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the surface. Quadrature rules to evaluate these integrals are developed using asymptotic
expansions of the integrands, both locally about the point of evaluation, and about the
poles, where the interface crosses the axis of symmetry. The local expansions yield meth-
ods that converge to the chosen order pointwise, for fixed evaluation point. The pole

. . expansions yield corrections that remove maximal errors of low order, introduced by sin-
Singular integrals Y A R . K
Boundary integral methods gulflr behaviour of the integrands as thg evaluatlon point approgchgs the poles. An inter-
Complete elliptic integrals esting example of roundoff error amplification due to cancellation is also addressed. The
Axi-symmetric interfacial Stokes flow result is a uniformly accurate fifth order method. Second order, pointwise fifth order,
and uniform fifth order methods are applied to compute three sample flows, each of which
presents a different computational difficulty: an initially bar-belled drop that pinches in
finite time, a drop in a strain flow that approaches a steady state, and a continuously
extending drop. In each case, the fifth order methods significantly improve the ability to
resolve the flow. The examples furthermore give insight into the effect of the corrections
needed for uniformity. We determine conditions under which the pointwise method is suf-
ficient to obtain resolved results, and others under which the corrections significantly
improve the results.
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1. Introduction

Boundary integral methods are an efficient choice to compute the motion of an interface separating two regions of fluid,
such as the vortex sheet model for a shear layer, the boundary of drops and bubbles, the surface of water-waves, or of a solid
object such as an airplane. The methods apply when the fluid on either side of the interface is modelled using linear equa-
tions, for example by potential flow, obtained in the inviscid limit of the Navier-Stokes equations, or by Stokes flow, obtained
in the limit of zero inertial forces in which viscosity dominates. In both of these cases, the (nonlinear) interface velocity can
be expressed as an integral along the interface, thus reducing the dimension of the problem. Under planar or axial symmetry,
the problem reduces further to a one-dimensional one. This feature makes it possible to achieve, at least in principle, the high
resolution necessary to investigate small scale phenomena, such as that occur during coalescence and breakup of bubbles or
in the presence of surfactants.
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Boundary integral simulations of closed interfaces in Stokes flow include studies of the deformation and breakup of drops
and bubbles in an external flow (see, e.g., [1,30,36,20,35,27,11,10,34,5,19,13]), coalescence [42,21,39], drop evolution in the
presence of surfactants [14,33,15,4], and multiphase flow [6]. For axi-symmetric flow, the basic numerical approach was first
described by Youngren and Acrivos [40]. Since then significant progress has been made in the extensions of the boundary
integral formulation and on the development of more accurate and efficient methods, as reviewed by Pozrikidis [26,28].
Unfortunately, evaluating the axi-symmetric integrals is computationally expensive, and standard high order quadratures
cannot be applied due to the integrands’ intricate singular structure.

Our goal in this work is to analyze the line integrals in axi-symmetric Stokes flow, and develop higher order quadrature
rules for them. The integrals describe the velocity at a point on the interface. To begin, we find asymptotic expansions of
the integrands about the singularity at the point of evaluation. Guided by the work of Sidi and Israeli [32], these expan-
sions yield systematically higher order modifications to the trapezoidal rule. Within this framework, we show that the
popular “desingularized” trapezoidal rule [11] is second order accurate. The asymptotic analysis also shows that the lead-
ing order desingularization is only advantageous for the single layer potential but there is no apparent gain for the double
layer potential.

We test the accuracy of the resulting quadratures on a simple example and find two issues that must be addressed. (1)
The high order approximations are quickly overshadowed by the amplification of roundoff errors that occurs when highly
singular terms in the double layer potential are subtracted from each other. We identify these terms and combine them
in a suitable way to remedy the problem. (2) The modified trapezoid approximations converge pointwise at the specified
rate, that is, for fixed evaluation point, but they do not converge uniformly. The maximal errors near the poles are of second
order, and as a consequence the accuracy degrades around that region. This singular behaviour is an artifact of the axi-sym-
metric coordinate system and is similar to the one observed previously in axi-symmetric interfacial Eulerian flows [23,24].
Closely following this earlier work, we obtain asymptotic approximations to the present integrands near the poles and iden-
tify the low order terms in the error. These terms serve as corrections to the pointwise convergent method. They can essen-
tially be precomputed and are added at minimal (O(1)) computational cost per timestep. The end result is a new, uniformly
fifth order quadrature rule that adds little overhead to the commonly used second order approximations and thus can attain
a given accuracy for a fraction of the computational cost. We note that in principle, the procedure described here can be used
to obtain rules of arbitrarily uniformly high order.

We then apply the second order, the pointwise fifth order and the uniform fifth order methods to compute the evolution
of three sample fluid flows, each of which presents a different computational difficulty. We show that in each case, the higher
order methods significantly improve the ability to resolve the flow. The examples also illustrate the effect of the corrections
required for uniformity of the high order methods. In certain cases, with resolutions used in practice, the low order error
terms of the pointwise method are so small that the fifth order corrections do not impact the results. In other examples,
the corrections significantly improve the results.

The paper is organized as follows. In Section 2, we briefly describe the boundary integral formulation for the motion of
one drop in axi-symmetric Stokes flow and discuss the desingularization. In Section 3, we construct pointwise high order
quadratures, address roundoff error amplification, and derive the pole corrections necessary for uniform fifth order accu-
racy. In Section 4, we apply the second order and fifth order rules to compute the evolution of three sample interfacial
flows, and evaluate their relative performance. The results are summarized in Section 5. The appendices give all the nec-
essary information to compute the corrections to fifth order and to determine their effect. The corrections can also be ob-
tained directly from the corresponding author, after which the implementation is simple, consisting of a small change to
the trapezoid rule.

2. Governing equations
2.1. The boundary integral formulation

We consider a drop of fluid with viscosity p, surrounded by a fluid of viscosity p, and affected by an external flow field
u>. Neglecting inertia terms (Stokes flow) and assuming constant surface tension ¢, the velocity u at a point X, on the sur-
face S of the drop can be written in the following boundary integral representation [31]

2 g 1-2

u = -u> - (Xg) + ——

(Xo) %) ) 1

where 1 = p,/1, and u* and u? are the single and double layer boundary integral contributions to the interfacial velocity,
respectively. Their Cartesian components u;, j = 1,2,3 are given by

u’(xo), (2.1)

%0 = 5 [ Golx = Xa)m (KA (0, (22a)
1 (%o) = 4]—an /S Ty (X — Xo) e (X)us (X)dS (), (2.2b)

where
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5,‘1' XiX;

Gi(X) =T +5" (2:2¢)
L 220

are the free space Green’s function (Stokeslet tensor) and the associated stress tensor, respectively, J; is the Kronecker delta,
r=|x||, x = V- nis the sum of the principal curvatures, and n is the outward unit normal. The summation convention over
repeated indices is used, and the symbol PV in (2.2b) denotes the principal value of the singular integral.

For nonzero surface tension o, (2.1) is nondimensionalized using the radius R of the initial bubble as the characteristic
length scale, and U = g/, as the characteristic velocity. In addition, u> is nondimensionalized by U,, = GR, where G is a
characteristic strain rate of the external flow. That is, we introduce dimensionless velocities w' = u/U and u™ = u> /U,
and then drop the primes, to obtain the dimensionless equations

2Ca 1 1-1 4
U(Xo) =1~ U™(Xo) — =W (Xo) + -~ (Xo), (2.3)
where Ca = p,GR/o is a capillary number that measures viscous forces relative to surface tension forces. For zero surface
tension o, the single layer contribution vanishes and the nondimensional equations, obtained using R and any characteristic
velocity U, are u(Xo) = 135U (Xo) + 1= u’(Xo). In all our examples hereon we consider ¢ > 0, that is, (2.3).

This paper concerns axi-symmetric flows with no swirl. In this case, the integration with respect to the angular variable ¢
(see Fig. 1(a)) can be performed analytically to reduce the boundary integrals (2.2) to line integrals over a curve C. This curve,
shown in Fig. 1(b), is the cross-section of S with the x-y plane, where y is the axial coordinate and x > 0 is the radial coor-

dinate. The curve at time t is parametrized by

C:  (X(a,t),y(o, ), O0<a<m.

Throughout this work, we assume the surface intersects the axis of symmetry, with the endpoints o = 0, © corresponding to
the poles, that is, the points were r = 0.

The velocity at a point o = o; on C is u(oy, t) = (u(oy, t), (o, t)) where u, » are the radial and axial components, respec-
tively. Their single and double layer components (2.2) reduce to the line integrals

(0, ) = — % / H (01, o, t)1c(o, £)dl, (2.43)
JO
vi(o,t) = _41_7'5 / H” (o, o, t)1c(r, t)dox, (2.4b)
0
ul(oy,t) = 41—7[ / HY (o, 04, t)u (o, t) + H (o, 04, £) (2, t)dler, (2.4c)
0
P(05.0) = o / HY (o, o, (o, ) + H3* (o, 0, D) v, E)d, (2:4d)
0
where
H(0r, 04, ) = M (%, %3,y — y;)y(0t, £) — M2 (%, %5,y — y;)x(a, t), (2.5a)
H?(“: ajs t) = Qll (X7 xjvy _yj)y(av t) - QlZ(x7xj7y - y))x((x t)» (25b)

and [ = 1,2. Here x = x(a, t), y = y(a, t), X; = x(0y, t), ¥; = y(o;, t) and the dot stands for differentiation with respect to o. The
absence of superscript u, v in(2.5ab)and throughout the rest of this paper implies that the equation holds for both the u and

@) y (b) ¥
S O=TC C: xo.1),y@.,1)
x X
n
z =0

Fig. 1. Sketch showing (a) axi-symmetric surface S with outward normal n, symmetry-axis y, and azimuthal angle &, (b) cross-section C in the x-y plane,
with poles labeled by « = 0, 7.
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the v components. The functions M and Q depend in an intricate way on the complete elliptic integrals of the first and second
kind and are provided in Pozrikidis [26, Section 2.4]. We list them in Appendix A in a form that we find more convenient to
our purposes. The curvature x is

o Xy — J
xR ey 26

Note that the integrals in (2.4cd) are no longer singular and do not require evaluation in the principal value sense. Summary
derivations of these results can be found in Pozrikidis [26] and Zapryanov and Tabakova [41].

2.2. The integrands

Each of the integrands in (2.4) is a function of «, «;, and t which we denote generically by G(a, o, t). For o; # 0, 7, these
functions have integrable logarithmic singularities at o = o;. Using expansions of the complete elliptic integrals about o = o;
and Mathematica, we find that

G(o, 0, 8) = G(ot, 05, £) + ch(ocj, t)(o — ocj)" log |oc — o], (2.7)
k=0
where G is smooth. For the single layer, ¢, # 0 and thus the integrand is unbounded (but integrable) at o = ;. The double
layer is more regular with ¢, = 0. The asymptotic form (2.7) of the integrands and the modified Euler-Maclaurin formula of
Sidi and Israeli [32] are the central building principle for the high order quadrature rules we propose in this work.
For o = 0, 7, the integrands are smooth, with ¢, = 0 for all k. For completeness, the integrands obtained by taking the
limit of G(o, &, t) as o; — 0, 7 are listed in Appendix B.

2.3. Leading order desingularization

An approach commonly taken in previous numerical studies is the following. For the single layer, the identity
Jo HE(or, 05, t)dor = 0, which follows from incompressibility [26], is used to rewrite

u(og,t) = —% /O H* (ot 045, )1 (o, t) — Ke(0, t)]dor, (2.8a)
V(0. t) = 74ln /0 H" (o, 05, ) [, (0t £) — 1(0y, t)] dox. (2.8b)

This removes the leading order singular term of the integrands in (2.4ab). That is, the integrands in (2.8ab) are of the asymp-
totic form (2.7) with ¢o = 0 instead of #0. The higher order logarithmic terms remain.

In previous work, this desingularization has the effect of increasing the order of convergence of the methods used from
O(hlogh) to second order, uniformly over the whole interface. This will follow from our analysis below. For the quadrature
rules we propose here, using (2.8ab) simplifies the implementation mainly because the new integrands have less singular
behaviour at the poles. This will be described in Section 3.3.

A similar procedure is also commonly used for the double layer components. It is possible to use another flow identity to
rewrite

05,0) = g [T, 0 € — H (o, 00, )]+ (0, .60, ) — HE (1,35, )0005, o, 2.9)

and similarly for »?. The formulas for H' are given by Davis [11]. However, due to the orientational dependence of the inte-
grand, H # H'. Using Mathematica, we find that the new integrands (2.9) are no less singular than the original ones (2.4cd).
Both are bounded, of the form (2.7) with ¢y = 0. As a result, no gain is achieved using this formulation. Thus, in this work we
extract the leading order singular term in the single layer only, but not in the double layer. The resulting integrands in each
case, denoted by G throughout the rest of this paper, are given by

Gs(ot, o, t) = Hg(ot, 0, £)[i(0t, £) — (04, £)], (2.10a)
Galo, 0, £) = Hj (o, o4, E)u(or, £) + Hi (0, 0, £) v(0, 1), (2.10Db)
where both G; and G, are of the form (2.7) with ¢ = 0.
3. Quadrature rules

3.1. Pointwise approximations

Sidi and Israeli [32] showed that for any function of the form (2.7),
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m

b N
" - h
/a G(oc,ocj,t)dot:hz G(ock,ocj,t)-&-hG(oc,—.,ocj,t)+C0(aj,t)hlogﬁ+ Z Vka(otj,t)hk“

k=0 k=2

k#j k even
U e G
3 e g (b9 ) — g (06,0 |+ O™ G
k odd

for any integer m > 0. Here o, = a+kh, k=0,...,N, is a uniform partition of [a, b] of meshsize h = (b — a)/N. The double
prime on the summation indicates that the first and last summands are weighted by 1/2. The constants appearing in
(3.1) relevant to our discussion below are y, = —-1/12, y; = 1/720, and v, = —0.06089691411678654156...

Eq. (3.1) is a modified Euler-Maclaurin formula with which one can approximate the integrals to arbitrarily high order. By
truncating the sum on the right hand side at any desired point, one obtains a quadrature rule of known order, T[G]’[L_b], and
moreover, with a known expansion for the approximation error, which we denote throughout by

b
EG], = / G(ot 0, ot — T(G' . (3.2)

However, note that since all terms in the sum (3.1), in particular all ¢, and 8*G/da*, depend on o; (and t), so does the error,
and the order of convergence therefore applies only pointwise, for fixed o;. We will see below that the maximum error over
all j does not necessarily decrease with the same order.

We remark that Sidi and Israeli [32] also considered more general principal value integrals of functions with singularities
such as 1/(o — o), but those are not relevant to our present discussion.

3.1.1. Pointwise second order approximation
As an example, consider the approximation

N
T[Glom = hY_ Glon, %, £) + hG (0,9, 1) (3:3)
k=l
k#?
to compute the single and double layer velocities. Since after desingularizing the single layer, co(;, t) = 0, it follows from
(3.1) that the pointwise approximation error is O(hz). This simple trapezoidal rule has been employed for many years in
boundary integral computations of Stokes flows [11,28], where G(o, o, t) is commonly evaluated by interpolation.

We remark that without the single layer desingularization, the trapezoidal rule (3.3) would be O(hlogh). However the
impact the desingularization has on the coefficients c,, 8*G/d o in the error is more significant. As will follow from our re-
sults in Section 3.3, the desingularization sufficiently smooths the behaviour of the coefficients so that all terms in the error
are uniformly bounded in o;,

h 2

max E5[Gll 1 (05.0) < c(O)h’. (3.4)
This would not be the case if, instead of desingularizing, one would find ¢y # 0 and use the first three terms in (3.1) to
approximate the more singular integral. The commonly used trapezoidal rule (3.3) therefore requires the single layer desin-

gularization to yield uniformly second order results.

3.1.2. Pointwise fifth order approximation
We are interested in a higher order approximation and consider here the fifth order rule:

N
" - h
Ts[Gliosy = " G0 %, £) + hG(ay, 5, €) + Co(ey, ) log o+ vaca (o, )’

k=0
k#j
3 akG 8’(6 1
+ kz:yk W(naajvt)_wa)vabt) h (35)
K odd
with corresponding error
- Sumbge oG
Es[Glf,, = ; vic(oy, R + kz; Vs {aak(”’ %,t) — = (0, aj,r)} R o™ (3.6)
k gven k de

for any integer m > 4. To implement quadrature (3.5), one needs the coefficients c, of the integrands G, the values

G(0y, 0, 0), and their first and third derivatives at the endpoints. The corresponding values for G;” and G;” are given in Appen-
dix C. Here, all the required derivatives of x, y and «k are evaluated spectrally.



M. Nitsche et al./Journal of Computational Physics 229 (2010) 6318-6342 6323

As a test, we apply (3.5) to compute the single and double layer components of the velocity of a sample interface at a fixed
time t = 0, given by

x(o,0) = sin(a), (3.7a)
y(a,0) = — cos(at) + € cos? (o) (3.7b)

with € = 0.15, and no external flow, Ca = 0.

Note that unless 4 = 1, the double layer contribution turns (2.4cd) into a coupled system of Fredholm integral equations
of the second type for the velocity components. As / — 0, the corresponding eigenvalues tend to 0 and the system becomes
singular. This problem can be addressed using Wielandt’s deflation algorithm (see, e.g., [11]). In the applications in Section 4,
we use / > 0 and solve the discrete linear system using GMRES. However, throughout Section 3, in order to more clearly sep-
arate the contributions to the error arising from the integration of G° and from that of G/, we integrate G* using a specified
(u, v) in the right hand side of (2.4cd). Specifically, we set u(o) = sina, v(a) = cos « in the integrand, chosen so that they sat-
isfy the correct symmetries about the axis, and we report on the errors in integrating G, G, for these predetermined u and v.

We apply quadrature (3.5) with h = /N, N = 32, 64, 128, 256, 512, 1024, 2048, and approximate the integration error by

Es(Glio q ~ Ts[Glfg 2 — Ts[Glig z- (338)

The error is shown in Fig. 2, as a function of ;. Figures (a) and (b) show the errors for G*, G*. Figures (c) and (d) show the
errors for G*, G** where the functions u, » in the integrand are replaced by known functions, as described above.

As expected, for any fixed value of «; the errors decrease as h® until roundoff error dominates the results. However, two
unexpected observations can be made.

1. Roundoff error: Even though the computations are made in double machine precision, the double layer velocities exhibit
unacceptably large roundoff errors of order 1077 in Fig. 2(c) and somewhat smaller, of order 107'°, in Fig. 2(d). We note
that these large errors are not caused by an inaccurate evaluation of the complete elliptic integrals F(k) and E(k), as k — O.
These integrals are computed accurately and quickly using the algorithm of Bulirsch [8]. (An alternative is to compute

0 o T 0 o n

Fig. 2. Approximation error Es [G]fgv,{- vs. o, using h = /N, N = 32, 64, 128, 256, 512, 1024, for G equal to (a) G*, (b) G**, (c) G**, (d) G, as given in (2.10) with
u(o) = sina, v(a) = coso.
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them using expansions for F(k) and E(k) to desired order, as in Lee and Leal [18].) As we will see, the large roundoff errors
are instead the result of delicate linear combinations of highly singular terms.

2. Loss of accuracy near the poles o; = 0, : Even though the error decays pointwise as O(h®), the error shown in Fig. 2 dete-
riorates near the poles, o; = 0, 7. The maximum error appears to occur almost at the poles (after disregarding roundoff
errors), and seems to decay more slowly than the error away from the poles. Indeed, the maximum error occurs at
j=1andj=N-1.That is, it does not occur at a fixed value of o, but at o; = h and = — h. To find its decay rate, Fig. 3
plots the maximum errors near the poles as a function of h (+) and a line (—) with the indicated slope. The data is well
approximated by the lines, showing that instead of O(h®), the maximum errors are fourth order for G*, third order for G*
and G*, and second order for G*. Thus the fifth order approximation Ts (3.5) is not uniformly of fifth order, but appar-
ently of second order only. This should be disturbing and put in question the high order accuracy of the solution after
long-time computations of the interface evolution.

In the remainder of Section 3, we explain the origin of these two problems and how to overcome them, and present a
uniformly fifth order accurate quadrature. In Section 4, we investigate the effect of these errors on long-time computations
of interface evolution.

3.2. Removing roundoff error

To find the source of the roundoff error amplification apparent in Fig. 2(c) and (d), we have to look closely at the intricate,
singular structure of G** and G*¢. We refer to the functions listed in Appendix A for this purpose.

G" and G* are functions of Qy’s. The functions Qg in turn are a sum of terms proportional to the integrals Is;. For
example,

Ql]ll = —6X[X3151 — XZX]'(I50 + 2152) + XXJ»2(153 + 2151) — Xj3152]. (39)
The Qs and the I's are singular at o = o, equivalently, at (x,y) = (x;,;) or k = 1, where k is as defined in Eq. (A.3). As noted in
Appendix A, (A.6), the I's appearing in the right hand side of (3.9) behave as
8 1
3¢5(1 - k) (o —a)*

Isj ~ Fgng = as k — 1, or equivalently, o — o;. (3.10)

However, the Q’s appearing in the left hand side of sample equation (3.9) are less singular. Using Mathematica, we find that

Qi ~ ! as o — o. (3.11)
& —0
This shows that analytically the large singular components in Is; cancel by subtraction. Performing this operation in finite
machine precision leads to large loss of digits of accuracy and a consequently large roundoff error. (We remark that even
though the Qy all are singular as in (3.11), the combination Q;;¥ — QX given in (2.5b) that defines the Stokes flow integrands
is less singular, as in (2.7).)
To remedy the roundoff error amplification problem, we extract the singular component from I and compute

Ijj = Iij — Fiing. (3.12)
This is done by first removing the singular component from Es ,:
, 2

Es;, =Esp 30107 (3.13)

107
(a) (b) (c) (d)
107
o //2/ 3
3 h h

10" h4 h
10713
10715

10° 107 10" 107 107 10" 107 107 10" 107 107 10”"

h h h h

Fig. 3. Maximal approximation error near the axis, max%xo_n|E5[G]%_,{-(og)\ for (a) G*, (b) G, (c) G* and (d) G™, as given in (2.10) with u(a) = sina,
v(o) = cos o. The data (+) and lines with the indicated slopes (—) are shown.
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and then writing

d 4 /
Is, :C—SES/Z, (3.14a)

d 4 / 2
I5; = ga bEs/z(k) = E3a(k) +m )

(3.14b)
etc. The functions Q; are then computed by replacing the I by Ij’-k and reorganizing the components containing Fging. For
example, Qq; is computed as follows:

QY = —6x[X°I5; — x*x;(I50 + 215,) +XXj2(I/53 +2I5) — Xj31{52 + (% = %) Feing] (3.15)

and similarly for the other Qj’s.

The reduction in roundoff error is thus obtained by replacing the factor multiplying Fi,e, which is x> — 3x2x; + 3xxj2 - xj3,
by (x — xj)3. A simple MATLAB experiment illustrates the difference between the two [38, Section 1.4.3]. Fig. 4(a) and (b) plots
y=(x—1)>andy = x> — 3x2 + 3x — 1 respectively, vs. x — 1, computed in MATLAB. While the graph in (a) is monotonic, the
graph in (b) has roundoff error of order 10~'* introduced by cancellation. This error is small, but is amplified by the large
values of the factor Fing. For example, if x =1, x —x; = 0.01 and y = y;, then Fgjpg = 1.1 x 10° and the errors of order 10~1°
are amplified to be of order 107°. This illustrates how fast Fg,, grows as (x,y) — (%;,¥;), and amplifies the small numerical
error between (x —x;)* and x> — 3x2x; + 3xx? — 2.

The result of the proposed change in the computation of the Q’s is shown in Fig. 5. The figure shows the errors obtained
after replacing (3.9) by (3.15) and similarly for all other Q’s. (It also includes the removal of large errors near the poles de-
scribed in the next section.) Notice that the roundoff error noise in the double layer integrals has been reduced from 107’
(Fig. 2(c) and (d)) to 10~"® (Fig. 5(c) and (d)). While the noise is still larger than that in the single layer integrals (Fig. 5(a)
and (b)), it is sufficiently low for the method to be used in practical applications that require high accuracy.

3.3. Removing loss of accuracy near poles

The degeneracy of the error near the poles is similar to the one observed for axi-symmetric vortex sheets in Eulerian flows
[3,12,29,22-24] and Darcian flows [9]. It is caused by the unbounded behaviour of the derivatives of G at the poles and the
coefficients c, as o; — 0, 7. For example, using arguments similar to those in Nitsche [23,24], one can show that

d
C NF7 as o — 0. (3.16)
Substituting this expression into (3.5) and (3.6) with o; = h it is clear that the term cz(ocj,r)h3 as well as all other terms
involving ¢, (o, t) are of order O(h?). Eq. (3.16) also explains why the error is the largest when j = 1. We remark that without
the single layer desingularization the behaviour of all coefficients at the poles is more singular, and would yield maximal
errors of order O(h). For this reason the simple trapezoidal rule T, requires the desingularization to be uniformly of second
order.

One goal of this paper is to obtain a uniformly accurate fifth order approximation for the integrals of G. We achieve this by
finding a pole correction to the proposed quadrature (3.5) using the ideas developed in Nitsche [23,24] for inertial vortex
sheets. The corrections are obtained using sufficiently good approximations B of the integrands G that capture the singular
behaviour of G at the poles. These approximations are obtained using Taylor series expansions. We then approximate

/G:/(G—B)+/BzTS[G—B}+/B:T5[G]+E5[B]. (3.17)
x10"° x107"
3 3
| @ | ®
1 1
> 0 0
-1 -1
-2 -2
3 -3
45 1 05 o0 05 1 15 15 -1 -05 0 05 1 15
X1 x 10 X1 x107°

Fig. 4. MATLAB results for y, plotted vs. x — 1, where (a) y = (x — 1)>, (b) y = x® — 3x2 + 3x — 1.
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Fig. 5. Approximation error Esy[Gl , vs. o, for h = 7/N with N = 32, 64, 128, 256, 512, 1024, and (a,b,c,d) G*, G**, G** and G*, respectively, replacing u, v
by sina, cosoa.

Since G — B is less singular than G, the integral [(G — B)is computed more accurately. It turns out that the corrections E;s|[B]
can be essentially precomputed and added to Ts at minimal cost per timestep. This, in a nutshell, is the main idea of this
section. Some of the details necessary to understand the method are given next, and all values necessary to implement it
are given in the appendices. The corrections and a sample code can also be obtained by emailing the corresponding author.

To approximate G near the left endpoint we use Taylor series about o, o; ~ 0. The symmetry of the interface across the
axis implies that

x(or, t) = Xo(t)or + 5(0#“3 +0(e),
y(e.t) = yo0) +7%4% e 1 o), (3.18)
K(a, t) = Ko(t) —0—@0(2 +0(ah)

with similar expansions for x(o, t), y(o,t), and x(a;, t). We expand the functions M(x,x;,¢) and Q(x,x;, &), where ¢ =y — y;,
about the base point p = (Xoo, X005, 0). For example,

+ (e )+ Hm (g )+ TP - )
Jo(t)Xo(t)

AN M
SR80 0 M ) (O i)

We then substitute these expansions into the integrands (2.10) and obtain the approximations near the left endpoint. The
approximations near the right endpoint are obtained similarly. The number of terms needed in the Taylor expansions is
determined by the desired order of accuracy and the dependence of derivatives of M, Q on ¢;. For uniform fifth order quadr-
atures, we need fourth order approximations of G. Furthermore, we observed that the kth derivatives of M and Q behave as
o1 /ocj’.‘) and O(1 /ocj’.‘“), respectively. These observations determine the number of terms needed. For example, fourth order

M(x,x;, ¢) = M(p)

¢

(3.19)



M. Nitsche et al. /Journal of Computational Physics 229 (2010) 6318-6342 6327

approximations of G require 14 terms in the expansion of Q. In principle, following this script one can find arbitrarily high
order approximations, as needed to obtain higher order uniform quadratures.
The results, obtained with Mathematica, are that

G* = B (2, 04,) + 00, 08}), (3.20a)

G" = B (at,05,t) + O(er*, o), (3.20D)

G" = B (at, 0, ) + O(c®, 05}, (3.20c)

G = B"" (o, 0, £) + O(oc*, o), (3.20d)

where

B (01,04, t) = by (0)BY (1), (3.21a)

B (o, 04, £) = b (6B (1), (3.21b)
6

B (o, 04, £) = o4y (OB (1) + 08 > b (0B (1), (3.21¢)
k=2

B""(at, 04, t) = aZZb’ “(t)BY (1), (3.21d)

k=

= ot/oy, and the functions b[( t) and B(n) are as given in Appendix D. The approximations of G near the right endpoint are
1dent1cal except that at all places in (3.21) « and «; are replaced by o — 7 and o; — T, respectively, and superscripts | are re-
placed by r, with b’ (t) also given in Appendix D. The functions b'(t (t) and b’ (t) depend on derivatives of x, y, k, u, v at the
endpoints. Details of these functions will be important to understand the impact of the corrections in applications, and will
be discussed later, in Section 4.

What is notable in the approximations (3.21) is that the coefficients by (t) are independent of j and the functions By(#) are
independent of time. This implies that the corrections E[B] can basically be precomputed. The terms E[B,] can be precomput-
ed at time t = 0, and at each timestep, the corrections can be found solely by computing the coefficients b (t) at a cost of O(1).

Some small details remain to be explained. For convenience, we compute the integration error E[B] in (3.17) over an inter-
val proportional to «; of the form [0, La;]. We choose L = 10, which is sufficiently large to cover the range in which B approx-
imates G well. Following the outline (3.17) we obtain

T
/0 Gdot ~ TGl + E[Blfp 105 (3.22)

The numbers E[B] are the pole corrections to our original approximation. Since for any function f (e, o, t), E[f]'fo_m och[ﬂlo/Jm
it follows that

E[Bl,uswo‘loi :oc‘.‘b""s(t)E[B”S]FO/ﬁO]. (3.23a)

E[Bl,m}?o’w“] 063b1 VS( ) [BVS 10/110 (323]3)

E[Bl ud]l:)ma] ijzbllud( )E[Bud 10/J10 + 064 Zbl ud ud 10/110 (3.23(:)
2

E[B""]i lo.102) = o} by (E)E[BY] ]o/jw (3.23d)
k=1

Note that for o; = h (j = 1), the corrections (3.23a-d) are O(h*), O(h*), O(h*) and O(h?), respectively, in agreement with the
numerical results in Fig. 3.
The time-independent factors E[B’}lo/’10 are precomputed at t = 0. Since the integration interval for B was chosen propor-
tional to o, these factors depend only on j and not on h, and can conveniently be precomputed once for all meshes to be used.
Finally, to obtain uniformity near the right endpoint we need to add corrections at the right, using the functions B, given
by (3.21), as described earlier. Both left and right corrections are incorporated into the final approximation, which we label
Tsy, as follows:

s
AGwzmm=EMM+mmmwmw+mmﬁwmmm (3.24)

where the weights w; and w;, are positive functions that equal one at the left or right endpoint, are smooth, and vanish suf-
ficiently fast away from that endpoint. Details of these functions are not critical, but for smoothness we have chosen either
wy = cos® (F )/(sm (%) + cos® (%)) and w; = sin® (%)/(sin8 (2) + cos® (¥)) or a rescaled Erfc function as proposed in [7, Eq.
(22)], when faster decay away from the endpoint is needed. The Erfc function decays smoothly from 1 to O over a finite
interval.
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Fig. 6. Maximal approximation error max%&[g,n/zl\ES,,[G]ﬁ)_,[](ocj)\ vs. h, for G equal to (a) G*, (b) G*, (c) G*, (d) G*, as given in (2.10) with u(a) = sina,
v(o) = cos o. The data (+) and lines with the indicated slopes (—) are shown.

All values cy, Ek(ocj, o, t), and derivatives of B, needed to compute E[B,] are given in Appendix E for the single layer, as
illustration. The numbers E[B,]'” are computed in quadruple precision to reduce the effect of roundoff error.

The resulting approximation error after including the corrections, ESu[G]?O_n], is plotted in Fig. 5 as a function of ;. Observe
that the large errors near the poles have been eliminated. To confirm that the approximation is now uniformly fifth order,
Fig. 6 plots the maximal error as a function of h on a log-log scale (+) together with a line of slope 5 (—). Comparison with
Fig. 3 shows the improvement obtained with the pole corrections. The data in Fig. 6 confirms that the corrected method Ts, is
uniformly of fifth order.

4. Computing the interface evolution
4.1. Numerical method

This section applies the quadrature rules developed in Section 3 to compute the evolution of three sample flows. For the
computations, we found it convenient to use the arclength-tangent angle framework proposed by Hou et al. [17], which is
briefly described next.

Note that the evolution of the interface x(o, t) is uniquely determined by its normal velocity. That is, for an interface
tracked by Lagrangian particles marked by o, the tangential velocity of these particles does not alter the interface position,
it only alters the position of the marker particles along the interface. With this in mind, given initial conditions, the interface
X(o, t) is determined by

1).4
5 u+Ts, (4.1)
where u(a, t) is given by (2.4), s(a, t) is the unit tangent vector to the sheet, and T(,t) can be chosen arbitrarily.

If T = 0, the Lagrangian particles generally accumulate near isolated points on the interface, which in certain cases im-
pacts the numerical stability of the discretization. Following Hou et al. [17], we instead choose T so as to control where
and when the Lagrangian marker particles accumulate. For simplicity, here we choose T so that the particles remain equally
spaced in arclength. Alternative choices are possible, see, for example [17, Appendix]; [25].

To proceed, it is convenient to rewrite Eq. (4.1) in terms of the tangent angle 0(,t) and the relative spacing between
points s,, where s(o., t) is arclength. Here and below, the subscripts o and t denote partial differentiation with respect to that
variable. The variables 0 and s, are related to x and y by

Xy =S5C0S0, Yy, =S5,SIn0, (4.2)

where x(0,t) = 0 and y(0, t) = y,(t). In the equal arclength case the relative spacing between points is constant in «, and thus
sy = L(t)/m, where L is the length of the curve in the cross-section. Using these variables, Hou et al. [17] showed that (4.1) is
equivalent to

T

s
Lf:—'/O o udo’, 0 i

(Us +0.T),  (¥o) = v(0,1), (43)
where U =u-n, n is the outward unit normal, and T(a, t) = oL /T + Jo0,Udor. The relation to T is that T=u-s+T.

The numerical method used in the following sections consists of discretizing the interface by N + 1 points uniformly
spaced in the Lagrangian variable o, 0;(t) ~ 0(o;, t), where o = jh, h = /N, j=0,...,N, with total length L(t) and intersect-
ing the axis at (0, y,(t)). The variables L, 6; and y, satisfy a system of ordinary differential equations obtained by approximat-
ing all derivatives in (4.3) spectrally and all integrals to sixth order using the modified trapezoidal rule. The velocity u is
computed either to second order with T, (3.3), to pointwise fifth order with Ts (3.5), or to uniform fifth order with Ts,
(3.24). For 1 # 1, the Fredholm integral equation for u is solved using GMRES [16] with a prescribed residual tolerance of
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107", The system is integrated in time using the fourth order Runge-Kutta method. Here, the initial condition must satisfy
that s, be constant.

4.2. Finite time pinchoff

The first example consists of the initial condition

0;(0) = oy + @ + 5a> sin(20) + (11—2 + 4a) sin(4o;) + asin(6e;) (4.4)
with L(0) = 7 and y,(0) such that y, = —y, for symmetry, in zero external flow, u* = 0, and with viscosity ratio 4 = 0.1. Eq.
(4.4), proposed by Almgren [2], describes a dumbbell for an approximate range of values 0.016 < a < 0.099. We choose
a = 0.09. Note that by prescribing initial values for 6;,L and y, (instead of x and y) the initial condition is implicitly equally
spaced in arclength.

Fig. 7 shows the solution at a sequence of times 0 < t < 0.82, computed with the uniform fifth order rule Ts,, using
N = 2048 and At = 0.000625 sufficiently small that the temporal discretization error is smaller than the spatial one. For
these parameters, the execution time was 1.4 h on a 2.4 GHz desktop. The arrow in Fig. 7(a) indicates the direction of increas-
ing time. The interface, which evolves solely based on its initial curvature distribution, appears to pinch at two symmetric
points. Fig. 7(b) shows a closeup near the upper pinchoff point. The minimum radius near this point is shown in Fig. 8 as a
function of time. Fig. 8(a) plots the result using the parameters of Fig. 7. It shows that after an initial time, the radius ap-
proaches zero almost linearly in time, indicating finite time pinchoff. The smallest radius computed with N = 2048 is
T'min = 0.0005 and the corresponding maximal curvature is K. = 1800. Fig. 8(b) shows a closeup of the results computed
with N = 2048 (—), 1024 (---), 512 (--). The three data sets appear almost linear, and overlap closely with each other, until
toward the last times, when the lower resolution data begin to oscillate.

We estimate the pinchoff time by approximating the N = 2048 data by a least squares linear polynomial over the interval
[0.76,0.81]. This line is plotted in figure (b) over a small time-interval t € [0.822, t.], where t. = 0.8258 is the time at which it
crosses the t-axis. The line agrees with the data over the interval of approximation to within x10~°, and cannot be distin-
guished visually from it at this scale, which is why it is only plotted on a small time interval near t.. By varying the domain
used for the least squares approximation and comparing linear and quadratic approximations, we estimate that t. approx-
imates the pinchoff time within +0.0002. This figure thus indicates finite time pinchoff and the accuracy obtained with the
fiftth order method at the given resolutions.

Fig. 9 compares the results using different methods. It plots the solution at a sequence of times near pinchoff using the
second order quadrature T, (---) and the uniformly fifth order quadrature Ts, (—), with N = 512 in figure (a) and N = 1024 in
figure (b). The last times shown in each case are those times past which the second order method no longer converges. It
shows that the differences between the two methods increases significantly as t — t., and suggests that for a given meshsize,
the higher order method resolves the solution near pinchoff significantly better.

0.8
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0.7F
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0.6
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Fig. 7. Evolution of the dumbbell-shaped bubble (4.4) with a = 0.09, Ca = 0, and /4 = 0.01, computed using Ts, with N = 2048 points. The solution is shown
at times t =0.0:0.1:0.7, 0.74, 0.77, 0.79:0.01:0.82. (a) The arrows indicate the direction of motion as time increases. (b) Closeup near pinchoff.
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Fig. 8. Minimum radius vs. time. (a) Computed using N = 2048. (b) Closeup showing results with N = 2048 (—), N = 1024 (---), N = 512 (--). The dotted line
shown on t € [0.821,t], t. = 0.8258 is obtained by a linear least squares fit of the N = 2048 data over t € [0.76,0.81].
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Fig. 9. Closeup of solutions near pinchoff time computed with (a) N = 512, (b) N = 1024, using the second order method (---) and the uniformly fifth order

method (—), at times ranging from the smallest to the largest times indicated in the figures.
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Fig. 10. Maximal errors in the position x + iy vs. h = m/N, at fixed time (a) t = 0.1, (b) t = 0.4, (c) t = 0.7, using the second order method (---) and the
uniformly fifth order method (—).

To more accurately compare the methods, Fig. 10(a)-(c) plots the maximal L, errors in the position at times t = 0.1, 0.4,
and 0.7, respectively, vs. h = ©/N, where N =128, 256, 512, 1024. The errors are obtained by comparing the solution to
the fifth order results with N = 2048. The lines have the indicated slopes. They show that the fifth order method converges
as O(h°) at all times, and that the errors are much smaller than the ones with the second order method.
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The maximal errors shown in Fig. 10 increase in time. For the second order method, the errors increase slightly, and the
O(hz) terms become dominated by O(hg) terms in Fig. 10(c). This can be understood by investigating the pointwise second
and third order terms in the error, as given in (3.1). The second order terms are those containing first derivatives of G at the
endpoints. These derivatives are given in equations (C3, C7, C11, C15) and depend on zeroth derivatives of curvature and
velocities. The third order term in (3.1) is the one containing c,, which, as listed in (C2, C6, C10, C14), depends on second
derivatives of curvature. Since higher derivative grow faster as the curvature grows near pinchoff, the third order terms soon
dominate the second order ones. For the fifth order method, the errors remain O(hs) throughout, but increase significantly
due to the increasing curvature and its derivatives.

The time evolution of the error is more clearly shown in Fig. 11, which plots the maximal error using N =512 and
N = 1024 as a function of time, for all times before GMRES no longer converges. Fig. 11(a) shows that the error increases
as pinchoff is approached. The difference between the two methods decreases on a logarithmic (but not on a linear) scale.
However, as shown in the closeup in Fig. 11(b), for equal resolution N, the fifth order method is still about 50 times more
accurate at the time the second order method breaks down. It furthermore solves the equations for longer times. Thus
the fifth order method more accurately resolves the solution at times more closely to pinchoff, as is already indicated in
Fig. 7.

To determine the effect of the local corrections required for uniformity, Fig. 12 compares the pointwise and uniform fifth
order methods. Figures (abc) plot the L, error in the computed position as a function of o/, using N = 128, 256, 512, 1024, at
a sequence of times t =2, 6 and 10, respectively. The error without corrections (using Ts) is shown as the dashed curve, the
error with corrections (using Ts,) is shown as the solid curve. Initially, the corrections improve the error near the boundary.
But at the present resolutions the degeneracy at the axis is small, and the maximum error, which occurs away from the axis,
is the same for both methods. As time increases the difference between the two methods decreases, until at t = 10 there is no
difference on the whole domain. Thus, in this case the corrections required in theory for uniformity do not affect the max-
imum error in practice. This can be understood by investigating the coefficients b (t) multiplying the constants E[B](j), given
in Appendix D. Notice that unlike the values of ¢, or 9G/dq, the coefficients b,(t) depend on derivatives of the curvature and
velocities at the endpoints only. As the dumbbell evolves the curvature at the endpoint approaches a constant, and the end-
point velocities decay to zero. Thus in this application the corrections are relatively small and decrease in time, and would
only be significant at much higher resolutions than the ones we used. This example illustrates how the specific form of the
by’s can be used to determine whether or not the corrections are needed to improve the results in a given applications.

In summary, this example of finite time pinchoff is significantly better resolved by the fifth order method. However, the
pole corrections required in theory for uniformity are negligible since the flow velocities and the changes in curvature at the
poles vanish.

4.3. Steady bubbles in a strainflow

For our next example, we consider a case in which the spatial changes in the curvature at the poles do not vanish in time.
The example is the initially spherical bubble

0;(0) =05, L0O)=m, y(0)=-1, (4.5)
in the axi-symmetric strain field (see [40]),

2Ca Ca

T T ) (40

Taylor [37] reported experimental results in which a drop is placed in a flow produced by four counter-rotating rollers. He
found that for strain rates less than a critical value, Ca < Ca. (%), the drops first elongate and then approach a steady state.
This was also observed in time-dependent numerical simulations by Rallison and Acrivos [31]. Pozrikidis [27] computed the

IE,,, (- Bl

‘ ‘ ‘ ‘ ‘ ‘ ‘ 10
01 02 03 04 05 06 07 08 077 078 079 08 081 082
t t

Fig. 11. Maximal errors in the position x -+ iy vs time, using the second order method (---) and the uniformly fifth order method (—). Two curves are shown
for each method, obtained with N =512 and N = 1024 respectively. (b) is a closeup of (a).
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Fig. 12. Errors in the position (x + iy)(«, t) as a function of o, using the pointwise fifth order method Ts (---) and the uniformly fifth order method Ts, (—), at
(@)t =0.1,(b)t = 0.4, (c) t = 0.7. The four curves shown for each method correspond to N = 128, 256, 512, and 1024, and are computed by comparing to the
uniformly fifth order approximation with N = 2048.

time-dependent evolution as well and found some steady states using a more general background strainfield. Eggers and du
Pont [13] recently found steady solutions numerically by solving time-independent equations iteratively with Newton’s
method. They found stable and unstable steady states as well as critical capillary numbers for a range of values of /. Our goal
here is to investigate the performance of the three methods T,, Ts, Ts, to compute the time evolution of the drop, as illus-
trated by one sample case.

In these simulations it is important that volume be well conserved, since any small errors in the volume are quickly
amplified by the background strain flow. Volume conservation can be achieved either by using extremely small timesteps
or by specifying the length L at each time so that the current volume equal the initial volume, 47/3. We found that with this
latter approach the results converged significantly faster under timestep refinement. We therefore used this method to com-
pute L(t) instead of solving the ordinary differential equation (4.3) for L; explicitly.

Fig. 13 plots the solution for /7 = 0.01 and Ca = 0.20, computed with Ts, using N = 1024 and At = 0.005, at a sequence of
times t = 0 : 2 : 30. The computed bubble stretches and appears to approach a steady state. However, it is difficult to deter-
mine whether the solution is truly near a steady state since at all times shown in the figure, indeed at any time, the time-
dependent solution is changing. This becomes increasingly difficult the closer Ca is to Ca,,.

To obtain more conclusive evidence of convergence to a steady state, we consider the maximum curvature Kpq, the max-
imal axial coordinate y,,,,, and the deformation D = Xnax /Y ax- These quantities, generically denoted by Q(t), are plotted in
Fig. 14(a) vs. time. The slope dQ/dt decreases in time. However, this is not sufficient to conclude convergence or to predict
the steady state value. Instead, we consider each of these quantities as a series of changes

j-1
Qi=Qo+ ZAQka (4.7)
k=0

where Q; = Q(jAt) and AQy = Qi1 — Qy, and wish to determine wether the series converges to a finite steady state value.
Fig. 14(b) plots the ratios r(k) = AQ,,1/AQ, and shows that for all three quantities, this ratio converges to a common value
<1. This shows that the three series converge geometrically for sufficiently large times.

Based on extensive simulations varying Ca and the mesh resolution, we found the ratios r(k) plotted in Fig. 14(b) to be a
stronger indicator of convergence than the information plotted in Figs. 13 and 14(a). For example, if the resolution is not

Fig. 13. Evolution of initially spherical bubble in the strainfield (4.6) with 2 = 0.01, Ca = 0.20, using the uniform fifth order method with N = 2048 points, at
times t =0:2:30.
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Fig. 14. For the solution presented in Fig. 13, (a) Maximum curvature Kpq, maximum y-coordinate y,, and deformation D as vs. time. (b) Ratios
r(k) = AQy/AQy, 1, where AQ; = Qy,; — Qy, and Q is the maximum curvature (r,), the maximum y-coordinate (r,), and deformation (rp), vs. time.

sufficient, or if Ca > Ca,, these ratios are the first to depart from a constant common limiting value. Conversely, the fact that
all three curves converge to the same value is a strong indicator that the solution is converging towards a steady state, and
that it is well resolved. The ratios are thus a good basis on which to compare different methods.

However, the ratios r(k) depend on the timestep used. This is illustrated in Fig. 15(a), which plots the ratio r, using data
sampled at different time intervals At = 0.005,0.01,0.02, as indicated. The timestep-dependence is revealed by the following
calculation. Note that the limiting value of the ratio r can be used to approximate the steady state values. Assuming that for
k > j, r(k) =r is constant (depending only on At) then the steady state values are

AQ . AQ At dQ At
T v gk A

Qu=Q+> AQ = Q+AQ > =+ (4.8)
k=0

k=j
Assuming further that Q; has converged, that is, Q; = Q(t;), it follows that AQ;/At = dQ/dt(t;) + O(At) and thus the depen-
dence of r on At is given by

AL chom (4.9)
1-r
for some constant C. To illustrate, Fig. 15(b) plots the quantity At/(1 —r) using the data spaced at time intervals
At = 0.005,0.01,0.02, and shows that the three curves collapse onto one. Thus, this timestep-independent quantity is a bet-
ter characterization of the solution, which converges to a steady state as t increases if At/(1 —r) > 0.

Fig. 16(a) and (b) plots the computed values of y,,.,, and the corresponding values At/(1 — r), for the second order meth-
od T, (---) and the fifth order methods Ts, Ts, (—) with N = 256 and 512, as indicated. The second order results quickly de-
part from the limiting values. This departure is evident at a larger scale in Fig. 16(b). The fifth order results on the other hand
have almost converged in N and in time, thus making it possible to accurately determine the steady state using only mod-
erate resolutions. These results show that even for this case of moderate curvatures, much is gained by using the fifth order
methods over the second order one.

1.002 5
(@) (b)
1 45
A t=0.005
4
__ 35
>

T
T 3

=
25
0.992 2
0.99 15
0.988 1

0 5 10 15 20 25 30 0 5 10 15 20 25 30

t t

Fig. 15. For the solution presented in Fig. 13, (a) Ratio r, computed using data spaced at intervals At = 0.02,0.01,0.005, as indicated. (b) Quantity lf—f(k)
using the same three values of At. The three curves overlap.
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Fig. 16. (a) Maximal y-coordinate y,,,, and (b) values At/(1 —r,), vs. time, using the second order method (- --) and the fifth order methods (—), for N = 256
and 512, as indicated.

Fig. 17(a)-(c) compares the maximal errors in the position x + iy, obtained with the three methods at t=2, 6 and 10,
respectively. The results using T, are of second order and increase slightly in time. The results using Ts and Ts, differ slightly
in this case. Thus, unlike the results in Fig. 10, here the corrections in Ts, improve the maximal error at early times.

Note that at the present resolutions the uncorrected method Ts has maximal errors of fourth order, and not of second
order as may be expected. Again, this can be understood by examining the coefficients by(t) of the corrections. According
to Appendix D, the maximal second order term in the error is given by

. 2 ;
b'ildth[Bud}j:1 _ .1/0}"0 th[BUd]J:1. (4.10)
XolXo‘

Since v, is small and vanishes in these steady state flows, the second order term in the error is negligible. Similarly, all other
factors bxd and b,’:d depend on pole velocities and its derivatives and are negligible. On the other hand, the fourth and third
order terms with coefficients b;’ and b;’, respectively, depend on the x(t) which is large, even in this moderate example.
Thus one would expect maximal errors of third or fourth order, consistent with the results in figures (a) and (b). However,
as time increases the pole curvature grows, and higher derivatives of the curvature grow faster than lower ones. As a result,
the fifth order terms in the error, which depends on higher curvature derivatives, grow and soon dominate the maximal er-
ror. Thus in this case the pole corrections are insignificant after some time, not because curvature and its derivatives are
small, but because they are large.

Note that for sufficiently high resolution, the corrections will improve the error. However, such resolutions appear to be
much larger than the ones needed in practice to resolve the curve. Moreover, if the resolution is insufficient to compute the
corrections accurately, they worsen the result. This is the reason why in Fig. 17(c) the uncorrected results at low resolutions
are slightly better than the corrected results.

In summary, in this example, the fifth order methods are a significant improvement over the second order method, and
enable approximating the steady state with moderate resolutions. The corrections however become insignificant relative to
higher order terms in the error as the derivatives at the pole grow, and moreover, they become difficult to compute.

107"

Fig. 17. Maximal errors in the position x + iy vs. h = /N, at fixed time (a) t = 2, (b) t = 6, (c) t = 10, using the second order method (---), the pointwise fifth
order method (--) and the uniformly fifth order method (—).
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4.4. Continuously extending drops

For our last example we consider a case in which the pole velocities do not vanish. In such a case the second order error
terms in Ts and the corresponding corrections in Ts, could possibly be more significant.

We consider the initial spherical drop (4.5) with / = 10, in the external strainfield (4.6) with Ca = 0.4. This capillary num-
ber is larger than the critical value, which for 1 = 10 is Ca,, ~ 0.095 and therefore, the drop is not expected to reach a steady
state.

Fig. 18 shows the evolution at uniformly increasing times ¢t = 0: 1 : 13, computed with Ts, and N = 2048, At = 0.005. In-
deed, the solution does not approach a steady state but instead, it continuously extends in the background strainfield. Since
the external velocity increases as |y| increases, the drop stretches increasingly fast. As we will explain later, these results are
surprisingly difficult to compute, even though the interface is perfectly smooth at all times and maximal curvatures increase
only moderately fast.

First, we determine the relative magnitude of the various order error terms in Ts. Fig. 19 plots the evolution of the largest
second, third and fourth order terms in (3.23), obtained with j = 1, for n = 128. That is, it shows

dy(t) = h? [b4(t)E[B*)" ‘ (4.11a)

ds(t) = h® max < by (t)E[BX)! ‘ ib,fd(t)E[B,’jd ! ) (4.11b)
k=1

da(t) = h* max < b (t)E[BY! ] 26: b (t)E[BY)' ) (4.11c)
k=2

The figure shows that, indeed, initially the second order term, which depends on vy, is larger than the others. However, as the
drop stretches and derivatives of x, y grow, so do the higher order terms. As a result, after short time the third order term
dominates, and around t = 8 the fourth order term dominates. It follows that even though the maximal error in Ts is O(h®) at
all times, the second order term dominates the error only in a small initial time interval, whose length grows as N increases.

The corrections in Ts, remove the low order error terms in Ts shown in Fig. 19, and the effect of this is shown in Fig. 20.
Fig. 20 compares the results using T, Ts and Ts,. It plots the maximal curvature vs. time, for several resolutions ranging from
N = 128, increasing by factors of 2 until N = 2048, as indicated. Fig. 20(a) is obtained with T,, Fig. 20(b) with Ts, and
Fig. 20(c) with Ts,. These figures illustrate the numerical difficulty in computing the flow. For any method and any set of
parameters N and At, the results follow the same pattern: as the drop stretches, the maximum curvature increases slowly,
but suddenly it becomes unbounded and the computations break down. For example, the second order solution in Fig. 20(a)
with N = 2048 breaks down around t = 5. Notice that at this time the solution plotted in Fig. 18 is smooth and the maximal
curvatures are small, ~ 4, giving no indication of any numerical difficulties. The breakdown time is practically independent
of the timestep used, which we varied between At = 0.2 and At = 0.0025. Rallison and Acrivos [31] also observed that for
any case with Ca > Ca,, their numerical solutions break down in finite time. They attributed this to a numerical instability
related to the physical instability leading to the “bursting” solutions that Taylor [37] observed experimentally.

As shown in Fig. 20, the breakdown time depends on the spatial resolution N, albeit in an unusual non-monotonic fashion.
For the second order results in figure (a), the breakdown time decreases as N increases from 128 to 2048, which could be
misinterpreted as a finite time singularity in the exact solution. For the pointwise fifth order results in figure (b), the break-
down time decreases for low N, but increases as N increases past 1024, giving the first indication of convergence as N — o at
larger times. For the uniform fifth order results in figure (c), the breakdown time begins to increase already sooner, past
N = 512. Notice also that the results in (c) solve the equations to largest times.

05

Fig. 18. Evolution of initially spherical bubble in the strainfield (4.6) with 42 = 10, Ca = 0.40, at times t =0: 1 : 13, computed using the uniformly fifth
order method with N = 2048, At = 0.005.
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00 2 4 6 8 10 12 14

Fig. 20. Maximum curvature vs. time, computed using N = 128 (--), 256 (---), 512 (---), 1024 (--), 2048(—) and (a) the second order method, (b) the
pointwise fifth order method, (c) the uniformly fifth order method. The lowest, largest and turning point values of N are labeled.

Based on these results, we expect the solution to exist for large and possibly all times, and we expect that it can be com-
puted with sufficiently fine resolution. Furthermore, the exact solution appears to be stable to arbitrarily small perturba-
tions. The fact that discretization error is sufficient to induce a rapid departure from it indicates that the exact solution is
unstable to finite perturbations, and agrees with the observations of Rallison and Acrivos [31] and Taylor [37].

In summary, our results show that in this example: (i) Solutions to the discrete system for fixed N exist for finite time
only. (ii) As N increases, the convergence is non-monotonic. N needs to be sufficiently large, N > N, until convergence in
N is observed. (iii) The value N, past which the methods converge is smallest for our corrected uniform fifth order method.
Furthermore, for fixed N > N, the corrected method approximates the exact solution for longer times. For the second order
method, on the other hand, N, is not even reached in our simulations.

Thus, in the example presented in this section, the corrected uniform fifth order method is a significant improvement over
both the second and the pointwise fifth order methods, since it converges faster and for longer times than the alternatives.
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5. Summary

This paper concerns the computation of the integrals that appear in axi-symmetric interfacial Stokes flow with no swirl.
We analyze a set of quadrature rules of arbitrarily large pointwise rate of convergence, based on (3.1). We use asymptotic
approximations near the poles to show the existence of low order terms in the maximum quadrature error, and we construct
a uniformly fifth order quadrature based on identifying the low order terms. We then apply three methods, namely the pop-
ular second order method, the pointwise fifth order method and the uniformly fifth order method, to compute the evolution
of three sample flows. The examples give insight into the performance of the various methods in practice.

Our main findings are:

e Pointwise convergent methods of arbitrary high order all have a low second order term in the maximum error. Asymp-
totic approximations about the pole are used to identify and remove the low order terms.

o Specific formulas for a uniformly convergent fifth order method are given. With a given table of precomputed values, the
method is easily implemented at no additional cost per time step.

¢ In the three applications presented, much is gained by using fifth order over second order accurate methods to compute
the interface evolution. In particular, with equal spatial resolution, the fifth order methods

- resolve finite time pinchoff better and to times closer to pinchoff;

- resolve the solution near steady states better, giving significantly more accurate estimates of the steady state values;

- simulate a continuously extending bubble accurately to longer times.

e The corrections needed to obtain uniformly fifth order errors are sometimes, but not always, significant in practice. Their

significance can be deduced from their explicit representation given in Appendix D.

— If the derivatives at the endpoints are small, the low order corrections may be much smaller than the higher order
terms. In this case the corrections are not needed and the pointwise fifth order method equals the uniform fifth order
method in accuracy. Examples of this scenario are the pinching bubble and low curvature steady states.

- If derivatives at the endpoints are large, with even larger derivatives of higher order, the low order corrections may be
smaller than the higher order terms, and thus not significant. In this case as well, the pointwise fifth order method
equals the uniform fifth order method in accuracy. Examples of this scenario are steady states bubbles with high cur-
vature on the axis.

- For moderate values of endpoint curvatures and velocities the corrections improve the accuracy of the simulations. In
the continuously extending bubble, this gain results in accurate solutions for longer times before instability sets in.
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Appendix A. Functions M and Q

M (%, %5, &) = X[l + (X* + %) 31 — x¥;(I30 + I32)], (A.1a)
My (x, %), &) = xE(xI31 — Xjl30), (A.1b)
M (x.x;, &) = XE(xI30 — x31), (A.1c)
M3 (x,%;, &) = X(lo + &30), (A1d)
QY (x.%;,&) = —6x[x*Is1 — X°Xj(Iso + 2Is3) + X7 (Is3 + 2Is1) — X 53], (A.1e)
QY (x,x;, &) = —6x&[(x* +Xf)151 —xXj(Iso + Is2)], (A.1f)
Q3 (x.%;,€) = QY (A1g)
QY (%,%;, &) = —6x& (xls1 — Xjls0), (A.1h)
Q1) (%,;, &) = —6xE(X Isy + X*[s0 — 2xX;151), (A.1i)
QY (%,%;, &) = —6x (xlso — Xjls1), (A.1j)
Q3 (%,%),€) = QT (%, %, €), (A.1k)
Q5 (%,%;, ) = —6xEIso (A11)
with
fo = %F (k). (A2a)

Iy = ‘E‘a[bf(k) _E(k), (A2b)
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I3 = Ci‘;bg (k) (A.2¢)
Iy = %a[bEg 12(k) — F(k)], (A.2d)
Iy = gaz [02Es 5 (k) — 2bF(k) + (k)] (A2e)
Iso = Ci‘;Es k), (A.2f)
Is; = éa[bEs/z(k) — E3pp(k)), (A2g)
Is; = C4—Sa2 [D*Es (k) — 2bEs 5 (k) + F(k)], (A.2h)
Is3 = ;is(f [D*Es )5 (k) — 3b°Es (k) + 3bF(k) — E(k)], (A.2i)
where
2 4xx;

=— "9 A3
&+ x+x)" *3)

anda=2/k*, b=(2-k)/2, &= (x+ x;)> + & Here, F and E are the complete elliptic integrals of the first and second kind,

respectively:
/2 d@ /2 5 . 2
F(k) = / Y Em- / V1=K sin0do, (A4)
o V1-k*sin’0 0

and

2
Eyp = 1E(k) 212-k%) F(k) (AS5)

—2% Esp(k) = .
— B 3(1- k)2 1-K)
Notice that a and b are functions of k only, witha — 2 and b — 1/2 as k — 1. Using this formulations of I;; (which differs from

slightly from the formulations in Lee and Leal [18]) it is easy to see that the most singular contributions to I5; and Is; at k = 1,
which comes from the E;), and the Es,, terms, respectively, are

4 1 8 1
1k T3 11

E(k) — 3

Iy ~ (A6)

This fact is used in Section 3.2.

Appendix B. Integrands for «; = 0,n

The limits of the integrands in (2.10a) and (2.10b) as o;; — 0, 7 are found by expanding M and Q about x; = 0 using known
expansions of F(k) and E(k) about k = 0 to be

G (0, Ojeng, t) = 0, (B.1)
v 2TXK . .
G (0, Ojend; t) = WW@ —X(Q2& +x%)), (B.2)
Gy (0, Ojend, t) = 0, (B.3)
127x¢

G (0, Ojend, ) = — (ux + v)(xy — &X), (B-4)

(2 + 52)5/2

where jend = 0 or n, and x = x(a), y = y(®), & =Yy(%) — Yjens- The values and derivatives of G, at the endpoints, needed to
implement the quadrature rule (3.5), are:

) d d d ATIC, K2
G2(0,0,t) = —27Ko|Xo|, @Gf(o,o,t) =0, Wc;’(o, 0,t)=0, G’(m,0,t)=0, @Gs”(n,o,t) =— |5T n
& ., ATRy . . ) e
WGS (m,0,t) = — m; [3icnkn & — Kn(6X3 — 4%, + 6%, EYn)), (B.5)
3 v2
GV (T, 0, t) = 27K, %Gs”(n, mt) =0, %Gﬁ(n, Tt =0, G'(0,7,t) =0, d%c;:(o, mt) = 74”{2‘0"0 ,
& 47x .. . o
WGS”(Q T, t) = 30 [—3K0x04‘2 + K0(6x3 — A% — 6X0&Y0)], (B.6)
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where ¢ =y, — y,. Similarly, the values for G are:

) d ., & ., ) d ., 120,52
Gi(0,0.0=0, - Gj(0,0.)=0, —-5G{(0,0,t)=0, Gj(m.0,0)=0, - Gi(m0,0)= T
&, 120 . 5 o e
453 Ca(m.0.0) = B 3%, (2UnXn + &) — va(15%3 — 4Xp &% + 12%,E5n)], (B.7)
d & d 12700 X2
v _ Rl al4 — = v — v _ v - _ 0
Gd(nv T, t) - 07 daGd(nv T, t) 07 d3aGd(TE7 T, t) 07 Gd(07 T, t) 07 do Gd(ov T, t) ‘é|3 s
d 120k oo o ) o
ch(o, T, t) = é3|é|° [3%0&(2iloXo — D0E) 4 Vo(15%3 — 4XoE? — 12X0EY0)), (B.8)

where, as above, ¢ =y, —y,.
Appendix C. Relevant coefficients of G(a, «;, t)

This appendicx lists all the coefficients c, of G and its derivatives at the endpoints needed to implement the pointwise fifth
order quadrature Ts, given in (3.5). For G**(a, o, t), 20, 7, the values are:

G"(0,07,0) = 0, (C.1)
u,Sf_“.'._z_Kf C.2
G = kY~ (Xi; +¥iX;), (C2)
)
dg*® 27(Ko — K)X3x:& |
070 =B ey, (€3a)
j °
dg*® 270 (K — 1)X2X;¢
do (n7aj7t):W7 é:yn_yﬁ (C3b)
j >
d>G*s TiXoX; - } . . }
g (0.9.6) = W[(Ko — K)[12%oJ0 (X! — X2E — 2&%) + 9%3 (X2 — 4% & + 8Xo(x? + ¢2)*¢]
]
+Bioko (¥ + )%, E=Yo -, (C4a)
PG =T 0 g 28— 26 4 G — AN 4 B 1 )
Tz (™% )*W[( n = K128 (X — X7 E" = 2&7) + 9K, (X7 — 4E°)E + 8xn(X] + &7)°¢]
)
+ 6k (X + )2, E=Y, - Yy (C4b)
For G**, o, # 0,7, the values are:
G (aj,0,0) = 0, (C.5)
¢y = Kjx; +x—;(xf +2x:% — V7). (C.6)
dG’s 2T (Ko — KjXF( +28%)
W(Ov (Xj,t) = - [Xz I f2]3;2 , ¢=JYo 7yj7 (C7a)
¢
dG"s 27 (K — K)X2 (%% +2&)
— (T, 0,t) = — ] . E=Ya Y C.7b
do (T, 04, ) [X];+C52]3/2 Yn =), ( )
PP - R (2 + )P (2 +26%) — 383 (¢ + 8x2E — 8EY) + 12k0¥0(—x* + 2282
Toﬁ(’“)im[(o )[—8X%o (X + &7)° (%7 +2¢°) (X + 8%; &%) + 12x0¥0 (=X +X;
]
+2E4¢] - Bioko (X2 + )P (& +28%)], =Yy -V, (C8a)
@G o t) = X K — Kj)[—8Xn(X2 + EXV2 (X2 4+ 2E2) — 333 (5% + 8x282 — 84) + 12X, (—x* + X2&2
W(717)—m[(n*))[* (X 4+ C)7(XF +287) = 3x, (% + 8X7C7 — 8LT) 4 12X (=X + X;
J

+28HE = Biukn (%7 + 0 (6 +28)), E=Y, -
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For G*¢, o # 0,7, the values are:

20y (V%2 +¥7) — 2%,y — X)) . 2u(y;(2%} + 3y7) + %79, (2x:%; + 57) — 2%%7Y))

G“(0;, 01, 0) = I Ak c9
( ] ) Xj(sz +y]2)2 Xj(sz +y]2)2 ( )
g = 2 Vi(=4ux; + 3v%y; — 62Xy;) + Ui (2% 9; + 2x:%y; + 597 — 2x%3;)) (C.10)
J
dg*4 ~12mveR3ex; .
—5 (0.3, :W, E=Y Yo, (C.11a)
]
dc* —12m v, %2
W(nvajvt):W7 ézyj_yrn (C]]b)
j >
d*c+4 67TX;Xo . o 6xo&(2x? —3¢%) . 15432 vy )
———(0,04,t) = ——222 | 2(3xP1gjp — E*(3Xo Vo + AXo Vo)) + ——— 22— —— (Xollp — 2VpJ0) + ———2-—— (—3x% +4¢7) |,
dOC3 ] (ij +62)5 4 40Y0 0v0 ovo ij +€2 oto 0Yo (sz +62)2 '
E=Yo—Y; (C.12a)
a’c* 6%, e 6Xn (207 —38%) 15880, .,
d (% ):(X,T- 2y 2(3X tnyn — ¢ (3an/n+4xnl/n))+xj27(xnun—27/n}’n)+(sz_':_7éz)2(—BXj +4&)|,
E=Y, -V (C.12b)

For G4, o; # 0,7, the values are:

- =295(uik; + viyy) (X295 — 2%y + V3 + 2x%;9))
G”‘d(OCj7O(j,0) _ j\UjXj i¥j 1.12 .2121 i TY; XY 7 (C.13)
Xi(X7 + )

vd 3y

= ﬁ(zlu,-xjyj = 5uXy; + vy + 6Ux), (C.14)
J

dGc™ 121 vex2 &

—— (0,05, t) = ——=%5, &=V Yo, (C.15a)

dot J (sz Jr62)5/2 J 0

dc™ 2rve |

~do (% ):m, E=Y = Vn (C.15b)

J

&G 67Xy - o 6xoE(3%2 — 28%) . L 158,

(0,0, t) = ——0 | 2(=3x2T0jg + E2(3Ro o + 4Xo Vo)) + ————L— =L (—Xoilg + 2V0F0) + ——22 2 (5x% — 22 |,

do3 (0,04, 1) (XJZ+€2)5 ( G UoYo (3% 00)) Xj2+cfz (—Xollo 0Yo) (ij+62)2( . )
E=Yo Y (C.16a)

d*Gre 61X, B, 6%,¢(3x2 —28%) 15880, L, o,

do3 (Tcﬂxj'? ):m 2(—3Xj UnpYn +§ (3an/n +4Xn1/n)) +)¢T(—Xnun+zﬂnyn) +(ij+7§2)2(5xj —25 ) s

E=Yu Yy (C.16b)

_ For ¢;=0,7 the function G (o, a,t) = 0. The function G!(,;,t) given by (2.8b) is smooth, so ¢ =c; =0 and
G?(0y, 05, t) = G{ (04, 05, t). For oy = 0, the derivatives at the endpoints are given in Appendix B.
Appendix D. Approximating functions B(«, «;, t)

This appendix lists the functions bl(t) and B(n) in the approximation (3.20) and (3.21) of G near the left pole. Throughout
it, = a/o; and K = 4n/(1 + n)*. The functions b’ (t) are obtained from the formulas for b’(t) by replacing the subscript 0 by n
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b =5 g = S 31+ ek - (20 e, (0.)
b0 =28, B = 20— k), (02)
bi*(t) = X’ﬁfg . B = =3n((1+ mEK) + (1 - nF(K), (D:3)
v ) )ﬁ Siagn 20 %yx} B () = n(1 +m)[(1 + P)E) — (1 - )*F(k). (D4)
B (1) — j"‘xﬂ B n) = (1 +m)(23+ SP2)E) + (1~ ) (1 + S)F(K), (D5)
b (t) = Z;Oji:'" C B = =[50+ 1P+ )ER) + (1= ) (1 + 5F(K)], (D-6)
b = 08 B = 21+ + (1 - PR, (-7)
(0 = s B = 01+ )7+ PR - (1~ FR] (D3)
biE(0) = 408 B0 = ~30](1-+ 1B + 0~ DGO 09)
B0 = %0 B = 301+ E0) (D.10)

Appendix E. Relevant coefficients of By

The functions BY/”*/ are all of the form

B() = Bln) + > s — 1Y log i — 11 (E1)

1=1

Here, we list the coefficients and derivatives necessary to compute Es[B], using (3.5), for the single layer only, as examples.
The results are obtained with Mathematica. All real numbers are rounded to as many digits as listed.

u,s nus dBuYS d3Bu‘S
€1, =-5, By (1)=0, ﬁ(O) =1/2, dﬂé (0) = -27m/4, (E.2)
dBI]lS d3B§l'5
W(lO) = 15.70828565, 7 (10) = 0.00003929, (E.3)
vs RS dB}* &*BY*
3 =2, B’(1)=0, ﬁ(o) =T, dn; (0) = -9m/2, (E.4)
@(10) = —-62.8325457383 d3B?S (10) = —0.0000841112 (E.5)
dnp? - Codip T ‘ :
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