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Abstract

In particle methods, an accuracy degradation can occur because of the distortion of the element positions. A solution
consists in the periodic re-initialization of the particles onto regular locations, at the nodes of a lattice. This so-called redis-
tribution works by the interpolation of particle quantities. The present work considers the design of redistribution schemes
on general lattices and in particular on lattices with a higher level of symmetry than the usual cubic lattice. Such lattices
allow schemes which are more compact and more isotropic. We test our schemes in the context of three-dimensional vortex
methods.
© 2007 Elsevier Inc. All rights reserved.
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1. Introduction

In particle methods such as the vortex element method (VEM) or smoothed particle hydrodynamics
(SPH), one is confronted with problems of integration and interpolation over the elements. In particular,
this translates into accuracy degradation when the interpolating elements get too far apart in any direction
(see [1,2,9]).

One can follow several approaches to tackle this problem. One approach consists in progressively intro-
ducing new elements in the domain. While elegant, this approach requires a costly algorithm to find the new
elements’ positions and strengths (see [4]).

The other approach is to build a whole new set of elements from the old ones. This process must take place
every few time steps in order to prevent the particle distribution from getting too distorted. This so-called
redistribution consists in interpolating the new strengths at the nodes of a new non-distorted lattice.
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This work considers the properties of redistribution schemes for a generic lattice and the construction of
schemes which display high accuracy, isotropy and in some cases, compactness. We open this paper with a brief
summary of the vortex element method in Section 2 as it constitutes a prototypical particle method and will be
the basis of our numerical tests. We then discuss the properties of redistribution schemes (Section 3) and pro-
pose two approaches for the construction of isotropic schemes in Section 4. We consider lattices with a high
degree of symmetry and derive a generalization of Monaghan [12] for the construction of high order schemes.

Our results are then applied to the design of schemes for lattices with high degrees of symmetry, such as the
hexagonal and the face-centered cubic lattices.

We close this paper with the numerical application of these schemes in the context of vortex element meth-
ods. It is shown that they carry several advantages in terms of compactness and isotropy.

2. The vortex element method

We consider three-dimensional incompressible flow and the Navier—Stokes in vorticity form

Do )
E—(Vu) (0+VV w, (1)
V-ou=0, (2)

where u(x, ?) is the velocity field, v is the kinematic viscosity, and @ = V X u is the vorticity.
The vortex element method discretizes the vorticity field with particles which have positions x,(¢) and
strengths a;(1) = [, @dx. V; is the particle volume. The field is then recovered through

N
a(x,0) = 3 Lx = x (1) (1), (3)
]
where (. is a smooth, usually radially symmetric, interpolating kernel.

The kernel smoothing radius e determines the finest resolved scales. As a result, if the flow distorts the par-
ticle set and the inter-particle spacing grows beyond e, the interpolation of Eq. (3) loses all accuracy and
breaks down as some power of ¢/h, where 4 is the particle spacing [1,2]. This so-called loss of overlap will affect
any smoothed particle method.

A Helmholtz decomposition is used to represent the velocity field

u=Vo+Vxy; 4)

and we use the gauge V -y = 0. The function ¢ is the scalar potential and the corresponding velocity is irro-
tational but potentially dilatational. This contribution will be kept at zero for the remainder of this paper. The
stream-function is ¥ which is related to the vorticity by the Poisson equation

VY = —o. (5)

This Poisson problem can be solved through several techniques. In the present work, we use a Green’s func-
tion approach

Y(x) = Glx — x)a(t). (6)

The curl of ¥ and its gradient then give us respectively the velocity and velocity gradient fields which are
needed for the evolution equations of the particles positions and strengths. This problem is a N*-complex
problem, which can be made tractable with a fast multipole method [5,13,17].

In three dimensions, the particle discretization of the vorticity field @ is not necessarily divergence-free. This
spurious divergence needs to be kept at a low level. We also note that @ = V x u is clearly solenoidal; this
quantity was used in the design of relaxation methods [16,10] and allows the definition of a divergence error

Egqiv = / @& — o’ dx. (7)

In addition to relaxation, it has been shown [2] that the choice of the evaluation of the stretching term in Eq.
(1) can alleviate this problem [2].
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3. Particle redistribution properties

A redistribution scheme has two components: a lattice and an interpolation function. The term lattice is
preferred to mesh because it remains a mathematical object and can span an unbounded region of R*. Con-
cretely, the lattice nodes are never stored in an array; they are generated on demand.

The interpolation rule will be characterized in terms of its smoothness, order of accuracy and support
(Fig. 1). We will introduce and generalize some results from Cottet and Koumoutsakos [2]. A central
result concerns the order of interpolation. Let us define the new particles with positions x, and strengths
a, as

. X, — X
apzzaqw< Ph ‘f), (8)
q
in terms of the interpolation function W, the regularized particle spacing 4, and the old positions X, and
strengths a,.

If we consider an interpolated quantity Zpocpd)(x —X,) e.g. vorticity or velocity, the discrepancy we intro-
duce can be written as

E(x) = Z&ﬂf)(x —X,) — Zaqu(x —X,) = Z&p [4)()4 %) Zd)(x - xq)W<X‘1+i”>]

The error behavior will thus be dictated by the factor inside the square brackets, which we can express as

- - X, — X
f(x—xp):Z(qb(x—xp)—q{)(x—xq))W(th). 9)
q
To obtain the above expression, we have imposed
> W(x—x,) =1, (10)
q

which is physically equivalent to the conservation of the extensive quantity carried by the particles, e.g. @ for
the VEM, mass, momentum and energy for SPH. In order to bound f, we expand ¢ about x — x,,

M%) =% Y 0P - 5 opotx - xw (), (1)
g |Bl=1-00

where =B, --- B, are n-tuples with || = B, +--- + B,. It is readily seen from this last expression that the
moments of W will characterize the error behavior, i.e., if

foW(%) =x! for 0< || <m—1, (12)
q

then
E ~ O(h™). (13)

One may refer to Cottet and Koumoutsakos [2] for a full proof.
Our work focuses on the development and study of interpolation functions W on a different family of lat-
tices. For this reason, we introduce a notation that reflects the arrangement of the new points x, = #Rn, in the

Fig. 1. Redistribution in one dimension: the strength of a particle of the distorted set (open circle) is redistributed onto four nodes (solid
circles).
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fashion of Merserau [11]and Van De Ville et al. [15]. The columns of the matrix R are the principal directions
of the lattice. Let us also define the matrix R = (R™')" which defines a dual lattice. The lattice step / can be
rescaled to unity so it will be dropped from the remainder of this section for the sake of clarity.

Let us now consider the properties of the Fourier transform of the interpolation kernel. The switch to Fou-
rier space will indeed facilitate the development of high order schemes. Theorem 7.2.1 from Cottet and Koum-
outsakos [2] and Schoenberg [14] can be generalized to multi-dimensional cases and any kind of lattice as
follows.

Theorem 1. Consider the interpolation formula
Z draW (x — Rn),

where qg, is the weight of the point Rn. Let the interpolation function decay fast enough to satisfy the condition
|W(x)| < A4e ¥ where 4 >0, B> 0.

The formula is of degree m if the following two conditions on g(k) = [ W(x)e ™ dx hold simultaneously:
g(k) — |R| has a zero of order m at k = 0, (14)
g(k) has zeros of order m or higher at all k =2nRn (n # 0). (15)

Proof. Let us consider the interpolation function in lattice coordinates gz, V' (x). By definition we have

/ V(n)e 2™ dy — V(4 2mn).
Following Cottet and Koumoutsakos [2], we first multiply both sides by e*™™* and sum over n,

Z eznmx/ V() e i(k+2mn)-y dny = Z eznin~1’l}(x + 27n). (16)
This equation can be simplified thanks to the Poisson summation formula (PSF), which reads

S rterm =Y [ e ran (17)

The PSF can be readily applied to the function f(&) = V(€)e < on the left-hand side of Eq. (16), leaving us
with
Z e WMy (y —n) = Z 2 (k 4 2mn). (18)
We now reintroduce the physical coordinates x =Ry and define W as V(x) = W(x). We have
V (k) = W(Rk)/|R| and
74 (ﬁk + Znﬁn)

Z e "W (x — Rn) = &'** Z e?mine TR

(k + 2an)

k-Rn 1k X ZmRn X
E e' W = E € S —
R| ’

where we let k = R, the physical frequency. We then proceed as in Cottet and Koumoutsakos [2]: we develop
e*Rn about 0 in the left-hand side and use the conditions (14) and (15) on the right-hand side

(19)

ey

Mk‘ i VAV(k) m 1 k m
Z ZRH X— ):elkxw‘FO(k)—Z v! Xv+0(k )

The identification of the coefficients of k shows that the interpolation is of order m. [
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4. Isotropic and compact redistribution schemes

As we have seen above, one can act on either one of the components of a redistribution scheme, the lattice
or the interpolation function.

4.1. Hexagonal and face-centered cubic lattices

4.1.1. Properties

The face-centered cubic lattice can be introduced through mathematics or through crystallography, for
example. Let us first consider the latter perspective. A lattice can be defined in terms of a unit cell. It is the
simplest repeating unit in the crystal, has parallel opposite faces, and its edges connect equivalent points of
the lattice.

The face-centered cubic lattice bears its name from the configuration of its unit cell (see Fig. 2). It is cubic
and has additional lattice sites at the center of its faces.

The FCC lattice can also be constructed as the periodic stack of two-dimensional hexagonal lattices with
the spacing between the layers at v/6/3% (Fig. 3(a)). There are three hexagonal lattices in a period A, B and C;

=

&

{o »

53
BlOo =

B @

>
=
B 8 @ =3 4
&
-85
B
9

X

(a) Unit cells and hexagonal planes (b) Hexagonal lattices

Fig. 3. Face-centered cubic lattice: construction with three families of hexagonal lattices.
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if B lies at the origin of the coordinate system in Fig. 3(b), A is shifted by (—1/2,—+/3/6) and C, by
(1/2,4/3/6).

This construction scheme highlights an outstanding feature of this lattice: it corresponds to the packing of
spheres. As a matter of fact, the FCC lattice is one of two lattices that pack spheres the most densely. It is also
called the Cubic Close Packing lattice. The second lattice to achieve this is the Hexagonal Close Packing lattice
which is built from the packing of two families of hexagonal lattices.

On a side note, the question of finding the densest arrangement of spheres is an old and well-known prob-
lem in mathematics. Kepler (Strena sue de nive sexangula, 1611) conjectured that the CCP — or FCC — and
HCP lattices offered the densest arrangements with a density of —= ~ 0.74048. This conjecture was studied
for centuries, starting with Gauss et al. [3] and proved only recently by Hales [6-8].

The equivalent close packing lattice in two dimensions is obviously the hexagonal one which we used in the
construction of Fig. 3(b). This lattice already has the interest of the image treatment community [11,15]. On
the one hand, it can be the pixel pattern of a sensor that will produce digital images with the same pattern. On
the other, it can be interesting to resample and work on digitized images of that nature for their treatment
because of the properties of the hexagonal lattice, e.g. edge recognition, etc.

The advantages in our framework are also abundant. A particle method, such as the VEM, may use test
and smoothing functions that have spherical-cylindrical in 2D-symmetry. The close packing property is asso-
ciated with very good symmetry and isotropy; a lattice site is surrounded in 3D by 12 equidistant neighbors,
compared to 6 for a cubic lattice. These natural properties can be beneficial in several ways:

(1) The core overlap issue: as mentioned above, the accuracy of interpolation and integration in a particle
method decreases when the inter-particle distance becomes larger in any direction than the interpolation
kernel radius. This happens in a straining field. One would expect the spatial arrangement of the FCC
lattice to help in that respect.

(2) The interaction with boundaries: The FCC lattice can be cut in four planes and still yield a hexagonal
lattice with a parameter 4. The cubic lattice has only three of these planes. Such a property is of interest
in the framework of methods which have to handle boundaries. The boundaries will indeed cut through
the lattice in arbitrary directions; the more symmetry, the less noise in quantities measured in the vicinity
of the wall or at the wall.

(3) Redistribution functions: The lattice symmetries can be used to design more isotropic and compact
schemes.

The matrices R and R for the hexagonal and FCC lattices are given in Appendices A and B respectively.

4.1.2. Interpolation functions

Due to the nature of the close packing lattices, we cannot use the tensor product of known one-dimensional
functions to interpolate the particles strengths onto the new sites. The use of the lattice coordinates would
indeed lead to a non-isotropic redistribution. The scheme construction has to be carried out in two and three

\
g
o | s |2 ]

-5 -1 -0.5 0o 1 15 2

(a) Hexagonal (b) FCC

Fig. 4. The hexagonal and face-centered cubic lattices and their Voronoi cells.
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dimensions from the start. We propose two methods to build interpolation functions for the hexagonal and
FCC lattices.

4.1.2.1. Splines. In a first approach, one can use the same idea as for one-dimensional splines. It consists in
starting from the lowest order “closest-point” function and then taking successive convolutions of this func-
tion with itself. For two or three dimensions such a function is also called the indicator function of the Voronoi
cell € [15] and is defined as

I, x € €
1(x) =< 1/my, x€0€, (20)
0, x ¢ G,

where m, is number of lattice sites which that position is equidistant to (i.e., in three dimensions, 2 on a face, 3 or
more on an edge, etc.). By definition, the tiling of this function over the lattice sites forms a partition of unity (see
Fig. 4) and by consequence, the volume of those cells is [ y(x)dx = [R|. We define the functions §&,, as

&y = x1(x), (21)

B = B o [ Fodr (22)
where we introduced the following notation for the convolution

(f+9) = [ 112 x0e(@) a2

One sees that all the §,’s will too form a partition of unity. Interestingly enough, the functions for m > 1
show second order accuracy. The Fourier transform of i, is a sine function [15]; it vanishes at the dual lattice
sites except the origin, ’S‘O(Zan) | det(R)|y. & and its successors will therefore present the second order
roots at the lattice sites necessary for second order interpolation.

An analytical construction scheme is described in Van De Ville et al. [15] for the hexagonal lattice but it
serves a purpose different from ours. The construction therein is used to build increasingly smooth splines with
a growing support whereas we are more interested in increasing the order of the redistribution (Eq. (12)) and
in keeping the support small, thus preventing the creation of too many new elements.

4.1.2.2. Compact schemes. The nature of the FCC and hexagonal lattices allows the design of simple second
order schemes, represented by a piecewise linear function. In 2D, this yields the simple scheme represented in
Fig. 5(a). In the three-dimensional case, the interpolation construction is a bit more tedious. To keep the
scheme compact and follow the hexagonal lattice example, we need to consider redistribution inside the tet-
rahedrons and the octahedrons that constitute the face-centered cubic lattice. In a tetrahedron, the function is
linear. Inside a octahedron, the function is built piecewise linear to be isotropic, second order, and remain con-
tinuous across these different regions.

These schemes (given in Appendices A and B) are arguably the most compact second order schemes. The hex-
agonal scheme redistributes onto three points. Three degrees of freedom are needed to conserve the first two
moments. In three dimensions, the FCC scheme redistributes onto four or six points when four degrees of free-
dom are needed. With their small support, good conservation properties, and relatively simple analytical expres-
sions, they constitute an interesting starting point to build smoother and higher order interpolations.

As a first step following the method described above for the splines, we take the convolution of these simple
schemes by themselves and obtain C? schemes (Fig. 5(b)). In doing so, we increase the support of our
interpolation.

4.1.2.3. High-order schemes. The second step consists in increasing the order. In the fashion of Monaghan [12],
we use the ansatz:

W(x) =AW + Bx-VW. (23)
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Fig. 5. Second order hexagonal schemes.

The generalization of this result to several dimensions and any type of lattice will be facilitated in Fourier
space. Let us assume that the Fourier transform w has, as described in Theorem 1, a zero of order m at
the origin and zeros of order p > m + 2 at the sites of the dual lattice. An example of such a function is
the second order C* hexagonal function, for which m = 2 and p = 4 (Fig. 6). We can use this m-order scheme
to build a (m + 1)-order scheme:

W(x):(1+%)w+%x.vw. (24)

Proof. Let us consider the Fourier transform of W,
W = F(AW + Bx - V7).
Using the transform properties of gradients, this becomes
W = AWV + B(iVy) - F(VW) = AW + B(iVy) - (i) = AW — B(Vi- k) — Bk - Vi
= (4—nB)W — Bk -V, W, (25)

where Vy denotes the gradient in Fourier space and n = Vy - k is the number of dimensions.

08 E ‘ - 08

08
06
TR B

0.2

+< % s
x 15 18 15 15

(a) CY (b) C2

Fig. 6. Fourier transforms of the second order hexagonal schemes.
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We will now solve for 4 and B to meet condition (14). W —|R|and k -V W both have a zero of order m at
zero. In order to have W (0) = |R|, we need to impose

A—nB=1. (26)
We can increase the order of that root. Developing Eq. (25) about k = 0, we get

—

W (k) = R| + (fl)m%k" Bk V((l)m%k”) + oK™

M,

M,
m! -

— Kk K" 27
o< oK), @7)
where vis a m-tuple, 1 < v; < n, k" =k, k,, - - - k,,, and summation over v; is implied. The symmetry of the mth
derivatives tensor was also used. If one chooses B = 1/m, the extremum at zero will be of order m + 1.

Finally, the condition (15) will be satisfied as well because the term, —Bk - VIV still has zeros of order
p—1>=m+1 at all the dual lattice sites Rn. [

= R[ + (=1)" —K" — B(=1)"

Using this result for the second order C* functions for the hexagonal and FCC lattices, we obtain the
schemes shown in Fig. 7(a) and Fig. 8(a). We see that along with a more compact support (12 and 40 points,
respectively), the Hex and FCC schemes show better isotropy than their counterparts on a cubic lattice (Figs.
7(b) and 8§(b)) built from the tensor product of 1D schemes.

o -‘.1-_%\‘ / o

2 2 Y

(a) Hy (b) M}

Fig. 7. Third order schemes in the Hexagonal (H3%) and cubic (M/}) lattices.

Fig. 8. Third order schemes in the FCC (F%) and cubic (M) lattices.
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It is interesting to realize that this order improvement could also be applied to a second order scheme in
a cubic lattice. This will obviously yield a scheme different from a tensor product of third order schemes.
Let us consider the M) scheme in two dimensions. Built from the tensor product of one-dimensional
schemes, it is

Myr) = (3340 + 33 ) (30 + 3G ).

Now applying the above construction in 2D to the scheme M,(x,y), we get

Ml () = IMAIML() + 5 (x,3) - VML (M()
= M) — (M) ~ Ma0) (ML) ~ M) (28)

This scheme has the same order and level of continuity as the regular M, but as shown in Fig. 9, the lobes
so characteristic of the tensor product have disappeared. One inconvenience though is the behavior of the
scheme at the origin. The scheme does not reach the unit value, M}, (0,0) = 5. This is also true to a lesser
degree for the third order FCC scheme, F’;. The value at 0 is 0.95. The third order hexagonal scheme does
reach 1.

These two schemes therefore redistribute a particle already at a lattice site onto several sites, creating a
slightly weaker particle surrounded by weak particles with positive and negative weights.

5. Application
5.1. Implementation

While the hexagonal functions could all be derived analytically, the high order FCC functions had to be
computed. The convolution of the C° scheme by itself and the gradient of Eq. (24) were computed in Fourier
space. We then switched back to physical space to generate a look-up table.

5.2. Vortex rings reconnections

Our test consists in two vortex rings of equal circulation and geometry in an offset collision (Fig. 10). This
configuration initially stretches the rings which align with each other. Reconnections then happen at four

1
4iso*

Fig. 9. Isotropic third order scheme in the cubic lattice M
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9.6 (c) t =64 (d) t =

Fig. 10. Collision of two vortex rings with an offset: iso-surface of vorticity |w| = 0.1 max |w(¢z = 0)].

corners (Fig. 10); simultaneously, the secondary structures made of the aligned filaments stretch. This simple
configuration subjects the set of particles to deformations; the vorticity vector undergoes re-orientation and
stretching in the reconnection regions. The influence of the lattice and of the redistribution can be controlled
in several ways. The Courant number based on the velocity gradient and the redistribution frequency indeed
determine how much distortion is allowed in our set.

For the remainder of the discussion, our results are made dimensionless in the following manner ¢ = ;—’2/,
x = %, w= @ where ¢, X', @' are dimensional. The flow is characterized as follows. The Reynolds number
based on the circulation of the rings is Rer = I'/v = 1000. The core radius is 0.1. The initial offset and sepa-
ration are respectively 0.5 and 0.25.

The numerical parameters were chosen as At = 0.32, hpcc = 0.06 and hcyg = 0.054. We note that
hrce|Rece| =~ hcus|Rcus| to have a similar density of elements in both lattices. The problem is quite under-
resolved, the vorticity-based mesh Reynolds number being Re, = ||, /*/v =~ 40.

A redistribution is applied every five time steps. A random perturbation is applied to the lattice orientation
and its origin to avoid any bias due to the geometry of the problem. The redistribution frequency corresponds
to a large strain, which can be evaluated as

5Aflo),,., ~ 20. (29)

max

We first note that the number of particles grows similarly for both schemes (see Fig. 11). This is an effect of the
cutoff used to avoid the creation of weak particles; this cutoff kills more particles in the case of M. For the
divergence error, we observe different behaviors. Both schemes start from a nearly identical value of the diver-
gence error. Before any redistribution, the error grows for the cubic lattice and stays stationary for the FCC
one. It then jumps at the first redistribution at # = 1.6, with a larger jump for the M/, scheme. This difference
finally decreases as the error creeps up for both schemes.
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4x 10 i i i i 104

35¢
3t

25¢

(b) Ediv

Fig. 11. Collision of two vortex rings with an offset: number of particles and divergence error, FCC} (solid) and M/ (dashed)
schemes.

6. Conclusions

We have introduced the first representatives of a new family of interpolation schemes based on the hexag-
onal and face-centered cubic lattices. Our schemes have two outstanding features:

(1) Thanks to the many symmetries of the underlying lattices, one can design schemes which are more com-
pact than the equivalent ones in a cubic lattice. This results in the creation of fewer particles and a tighter
halo of new particles around the set of old particles.

(2) Symmetry is also beneficial to the overlap of the particle cores and allows for better communication
between the particles, even under stretching. In the context of vortex methods, we have observed a sig-
nificant reduction in the divergence error in the case of high Re;,.

Appendix A. Hexagonal lattice

The sites of the hexagonal lattice are described as x, = Rn, where the matrix R’s columns contain the lattice
directions

k= ((1> VIE//22>

There is a dual lattice, defined by the matrix

R=&'~ (3 2va)

These two lattices and their coordinate systems are presented in Fig. A.l.

A.1. Splines

The family of splines are built from the indicator function of the Voronoi cell

1, if |x| < 0.5 and || < 0.5 and |x — | < 0.5,

= A.l
8o {0, otherwise, (A1)

where % and j are dual lattice coordinates. We then take successive convolutions of &, with itself; we get for

i
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. ~
X
D
(a) Lattice coordinates (b) Dual lattice coordinates
Fig. A.1. The hexagonal lattice, its dual lattice and their coordinate systems.
(1= -%-y, if | +7]<1and |x'|>0.5,
4| =31 =% =3), if ¥ +7|<1and|y]>0.5,
8’1 = g ~ o ~ 2 Py o (AZ)
((1—y)(1—x—y)—(os—y)) if [ < 0.5 and |j/| < 0.5
0, otherwise.
For conciseness, we use variables &', 3 that map all the sextant onto the first one
L [l=3l if &> 0and 3] > [f],
= . (A.3)
x|, otherwise,
k=3l if 55> 0and |5 <= |3l "
17, otherwise. '
A.2. Compact schemes
The compact schemes are expressed in the lattice coordinate system. For the C° scheme, we have
1-%¥ -y, if | ¥+¥|<1,
= A.5
Se {O, otherwise, (A5)

where once again we use a mapping to work in the first sextant — the first quarter in the hexagonal lattice coor-
dinate system

S { %], if X > 0, A6
|¥ 4+ ¥|, otherwise

L { 7, if x>0, A7)
min(|X|, [|), otherwise.

The C? scheme is found by convolution of the C° scheme by itself
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F -7 -2)F+7-2)°, if|¥+y]<2andi > 1,
G- -2)F+7-2)°, if¥+y|<2andy >1,
64+ 12F7(E +7 — 1)
—(@+7)(12+2%y), if ¥+ <2and¥ +7 <1
D =15 +8EP+77) - ),
(10 — 12(x' +7) + 12%7
2 (2 + 77), if ¥ +7]<2and ¥ +7 > 1
+HA(E +57) =34 =57,

0, otherwise.

The third order scheme can then be written as

(22 —57) — 4% - 27), if |¥ 4| <2 and
®+7 —2)%), >,

(207 -3 -4y - 2¢)), if |¥ 4| <2 and
®+7 -2, V>1,

(—XF2(12 — 39 — 2%) + 12%(5 — 1)

—3(6 — 65 +57)], if ¥ +7] <1,

1
B = H + —
T2 12 - 35— 29) + 129G - 1)

—%(6 — 6%+ 3))(—%| — 6 + 632 — 2%

+6y — 37y — 37, if |X¥' +7] <2 and
-y — 6+ 657 — 233, ¥4y >1,

+6% — 37%% — B),

0, otherwise.

Appendix B. Face-centered cubic lattice

The directions of the FCC lattice and its dual counterpart are given by

112 12 1 0 0
R=|[0 v3/2 V3/6 |, R=|-V3/3 2V3/3 0
0 0 V63 —V6/6 —V6/6 V6/2

B.1. Splines
The first spline is given by

1, if |x] < 0.5 and |p| < 0.5 and |z] < 0.5
& = and |¥ —y| < 0.5and |x—2% < 0.5 and |z2— 7| < 0.5

0, otherwise
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We then get by convolution

if |¥'| = 0.5 and
(1—%)(1-3)1-2), 5| = 0.5 and
Z] =05
(I =x)(1 =)
+(0.5—4)(B -3 +0.5), if [¥] > 0.5 and
+(2/3)(C -2, | = 0.5 and
+2(0.5 — 4)(0.5 — B)(C — 2 2] < 0.5

+(0.5— B)(4 — & +0.5)),
(1 = %) + (1.5 = 2% +7/)(0.5 — )2
4+2(0.5 - % +2)(0.5 -3 +2)(0.5-%), if || > 0.5 and

g, —{ TU-¥+05- 2’ 2 (B.3)
-2(05-2-(/-2)/3)(V =2))
if |¥'] < 0.5,
CD(1 — %), li’] < 0.5 and
|Z| < 0.5 and
3 -3%)<-05
(1 =337
+(1.5=2%¥ +73)(0.5 =372, if |¥| > 0.5 and
+2(0.5—-4)(0.5-B)(C -2, li’] < 0.5 and
+(1—% +y)(C 7Y, #| < 0.5 and
-2(C—-% —B/3)B?), (/ —%)>-0.5,
0, otherwise,

where the variables %', 3/, Z are the dual lattice variables reordered in decreasing order ¥’ > ) > 2’ and the
variables A, B and C are defined as

A=3+4+C-72-0.5, (B.4)
B=%+C-%-0.75, (B.5)
C=min(l +%2 —j,1+7 —%,0.5), (B.6)
D =min(l 4+ 3 —,0.5). (B.7)
B.2. Compact schemes
We switch back to the lattice coordinates X, y, Z
1=05(F +¥V|+ |V +¥+ ¥ +Z2]), ifxpzx+y+2) >0,
LA+3(1 =¥+ 1), iff Xpz(Xx +y+2) <0 and
+2(1 = (YI+ DI iz >0,
- +Z| - ¥+,
LA+3(1=(Z[+1¥]) if XyZ2(x+y+2) <0 and
FCC, = 2|1 = (7| + |¥])] x>0, (B.8)
=+ &= +2)),
La+3(1 =¥+ %)) if ¥2(x +7+2) < 0 and
+2[1 = (¥ + DI Xy >0,
—Z+¥| - +¥)),
0, otherwise.




P. Chatelain, A. Leonard/ Journal of Computational Physics 227 (2008) 3244-3259 3259

FCCj; was obtained numerically by the convolution of FCC; by itself. The high order FCC} was then com-
puted from the combination of FCCs with its gradient. These two operations were carried out in Fourier
space.
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