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shows that the same approach can be used to construct one-sided kernel functions (kernel
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1. Introduction

Immersed boundary (IB) methods [1-3] are a class of fictitious domain methods [4] that can enable the efficient solution
to complex moving domain problems. The IB methodology is now widely used in modeling large scale engineering [2,5-11]
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and biological [12-17] models that have large boundary deformations or displacements within the computational domain.
IB methods have also seen substantial use for applications that require only fixed geometries because they simplify grid
generation [18-21]. Compared to body-fitted and unstructured grid approaches, IB methods have lower memory footprint,
are easier to parallelize, and allow for fast linear solvers.

In IB method, the structural displacement, velocity, and forces are described on a Lagrangian mesh, whereas the fluid
velocity and pressure are described on a background Eulerian grid. The Lagrangian mesh is allowed to cut the background
Cartesian grid arbitrarily, which allows the IB methodology to be flexible and efficient. Interactions between the Lagrangian
and Eulerian variables are typically mediated by integral transforms with a smooth delta function kernel. The regularized
delta function kernels effectively smear the interface over a few Eulerian grid cells. The smearing process reduces the order
of accuracy of the methodology, which can necessiate using high grid resolution near the interface, particularly at higher
Reynolds numbers. It, however, permits a continuous solution of velocity and pressure fields across the interface. A limitation
of the standard diffuse-interface IB method is that for immersed bodies, the continuous solution can lead to spurious flow
inside the structure [22]. The internal flow may not influence the external flow at moderate Reynolds numbers, but it can
interfere with the external boundary layer at high Reynolds number (see Sec. 5.6).

Sharp-interface versions of the IB method have also been developed that reconstruct the velocity along the interface
using procedures that are not naturally expressed as integral transforms [23-25]. In some of these approaches, fluid bound-
ary conditions are directly imposed along the immersed boundary, and the momentum and continuity equations are solved
only on one side of the boundary. When the structure moves, fluid cells are “covered” and “uncovered”, and this can lead to
spurious force oscillations in the time history of the integrated drag and lift quantities. Although these approaches can im-
prove the order of accuracy as compared to formulations that use regularized forcing along the boundary, they require rich
geometric information about the interface and its location relative to the background grid. Sharp IB methods also require
the grid nodes to be classified as “IB”, “fluid”, and “solid” nodes, which increases the coding complexity, especially for large
scale distributed computing models. In particular, for moving body problems, the node classification has to be reevaluated
at every time step.

This work uses a direct forcing immersed boundary method [26,6,27] to model flows around complex bodies with pre-
scribed kinematics. This is motivated by vehicular aerodynamics applications, for the which the “dirty” CAD geometry (which
may include features such as sharp or thin edges, or artifacts such as holes) of the vehicle is relatively easier to handle via
diffuse-interface IB methods than their sharp-interface counterparts [28,29].

Various approaches have been employed in the literature to construct regularized delta functions for diffuse IB methods.
A common approach is to construct them by imposing certain discrete moment conditions. This approach was pioneered by
Peskin [1] and has been extended in subsequent work, including by Yang et al. [30] and Stein et al. [31]. Another approach
to constructing kernels functions is to employ the moving least squares (MLS) methodology [32]. The MLS technique can be
used to construct interpolation kernels (which are referred to as generating functions in the MLS literature) for a particular
Lagrangian point dynamically by solving a weighted least squares problem defined over a set of positions (interpolation
points) where data are sampled for interpolation (to locations on the Lagrangian mesh). The generating functions produced
by the MLS procedure are constructed to satisfy prescribed conditions, such as the polynomial reproduction constraints,
which are equivalent to discrete moment conditions like those suggested by Peskin. One of the strengths of the MLS method
is that it does not require the interpolation points to be arranged in a particular way around a Lagrangian point. This makes
the MLS technique quite general and even applicable for unstructured grid IB methods [33,34]. As typically done in regular IB
methods, prior IB/MLS works have also used a full support of interpolation points around a Lagrangian marker. In contrast,
we employ the MLS technique to construct one-sided regularized delta functions for the direct forcing IB method in this
work.

The MLS methodology has been extensively used in the mesh-free continuum mechanics literature [35-38]. Its use with
the direct forcing IB method was introduced by Vanella and Balaras [27]. Recently, Li et al. [39] and Tullio and Pascazio [40]
have also used the MLS technique of Vanella and Balaras to construct regularized IB kernels on structured Eulerian meshes.
In prior studies [27,39,40], the MLS technique was used to transform cubic spline weight functions into regularized kernel
functions that satisfy zeroth- and first-order discrete moment conditions. Because the fluid is described using a regular
Cartesian grid, a Cartesian arrangement of interpolation points across the interface was used in defining the least squares
problem. It is important to notice, however, that if the weight function already satisfies the conditions imposed by the MLS
construction, then the generating function produced by the MLS procedure is the same as the weight function. For example,
Peskin’s kernel functions and certain spline functions, already satisfy the reproducing properties, and hence are not modified
by the MLS construction. We prove this property of MLS weight generation in Sec. 3. Consequently, there is no advantage to
using a MLS construction with weighting functions that already satisfy the desired properties unless the construction aims
to reduce the support of the weighting function. In contrast, if the MLS kernel is to be supported on a region that does not
contain the full support of the basic kernel function, the MLS kernel will generally be different from the basic kernel. This
approach allows us to interpolate velocity from and spread force to only one side of the interface (see Fig. 1).

We remark that although the one-sided generating functions will satisfy the desired moment conditions, they will gen-
erally include large over- and undershoots, even if the original weights are non-negative and monotonically decreasing away
from the Lagrangian point. For diffuse-interface IB methods, the positive and negative values in the generating functions
can produce oscillatory feedback through force spreading operation that can destabilize the FSI simulation. By construction,
the velocity interpolation operation is not affected by (possibly larger-in-magnitude) negative weights. The source of the
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(a) A closed interface (b) An open interface

Fig. 1. Demarcation of Eulerian domain Q =, U Q;r based on the location of the interface 9€2;,. Lagrangian marker points depicted as [e] on the interface
interpolate velocity from and spread force to @ and Qg’ regions separately. (a) A self-closing interface partitioning the domain into interior Q" and

exterior Ql‘f regions. (b) A hypothetical plane (shown with a dashed line) passing through an open interface and partitioning the domain into interior and
exterior regions. The choice of the hypothetical plane for an open interface is arbitrary.

aforementioned instability can be understood as follows. For the direct forcing IB method, the feedback force is defined in
terms of a slip velocity at a Lagrangian point. If the weights used in the force spreading operator are of similar magnitude,
but with opposite sign, the Eulerian representation of the Lagrangian feedback force will be spatially oscillatory. This causes
the numerical error to grow over time. We remark that for exactly-constrained IB methods, wherein the Lagrangian forces
are computed by solving an extended saddle-point system [41,42], the (larger magnitude of) positive and negative weights
do not affect the stability of the system — the IB force is dynamically adjusted to satisfy the imposed kinematic constraints.
To overcome this issue, this paper introduces two shifting techniques to make weights non-negative and to reduce the
overshoots for the one-sided kernels. A side-effect of the shifting procedure is that the first and other higher-order mo-
ment conditions are not satisfied in general, and as a result, the shifted one-sided kernels are limited to first-order accurate
reconstructions.

One-sided MLS kernels have also been used by Le and Khoo [43] and Mohammadi et al. [44] in the context of sharp-
interface IB methods. These developments are relatively recent. In their approach, velocity reconstruction at “IB forcing
nodes” is done via an MLS method instead of grid-based interpolations. For a given IB forcing node (which is defined
to be near the solid interface and towards the fluid side), nearby Eulerian fluid nodes and interfacial Lagrangian nodes are
selected as a set of interpolation points to carry out the velocity reconstruction process. Internal solid nodes and neighboring
IB forcing nodes are excluded from this interpolation set. Le and Khoo [43] and Mohammadi et al. [44] found MLS-based
reconstructions to be more robust than interpolating the velocity along a specific direction, such as grid-aligned directions
or local normal directions and as commonly used with sharp-interface IB schemes. Their MLS-based sharp-interface IB
method also retains second-order accuracy. We remark that there is a fundamental difference in the MLS interpolation
procedure for sharp-interface IB methods and our current diffuse-interface IB method. For sharp-interface IB methods, the
interfacial Lagrangian nodes participate in the interpolation process because they are not considered to be forcing points,
and IB nodes near the solid interface and towards the fluid side act as forcing points. For diffuse-interface IB methods,
the interfacial Lagrangian nodes are the forcing points, and therefore, only neighboring Eulerian fluid nodes are taken in the
support of the interpolating kernel. The reason for exclusion stems from the fact that the range of spreading operator, which
is typically constructed to be the adjoint of interpolation operator, is restricted to the fluid nodes. Conversely, the domain
of the interpolation operator is also restricted to the same set of Eulerian fluid nodes.

Specialized forms of one-sided IB kernels dealing with interactions between immersed structures and the boundaries
of the computational domain have also been proposed in the literature. For example, Griffith and co-workers algebraically
derived one-sided regularized delta functions that continuously transition to Peskin’s four-point kernel as the structure
position moves away from the boundary of the computational domain [45]. As in the simplest version of the MLS weighting
functions constructed herein, this one-sided kernel included both positive and negative weights. An alternative approach
was proposed by Yeo and Maxey to deal with boundaries of the computational domain [46]; see also Delong et al. [47].
However, these constructions do not deal with one-sided constructions along general (curved) internal boundaries, which
is the focus of this paper. Moreover, the current MLS approach can also naturally handle immersed structures near the
computational domain boundaries.

1 These nodes are also excluded from grid-based interpolation schemes that are typically used in sharp IB methods.
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2. Equations of motion
2.1. Immersed boundary method

We begin by describing the equations of motion of a rigid body moving in an incompressible viscous fluid of constant
density p and viscosity w in a region @ Cc RY, d = 2 or 3. In the immersed boundary formulation, a Lagrangian descrip-
tion is employed for the structural location and forces, and an Eulerian description is employed for the fluid velocity and
pressure. We denote the position of the boundary of the Lagrangian structure 92, (t) C € at time t by X(s,t), in which
s=(s1,...54_1) € U denotes a fixed material coordinate system attached to the boundary, and U c R9-1 is the Lagrangian
curvilinear coordinate domain. The fixed physical domain is fully described by the Cartesian coordinates X = (X1, ..., Xg) € .
The open or closed boundary of the immersed structure partitions the Cartesian domain into two regions Q2 = Q,';(r) U (6
(see Fig. 1).

The combined equations of motion for fluid-structure system are [1,6]

ou 2

P <§(x, t) +ulx,t) - Vu(x, t)) =—VpX,t)+ uVui,t) +f(x,t), (1)
V. u(x,t) =0, (2)
f(x,t) =/F(s, t)§(x — X(s, t)) ds, 3)

U
U(s, t) :/u(x, t)s(x — X(s, t)) dx, (4)

Q

oX

E(S’ t) =U(s, t). (5)

Egs. (1) and (2) are the incompressible Navier-Stokes equations written in Eulerian form, in which u(x, t) is the velocity
and p(x,t) is the pressure. Eq. (3) converts the Lagrangian force density F(s, t) into an equivalent Eulerian density f(x,t).
Conversely, Eq. (4) determines the physical velocity of each Lagrangian material point from the Eulerian velocity field, so
that the immersed structure moves according to the local value of the velocity field u(x,t) (Eq. (5)). The Lagrangian and
Eulerian quantities of Egs. (3) and (4) are mediated by integral equations using Dirac delta function, which is taken to be
d-dimensional tensor product of one-dimensional delta functions: §(x) = n;’zla (x;). In this formulation, the Lagrangian force
density F(s, t) is a Lagrange multiplier that ensures that the body moves according to a prescribed velocity.

2.2. Discrete equations of motion

2.2.1. Lagrangian discretization

In conventional IB methods, Eqs. (3) and (4) are approximated by replacing the singular delta function kernel by a
regularized delta function 38 (x) that is supported on both sides of the interface 9<2;(t). Using a short-hand notation, we
denote the force spreading operation by f = S;[X]F, in which S;g[X] is the force-spreading operator associated with the
boundary configuration and regularized delta function. The velocity interpolation operation as defined in Eq. (4) is expressed
as % =U= J;[X]u, in which J5[X] is the velocity-interpolation operator. It can be shown that if S;g and J g are adjoint
operators, i.e., Sigp = J |3, then Lagrangian-Eulerian coupling conserves energy [1]. Later in Sec. 3.2 we will obtain spreading
and interpolation operators using generating functions produced by the MLS technique, which we denote by Syis and
Jwmis, respectively. Generic force-spreading and velocity-interpolation operators are denoted S and J, respectively.

We impose velocity boundary conditions only along the fluid-structure interface, and the volume enclosed by the
closed interface is not constrained. Discretely, Lagrangian markers with curvilinear mesh spacing (Asp, Asy) represent
the codimension-1 interface 9$2,; see Fig. 1. The Lagrangian markers are indexed by the tuple (I, m). Based on our prior
experience with direct forcing IB method, we typically take the Lagrangian marker spacing approximately equal to the
Eulerian grid spacing on the finest grid level, i.e.,, As; ~ Asy ~ h, in which h is the uniform grid cell size on the finest
level of the locally refined grid. A discrete approximation to any general quantity defined on marker points is described by
(D?,m ~ O(s;;m, t") = O(IAs1, mAsy, t") at time t". More specifically, the position, velocity, and force of a marker point are
denoted as X, U, and F; 5, respectively. Using the regularized IB kernel 8y, the discrete velocity interpolation of the col-
located grid fluid velocity u= (u, v, w) onto a specific configuration of Lagrangian markers (i.e., U= (U, V, W) = J;[X]u)
reads

Uym= Z Ui jkSh (Xi,jk — Xim) AXAYAz, (6)
Xi jkEQ

Vim= Y Vijkdh (Xijk — Xim) AXAyAz, (7)
X,',j.kEQ
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Wim= Z Wi kS (Xijk — Xim) AXAyAz, (8)

X,'YijEQ

in which the tuple (i, j, k) is the Cartesian grid cell index and X; ; x is the spatial location of the cell centroid. Conversely, the
discrete spreading of Lagrangian force density F= (F1, F, F3) onto cell centers of the collocated grid (i.e., f= (f1, f2, f3) =
S[X]F) reads

(fDijk= Z (FDLmdh (Xi jx — Xi,m) As1ASy, (9)
X[’mEQb

(fijk= Z (F2)1,mdh (Xi,j k — Xi,m) AS1Asz, (10)
X[{mGQb

(f3)ijk= Z (F3)1,m0n (Xi j.x — Xi,m) As1Asy. (11)
X[’mEQb

The regularized IB kernel §;, interpolates from and spreads to both sides of the interface 3<2;,. Note that the arguments
of an IB kernel §; depend only on the difference between Eulerian and Lagrangian locations, i.e., §; = éy(x — X), and not
the locations themselves; see Eqs. (6)-(11). This property implies that the weights of an IB kernel are independent of the
Lagrangian marker identity and the same kernel is used for each marker. In Sec. 3, we describe a procedure to obtain the
one-sided version of IB kernel v, (X, X) using the moving least squares method whose weights depend upon the Lagrangian
marker position explicitly. In particular, a different kernel function is generated for each marker.

2.2.2. Eulerian discretization and time-stepping scheme

In this work, a collocated grid discretization for the momentum and continuity equations is used, in which the Eulerian
velocity, pressure, and force variables are defined at the centers of Cartesian grid cells of grid spacing h. Second-order finite
differences are used to approximate the Eulerian equations on locally refined grids [28,6]. The spatially discretized cell-
centered operators are denoted with a ‘cc’ subscript. To avoid the velocity and pressure decoupling on collocated grid [48],
auxiliary face-centered variables and operators are introduced, which are distinguished using a ‘fc’ subscript.

A version of the second-order accurate pressure projection algorithm of Brown et al. [49] is used to solve the incom-
pressible Navier-Stokes system, and the direct forcing approach of Bhalla et al. [6] is used to approximately impose the
rigidity constraint of the immersed body. A fixed-point iteration time stepping scheme using ncyces = 2 cycles per time step
is used to evolve quantities from time level t" to time level t"*1 =" + At. A superscript “k” is used to denote the cycle
number of the fixed-point iteration. At the beginning of each time step, the solutions from the previous time step are used
to initialize cycle k =0: u"*1-0 = u" and p"+%*0 = p”‘%. At the initial time n = 0, the Eulerian velocity is prescribed via an
initial condition, and the Eulerian pressure is taken to be zero.

With N = (u- V,u) denoting the non-linear convective term, the equations of motion are

un+1,k+l —u" 1 1 un+1,k+1 +un i
0 (At +Nﬂ+2,k — _Vhpn+2,k+1 +M/Vﬁ f +fn+2,k+1, (12)

Vi _un+1,k+l =0, (13)
and are integrated from time step n to n+ 1 in an operator-splitting manner as follows:

1. An intermediate velocity ﬁZH‘kH is obtained by integrating the advection-diffusion momentum equation, which ignores

the pressure and the constraint forces

~n+1,k+1 n ~n+1,k+1 n
u —u u u
0 (T +Nn+;,k) = uv? (%) , (14)

A geometric multigrid solver using a Gauss-Seidel smoother is employed to solve for ﬁZH'kH on a locally refined grid.

For the first (k = 0) cycle, the nonlinear convective term is discretized using the explicit Adams-Bashforth scheme, so
that N™*+32:0 = %(u - Vau)" — %(u - Vow)"~ 1 while for the remaining cycles, a midpoint approximation is used, so that
N2k = (u- V)™ 2, in which u 2k = Tk gy,

2. Impose the rigidity constraint of the immersed body by computing the constraint force F

1 ﬁn+1,k+l "
AUn+%,k+l =UZ+2 —JIX] ( * 5 + , (15)
QLR gLkl 4 grx) AU KT (16)
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Fit 5k :ﬁAU’“'%*"H, (17)
At
i3 k1 = S[X] Fn+%,k+17 (18)

in which U, is the desired rigid body velocity of the structure, and AU is the slip velocity computed from the in-
terpolated (unconstrained) fluid velocity on the Lagrangian markers. In our implementation, we directly update the
velocity field @"t1**+1 using Eq. (16) on the Eulerian grid, without explicitly calculating i3k g given in Eq. (18).
This equivalence can be readily verified by considering the operator-split between momentum and rigidity constraint
equations [6]. However, Eq. (18) is useful for computing the net hydrodynamic forces on the immersed structure [50].
At this stage, the fluid velocity u"*!-¥*1 accounts for the rigidity of the structure, but not the incompressibility of the
system. This is corrected in the next step.

3. Impose the incompressibility constraint by solving the pressure Poisson equation for the auxiliary variable ¢ and esti-
mate the fluid pressure

ﬁ1f1+1 Jk+1 ]I(u”“ l<+1) (]9)
C
2 n+1,k+1 P ~n+1,k+1
_v ¢n+ k+ :_EV ,ufflc o (20)
un+1,k+1 _ ﬁn+l,k+] V¢n+1 k+1 (21)
u1f1c+1,k+1 =ﬁrflc+l,k+1 V(prz+1 kJrl7 (22)
1 At
P ekl — gl _ MV PR, (23)

in which I is the interpolation operator that determines the face-centered velocity field ufJrl oke+1 by averaging the
adjacent cell-centered velocity components.

We use adaptive mesh refinement (AMR) framework for some of the cases presented in Sec. 5. A grid with Emax
refinement levels has grid spacings Axg, Ayo, and Azy on the coarsest grid level and grid spacings Ax = Axo/nref ,

Ay = Ayo/nref ,and Az = Azo/nref on a grid level ¢, in which, ngr is the integer refinement ratio. The Lagrangian mesh
is embedded on the finest grid level to adequately resolve the thin boundary layers. For all of the cases considered in this
work a constant time step size At =min(At?) is chosen, in which the time step size At’ on grid level ¢ satisfies the con-

Ay Az
HuxHoo luylloo” Nuzlloo

¢
vective CFL condition Atf < C mm( ) . In this work, the convective CFL number is set to C = 0.1 unless

otherwise stated.
3. Moving least squares method
3.1. Review

The Backus-Gilbert formulation of the moving least squares method seeks the quasi-interpolant

N
PeX) =Y gx)¥i(X), (24)

in which g =[g(x1), ..., g(xn)]17 are given data at N interpolation points, X is the evaluation point, and P is the interpolation
operator. The moving least squares method computes generating functions v;(X) = {1/ (x;, X)} subject to the polynomial
reproduction constraints

> px)¥i(X) =p(X), forall p e IT}, (25)

i=1
in which IT} is the space of s-variate polynomials (centered around any arbitrary point) of total degree at most d. The
polynomial reproduction constraints correspond to discrete moment conditions for the function v;(X). Eq. (25) can be written
in a matrix form as

AV (X) =P(X), (26)
in which the entries of the polynomial matrix A € R™*N are the values of the basis functions at the data point loca-
tions, Aij =piX;),i=1,...,m,j=1,...,N, and the right-hand side vector P = [p1,...,pm]T contains the values of the

6
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polynomials at the evaluation point X. The unknown generating function vector W = [, ..., ¥n]’ is obtained by solving
a least squares problem. Since the set of generating functions changes by considering a different evaluation point Y # X,
{¥i(Y)} # {¢i(X)}, this least squares procedure is called the moving least squares problem.

Generally N > m, implying that Eq. (26) is an underdetermined system which can be solved in a weighted least squares
sense with the help of Lagrange multipliers A(X) to enforce the reproducing conditions. Specifically, the Backus-Gilbert MLS
problem is solved by posing it as a constrained quadratic minimization problem, which reads as

min J = 20T xw XX
Backus-Gilbert MLS: { ¥X)eRN (27)
subject to: AYX) =P(X).

Here, W(X) = diag (W) is the diagonal matrix containing weights of the interpolation points with respect to the evaluation
point, and W = (W (x1, X), ..., W(Xxy, X)) is the main diagonal of WW(X). The weights are defined by a nonnegative weight
function W (x;, X) that decreases in magnitude with distance away from the evaluation point X. Eq. (27) is solved by
minimizing the Lagrangian £ of the problem, defined using the Lagrange multiplier A(X) € R™ as

1
£= 3 YTXOW LX) W(X) — AT(X)[A¥(X) — P(X)]. (28)
The Lagrangian is minimized by using the essential conditions of extrema, % =0 and % =0, which yields
Ww— ATL =0, (29)
A¥ —P=0. (30)
Solving the above two equations, we obtain
r=(AWAT) 'P=g'P, (31)
U=WAL=WAT (AWAT) ' P=WATG'P. (32)

In Egs. (31) and (32), G(X) = AW.AT € R™ is the symmetric positive-definite Gram matrix, whose entries are the
weighted L? inner products of the polynomials

N

GjX) = (pj Py = D2_PixOPKEOW (%1, X), jok=1,....m. (33)
i=1

It is also instructive to write the generating functions (obtained in Eq. (32)) in component form as

v Xi, X) = ¢i(X) = W(Xi,X)Z)\j(X)Pj(Xi), i=1,....,N. (34)
j=1

In matrix notation, Eq. (34) can be written as

¥(X) =WX) 0 LX), (35)

in which £(X) = ATA(X) and © indicates the Hadamard (component-wise) product of two matrices.
In the IB literature, the standard formulation of the MLS problem is more popular [27,40,33,34,43,44] compared to the
Backus-Gilbert theory [51]. In the standard formulation of MLS, the quasi-interpolant Pg to g is expressed as

PeX) = ch(X)Pj(X) =PT(X)C(X), (36)
j=1

and the unknown coefficient vector C(X) appearing in Eq. (36) above is found by minimizing the weighted L?>-norm of the
error function J(C):

N
JEX)) =Y W (x;, X)[PT(x)C(X) — g(x))]’, (37)
i=1
with respect to C, i.e,, by setting % = 0. However, both formulations ultimately produce the same generating function
¥ (X, X). There are two main advantages of the Backus-Gilbert MLS formulation: (i) the polynomial reproducing conditions
are directly included in the problem formulation; and (ii) the unknown vector ¥ is independent of the data values g, unlike
the coefficient vector C, which implicitly depends upon the sampled data values, i.e., C = C(X; g).

7
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Fig. 2. (a) Representative Lagrangian markers (x) on a circular interface embedded in a Cartesian grid, and full support of the kernel (o) around marker
points. (b) Error norms of ||¥ — W|| for various kernels.

As an example, consider the univariate polynomials in two spatial dimensions, i.e.,, d =2 and s =1, so that m = 3. The
univariate basis functions defined relative to an evaluation point are p(X) = (p1 (X —X), p2X—X), p3x—X)) =(1,x— X,y —
Y), with X = (X, Y) denoting the coordinates of the evaluation point X. In the context of the immersed boundary method, p,
polynomial (constant) reproducing condition implies that Lagrangian and Eulerian forms of force and power are equivalent.
Furthermore, p; and p3 polynomial (linear) reproducing conditions make Lagrangian and Eulerian representations of torque
equivalent [1]. Notice that defining the polynomial basis function relative to the evaluation point X makes the right-hand of
Eq. (26) a constant vector, i.e.,

P(X) = p(X)|x=x = (1,0,0), (38)
independent of X.

Lemma 1. If the weight functions already satisfy the reproducing conditions then L is a matrix of ones.

Proof. In this case the weight functions are the generating functions ¥(X) = W(X). Therefore, from Eq. (35) L;j =1 fol-
lows. O

Next, we consider some commonly used weight functions W in the IB literature to generate MLS weights ¥ for four
representative points on a circular interface (see Fig. 2(a)). The chosen weight functions are: (i) Peskin’s four-point delta
kernel 84; (ii) new five-point 82*" and (iii) six-point 6" delta kernels; (iv) five-point ¢s and (v) six-point @ spline
functions; (vi) two-point cubic spline function ¢, as used in Vanella and Balaras [27]; and (vii) four-point radial basis
function (RBF). The one-dimensional functional form of these kernels are provided in Appendix A. Out of these kernels, the
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first five kernels satisfy the zeroth- and first-order moment conditions, when they have a full support around the Lagrangian
marker — as in this case. Fig. 2(b) plots L2- and L®-norms of difference in W and W for the four Lagrangian points. As
observed in the figure, the MLS procedure does not transform the weights of those kernels that already satisfy the moment
conditions it tries to impose. The numerical results shown in Fig. 2(b) are consistent with Lemma 1.

3.2. One-sided IB kernels

To obtain one-sided IB kernel v, using the MLS procedure, we use the Heaviside function H(x)

0, .

H::p =
T @ vagy,

(39)
to select the appropriate side of the interface 92, in order to define the domain of influence of the evaluation/Lagrangian
point X. This is achieved by multiplying the standard/unrestricted weights by the Heaviside function to obtain restricted
weights Ws

WhisXi, X) = WX, X)H(X;) s.t. Wwmsx;, X) =0 V xj€ Q. (40)

It can be easily verified that by using Wwis in Eq. (34), ¥ (x;,X) =0V x; € Q. Therefore, by using a simple weight
manipulation process we can easily control the domain of influence or the interaction region of point X.

Many choices for the weight function have been introduced in the MLS literature, including the Gaussian function, B-
splines, Wendland function, inverse distance square function, and others. In this work we use four-point, and the new/mod-
ified five-point and the six-point Peskin’s delta functions; the new kernels remove the negative tails of the original Peskin
kernels by imposing a weaker second moment condition. Because Peskin’s delta functions are specifically constructed to sat-
isfy the zeroth- and first-order moment conditions, they automatically qualify as the generating function when the domain
of influence of the evaluation point X is not restricted. Furthermore, Peskin’s delta functions show good grid translation in-
variance property in spite of a compact support [52]. In Sec. 5, we also compare the performance of Peskin’s delta function
weights to B-splines weights.

Finally, using the one-sided IB kernel v, the discrete velocity interpolation of the fluid velocity onto Lagrangian markers
(i.e., U= T mLs[X]u) reads

Um= Y uijk¥n(Xijk Xin) AXAyAz, (41)
X,'J'_kEQ

Vim= Z Vi jk¥h (Xijko Xim) AXAyAz, (42)
xi,j.kEQ

Wim= Y Wijk¥n(Xijk Xin) AXAyAz. (43)
X,'YijGQ

Conversely, the discrete spreading of Lagrangian force density F onto cell centers using one-sided IB kernel (i.e., f=
Swmis[X]F) reads

(fDijk= Z (FOLmWh (Xi j k. Xim) As1AS2, (44)
X[{mGQb

(fijk= Z (F2)1m¥n (Xi j k. Xim) As1AS2, (45)
X[’mEQb

(fijk= Z (F3)im¥h (Xi j k- Xim) AS1AS). (46)
X[{mGQb

Notice that the above formulas are same as those employed for regular IB interpolation and spreading operations, except
that here we use MLS weighting functions.

3.3. Nullspace of the polynomial matrix
An interesting property of the MLS generating functions is that the odd-degree polynomial reproduction conditions are

not affected by a constant shift, given a symmetric arrangement of the interpolation points X around the evaluation point
X. The following Lemma makes it precise by considering two spatial dimensions and univariate polynomials.

Lemma 2. With N denoting the number of Eulerian points in the support of the weight function in both Qlf and Q" regions, and

C = c1 denoting a constant vector with entries c, the modified weights ¥™ = (¥ + C)/Zf\’=1 (¥ + C) = (¥ +C)/(1 + Nc) satisfy the
first moment condition if the evaluation point is coincident with one of the interpolation points.

9
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Proof. Since W satisfies the zeroth-order moment condition by construction, > ¥ =1 and since C is a constant vector
>~ C= Nc. Therefore, the denominator of ¥ is > (¥ + C) =1+ Nc. Next, considering Eq. (26), the modified weights satisfy
the relation

AV =P" = (P+ AC)/(1 + No). (47)
In two spatial dimensions with univariate polynomials, the .AC term of P™ is
Nc
AC=c(AD) =| c TN, (xi — X) (48)
YL i—Y)

If the evaluation point X = (X, Y) is coincident with one of the interpolation points, odd-degree terms like Zf’;l (xj — X) or
Z,N:](y,' —Y) evaluate to zero because of the symmetric arrangement. With P = (1,0, 0)7

1
P"=P+.AC0)/(1+Nc)=|0|=P. O
0

Consequently, ¥™ satisfies the same discrete moment conditions as ¥ for a symmetric arrangement of interpolation
points centered around a moving point of interest X. With a cell-centered discretization, this assumption holds for an
IB point that is coincident with cell centroid. An analogous argument holds in three spatial dimensions with univariate
polynomials. Notice that the zeroth-order moment condition of ¥™ is satisfied due to the normalization factor (1 + Nc¢),
irrespective of the relative location of the evaluation point with respect to the background grid. We remark that higher-order
moments, e.g., second-order moments with bivariate polynomials, won’t be satisfied exactly even when X is collocated
on cell centroid for a constant shift. This is because even-degree entries of P™, such as Z?’Zl(xi — X)2, do not provide

cancellations. However, odd-degree terms like ZlNzl (x;i — X)(yi — Y) would still equal zero.
3.4. Mollifying one-sided MLS kernels

In an essence, the moving least squares solution transforms the input weights Wyys(Xi, X) to v, (X, X) that satisfy
the polynomial reproduction conditions. For IB spreading operation, it is desirable that generating functions v, (x;, X) are
monotonically decreasing and remain positive (or have negligible negative tails) for all evaluation points X. In fact, the
new/modified five- and six-point Peskin’s delta functions were designed to eliminate the negative tails of the standard five-
and six-point IB kernels, respectively.

The increased positivity of kernels also lead to better grid translation invariance property as shown empirically by Bao
et al. [52]. In the context of one-sided IB kernels, the MLS procedure can generate larger (compared to the underlying
weighting function) weights for nearby Eulerian grid nodes and negative weights for far-away grid nodes to satisfy the
linear conditions. Fig. 3 in the next section (Sec. 3.5) describes this situation. We remark that large positive and negative
weights in the kernel function do not pose stability concerns for certain IB methods that compute constraint forces exactly.
It however, can induce flow instabilities in a direct forcing IB simulation through an oscillatory feedback. Indeed this was
observed for test cases simulated using direct forcing IB method in this work. We also tested the one-sided MLS kernels
with exactly-constrained IB methods [41,42]. Our preliminary tests suggest that the direct use of one-sided MLS kernels
with exactly-constrained IB methods do not appear to produce flow instabilities; such specialized IB methods are not the
focus of the current work and shall be explored more in the future.

We explore two weight-shifting strategies to mollify the generating functions v, (x;, X). The shifting procedure is moti-
vated by the constant nullspace property defined in the previous section. We shall compare the two shifting strategies for
flow past a sphere at Re = 10, 000 in Sec. 3.6 and make recommendations based on physical observations for this test case.

In Sec. 3.3, we examined shifting the generating functions ¥ by a constant vector. It was noted that the constant shift
preserves the linear polynomial reproduction constraint under certain conditions, although doing so eliminates the one-
sided property of v (X;, X); W™ (x;, X) =c # 0 for x; € ;. To remedy this situation we propose two modifications:

1. a constant vector shift (CVS) based on a restricted version of constant vector Cor =Clg:;
2. a more general non-constant vector shift (NCVS) based on MLS weights CQ; = cWhis.

The form of the modified generating functions remain the same, which read as

" \II+C19;—
U= —o——""—, 49
cvs Y(¥+clg) (49)
m Y+ Wums  Wus O (£ +cl) (50)

)\ = = .
NOVS ™ S (W4 cWwmis) Y (W + cWhiis)

10
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Notice that both shifts are zero in the €, region which preserves the one-sidedness of W¥™.

We now consider the effect of two restricted shifts on the polynomial reproduction constraints. Let N = N*UN~ denote
the number of Eulerian points in the support of the weight function, with N* e Q;r and N~ € Q. Using the zeroth moment
condition of original ¥, and the more general CQZ = cWhwis, we have

W+ Co+
- (51)
1+c¢ ZiEN+ Wi
in which W; = Wys(X;, X). Using Eq. (26) for the modified weights ¥™,
m_pn_ D tACy
AV =p" = — > | (52)
T+¢) jen+ Wi
Again considering two spatial dimensions and univariate polynomials, the .ACQ;r term of P™ is
ZieN‘*’ Wi
ACqr = | Yien+ (i = X)Wi |. (53)
Yient (Vi — VW
With P= (1,0, 0)7,
1
CY ien+ (i — X)W, £0
P=| 14cY oy Wi (54)
CY ien+ Vi — Y)W, 20
T+c) ien+ Wi

Similarly, for CQ; = le;r, P™ can be obtained by simply setting W; =1 in Eq. (54). We make several remarks about these
two weight shifting strategies:

e For the Heaviside function, W; =0 for x; € Q,’, so only data in Q; contribute to the summation. Hence, odd-degree
polynomial terms may not cancel fully. Therefore, both strategies do not satisfy the linear polynomial reproducing
condition in general. In practice, the IB marker points are not collocated on cell centroids, especially for moving bodies.
Therefore, the modified weights do not satisfy the first moment condition even for the unrestricted constant shift C = c1
for practical FSI applications.

e For the NCVS strategy, the shifts are inversely proportional to the distance between the evaluation and interpolation
points. The CVS strategy is a special case of the NCVS strategy, with an equal shift applied to each interpolation point
as W; =1. We will see the physical manifestation of these two shifting strategies in the context of flow past sphere in
Sec. 3.6.

e The scalar c is a free-parameter, which can be chosen to enhance the positivity of W¥. In this work we choose ¢ =
|min(0, min(¥))| and ¢ = |min(0, min(L))| for the CVS and NCVS strategy, respectively. From Eqgs. (49) and (50), it can
be easily verified that these are the minimum values of ¢ that ensure ¥™ > 0.

e The W~ weights in Eq. (50) can be viewed as a specific version of a more general combination of moment-satisfying
one-sided MLS weights ¥ and a restricted version of two-sided weights Wy s (that may originally also satisfy the
discrete moments),

m ¥+ Wi
NS T Y (W + W)
Here « and B can be selected to satisfy the desired properties for the weights W™, The specific values of & =1 and

B = |min(0, min(L£))| considered here ensure that the weights are positive and revert to the MLS weights ¥ to achieve
reproducing conditions, whenever possible.

(55)

3.5. MLS procedure

In this section we take a simple case of a two-dimensional closed circular interface embedded in a uniform Cartesian
grid to demonstrate the procedure of generating original and modified MLS weights, ¥ and ¥™, respectively. This example
also serves to demonstrate that the MLS method can lead to over- and undershoots in W for the restricted domain problem.
It also serves to illustrate the process of remedying ¥ through CVS and NCVS shifting. For generality, the procedure is
demonstrated for four Lagrangian points placed non-symmetrically along the interface:

11
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Fig. 3. Color plot of (a) four-point delta function weights; (b) restricted four-point delta function weights; (c) MLS generated weights; (d) CVS shifted MLS
weights; and (e) NCVS shifted MLS weights. Here, Eulerian grid points outside of the cylinder are masked. (For interpretation of the colors in the figure(s),
the reader is referred to the web version of this article.)

1. The first step involves generating the YW weights at the Eulerian grid points that are in the support of the Lagrangian
material points. Fig. 3(a) shows the color plot of Peskin’s four-point delta function weights. The Lagrangian points
are highlighted with a filled triangle and the neighboring Eulerian grid points in the compact support are highlighted
through black circles.

12
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(a) CVS (b) NCVS

Fig. 4. Flow past a sphere at Re =10, 000 using (a) ¥{,s and (b) W}, weights. The former approach leads to a thick numerical boundary layer, which is
unphysical.

2. Next, the restricted weights Wys are evaluated using a masking criterion. In this demonstration we mask the Eulerian
grid points outside of the cylinder. The restricted weights are shown in Fig. 3(b).

3. The restricted weights Wys are then used to produce the generating weights W, which are plotted in Fig. 3(c). As
mentioned in Sec. 3.4, and also for this example, the MLS construction produces large positive weights near the imme-
diate vicinity of the interface and negative values near the tail-end region of ¥; compare the color scale of Figs. 3(a)
and 3(c).

4. To mollify ¥, the modified MLS weights W™ are evaluated using CVS and NCVS approaches described in the prior
Sec. 3.4. The modified weights W{,c and W~ are plotted in Fig. 3(d) and Fig. 3(e), respectively. It can be seen that
the modified weights W™ are positive towards the tail-end region and have mollified near the immediate vicinity of the
interface.

3.6. CVS and NCVS comparison

While both approaches mollify W, there is an important difference in their weight distribution. W{-,s has monotonically
decreasing weights away from the evaluation point, which is also consistent with the distribution of the original weight
W. In contrast, W[ has a weight distribution that does not decrease monotonically with distance. For IB simulations, it is
desirable that weights have an inverse relationship with distance. If this condition is not met, the interpolation weights can
artificially increase the boundary layer thickness at the fluid-IB interface.

To elucidate this effect, we consider flow past a sphere at a Reynolds number of 10, 000. At Re = 10, 000, the boundary
layer is expected to be very thin and an IB simulation is expected to reflect this behavior. Peskin’s four-point regularized
delta kernel is used for evaluating Wyys. Velocity magnitude of the flow near the stagnation region of the sphere is shown
in Fig. 4 for the two mollifying schemes. Because of the non-monotonically decreasing W{,; weights, grid nodes lying to-
wards the tail-end region possess relatively large weights (see Fig. 3(d)). The resulting magnitude of the IB force at these
grid nodes is large (compared to standard IB kernels), and consequently it leads to a thick numerical boundary layer as
illustrated in Fig. 4(a). In contrast, flow at the fluid-IB interface corresponding to NCVS scheme is typical of an external
flow around a sphere using a regular diffuse-interface IB method. The boundary layer over the sphere using the standard
four-point kernel is quite similar to Fig. 4(b), and the comparison is omitted for brevity. Although this comparison is qual-
itative, and more systematic investigation is needed for high Re flows than what is presented in this section, quantitative
comparison of CVS and NCVS approaches at moderate Re flows is demonstrated for few cases in Sec. 5. The results of
Sec. 5 also favor the NCVS approach. Therefore, NCVS shifting scheme is preferred over CVS scheme, and all the results in
what follows will be based on Wy, unless stated otherwise. As discussed in the introduction, the unmodified ¥ weights
produce unphysical flow oscillations (due to force spreading) at the fluid-IB interface which destabilizes the direct forcing
IB simulation; flow instability data not presented for this case.

4. Software implementation

The immersed boundary methods presented in this work are implemented in the solver CUBE [28], which is a multi-
physics flow solver for massively parallel simulations. It is built on a hierarchical meshing technique known as the Building

13
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Cube Method (BCM) [53]. CUBE supports hybrid parallelism through a combination of Message Passing Interface (MPI) and
shared-memory parallelism using OpenMP.

5. Results

In this section, we first benchmark the one-sided IB kernels on problems from the IB literature to check the accuracy
of FSI solutions. We also highlight the ability of one-sided kernels to avoid spurious flows inside the solid domain that
are typically produced by standard diffuse IB kernels. Next, the MLS kernels are used to simulate flow past the Ahmed
body [54], which demonstrates the potential of the one-sided IB approach to treat complex engineering geometries.

5.1. Taylor-Green vortex flow

In this test we follow Li et al. [39] and simulate the problem of Taylor-Green vortex flow with an embedded interface
upon which exact velocity boundary conditions are imposed. Li et al. tested the accuracy of two-sided IB kernels using the
MLS technique of Vanella and Balaras with direct forcing IB method. Here, we test the accuracy of one-sided MLS kernels
for this problem. The analytical solution to the Taylor-Green vortex flow is

ux, y,t) = —cos (wx) sin(ny)e’z”zt/Re, (56)

V(x, y, t) = sin (7Tx) cos(7r y)e 27 t/Re, (57)
1

px,y,t) = -2 (cos(2mx) + cos(2 y)) e—4m’t/Re (58)

The numerical simulation of the decaying vortex is performed with Q =[—2, 2] x [-2, 2], and a CFL number of C =0.05
is chosen. The exact solution at t = 0 acts as the initial condition. A circular cylinder is chosen to represent the IB surface
where a velocity based on the exact solution is imposed. The cylinder is located with its center at the origin of the domain,
and its radius is taken to be 1. The Reynolds number of the flow is taken to be Re = 100, and the fluid density and viscosity
are taken as, p =1 and = 1072, respectively.

Because the Taylor-Green vortex problem is smooth, formulations using Peskin’s second-order accurate delta functions
provide high accuracy. This test also serves as a reference to compare the maximum order of accuracy for the proposed MLS
kernels. In particular, more general models will typically include stress discontinuities along the fluid-structure interface,
and in such conditions, all of the diffuse-interface methods, including the direct forcing IB method, will be only first-order
accurate. Fig. 5 compares the numerical simulation at t =1 with the corresponding exact solution using L', L%, and L*®
error norms. The u velocity error norms are shown with solid lines, and the pressure error norms are shown with dashed
lines. As observed in Fig. 5(a), formulations using Peskin’s four-point delta function in both J and & yields second-order
accuracy for the velocity and pressure error norms. Similar results were obtained by Li et al. [39], who employed two-sided
MLS technique of Vanella and Balaras with the five-point cubic spline function weight.

To evaluate the order of accuracy of the proposed MLS kernels, we consider two methods:

1. applying interior and exterior IB forcing to interior €2, and exterior Q;L regions, respectively; and
2. applying exterior IB forcing to exterior Q;’ region only.

In these tests, Peskin’s four-point delta function is chosen as the underlying delta-kernel for generating MLS weights. We
first consider same weights W~ in the velocity interpolation and force spreading operators, so that S = J*. In Figs. 5(b)
and 5(c), the rate of convergence of L', L2, and L™ error norms with respect to the grid cell size for both methods of
imposing IB forces are presented. The convergence rates are found to be approximately 1 for velocity and pressure for
all error norms. This suggests that the two methods impose the same (velocity) boundary conditions on the two sides
of the interface, and hence the order of accuracy of the solution is insensitive to the IB force location. The first-order
convergence rates that occur when using modified weights ¥, in S and J* is also expected from the results of Sec. 3.4.
For completeness, we also report in Fig. 5(d), the convergence rates obtained by using W, to construct J and S. IB forcing
on both interior and exterior regions is considered (method 1). First-order accuracy is observed for this case as well.

Next, we compare the order of accuracy by employing non-shifted W weights in J and shifted W, weights in S. In
this case & # J*. IB forcing on both interior and exterior regions is considered (method 1). Fig. 5(e) shows super-linear
accuracy in all velocity error norms and linear accuracy in the pressure error norm. This confirms that one-sided MLS
weights satisfy the linear polynomial reproduction constraint, which improves the overall order of accuracy of the scheme.
We note that the non-adjointness of S and J operators did not affect the stability of this scheme. However, using ¥ in &
resulted in flow instabilities for this case as well (data not shown).

Fig. 6 shows the vorticity plots for all of the MLS cases considered in this section. All cases show similar trends, except
for the CVS strategy employed in Fig. 6(d), in which large spurious oscillations in the vorticity field are observed near the
interface. This again highlights the fact that the proposed CVS approach to mollifying the MLS weights leads to unphysical
flow fields. Mild oscillations are also observed in Figs. 6(b) and 6(c), which can be attributed to the first-order accuracy of
Wll-ys weights used in the interpolation operator J.
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Fig.5. L', L2, and L™ error norms of u velocity component (solid lines) and pressure (dashed lines) for the Taylor-Green vortex problem plotted against
the grid cell size.

In what follows, we report results by employing W~ in both velocity interpolation and force spreading operators so
that S = J* in these cases. Although this coupling scheme reduces the order of accuracy as indicated by the results of this
section, it will help bring-forth the worst-case scenario for one-sided IB/MLS simulations, if there is any.

5.2. Stokes’ first problem

To validate that the current approach can capture time-dependent viscous boundary layers accurately, we consider the
Stokes’ first problem. The problem setup involves an infinitely long plate that is impulsively started with a velocity U,
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- -
(e)

Fig. 6. Vorticity plots of the Taylor-Green vortex problem for (a) interior and exterior IB forcing with Peskin’s four-point delta function; (b) interior and
exterior IB forcing with W{~,s weights in J and S; (c) exterior IB forcing with W[, weights in J and S; (d) interior and exterior IB forcing with W[ ¢
weights in J and S; and (e) interior and exterior IB forcing with ¥ in J and ¥{~ in S.

parallel to its axis oriented along the horizontal x-direction. Exact analytical solutions for the time evolution of the velocity
profile and viscous drag coefficient are available for this problem. The transient velocity profile and drag coefficient are
given by

B y
u(y,t) =Up [erfc (2m>i| , (59)
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Fig. 7. Comparison of analytical (solid line) and numerical (solid circle) solutions of the Stokes’ first problem at Re = 500. (a) Vertical velocity profile u(y,t)
at non-dimensional time T =tU,/L =5. (b) Time evolution of viscous drag coefficient.

2
Cp= . 60
b VmtRe (60)

The Reynolds number is defined as Re = U,L/v, in which L is the characteristic length and v = u/p is the kinematic
viscosity of the fluid.

We carry out the simulation at Re =500 by setting U, =1 and L = 1. The size of the computation domain is taken to
be 4L x 4L with periodic boundary conditions along both x and y directions. A plate stretching across the domain along the
x-axis is placed in the middle of the periodic box. The domain discretization is chosen such that the mesh spacing around
the plate is Ax= Ay =0.002L. Note that this problem setup corresponds to the open geometry configuration as shown in
Fig. 1(b), and the top and bottom sides of the plate interact separately with the corresponding fluid domains. The velocity
profile over the plate (on both sides) at non-dimensional time T =tU,/L =5 is plotted in Fig. 7(a); the numerical solution
agrees quite well with the analytical solution. Next, we compare the evolution of the drag coefficient Cp = Fy /%pr,A (Fy is
the viscous force in the x-direction, and A is the area of the plate assuming a unit depth), with the analytical solution which
is presented in Fig. 7(b). The agreement between the analytical and simulated drag coefficient profiles is also excellent. We
also simulated this case using the standard Peskin kernel. The simulation results were identical to the ones shown in Fig. 7,
and are not shown here for brevity.

5.3. Impulsive flow over a cylinder

Next, we consider an impulsively started flow over a 2D circular cylinder of diameter D, which also serves to quantify
the transient boundary layer development. The simulation is performed in the computation domain = [—4D, 12D] x
[—16D, 16D]. The diameter of the cylinder is D =1, and it is placed with its center at (x, y) = (0, 0). The Reynolds number
is Re=DUx /v, and is set to 500, the flow velocity in the horizontal x-direction is Uy, = 1, and the kinematic viscosity of
the fluid is v = 1/Re = 0.002. The mesh resolution on the cylinder surface is approximately 0.01D. We validate the results
of our simulation by comparing the evolution of the drag coefficient with the numerical results of Bergmann and Iollo [55]
and Nangia et al. [50]. The drag coefficient along the flow direction is defined as Cp = Fx/%pD U2,. The comparison of Cp
with data from the literature plotted in Fig. 8 shows a good agreement. In the same plot, we also present evolution of the
viscous (Cpy) and pressure contribution (Cpp) to the total drag. These coefficients are defined analogous to Cp by using
horizontal component of viscous and pressure forces, respectively. Note that both prior studies [55,50] compute the net
hydrodynamic force on the body in an extrinsic manner, i.e., indirectly through momentum-conservation principle, whereas
we compute it directly in an intrinsic manner by integrating the hydrodynamic stress tensor on the surface of the body.
The difference in the initial transient drag profile in Fig. 8 is attributed to the manner in which hydrodynamic forces are
evaluated in the current and the prior works.

5.4. Impulsively started plate

We consider the flow over an impulsively started, infinitesimally-thin, two-dimensional plate to validate the present nu-
merical method for moving and finite-sized non-closed geometry. The flow resulting from the plate motion is characterized
by two counter-rotating vortices in the wake which are fed by the shear layer at the tip of the two ends of the plate. The
size of the wake vortices gradually increases before eventual saturation. Our numerical method is validated by capturing
the dynamics of the time evolution of the wake vortices. We perform two-dimensional simulation at Reynolds numbers of
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Fig. 8. Comparison of time variation of drag coefficient Cp of cylinder in an impulsively started flow with Bergmann and Iollo [55] and Nangia et al. [50].
Also plotted are the time evolution of skin friction and pressure coefficients, Cp, and Cpp, respectively.
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Fig. 9. The wake bubble size plotted against time in dimensionless form at (a) Re = 126, and (b) Re = 1000. Results of the present numerical method are
compared against reported data in the literature [56,57]. In (a), the curve (—o—) corresponds to using ¥{i-,s weights in both J and S, whereas the curve
(—A—) corresponds to using W weights in J and W{, weights in S.

126 and 1000, in which the Reynolds number is based on the height H, and speed U, of the plate. The Re is chosen to
enable comparison with experimental and numerical results reported in the literature [56,57]. A computational domain of
size 10H, x 10H, with no-slip boundary condition on the domain boundaries in the lateral direction and periodic boundary
condition along the axial (corresponding to the direction of plate motion) is used. A uniform mesh resolution of 0.01H,
is chosen for both Re cases. This resolution is consistent with the that of Mittal and coworkers [58]. At t = 0 the plate is
placed at the center of the computational domain and impulsively started with a velocity of U in the axial direction.

The height and velocity of the plate are used as characteristic length and velocity scale, respectively, to define the
nondimensional wake bubble size L} =L,/Hp and the nondimensional time t* =tUp/Hp. We measure the evolution of the
size of counter-rotating vortices in the wake bubble. The length of the wake bubble L, is the normal distance from the
plate to the end of the region of reverse flow behind the plate. Fig. 9 shows the temporal evolution of the nondimensional
wake bubble size, and we compare our results against the reported data in the literature. We find that our results are
in good agreement with the experimental results of Taneda and Honji [56] at Re = 126, and with numerical results of
Koumoutsakous and Sheils [57] at Re = 126 and Re = 1000. In Fig. 9(a), the results obtained by using non-shifted ¥
weights in J and shifted W[, weights in & are compared against those obtained by using shifted Wy, weights in both
S and J operators. The results are found to be virtually indistinguishable. The progression of vorticity development behind
the plate is visualized in Fig. 10 for the two Re cases.

5.5. Flow around an oscillating cylinder

In order to further investigate the robustness of the current numerical method in handling moving geometries, we
consider the flow around an oscillating cylinder, which involves a time-varying motion of the body. The problem setup
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Fig. 10. Evolution of the separation bubble in the wake of an impulsively started plate at different instants of time for (a) Re = 126; and (b) Re = 1000.

involves a circular cylinder oscillating about a mean position in a quiescent fluid. Assuming that the cylinder is oscillating
along the x-axis, the velocity of oscillation of the cylinder is

27T
U = Up, cos (Tt) , (61)

in which Uy, and T are the peak velocity and time period of oscillation, respectively. The flow generated by the oscillating
cylinder is characterized by two dimensionless parameters, namely, the Keulegan-Carpenter number KC = U, T/D and the
Reynolds number Re = U, D/v. Here, D is the diameter of the cylinder. The case has been well studied in the literature, for
example [59,6]. We compare our computations against the results of Shen et al. [59] and Bhalla et al. [6] by setting D =1
and Uy, =1, KC =5, and Re = 100. The computational setup consists of a cylinder placed at the center of a domain at
t =0, and a square domain that spans a length of 32D along both x and y directions. The mesh spacing on the cylinder
surface and along its path of oscillation is chosen to be 0.008D, which also matches the spacing employed in [6].

To elucidate the differences between the CVS and NCVS mollification strategies, the current validation case is performed
using both approaches and compared to results obtained using the standard four-point Peskin kernel. The drag coefficient,
Cp = Fyx/ % pU,ZHD, computed from the simulation is presented in Fig. 11(a), and compared against the literature. There is
good agreement between the present results and those reported previously [59,6]. However, closer inspection reveals that
near the peaks of the Cp curve, the two-sided Peskin kernel and the one-sided NCVS kernel show better agreement with
the literature data. Differences in the approaches are further investigated by comparing the total skin friction coefficient
Cpy and pressure coefficient Cpp, against those obtained using the two-sided delta function; see Fig. 11(b). Whereas the
differences in the pressure coefficient Cpp are negligible, we find that the CVS approach underestimates the skin friction
coefficient to a greater extent than the NCVS approach; see the inset of Fig. 11(b). We attribute this difference to the nature
of the magnitude and (lesser) decay of the CVS weights away from the evaluation point (cf. Fig. 3), which leads to smaller
velocity gradients.
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Fig. 11. Flow around an oscillating cylinder at Re =100 and KC =5. (a) Comparison of the drag coefficient Cp as a function of time with the literature. (b)
Comparison of pressure Cpp(solid lines) and skin friction Cp, (dashed lines) coefficients using one-sided CVS and NCVS mollification strategies with those
obtained using the two-sided four-point Peskin kernel. The color coding of the curves in (a) is same as (b).

Table 1
Comparison of steady state wake characteristics for flow over a sphere at Re = 100 with data
from the literature.

Ye/D Xc/D Ly/D
84 0.29 0.766 0.89
73 0.29 0.76 0.9
¥6 0.29 0.764 0.9
spew 0.294 0.764 0.9
sgew 0.29 0.762 0.905
Mittal et al. [58] 0.278 0.742 0.84
Johnson and Patel [60] 0.29 0.75 0.88
Taneda [63] 0.28 0.74 0.8
Tomboulides and Orszag [61] - - 0.88

5.6. Flow past a sphere

For validating three-dimensional flows with one-sided kernels, we consider the canonical case of flow past a sphere.
The availability of detailed local, global and topological flow characteristics via several experimental and direct numerical
simulation based studies makes flow over a stationary sphere an excellent candidate for validation [60,58,61,62]. The flow
around a sphere exhibits steady axisymmetric, steady non-axisymmetric and unsteady non-axisymmetric behavior depend-
ing on the Reynolds number of the flow. For the present study, we choose Reynolds numbers of 100, 300, and 1000, which
cover both steady and unsteady regimes. The computational domain is = [—40D, —40D, —40D] x [120D, 40D, 40D] for
Re =100 and Re =300 cases, and Q =[—25D, —60D, —60D] x [100D, 65D, 65D] for the Re = 1000 case. In all of the cases,
a sphere of diameter D is placed with its center at (x, y,z) = (0, 0, 0). Local mesh refinement is used to enhance the mesh
resolution around the sphere. The near-surface mesh resolution for Re = 100 and Re =300 is 0.01D, and for Re = 1000 is
0.008D. A uniform inflow boundary condition and a homogeneous Neumann boundary condition are imposed at the inflow
and outflow boundaries, respectively, and free-slip boundary conditions are imposed on the vertical and lateral walls of the
computational domain.

As discussed in Sec. 3, the number of interpolation points in an MLS procedure depends upon the choice of the weighting
function. Kernels with very narrow width can result in a near-singular Gram matrix when used for one-sided interpolation.
Using flow around a sphere at Re = 100, we investigate the stability and accuracy of various kernels. Through this study,
we can understand the smallest stable and accurate weighting kernel suitable for the MLS methodology.

The steady axisymmetric flow at Re = 100 is characterized by a recirculation bubble in the immediate wake of the
sphere. We identify the key geometric characteristics of the recirculation bubble, namely its center and length and compare
them against the reported data in the literature. The center of the recirculation (x., y.) is measured with respect to the
center of the sphere, and the bubble length L, is measured from the leeward end of the sphere. In Table 1 we report the
center and length of the wake bubble nondimensionalized by D for all of the kernels, except the smoothed three-point
IB kernel. Our tests found that the masking procedure using the smoothed three-point IB kernel results in a near-singular
Gram matrix, and leads to numerical divergence. This test suggests that kernels whose width is three grid point or less are
not suitable for the one-sided IB/MLS method presented in this work. The wider IB kernels are stable and pose no stability
issues.
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(a) Using d4 weights in MLS (b) Using 0g°" weights in MLS

Fig. 12. Steady state streamlines and velocity magnitude for flow past a sphere at Re = 100.
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Fig. 13. (a) Time-averaged drag coefficient plotted against Reynolds number and compared with literature [62,58,60,64]. (b) Comparison of steady state
surface pressure coefficient at Re = 100, plotted against polar angle and compared with the reported results of Tomboulides and Orszag [61].

The comparison of geometric wake characteristics in Table 1 shows that all of the kernels reported yield virtually iden-
tical results. Based on this, it can be concluded that the IB kernel with the smallest width that is stable and accurate is
the four-point IB kernel. In what follows, the four-point IB kernel will be used unless stated otherwise. With regards to the
wake characteristics, the results presented in Table 1 show that our simulations agree well with the reported data in the
literature. The streamlines and velocity magnitude of the flow in the vicinity of the sphere are shown in Fig. 12. Results
obtained from 84 and 87°" IB kernels are essentially indistinguishable.

The time-averaged drag coefficients for the three Re cases considered are plotted in Fig. 13(a) and compared with
experimental and numerical data from literature. A good agreement is obtained. The surface pressure coefficient for the
Re = 100 case, as shown in Fig. 13(b), agrees very well with that reported in Tomboulides and Orszag [61], who used
a body-fitted finite volume solver in their study. The dimensionless dominant frequency of the unsteady wake, i.e., the
Strouhal number of the flow for Re =300 and Re = 1000 cases are compared with the literature in Table 2. For both
cases the agreement is good. We conclude this section with a comparison of velocity magnitude of the flow inside the
sphere geometry at Re = 1000 produced by using one-sided and regular IB kernels. As shown in Fig. 14 the two-sided
four-point IB kernel leads to sloshing flow inside the sphere geometry, which can interact and influence the external flow
through the discrete diffusion and advection operators. In contrast, the internal flow using the current one-sided IB kernel
is insignificant. Hence, it results in a better separation of internal and external flow domains.

5.7. Ahmed body

The study of the aerodynamics of road vehicles is challenging both numerically and experimentally due to the complexity
of road vehicle geometries and the resulting high-speed flows. To enable characterization of the complex three-dimensional
flow around road vehicles a simplified geometry, known as the Ahmed vehicle model or the Ahmed body has been used [54].
The Ahmed vehicle model retains the main characteristic of the flow features around real vehicles such as the three-
dimensional regions of separation and unsteady coherent vortex structures. Owing to its ability to mimic real vehicle flows,
the Ahmed vehicle model has been the de-facto standard to study the road vehicle aerodynamics.

The applicability of the present method to moderately high Re flows and complex geometries is demonstrated by using
the flow around an Ahmed body as the final validation case. The Ahmed vehicle model considered for present case has a
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(b) ‘I’I'I\InCVS

Fig. 14. Comparison of internal flow (shown through velocity magnitude colorplot) inside the sphere at Re = 1000 using: (a) two-sided 84 IB kernel; and
(b) one-sided ‘I’R}cvs MLS kernel for the direct forcing IB method at t* =tU.,/D =50, in which U is the uniform inlet velocity.

Table 2
Strouhal number of flow over sphere at Re =300 and Re = 1000.
Re =300 Re =1000
Present 0.127 0.195
Tomboulides and Orszag [61] 0.136 0.195
Mittal et al. [58] 0.137 -
Johnson and Patel [60] 0.135 -

Fig. 15. Ahmed vehicle model and the locally refined mesh used in the numerical simulation. The insets show a magnified view of the mesh near the
geometry surface.

rear slant surface that makes an angle of 25° with the top horizontal surface. Our simulations are validated against the
experimental data of Moghimi and Rafee [66]. Moghimi and Rafee report drag and lift coefficient at Re; = 9.31 x 10%, in
which the Reynolds number is based on the length L of the Ahmed body. The computational domain and the boundary
conditions are set to match the experimental setup of [66]. A uniform inflow boundary condition and a homogeneous
Neumann boundary condition are imposed at the inflow and outflow boundaries, respectively, and a no-slip condition is
imposed on the boundaries along the lateral and vertical direction. To ensure that the boundary layer encountered over the
Ahmed body is resolved by our computational mesh, a near geometry mesh resolution of 0.001L is employed. Local mesh
refinement is used to restrict the fine mesh close to the geometry surface to reduce the computational cost of uniform
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(a)

(c)

Fig. 16. Flow past an Ahmed body at Re; = 9.31 x 10%. (a) Schematic of time-averaged wake structures behind an Ahmed body when the slant angle
is between 12.5° and 30° [54,65]; (b) Visualization of the characteristic wake structures and the separation bubble over the slant surface of the Ahmed
vehicle model through streamlines and velocity magnitude on a vertical plane; (c) Iso-surfaces of Q-criterion with dimensionless Q* = QL2/U% = 10 of
the time-averaged flow.
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(a) Two-sided Peskin ¢4 kernel

(b) One-sided ¥{{yg IB/MLS kernel

Fig. 17. Time-averaged velocity magnitude of flow over the Ahmed vehicle model using (a) the standard two-sided and (b) the present one-sided IB method.

Table 3
Drag and lift coefficient of the Ahmed body.
Cq CL
Present 0.4 0.29
Moghimi and Rafee [66] 0.44 £ 0.04 0.25 + 0.03

grids. The locally refined mesh used for the present case is shown in Fig. 15. Considering the Blasius solution over a flat
1

plate, the laminar boundary layer thickness is expected to scale as &jam ~ SLReL_f, which gives a boundary layer thickness
of 8jam ~ 0.016L. The chosen near wall mesh resolution results in at least 15 cells inside the boundary layer. The drag and
lift coefficients from our results are compared with the wind tunnel data of [66] in Table 3. The results of our simulation
are in good agreement with the reported data of Moghimi and Rafee within the error range of the experimental data.

Although the wake of the flow over a bluff-body is typically unsteady, the time-averaged flow over an Ahmed body
shows persistent large-scale wake structures. Several experimental studies have characterized these flow structures based
on the rear slant angle [54,65,67]. These studies have identified critical slant angles of 12.5° and 30° which appear to
govern the topological structures of the time-averaged flow. When the slant angle is between these critical angles, three
predominant three-dimensional vortical structures occur in the wake accompanied by a separation bubble on the slant
surface. A schematic of these structures is shown in Fig. 16(a). Right behind the rear end of the Ahmed body, two counter-
rotating vortices A and B, one larger than the other can be found. The third vortical structure C originates at the intersection
of the slant surface and the side wall, which is stretched and elongated in the wake while it feeds the two primary vortices
A and B. The characteristic wake signatures of the Ahmed body are identified in the results of our numerical simulation
for qualitative validation. The near-wake time-averaged flow and streamlines on a vertical plane are presented in Fig. 16(b)
in which the primary vortices A and B can be identified and the separation bubble over the rear slant surface can also be
seen. The elongated helical flow structure C can be identified through the visualization of the time-averaged Q-criterion. In
Fig. 16(c), iso-surfaces of Q-criterion with dimensionless Q * = 10 are plotted. The helical wake structure C can be seen on
the two sides of the rear end of the Ahmed body. Fig. 17 shows the side view of the velocity magnitude over the entire
Ahmed car model. It is clearly observed in the figure that the two-sided IB method leads to substantial flows within the car
interior, which are largely eliminated using the current one-sided approach.

6. Summary and conclusions
This work develops a one-sided IB kernel approach for diffuse-interface IB methods. For IB models using thin structure
or interface representations, the two sides of the flow region often require segregation and separate treatments. This is

necessary to avoid spurious flows inside closed geometries and to avoid interaction of flow on the two sides of an IB sur-
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face resulting from velocity interpolation and force spreading operations. To realize this, this paper introduces an approach
that uses the moving least squares (MLS) method to dynamically generate one-sided IB kernels from standard two-sided IB
kernels. We find that the stability of direct forcing IB methods benefit from kernels that are monotonically decreasing and
positive (or have negligible negative tails) to avoid oscillatory feedback through force spreading. A straightforward applica-
tion of the one-sided MLS construction can generate larger weights for nearby Eulerian grid nodes and negative weights
for far-away grid nodes to satisfy the linear conditions. Two weight-shifting approaches, NCVS and CVS, are proposed to
alleviate this issue. It was shown that the CVS approach can generate numerically thick boundary layers and spurious flow
oscillations near the interface, whereas the NCVS approach produced physically correct flow features around the structure.
Therefore, based on these results, the NCVS mollification approach is recommended.

The order of accuracy of one-sided IB kernels is tested through the Taylor-Green vortex flow problem. It was shown that
by employing mollified weights in both velocity interpolation and force spreading operators the order of accuracy of the
solution reduces to one. However, the accuracy of the scheme is improved (becomes super-linear) by adopting the original
non-shifted MLS weights in the velocity interpolation operator. For more general problems, which typically include stress
discontinuities along the fluid-structure interface, the present method will be only first-order accurate even with non-shifted
MLS weights in the interpolation operator. This also holds true for regular diffuse-interface IB methods.

The dependency of accuracy and stability of an MLS kernel on the underlying weighting function is also analyzed. The
one-sided MLS kernel was found to be stable for all weighting functions tested in this work except for the narrower three-
point kernel. Our observation is that a basic regularized delta function kernel appears to require at least a support of four
grid cells in each coordinate direction. A wider kernel avoids (near) singular Gram matrix in the one-sided moving least
squares problem. When considering the problem of flow past a sphere at Re = 100, all weighting kernels were found to
produce essentially equally accurate one-sided kernels. The proposed IB/MLS method was further validated through the
cases of flow past an oscillating cylinder, Stokes’ first problem, flow over a sphere, impulsively started plate/cylinder, and
the Ahmed vehicle model. In all cases, our results are in excellent agreement with the reported data in the literature. We
also demonstrate that the present method can effectively eliminate the spurious internal flow that is typically generated by
simulating flow past bluff bodies with regular diffuse-interface IB methods.
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Appendix A. Kernel functions

Here we write the one-dimensional form of some of the kernels used in this work. In multiple dimensions, a tensor
product of the one-dimensional kernels is formed. The functional form of the kernel is expressed in terms of r = (x — X) /h.

o 0<|r| <0.5,
Smoothed three-point IB kernel [30]: 83(r) = { 3(§ —3|r|+12), 0.5<|r[ <1.5, (A1)
0 1.5<rl.

1 (3 — 201+ 1+ 4Ir] —4r2> . o<rl<1,
(5—2|r|—,/—7+12|r| —4r2>, 1<|rl <2, (A2)

Peskin’s four-point IB kernel [1]: §4(r) = %
0, 2<]r].
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2
e rl<2,

Radial basis function: RBF(r) = (A.3)
, 2<rl.
3 —ar? 44 0<|f| <05,
Two-point cubic spline kernel [27]: ¢, (T) = % 47 4472 — %f3 05<|f| <1, (A.4)
0, 1<

2 (6K — 603 + 21062 — 300k +155) 0 < |r| <0.5,
1 (—4K* + 60k — 330k% + 780k + 655) 0.5 <|r| < 1.5,

Five-point spline kernel: ¢s5(r) = (A.5)
o (kc* = 20kc3 + 15062 — 500k + 625) 1.5<|r| <2.5,

0, 2.5<r],

a5 (—5K°> + 90k* — 630k > + 2130k 2 — 3645k + 2193) 0<Ir| <1,
Six-point spline kernel: @s() 135 (5K> — 120kc* + 1140k® — 5340k % + 12270k — 10974) 1< r| <2, .

ix-point spline kernel: ¢g(r) = .
135 (—K° + 30k* — 360k + 2160k 2 — 6480k + 7776) 2<|rl <3,
0, 3<|r.

Here r =r/1.2 for the two-point (more specifically 2.4 grid cells wide) cubic spline function used in Vanella and Balaras [27],
and k =|r| 4+ 2.5 and « = |r| 4+ 3 for the five-point and six-point spline function, respectively. In addition to the aforemen-
tioned kernels, we also consider the new five- and six-point IB kernel, 82*" and 83°", respectively. These new kernels
remove the negative tail of the standard five- and six-point IB kernels by imposing a weaker second moment condition. We
refer readers to Bao et al. [52] for their functional form.
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