent rod surface model of Equation (17) is then incorporated into Equation (17),
and the period and phase of the bent rod surface model are adjusted so that the contact
and bending positions are overlapped. The resulted PS model is:

Y(x,v,2) = 4cos <2nx +0.3cos (nz—g) ) +3cos (2my) 4 0.95 cos (2nz)

+0.5cos 2n(y+2))+0.5cos (2rn(y—2))+6.55 = 0 18)

The detailed deformation at the contact positions is shown in Figure 9(b).
Based on the compressed bent fibers, woven fibers can be modeled. When the major
scale parameters of the model in Equation (18) are modified, the model becomes:

Y(x,y,2) = 4cos (an—i— 0.41 cos <3n —%) ) +3 cos (2my) +0.95 cos (672)

+0.5cos 2n(y+3z))+0.5cos (2rn(y—3z))+6.55 = 0 19

for one fiber. The example of woven fibers shown in Figure 10 has six fibers with
translations and rotations applied to the fiber model in Equation (19) within the domain
of x€[0,1], y€][0,1], and z€[0,1]. It can be seen that at the contact locations, fibers
are compressed and deformed accordingly. For each fiber, the locations where it is
compressed are modeled by controlling the major scale parameters, whereas the
bending is controlled separately by the minor scale parameters. The orientation and
translation of fibers are calculated so that fibers are properly crossed or parallel.
The rotations are 90 degree. The corresponding translation vectors of the six fibers are
listed in Table I. Again, the deformed shape is an approximation of geometry rather
than the result of physics-based modeling.

(@) | )

Notes: (a) Isometric view; (b) top view
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Figure 10.
A PS model of
woven fibers
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Table 1.
Translation vectors
of the six woven
fibers

6. Physics-based empirical force field to model fiber bending and
deformation

In the physical world, systems tend to stabilize at the configurations with minimum
potential energies. This general principle can be used to model the shape deformation
of fibers with better approximations of the real shape. This requires a well-defined
function of potential energy for fibers in terms of the shape parameters, i.e. the major
and minor basis vectors, in the PS model. Then the shape parameters are optimized to
obtain the minimum potential energy.

If external forces are removed during assembly, fibers, either woven or non-woven,
tend to recover to a stable state with the minimum potential energy. The fibers are bent,
and the cross-sections are compressed at the contact points. The fibers should also be
contacting each other at the bent and compressed locations, and dangling is not
acceptable. In addition, the fibers tend to have deformation that is as small as possible.
Therefore, the surface area of the fibers should be minimized. Based on these prlnC1ples
the total potential U of assembled fibers is defined as the sum of a pair-wise volume
Interaction potential, a surface interaction potential, and a surface potential. These
potential energy functions are defined as follows.

The pair-wise volume interaction potential is defined as /;; W = f Yioy(e) < oWinj(D)dr.
It is to measure the interaction between two fibers y; and w; in order to avoid
intersection. The surface interaction potential is defined as /; ) =4 " _oVuy(r)dr, where
wuy 1s the equivalent field of all fibers with the jth one excluded It 1s to ensure physical
contact of the jth fiber with others so that no fibers are dangling in the air. The surface
potential is defined as S; = §, l/,.:oK (r)dr, where K; is the Gaussian curvature on a point
on the surface of the ith fiber. It is to ensure that the fibers have the minimum surface
area so that they have the minimum amount of deformation.

Therefore, the total potential can be written as U=w),_ ]I ")
+ 1wy Z]I S w3 stj, where wy, wy and ws are the weights for pair-wise volume
interaction potential, surface interaction potential and surface potential, respectively.

The general optimization problem to find the stable configuration can be
formulated as:

min U, k,u,f,te, by, t
s, f by b by (31, f Loy )

st.f>0

where u, k, u,  t,, , and ¢, are major moments, major scale parameters, minor moments,
minor scale parameters, and translation vectors respectively for all fibers in the system.

Translation vector coordinates

Fiber number X Y Z
1 041 -0.318 0
2 0.72 0 0
3 041 0.318 0
4 0.38 0.204 0
5 0.33 —0.433 0
6 0.28 0.204 0
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The possible major and minor basis vectors are pre-determined before optimization.
Initially all moments could be zeros. After optimization, if a moment is zero, the
corresponding basis vector has no effect on the final shape of fibers.

Because the shape parameters of the fibers are optimized to simulate the local
deformation at the contact points, local optimization methods are suitable similar to the
traditional variational formulation. In the remainder of this section, we use two
examples to illustrate the formulation.

6.1 Two-fiber assembly

The first example is given as a two-fiber assembly. The initial condition is that two fibers
in the same plane are coming across each other. The two fibers have 90° difference of
orientation around the out-of-plane direction, as shown in Figure 11(a). In reality, the two
fibers will not intersect with each other. Instead, they will bend and deform to avoid each
other. In our formulation, the locations and orientations of the two fibers are fixed.
Therefore, when the shape of the fibers is approximated as a sinusoidal function, the
optimization parameters are the scale parameters f; and f5, and periodic moments #; and
uo. As stated in Section 6, f determines the frequency of vibration, and # determines the
amplitude. As a constraint to ensure the geometric symmetry of the assembly because of
the symmetric compression load, the scale parameters of the two fibers are set to be the
same, and the minor moments of the two fibers are set to have the same absolute value.
Therefore, the only optimization parameters are the minor scale parameter f, and minor
moments #; and u». The optimization problem can be formulated as:

min U(uy, uz,f)
uy, Uz, f

s.tlur| = |ugl, £ >0

The isovalue of the model is set as —8.82 to decide the fiber diameter. The initial values for
the moments are set as zeros, and the scale parameter is set as a random value between 1
and 2. The adjustment ranges for the scale parameter and moments are [—1, 1] and
[—0.2, 0.2], respectively. When w; = 10'°, w, = 1, and w5 = 1, the result of the optimization
18 f=2.6733, u; = 0.1896 and u, = —0.1896. The optimized model is shown in Figure 11(b).
The Pattern search method is used. The CPU time is about four minutes on a PC.

(b)

Notes: (a) Initial condition; (b) optimized deformation
model with the empirical force field formulation
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Figure 11.

The deformation of
two intersecting
fibers in the same
location but with 90°
difference of
orientation around
the z-direction
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6.2 Six-fiber woven assembly

The second example is given as a six-fiber woven assembly similar to Figure 10, where
the fibers have compressed cross-sections. As stated in Section 4, the more terms
are introduced into the PS model, the higher accuracy the shape has. However, for
optimization purpose, the general PS model for a compressed bent fiber is formulated as:

Y(x,y,2) = 1y cos <2m<1 (plT Tt 'r) ~+u cos <2nf (qT'T_1 r)))
+ 115 cos (anz (pZT T r)) +pg cos (2nxes(pl -T-r))

+ 1 coS (2m<4 (p4T T r)) + 15 coS (2mc5 (p5T T r)) = isovalue

During optimization, the major basis vectors p and the minor basis vector q are fixed
empirically as: p! =11,0,0,0], pJ =1[0,1,0,0], pl =10,0,1,0], p/ =10,1,1,0]
p! =10,1,-1,0], and g7 = [0,0,1,—}], as in Equation (18). The isovalue is set for
a desired diameter. All other variables are parameters to be optimized. As an example,
when there is no translation, ie. t =0 and T™' =L

WY(x,9,2) = py cos <27m1x+ U cos (an (z—é) ) ) + 1y cos (2mKcay)

+ s cos (2nksz) + piy cos (2rica(y+ 32))
+ pt5 cos (2mks(y—32)) = isovalue

The parameters are not independent in this woven fiber example. Constraints need to
be added. For instance, the fibers should have the largest deformation at those contact
positions. The fibers should also be braided as a net with a symmetric pattern,
and they have an identical shape. Therefore, when the central curves of the fibers are
approximated as sinusoidal functions, the six fibers should have the same scale
parameters uy, jo, Us, 4, Us, f, the same major moments x, ko, k3, Ky, k5, and the same
absolute value of minor moment #. Furthermore, in order to guarantee that the six
fibers are bent in a coordinated woven pattern, two adjacent fibers in the same direction
should always have the opposite value of minor moment «. In addition, the orientations
of the six fibers are fixed to form the woven pattern. The three fibers along the x-axis, 1.
e. fibers 1-3 in Table I, have a fixed location, whereas the other three fibers along the
y-axis, ie. fibers 4-6, have a variable translation of t =[Z,, ¢,, 0] in the x-y plane. However,
the distances between adjacent fibers in both directions are the same and fixed.
Therefore, the optimization problem can be formulated as:

min
My, Uy U3y Hy, Us,
K1, K2, K3, K4, K5,

Ml, uZafa tx, ty

Ny, Uy Uy My, Us, K1, K2, K3, K4, K5,
uly MZafs tx: ty

stom—pus =1, py=ps, x3=3K1 = 3Ky = 3Kk4 = 3K,
f =15k1>0, uy=—u
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where the constraints py—po =1, pg = ps, k3 = 3x; = 3xo = 3k, = 35, and f=1.5k; > 0
are set based on the above considerations.

The isovalue of the model is set as —6.65 to decide the fiber diameter. The initial
values and the adjustment ranges for the parameters are listed in Table II. In addition,
the initial translation vectors for fibers 4-6 are (0.45, —0.28, 0), (0.45, 0.038, 0) and (0.45,
0.356, 0) respectively. The model of the initial condition is shown in Figure 12(a) and (b).
Pattern search method is used for local optimization. When w; =10'°, w,=1 and
w3 =1, the result parameters are listed in Table II. In addition, the initial translation
vectors for fibers 1-3 are (0.45, —0.28, 0), (0.45, 0.038, 0) and (0.45, 0.356, 0), respectively.
The optimized model is shown in Figure 12(c) and (d). The CPU time is about eight
minutes on a PC.

The major limitation of the proposed empirical force field method is that the initial
parameter values are pre-determined by an empirical way. If the parameters are
independent, the solution space has very high dimensions. The relationship between
the parameters and the geometry are not completely understood. Therefore, the
optimum solution may not be physical. Therefore empirical knowledge as the extra
constraints is needed in the optimization formulation.

7. Implementation and demonstration

The generalized PS models of woven and non-woven fibers are implemented in our
software package, PSLab, in the MATLAB environment. Here we use the GDL carbon
fibers as an example to demonstrate how random fibers are modeled. The PS models of
porous media can be integrated with CFD analysis. We also show the analysis results
of woven and non-woven fibers.

7.1 Geometric modeling of random non-woven fibers

The construction process for random non-woven fibers is as follows. The fibers are all
initially oriented along the x-axis and located in the center of the RVE, then translated
to the origin of the RVE and rotated about the y-axis by the angle of  and z-axis by the
angle of w, followed by a translation by the vector (¢, £, ). For the carbon fibers in
Figure 2, the values of 6, w and ¢, ¢, t, are random and the ranges are 6 €[-57/180,
57/180], w €[0, ©] and ¢,, t,, £, € [0, 1], respectively. During the optimization in Equation
(9), the objective function is the volume of intersection portion €, and the optimization

Initial condition Adjustment range Optimization result

u " 39 [-0.2,0.2] 408
4o 29 3.08
4 L1 0.9750
iy 055 0.4549
s 055 0.4549

K K1 09 [-0.3, 0.3] 0.96
K 09 0.96
K3 29 2.88
Ky 09 0.96
P 0.9 0.96

u 0.29 [-0.2,0.2] 0415

f 13 [-0.3, 0.3] 144
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Table II.

The comparison of
the initial condition
and optimization
result and the
parameter
adjustment ranges
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Figure 12.
The deformation of
six woven fibers

@) o (b)

Notes: (a) The isometric view of the initial condition;
(b) the top view of the initial condition; (c) the
isometric view of the optimized deformation

model using empirical force field method,

(d) the top view of the optimized deformation
model using empirical force field method

parameters are 6, w, t,, t,, and £,. The volume Q can be estimated by the number of
voxels inside the isosurface of Q. For the model of straight fibers, the optimization
problem is formulated as:

min  Q(0,, t, by, 1)
0, w, ty, ty, t

For the model of bent fibers, there are two more parameters to be optimized, which are
# and f. The optimization problem becomes:

min Qu,f,o, B, by, Ly, L
o f oty ot by £, (S0 B sy )

Genetic algorithms are used to solve the optimization problem in implementation.
Our preliminary study compared genetic algorithms with other methods such as
particle swarm optimization and gradient-based local search, which showed that
genetic algorithms have better results and higher time efficiency. The outputs of the
function are the adjustment values of the initial random values. The adjustment ranges
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of 6, w, t,, t,, and ¢, are set to be [-n/180, /180], [-=/180, 7/180], [-0.1, 0.1], [-0.1, 0.1]
and [-0.1, 0.1], respectively.

For the model of bent fibers, the adjustment range of additional parameters « and f
areu €[0.1,0.3], f€[1, 10], respectively . When # = f = 0, the model of the fiber is straight.

An example of PS models to represent straight fibers is illustrated in Figure 13.
The medial axis of a straight fiber, which is required to reconstruct geometries in CFD
analysis tools, is a straight line and thus can be represented by the position of any point
on the axis of the fiber, such as the central point, and the axial orientation. Therefore,
after optimization, the center positions and axial orientation vectors of the fibers are
calculated for the subsequently reconstructed model in ANSYS/Fluent, the CFD tool
used in this work. The center position of a fiber is calculated through the translation of
the initial center position (1/2, 1/2, 1/2) in the RVE domain of the unit lengths; the axial
orientation vector is calculated through the rotation of the initial axis vector of (1, 0, 0).
This geometric information is then exported and imported to ANSYS/Fluent to
reconstruct the geometry for CFD analysis. Volumetric mesh of the pore space is
generated by GAMBIT software, as shown in Figure 14.

For bent fibers, Equation (16) is used. The medial axes of bent rod surfaces are also
needed to export the model to ANSYS/Fluent. An example of geometric model is shown

Notes: (a) Top view of fibers; (b) top view of rod surface
model; (c) side view of fibers; (d) side view of
rod surface model
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Figure 13.
An example of
straight rod PS
surface models

Figure 14.
Unstructured
volumetric mesh of
the porous media
with the straight
fibers for

CFD analysis
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Figure 15.
Modeling bent fibers
for CFD analysis

Figure 16.

An example of
volumetric meshes
for woven fibers

in Figure 15(a). Following the procedure in Section 5.3, we first calculate the medial
axes in their initial position located at the center of the RVE as in Equation (13), then
find the new equations corresponding to the translated and rotated ones as in
Equations (14) and (15). The initial medial axis used in this example is:

z—sinx =0
y=0

Once we have the closed-form mathematical expression of the medial axes, the curves
are discretized and the locations of the sampled points are the inputs for CFD tools.
Spline curves as the interpolated extrusion paths are then used to reconstruct fibers in
ANSYS/Fluent. The unstructured volumetric mesh for the bent fibers model is shown
in Figure 15(b). Similarly, the mesh model for woven fibers can be constructed.
Figure 16 shows such an example.

For layered or strongly anisotropic fibrous structures, the distribution of fibers such
as the ones in Figure 13 is not uniform any more. We can choose any appropriate
distributions to generate fibers in the model. Figure 17 gives an example of 20 bent
fibers with translations in the z direction with a beta distribution (parameters a =4 and
b =4) instead of the uniform one. In such non-uniform fiber distributions, fibers are
more dense at the center location of the RVE. In order to conform certain distributions
even after the optimization procedure to reduce intersection, some lower and upper
bounds of translations for fibers can be set up. Figure 18 gives another example of 20
bent fibers with the rotation angles following an exponential distribution with
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parameter u = 0.4. Therefore, different probability density functions can be applied to
represent distributions of fibers in different scenarios.

7.2 CFD analysis

To check the accuracy of the proposed modeling technique, the flow field inside the
pore space of the three types of fibrous media (straight, bent, and woven) was modeled.
The through-plane and in-plane permeability values were calculated.

To find the proper size of the RVE for accurate CFD analysis, the Brinkman
screening length criterion (Clague ef al, 2000) is used. Based on the reported values
(Caston et al, 2011; Gostick et al, 2006) for the GDL’s permeability, a cube with the
length of 100 um is large enough to smooth out the local non-homogeneities in the
porous media.

After generating the fibrous micro-structures and the volumetric tetrahedral meshes
for the pore space as shown in Figures 14 and 15. The mass and momentum equations
are solved by the finite volume method in the ANSYS/Fluent software. The momentum
equation is discretized by the second order upwind scheme with the SIMPLE algorithm
for the pressure-velocity coupling. The under relaxation factors of 0.25 and 0.55 for
pressure and momentum are used, respectively. The convergence criteria of 107° for
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Figure 17.
Modeling bent fibers
with a beta
distribution of
translations in

the z direction

Figurel8.
Modeling bent fibers
with an exponential
distribution of
rotations
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Figure 19.

The computational
domain and
boundary conditions
for CFD analysis

the momentum and mass conservation equations are used. The permeability (K) of the
porous media is found from Darcy’s law:

v=Evp
n

where V is the superficial velocity (i.e. volumetric flow rate per unit cross sectional
area), n is the fluid viscosity, and VP is the pressure drop per unit length through
the porous material. An isometric view of the 100 x 100 x 100 um computational
domain is shown in Figure 19. To determine the permeability in a desired direction,
the inlet and outlet boundary conditions are set to the respective flow direction.
At the inlet, a constant velocity perpendicular to the boundary is defined, whereas at
the outlet, an outflow condition is imposed. No slip boundary condition is applied to
the internal solid-fluid interface, which are the outer surfaces of the fibers.
To minimize the end effects on the flow field, identical auxiliary zones at the inlet and
outlet of the two opposite faces in the direction of interest are added to the main
porous domain.

Toray 90 GDL was selected as the test sample for the non-woven structure. It has
the porosity of 0.8 with the fiber diameter of 7 um and the through-plane permeability
of 83x 1072 m? as measured by Gostick et al. (2006). According to the experimental
study conducted by Caston et al. (2011), the through-plane permeability of woven
structure depends on the its woven patterns of the fabric. The range of the permeability
is between 2x 1072 and 1 x 10! m?. In our previous study (Didari et al, 2012), it was
shown that the higher the porosity is, the larger permeability value the fibrous porous
media would have. As seen in Table III, the numerically estimated permeability values
through the CFD analysis in our study are in a good agreement with the experimentally
measured ones.

Notes: Inlet: pressure boundary; outlet: overflow.
(1): porous domain; (2): auxiliary domain
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8. Concluding remarks

In this paper, we proposed a generalized PS model and presented a new method to
represent the geometry of microscopic fibrous porous media. The fibers in the
models, either straight or bent, are efficiently constructed. The shape, position,
and orientation of fibers are controllable to serve the purpose of design. Existing
geometric modeling approaches are not suitable for modeling fibrous porous media
for the purpose of design. In addition to the pure geometric modeling method, a
physics-based empirical force field approach based on the principle of minimum
potential energy is proposed to model the deformation of both woven and non-woven
fiber assemblies. The uniqueness of this formulation is that it is based on implicit
surface modeling. The proposed geometric modeling method effectively integrates
with CFD analysis for design optimization. The modeling and simulation results
match the physical experimental measurement well. Compared to existing
modeling methods for fibrous porous media, the generalized PS model has several
advantages. The implicit nature of the model enables it to build 3D porous
and complex structures more efficiently than explicit modeling approaches.
With global control of the shape, the macroscopic properties of porous media such
as porosity and permeability can be linked to geometric parameters for ease of
design. Furthermore, the model’s inherent periodicity allows for creation of
self-repeating geometry. Thus the size of the RVE is easily modifiable while its
porosity is kept the same.

However, there are some limitations in our approach. In modeling the deformation
of compressed fibers, the relationship between the parameters in the configuration
space and the geometry in the Euclidean space is not completely understood.
Therefore, the intuitive connection between the parameters and the shape is not
available. In the future work, we want to establish the relationship between the
parameters and the fiber shape. The computational load for the parameter
optimization procedure is the major portion of computational cost in our method.
The current implementation in Matlab is not necessarily optimized. Future study of
computational efficiency is required if problems that are much larger than the
ones in this paper need to be solved. Application specific optimization algorithms
may be needed. In current empirical force field formulation, the weights associated
with the three potential terms are determined empirically case-by-case. We would
like to investigate a more systematic approach to determine them in the future.
Furthermore, in this paper we construct the computational domain by retrieving the
coordinates of medial axes from the surface models. In the future, we will also
investigate the effective approach to export surface meshes directly to CFD tools
so that geometries which are more complex than fibers can be modeled and
simulated. The main challenge of this approach is to ensure the high quality of
meshes that are directly generated from PS models such that the CFD analysis results
are accurate.

Fiber type Through-plane (m? In-plane (m?
Straight 8.07x 107 1.21x107"
Bent 78 x1072 L11x10™"
Woven 255%x 10712 n/a
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Table III.
Through-plane and
in-plane permeability
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