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propose a parallel computational framework to simulate the fluid-structure interactions
in large assemblies of highly-flexible filaments immersed in a viscous fluid. We model
the deformation of each filament in 3D with a C! geometrically-exact large-deformation
finite-element beam formulation and we describe the hydrodynamic interactions by

Ip(feyxvifl;d;hmems in Stokes flow a boundary element discretization of the Stokeslet model. We incorporate a contact
Large-deformation beam elements algorithm that prevents fiber interpenetration and avoids previously reported numerical
Beam contact instabilities in the flow, thus providing the ability to describe the complex evolution of
Fluid-structure interaction large clouds of fibers over long time spans. In order to support the required long-term
Boundary element method integration, we use implicit integration of the solid-fluid-contact coupling. We address

Graphic processing units (GPU) the challenges associated with the solution of the large and dense linear system for the

hydrodynamic interactions by taking advantage of the massive parallelization offered by
Graphic Processing Units (GPUs), which we test up to 1000 fibers and 45000 degrees of
freedom.
We validate the framework against the well-established response of the sedimentation of
a single fiber under gravity in the low to moderate flexibility range. We then reproduce
previous results and provide additional insights in the large to extreme flexibility range.
Finally, we apply the framework to the analysis of the sedimentation of large clouds of
filaments under gravity, as a function of fiber flexibility. Owing to the long time spans
afforded by our computational framework, our simulations reproduce the breakup response
observed experimentally in the lower flexibility range and provide new insights into the
breakup of the initial clouds in the higher flexibility range.
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1. Introduction

Networks of stiff or flexible filaments distributed through soft materials or immersed in viscous fluids occur in sev-
eral biological systems, from the microscopic scale of cytoskeleton [1] to the macroscopic scale of connective tissue [2].
Biopolymers such as DNA and actin filaments confer their mechanical properties to living cells [3] and are essential for
multiple cell functions [4]. Inspired by these complex biomaterials, synthetic filament networks with tunable properties
have been designed and manufactured for applications ranging from nanoprobes to soft biomedical devices and constructs
for tissue engineering. Some examples include: hard nanocomposites [5,6], soft composites [7], and dynamically reconfig-
urable multifunctional materials [8]. Flexible fibers can also be dynamically actuated, for example by oscillating magnetic
fields, to realize uniflagellar soft robots [9] and microscopic artificial swimmers [10] for drug on-demand delivery systems
in the human body. How the microscopic flexible filaments interact collectively [11] and with the surrounding fluid [12],
and how these interactions determine the ensemble macroscopic behavior is therefore of broad and significant interest.
However, there is still a limited understanding of the response of these coupled, multi-physics systems, due to the complex
fluid-structure and contact interactions involved.

Since the pioneering work of Batchelor [13] and Adachi [14], a significant amount of literature [15-30] has been
dedicated to the characterization of the sedimentation of particle clouds with a combination of experimental, analytical,
and numerical approaches, see for example [31] for a recent review. Perhaps owing to their reduced physical complex-
ity, progress in fundamental understanding has been significant for the case of clouds of spherical particles [13-16,24],
spheroidal particles [17], and rigid fibers [18-23,32,33,25] embedded in incompressible viscous flows. Prior work concerned
with the sedimentation of particle clouds can also be found in [34-39]. For example, Adachi et al. [14] conducted experi-
ments on the evolution of an initially spherical cloud of particles falling in a viscous fluid and first observed the formation
of a vertical tail of particles, trailing from the back of the cloud, depleting the central region of the cloud and leading to
the formation of a torus. Metzger et al. [24] showed that the torus would then expand radially over time and, given enough
particles, it would bend and break up into smaller clusters at a critical aspect ratio, each of the clusters forming a torus
in a repeating cascade. Moreover, it was also found that the sedimentation rate of such clouds of particles is hindered by
particle interactions and, hence, decreases as the particle concentration increases [13,16]. Park et al. [25] studied the case of
clouds of rigid fibers and observed that an initially spherical cloud also evolves into a torus, which also eventually breaks up
in secondary clouds. However, by contrast to the case of spherical particles, the sedimentation velocity increases with fiber
concentration [17]. Furthermore, it was observed in both experiments [18,20] and simulations [19,21,22] that fibers tend to
align in the direction of gravity, with occasional flipping, and to clump together to form packets, leading to an increase of
the cloud sedimentation velocity. Efforts to develop more capable computational models are starting to enable analyses of
fiber clouds of weak [40] and moderate [41] flexibility in three dimensions. The case of extremely flexible fibers has appar-
ently only been tackled in two dimensions [41]. In [41], Schoeller et al. have shown that fiber flexibility delays the cluster’s
break-up and leads to the cloud’s disintegration after sufficiently long time. However, it is clear that important physical
insights about the effect of flexibility on the dynamics of clouds of fibers immersed in a fluid remain to be unveiled.

The case of a single fiber sedimenting in a viscous fluid has been studied in much more detail. While it is well-known
that a rigid fiber settles in a viscous fluid at constant velocity and orientation [17], the sedimentation of flexible fibers
leads to a much richer set of responses. Because hydrodynamic interactions along the fiber are stronger near its middle
than near its ends, the middle of the fiber is subject to a lower viscous drag. As a result of this nonuniform drag, a flexible
fiber will deform and orient with its axis perpendicular to the direction of gravity regardless of the initial configuration [42]
and the fiber shape at steady state will depend on the magnitude of gravity relative to fiber elasticity, see [43-45]. More
precisely, it was found that this problem can be characterized by a dimensionless elasto-gravitation number representing
the ratio of the gravitational and the elastic bending moments. Furthermore, the computational and analytical models used
in these studies show that in the weakly-flexible regime the steady-state filament deformation exhibits a U shape, which
becomes more pronounced and eventually transitions into a W shape as the flexibility increases. The W shape is found to
be marginally stable and depending on the elasto-gravitation number will evolve into a highly distorted horseshoe shape,
or into a nonplanar periodic zigzagging motion [43]. The theoretical predictions of [43-45] have recently been observed
experimentally with the exception of the transient W shape, which has never been observed experimentally in published
work.

Computational analysis provides valuable insights in all those configurations that remain out of analytical or experimental
means. A number of approaches have been proposed to model this problem computationally. The Stokes flow equations
are usually assumed due to the low Reynolds numbers (very small radius, high viscosity, and moderate flow velocities)
and to the flow incompressibility. An effective approach to solve these equations is the so-called slender body theory
[46,32,25,44,47,40,48], in which a line distribution of fundamental solutions is used to describe the perturbation to the flow
induced by a filament. The deformation of the filaments has been modeled with mainly two very different approaches. One
of them is the so-called beads model [43,49-53,45,54,55], which is attractive for its simplicity of implementation and ability
to incorporate contact mechanics, but has been criticized for the lack of a sound mathematical foundation [56]. A sound
formulation, honoring the structural theories of beam bending, especially in the presence of large deformations, is critical
for describing some important mechanisms in the response of very flexible filaments, including the role played by shear
deformations and geometric effects on the bending stiffness. The second approach describes the fibers deformation with
the well-established Euler-Bernoulli beam theory [46,44,40,48]. A major limitation of this linear theory is that it is derived
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under the assumption of small deflections, which also prevents access to the important geometric nonlinear effects on the
bending stiffness, namely stiffening under tensile axial load and buckling under compression, especially in the case of highly
slender fibers.

A major challenge for all computational models is the very large computational cost that arises in the simulation of large
assemblies of flexible filaments [46,47]. In the case of rigid fibers, the computational feasibility limit has been incremen-
tally pushed from O(100) [32], to O(500) [22] and O(1000) [25]. By contrast, in the case of flexible fibers and regardless
of the fiber model employed, the number of degrees of freedom per fiber required to describe its deformation increases
significantly, thus reducing the maximum number of fibers that can be simulated simultaneously. For example, Tornberg et
al. [46] were able to simulate the sedimentation of 25 flexible filaments. A widely-employed technique to artificially aug-
ment the number of flexible fibers in the model is to use periodic boundary conditions, see for example [46-48]. However,
this modeling choice has a significant influence on the resulting behavior of the fiber assembly [22]. It was recognized in
[32] that modeling a large number of flexible filaments requires scalable parallel computational capabilities. A recent paper
by Nazockdast et al. [40] proposed a parallel computational framework able to simulate the sedimentation of clouds of
O(1000) weakly deformable fibers, using an Euler-Bernoulli beam formulation coupled with slender body theory and a fast
multipole method [57].

In this paper, we propose a parallel computational framework to simulate large assemblies of highly-deformable fila-
ments immersed in a viscous fluid with focus on the complex dynamics resulting from the competition of large elastic
filament deformation and hydrodynamic and contact interactions. We model the deformation of each filament in 3D with
the geometrically-exact large-deformation, finite-element beam model proposed by Meier et al. [58,59]. This includes a
third-order Hermite polynomial interpolation in space of the beam elements, as necessary to satisfy the C!-continuity re-
quirement. For the purposes of fluid-structure interaction response, the infinitely rigid case can be approximated in our
computational framework with significantly high values of the fibers stiffness. However, a more appropriate model for this
regime would treat the fibers as rigid bodies. The infinitely rigid case has been extensively studied in [25]. However, it
is worth emphasizing that our coupled framework is general enough that the filaments model can be replaced by a rigid
model without modifications of the fluid and contact models. Following a standard approach, we describe the hydrodynamic
interactions by imposing fundamental solutions to the Stokes flow on the centerline of each filament, which relate the local
beam velocity and the fluid forces via a system of integral equations. We then discretize the fluid forces with boundary
elements [60,40] describing the beam centerline to obtain a linear system of integral equations for the fluid nodal forces.
A common discretization approach is to assume element-wise uniform fluid forces [40,60,41], which are usually integrated
numerically [40,41]. Smith [60] proposed to use an analytical integration of the nearly-singular integrals, which is exact in
the case of straight segments and uniform fluid forces. Here, we propose to increase the accuracy of the numerical approach
with linear interpolation of the fluid forces and we show that the resulting integrals can also be calculated analytically on
piece-wise segments.

As it is well-known, a major challenge involved with boundary element methods is that their discretization results in
dense linear systems. This challenge has been addressed in the literature by the use of a fast multipole approach [40],
which brings efficiency improvements by significantly reducing the matrix bandwidth thus allowing to take advantage of
parallel preconditioners, or by the use of Broyden’s method with a suitable choice of approximate Jacobian [41]. In our
formulation, we address the challenges associated with the solution of a large and dense linear system by taking advantage
of the massive parallelization offered by Graphic Processing Units (GPUs). In fact, current implementations of dense linear
solvers on GPUs enable the scalable solution of large dense linear systems, while also leveraging the robustness of direct
solvers, which are oblivious to ill-conditioning issues.

Another considerable challenge that emerges when trying to increase the number of filaments in the assemblies to
O(1000) is that the simulations become numerically unstable due to the singular character of the Stokes equation as
fibers come too close to each other [25,40]. In [25], the instability was artificially removed by neglecting the hydrodynamic
interactions of filaments when they diverge, at a cutoff distance of one fiber diameter, thus allowing fibers to unphysically
cross each other, while in [40] simulations would be simply allowed to terminate early, as soon as the instability was
detected. In this work, we address the numerical issues resulting from the singularity of the Stokes equation by observing
that contact occurs before the singularity, because the fibers have finite thickness. Specifically, we adopt the state-of-the-
art point-to-point contact formulation for beams by Wriggers and Zavarise [61], which will prevent fibers interpenetration
before the singularity occurs.

Different schemes can be conceived to solve the coupled fluid-structure-contact problem. An additional challenge is
that the solid mechanics problem is very highly nonlinear and exhibits buckling instabilities which are accentuated in the
range of extreme fiber flexibility sought in this paper. To mitigate the numerical issues that emerge when trying to find
equilibrium configurations of the beam structures, we adopt the well-established approach of extending the equilibrium
problem to the dynamic range, where inertia and numerical viscosity stabilize the numerical solution and enable an efficient
convergence to the equilibrium configuration without introducing any spurious dynamic effects. This creates an apparent
inconsistency with the fluid formulation, which is entirely static. However, there is no practical implication of this choice,
as the verification and simulation examples show.

After a thorough investigation we concluded that the most computationally efficient approach is a predictor-corrector
scheme, where the structural problem is solved with an implicit time integrator (implicit Newmark), the contact forces

3



A. Koshakji, G. Chomette, J. Turner et al. Journal of Computational Physics 474 (2023) 111774

and the fluid forces are computed between the predictor and the corrector steps, by solving the contact problem and the
steady-state fluid problem at the end of each dynamic time step, respectively.

We perform thorough verification and validation of our model with the analytical results of [62] and [44] and with the
experimental results of [52], respectively, for the fiber sedimentation problem discussed above. The sound large-deformation
beam formulation allows us to span the parameters space up to extreme aspect ratios and to observe the transition from
the U to the W shape. We then apply our computational framework to study how fiber flexibility affects the behavior of a
falling cloud of filaments.

The presentation of the work is structured as follows. In Section 2 we present the formulation of the mathematical
model for the coupled system, the numerical discretization, and the strategy to solve the resulting coupled dynamic system
of equations. In Section 3 we present verification and validation results. In Section 4, we apply the method to study the
transition from the U to the W shapes and the sedimentation of a cloud of fibers. Section 5 is devoted to analyzing the
performance of the proposed computational framework. In Section 6 we summarize the paper and draw conclusions.

2. Computational framework

The simulation of filaments in a viscous flow requires a computational framework with the capability to model several
physical mechanisms: the deformation of the filaments, the fluid flow around the filaments and its interaction with the
structures, and as we propose in this paper, the possibility of rigid contact between fibers. In this section we describe the
numerical methods adopted and explain the fluid-structure coupling strategy.

2.1. Beam model

In order to simulate extremely slender beams subject to large deformations, we adopt a recent Kirchhoff-Love exact
beam formulation proposed by Meier et al. [58,59]. This model exhibits considerable advantages for the regime of very
large aspect ratios and allows to access the important nonlinear effects of extremely flexible fibers. More precisely, we
adopt a torsion-free formulation with restrictions to initially straight and stress-free beams without axial/torsional moments
as external loads. Additionally, for the sake of computational efficiency and consistently with the geometry of the filaments,
we assume that the beams have circular and isotropic cross sections. For completeness we briefly summarize the beam
model in the following of this section.

Filaments can be fully parametrized by a space curve (s, t) — r(s, t) € R3 where s represents an arc-length parametriza-
tion of the beam length in the initial configuration, and t refers to the time variable. Considering a beam of length L and
a total simulation time T, we have s € [0, L] and t € [0, T]. In order to shorten the notation, the symbol (.) = %(.) is em-
ployed to refer to derivatives with respect to the arc length coordinate and () = é%(.) is adopted to refer to time derivatives.
The weak form corresponding to the Kirchhoff-Love torsion-free theory for circular beams in three dimensions, assuming
no applied axial/torsional moments and no external loads at the boundaries, is [58,59]:

L

L L

/[(SrrpﬁberAi‘] ds—l—/[zSeEAe—i—(SlcEIlc]ds =/[8rTf"’“] ds  Vr, (1)
0 0 0

where pgper is the density of the filament, E is the Young’'s Modulus, while A and [ are respectively the area and the

moment of inertia of the circular cross section. The symbol {-}7 indicates the transpose of the underlying vector. The

external forces are noted f! and include fluid-structure interactions, contact interactions, and gravity. The axial strain &
and bending curvature k are derived in previous work [58] and their variations are given by:

sty
[Ir']]

4 2F x '’/ +1 x 8r") —26r ) x 1)
|| |4

(2)
Sk

As a common approach to enforce the C! continuity across beam elements, e.g. [58], a finite element discretization based
on third order Hermitian polynomials is adopted. The position and the variations of the centerlines are described by:

2 2
I
) =Y Nj&d’ + 5 > NP
b=1 b=1
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where [ is the length of the initial straight beam element, & € [—1; 1] is a natural coordinate inside the element, and the
index b = 1,2 refers to the local node number in each element, with position vector d” and tangent vector t”. The four
Hermitian shape functions Ng(é) and Nf (&) are defined as:

1 1
Nj(&) = JCTHa- £)2 NiE)= 22-6a + &)

(4)
1oey _ l 2 N2y _1 _ 2
Ne@)=,0+81 -8 Ni@)=-,1-580+8)
The finite element discretization applied to Equation (1) results in a set of ODEs of the following form [63]:
Mii + £ (u) = £t (u), (5)

where u refers to the vector containing the position and tangent at all the nodes and it is the vector of the internal elastic
forces. The time integration procedure employed to solve the system is developed at the end of the section.

It bears emphasis that including the inertia term in Equation (5) may seem at odds with the Stokes regime of filament
sedimentation considered in this paper. However, the inertia term provides a convenient and robust way to numerically
follow the complex unsteady path in the sedimentation of the filaments without introducing spurious inertia effects, as will
be seen in the results section. In particular, the inertia term regularizes the solution procedure for the resulting system of
non-linear equations at each time step and avoids significant numerical issues that arise in the strongly non-linear range of
large filament deformations.

It should also be noted that, because the inertia of the filaments is negligible, the inertia term in Equation (5) has no
practical implication on the output of our model, as can also be observed from the results presented in Section 3.

2.2. Fluid model

As commonly done for the types of problems of interest to this work, we assume Stokes flow conditions. This can be
justified because of the fluid incompressibility in this regime and of the extremely low filament diameters, which results in
very low Reynolds numbers.

Several approaches to model a Stokes flow around a slender body have been proposed in the literature. Immersed
boundary methods formulate the fluid governing equations on the entire three-dimensional computational domain around
the slender body [64-71]. A computationally cheaper alternative is that of boundary integral methods, which formulate
the governing equations for the fluid only on the immersed boundary surfaces, instead of the entire fluid domain. These
methods cast the Stokes flow equations in the form of integral equations of nonlocal distributions of point forces, torques,
and stresses modeling the hydrodynamic interactions [72]. Exploiting the slenderness assumption allows to specialize the
boundary integral method into the well-known slender body theory [73,62,74,75] and to further reduce the boundary inte-
gral governing equations to a one-dimensional formulation along the body’s centerline. This further simplification comes at
the additional cost of dealing with nearly-singular integrals over the body centerline. In particular, singular integrals arise
when this theory is used to model filaments of infinitesimal radius. Approaches used in previous work to deal with this
difficulty have been the application of singularity subtraction techniques [40], or the introduction of a numerical regulariza-
tion parameter which removes the singularity. These include the regularized Stokeslet method [76-79], and a regularized
formulation of slender body theory with no loss of asymptotic accuracy [46]). It bears emphasis that, even after such reg-
ularization, the integrals in the formulations are still nearly-singular and require either the use of specialized quadrature
formulae [46] or semi-analytical techniques [60].

We model the fluid flow around the flexible fibers with slender body theory for Stokes flow in its original formulation as
proposed by Batchelor [62]. Specifically, in our approach we model explicitly the finite (yet small) radius of the filaments.

We consider a suspension of N identical fibers of length L and cross-section radius a immersed in a Stokes flow in a
domain Q € R3. The basic idea of the slender-body theory for Stokes flow is that the disturbance motion of the flow due
to the presence of the slender body can be approximated by a suitably chosen line distribution of fundamental solutions,
called Stokeslets. A Stokeslet is the Green function for the Stokes flow and represents the velocity of the flow at point x € Q
in direction i resulting from a unit point force applied at y €  in direction j, which can be expressed as follows:

81'_,' i DiDj).

— 6
PEGE (6)
In Equation (6), p is the fluid dynamic viscosity, §;; is the Kronecker delta, and D = |D|, where D =x — y, is the distance
between the two points.

The fluid velocity field is then obtained by superimposing the fundamental solutions for all points of the fiber centerline
for all fibers, which results in an integral equation of the form:

1
Sij(x,y) = ﬁ (

N

v =Y [swys™iydy.  xee. ™)
n:]cn
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Fig. 1. Schematic of the filament geometry and boundary element discretization.

where C" is the centerline of fiber n and f1"d(y) is an appropriate distribution of forces per unit length along the fiber.

It is important to point out that, given a velocity field v(x), it is impossible in general to find a distribution of Stokeslets
strengths f ﬂuml(y) such that Equation (7) holds for all points on the boundary of the slender body, as higher order singu-
larities are also needed [62]. However, it is well known that Equation (7) approximates the velocity field to the order of ¢,
where € =a/L is the slenderness parameter, so that higher-order singularities can be neglected when the body is slender
[62]. In our case of interest, the typical aspect ratio is at the largest € =1/100 and possibly smaller, up to @(1076). In
addition, Park et al. [25] have shown that, in order to correctly capture the cloud dynamics, the first-order term of the
far-field hydrodynamic interactions is sufficient and that including the short-range interactions is not necessary when the
nondimensional parameter ¢ = % log (é) is small compared to the number of fibers N, where R is the initial radius of the
suspension of fibers. Because in our clouds simulations the value of ¢/N is small (c/N ~ 0.1) (see Section 4), the results
we present are in a regime in which the higher order terms will not significantly affect the collective dynamics of the
suspension.

Equation (7) is coupled with Equation (1) through a relation expressing that the velocity of the fiber be equal to the
velocity of the fluid at the fiber boundary (no-slip condition). More precisely, defining P(z) the perimeter of the fiber cross
section at a point z € C" on the centerline of fiber n, see Fig. 1, this coupling condition can be expressed as follows:

v(x) =1(2) VxeP(z), Vze(C", Vn. (8)
Using the coupling condition (8), Equation (7) can be rewritten as:

N
Z/S(x, yf(y)dy=iz) VxeP(z), VzeC", vn. (9)
n=1cn

We approximate the integral in the left-hand side of Equation (9) by a sum of straight line integrals on the segments
identified by the nodes of the beam formulation of Section 2.1, as follows:

N N Le
> f SE My dy~y Y / S, Y F(s) 1y ()] ds, (10)
0

n=1cn n=1 e

where ¢, is the length of the e-th element, and f(s) = fﬂ”id(y(s)).
We can then discretize the forces on each filament segment with piecewise linear shape functions as follows:

- ~b
F& =) Nus)f (11)
b
where Nl}(s) is the linear shape function associated with node b and fb is the nodal force at each discretization node of

~b
the filament. The unknown coefficients f can be determined by collocating the no-slip condition, i.e. Equation (9), at a
point x* € P(z%) for all nodes z? of the beam discretization, resulting in the following system of linear integral equations in

the unknown coefficients fb:
N te ,
ZZZ/ S, ys)NF NiGs) 1y (9)lds=i"  Va, (12)
n=1 e b
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Fig. 2. Minimum distance between the centerlines of two beams.

where we have set 1 = 1(z%). Expressing Equation (12) in components leads to

b s
Jai,bjfj =r;'1! (13)
where we have set

Le

N
Janj =YY / Si,j(*%, y(s))N%(5) |y ()l ds. (14)

n:leo

Note that matrix J = {Jqij} is dense and not symmetric. Its components can be computed by evaluating analytically
the integrals in Equation (14) for any given point x% € P(z%) for all nodes z% of the beam discretization, as described in
Appendix A.

2.3. Contact model

As mentioned in the introduction, we use a contact model to prevent fiber interpenetration and avoid the numerical
instabilities associated with the singular character of the Stokes equation when the centerlines of two filaments get too
close. To this end, we adopt the arguably most popular beam-to-beam contact formulation of Wriggers et al. [61] specifically
tailored for large deformations. Additionally, we enhance the contact algorithm with an octree-based spatial search of nearby
elements to reduce the time complexity from O(N?) to @(NlogN), where N represents the total number of elements. For
completeness, in the following we briefly summarize the formulation of the contact model and the octree-based algorithm.

Considering two flexible filaments of length L and radius a, their centerlines are parametrized at time t and positions
s and sy by two curves ri(s1,t) and ra(sy, t) € R3, and their tangent vectors are noted r15 (s1,t) and rp s, (s2, ). The first
step to enforce the contact constraint consists in finding the closest points between the beams at positions s} and s; where
contact could potentially occur. Mathematically, this is equivalent to solving the following minimization problem:

s7,s5 =argmin||ri(s1,t) —r2(s2,0)|| V51,52 €[0; L] (15)
51,52

An approach to tackle this problem was proposed by Wriggers et al. [61], consisting in finding a pair (s}, s3) satisfying the
following conditions:

Mg 61O [MGT. 0 —ra(s5,.0] =0

1 * : (16)
1 5 (53,0 [117.0 — 1253, 0] =0

Essentially, the conditions presented in Equation (16) enforce the orthogonality between the vector joining the two closest
points and each of the tangent vectors of the intervening beam segments, as illustrated in Fig. 2. The nonlinear algebraic
Equations (16) are solved using Newton's method as in [61]. The incremental problem consists in solving the following
linear system:

i+1
[r/l.r/l—i,—Ar.l“{ , /l‘/l.l'/z ”} [Ash]}:_[Ar.ra] (17)
-1, .1, r,r +Ar.ry || Ash Ar.r,
s']Jrl _ si1 + As’frl (18)
sht! st + Asht!

where Ar =ry(sy,t) — ri(s1,t). The steps in Equations (17) and (18) are repeated from an original pair (s?,s‘z’) at the
center of two elements until convergence is reached. In order to check fiber interpenetration, a parameter p quantifying the
minimum distance between the surface of the two elements is defined as:
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Fig. 3. Illlustration of the points ro, ..., r5 representing spatially elements ey, ..., e5 in the octree data structure. The only non-neighbor elements whose
spheres intersect are e; and es, therefore the minimum distance is searched only for this pair.

pi=Iri(s7,0) —r2(s5, D)l — 2a

If p is negative, the non-penetration constraint is violated and a discrete penalty force is applied to the contact points,
proportional to the penetration distance and to the contact’s intensity parameter 7:

ri(s¥,t) —ry(sk, t

fCOl’ltL’lCt(sak,t) — _npn]’ n] — ( l ) ( i )
||l‘1(Sl,l’) _rZ(Szvt)”
(83, 0) —ri(s7, 0)
[Ir1(s7, t) — r2(s3, )]

In order to improve the computational efficiency of the contact algorithm, the system presented in Equations (17) and
(18) is solved only for a subset of pairs of elements that are found in the vicinity. To this end, we employ an octree-based
spatial search method introduced by Meier et al. [63] following the hypothesis that the deformation of an initially straight
beam segment of length h remains enclosed in a sphere of diameter h, as illustrated in Fig. 3. The spatial search finds pairs
of non-neighbor elements whose spheres intersect, and the nonlinear system of equations to find minimum distances is
solved only on this subset. Furthermore, the choice of an octree data structure for spatial search reduces the complexity
from O(N?) to O(NlogN), where N represents the total number of elements.

(19)

oty =—npmy,  m

(20)

2.4. Time discretization and coupling strategy

Equations (5), (13), and (19)-(20) identify a coupled space semi-discrete system of equations. To summarize, we use third
order Hermite polynomial interpolation for the filaments discretization in space, as necessary to satisfy the C!-continuity
requirement across element boundaries, and linear interpolation for the fluid. Finally, we use the traditional second order
implicit Newmark scheme to discretize Equation (5) in time. Specifically, advancing the beam deformation u from time t"
to time t"*! requires solving the following nonlinear coupled problem:

Miiy 1 4 £ (U 1) = £ (Unr, Uy 1)

Wy = Uy + At (1 — p)iiy + Yiigg), (21)
. 1 .. .
Ung1 = Un + ALty + — AL (1= 28)in +2Biins),

where 8 =1/4, y =1/2, At =t"t1 — " is the time step, while wy, Gy, ii;, and W1, Uy, 1, lipy1 are the approximations
of the beam deformation, velocity, and acceleration at times t" and t"*!, respectively. Note that equation (21) couples the
beam deformation with the fluid and contact forces, through the condition:

e (Upg1, Upp1) = fgi‘? (Ung1, Wppr) + f,C1T1taCt (Wpy1) + fngity, (22)

where &Y = (pfipe; — Ofuia) AS-

We propose to solve the nonlinear fully-discrete system in Equation (21) with a predictor-corrector scheme, which solves
implicitly for the beam deformation, while computing the fluid and contact forces between the predictor and the corrector
steps. More precisely, each time step begins with the classic implicit Newmark predictor, which predicts a deformation ug 1
and a velocity l:lg 1 based on the deformation uy, velocity u,, and acceleration i, obtained at the previous time step. These
predictions of deformation and velocities are then used to obtain an approximation of the fluid forces tﬂi‘id and contact
forces 59" at the current time step. The fluid forces at steady state are obtained by solving the dense linear system
of Equation (13), while the contact forces are computed through Equations (19)-(20). The iterative corrector step proceeds
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then as in the traditional implicit Newmark scheme. Specifically, the deformation, velocity and acceleration are computed
incrementally, until convergence, through:

k+1 k+1
un+1 - un-H + Aun+l’

“k-+1 4 k+1
un+1 n+1 + ﬂAt Aun+l’
ﬁk+1 AukJr]

1 =Upyq + BAR -t

where the incremental deformation Au’,ﬁﬂ is obtained by solving the following linearized system of equations:
1 k+1 _ gluid _ geontact it
<;3A M+ Kn+l> T e e M“n+1 Kn+1“n+1- (23)

The iterative algorithm described above is summarized in Algorithm 1.

Algorithm 1 Coupled fluid-structure-contact algorithm.
Given uy, Uy, and ii,, do:

1. Implicit Newmark predictor:
a Compute ud,; =u, + At @, + 3 At>(1 — 2)ii, (predictor)
b Compute 49 | = i1, + At(1 — y)iiy (predictor)
cSetii), =0
2. Solve for f41d the linear system J(uf, )fflvid = a0 ,
. Compute the contact forces fEonact = F""t“‘(u 1) from Eq. (19)-(20)
4. Implicit Newmark corrector (1terate until convergence):
a Solve the linear system

w

1 i .
< M+ I k+1> AuTl — fﬂuld tﬁg“t“t - fEravity _ Muﬁ+1 _ Kﬁ+1 “ﬁJr]

ﬁAtz n+1 —
b Update
k] =k auk]
uitl =, + ﬁA“ﬁﬂ
] =i o duk]
5. Update

Uni1 = “léﬂ

U = “ﬁﬂ

iy g = “m

We have implemented the described computational framework in our research code XMIT [80]. The solution of the
linearized system (23) in each iteration is handed to the PETSc library [81], which provides robust implementations of a
wide-range of direct and iterative linear solvers, whereas the solution of the dense linear system (13) is handed to cuSOLVER
[82], a GPU parallel library for decompositions and linear system solutions for both dense and sparse matrices.

3. Framework validation and verification

A recent paper by Marchetti et al. [52] presents a rigorous experimental and computational study of the sedimentation
of a flexible filament in a fluid. In order to validate our computational framework, in this section we present a comparison
of our numerical results with their experimental data. The experimental setup consists of a single cylindrical fiber of length
L, radius a, and density pgper Settling in a quiescent viscous fluid of density pquiq from an initially straight horizontal and
static position, subject to vertical gravitational acceleration g.

It has been found that the different regimes of physical responses are dictated by a dimensionless number B that
quantifies the relative magnitude of the beam bending moment resulting from the gravitational forces and the resisting
elastic stiffness [43-45]. In turn the scale of the beam bending moment resulting from the gravitational force is determined
by FgL, where Fg = a%L(Pgiber — Pruid)g, and the resisting elastic stiffness is determined by EI/L, where | = ”T"‘l is the
moment of inertia of the circular cross section. Hence, the elasto-gravitation number B is expressed as follows:
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Fig. 4. Mesh convergence analysis for the case B =298. The plot shows the steady-state shapes obtained with different mesh refinements. The magnitude
of the displacement difference between the results obtained with 40 and 60 elements per filament is less than 0.5%. (For interpretation of the colors in the
figure(s), the reader is referred to the web version of this article.)

Table 1
Parameters of the experiments from [52] used for validation. Each row represents a different experiment in the experimental dataset, which is compared
against simulation results obtained for the corresponding value of B.

L a Pfiber E Pfluid 1 At B
[em] [um] [kgm~3] [kPa] [kgm—3] [Pas] [us] -]
1.90 232 1617 226 1061 030 8 12
220 232 1617 226 1061 030 15 19
250 232 1617 226 1061 030 15 28
3.03 232 1617 226 1061 030 15 50
322 232 1617 226 1061 030 25 60
3.83 232 1617 226 1061 030 15 101
422 232 1617 226 1061 030 20 135
529 232 1617 226 1061 030 20 265
519 140 1295 220 1061 030 30 298
6.47 232 1617 226 1061 030 30 485
767 129 1166 218 970 0.97 20 958

B— FgL2 —4 E (pﬁber_pﬂuid)gl‘.

= = 24
El a? E (24)

We conduct simulations for values of B in the range covered in [52], that is between B = 60 and B = 1000. Lower
values of B result in very stiff, almost rigid filament response. The limit case B = 0 corresponds to either the case that
Ofiber = O fluid» OF @ combination of parameters for which the beam bending moment resulting from the gravitational forces
is negligible compared to the resisting elastic stiffness. The first case corresponds to the neutrally buoyant case. In this case
the external forces would be zero and there would be no sedimentation. In the second case, the present formulation would
see a decrease of the stable time step in the explicit case, and an increase of the condition number of the jacobians in the
implicit case. However, any physically-realistic situation of arbitrary stiffness would be handled without any problems. In
the limit of infinite stiffness, which has been considered before, a more appropriate model would treat the fiber as rigid. It
is worth emphasizing that our coupled framework is general enough that the filaments model can be replaced by a rigid
model without modifications of the fluid and contact models.

The specific parameters of the simulations are summarized in Table 1. In all simulations, we discretize the filament with
20 elements, which we previously verified to provide convergent solutions, see Fig. 4.

Fig. 5 compares the computed steady-state shape of the fibers against the experimental results in [52]. It can be observed
that the match between the experimental and the numerical results is overall satisfactory. The discrepancies observed can
be explained by potential uncertainty in the parameters used in the simulations, which would require an experimental
quantification. In order to illustrate the influence of small variations in the model input parameters, we conducted a series
of simulations varying the filament length in the range [—5%; +5%] for the case B = 298. Fig. 6 presents the steady-state
configurations of the filaments obtained. It can be seen that the results are very sensitive to small variations in the filament
length.

10
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Fig. 5. Experimental vs. simulated steady-state shapes for different values of the elasto-gravitation number B.
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Fig. 6. Sensitivity of the steady-state shape to filament length for B = 298.

We also compare the normalized maximum deflection 2L—5 of the steady-state shapes, against experiments and other
numerical results [43,52], Fig. 7. It can be seen that the normalized deflection increases with the elasto-gravitation number
and then asymptotes to a constant value when a large deformation state is reached (B = 300).

Finally, we compare the steady-state velocities U obtained in our simulations with experimental data across different
flexibility regimes, Fig. 8. In the low-flexibility regime (B < 50) we match the analytical terminal velocity U, of a rigid fiber
settling perpendicularly to gravity with less than 1% error, which, according to slender body theory [73] is given by:

UL - pga [loil(ja—L) - %] , (25)

where p = pfiber — Pfuid- AS the fiber flexibility increases, Marchetti et al. [52] observed that the velocities tend to saturate
around U = 1.6U |, which we also find in our numerical framework.

4. Computational experiments

This section presents the results of our computational experiments. Full animations of the time evolution of the simula-
tions in this section are provided in the Supplementary Material.

4.1. Settling of a single highly-flexible fiber

In Section 3, we validated the computational framework against experiments in the weakly-flexible regime (B < 1000).
For larger values of B, only computational results are available, due to the difficulty in conducting reliable experiments [52].

11
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Fig. 7. Experimental vs. simulated normalized maximum deflections for different values of the elasto-gravitation number B. The simulated values are in
satisfactory agreement with the experimental results.

2 x 10° e Marchetti et al. (2018) - experiments
—— Marchetti et al. (2018) - beads model
—— Simulations

U/U

10°

102 103
B

Fig. 8. Experimental vs. simulated normalized velocities for different values of the elasto-gravitation number B. The simulated values are in satisfactory
agreement with the experimental results.

Prior computational work has shown that in the highly-flexible regime the filament adopts a W shape, before eventually
settling into a highly distorted U shape for moderately large B (B < 4000) [43], or a fully 3D, periodic, zig-zagging motion
departing from the initial plane for extreme B [43,45]. It is important to mention that the W shape has never been observed
experimentally.

Here we repeat those analyses for the purpose of cross verification and extend them to even higher values of B to gain
further insights in the nonlinear dynamic response. In the following we show results obtained for B = 1410, 4010, 6530 and
8690. For example, a set of physical parameters that realizes such values of B is for filaments of radius a =5 pm, length
L =0.02 m, density paper = 2147 kg/m?>, Young’s modulus E = 19.1 MPa, 6.7 MPa, 41 MPa and 3.1 MPa, respectively, falling
under gravity in a fluid with dynamic viscosity ;& = 10 pPas and density pguq = 1.0 kg/m?>. In this case we increase the
number of elements to 100 so that more intricate filament deformations can be resolved with sufficient accuracy. Note that
we can estimate the Reynolds number for all simulations showed in this paragraph by computing the analytical velocity for
a straight beam according to equation (25) [73], leading to Re = W ~0.1.

Figs. 9-12 show plots of the vertical velocity of the center of mass 1'11‘, =1y/U, versus time t* =t U, /L, along with
snapshots of the transient deformed shapes for each simulation at selected times. The snapshots correspond to the states
highlighted in the vertical velocity plot by the red dots. We use a time step At* = 0.0005.

For B = 1410, Fig. 9, the filament settles in less than a second into the expected steady state, rather rigid, U shape.
It can be seen that the terminal velocity in this case is slightly higher than the theoretical estimate for a straight beam
perpendicular to the direction of gravity. For B = 4010, Fig. 10, we observe a transitional regime between the U and the
W shapes in which the W shape initiates but the fluid forces are not large enough to sustain it against the filament

12
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Fig. 9. Simulation of a single filament falling under gravity for B = 1410. Top: Plot of the vertical velocity of the center of mass versus time. Bottom:
Snapshot of the transient deformed shape. The filament settles into a rather rigid steady-state U shape with a slightly higher terminal velocity than the
theoretical estimate for a straight beam perpendicular to the direction of gravity.

elasticity. In fact, this configuration remains stable until t* ~ 15 before falling back into the U shape, which remains steady
up to the point where we stopped the simulation at t* = 300. This confirms the results by Lagomarsino et al. [43]. For
B = 6530, Fig. 11, the response up to t* ~ 70 is qualitatively similar, with a more pronounced W shape that evolves into
an apparently stable U shape. However, at t* &~ 70, the filament returns temporarily to an unstable W shape, which lasts
for a second and eventually settles into an oscillatory three dimensional motion, in agreement with the predictions of prior
computational literature [43,45]. We observe that this periodic motion involves oscillations between a pseudo-U shape and
a pseudo-W shapes with secondary components of curvature outside of the initial plane of motion. In this case, there is no
terminal velocity but a cyclic value around a mean L'lj, ~ 1.4. The trend observed in the simulated vertical velocity is that
the magnitude increases as the effective length of the filament decreases, yielding lower drag forces acting on the filament.
Changes in the filament shape reflect immediately in the velocity as the fluid governing equations are quasi-static and the
mass of the filament is very small.

Finally, in the highly-flexible regime (B = 8690, Fig. 12) we can clearly identify three phases. Initially, the marginally
stable W shape develops, with a more pronounced hump but essentially the same vertical velocity as in the previous cases.
After this transient, the filament falls into a periodic motion that alternates U-like and W-like shapes in 2D. In the final
phase, the motion becomes distinctly three dimensional and exhibits periodicity, similarly to the previous case. We have
conducted simulations for even larger values of B, up to B ~ 90000, and observed a qualitatively similar response to that of
the last case shown.

We have analyzed the periodic oscillations observed for B = 6530 and B = 8690 by applying the fast Fourier transform.
For B = 6530, the fiber eventually settles (Fig. 11 (4)) in a periodic motion with a frequency f of the same order of
magnitude of the frequency of the first natural bending mode fno: f*:= f/fn0=1.38. For B =8690, the oscillations of
the first periodic motion (Fig. 12 (2)) are the superposition of four modes f; which are very close to the first three natural
frequencies of the filament f, ;, namely fj = fo/fn0=1.22, f{ = f1/fa,1=0.85, f5 = fa/fu1 =13, f§ = f3/fn2=0.89.
The frequency of the final periodic motion (Fig. 12 (3))is f*=1.8.
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Fig. 10. Simulation of a single filament falling under gravity for B =4010. Top: Plot of the vertical velocity of the center of mass versus time. Bottom:
Snapshots of the transient deformed shapes. We observe a transitional regime in which the W shape initiates but the filament falls back into the U shape,
as the fluid forces are not large enough to sustain the W shape against the filament elasticity.

4.2. Numerical instabilities in large clouds of fibers

Recent studies reported numerical instabilities in simulations of large numbers of filaments when the centerlines of
two fibers come too close to each other [25,40]. In fact, the fluid model based on Stokeslets (see Equation (6)) presents a
singularity leading to unbounded fluid forces as the distance between two fibers or between two portions of the same fiber
goes to zero.

In this section, we test the possibility of overcoming these issues via a contact mechanics algorithm that prevents fiber
interpenetration. Specifically, we replicate the conditions presented in [40] to simulate a cloud of filaments settling in a
viscous fluid, and compare the results with and without contact. The filaments are therefore characterized by an elasto-
gravitation number B =~ 24, they are initially straight, randomly oriented and randomly distributed within a sphere of radius
R=25L.

As previously observed in related work [25,40], the simulation without contact forces becomes unstable at the first oc-
currence of fiber interpenetration. We illustrate this scenario in Fig. 13 where one fiber is violently ejected after coming
into contact with another fiber of the cloud. By activating the contact algorithm in the same simulation, the instability dis-
appears and the simulation continues. This improvement in robustness for the computational framework allows to perform
simulations involving large assemblies of filaments, which we present in Section 4.3.

4.3. Sedimentation of clouds of flexible fibers under gravity

The problem of characterizing the collective behavior of a sedimenting cloud of particles has been widely studied since
the pioneering work by Adachi et al. [14]. In their experiments of spherical swarms of glass particles falling in a glycerol-
water solution, Adachi et al. first observed the formation of a vertical tail of particles at the rear of the swarm, the evolution
of the assembly into a toroidal shape, and, in certain cases, the suspension break-up into pieces. The breaking up of the
suspension was attributed by Adachi et al. and, later by Nitsche and Bachelor [15], to large inertia forces resulting from a
large Reynolds number. However, more recently, Metzger et al. [24] revisited those results and demonstrated that an initially
spherical cloud is unstable even at low Reynolds numbers for a large enough number of particles. Park et al. [25] analyzed
the case of clouds of rigid fibers and showed that an initially spherical cloud of rigid fibers also evolves into a torus, which

14
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Fig. 11. Simulation of a single filament falling under gravity for B = 6530. Top: Plot of the vertical velocity of the center of mass versus time. Bottom:
Snapshots of the transient deformed shapes. The W shape initiates and, like in the case for B =4010 (Fig. 10), the filament falls back into the U shape.
However, the U shape is only apparently stable. The filament returns temporarily to an unstable W shape and eventually settles into an oscillatory three
dimensional motion.

then also breaks into secondary clouds. In recent work, Schoeller et al. [41] have shown that fiber flexibility delays the
cluster’s break-up and leads to the cloud’s disintegration after sufficiently long time.

We apply our computational framework to study how fiber flexibility affects the collective behavior of a cloud of fibers as
it sediments in a viscous fluid under gravity. We consider N initially straight fibers randomly distributed in space with their
center within a sphere of radius R.

As a starting point, we run a simulation with N =128 and R =1.25 L in the stiff regime (B ~ 1). In Fig. 14, the picture
on the left shows the initial cloud in gray and the state of the cloud at t* = 4.24 in blue. We observe a clear trail of
filaments, which are vertically aligned and travel slower than the cluster. A zoomed-in view focused on the cluster (right
picture) confirms the evolution of the cluster into a toroidal shape in the rigid fiber regime, obtained previously in numerical
simulations [25].

We then conduct simulations with different values of B =1.177, 11.77, 117.7 and 1177. We use N =200, and R =2.5 L,
with only 6 elements per filament for the two more rigid cases, and 10 and 15 elements per filament, respectively, for the
more flexible cases. In all simulations we use a time step At* =1.41 107°.
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Fig. 12. Simulation of a single filament falling under gravity for B =8690. Top: Plot of the vertical velocity of the center of mass versus time. Bottom:
Snapshots of the transient deformed shapes. The marginally stable W shape develops. After a first transient resulting in the marginally stable W shape, the
filament falls into a periodic motion that alternates U-like and W-like shapes in 2D. Eventually, the motion becomes three dimensional, without losing its
periodicity.

Fig. 15 shows the trajectories of the clouds for the four simulations. In all cases, we observe from the early stages
the formation of the vertical tail at the rear of the cloud, as filaments go across the cloud boundary and are carried
downstream. After t* = 4.24, the originally spherical cloud flattens into an oblate shape, which transitions to a toroidal shape
and eventually breaks up into smaller clouds. We observe that the higher the flexibility, the less pronounced the toroidal
shape. Moreover, as the flexibility increases, additional secondary clouds emerge (3, 4, and 5 distinct secondary clouds for
B =1, 10, and 100, respectively). For the highest flexibility (B = 1000) the original assembly completely fragments without
any noticeable cluster, see also Fig. 16. We also observe that the higher the flexibility, the earlier the assembly break-up
occurs, resulting in the slowdown of the assembly. Finally, we observe in Fig. 16 that the clouds with stiffer filaments
exhibit secondary tori after the cloud break-up, as observed experimentally by Metzger et al. [24] and Park et al. [25]. It is
important to emphasize that the addition of the contact algorithm and the avoidance of the numerical instabilities described
in Section 4.2 has enabled the description of the late secondary tori, which was previously inaccessible due to numerical
instabilities [40].
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Fig. 13. Example of numerical instabilities resulting from the interpenetration of fibers, sedimenting in a viscous flow under gravity and in the absence of
a contact algorithm. Fibers are violently repelled after coming too close to another due to unphysical fluid forces.

2
e

Fig. 14. Simulation results for a cloud of N = 128 sedimenting filaments with B~ 1 at t* = 4.24, which corresponds to a traveled distance of 51 R, showing
the clear evolution into the well-established toroidal shape. Left picture: Lateral view (initial configuration in gray, deformed configuration in blue). Right
picture: Zoom-in of the bottom view, exhibiting the torus formation.

5. Performance of the GPU solver for hydrodynamic interactions

The most computationally intensive part of our algorithm is the solution of the dense linear system for the hydrodynamic
interactions (13), for which we employ a GPU implementation of the LU factorization provided by cuSOLVER [82]. In order
to assess the performance of the cuSOLVER, we compare this approach with a serial implementation of the LU factorization
solver provided by the PETSc library [81] for problems of different size. We run the simulations using an Intel Xeon Gold
6248 CPU with a clock speed of 2.50 GHz and an L3 cache of 28 MB and an NVIDIA TESLA V100 GPU with 5120 CUDA
cores, 8.2 TFLOPS for double-precision operations and 32 GB of memory.

In Fig. 17, we plot the computation time of one solution of the fluid linear system for a single filament (simulation setup
of Section 3) while varying the number of discretization nodes, thus increasing the total number of degrees of freedom M.
We observe that the GPU solver allows to improve performance from O(M3) to O(M?) and that the GPU solver is more
than 300 times faster than the serial one.

6. Conclusions

We presented a parallel computational framework to simulate fluid-structure and contact interactions in large assemblies
of highly-flexible filaments immersed in a viscous flow. To model the filaments, we adopted a geometrically-exact large-
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Fig. 15. Evolution of clouds of N =200 filaments for increasing fiber flexibilities, identified by the elasto-gravitation number B ~ 1, 10, 100 and 1000.
Each row shows the cloud evolution at times increment of t* = 1.41, starting from t* =0, in alternating solid colors for ease of visualization. The originally
spherical cloud flattens into an oblate shape, then transitions to a toroidal shape and eventually breaks up into secondary clusters. The higher the flexibility,
the earlier the assembly break-up occurs and the more secondary clusters arise. In the limit of extreme values of B, no defined cluster can be observed,
resulting in a more disperse cloud.

deformation beam formulation, which we discretized with C! Hermitian finite elements and an implicit Newmark time
integrator. We modeled the hydrodynamic interactions with slender body theory for Stokes flow in its original formulation,
which we discretized by collocating the equations at the beam discretization nodes and computing the kernel integrals an-
alytically on piece-wise segments approximating the deformed configuration. We overcame previously reported numerical
instabilities, arising in the fluid model when fibers came too close to each other, via a state-of-the-art beam contact model
suitable for large deformations. We proposed a predictor-corrector scheme to solve the nonlinear fluid-solid coupling, in
which the beam deformation is obtained implicitly, while the forces arising from contact and from the fluid-structure inter-
actions are computed after the regular implicit Newmark predictor step. We took advantage of the massive parallelization
offered by GPUs to speed up the solution of the large and dense linear system for the hydrodynamic interactions.

We verified and validated our framework against available analytical, numerical, and experimental results for a single
filament settling under gravity in the weakly-flexible regime. We explored the dynamical response in the large to extreme
flexibility regime. As in previous numerical work, we captured the transition from the characteristic U shape to the W shape
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Fig. 16. Detailed (a) side and (b) bottom views of the falling cloud of filaments at the final simulation time t* = 12.71, corresponding to a traveled distance
of 60 R, for different flexibilities: B ~ 1, 10, 100 and 1000 from left to right. This figure shows that the secondary clusters formed after breakup also adopt
toroidal shapes (secondary tori), as observed experimentally by Metzger et al. [24] and Park et al. [25], for the lower flexibility cases (see two left pictures,
bottom view).

and found that the W shape is not stable but can either settle back into the U shape, which may in turn transition again
to a W shape, or lead to a periodic three-dimensional oscillation, depending on the elasto-gravitation number. We saw that
these periodic oscillations prevent the filament from settling into a terminal velocity, but the oscillation frequencies are of
the same order of magnitude of the lowest natural frequencies associated with the bending modes of the filament.

Finally, we showed that the contact algorithm enables the simulation of large assemblies sedimenting over long time
spans, thus allowing us to extend previous analyses of the complex evolution of clouds of fibers of variable flexibility.
A new finding in this problem is that, given enough time, the assembly eventually breaks up into smaller and smaller
secondary clusters, as B increases, to the limit, for extremely large B, where no defined cluster can be observed, resulting
in a more disperse cloud. The simulations also show that the secondary clusters also adopt toroidal shapes (secondary tori),
as previously observed experimentally.
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Fig. 17. Log-log comparison of computation times of the serial versus the parallel CUDA implementation of the LU solver for a single filament and for a
cloud of 1000 filaments, discretized with an increasing number of degrees of freedom M. The parallel solver allows to improve performance from O (M3)
to O(M?) and the CUDA solver is more than 300 times faster than the serial one (e.g. 314 times for M = 45000, which corresponds to 15000 nodes per
filament).
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Appendix A. Analytical calculation of the kernel integrals on straight segments

In this Appendix we describe the procedure that we have employed to evaluate the integrals in Equation (14) and
compute the coefficients of the matrix in Equation (13). In this derivation, we closely follow and extend the work of Smith
et al. [60], which showed that these integrals can be approximated by a sum of straight line integrals that can be evaluated
analytically when the forces along each straight segment are uniform. Here, we show that analytical expressions can also
be found when prescribing a linear variation of the forces on the beam straight segments.

We start the derivation from the line integral in the right hand side of Equation (10), which we report here for conve-
nience:

Lle

/ S, () f(s) 1y ()| ds. (A1)
0

The integral above can be simplified by a change of coordinates that will align the straight segment with the horizontal
axis and translate to the origin one of the nodes of the segment, say y, as in Fig. A.18. This transformation can be expressed
as

x=0) (x—yo). (A2)

where ©7F is an appropriate rotation matrix. In this coordinate system the beam segment can be simply parametrized as
y(s) =seq and the integral (A.1) can be rewritten as:

20



A. Koshakji, G. Chomette, J. Turner et al.

Journal of Computational Physics 474 (2023) 111774
cn

/

X
4
S 2 9
v Cf / F=0l(x— yo) ! o dz. %)
/ N g‘y ANA e
/ \ \ 1
\/\/ Yo // V sj Zgj
\ O} (y — yo) =&
Fig. A.18. Schematic of the roto-translation of each element onto the reference element.
Le Le
- T &~ - N
/S@JG»NQU%N$=/Y@3SWQQUﬁﬂgﬁﬂﬁ, (A3)
0 0
where we have set S(&, s) = S((@Z)T X+ yg,se1). Note that |@7e| =1 because @ is a rotation matrix and |é;|=1.
Plugging the linear f(s) discretization of Equation (11) into Equation (A.3), we obtain
Le Le
A T A L ~b
[ s ynio o=@y | [Saontods | fex (A4)
0 b \o
The integrals
Le
/ S NG (s) ds
0

Le

/3(5&, s)ds

0

can be obtained for any linear Nl}(s) as an appropriate linear combination of

and

(A5)
Le
/ §(Fc, s)s ds.

0

After substituting the expression of the Stokeslet from Equation (6) we obtain

(A.6)
S(x,s) =
1 1 2(%1 — )% + % + X3 (7<12— S)X% , (%1 — $)X3
—_— (X1 — S)X (X1 —8)*+2%5 + %
3 2T X3
8t D(X,s) (1 — 9)7s

X2X3

X2X3 x1 — 5)2 + 5(% + 2)2%

where we have set D(X,s) = (7(1 —5)2 +F<§ +5<§. We have computed the integrals (A.5) and (A.6) analytically with the
software Mathematica [83], obtaining the following analytical expressions:
Lle

. Ly T2 I3 e
/S(i&,s)ds:

L, B, [
. no12 T3
o Iy D3 |, /S(x,s)sds: 5, I, B,
0 Iz Iz I3 0 I3 By I3
where the components of the matrices are listed below:
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s—X1+D(&,s s—X
I11 =2log 1 D) | G 31), (A7)
2 2 ,
NEcE e
s—X + D(&,s) s—X% X
122:10g + D(x ) 2“‘2’ (AS)
2 + 32 (%, 8) X5 + X5
s—X1 +D@&,s) s—% X2
Is3 = log + o 2 3 (A.9)
/f(%-i-;(% (%, 5) X5 + X3
X2
2=l=5es (A10)
X3
li3=131 = ——, Al1l
B=b1=52 (A1)
s—)”q 5‘<2)~<3
I3 =1I3= = = (A12)
VX +R5
. s—% + DQ&,s 3(%2 4% 25 — 3%)(s — X
Ii] = 2% log 1+ D(X,s) i (D2~ 3) +( = 1~)( 1)’ (A13)
/;(% + 32 (x,5) (x,5)
s s—X1+D(®&,s x+x X(s—%) X2 s— %)% — %2
15, =% log 1+ ( ) 5 HX3  Xi(s—X1) X5 ( 1~) 5 (A14)
+x3 "D@&s " Dws) X+ D(x,s)
3 s—% +D@&,s x +32 X(s—%) X s—x1)%—
15, = log 1+ (%,5) 21X X1(s —X1) X3 ( 1~) (A15)
+X3 D(x s) D(x,5) X5+ X3 D(x,s)
s S —Xq +D(x s)
Hy=51=% —D(i 5) - ) (A16)
’ x2+x3
- s s—X1+D(x,s
By =15, =% | —— —log [ L= %) @)1 (A17)
D&.s) e
15 X X =x) g (A18)

=1 =
ST W

Note that, because the node X belongs to the boundary of the filament, then D(&,s) > ‘/ig +i§ > a, VX, Vs. Therefore, all
integrals above are well-defined for any finite filament radius a.

Appendix B. Supplementary material
Supplementary material related to this article can be found online at https://doi.org/10.1016/j.jcp.2022.111774.
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