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KURZFASSUNG

In der Verfahrenstechnik werden zur Homogenisierung von fliisssigen Medien oftmals Gas-
blasen eingesetzt. Der Pfad und die Nachlaufstromung der aufsteigenden Gasblasen sind
fiir eine effiziente und effektive Homogenisierung ausschlaggebend. Die gezielte Steuerung
ist daher essentiell. Der Vergleich von Ergebnissen aus experimentellen und simulativen
phénomenologischen Studien hat gezeigt, dass diese einer Unscharfe unterliegen, bezie-
hungsweise sogar stark divergieren. Anstelle offene Fragen zu kldren, brachten numerische
Quermethodenvergleiche nur weitere hervor. Parameterabhéngigkeiten des Aufstiegspfads
und der Nachlaufstromung sind daher weitestgehend unbekannt und eine Steuerung nicht
moglich. Eine weitere Erforschung dieser mittels vorhandener numerischer oder experi-
menteller Methoden ist nicht notwendigerweise erfolgversprechend. Die Hauptintention
der vorliegenden Arbeit ist es, numerische Methoden zu entwickeln beziehungsweise weit-
erzuentwickeln, welche zur Simulation von komplexen, schwach-kompressiblen Ein- und
Mehrphasenstromungen mit hochster physikalischer Detailtreue eingesetzt werden konnen.
Der zweite Fokus liegt auf der Entwicklung eines Verfahrens zur Quantifizierung der physi-
kalischen Abbildungsgiite von numerischen Algorithmen und Einschatzung von Simula-
tionsergebnissen entsprechend ihrer Aussagekraft. Die simulative Erforschung der Param-
eterabhangigkeiten von Pfad und Nachlaufstromung von in Flissigkeiten aufsteigenden
Gasblasen, und somit deren gezielte Steuerung, ist durch diese numerischen Methoden
moglich.

Diese kumulative Dissertation gliedert sich folgendermaflen:

Ein Uberblick iiber experimentelle und numerische Untersuchungen zur Erforschung von
in Fliissigkeiten aufsteigenden Gasblasen ist in Kapitel 1 gegeben. FEine mathematische
Beschreibung von Ein- und Zweiphasenstromungen und des Transports oberflachenspan-
nungsaktiver Stoffe erfolgt in Kapitel 2. Die im Rahmen meiner Arbeit entwickelten
beziehungsweise weiterentwickelten numerischen Methoden werden in Kapitel 3 beschrieben.
Ein themenbezogener Literaturiiberblick der einzelnen Teilgebiete und die wichtigsten
Erkenntnisse der Hauptpublikationen wird in Kapitel 4 diskutiert, welche im Anhang B
zu finden sind. Eine Aufstellung samtlicher, im Rahmen dieser Arbeit entstandener, Pub-
likationen befindet sich in Kapitel 5. Schlussfolgerungen dieser Arbeit werden in Kapitel 6
gezogen.



ABSTRACT

In process engineering, gaseous bubbles are commonly used to homogenize fluids. The
path and wake flow of gaseous bubbles ascending in liquids are crucial for efficient and
effective homogenization. Hence, their controllability is highly desirable. Comparisons of
results from experimental and numerical phenomenological investigations respectively have
revealed uncertainties or even divergence of these. Numerical cross-method comparisons
have not been able to clarify open questions, instead, they have raised further ones. The
prevailing uncertainties in the parameter dependencies of the ascent path and wake flow
prevent their controllability. Further investigations with existent numerical or experimental
methods are not necessarily effective. Thus, the primary intention of this work is to elab-
orate on numerical methods for high-fidelity numerical simulations of weakly compressible
single- and two-phase flows with complex flow structures. The second focus is on devel-
oping a method that quantifies the predictive capabilities of a numerical algorithm and
distinguish regions of higher from those of lower reliability. The numerical investigation
of the parameter dependencies of the path and wake flow of gaseous bubbles ascending in
liquids, and thereby their controllability, is made possible with these methods.

This cumulative thesis structures as follows:

An overview of experimental and numerical investigations in the field of gaseous bubbles
ascending in a liquids is given in Chapter 1. The governing equations of fluid motion,
considering two phases, and surfactant transport are detailed in Chapter 2. The numerical
methods that have been developed and further-developed respectively within the scope of
this work are described in Chapter 3. A literature review of each topic, followed by key
findings of the respective major publications are provided in Chapter 4, copies of these
may be found in Appendix B. All publications that have emerged within the scope of this
work are listed in Chapter 5. Conclusions of this work are drawn in Chapter 6.
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1 Motivation

1.1 INTRODUCTION

This thesis comprises a comprehensible overview of my research in the field of the numerical
modeling and evaluation of complex weakly compressible flows. Complex flows are single-
and two-phase flows with multiscale flow structures, such as vortical and turbulent struc-
tures respectively, as well as interfaces undergoing severe distortions and topology changes
respectively. The focus has been on three main topics: the optimal modeling of weakly
compressible flows even when underresolving small scales, the evaluation of numerical mod-
els by means of extracting the local and global numerical dissipation rate and viscosity,
and the modeling of two-phase flows incorporating surface active agents (surfactants).

My research is based on the German Research Foundation (DFG) project AD 186/7-2 “Un-
tersuchung des Aufstiegsverhaltens von Gasblasen in einer Fliissigkeit” (engl. exploration
of the behavior of gaseous bubbles ascending in a liquid). The focus of AD 186/7-2 is on the
phenomenological investigations of single bubbles and bubble clusters during their ascent in
liquids for large Reynolds numbers as well as investigations of the parameter-dependencies
of bubble ascent paths and bubble wake flows. Moreover, AD 186/7-2 includes analysis of
the influence of surfactants.

Flows of bubbles are two-phase flows. These are characterized by the coexistence of two
disjunct phases separated by an interface. Two-phase flows may be distinguished either
based on the aggregate phases of one fluid, or different chemical properties of two coexisting
fluids. Depending on the material combination at the interface, different effects, such as
diffusion between the fluids, phase changes, chemical reactions or surface tension effects
may arise. Gaseous bubble flows are flows of a disperse gaseous phase within a bulk liquid
of much higher density and dynamic viscosity. Within the scope of this work, flows of
ascending bubbles are gaseous bubble flows with a dominant direction of motion parallel
to the gravitation vector, or a surfactant gradient vector, yet, in opposite direction. During
their ascent, the interfacial may evolve complex, multiscale structures.

Ascending bubbles induce vorticity into their wake, improving mixing and homogeniza-
tion of the bulk phase [1]. The complex, multiscale vortical structures of the wake, at
larger Reynolds numbers denoted bubble induced turbulence, strongly effect (turbulent)
dispersion of the bubbles, bubble-coalescence, and -breakup [2]. As the individual ascent
path and wake flow determine the efficiency of mixing when employing bubbles in process
engineering applications, control of these is highly desirable.



1.2 State of the Art

1.2 STATE OF THE ART

A variety of theoretical and experimental investigations
have gathered a multitude of information on ascending
single-bubble flows. The first phenomenological investi-
gations on the three-dimensional (3D) bubble dynamics,
known to modern society, were conducted by Leonardo da
Vinci (1452-1519) [5, 4]. His sketch 1.1 on the spiraling
ascent of a gas bubble, is accompanied with the following
phenomenological description: “When air together with wa-
ter is submerged underneath a layer of flowing water, the
air returns to the air. Thereby, it passes through the water
on a winding path, while changing its shape continuously.
And this happens because the lighter (fluid) cannot remain
underneath the heavier (fluid). Moreover, it is being com-
pressed continuously by the liquid above.”, [6].

Figure 1.1: Leonardo da
Vinci’s sketch of a spiraling
bubble ascent. Reproduced
from [3, 4].

1.2.1 EXPERIMENTAL AND THEORETICAL STUDIES

Since then, many more have studied the spiral as well as zigzag ascent path instability
experimentally and analytically [7, 8, 9, 10, 11]. A series of studies have focused on the
terminal ascent velocity, drag and shape of ascending bubbles [12, 13, 14, 15, 16, 17, 18,
19, 20, 21]. Wake flow structures have been investigated experimentally among others
by [22, 23, 24]. The interaction of the wake flow with the bubble, potentially causing
bubble shape oscillations have been investigated by e.g. [25, 26]. Landel et al. [27] find
that smaller satellite bubbles which follow a larger one within its wake reduce turbulent
dissipation and thereby drag.

Magnaudet and Eames [28] as well as Clift et al. [29] provide in depth summaries of
the knowledge derived from these early experimental studies. Clift et al. have correlated
observed bubble shapes, terminal Reynolds (Re), Eotvos (Eo), and Morton (Mo) num-
ber, see Fig. 1.2. Moreover, they define three principle shape regimes, spherical at low
Reynolds and Eotvos numbers, ellipsoidal at high Reynolds and moderate Eotvos, and
spherical-cap or ellipsoidal-cap at high Reynolds and Eotvos numbers. Note that the di-

. UresL ApgL? Prefgl? 2 gut Ap
mensionless groups Re = —<=r<L Fo = ref o BeS8vel Nfo = Eo Wer _ Tl T pelate
Vref Oref Oref Re prefgref
inertial to viscous forces, buoyant to capillary forces, and viscous to capillary forces, respec-
p'refLTerTQ.

tively. Herein We = <L is the Weber number, relating inertial to capillary forces,

Te

furthermore, Uyef, Lref, Pref, Oref, Vref, and fi,.y denote the reference velocity, length-scale,
density, surface tension coefficient, kinematic, and dynamic viscosity.
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Figure 1.2: Bubble shapes and regimes for free buoyancy driven ascent in liquids. Adopted
from [29].
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Yet, even when initial and boundary conditions were identical, different bubble shapes
and ascent paths have been observed experimentally [30]. The onset of the path instabil-
ity for bubbles rising in water occurs at a bubble radius of 0.7mm in the experiments of
Saffman [8], whereas an experiment with "hyper clean” water [17] indicates a critical radius
of 0.91mm. Moreover, especially for smaller bubbles, the observed ascent velocity is larger
than in the experiments of [31]. Comparing the results of [17] to those of Hartunian and
Sears [7] shows that the decrease of ascent velocity, which is due to the influence of impuri-
ties in distilled water, is less dominant for larger bubbles. The dependence of the influence
of surfactants on the kind and concentration has been documented by Bel Fdhila and
Duineveld [32]. Aybers and Tapucu [18] record the ascent velocity of bubbles as a function
of the distance these have traveled. For small sized bubbles, following a rectilinear path,
the ascent velocity reaches its maximum after a short distance, then the bubble decelerates
almost at a constant, non-zero rate. They conclude that the decrease is due to surfactant
impurities. Their observations are confirmed independently by e.g. [33, 34, 35, 36]. The
combined theoretical and experimental investigation of Griffith [37] can be noted as one of
the first successful attempts to describe the decrease in ascent velocity due to surfactants
for very simple cases. Yber and di Meglio [38] find that because of dilute proteins in water,
which accumulate at the interface, ascending bubbles rigidify and decelerate with distance
traveled, and in consequence behave hydrodynamically as solid spheres. Apart from an
increase of drag, interface contaminations entail higher damping rates of shape oscillations,
yet, the oscillation frequencies are unaffected [39]. Any kind of impurities, introduced un-
intentionally or intentionally, such as tracer particles for particle image velocimetry, act
alike surfactants. At large Reynolds numbers interfacial contamination reduces deforma-
tion and shape oscillations [28]. Hence, the intrusiveness of experimental methods that
rely on tracers intensifies with increasing Re [24]. The experiments of Zhang and Finch
[40], however, indicate that below a certain threshold, particularly for dilute solutions, the
terminal ascent velocity is independent of the surfactant concentration. The effect of sur-
factants on confined bubble ascent has been studied experimentally by Almatroushi and
Borhan [41]. According to them, surfactants retard the motion of small bubbles due to
adverse Marangoni stresses, yet, large bubbles benefit from surfactants as these allow the
bubbles to deform away from walls. Besides being intrusive, experimental data acquisi-
tion of the shape and wake is challenging. Large, scarcely predictable deflections require
real-time tracing and re-positioning of e.g. particle image velocimetry [23] or Schlieren
[24] imaging systems. Nonpolar photochromatic dye, as used by Sanada et al. [42], is less
intrusive, yet, detailed flows structures cannot be observed. In metallurgical applications,
with opaque fluids, visual data acquisition is impossible. Alternative techniques such as
ultrasound doppler velocimetry [43, 44] or local conductivity probe velocimetry [45, 46, 47]
exist. Yet, these are often too costly, and data on flow fields as well as interface-evolution
is limited.



1 Motivation

1.2.2 ROLE OF COMPUTATIONAL FLUID DYNAMICS

Computational fluid dynamics (CFD) is free of these experimental deficiencies. Accurate
prediction of natural and technical ascending bubble flows by means of CFD rely on proper
numerical models. Even when resolution is low, these models need to physically consistently
[48, 49, 50] reproduce the full range of length scales of vortical structures, which are the key
to the technical application of ascending bubble flows. The bubble shape strongly effects
its wake and vice versa. Hence, valid models for the interaction at the two-phase interface
are essential. On the basis of valid models and their stable implementation, numerical
studies can be carried out for a wide range of parameters.

Brabston and Keller [51] have studied the drag coefficients of ascending bubbles for a
Reynolds number range between 0.1 to 200. The shape of axisymmetric incompressible
bubbles for infinite Reynolds numbers is investigated in [52, 53]. The ascent velocities, drag
coefficients and bubble shapes at high Reynolds numbers have been recorded by Miksis et
al. [54] also assuming axial symmetry.

Toroidal bubbles forming from initially spherical ones and their ascent are the focus of Ref.
[55]. Ryskin and Leal [56, 57] have studied numerically the shape, wake (by streamlines)
and drag coefficients of axisymmetric buoyancy driven bubbles for 1 < Re < 200 and for
Weber numbers up to 20. Yang et al. [58] find that neither the initial bubble shape nor the
intermediate relaxation determine the terminal velocity or shape, refuting experimental
observations. Mougin et al. [59, 60, 61] have studied numerically the ascent of rigid
ellipsoidal bubbles. According to them, the path instability is primarily due to a double
threaded wake, which itself results from the wake instability. Moreover, the curvature of the
bubble is the key parameter. Analysis of the forces acting on spherical bubbles indicate that
as soon as the wake becomes 3D, a lateral force in the order of the buoyancy force initiates
[61], which conjoined with the corresponding torque, entails horizontal deflections. The
rotation of the bubble determines the sign of the trailing vortices and thereby the evolution
of the wake during a zigzag ascent. These studies have confirmed the experimentally
assumed strong coupling of the wake, shape and path. Yet, the interplay of interface
evolution and wake flow were ignored.

Bonometti and Magnaudet [62] have investigated the evolution of shape and ascent velocity
of single bubbles within an axisymmetric domain. Direct numerical simulations (DNS)
of gaseous bubbles in liquids are challenging due to the large differences in density and
viscosity between the phases and the high bubble Reynolds numbers typically encountered
[63]. Therefore, fundamental numerical studies such as [64] have been carried out under the
assumption of small density and viscosity ratios. Gaudlitz [30] and Gaudlitz and Adams
[1] have simulated deforming ascending 3D bubbles with DNS. For bubbles rising steadily
along a rectilinear path, their results are in very good agreement with experimental data.

For bubbles ascending along zigzag paths, the periodic shedding of connected hairpin
vortices, including the head, as well as shape oscillations have been resolved, see Fig. 1.3.



1.2 State of the Art

It is observed that the connected
hairpin vortex-legs are the cause
of horizontal deflection, which is
in agreement with Refs. [59,
60, 61]. Also considering dy-
namic shape deformations, Refs.
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Figure 1.3: Simulation of 3D bubble ascending along
a zigzag path. Reproduced from [1].

Few numerical investigations have been conducted on the effect of surfactants. In the study
of Cuenot et al. [69] on spherical, axisymmetric bubbles rising in a liquid contaminated by
a weakly soluble surfactant, it is found that when surface diffusion is subordinate to advec-
tion, at least parts of the bubble become stagnant. This in turn increases drag significantly
up to the level of drag on a rigid sphere. Forking results of numerical and experimental
investigations, for a review see e.g. [70], reveal the necessity to intensify research in this
field. For instance, Takemura et al. [71] have compared experimental to numerical data,
which are in good agreement and verify that the stagnant cap model explains the mecha-
nism of the transition from fluid-sphere to solid-particle behavior. From their comparative
studies they have even derived equations that estimate the drag coefficient of surfactant
contaminated bubbles. Yet, Dijkhuizen et al. [72] have studied the drag force on single air
bubbles rising in viscous liquids over a wide range of viscosities numerically. Their results
are in excellent agreement with analytical theory, whereas their experimental data predict
much higher drag forces as expected from existing correlations. These studies highlight
the importance of modeling contaminants on the drag force.



1 Motivation

1.3 AIM OF THIS THESIS

It is evident that the parameter dependencies for free single-bubble ascent, as well as the
influence of surfactants and impurities, have only been elaborated sufficiently enough to
gain a basic understanding. Controlling these parameter dependencies effectively is, at
this venue, to my knowledge, impossible. Validation of numerical results with experiments
and cross-method comparison, see e.g. [73, 74, 75, 76, 77], strongly indicates the necessity
for numerical methods that can reproduce the entire range of physical relevant phenomena
of these configurations. The interaction of bubble wake and shape determine the ascent,
which can only be predicted if local variations of surface tension as well as the propagation
of vorticity, generated at the interface, into the wake flow is modeled accurately.

This work includes five contributions to the exploration of the behavior of gaseous bubbles
ascending in a liquid:
e A physically consistent approach for the underresolved simulation of weakly com-

pressible flows, see Sec. 4.1.

e A method to evaluate numerical fluid flow simulations by extracting the local and
global numerical dissipation rate and viscosity, see Sec. 4.2.

e Optimization of the method for the underresolved simulation of weakly compressible
flows, see Sec. 4.3.

e Grid-convergent benchmark simulations of classical viscous, incompressible two-phase
flows with and without surface tension, see Sec. 4.4.

e A conservative interface-interaction method for the numerical simulation of two-phase
flows with insoluble surfactant, see Sec. 4.5.



2 BASIC EQUATIONS

In this chapter, the theoretical basis of the analytical continuum mechanics background for
describing fluids in motion is set forth. Based on the description of the system of Navier-
Stokes Equations (NSE) as partial differential equations (PDE), their compact form is
developed. Thermodynamic closures for the NSE, applied within the scope of this work,
are given. Fundamentals of the Riemann problem, used for solving the Euler equations
within this work, are described. The equations describing immiscible two-fluid flows are
provided and the chapter is closed with the system of equations describing the evolution of
insoluble surfactants. This chapter results from combining Refs. [50, 114, 98, 102, 82].



2 Basic Equations

2.1 NONDIMENSIONALIZATION

Within the scope of this work, all quantities are normalized with a reference state. The

nondimensional measures in time and space are tt—f = t, Lm_af = x,. The density, the
re re
three Cartesian velocities, the static pressure, and the temperature are p”—f = p, Uu o=
e re
Ug, pp—f = p, TT—f = T. The dynamic, kinematic viscosity, and thermal conductivity
Te re
* * * . . .
are L~ =, X =y, 2= = \. Considering surfactants and capillary effects, the
Href Vref )\Tﬁf
. . . . . . *
surfactant concentration, surface diffusivity and surface tension coefficient are —L S =
re
DY o* o . . . 1 2
Dr:f = D, oy 0 = 1,2,3 denote the Cartesian directions and p,.; = §prerT€f

the reference pressure. In two-fluid configurations, the reference density (p,.f), dynamic
(ftref), kinematic (v,..s) viscosity, are those of the bulk phase denoted as phase &;. Uy,
L,¢ are problem-dependent.

2.2 SINGLE PHASE EQUATIONS

2.2.1 THE CONSERVATION EQUATIONS

The motion of smooth and continuous fluid flows can be described by the conservation of
mass, momentum and energy in differential conservation law form:

dp

dpu 1
v . | (. 2.1b
5 TV lu@u-Il=—5pg, (2.1b)
dpe 1
gtt + VT [(pe)u—TI-u+q) = F—ﬂp(gT-u) . (2.1c)
u = (up,us,u3)", and g = (g1, g2, 93)" denote the vectors of Cartesian velocities and body
2
forces respectively. The Froude number (Fr? = % = gU].:—eff) relates inertial to buoyant
forces. The specific total energy e; = ey, + €;, decomposes into the specific kinetic energy
erin = 3u® = Zu? and the specific internal energy e;,, for which
ot " Fr? ’ '
apein T
(i YT [(pe) u g ~TT: (V&u) =0 (2.3)

10



2.2 Single Phase Equations

hold. The stress tensor is Il = —1p + T. Under the assumption of Stokes’ hypothesis, the
viscous stress tensor is
112 13

T=Tu)=— [ 2 78| = é {uD(u) +1 (ub — g,u) (VT -u)} (2.4)

Re 3
31 .32 33

\]
\]
\]

ox Oxq,
Newtonian fluids the bulk viscosity p, = 0. Within the scope of this work, the dynamic
viscosity is constant in each fluid phase, hence

ap _ M dug | Oug  20u, 5
! Re (83:5 +8$a 381:750‘5 ' (2:5)

with the deformation tensor D(u) = (6% + %) The dynamic viscosity is p = vp. For

With a, 8,7 representing the three spatial directions. The Kronecker-symbol d,4 is unity
for a = 8 and zero for a # B. Within the scope of this work, heat fluxes due to thermal
conduction are not considered, hence q = 0. In compact form, the system of conservation
laws (2.1) is

ou

— +VT.F=8(U), (2.6)

ot
where U = (p, pur, pus, pus, pe;)” and F = [F], F7, Fg}T denote the vector of conserved
variables and the flux tensor. S(U) are body forces. Within the scope of this work, solely
buoyancy contributes,hence

_ P T T
S(U) = 25 [0.sg" u]” (27)
The flux vectors include advective and viscous components Fg = Fg — Fg, §=1,2,3.

The advective (superscript a) and viscous (superscript v) fluxes are

pug 0
pugUy + pog A1
F3(U) = | puguz + pdga | , F(u) = 2 . (2.8)
pugus + pss T
(per +p) ug 7%,

Eq. (2.6) includes partial derivatives. Only smooth solutions are permitted, discontinuities
such as shock waves or material interfaces are excluded [78]. Applying Gauss‘s theorem,
the integral of Eq. (2.6) over a domain {2 is

/Ut dv+j§FT-nF ar’ = / S(U) dV (2.9)
Q r Q

where np = (n1,ng,n3) is the outward pointing unit normal vector of I' = 9€2. Eq. (2.9)
admits discontinuous solutions and the smoothness assumption no longer holds [78]. Note
that V = [,1dV = foB fA$2 fml 1 dz) dxly dxfy, with Az, , a =1,2,3 being the extent
in the three spatial directions.

11



2 Basic Equations

The Kinetic Energy Equation in Integral Form

The integral of Eq. (2.2) over € is
ot

where Ey;, = [ Azs / Any i) Ay Pkin A2 dahy dzy. The kinetic energy flux, the acoustic work,
the viscous surface work, and the work of body forces are

+ Fopin+V —F,+ &, =8, (2.10)

Foon — /Q VT - [(pegsn) u] dV = /F nT - [(perin) u] dT” | (2.11)
U = /QuT-VpdV, (2.12)
Fl,:/QVT-(T-u)dV:f%n?-(T-u)dF’, (2.13)

v 7 [ ole”wav (2.14)

By denoting
af
£ = /EdV:/T—MdV: (2.15)

Q o p O,

LG
Azxs J Azxo J Az Re axl axQ ax?} 3 axa
8u1 82@ 2 8u1 6U3 2 8u2 6U3 2 ’ ’ ,

+ (a_xg+8_x1) +(a—x3+a—x1 + a—x3+a—x2 dz| dzy dzy

as the dissipation function and assuming a constant kinematic viscosity, the viscous dissi-
pation is

& =vE. (2.16)

2.2.2 EQUATIONS OF STATE

The caloric equation of state (EOS) p = p(p, e;n) closes the equations of fluid motion (2.1),
(2.6), or (2.9). Further constitutive equations can be solved successively, e.g. the general
relation for the speed of sound which is essential for wave propagation solutions

p Op

2 _ Op pop
p? Oe

=9

_

= 2.1
"=l =5 (217)

€in P
A well-defined EOS is thermodynamically stable [79], i.e. the specific internal energy e,
is a convex function. Furthermore, a well-posed EOS leads to simple and unique results in

the Riemann problem [79].

12



2.2 Single Phase Equations

Artificial Compressibility Approach for Weakly Compressible Fluids

At Mach numbers Ma = % < 1 compressibility is negligible, i.e. f = %%g ~ 0. In
contrast to classical incompressible approaches, claiming § = 0, the artificial compress-
ibility approach (ACA) of Chorin and Temam [80, 81] assumes a non-zero, yet constant
compressibility. The isentropic compressibility relates to the speed of sound according to
a’? = 57> see also Eq. (2.17). For isothermal processes 8 = f|r = f|s, and the ratio of

1
Bls’
specific Hieats is w = 1. Pressure and density are linearly related by the caloric EOS

p=p(p) =a’p (2.18)

for such artificially compressible fluids. Density fluctuations are small, if a is large.

Tait’'s Approach for Weakly Compressible Fluids

Tait’s EOS applies to weakly compressible and barotropic fluids. In contrast to the ACA,

Blr # Bls- Hence w = 4L # 1, and the EOS

p=p(p) =m [(ﬁ)w - 1] + o (2.19)

Po

is highly nonlinear. The speed of sound is

Pl (on) W
a* = “wp“™V == (p—po + p1) (2:20)
Po P

Generally, w € (1;7.15], po = p(t = 0).

Remarks for Fluids Modeled as Weakly Compressible

Remark 1:

For both approaches, the energy equation is decoupled from the continuity and momentum
equations, see Eq. (2.6). For the Tait EOS, a formal e;, may be obtained from p =
(w—1) pein. The ACA does not permit a valid expression for e;,.

Remark 2:

Within the scope of this work, nonlinearity in the EOS is minimized by w = 1 + 107¢, p,
is chosen based on a target (artificial) speed of sound a =~ const. and the restriction of
constraining Ma below 0.3 according to Eq. (2.20).

13



2 Basic Equations

2.3 RIEMANN PROBLEM AND SOLUTION TO THE EULER
EQUATION

A general analytical solution to nonlinear hyperbolic PDEs such as the one-dimensional

Euler equations
U, +F;(U) =0, (2.21)

cannot be determined. Yet, their locally linearized approximates permit constructing local
solutions that in sum lead to approximate global solutions. Within the following, the
concepts for solving transport phenomena described by nonlinear hyperbolic systems are
outlined. The basis is the Riemann problem, an initial value problem with piecewise
constant, yet discontinuous data,

U if 2<0

, 2.22
UR if 2>0 (2.22)

U(z,0) = {

in conjunction with a hyperbolic system such as (2.21). F%(U) of Eq. (2.21) may be
rewritten as F2(U) = E29U — A (U)U,, where

oU Oz
OFf/oU, -+ OF{/0U,,
oFy/oU, --- OF§/0U,,
oF¢/oU, --- OF%/0oU,,

denotes the Jacobian matrix of the flux. Replacing A(U) with a constant Jacobian A,
such that F*(U) = AU, leads to the linear(ized) hyperbolic system

U, + AU, = 0. (2.23)

For a diagonalizable A, i.e. when A = KAK™!, where A is the diagonal eigenvalue matrix
and K the matrix of right eigenvectors,

AN - 0
A=lo . o, K=K, ... K™ AK®=)3K", (2.24)
0 - A\

with \; being the eigenvalues of A and their corresponding eigenvectors K®, a vector
w = (wy, -+ ,wy)T for which

w=K!'U and U=Kw (2.25)

can be found. w is the vector of characteristic variables w;, i € [1,m] of the system (2.23).
Due to A = const., K = const., U, = Kwy, and U, = Kw, follows. Substitution into
Eq. (2.23) and left-sided multiplication with K~* leads to the characteristic form

w,+Aw, =0. (2.26)

14



2.3 Riemann Problem and Solution to the Euler Equation

Let A\; be a characteristic speed, then for each characteristic variable, wj, % + A %”“g”; =

0, ¢=1,---,m holds, i.e. w; is constant along the characteristic curve \;. A system is
considered strictly hyperbolic if Ay < Ay < -+ < A,,. According to Eq. (2.25),

m

U(z,t) = Zwi(x,t)K(i) : (2.27)

=1

thus a linear combination of the eigenvectors K. Since each w;(x,t) propagates with

constant \;, it is
m

U, t) = > w” (@ — \t)KD (2.28)
=1

where wl@) are the initial values of the characteristic variables. K are linearly inde-

pendent. Thus, one finds for the constant left U and right U states that UL =
S KO UB =5 3 KO where g, 3; are such that the constant propagation of
w; can be stated with velocity A;:

wi(z,t) = wgo)(x —\it) = { gj ;ffi:))\\::i(()), fori=1,---,m (2.29)

With Eq. (2.28), one finds that

m I
Uz,t) = > aWK®O 4+ 0K, (2.30)
i=1+1 =1

where [ is the maximal index for which x — \;t > 0. The jump over the wave structure
is

AU = UB _ g — Z(ﬁ(i) — aMK® = ZéiK(i) (2.31)
=1 =1
As F*(U) = AU,
AF*(U) = AAU = F*(0) — Fob) = 3~ 50O\ KO, (2.32)
=1

with the wave strength 5.
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2 Basic Equations

2.4 TwWO-PHASE PROBLEM FORMULATION

Consider the system of two distinct and immis- Tng

cible fluid phases & and & as sketched in Fig. T \ PO

2.1, where Q% (t) C Q(t) | QS (1) UQ(t) = Q). L1 T ny =Ny

The fraction of Q covered by phase & is (% (t) = w\ ol
L dV. Within Q % + (& = 1. ny !
Vﬁm{zﬁi i S | Q€2 Ty o,r ' AT
Some part of the boundary of fluid phase &; is 2 3 -

shared with the boundary of phase &, denoted 2O 1"2

as 0Q%(t) and 90 (t). This shared boundary Figure 2.1: Schematic of the two-fluid
T = 90%%2(t) = Q% (t) N Q%2(t) of length AT
is the two-fluid interface, generally T NI" = 0.
In each Q%(t) , i = 1,2 the system of conservation equations (2.9) holds [83]. In close
proximity to the interface, the conservation equations for mass

d

dt Jare

configuration. Adopted from [82].

pdV—/ p&n?’gl-(uf1 —uy)d T’—/ ,052anf’52-(u52 —uy)dY' =0, (2.33)
AYE ATE2

and momentum

4
dt ATe

— / pusnle . (u® —uy)d Y = / -t II(w)Sd Y4 (2.34)
AYE2 ATYEL

(pu) dV — /AT€ put' i - (u —uy)d T'—
1

1 1
T8 &2 / /
+ ny>? - II(w)*2d Y + — dV+—7{mads,
/AT@ T ( ) Fr? ATepg We s

hold. n% = ny and n% = —ny, with ny denoting the interface-normal vector.

(p,u, I, AT)®
An interface segment of perimeter s, sur-
face area AT and AT is sketched in Fig.
2.2. For an infinitesimally thin interface, i.e.
e — 0, it follows that ATS = AT = AT,
The interface contains neither mass nor mo-
mentum [29], and phase changes do not oc-
cur. Continuity at the interface thus im-
plies

T & &8 _ T & _, & _
nyut| =i, =niu®| =u¥ =uy, .

(2.35)
The interface acts as a no-slip boundary
[63], hence, the interface-tangential velocity
is continuous [84]

Figure 2.2: 3D schematic of an interface el-
ement. Adopted from [82].
Hu%uH = ||u§2,HH = |Ju,]- (2.36)
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2.4 Two-Phase Problem Formulation

At the interface, the velocity is uy = uy + uy), with uy; = uy LnT, and uy) =
u%f)\l +ugf)” = ugfl)Ht( ) 4 gf)”t%?), respectively. Note also that uy - uy ; = 0. The interface-

tangentials tg(), tg?) are computed according to [85]. Together with ny they build an

orthonormal basis on the interface. In 2D, tg? ) is obsolete. In close proximity to Y, the two

fluids share the interface’s characteristic motion, thus, the interface velocity is a property
of both phases [86]. Considering Eq. (2.35), the interface momentum equation (2.34)
becomes

1
0 = RAY — R2ATY + m}l{ m ods’ | (2.37)

where R% (x, ny) = II(u)% ny represents the surface stresses, [84]. The term - ¢, m ods’
denotes the surface tension force exerted in direction of the unit vector tangentlal to the
free surface of area AY and normal to the perimeter s. One finds that [87, 88|

jf mods = [ Vi 0dY = [ V(o (1—ny®ny))dl =
s AY AT (2.38)
= [~ony (V" - ny) 4+ (V,0)] AT .

Vs =(1—ny ® ny) V denotes the interface-tangential gradient operator.
Consequently, the stress balance at the interface segment is

1
[R]y = —R% + R® = We [—ony (VT ny) + (Vo)) . (2.39)
The first term on the right of equation (2.39),

o o(y(%, 1)) = —%a( (x, )y (V7 - nr) = 0u(4(x, £))nr (2.40)

is the capillary stress, balancing the jump in normal stress
[[rHT,J_ = IlT [[R]]T = —l’lfr ].:{,€1 + n ].:{,52 = (2 41)
= _TJ_ + TJ_ = O-c(’)/(xv t)) : .

Note that 7§ = n} - RS = nf - II% - ny = nﬁnggm = (ny ®ny) : II% = PLII%, which
is the projection of the stress tensor of phase & normal to the interface by the normal-
projection operator P+, compare [89]. The surfactant concentration v(x,t) is the amount
of surfactant present within an element of interface AY. Due to (2.35), the shear stresses
in interface normal direction diminish ideally, i.e. 75 = 0. The second term,

om(7) = V() , (2.42)
is the Marangoni stress. It balances the discontinuity of the interface-tangential stresses

[Ty = =} + 17 = loar(y)] = ou(7) - (2.43)
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2 Basic Equations

Hereby, rﬁi = TI5; — 7”L61_I%«Yn7 = (1 —ny®ny): II% = PITI% is the interface-tangential
projection of the shear stress tensor of phase &;. Decomposed into the respective surface-
tangential directions (4),

£OT 8, 5, 8. T
[11F) =627 Ry = =627 RO +607 RE = —ft S 0 =t oy (244)

is obtained, where TH 6 = ¢ ﬂRE’ tT ﬁﬂf’&rﬂ.

2.5 TRANSPORT OF SURFACTANT

The surfactant concentration evolves according to

D4 (ur) = 5 (ny @ ny) - 9) -y =

2
5 V2y (2.45)

PeS
The subscript s indicates transport along the interface-tangential plane. Pe, = % is
the surface Peclet number, that relates interfacial inertial to diffusive forces. The advection
term is

Vi (uyy) =ul - (Vy) +9V7 cuy . (2.46)

The third term on the left side of Eq. (2.45) accounts for transport due to variations in
interface shape. The interface diffusion of v is

V2 (x) = Ay(x) — (ng . V”y(x)) (VT . nT) —n¥- H, - ny, (2.47)

with H., being the Hessian of v(x, ).

Equation of State for the Surface Tension Coefficient
The dependence of o on v follows the nonlinear Langmuir equation [90, 91]

o(y)=1+FEIn(l—-¢y). (2.48)

For small Vv, o(v) can be approximated as [90, 91]

o(y)=1—E(y. (2.49)

E = RT”}’O and ( = ,”y—q are the surface elasticity and coverage, o,.; is the surface ten-
76 o0

sion coefficient for a clean interface (7 = 0). 7o is the concentration of surfactant in
the maximum packing limit, and v, = ﬁ Sy vdY’ ‘ .o 1s the initial average surfactant
concentration.
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3 NUMERICAL METHODS

Within this chapter, the further-developed and newly-developed numerical methods are
presented. The method of finite volumes is explained in the context of solving single-phase
configurations. In conjunction with the cell-face reconstruction and Riemann solvers, used
within this work, the fundamentals of the implicit large eddy method are set forth. Follow-
ing that, the numerical treatment of two-phase configurations is described. Thereby, the
conservative interface-interaction, surrogate-interface model, and sub-cell space description
of the interface are illuminated particularly. Moreover, the algorithms for the propagation
of the interface and the extension of fluid states are outlined. The numerical methods for
propagating insoluble surfactant conservatively are described. Also, the numerics relevant
for advancing the fluids, the interface, and surfactant in time are discussed. The chapter
is concluded by describing the method for analysis of the numerical dissipation rate and
viscosity. This chapter results from combining Refs. [50, 114, 98, 102, 82].
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3 Numerical Methods

3.1 THE SINGLE-PHASE DISCRETIZATION

The continuous domain €2 is partitioned into a collection of disjunct finite volumes (FV)
Qg <QEQp 0 = Qs 4,5,k € N. For a FV, the conservation equations (2.9) become

ot Axy Az

Fi'k—l_Fi'kl ~
+ 37[7]7 2] 37[7]7 +2]> — S[ZJJ{:] 7

OUgin (Fl,[i—é,j,m “Fuiegan | Fagm ~Fopirga

(3.1)

Al'g
where Uy j = AV[Uk] fQ Upijn dV, Sujw = AV fQ[ka] ik dV, are the vol-
ume averaged conservative states and sources. Moreover, Az; = x, [it.gk — T fi-L gk
Ay = Ty (1420 ~ Tafij-ia AN AT3 = Ty — T3 10—

[4,5,k] [¢,7,k]

Within a short time interval At < 22 = At —

max

0 where w .. denotes the maximum wave
speed within the domain at time t", the so-

lution Upy1 ;4 of the Riemann problems at

cell faces [i £ %,j, k], with UF) = U

( ) [Zi27]7 ]
’R - ymE i - >
and U U[i:l:% xr See Fig. 3.1, re — >
mains constant with lim O(At) = 0, ie. ,
At—0 17—
2«/.n+1
— N 1
U[ZiQ,J K Alfglo At t{ U[iiévjvk] dt. It follows Figure 3.1: Local Riemann problem.
o gntl . g1
that Fy 155 = Al}glom t{ U it @ Frpatsng = AHIEOE t{ W1 psgn 9
Sy = Alitgloﬁftn S[m-,k} dt. Same applies for the fluxes FQ,[i,jﬁ:%,k] and F37[i7ji%7k} at

[i,j £ 5, k] and [, j, k £ 1]. Integration of E.q. (3.1) from ¢" to t"™ leads to

with _ B B B
| - Fiitgm — Fraviin | Fopg-1m — Fagein
g Axl Al’g

_ _ (3.3)
Axg [szzk}

In the original first order accurate Godunov method [92] U®) and U are extrapolated

from the cell average states U" e.g. U(L) = U”J K] and U®) IAJF ) =Ur

(R
li+3,5,k] [i +1 kR U[i+l,j,k]‘

1
2°
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3.1 The Single-Phase Discretization

It is not possible for a linear, thus monotone scheme to be both higher than first-order
accurate and free of spurious oscillations [92]. Upwind schemes behave dissipatively, while
central schemes, although being at least second order accurate, are dispersive. In this work,
high-order reconstruction schemes are employed to capture discontinuous solutions as well
as steep gradients with high accuracy.

3.1.1 CELL-FACE STATES RECONSTRUCTION

To obtain U s @=L R, weighted essentially non-oscillatory (WENO) schemes [93]

are used. Thereby, m reconstruction polynomials for non-averaged conservative cell-face
m—1

vector candidates ufﬁ?d’k] Z cle[z vtk 0 = 0,. — 1 on m candidate stencils

Syli] = {ﬁ[i_uj,k}, - IAJ[M,;C}, s U[i_v+m_17j,k]} are combined convexly according to

(a,0)
z:l:l,j k] Z Wy [H-Q,],k] <34)

m—1
The set of nonlinear weights {w,(f‘)}, satisfying wi >0, > Wi = 1, ensures stability
v=0

and consistency. Note that c,; are polynomial coefficients. The computationally efficient
weights of Jiang et al. [94] are C*°, i.e. smooth functions of the involved cell averages:

a Oy o ey
wi = ——, al® = f(d,,B) , (3.5)
> al”
s=0

where d,, and ﬁf,a) are the ideal weights and smoothness indicators, respectively. “The
smoothness indicators diminish with increasing smoothness of the solution on a stencil”

[50]. In defining «,, the core idea is to consider each of the u u[ g according to their
PRl

smoothness by weighting them appropriately. Thereby, w w approx1mates d,. Yet, if
the solution was to contain a discontinuity in at least one of the stencils S, [i], leading to

51(,0‘) = O(1), the corresponding weights w® need to diminish to exclude the approximation
=~(a, U)

P and thereby keep the overall non-oscillatory behavior. The weighting factors
PRVl

b (3.6)

()

of Jiang et al. [94] fulfill these requirements. The WENO-CU6-M1 weights, a further-
development of the original WENO weights Eq.(3.6), remedy excessive dissipation of the
underlying WENO-CUG6 scheme [95], while preserving its shock-capturing properties and

o)
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3 Numerical Methods

thus allow to recover physical consistency [96]. The weighting factors of the WENO-CU6-
M1 scheme are [96]

Ao\
al® =4, Co+— @ | v=20,..,3, (3.7)
e+ 6"

where the reference smoothness indicator is T(a) = 5§a) -1 (5(%@) + 4/3§a) + ﬁ(a)) 95, 97].

GE i1 dv, BU , with v = 0, 1, 2 are identical to the ones of the 5" order WENO scheme,

Wthh can be found e.g. in App. A.1l. u(a 3) S ds, 53 , and the four ideal weights are also
provided in App. A.1 as well as in Refs [98 99].

3.1.2 THE RIEMANN SOLVERS OF ROE AND ROE-PIKE

Intercell numerical fluxes are determined at the respectlve cell faces. The reconstructed

non-averaged cell-face left and right conservative states U[ L and U[ L generally

differ. The solution of the local Riemann problem (U, U(R))[i L1 leads to Fi[ii%d’k].
Low-dissipation flux approximations are due to Roe [100] as well as Roe and Pike [101]. The
key idea of these approximate Riemann-solvers is the linearization of the local flux Jacobian
A=A (U(L),U(R)), see Sec. 2.3. Thereby, A is hyperbolic, i.e. Xl < Xg <. < Xm, the
set of linearly independent right eigenvectors, R(l), R(Q), cee K™ is complete, consistency
with the exact Jacobian is fulfilled, i.e. A (U%), UMW) = A(U), and conservation across
discontinuities holds, i.c. F*(U®) — F¢(U®) = A(U®) — U®)). The cigenvalues of A,
Xj(U(L),U(R)) and right eigenvectors KW (U® UM®) are determined, see App. A.2, so
that the Roe numerical flux can be computed according to

F(l

1 1 m
a (L) a (R )
Can = 5 (FU(U@) + U)o § 3U

Xj‘ KO | (3.8)

where 60 denote the wave strengths. These are found by evaluating

)

Aw = UM - U® = S GOR0) (3.9)

For the solver of Roe [100] Aw = U®) — U@ while for the solver of Roe and Pike Aw
evaluates a jump of primitive variables. The detalls for solving F{ NITERATE Fo LA and

F37[i’j’k+%] are in App. A.2.
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3.2 The Two-Phase Treatment

3.2 THE TWO-PHASE TREATMENT

In two-phase immiscible flow simulations, A[ij+%7k]

only parts of the domain contain either of

the fluids. Finite volume cells €2}; ;) that —&

are not cut by the interface are single fluid ["*1.’]'“’]“] [i’.jﬂ’k] [HLg LA | A+ 11
cells. For such cells, Eq. (3.2) advances

the solution in time. A finite volume €2; ; )
that contains a portion of the interface T
is subdivided into two disjunct subdomain

Q[i.l’j’k] and Q%j,k}, see Fig. 3.2. To advar}ce [i—’,j,k] . M

the volume-averaged vector of conservative , —1
states Ufii,j,k} in time, the conservation of 57K
mass, momentum, and energy at the inter-

face, see Sec. 2.4, as well as the partitioning 2V R

of cut cells needs to be accounted for.

Figure 3.2: 2D schematic of conservative
discretization of a cut cell. Red and
green indicate phase &, and &,
respectively. Adopted from [102, 82].

3.2.1 CONSERVATION EQUATIONS FOR A Two-FLUID FLOW

For each fjﬁjk] = {Cgiﬁéi}[ivjvk], the discrete, non-dimensional conservation equation
r1&nt+l _ rréimn FEi,n
with
_éz Ez _ a T gz
gon | Raan ge o AR gon ~ A B i +
[i,5,k] AVii i [4,5,k] Az,
3.11)
Rl gz Tl 52 & R Rl éz (
F Fﬂ lig—3.k] [ 2} [i,j+1 k] m F?J[ k-1 [A 3} [i,5,k+3]
AZL‘Q AZE3

is solved individually. Buoyant forces are modeled such that they diminish within phase

&, ie. §ﬁi’j’k] = 5z (ﬁfmk} - 1) [0;gT;u” - g}T. By considering the interface-interaction
flux

XEi

b = X+ X5 (3.12)
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3 Numerical Methods

the two Q[f” j are coupled and the system is globally conservative. The terms

0
X[t}‘gsz} - {T%LAT n§ | i (3.13)
Uy, |
and H
7€i — H?gza(l) ||’§7.7(2)

account for the flux in interface-normal and tangential direction, respectively. Herein, the
tangential flux in direction of t%?) is:

0
£, (0 e (5)
X‘[‘z‘,ik(]) = {Ti\(\ ‘AT Sy | i - (3.15)
4
T

The interface stresses T%,p r%’ﬁé) and velocities ury |, ug)“ in Egs. (3.13), (3.15) are the

solution of the two-material Riemann problem arising at the interface T, see Sec. 3.2.2.
Note that

& . AEi
g_%vjvk] [§Z+%’]’k]

A5l = (F AT iy = e Avos Auliyn = | Ao — Aigian| - (3:16)
& A&

& ASi &
lit5.5.k] " [i,5+5.k) " [i,5,kE4]
with Y ;. (t) but with the cell face T'j;;4(t), [83]. Within At = ¢"*! — " they are

are apertures which are that part of F%j 5 (t) not coinciding

tn+l tn+l

—fz . . 1 _fz . . 1

Afiv1 i = AI%IE}O 5 i ldzadasdt | A1 = Alir—?o x S ldz dzsdt
tn gi tm 51‘

F[i,j,k]mr[i»j»k] F[i,j,k]mp[ivjvk]
5 tn+1
—Si RT 1 . c . .
s Al = AI%I_I}OE t{ é Ik ldz dxzodt | see also Fig. 3.2, depicting the right and
F[il,j,k] NCi,5,k)

upper apertures. For single-fluid cells, the apertures of phase &; are unity within Qf;j ” and

zero within Q%’j x> and vice versa for phase . Employing the algorithm of [85], without

) &
normalization, leads to Af”(5)|[i7j7k] = {ATtg)}[mk]. The orthogonal (An,Al(tl)7 A§2)>[ijk],
& "
which is equivalent to (rlq(,tgfl),tgr2 )>[ ]AT, are consistent with the orthonormal basis
i7j7k

(1) (2)>
ny,ty', t .
<T T g
Mixing of Small Cells

The intersection of the interface with the Cartesian grid results in two-fluid cells with
diminishing Cﬁ?j L denoted as small cells. Based on the time step constraints of cells with
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3.2 The Two-Phase Treatment

C[m g~ 1, i.e. full cells, spurious solutions may evolve for small cells [103, 104]. More
restrictive constraint on At lead to high numerical costs. A conservative mixing procedure
(CMP) has been proposed by Hu et al. [103] as a remedy. Thereby, the vector of §; ; -
averaged conservative states of small cells are mixed with those of neighboring full cells
denoted as target cells. The further developed CMP of Lauer et al. [104] includes all
possible neighbors i.e. three in two dimensions and seven in three dimensions.

In 2D, cells of C[ ik S 0.3 are small cells, such with C[ K> 0.3 are full. In 3D, the
threshold is 0.6. For empty cells Ciy"]j ! = 0. Following cells are mixed with their neighbors
[103]:

e small cells at the current time step n + 1,
e empty cells at n + 1 which were small or full at time step n,

e empty cells at n which are small or full at n + 1.

The target cell indices are determined based on nfz Y ligk]

i1 it >0 JH1 a0 >0

lypg = Q¢ — 1 if n%l’[i’j’k] <0, Jug=4q7—1 if ”%2,[z’,j,k] <0
i else J else ,

(3.17)

k+1 1fnT3[]k]>0

kg =q k—1 1fnT3[,],k]<O
k else

For each mixing target cell, a mixing fraction, indicating the contribution to the mixing,
is defined as:

_61_ &in+l B /B[it'y'g,j,k?] q &n+l - (n’I‘,lnT,l) - &,n+l
B2 Blisjerg k] (nr2nr2)
Bs B[itrg,jng,k} (nrinr2)
Bl = g4 = 5ﬁ[i,j,mg} = Enr,:«:nr,a; . (3.18)
5 [itrg.d,ktrg) nNyiny 3
Bs Blisjerg iers] (nrany3)
571 i | Blitrgojerg hirs) | (rrany anr s) |2/3_ -

Note that for 2D numerical simulations 5" = g&"+! = géntt — géntl — o Double

6
mixing between two cells is avoided by enforcing 5%’;]“ =0, if wang T Cf;;"“ 5[5””,:5 i
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3 Numerical Methods

€51
normalized, i.e. B[i]”,:]r ! Hggz 7,1'11” The mixing flux M[ij",;q ! is computed according to
[¢,7,k]
_Ml- &in+1 - M[Z‘trg’j7k] 9 &,n+1
M; Mii jirg ]
Mfim-i-l _ %3 _ ]\?\Ztrg:jtrgvk] _
k] — 4 - 6.7, kerg) -
M5 M[itrgajaktrg}
M6 M[ivjtr‘gvkiﬁ"g}
_M7_ [i’j’k] _M[itrgvjtrgaktrg]_

Blitrg skl (C U )‘(C' T ) q &n+l
Cling b1 FCitrg o) |\ L0 [itrg 7 k] litrg.d.b] 2 [k ) |

%“(QLJMUHJW,H) - (C[ivjtrgyk}U[i,j,k}>_ _
et (B g t) = (Gingonss Ot
- #%__(C[i,xkllj[m,kmo - <C[i,j,ktrg]U[i,j,k])_ _
C[]i[]lzg[ifgwjgitrg] :(g[iijk}U[izrgJ,ktrg]) - (C[itrg,j,kwg]U[z‘,j,k])=
C[i[qui] _(qivivk}U[idtrg*trgl) - (C[i,ngktrg]U[i,j,k])_

Blitrg itrg:kirg] I U
rg-Jtrg-~trg U . _ . . Uy -
_C[i:j:k]+C[itrgvjtrgaktrg] C[/ijvk] [Zt’rgv]tTgvkt’l‘g] C[ltrg,]trg,ktrg] [Zvjvk]

(3.19)
Mixing between and the respective target cells is carried out consecutively [102].
Therefore, the mixing operations associated to the mixing fluxes M,,,m = 1,..,7 are or-

dered in descending magnitude of mixing fractions f3,,, i.e. after executing mixing the

rréintl _ p18imn+1 i+l €intl rréin+l
most “effective” mixing U[ Lk U[w gt M; NNISE M 2 7 k] is computed and U[w N

Uf”"a 'y MQ&[’"E] executed, followed by M. 51[’7;;] and so forth. Global conservativity is en-

sured by defining M 5“[2:; -M ggﬁd and executing U[gt’;:;“ Ufg;g“ +M 5“[’;; Within
n+l

all cells, the volume-averaged vector of conservative states is obtained from Ué“ "

éz,n—kl in+1
[w k] / C[%J K]

r&i,n+1
Ui

3.2.2 SURROGATE-INTERFACE CONDITIONS AND SOLUTION

At the interface, the two-material Riemann problem (2.39), i.e. R(U%,U%) # 0 can be
restated as two independent interactions, the one of &; with the surrogate state x5 and the
one of & with the surrogate state x1, such that

RO =R(US, U) =0, (3.20a)
Re2* = R(U2,U*) =0. (3.20b)
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3.2 The Two-Phase Treatment

In the viewpoint of phase &, phase & has vanished and been replaced by instantaneous,
macroscopic interface-surface stresses R*? producing the combined effect of the interface
and & on O at T see Ref. [84]; the same applies for phase &. Phase x; adopts the
density, static pressure, speed of sound and velocity of fluid §;:

P = péj . :pij ,av = abi LUt o= uéi (3.21)

The surrogate-interface Riemann problems (3.20a) and (3.20b) can be solved with the
method of characteristics. For a wide range of fluid states and interface stresses the jump
over T is assumed as an isentropic process [105, 84]. It takes on the characteristics of a
contact discontinuity and is solved for the characteristic, continuous interface velocities
and interface stresses in the interface normal and tangential directions with an acoustic
Riemann solver, see e.g. [106].

&1 — xo-interface and interface states
Let R* = R®2—(0, + o)), then the £ —*o-interface momentum balance is —R& +R*? = 0.
In direction of the interface-normal and -tangentials, one obtains

-+ =0, (3.222)
s * — _ 8 * o
" T =0 =T Ty =0, (3.22b)
where
2 =rf -o., (3.232)
o (o)1
i) = Ty — &7 o (3.23b)

For the interface-normal direction, the solution of the Riemann problem yields

Zflufl 4 TR T.fl _p*2
&g _ 1 L L L
UT,J_ — Zél _|_ Z*2 Zfl + Z*2 9 (324&)
Z*Q,rfl + VAT R VASYAS
& L 1L &1, %2
L= s o J6 1 (ul uL> . (3.24b)
The interface tangential velocity uérl ﬁ&)) and stress r? ’”(6) are
5 (6) Zélulél-lv((s) + Z*Qu‘ﬂ%((s) rﬁlv((s) o ,r,r"?v(é)
uy) = : (3.25a)
; J81 4 Z*2 Z& 4 Jx2
K2,.615(0) €1.,.%2,(6) .
oo _ 27 +Z”_F%%2<ﬁm_ww) (3.25b)
Tl Z& 4 gx2 Z8 4 g2 | l ) ’

Z% = pSiaSi is the acoustic impedance of the respective fluid.
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3 Numerical Methods

52 — *1-interface
Assuming R* = R& + (0. + o)), the & — xo-interface the momentum balance is
—R* + R = 0. For the interface-normal and -tangential directions, one obtains:

—rt =0, (3.26a)
* 52 _ o * 52 o
Tt =0, e T e =0 (3.26b)
where
rit =1 +o., (3.27a)
_ ()T
Tl = Tl Tt o (3.27b)

The solution of the Riemann problem, in the interface-normal direction, yields the interface
normal velocity and stress

* & I3
PR BT 250
5 Z*l —|— ZEZ Z*l + Z§2
Z&p*1 f grpbe AYAS
= L e *x1 _ &2

LT Z*1 4 76 T 7% 4 7 (UL uL) . (3.28b)

The interface tangential velocity u%’ﬁ‘s), and stress T?’”(é) are

62.) Z*lu‘ﬁlz((s) + ZEQUﬁQ’((S) rﬁh(a) _ Tﬁ2,(5)
UT,“ = Z*l +Z£2 + Z*l +Z£2 ) (329&)

€2,*1:(9) w1,.625(8) .
62(0) _ Z | + Z ) n VACWAS (uﬂ,(a) B ugg,(g)) (3.200)
| Z*1 4 A3 7%+ 7 I I . .

Summary of the Model
Equations (3.24) to (3.25) and (3.28) to (3.29) can be summarized. The interface-normal

velocity u3 |, and stress r3 | are:

Zﬁlui1 + Z&ui2 Til — Tiz + 0.

Z€2 (Tﬁ_l + 005i2> + A (7‘5_2 — 00(51'1) VASS/AS
= n (ui . ui> . (3.30D)
; 781 4 76 Z& 4 762
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3.2 The Two-Phase Treatment

For the interface tangential velocity and stress, one finds:

Z£1u£17(6) + Z£2u§27(6) (Tﬁl’(é) — Tﬁ%(&) —+ tg)’T . 0'M>

(6) H ||
Uy = 76 1 76 76 1 76 ’ (3:31a)
0 zs (rﬁlm + " UM(S”) + 2 (Tﬁ%(é) — " UM(S“)

= Z6 T 76 + (3.31b)
Z9Z%  e6) | e0)
v e e (un Y ) :

3.2.3 DESCRIPTION OF THE INTERFACE

Defining a scalar function ¢(x,t) with |[V¢| = 1 such that ¢(x,t) = 0 on T(x, t) captures the
interface implicitly within an Eulerian framework [107, 108, 109]. Furthermore, ¢(x,t) < 0
in Q%(x,t) and ¢(x,t) > 0 in Q% (x,t). Based on ¢(x,t), defined within a narrow band in
the vicinity of Y(x,t) [110], geometrical quantities of T, such as the normalized outward

pointing normal vector ny(x) = %, and the mean curvature, which correlates to
the divergence of the interface normal vector according to k) = (VT . l’l'r) in 2D, and

2Ky = (VT . nT) in 3D, can be obtained. Numerically, the 15 and 2"¢ spatial derivatives
are approximated with 2"@-order central differences. The curvature is evaluated at the cell
center, where not necessarily ¢; j, = 0. The sub-cell corrected vy is obtained directly at
the interface by

kv = (kg | + 85509 Pliga) sen (Kiiim) (3.32)
Details on the derivation are provided e.g. in App. A.3.2.

3.2.4 PROPAGATION OF THE INTERFACE

The interface is advected with the interface-normal velocity:

0p(x,t)

5 oo T (U (5 8) - V(%)) [, =0 . (3.33)

Numerically, not only ¢ = 0 is advanced from time-instant n to n + 1. Instead, within a
band of three cells around T, the discrete level-set gbﬁ ;1 Propagates according to

3
Bty = Oham + ALY Foldligm - (3.34)
a=1
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3 Numerical Methods

Herein, FZ[(b][,-,j’k] = —{ur 1,aDald|}ijw > @ = 1,2,3. The differential operator D,[¢]
represents a directed difference operator such that

D [¢] fuyio>0
Dyl¢) =S DF[¢] fuyi1.<0.

0 if uT,L,a =0
A 5"-order upwind WENO scheme with € = 107% is used to approximate it, [82, 102].

Advection is only valid for ¢ = 0. Solving Eq. (3.34) perturbs any ¢ # 0 and leads to an
irregular ¢(x,t) [111]. To ensure |V¢| = 1, ¢(x, t) is reinitialized according to [111]

29— san (00) (1~ [ (3.35)
-

with ¢ = ¢(x,t = 0). Thereby, ¢y remains unchanged as sgn(¢y) = 0. Within the
original reinitialization algorithm of Sussman et al. [111], a smoothed sign function serves
to suppress reinitialization in cells containing the interface. The algorithm developed within
the scope of this work excludes such cells explicitly [82, 102], see A.3.1.

3.2.5 EXTENSION OF FLUID STATES

To solve for the numerical intercell fluxes Fo, ;5 , @ = 1,2, 3, interface stresses 7’% ‘(‘ ), r% L

and velocities ug? )H’ uy,; in close proximity to the interface, extension of V. = (uy, uz, uz, p, p)*
from one partial domain into the cells of the ghost domain, collocated to the cells of the
partial domain of the other fluid, is required. Following [105], the extension equation

8\(;—3) —ny(x)%T . VV(x) = 0 in space-time-discrete form, i.e.

m ext
V[Z;_;] [Uk +ATZF V[z]k}] (3.36)

a=1

is solved for 20 pseudo-time steps, AT = 0.5Ax, to populate a narrow band of ghost cells.
Thereby, FZ Vaijnl = {m§ D « ]}|[ijk}’ a =1,2,3. The difference operator is

Da[V][iJ,k] = D;F[V[ivjvk]] if — nf,a,[i,j,k:} <
0

; &i —
i =1y figa =0

In [102, 82], D~ and D™ are approximated with 1%-order biased differences.
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3.3 Discrete Evolution of the Surfactant

3.3 DISCRETE EVOLUTION OF THE SURFACTANT

The transport of insoluble surfactant along the interface is due to advection, diffusion, and
interface-evolution.

3.3.1 EXTENSION OF THE SURFACTANT CONCENTRATION

To confine surfactant to the interface, so that Vay(x,t)) = (ny ® ny) Vy(x,t)) vanishes,
~ is extended off T according to 87 +n§7" - Vy =0, v(x,t =0) = y(x) prior to solving
Eq. (2.45). Within the scope of thls Work in space-time discrete form

m+1l _ _m
Migk) = Vigk] — AT

3
—ext m
ZFa M[z‘,j,k]] ; (3.37)

is solved for 20 pseudo-time iterations to populate non-interfacial cells. The fluxes are
ext

F, Db {”Ta o[V gk > @ =1,2,3, and At = 0.5Az. Note that

[i.5.k6] —
- e G
Da[’y][zjk] lfng,a[zgk] >0
Doyl = DE Vi if nTa Gk <0 -
0 if ana’[m’k] 0

D~ and DY are approximated with 15-order biased differences [82].

3.3.2 DISCRETE SURFACTANT TRANSPORT
Within a narrow band around the interface, 7j; j ) is advanced in time by
Vi = Ven T A L - (3.38)

where L[y];;1 = L[y Jijm T L[y ][Z int L[y ][ef"lk] denotes the numerical flux. The evolution
of surfactant due to advection with uy is accounted for by

3
Lh/]([livjvk} == (Z Fg [7] [4,7,k] + 7y [DC[uTa],B}[Z'J”k]) s (339)

p=1
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Dﬁ_ [’y] if Uy g > 0
where Fg['}/][i,j,k] = {UT,ﬁDﬁ[ﬂ}[z’,j,k] , B =1,2,3, with D/g[”y] = DZ{[’Y] if urg <0 .
0 if Ur,p = 0
A 5™-order upwind WENO scheme [94] is used for Dg[y]. The surface diffusion flux is

B 1
L], = P_es{v§7}[i,j,k] =

(x) = (07 - Vy(x)) (V' -nr) —ny - Hy nrdy g =

1 82’)/ a,y 82”)/ (340)
= — —(nra=— ) K= [ Nraz=——n ~
Pe, | 0x? T 0z, L Oz, Oxp T.8 (i g k]
1 C C C C
~ Pe [D27 h/]oz - (nT,aD h/]a) K= (nT,oc D [D [’ﬂoc]ﬁ nT,B)} li5,k]

IVo[*tr(Hy)—(V$)" -Hy-(V9)
IVol®

Herein, k = . Interface deformation entails transport of ~yj ;-

Eh]ezvgolk] {7v((ny ®@ny)-V)- u}[i,j,k’} = {7 (n§ - (Vu) - nT) }[i,j,k] -

Oug . (3.41)
=9\7 "agzNrp ~ {7y nroD [ua]ﬁnTﬁ}[i]’k] J
Oz [,k] .

where D¢[u,)s denotes the central approximation to the derivative of u, in direction 3, it
is approximated with a 2"¥-order central scheme [82].

3.3.3 CONSERVATION OF SURFACTANT

The evolution equation of surfactant concentration is not conservative. Conservation of
surfactant mass, ie. G(t) = [, 7(x,t)dY" = [, 7(x,0)dY" = Gy, can be ensured.
Therefore, the surfactant concentration is renormalized after each time step according to

v(x,t) = 7, where § = M‘lﬁ 7 the result of Eq. (3.38) [112]. In the sharp-interface

Ay YaY! }
framework the interface segment length/area AYy; ;5 is computed geometrically in each
cell containing a portion of the interface [82]. Such cells are considered exclusively within
the algorithm.

3.4 TIME INTEGRATION

The conservation equations (3.2), (3.10), (3.34), (3.38) for advancing the conservative states
U, level-set ¢, and surfactant-concentration ~ in time numerically, are formally discretized
with the first-order Euler scheme. The order of accuracy is O(At). Runge-Kutta schemes
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3.4 Time Integration

maintain strong stability in any semi-norm (total variation norm, maximum norm, entropy
condition, etc.) of the forward Euler step [113] and are of higher order.

3.4.1 DISCRETIZATION IN TIME

Within the scope of this work [50, 114, 115, 99, 98, 82], a 3"%-order total-variation dimin-
ishing (TVD) Runge-Kutta scheme is employed [116]:

(1)
V[m K — V[ZJ K] + AtL[z 5,k]
v o3 V LAl
[i,5,k] 4 [l 7,k] + [4,7,K] + 4 [, g k] (342)
1 2
n+1 (2)
V[Z]k} 3V[1Jk + 3V[’L]k:] + 3AtL[1] K-

In high-resolution two-phase flow simulations [102, 82], interface-distant regions may be
resolved low, without deteriorating the accuracy near the interface and within the bubble
wake. A wavelet-based adaptive multi-resolution algorithm [117] is used to obtain a high
spatial resolution near the interface and a low resolution in interface-distant regions. To
further improve computational efficiency, the two-step TVD Runge-Kutta scheme [116]

(1)
V[wk V[ukl + Aﬂ‘[wk]’

i1 1 g0 (3.43)
Vigi = 3 Vian t V[mc] + 5 ALy .

is used. Note that Vy; ;) may be ¢y, ik, ﬁ[i,j,k], or Ij[i,jyk].

3.4.2 CONTROL OF THE TIME STEP SIZE

The advective terms of the transport equations limit the time step size At according to
the Courant-Friedrichs-Lewy (CFL) condition

min (Az,,)

At = (3.44)

Y
max|uy + a

where « represents one of the spatial directions 1,2,3. Furthermore, At may be limited
due to buoyancy [118],

2min (Az,,)

+ \/<max|u + afi

Atbuo —

(3.45)

max|uS + aé

) e
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as well as viscous effects [118]
3 ISENS
At” = — min <p—, p_> Re (min (Az,))? (3.46)
The diffusion of 7 limits At according to

AtP = éPeS (min (Az,))* . (3.47)

The explicit treatment of surface tension forces is stable under the condition that the
time step allows to represent capillary wave motion on the computational grid [119]. The

largest resolvable advection speed of capillary waves is u®? = ’/%?T%’ where kp.x =

5 miiﬂ—Aza) = mm(”ma) denotes the largest resolvable wave number. Considering that two
capﬂ%ary waves with opposite direction of advection may concurrently enter the same cell

one obtains

Ate? =

1min (Az,) \/ min (Aza)* We (p% + p2) (3.48)

2 ucap 47

Assuming a CFL = 0.3, the time step size is determined per iteration according to

At = CFL - min (At%; At™; At”; AtP; At™P) (3.49)

3.5 ANALYSIS OF THE NUMERICAL DISSIPATION RATE AND
VISCOSITY

For numerical simulations performed with an arbitrary finite-difference (FD) Navier-Stokes
solver, the derivatives in Eq. (2.2) are replaced with difference approximations, introducing
numerical discretization errors. Generally, these do not vanish, and the local residual

_5n,[z‘,j,k] = {DCKPekin)]t + Dc[(Pekmua)}a + uaDc[p]oz_

— DC[(U,BTO‘B)]a + 7% Dugla — e }[i,j,k]

(3.50)

at the grid point [z, j, k] defines the numerical dissipation, due to discretization errors of
the FD Navier-Stokes solver [120]. Similarly, a FV approximation is contaminated with
numerical truncation errors that affect the kinetic-energy decay rate in each finite volume
Q.5 and for which the local residual is [114]

= Enlijh) = AD[AEgin)s + Fopin — F, =V + &, = Sy} n- (3.51)
The individual terms in the energy equation (2.10) are computed numerically as [114]

Eyin = (perin)y ;) Ar1AzsAT3 (3.52)
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3.5 Analysis of the Numerical Dissipation Rate and Viscosity

Fekin = (perintn)ja 5y — (Perintin)_1 ;9] Awa Ay +
+ [(perintiz) i1 gy — (pekanZ)[i7j—%7k]]Ax1Ax3 + (3.53)
+ [(Pekmu?»)[i,j,m%] - (pekinu3>[i,j,kfé]]AxleQ )

By~ [(Tlﬁuﬁ)[iJr%,j,k] - (Tmuﬁ)i,% AT Ay +
+ [(TZ/BUIB)[i,j-F%,k] — (7‘2ﬂuﬁ)[zj ]A.TlAZ'g + (354)

+ [(T3Bu5)[i7j,k+%] - (7—35uﬁ)[i7jvk_%}]AfL‘1AZE2 :

1
Sg ~ F_7"2 {pgaua}[i’j,k] Amle?AxS 5 (355)
U~ {pD ualaty; 1y Az1Az2Azy (3.56)
Evlih = Vi = 5= {P 2((D ? 4+ (Dugl2)® + (Dusls)?) —
2

- 3 (Dc[ua]a) + (DC[U1]2 + DC[U2]1)2 (3.57)

3
+  (Du]s + Dc[u3]1)2 + (D[ug)3 + DC[U3]2)Q] }[m}k] Ax1AzAxs .

For the flux terms, Eqgs. (3.53) and (3.54), v = (p, u, p) are reconstructed at respective cell
faces, e.g. [i + %,j, k], from nearby data with a 6"-order central scheme, e.g. Vi1 k) &
o0 {Vizsgn — 8 (Vizzgm + Vizrin) + 37 (it gn + Vigm) + Vigasa - The dissipation €,
Eq. (3.57) is approximated with at least 2"¥-order accuracy [114]. Integrating Eq. (3.51)
over a set of FVs, comprising a closed computational subdomain (CSD), i € [l;1;1;2],
J € llan;lan] s k € [l31;l32] with 0 <, <ly2 < L,, where L, is the extent of the domain
) in z,-direction, and its bounding surface, results in its numerical dissipation rate

li2 l22 32

EFP =" Eujigu - (3.58)

i=l1,1 j=l2,1 k=l31

For the entire computational domain, [,; = 0, and [,2 = L,, one obtains the total

numerical dissipation rate £, Similarly, one may find the numerical viscosity either locally
Enli CSD
Un,lijk] = —g[’[ ﬁjl;;“], in a CSD p¢5P = ECSD, or within Q v = gwt For FD corresponding

%

definitions mziy be defined.
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4 ACCOMPLISHMENTS

In this chapter, the accomplished further-developments and developments are presented.
For each topic, a brief literature review summarizes the state of the art. Limitations as
well as open questions, which are the motivation for the individual research that have
been overcome by the respective research, are discussed. Thereby this chapter results from
combining Refs. [50, 114, 98, 102, 82].
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4 Accomplishments

4.1 A PHYSICALLY CONSISTENT WEAKLY COMPRESSIBLE
HIGH-RESOLUTION APPROACH FOR UNDERRESOLVED
DNS OF INCOMPRESSIBLE FLOWS

The hyperbolic nature of the (weakly) compressible NSE, in contrast to the elliptic(-
parabolic) incompressible NSE, permits the use of high-order conservative finite volume
methods with higher spatial accuracy and better inherent numerical stability [78]. Ade-
quate solution strategies for systems of hyperbolic PDEs allow to simulate unsteady tur-
bulent and non-turbulent flows, such as bubble wake flows, with a wide range of scales
even when underresolved. Spectral methods are most accurate for well-resolved flows, yet,
they do not account for subgrid-scale (SGS) energy transfer without explicit SGS models
[121, 122].

Mathematical consistency of numerical discrete functions is necessary for convergence of
numerical results. It is, however, hardly relevant when the available resolution of the flow
is far from resolving the asymptotic range of the local truncation error. Modified differ-
ential equation analysis (MDEA) [123] has revealed that the truncation error of nonlinear
discretization schemes can be constructed such to recover the theoretical spectral eddy
viscosity, in other words, to represent an implicit SGS (ISGS) model [124, 125] for implicit
large eddy simulations (ILES) of underresolved turbulent flows. The nonlinear regulariza-
tion mechanism of high order, finite volume schemes with shock-capturing capabilities has
made this approach applicable to ILES [126]. The correct physical SGS behavior model-
ing by means of the non-negligible local truncation error of a numerical scheme is called
physically consistent behavior [48, 49]. In [122], it has been demonstrated that standard
finite-difference and spectral methods do not provide the basis for physically consistent
SGS modeling capability.

WENO weighting implies measuring the local resolution of the flow. It potentially allows
to state a physically consistent scheme with a truncation error shaped to exhibit implicit
subgrid-scale modeling capabilities for turbulent as well as non-turbulent flows [124, 125].
A low-dissipative WENO-scheme, combining the advantages of an upwind scheme, e.g.
the 5-order WENO scheme [94], and a 6"-order central scheme, denoted as WENO-CUS6,
has been proposed by Hu et al. [95]. Hu and Adams [96] have investigated the physical
consistency of the underresolved contribution of WENO-CU6. A proper modification of
WENO-weights has resulted in a separation of contributions from the resolved and non-
resolved scales to the locally reconstructed solution [50]. Thus, non-resolved scales are
subject to dissipation, while the shock-capturing capabilities and the order of accuracy are
maintained in smooth flow regions. The scheme is denoted WENO-CU6-M1. Evidence
strongly suggests that a scheme suitable for the underrsolved simulation of high-Reynolds
number flows cannot exclusively be based on the local truncation error of the underlying
high-order reconstruction scheme. It is, however, a well-balanced interaction of the ther-
modynamic fluid-modeling, the reconstruction scheme and the intercell-numerical flux; i.e.
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4.1 A physically consistent weakly compressible high-resolution approach for
underresolved DNS of incompressible flows

the nonlinear regularization mechanism of high-order finite-volume schemes with shock-
capturing capabilities.

The three-dimensional Taylor-Green vortex (TGV) [127] is the most simple generic flow to
study the generation and evolution of small scale turbulent structures by vortex stretching
and the evolution of isotropic turbulence in time. Shu et al. [122] have found that the
fiftth-order WENO scheme shows unphysical dissipation, yet allows for stable underresolved
simulations of the inviscid, nearly incompressible TGV.
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In Felix S. Schranner, Xiangyu Y. Hu, Nikolaus A. Adams: A physically consistent
weakly compressible high-resolution approach to underresolved simulations of incompressible
flows; Computers & Fluids, Volume 86, pp. 109-114, November 2013 [50]

it is demonstrated that a physically consistent high-resolution model for ILES of in-
compressible flows can be constructed by matching the WENO-CU6-M1 weighting to
the weakly compressible flow modeling of Chorin and Temam [128; 129, 81] and a low-
dissipative Roe-Pike [100, 130, 131] solver. A 6"*-order central reconstruction for density
is employed. The separated reconstruction for the density and the velocities emphasizes
the ISGS model on the pure nature of incompressible turbulence.

The correct transition of the TGV to self-similar isotropic turbulence, even at large Reynolds
numbers and for the inviscid case, is reproduced. General validity of the weakly compress-

ible WENO-CUG6-M1 based scheme for underresolved DNS is confirmed by considering also
moderate Reynolds number decaying grid generated turbulence.

Moreover, the underresolution prediction capability for non-turbulent flows of the physi-
cally consistent weakly compressible numerical high-resolution model is demonstrated. The
instability of the inviscid, yet, finite-thickness double shear layer [132, 133] is studied even
in the highly nonlinear stages. With an equivalent resolution as in a pseudospectral and
a centered vorticity-stream function method, a similar quality of predictions is achieved.
Yet, in the underresolved setup, the alternative methods need stabilization with artificial,
numerical viscosity that exceeds physical viscosity. The exploration of the infinitely thin
double shear layer at zero viscosity with the newly developed weakly compressible WENO-
CU6-M1-based method with an implicit SGS model confirms the speculation of Brown and
Minion [132] that the final stage of shear layer evolution is a single vortex. This final stage
is independent of shear layer thickness and Reynolds number.

Furthermore, a viscous-inviscid interaction of a vortex dipole colliding with a no-slip wall
is considered. The simulation results are in excellent agreement with reference data of
[134, 135] at much lower resolution.

For the lid driven cavity, the model predictions agree with reference solutions that are based
on high-resolution schemes, see [136, 137, 138] and on strictly incompressible formulations.
For Re < 7500, steady state solutions comparable to reference DNS are obtained with
underresolved DNS. At Re = 10000, a flow with low-frequency periodic unsteadiness is
found. Since this result is grid independent, the periodic behavior is likely to be physically
correct, whereas the steady state behavior observed in Refs. [137, 138], is due to numerical
damping.

My contribution to this work lies in developing the method and its implementation in an in-
house code. Moreover, I have verified the implementation and validated the method, hence,
performed the numerical simulations. The algorithm for postprocessing and analyzing the
results is due to me. The manuscript for the publication has been written predominantly
by me.
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fluid flows

4.2 ASSESSING THE NUMERICAL DISSIPATION RATE AND
VISCOSITY IN NUMERICAL SIMULATIONS OF FLUID
FLOWS

The discretization of the governing differential equations for fluid flows entails contam-
ination of the simulation results by the local truncation errors, which diminishes if all
physical relevant scales are resolved adequately. For a lower resolution, the effects of trun-
cation errors may be of similar magnitude as physical effects. The simulation results are
thereby influenced. This situation is most frequently encountered in numerical simulations
of turbulent flows at high Reynolds numbers. Such flows require modeling contributions
of unresolved scales according to common turbulence modeling procedures. For Reynolds-
averaged Navier-Stokes (RANS) simulations, a large number of turbulence models exists,
ranging from mathematically simple and numerically cheap algebraic models to complex
and expensive Reynolds stress models, for an overview see e.g. [139, 140, 141]. For Large
Eddy Simulation (LES), a variety of explicit as well as implicit subgrid-scale models have
been proposed, for an overview refer to e.g. [142, 143, 144, 145].

ISGS models of ILES schemes rely on the nonlinear contributions of the truncation er-
ror, which is necessarily far from an asymptotic behavior. Classical tools for truncation
error analysis fail [145, 120]. The modified differential equation cannot be written down
in closed form, and Taylor series expansions are of no use as the truncation error is not
asymptotically small. The current rather vague definition of SGS modeling capabilities
of the wide range of the existing ILES schemes demands a more systematic approach to
determine the effective dissipation aposteriori. The first aposteriori method for computing
integral numerical dissipation has been proposed by Domaradzki et al. [146]. Flow evolu-
tions from identical initialization, yet, solved with a scheme of finite numerical dissipation
and a spectral reference code with negligible numerical dissipation, are compared. Based
on results of this analytical method, Hickel et al. [49] have developed the Adaptive Local
Deconvolution Method (ALDM), that recovers the physical energy transfer in turbulence.
The method of analysis [146] is in spectral space to allow one-to-one comparisons with
spectral eddy viscosities obtained from analytical theories of turbulence, and it measures
the global (spectral) dissipation rate.
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In Felix S. Schranner, J.Andrzej Domaradzki, Stefan Hickel, Nikolaus A. Adams:
Assessing the numerical dissipation rate and wviscosity in numerical simulations of fluid
flows; Computers & Fluids, Volume 114, pp. 84-97, July 2015 [114],

a method for analyzing grid-based fluid flow simulations for the numerical dissipation rate
and numerical viscosity is developed. It is free of the deficiencies of the spectral space
method of Domaradzki et al. [146]. Which means that it does not require the use of an
additional spectral code for analysis, which is practically unfeasible. Furthermore, it is not
restricted to fully periodic computational domains. Consequently, it seeks its application
in non-periodic flows of practical interest.

The novel physical space method of analysis is validated by comparing results for the
effective numerical dissipation rate with exact reference data. These have been obtained
with an accurate spectral-space approach. As the optimal test case for the validation study,
the Taylor-Green vortex is selected. Excellent agreement of both methods is achieved on
arbitrary, non-periodic domains. This holds even true for temporal and spatial derivative
approximations of only second-order accuracy.

The predictive capabilities of the novel physical space method depend neither on the size
nor shape of the computational domain under consideration. Yet, generally, the larger the
numerical dissipation rate, the smaller is the uncertainty in predicting it. This particularly
true for high Reynolds numbers. Since the method is designed to analyze simulations for
their non-diminishing numerical errors, this constraint is rather natural.

In contrast to the reference method, the newly developed method is applicable to arbi-
trary flows and non-uniform unstructured grids in a straightforward manner. The stud-
ies performed within the scope of this work clearly indicate that considering a diminish-
ing time-step size for the analysis is not necessary. Hence, the aposteriori application is
straightforward to results of simulations fulfilling the CFL-stability criterion.

The methods capabilities are demonstrated for underresolved TGV flows. A Reynolds
number range of Re = 100 to Re = 3000 has been considered.

Besides evaluating the global numerical dissipation rate and viscosity within the simulation
domain, even local estimates can be obtained. Thereby it is even possible to analyze the
computational cell-wise numerical dissipation rate and viscosity.

Our studies show that the larger the numerical dissipation rate and viscosity, the smaller
the uncertainty in predicting these. In consequence, critical flow regions may thus be
identified and evaluated easily.

My contribution to this work lies in the development of the method. This physical space
method and the reference spectral space method have been implemented by me. Moreover,
I verified the implementation and validated the method, hence, performed the numerical
analysis. The algorithm for postprocessing and analyzing the results is due to me. Major
parts of the manuscript for the publication have been written by me.
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4.3 OPTIMIZATION OF AN IMPLICIT LARGE-EDDY
SIMULATION METHOD FOR UNDERRESOLVED
INCOMPRESSIBLE FLOW SIMULATIONS

In underresolved regions, the truncation error of the underlying numerical schemes strongly
affects the solution. If the local truncation error of the underlying numerical scheme func-
tions as an ISGS model, i.e. it models the evolution of otherwise resolved scales, resolution
may remain low. Thereby, computational efficiency is improved. The range of applica-
tions of WENO-CU6-M1 [96] has been extended from compressible to incompressible flows
by Schranner et al. [50]. In combination with the material modeling and appropriate
Riemann-solver, an adjusted scheme has recovered self-similar isotropic turbulence when
physical viscosity diminishes. Mere by adapting the scheme’s free parameters, (Cy; q), the
ISGS modeling capability has been ported. As in e.g. Refs. [94, 147], in Schranner et al.
[50] an adequate set for free parameters has been determined through “extensive numerical
experiments”. This approach is neither efficient nor does it guarantee an optimal model
performance.
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Finding an optimal weakly compressible WENO-CU6-M1 model for underresolved simula-
tions is considered within a deterministic design optimization framework in

Felix S. Schranner, Vladyslav Rozov, Nikolaus Adams: Optimization of an Implicit
Large-Eddy Simulation Method for Underresolved Incompressible Flow Simulations; ATAA
Journal, Volume 54 Number 5, pp. 1567-1577, February 2016 [98].

Therefore, the potential of weakly compressible WENO-CU6-M1 Roe Riemann-solver for-
mulations to reproduce Kolmogorov scaling in the quasi-isotropic state of an infinite
Reynolds number TGV flow is evaluated. The previous works [50, 115] are extended
on this subject to a more general scope.

Evaluating potential surrogate modeling and sampling strategies for their applicability
shows that the approximation quality of polynomial regression surrogate models of a cer-
tain order depends predominantly on sampling resolution. These demonstrate as inade-
quate for design optimization of WENO-CUG6-M1. A thin plate spline interpolation model
determines an optimal set of WENO-CU6-M1 parameters, which closely approximates the
fittest sample. The relative difference in fitness between these is below 1%. At already
30% of the highest level resolution, the response surface approximation has been sufficient
to localize the optimal (Cy; ¢) approximately.

The design of an ISGS model according to “best recovery of the inertial subrange F/(k)
according to Kolmogorov theory” leads to a stronger correlation of SGS dissipation and
small scales. The correlation of kinetic energy dissipation, quantified with the method of
Schranner et al. [114], and existence of small scales is more apparent in the optimized
scheme than in the reference. Insights into areas of physical and numerical kinetic energy
dissipation are gained by visualizing the local, dissipation structures. In the TGV flow,
these exist independent of the underlying ILES scheme in each octant of the domain and
are point-reflectional symmetric with respect to the center of the domain [114]. Yet, when
a WENO-CU6-M1 based SGS model is physically consistent, that is, when scale-separation
is optimally controlled, small-scale structures are of a longer life span.

The effective dissipation rates of low to high Re TGV flows, simulated with the optimal
scheme, are compared to reference DNS data. For very low Re it is found that even when no
subgrid-scales are present, the model adds a minimum amount of dissipation. For medium
to high Re, the surrogate weakly compressible WENO-CU6-M1 model predictions agree
well with DNS. A comparison of optimized weakly compressible WENO-CU6-M1-based
model results to those of alternative ILES and LES simulations at medium to infinite Re
TGV flows show its superior performance.

The concept of this study is due to me. I implemented the thin plate spline interpolation
model, analyzed and evaluated the results. Furthermore, I performed the two comparative
studies, namely the one involving the optimal, surrogate, original scheme and the one also
incorporating reference data. Major parts of the manuscript for the publication have been
written by me.
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4.4 ON THE CONVERGENCE OF THE WEAKLY
COMPRESSIBLE SHARP-INTERFACE METHOD FOR
TWO-PHASE FLOWS

The numerical simulation of incompressible, immiscible, two-phase flows is challenging due
to large density and viscosity ratios of gas-liquid systems, which may deteriorate numeri-
cal stability, especially when numerical dissipation is sought to be low. Furthermore, the
numerical method needs to accurately reproduce the dynamic interface evolution even for
complex interface topology evolution at affordable numerical cost. Interface singularities,
such as capillary stresses, may entail discontinuities in field quantities. For flow configura-
tions, ranging from small scale micro fluidics to larger scale microgravity sloshing surface
tension effects dominate areas of the flow. These requirements have lead to a variety of
Lagrangian and Eulerian approaches. Independent of the approach, method and code de-
velopment typically passes through two stages. Firstly, a single-phase flow solver with
increasing spatial dimensionality, incorporating viscous and boundary-treatment is imple-
mented, validated and verified (V&V). Validation is “the process of determining the degree
to which a model is an accurate representation of the real world from the perspective of the
intended uses of the model” [148]. Verification is “the process of determining that a model
implementation accurately represents the developer’s conceptual description of the model
and the solution to the model” [148]. In the second stage, the solver is extended to model
the interaction and evolution of multiple immiscible fluids, V&V concludes this stage. For
the verification of single-fluid algorithms, analytical solutions and reference DNS-results of
a variety of generic test flows are available. Such data may be found in Refs. [149, 50] for
the Taylor-Green vortex, Refs. [150, 151] for the turbulent channel flow, Refs. [133, 132]
for the 2D double shear layer, Refs. [135, 152, 50] for a vortex pair-wall interaction, and
[136, 138, 50] for a lid-driven cavity. A list of references for validation experiments may
e.g. be found in Oberkampf and Trucano [153].

Verification of two-phase algorithms, especially in 2D, is accomplished best by cross-method
comparison as suitable analytical solutions are scarce. Validation basis on visual inspection
and comparison with experimental data. One frequently used test case for verification of
two-phase flow solvers is the dam break experiment by Martin and Moyce [154]. The 2D,
or axisymmetric, dam break is helpful only during early stages of code development. The
lack in small-scale interface evolution restricts its subsequent use.

The Rayleigh- Taylor instability (RTT) suits to evaluate the capability of a two-phase solver
to resolve fine-scaled density stratifications, while maintaining a sharp interface, in the
absence of surface tension. According to Cummings and Rudman [155]: a “numerical
simulation of the Rayleigh-Taylor instability keeps on producing finer scales of density
stratification until the resolution of the method is reached”. Simulations of 2D submerged
air bubbles rising due to the influence of gravity (BLG) can assess capillary and viscous
effects, as they combine all relevant phenomena of two-phase, immiscible flows. While
the benchmark results of Cummins and Rudman [155] resolve a sharp interface, charac-
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teristic for Lagrangian approaches, they are underresolved. The data of Sussman et al.
[111], used for comparison in e.g. [77, 156, 74], are based on the Eulerian diffuse-interface,
level-set continuum method. The lack of conservativity is the main drawback of diffuse-
interface methods, such as volume-of-fluid [157], level-set continuum [109] or phase-field
[158] methods. Smoothed particle hydrodynamics (SPH) methods can be mass and mo-
mentum conservative, see e.g. Adami et al. [159]. Szewc et al. [76, 160] have simulated the
RTT and a BLG with several SPH formulations and found forking solutions. Neither for the
RTT nor for the BLG, resolution-independent, mass- and momentum conservative, sharp-
interface-maintaining solutions were available for proper cross-method comparisons.
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flows

Providing these data has been the goal of

Felix S. Schranner, Xiangyu Hu, Nikolaus A. Adams: On the convergence of the
weakly compressible sharp-interface method for two-phase flows; Journal of Computational
Physics, Volume 324, pp. 94-114, July 2016 [102].

The algorithm of [102] relies on a mass and momentum conservative, weakly compressible,
fully Eulerian, sharp-interface method [103] for immiscible, viscous, weakly compressible
two-phase flows. For computing the finite volume fluxes, a fifth-order WENO reconstruc-
tion [161] is coupled to a weakly compressible Roe-Riemann solver [50, 115, 98]. Sub-cell
corrections for interfacial viscous [162] and capillary stresses improve the spatial accuracy.
Due to resolving only near-interface regions at highest accuracy and permitting underres-
olution otherwise, numerical cost remain low.

With this algorithm, the RTT is studied until late stages. Local resolution is increased until
grid independence of the interface and integral quantities is observed. Thereby, fine-scale
structures appear to evolve grid-independently.

For the BLG different physically dominant phenomena are identified at sufficient spatial
resolution. Firstly, a low-Reynolds/ supercritical (for cusp formation) capillary number
configuration of the BLG is studied. Unsteady cusp formation and shedding of bubbles are
observed when the bubble is subject to large shear rates. Moreover, tertiary bubbles result
from the viscous interaction of the bulk fluid flow with the secondary bubbles, from which
they detach. Secondly, a high Reynolds number (low Ca) BLG is considered. Viscous
effects are subordinate, the interface development is complex. The interface shape and
the location of secondary bubbles can be resolved adequately at moderate grid resolution.
At higher resolution capillary waves are captured and the secondary-bubble sizes are grid-
independent.

For both Re, the disperse-phase integral quantities centroid and degree of circularity are
monitored. The x,-centroid, monitored for both Re, indicates the convergence of primary
and secondary bubbles. When secondary bubbles detach, the primary bubble regains a
stable cap and ascent. The x;-centroid and circularity mark the occurrence of bubble
shedding. DNS of a freely ascending high- Re bubble are performed. It is observed that
the wake flow of the primary, cap-shaped, bubble is the driving motor for the evolution of
the secondary bubbles.

In summary, the results of these two flow configuration [102] ought to serve as a reference
for cross-method comparison of two-phase models incorporating interfacial capillary and
viscous effects and verification of their implementation.

My contribution to this work lies in the development of the concept of this study and the
method to obtain the sub-cell corrected interface curvature. Moreover, I implemented most
of the algorithm, validated the models and verified the implementations. I performed the
numerical simulations and evaluated the results. The algorithm for postprocessing is due
to me. The manuscript for the publication has been written predominantly by me.
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4.5 A CONSERVATIVE INTERFACE-INTERACTION MODEL
WITH INSOLUBLE SURFACTANT

Numerical methods for solving interfacial flows with surfactants may be categorized into in-
terface tracking and interface capturing. Interface tracking methods either use an interface-
adapted grid or marker particles to represent the interface. A surface mesh is used instead
in boundary integral methods. A boundary integral method for studying the effect of insol-
uble surfactants on drop deformation has been developed in [163, 164]. In the front-tracking
method [165], a fixed grid is used for the flow, and a set of connected marker particles tracks
the interface and surfactant. A front-tracking method for insoluble surfactants is due to
Jan [166]. The immersed boundary method [167] was used to simulate interfacial flows
with insoluble surfactant A ghost-cell immersed boundary method [168] was employed in
Ref. [169] to study the effects of diffusion-controlled surfactant on a viscous drop injected
into a viscous medium. The dynamics of capillary waves with insoluble surfactant were
investigated using a hybrid level-set /front-tracking approach [170]. Another front-tracking
method, combining a finite element methodology with adaptive body-fitted meshes, served
to simulate the deformation and breakup of axisymmetric liquid bridges [171] and thin
filaments [172], considering insoluble surfactants.

In general, interface tracking methods are very accurate, yet, especially in 3D and for
evolving interfaces, the implementation is complicated. Possible drawbacks of marker La-
grangian approaches include difficulties in evaluating topology changes, the need to remove
parts of the evolving front (delooping) to correctly characterize the viscosity solution, the
need to adaptively add and remove points, and complexities in three dimensions [110].
Interface capturing methods define the interface implicitly with an auxiliary function, e.g.
a level-set, phase-field or color function. Gridding, discretization and handling of topo-
logical changes is straightforward. In [173], Teigen et al. develop and apply the diffuse
interface approach [158] to simulate flows with soluble and insoluble surfactants.

A level-set method [107, 109] for solving the surfactant transport is due to Adalsteinsson et
al. [174] and Xu et al. [175]. It is coupled with the immersed interface method (IIM) [176]
in [112]. With the IIM, the interface jump conditions are handled explicitly by modifying
the discretization stencils near the interface. As a simple and robust alternative to IIM Xu
et al. have modeled interface forces within the level-set framework by a continuous surface
force (CSF). A common property of these incompressible level-set and phase-field meth-
ods is the smoothing of material properties such as density and viscosity at the interface.
This implies their drawbacks: The lack of discrete conservation and ineffectiveness at large
density and viscosity ratios.

The fully conservative level-set based Sharp-Interface Method (SIM) for compressible flows
[103], is robust even for large interface topology changes [117], and large density and viscos-
ity ratios [177, 102]. It has been further developed to model viscous, weakly compressible
two-phase flows [162]. The key idea of the SIM framework, where the Navier-Stokes equa-
tions are solved on a Cartesian grid, is the modification of FVs that are cut by the interface
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4.5 A conservative interface-interaction model with insoluble surfactant

to allow explicit application of the interface-jump conditions, see Sec. 3.2. Interaction
terms considering capillary forces for a constant surface-tension coefficient and viscous
forces have been proposed in Ref. [162]. Yet, the formulation cannot account for a jump
condition in interface-tangential direction, occurring in the general case of non-vanishing
Marangoni stresses [84, 178].
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4 Accomplishments

In Felix S. Schranner, Nikolaus A. Adams: A conservative interface-interaction model
with insoluble surfactant; Journal of Computational Physics, Volume 327, pp. 653-677,
September 2016 [82],

a robust and consistent interface-interaction model is developed that accounts for the
fluid-fluid interaction, as well as capillary and Marangoni stresses explicitly at the sharp
interface. The interface-exchange is a direct solution of the interface jump conditions as
discussed in Sec. 2.4. The novel model is simpler than the CSF-approach and the ITM-
based approach of [112, 173].

The temporal evolution of surfactant concentration, level-set, and fluid phases follow an
identical Runge-Kutta algorithm. Level-set and surfactant evolution are evaluated only
within a narrow band near the interface, thus being highly efficient. Within the SIM
framework, local interface-segment lengths/areas are computed, avoiding the need for a
smoothed delta-function, for approximation of the interface length.

The algorithm of Xu et al. [112] is further-developed to employ these interface-segment
lengths/areas. A significant improvement in efficiency, compared to the alternative smoothed
delta-function formulation of [112], is achieved. Furthermore, due to the algorithm it is
unnecessary to propagate the interface area as another variable as proposed in [91].

The expected Marangoni and viscous stresses are predicted for a thermocapillary flow
configuration [179], validating the method. Physically expected behavior for the general
case of non-zero interface curvature is demonstrated on basis of drops propelled by a
surfactant gradient.

As an application demonstration the dynamic evolution of a single, two-dimensional drop
in a shear flow is analyzed with respect to the capillary (Ca = %), Weber, and
Reynolds number, surfactant coverage, and surface Peclet number. The observations are in
agreement with previous numerical and experimental studies. Parameter analysis indicate
that decreasing Re increases initial drop stretching, and larger We entail more distinct
interface dynamics. Yet, very small We stiffen the drop, so that it remains more circular
even at low Re. The presence of surfactant lowers the interface stabilizing surface tension,
and thus leads to larger elongation at steady-state. Recovery of an ellipsoidal drop shape
is delayed with increasing surfactant coverage and elasticity. In case of a harmonically
oscillating drop, increasing surfactant coverage shows only minor effects. Moreover, the
critical We appears to be independent of surfactant coverage.

My contribution to this work lies in developing the concept of this study, as well as the
methods. I implemented the methods and algorithm. Moreover, I have verified the imple-
mentations and validated the methods, hence, performed the numerical simulations. The
algorithm for postprocessing and analyzing the results is due to me. I have written major
parts of the manuscript for the publication.
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6 Conclusion

Replacing a strictly incompressible with a weakly compressible approach reduces data
communication of the single-fluid algorithm significantly. Moreover, validation simulations
indicate that the weakly compressible WENO-CU6-M1 model, incorporating an implicit
subgrid-scale model, is a reliable method for the simulation of a wide range of 2D and 3D
turbulent and non-turbulent flows with underresolved, complex multiscale structures. A
self-contained method for quantifying the effective numerical dissipation rate and viscosity
in CFD simulations has been developed. It relies exclusively on simulated flow-field data.
Hence, it suits as a stand-alone post-processing tool to alleviate estimation of the relia-
bility of the acquired data. Deterministic design optimization of the weakly compressible
WENO-CU6-M1 scheme has allowed to recover Kolmogorov inertial subrange scaling for an
infinite Reynolds number Taylor-Green vortex in its quasi-isotropic turbulent state. For fi-
nite, yet, high Re TGV flows, the optimized model performs superior to alternative explicit
and implicit SGS models, allowing for two-phase flow simulations in these regimes. The de-
sign optimization framework is general, hence application to alternative gradient-capturing
schemes for underresolved DNS is straightforward. Three distinct, two-dimensional, com-
plex interface evolutions from initially simple setups, characteristic for a wide range of
academic and industrial two-phase flow applications have been realized at unprecedented
accuracy. The high-resolution data define a benchmark suite for cross-method comparison
and method verification of interface-capturing or tracking methods. A sharp-interface mo-
mentum exchange consistently accounting for the interface-interaction of two immiscible,
weakly compressible fluids, as well as capillary and Marangoni stresses has been devel-
oped and integrated into the sharp-interface framework. Conservative insoluble surfactant
transport along the sharp interface is consistent to the fluid, and level-set transport on a
Cartesian grid and explicit in time. The sharp-interface surfactant conservation algorithm
is at least as accurate as its original diffusive interface formulation, yet, computationally
more efficient. Sub-cell space interface reconstruction and curvature computation enables
very accurate computations of capillary stresses and surfactant diffusion.

In conclusion, computationally efficient and physically valid simulations of complex, incom-
pressible single- and two-phase flows with potentially underresolved multiscale structures
are straightforward with the methods developed within the scope of this work. In particu-
lar, studying ascending gaseous bubbles in liquids has been made possible for a wide range
of Reynolds, E6tvos and Morton numbers. Thereby, physical conditions such as at least
weakly compressible effects, large density and viscosity ratios, sharp-interfaces, and small-
scale turbulent structures can be accounted for. Moreover, even the dynamics of insoluble
surfactants and their effect on bubble evolution can be considered. Additionally, evaluation
of numerical simulation results for their local and global reliability is henceforth similarly
straightforward as in experimental studies. Alike the numerical methods for single- and
two-phase flow simulations, this method of analysis is directly applicable to a wide range
of scientific and industrial computational fluid dynamics configurations.
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A Mathematical Appendix

A.1 INTERPOLATION OF CELL FACE STATES

Parameters of the 5""-order WENO Scheme

The ideal weights are [93]:

Upwind Interpolation

Three different 3"%-order approximations of the non-averaged upwind cell-face value Ei v )
are formulated on the three-point candidate stencils Sy, St, So:
o _ L (og, 70y + 11U,
IR APS . .
L, 1 -
u’ 2) =< (204 + 504y — Ujisa) -
From these three upwind candidate stencils, a 5"*-order accurate WENO cell-face U[( Jr) }
is calculated by equation (3.4). Via
m—1 xiJr% 2
oa@v)(z)
() __ 21—1
By = ZZ:; / Ax (—8xl ) dz, (A.3)
Ii—%
the smoothness indicators are calculated as:
1 2 13 /~ ~ ~ 2
B = 1 (U[z o — 40y + 30 z]) t35 (U[H} —2Up—q + Um) :
n 1/~ N 2 13 /~ ~ ~ 2
5£ = 1 (U[i 1] — U[z‘+1}) + D <U[i—l] —2Up + U[z‘+1]) ; (A.4)
n 1/ .= . N 2 13 /~ ~ ~ 2
55 ) = 1 <3U[¢] —4U4q) + U[i+2]> + - <U[i] —2U4q + U[z’+2}> :
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A.1 Interpolation of Cell Face States

Downwind Interpolation

Three different 3"-order approximations of the non-averaged downwind cell-face value

ugff) are formulated on the three-point candidate stencils Sy, S7, So:
2

) = 2 <2U[,~+3] — 70y + 11UM> ,

1 ~ ~ ~
uz(,f’%l) = 6 <—U[i+2} + 5U[i+1} + 2Um> , (A5)
uz’—i—% = 6 <2U[z+1] + 5U[z] — U[z—l]) .

From these three upwind candidate stencils, a 5"*-order accurate WENO cell-face ﬁ[(ﬁ)l}
2

is calculated by equation (3.4). The smoothness indicators are:

2

w1/ . N2 13/ _ _
o T <U[i+3] — 4Uj49 + 3U[z‘+1}) + ID (U[i+3] — 2U}49 + U[i+l]> ;

(R) 3 g.) . B (g 3 3.\
1= (U[HQ]—Um) +E(U[z’+21—2U[z'+u+Um) : (A.6)

1
4

m 1/~ . N 2 13 /~ . . 2

5 = 1 (3U[z‘+u —4Up;) + U[z‘—l}) +t 455 <U[i+1] —2Up;) + U[i—l]) :

Extension of the Parameter Set to Allow for 6*-order CU-WENO-M1
Reconstruction

The ideal weights adapt to account for four stencils:

1 9
d0:d3:2—0,d1:d2:%. (A7)

Upwind Interpolation

The fourth 3"%-order approximation to Uﬁ 1 based on the three-point candidate stencil
2
54, is:

L,3
ulhd)
it+3

(SN
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The fourth smoothness indicator evaluates as:

L
{0 — 10080’2717791Jh o + Uiz (—2380800U ;) + 4086352U7; — 346225207

+1458762U 4 51 — 24562007 )

+ Up_11(5653317U0 ;) — 20427884U7; + 17905032U 4

— 7727988U ;49 + 1325006U ;. 4))

+ Uy (19510972i3m — 35817664U 11.q) + 15929912U ;4 —-2792660i3ﬁ+$)

+ Uiy (17195652045 — 158804040 -+ 28639840115

+ Upiay (3824847fjﬁ+m —»1429976fjh+m) +—139633f3ﬁ+$‘.

Downwind Interpolation

The fourth 3"%-order approximation to Uﬁ);], based on the three-point candidate stencil
2

54, is:

1 . . .
ugf’;) = 6 (11U[¢] — 7U[i,1] + QU[FQO . (A.l())
The fourth smoothness indicator for the downwind reconstruction evaluates as:
R AN AN AN
B = 10080)2717791Jh+3]+—IJh+ﬂ( 2380800U ;5 + 4086352U;4 1) — 3462252U

+ 14587620 — 2456200 ;_y))

+ Uiy (56533170 g — 204278840 14y + 179050320,

— 7727988U;_y) + 1325006U;_y))

+ Uiy (1951097205541 - 358176640 + 159299120,y — 27926600, )

+ Uy (1719565207 — 158804040,y + 28639840, ﬂ)

+Upy) <3824847IJ[ gy — 1429976 U, ﬂ) +139633U0%_,

(A.11)
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A.2 Equation of State Dependent Roe and Roe-Pike Riemann Solver

A.2 EQUATION OF STATE DEPENDENT ROE AND ROE-PIKE
RIEMANN SOLVER

Given the cell-face normal vector n = (nq,ns,n3), which is n = (1,0, 0) for computing Fy,
n = (0,1,0) for computing Fy, and n = (0,0,1) for computing F3, the cell-face tangent
vectors are t() = (—ngy,ny,0), t&) =n x t0) = (—ngni, —ngns, ning + ngny).

A.2.1 CoMMON ROE AVERAGED STATES

5 = L
p=p"pH,
o VePu /o
! NZCINZCEE

9 =

)

p(L)+\ / p(R)

NN R
3 NG

and u? = u? + U + u3

A.2.2 Aw FOR THE EVALUATION OF ROE WAVE STRENGTHS

According to Roe [100]Aw evaluates as

Aw Ap pL) — p(R)
Auw & (pur) (pun)™ — (puy) ™
Aws (PU2) - (PU2)
Aws A (pug) (L) (R)
A (pey) (pus)™ — (pus)

A.2.3 Aw FOR THE EVALUATION OF ROE-PIKE WAVE STRENGTHS

Roe and Pike [101] simplify Aw by evaluating:

Awy Ap
o Aw1 . Apﬂl + Aulﬁ
Aw = Awy | | Apuz + Ausp (A-14)
Awg Apﬂg + AUgﬁ
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A.2.4 CoOMMON ROE WAVE STRENGTHS:

0 = L [Awg(@+n-u) — Au-n—as?],
60 = (Au — uAwy) - t1,

6 = (Au — TAwy) - to,

50 = 2 [Au — UAw] - n + o0

A.2.5 COMMON ROE-PIKE WAVE STRENGTHS:

50 = oL [(p® — p®) — fa (u® — u®) - x],

A.2.6 ARTIFICIALLY COMPRESSIBLE EOS

EOS specific Roe Averages:

S
Il
S

EOS specific Roe Wave Strength §(»):

6@ =0 .

EOS specific Roe-Pike Wave Strength §():

6@ =0.
Right Eigenvectors:
1 -
(1) — ﬂl_a'nl (3) _ 0
K ?72—5‘712 K t(l)_7
’273 —-a- ng )
1
(1) _ (5)_ | mtam
K {t@)}’ K Us + @ - ny
63 + a ns
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A.2 Equation of State Dependent Roe and Roe-Pike Riemann Solver

A.2.7 TaiT EOS

EOS specific Roe averages:

h = Ekin T WEein,

with €, = ,5(;7_1) where p=p; [(%) — 1] + Po,

(A.21)
~ P11, Sw—-1
a= /5 wple—1)
EOS specific Roe Wave Strength 5():
3@ = |G, Aw, + T Aws + UsAws + Awg (E - 2€km) - Aw4] . (A.22)
EOS specific Roe-Pike Wave Strength §?):
s Y (R) _ (D)) A 23
sy o~ e (0 = o) (A.23)
Right Eigenvectors:
1 0
Uy —a-ny 0 0
KV=|a—-amn |, K®= 0 KG — t@
U3 — a-ng 0 a-t®
—Fu- -1
h—au-n 1 (A.24)
0 ﬂl + a- ny
ﬁt@) ﬂg+5-n3
h+au-n
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A.3 INTERFACE TRANSPORT AND REPRESENTATION

A.3.1 DETAILS OF THE LEVEL-SET REINITIALIZATION

Eq. (3.35) can be rewritten as

0
a—f +c-Vo=sgn(pg) , (A.25)
where the advection velocity is
A
c = sgn (¢y) (|A—z|> : (A.26)

The characteristics of the nonlinear hyperbolic equation (A.25), emanating from ¢(x) = 0,
lead to reinitialization of ¢(x) in sequence with the distance to the interface.
To obtain the level set field ¢" ™! at the pseudo time step n+1, the discretized Eq. (A.25),

is solved for ¢y # 0. This is realized by explicitly marking and omitting cells that contain
the interface. L ;. = sgn (¢pjk.n=0) G(¢pi;) denotes the difference operator and

B 17\/max((aJr)z;(b*)Z)+max((c+)2;(d*)2)+max ((e+)2;(f*)2) if ¢ 5,k >0
G9lpi,5,81) = 17\/max((a*)2;(b+)2)+max((c*)2;(d+)2)+max ((e*)z;(f+)2) if ¢y 5,61 >0 7 (A.28)

0 otherwise

where

(A.29)

The upwind differences are approximated with a 1%-order scheme, i.e. e.g. Dy [¢p x] =

m’“};—w, and DY [¢p 0] = %W, in the appropriate direction. The pseudo-

time step size is A7 = 31/(Az1)? + (Azy)? + (Axz)?2. Ten iterations are performed to
reach steady state.
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A.3 Interface Transport and Representation

A.3.2 SuB-CELL CORRECTED INTERFACE CURVATURE

Let the radius of the osculating circle at a point on the interface be r, then its curvature,
which is the reciprocal of its radius,

um:%, (A.30)

equals the principal curvature of the local interface segment. In two-dimensional space,
the mean curvature is

ka(r) = k(r) . (A.31)

By Taylor-series expansion of (A.31), one obtains a 1%-order accurate approximation to
the interface curvature

Ky = k(1) + dﬁdLr(r)Ar—l—(’)2 = k(1) — T—12Ar+(92 =k (r) — rp(r)?Ar+ 0% . (A.32)

Considering that s,/ (r) may also be negative, Eq. (A.32) is modified as
Krop = knr(r + Ar) & (|kar(r)| — kar(r)?Ar) sgn(ka(r)) - (A.33)

In 3D, the local mean curvature relates to the radii of the maximal and minimal osculating
circles as

fwzéwﬁw@:%<i+l>. (A.34)

1 T

Assuming an osculating sphere of k1 = ko = k, Eq. (A.34) becomes

1
kyv(r) =k = . (A.35)
from which it can readily be seen that
Ky 3D = KT2D - (A.36)

Note that ¢}; ;) < 0 corresponds to Ar > 0 and vice versa. Generally, the local mean
curvature k(x,t) of the interface is obtained from the local level-set according to

_ Ve’ tr(Hy) = (Vo))" - Hy - (V9)

KM,QD(@ |qu|3 =
002% | 0020°% 906 09 ¢ (A.37)
ox1 83:% Oxo Gx% Ox1 Oxg Ox1012
02 002\
(9%1 8272
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in 2D, and with

Vo|*tr (Hy) — (V)" - Hy - (Vo) _

FJM,3D(¢) - 9 |ng5|3
L) 2 82¢ 82¢ ¢ 2 82¢ 82¢ ¢ 2 82¢ 82(;5
a—m( + >+ax2 < + >+ax3 o T o3
dp2 | 992 | 92 3/2
2 (a—xl t o 1o )

2(_¢>_¢> P | 09 06 06 | 96 99 0% )
Ox1 Oxo Ox10x2 Ox1 Ox3 Ox10x3 Oz2 O3 071072

962 |, 062 , 992\?
2(5»7-1 T b2 T oz

in 3D, where tr (H,) denotes the trace of the Hessian of ¢.
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In engineering applications critical complex unsteady flows often are, at least in certain flow areas, only
marginally resolved. Within these areas, the truncation error of the underlying difference schemes
strongly affects the solution. Therefore, a significant gain in computational efficiency is possible if the
truncation error functions as physically consistent, i.e. reproducing the correct evolution of resolved
scales, subgrid-scale (SGS) model. The truncation error of high-order WENO-based schemes can be
exploited to function as an implicit subgrid-scale (SGS) model. A recently developed sixth-order adaptive
central-upwind weighted essentially non-oscillatory scheme with implicit scale-separation has been
demonstrated to incorporate a physically consistent implicit SGS model for compressible turbulent flows.
We consider the implicit SGS modeling capabilities of an improved version of this scheme simultaneously
for underresolved turbulent and non-turbulent incompressible flows, thus extending previous works on
this subject to a more general scope. With this model we are able to reach very long integration times for
the incompressible Taylor-Green vortex at infinite Reynolds number, and recover in particular a low-
mode transition to isotropy. Inviscid shear-layer instabilities are resolved to highly nonlinear stages,
which is shown by considering the doubly periodic two-dimensional shear layer as test configuration.
Proper resolved-scale prediction is also obtained for viscous-inviscid interactions and fully confined
viscous flows. These properties are demonstrated by applying the model to a vortex-wall interaction
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problem and lid-driven cavity flow.
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1. Introduction

Truncation error asymptotic analysis (sufficiently small grid
spacing) is hardly relevant for practical applications, when the
available grid resolution in certain parts of the computational do-
main is far from resolving all physically relevant flow structures.
Thus, in most practical computations, the effect of the truncation
error is not small and it contributes to the solution as an effective
subgrid-scale model. The idea arises to adjust the local truncation
error in order to function as a physically consistent subgrid-scale
(SGS) model, i.e. delivering an accurate solution for resolved slow
structures without determinating its asymptotic behavior at the
fine-resolution limit. Modified differential equation analysis
(MDEA) [1] has enabled us to show that the truncation error of
nonlinear discretization schemes can be constructed such as to
represent an implicit SGS model for turbulent flows [2]. It is known
that the nonlinear regularization mechanism of high-order finite-
volume schemes with shock-capturing capabilities can be used
for implicit large eddy simulations (LES), for a review refer to [3].

* Corresponding author. Tel.: +49 89 289 16396; fax: +49 89 289 16139.
E-mail addresses: felix.schranner@aer.mw.tum.de (F.S. Schranner), xiangyu.
hu@tum.de (X.Y. Hu), Nikolaus.Adams@tum.de (N.A. Adams).

0045-7930/$ - see front matter © 2013 Elsevier Ltd. All rights reserved.
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A spectral extension of MDEA has allowed for designing the trun-
cation error of a nonlinear scheme such that it recovers the theo-
retical spectral eddy viscosity when the flow is turbulent and
underresolved. Such a situation, where the non-negligible local
truncation error of a numerical scheme recovers correct physical
SGS behavior is called in the following “physically consistent”
behavior [4,5] in order to distinguish the analysis from that for
asymptotically small truncation errors. Successful applications for
physically consistent implicit LES models have been shown for a
wide range of compressible and incompressible turbulent flows,
e.g. [6-8]. Hu and Adams [9] have investigated the physical
consistency of the underresolved contribution of an existing low-
dissipation scheme (WENO-CU6) [10]. A proper modification of
WENO-weights has resulted in a scale separation between contri-
butions from the resolved and non-resolved scales to the locally
reconstructed solution so that non-resolved scales are subject to
dissipation, while the shock-capturing capabilities and the sixth
order of accuracy in smooth flow regions of the underlying scheme
are maintained.

Shu et al. have studied the evolution of the nearly incompress-
ible, inviscid three-dimensional Taylor-Green vortex (TGV) [11].
They have found that the fifth-order WENO scheme shows unphys-
ical dissipation effects but allows for stable underresolved
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simulations. It is well established that spectral methods are most
efficient in well-resolved cases but cannot provide SGS energy
transfer without explicit SGS models, e.g. [12,11]. In [11] it has
been demonstrated that standard finite-difference and spectral
methods do not provide the basis for physically consistent implicit
SGS modeling capability. Furthermore, it has been found that inte-
gral flow quantities, such as enstrophy and kinetic energy, do not
allow for a clear assessment of underresolved flow simulations.
On the other hand, a discretization scheme that reproduces self-
similar Kolmogorov spectra of a decaying isotropic turbulent flow
at infinite Reynolds numbers is more likely to be robust to un-
der-resolution. As WENO weighting involves measuring of flow
resolution, it offers the potential to derive a physically consistent
high-resolution scheme with a truncation error adjusted such that
it exhibits implicit subgrid-scale modeling capabilities for both,
turbulent and non-turbulent flows. We emphasize that for extre-
mely large-scale simulations on massively parallel computers the
weakly compressible flow model faces renewed significance as
an alternative to strictly incompressible approaches. This is due
to the fact that the weakly compressible flow model inherently
requires less memory communication, as all operations are local
unlike the strictly incompressible model, where the elliptic pres-
sure-projection leads to global communication needs.

The objective of the current paper is to develop and to investi-
gate physical consistency of a weakly compressible non-linear
high-resolution approach for the under-resolved simulation of tur-
bulent and non-turbulent incompressible flows. Due to the lack of
analytic accessibility of the case dependent large truncation errors
that occur in these cases, such an analysis mostly needs to rely on
empirical investigation for a range of carefully selected test flow
configurations that capture the essential properties of later target
applications. A conservative approximate Roe-Pike solver is
adapted to a weakly compressible flow model and combined with
a low-dissipation WENO scheme. A modification of the underlying
WENO scheme is proposed in order to obtain physical consistency
of the resulting implicit SGS model.

As reference flow for implicit SGS model development we con-
sider the three-dimensional Taylor-Green vortex (TGV) at infinite
Reynolds number, in particular also extending previous consider-
ations to very late times. The implicit LES capability for moderate
Reynolds number ranges is assessed by the Comte-Bellot Corrsin
decaying grid generated isotropic turbulence. The evolution of
shear layer instabilities into and throughout highly nonlinear
stages can be studied by considering the two-dimensional dou-
bly-periodic shear layer with finite thickness, further extended to
infinitely thin shear-layers at infinite Reynolds numbers. The
interaction between large scale vortical structures with the very-
small-scale structures of viscous boundary layers walls is studied
by considering an isolated vortex dipole colliding with a no-slip
wall, following Refs. [13-16]. The lid-driven cavity is discussed as
an example for a fully confined wall-bounded non-turbulent, but
with respect to proper numerical resolution highly demanding
two-dimensional flow.

2. Model formulation
2.1. Artificial compressibility approach

At Mach numbers M < 1 compressibility is negligible, i.e.
p= ;ag ~ 0. The artificial compressibility approach of Chorin and
Temam [17,18] assumes a nonzero but constant compressiblity
for weakly compressible flows. The isentropic compressibility re-
lates to the sound speed by a? = p/f\ For flows with M = 0.1, as con-
sidered within this work, the isentropic compressibility is on the
order of B|s=0.01. For isothermal processes = f|s, and the ratio

of specific heats is y = 1. Pressure and density are directly related
by

p=ap. (1)

It is evident that density fluctuations can be considered as
small, if a is a sufficiently large constant.

2.2. Numerical-flux computation adapted to weakly compressible fluid
treatment

Within the weakly compressible approach total energy is deter-
mined by the evolution of mechanical energy. Thus, the flow is
governed by equations for the conservation of mass and momen-
tum. In one dimension (for simplicity) u = (p, pu) is the solution of

ou
rr axf( ) = 2)

In a discrete space-time-domain, the discrete conservation
equation

W (Flu(a) F(o(s0) 8

for the cell-averaged solution U; requires approximations of the
cell-face fluxes F; e A straightforward low-dissipation flux approx-
imation is due to the Roe [19] approximate Riemann solver. Suc-
cessful applications of Roe schemes to the solution of weakly
compressible flows have been demonstrated by Marx [20] and
Elsworth and Toro [21].

Roe’s linearization of the local flux Jacobian A; = A(il,{ig) is
essential. The eigenvalues of Aj are J;(1, iig) and its right eigenvec-
tors K9 (i, iig) are determined so that the Roe numerical flux func-
tion can be computed as

. 1 1 o

_ - 0)
Fiu=5 (o +fr) — 2; [ 2] K9, (4)
Using the left and right reconstructed states i, and ug at the
interface i = 1, the procedure to compute the eigenvalues /;, right

eigenvectors K and wave speeds &; is straightforward. The Roe
averaged density p and velocity u are obtained from the left and
right states as

P = /PP
o VP P )
VPL+ VP

Within the weakly compressible approach the local Roe-aver-
aged speed of sound a is replaced by the constant speed of sound
a. Thus, ;, K9 and & are:

M=l—-a, J,=1i+a, (6)

k=[] = @)
u-—a u+a

- 1 NN N

01 =5 [(pg — P1) — pa(ug — )],

- 1 N N

% =55 [(Pr = Py) + palig — ).

The resulting semi-discrete evolution equation

o))

can be advanced in time with a three-step TVD Runge-Kutta
scheme [22].
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2.3. Revisiting the WENO-CU6-M1 weighting

Based on the sixth order adaptive central-upwind scheme
WENO-CU6 [10], a central-upwind WENO scheme with implicit
SGS modeling capabilities has been developed (WENO-CU6-M1)
[9]. The modified weighting of the WENO-CU6-M1 formulation
remedies excessive dissipation of the underlying WENO-CU6
scheme while preserving its shock-capturing properties and thus
recovers physical consistency for both, the solenoidal and the dila-
tational components of the velocity field, without the need to
explicitely distinguish these, see. e.g. [9].

The modified weights of the WENO-CU6-M1 scheme are

= =3
> s—ols

with the reference smoothness indicator 76 = 5 — 1 (8, + 4B; + Ba).
€ is a small number. Following Jiang and Shu [23], smoothness indi-
cators are computed as

T q
o, , ar:dr<Cq+?6ﬁr>, r=0,...,3 (10)

m-1 X1 [~ 2

=Y [ A agir(lx) dx, 11)
=1 - X,,% X

where

Bo =1z —4uiq +3w)” + B (wio - 2u +uw),
By =1 (uiiy — uir)® + B Uiy — 20 + Ui ),

By = 13U — Uiy + Uin)® + B (W — 2ui + uin)
By = 1555|271, 77902 , + i 5(—2,380,800u; ; + 4,086, 352u;
—3,462,252u;,1 + 1,458, 762u;,, — 245,620u;,3)

i 1(5,653,317u; ¢ — 20,427, 884u; + 17,905, 032u;.
—7,727,988u;., + 1,325,006u;,3) + u;(19,510,972uy;
—35,817,664u;.1 + 15,929,912u;,, — 2,792,660u;.3)
+U;41(17,195,652u;,1 — 15,880,404u;,, + 2,863,984u;,3)
+Uj.o(3,824,847u;, 5 — 1,429,976;,3) + 139, 633112

i+3 "
(12)
Taylor series expansion of 3, r=0, 1, 2, 3 about u; gives
1) 13 . 2 Y 13 1y 1 1 i
Bo = UPAX* + <ﬁui2 - FU; )Ax“ - <€ui Ui’ — Ui )Ax5
+ O(AX®),
2 2 ]3 12 1 14000 4 ) 6
B = uPAX 4 (U7 + g | AxE 4 O(AXY),
) 13 1, 2 Y 13 1y 1 1 10"
By = UPAX? + <ﬁui2 - >Ax4 - (?ui ui’ — 5 g )AXS
+0(AX®),
2 2 13 172 4 6
Pz = Ui Ax +ﬁu,- AX® + O(AX).
(13)

The smoothness indicators diminish with increasing smooth-
ness of the solution on a stencil. If € is a small constant number,
both o, and the solution are dominated by the choice of € instead
of the linear-weight bias C;. An example of a function with a
non-smooth stencil is

u(x) = x> + cos(x). (14)

When it is evaluated at xq = 0 the first and third derivatives are
zero and the second and fourth —1 and 1, respectively. Thus, the
smoothness indicators become

13
Bo = B1 :[)’2:ﬁ3:—ﬁAx4+60(Ax6). (15)

For a computational grid with Ax — 0, g, approaches zero with
an error order of ¥(Ax®) for smooth stencils and at most @(Ax*) for
non-smooth stencils. Thus, to ensure ¢, to be bounded in the case
when g, vanishes, € should be of ¢(Ax%) so that it does not affect
the overall order of the scheme.

3. Analysis of the implicit subgrid scale model - isotropic
turbulence

Physical consistency of an implicit SGS model can be investi-
gated by means of time evolution of the three-dimensional kinetic
energy spectrum of an underresolved, isotropic turbulent flow. At
very high Reynolds numbers a Kolmogorov scaling inertial sub-
range should be recovered by a SGS model. The three-dimensional
Taylor-Green vortex (TGV) [24] evolving from the initial two-
dimensional condition

u(x,y,z,0) = sin(x) cos(y) cos(z),

v(x,y,z,0) = — cos(x) sin(y) cos(z),

w(x,y,z,0) =0,

p(X7y727 0) = 10

p(x,y,2,0) =100 + 1 [(cos(2x) + cos(2y))(2 + cos(2z)) — 2],

16
(16)

within a periodic domain is a commonly used model flow therefore.
After t ~ 9 and at very high Reynolds numbers the incompressible
TGV has developed three-dimensional, statistically isotropic turbu-
lence [25]. The flow field exhibits self-similar scaling of E(k) « k="
within the inertial subrange. In agreement with high resolution LES
of Grinstein and Fureby [26], Hu and Adams [9] have obtained a
Kolmogorov inertial range. In their simulations, the flow is de-
scribed by the compressible Navier-Stokes equation and the
ideal-gas equation of state. With the original WENO-CU6-M1 for-
mulation [9] transition of the TGV at infinite high Reynolds number
is observed, however, Kolmogorov scaling of the resolved inertial
subrange is not obtained, see Fig. 1. In the following section we pro-
pose a modification of the scheme that recovers the inertial-range
scaling.

3.1. Parameter identification

Through modification of the weighting of the WENO-CU6-M1
scheme, transition to isotropic turbulence and a self-similar

g -5/3 scaling

T

102

10°

10*

10°

106

20 25 30

5 10 15

Fig. 1. Evolution of the three-dimensional kinetic energy spectrum for the early
stages (t < 10) of the inviscid, incompressible Taylor-Green vortex. WENO-CU6-M1
formulation as in Ref. [9] with weakly compressible model.
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Cq = 1,000 and Cq = 20,000.

Fig. 2. 3-D energy spectra of ILES (64° cells) when varying a) q and b) C, of inviscid 3-D TGV at t = 10. Results are compared to the theoretical E(k) o k=5 scaling.

physically consistent inertial subrange with Kolmogorov scaling
can be obtained for inviscid, weakly compressible flows, see Sec-
tion 3.2. Based on the following considerations, a suitable set of
WENO-CU6-M1 model parameters (Cg,q) is derived as the pro-
posed modification. For stencils with smooth solutions variations
of%' over the respective stencil support are small. Thus, the lin-
ear-weight bias C; emphasizes a non-dissipative symmetric recon-
struction of Uy Increasing C, effectively decreases the numerical
dissipation for resolved scales, excessive values for C;, however, re-
sult in spurious oscillations near discontinuities [27,28]. This can
be relevant for the inverse kinetic-energy cascade (backscatter).
Outscatter and backscatter of an energy cascade can be controlled
by q in Eq. (10). Larger values of q result in stronger separation of
resolved and unresolved scales.

3.1.1. Effect of the integer power exponent q

In the original formulations [10,23], the integer power exponent
q is a free parameter, that does not affect the order of the numerical
truncation error. It does, however, control the amount of nonlinear
dissipation [29], which increases with g, see Ref. [30]. According to
[23] an integer g > 1 is chosen in order to push the weight of the
non-smooth stencil to zero as Ax — 0.In [31] it has been suggested
to use g =m, with 2m — 1 being the order of accuracy. However,
Jiang and Shu [23] found that g =2 is sufficient for m < 3. Geroly-
mos et al. [30] have experimented with varying q for m < 9. They
find that q has to increase with increasing m to obtain ENO behav-
ior. A sensitivity analysis of q for incompressible very high Rey-
nolds number TGV flows with weakly compressible flow model is
performed for 2 < g <12. From Fig. 2a we observe that when
q < m = 6 inertial range scaling is lost for wavenumbers exceeding
k ~ 18, thus indicating non-physical behavior. Effective dissipation
increases with q. Physically consistent inertial range scaling, char-
acteristic for isotropic turbulence, is found for q ~ 8. For larger q,
the effect of the non-resolved dissipation range is over-empha-
sized, resulting in an excessively dissipative scheme for the chosen
linear-weight bias of C; = 16,000.

3.1.2. The linear-weight bias C,

C; > 1 emphasizes the contribution of optimal weights when
the smoothness indicators are of similar magnitude [28,10]. Higher
values for C; reduce numerical dissipation [9]. For compressible,
isotropic turbulence it has been observed that proper inertial range
scaling is obtained for C; = 1000 [9]. Fig. 2b shows 3-D kinetic en-
ergy spectra at t=10 for 1000 < C; < 20000. For C;=1000, the

resulting scheme predicts a too steep inertial subrange indicating
excessive overall dissipation. Proper Kolmogorov scaling is
achieved with C; ~ 16,000. Further increase of C,, e.q. C4= 20,000,
leads to unphysical energy pile-up at higher wavenumbers.

3.2. Evolution of the incompressible three-dimensional Taylor-Green
vortex at infinite Reynolds number over longer times

As we have found a physically consistent implicit SGS model for
simulating TGV evolution to its quasi-isotropic state at t ~ 9 [25], it
is now possible to explore the long-term evolution of the under-re-
solved, incompressible TGV at infinite Reynolds number in detail.

The evolution of the resolved energy spectrum for t € [0,10] is
shown in Fig. 3a. The energy spectrum evolves from a single Fou-
rier mode of E(k = 1) = 0.125 to span the entire range of resolvable
scales (k € [1,32]), whereas at t ~ 3.4 subgrid-scales are produced
and kinetic energy decays due to SGS dissipation. For t € [9,11]
E(t) < t ' is identified, Fig. 3b. For t € [11,30] E(t)  t % and for
t > 30,E(t) x t 2% is observed, see Fig. 4. For very late stages,
t > 100, E(t) x t2 is found, however, the magnitude of E is very
small. The decay of kinetic energy is also well observable in the
3-D energy spectrum of the resolved inertial subrange, Fig. 5,
which scales to E(k) o« k=> at least until t ~ 70. After t ~ 100 the
bandwidth of the inertial subgrange narrows noticeably. At
t=200 only the band 2 <k <9 shows Kolmogorov scaling,
whereas higher modes scale according to E(k) o k~7/3 For the tem-
poral evolution of 3-D TGV isotropic turbulent decay we identify
two scaling ranges.

1. Ei(k,t) < k=>21.60-19 for 10 < t < 80.
2. Ej(k,t)oc k531.37(-60020 s observed for later times
(t > 80).

For 10 < t < 30 redistribution of kinetic energy among the large
scale structures is a characteristic indicator of high-Re TGV transi-
tion to isotropy, see Fig. 6. Our implicit SGS captures this low-mode
transition for Re = oo and Re = 3000. During the redistribution of ki-
netic energy, scaling within the inertial subrange is lost momentar-
ily, compare E-k-plot for t=20. At t~10 as well as at t~18
temporal minima of the kinetic energy of the second mode are
identified. Coinciding with the initiation of this low-mode transi-
tion at t ~ 10, an overall inter-modal kinetic energy redistribution
process initiates, equalizing the kinetic energy distribution. Later,
E(k) follows an isotropic Kolmogorov-spectra.
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These results confirm, that the proposed scheme modification
indeed recovers physically consistent SGS model behavior for this
challenging test case, that includes instability development and
nonlinear flow evolution to the isotropic-turbulent state.

3.3. Underresolved numerical simulations of the incompressible
three-dimensional Taylor-Green vortex at finite Reynolds numbers

Now we extend the scope towards including viscous effects and
conduct simulations of TGV flows with Re = 100 to Re = 3000 with-
in a domain of (27)®. We use a coarse grid of 64> cells. Periodic
boundary conditions are applied. For assessing resolution effects
for Re > 800, a refined grid of 128 cells has been used. The DNS
of Brachet et al. [32,33] provide reference data.

The time evolution of the total dissipation rate ¢ =4 is an
essential quantity to be reproduced by LES. Fig. 7 shows the
dissipation rates for LES with a conventional (C;=0.18) and a
dynamic Smagorinsky model as well as for WENO-CU6-M1-based
implicit LES with parameters as determined in Section 3.1
(C4=16,000;q = 8).
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Fig. 5. 3-D energy spectrum within resolved inertial subrange at different times compared to the Kolmogorov scaling E(k) o k~>/3.
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Fig. 6. Spectral decomposition of energy (logarithmic scale) for the 3-D TGV ILES.

The Smagorinsky model with constant C; overpredicts dissipa-
tion even for the smallest considered Re = 100. For larger Reynolds
numbers it returns an unphysical flow evolution, missing laminar-
turbulent transition. A dynamic Smagorinsky parameter improves
predictions significantly. For Reynolds numbers 100 and 200 the
agreement with DNS is good. For Reynolds numbers of Re > 400,
however, the dynamic Smagorinsky model overestimates dissipa-
tion rates.

With advancing laminar-turbulent transition, the dissipation
rate increases due to non-linear vortex stretching. The decrease
in &(t) at later times is due to viscous damping. For Re < 800, the
dissipation rates obtained with the implicit LES based on the
WENO-CU6-M1 scheme with the coarse grid are in good agree-
ment with DNS, Fig. 7c. For 1283 resolution equally good agree-
ment is observed with DNS for Re > 800. Comparable results are
obtained with the adaptive local deconvolution model (ALDM)
[5] for Re < 1600. At higher Reynolds numbers ALDM overpredicts
small scale structures and thus the dissipation rate, whereas the
WENO-CU6-M1 scheme underpredicts these, see Fig. 7e.

—log(E(k))
[ -]
AT 37 27 L7

(b) Re = 3000

Projected contours on t — k-plane are in increments of 10°° for 107 to 1072,

The decomposition of the total dissipation rate ¢ for Reynolds
numbers of 1600 and 3000 into the resolved ¢ and the SGS
modeled dissipation rate & =¢ — ¢, is used for analysis of the
subgrid-scale (SGS) model behavior, Fig. 8. The subgrid-scale
dissipation rate increases with a delay compared to the resolved
dissipation rate, in combination leading to a physically consistent
total dissipation rate, see Fig. 8b and c. We can conclude that our
implicit SGS model performs slightly better than the dynamic
Smagorinsky model, but not quite as good as ALDM. Note, how-
ever, that the current model is computationally much cheaper than
ALDM.

3.4. Analysis of the implicit subgrid scale capabilities for turbulent
decay

As final test for unbounded turbulent flow, we consider the de-
cay of isotropic turbulence at moderate Reynolds number. Comte-
Bellot and Corrsin (CBC) experimentally investigated decaying grid
generated isotropic turbulence. At selected locations downstream
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(d) Re = 800 (e) Re = 1600 (f) Re = 3000
Fig. 7. Reynolds number specific dissipation rate &(t) for the 3-D TGV. On 64> finite volumes (FV): WENO-CU6-M1 implicit LES, - - - - - - — - constant-Cs
Smagorinsky LES, - dynamic Smagorinsky LES. On 1283 FV for Re > 800: - - - - WENO-CU6-MT1 ILES. Implicit LES with ALDM [5] on 64° cells: °. Following symbols

indicate DNS data by Brachet et al.: B: Re =100, a: Re =200, V¥: Re =400, 4: Re = 800, »: Re = 1600, [J: Re = 3000.
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Fig. 8. Decomposition of total dissipation rate (&)

of a mesh with a width of M = 5.08 cm they have recorded stream-
wise turbulent energy spectra. Under the assumption of local isot-
ropy the corresponding three-dimensional turbulent energy
spectra are calculated and listed in [34] for three locations. The
Taylor microscale Reynolds numbers Re, =u'i/vare Re;;=71.6,
Re;>=65.1, and Re;5=60.7. Under the assumption of approxi-
mately constant mean convection invoking Taylor hypothesis, the
spatial evolution of the experimental data relates to temporal evo-
lution of simulated decaying turbulence in a periodic domain of
(2m)? discretized with a collocated grid of 64> cells. Given the 3-
D energy spectrum for Re;;, velocity components are generated
by three sets of random numbers, (01, 0,, ¢), uniformly distributed
on [0,27]. Complex velocities that satisfy the requirement of a
solenoidal velocity field in wavenumber space, k;u; = 0, are [35]

(i3 g3 is) = (oc|k\k2 + Bkiks; —crlk|ky + ﬁkgkz;p’ki). 17)
|k|kn
Furthermore,
E(k,t =0 . o
() =22 (explitn). cos(g exp(ite) (). (18)

The decaying turbulent flow is evolved and the computational
3-D energy spectra are compared to experimental spectra at Re; ,
and Re;, see Fig. 9a. The WENO-CU6-M1 implicit LES predicted
energy spectra at later times, i.e. lower Re;, agree well with the
experimentally observed ones. At the second measurement station,
where Re,; =65.7, the ALDM implicit LES and LES with Chollet’s

into resolved (&) - -
grids of 64° and 128> cells. DNS results by Brachet et al. [32] is provided alongside.

0.015+ N

(d) Re = 3000, 1283 cells

- - — - and subgrid-scale modeled (&ggs) = - - - - - - - dissipation rate as computed on

eddy viscosity model [5] compare well in terms of E(k). At later
times and especially at higher wavenumbers, the shape of E(k) pre-
dicted with the WENO-CU6-M1 implicit LES resemble those of the
LES with a dynamic Smagorinsky model. The overall kinetic energy
of the WENO-CU6-M1 implicit LES is similar to the ALDM predic-
tions, which recovers the experimentally observed ones [5]. For
the observed time interval the kinetic energy is found to develop
approximately as E(t) « t 19, see Fig. 9b, where a trend to rather
following E(t)  t~1-3 at later times also can be seen. Similar conclu-
sions made for the implicit SGS capability of the current model as
observed in the previous sections transfer to the current case.

4. Analysis of implicit SGS model capabilities for non-turbulent
flows

For a unified study of implicit SGS capabilities of our model for
turbulent and non-turbulent flows it is necessary to investigate a
range of carefully selected non-turbulent flow cases to comple-
ment the studies for turbulent flow provided in the previous
sections.

Key phenomena in two-dimensional wall-bounded flows are
shear-layer instabilities and the interaction between vorticity
structures and the viscous boundary layers at no-slip walls.

For the prediction of the interaction of large scale vortices with
small-scale near-wall structures it is essential to resolve all con-
tributing scales adequately. The underresolution issue of these
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Fig. 10. Vorticity contour —70 to 70 by 10 on grids of 642 cells (top row), 1282 cells (middle row), 2562 cells (bottom row). 0 = 80.

wall-bounded configurations is addressed in the following test
case.

Among others, Kramer et al. [36], Clercx and Bruneau [37] and
Keetels et al. [38] have studied the vortex—wall interaction in detail
and investigated the collision of a single vortex dipole with a no-
slip wall. As viscous effects are relatively confined to a near-wall
region for an integral Reynolds number of Re = 1250 [36] we assess
our method for this particular setup [36,37]. We supplement tabu-
lated benchmark data with vortex-trajectories [36], and a sequence
of vortex contour plots alike [5] of Ref. [38].

The lid-driven cavity with reference DNS data of Ghia et al.
[39,40] and Erturk [41] for 1000 < Re < 7500 serves to benchmark
our WENO-CU6-M1-based weakly compressible ILES approach for
fully-confined wall-bounded flows. As a peculiarity of this config-
uration the cavity flow reaches steady state for low to mid Rey-
nolds numbers. For high-Re cavity flows it is yet unclear whether
the flow reaches steady state or becomes time-periodic.

4.1. 2-D free-shear flow - the double shear layer

Kelvin-Helmholtz instabilities are prone to evolve spurious
vortices when underresolved. Numerical methods that suppress

spurious vortices are more likely to lead to incorrect predictions
of the long-time behavior. For this reason, we first investigate
the long-term behavior of free-shear Kelvin-Helmholtz instabili-
ties for diminishing shear-layer thickness and infinite Reynolds
number.

Brown and Minion [42], Minion and Brown [43], and Bell et al.
[44] have analyzed the under-resolution issue of a very simple flow
configuration, the two-dimensional doubly-periodic shear layer,
with respect to robustness of their spatial discretization schemes
to underresolution. We follow and extend their analysis with our
WENO-CU6-M1 scheme. A domain of 1 x 1 with periodic boundary
conditions is initialized with a two-dimensional periodic shear
layer

u(y) = {tanh((y -1/4)/0), ?f y<0.5
tanh((3/4 —-y)/60), ify>0.5
of thickness 1/0. It is disturbed by a cross flow of
v(x) = dsin(27x), (19)
with 6 = 0.05.
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Fig. 11. Vorticity contour —70 to 70 by 10 on grids of 1282 cells (top row), 2562 cells (middle row), 5122 cells (bottom row). 0 vorticity contour only shown for t = 20.0.

0=100.

Minion and Brown mentioned the development of spurious vor-
tices [43]. They found that spurious vortices evolve when the grid
is too coarse to resolve the smallest scales, as the truncation error
of the discretization scheme initiates a vortical instability. Their
tendendcy to occur depends on the respective spatial discretization
method. In particular, grids can be coarser for central discretiza-
tions than for upwind discretizations in order to prevent these arti-
facts. However, without artificial viscosity, central discretizations
become unstable. It is a challenge to devise a scheme that on one
hand provides high wavenumber resolution and on the other hand
sufficient dissipation to prevent instability.

The under-resolved simulations of the thin, 0 = 80, double shear
layer and Re = 10,000 show oscillations as under-resolution arti-
facts of the central reconstruction [43] in smooth stencils at

t=0.6 and t=1.0 on grids of 64 and 128 cells, Fig. 10. Between
the two counter-rotating vortices a spurious vortex is found. At la-
ter times, oscillations are damped. While the spurious vortices pair
with the largest vortices, only on the grids with a resolution of
1282 and 2562 the primary vortices are stationary, whereas on
the coarse grid the primary vortices revolve around each other. La-
ter, the large vortices become stationary. At this final stage, the
flow field is similar to the final stage of a two-dimensional ran-
dom-noise initialized field. In the case of the under-resolved thick,
0 =30, double shear layer the primary vortices are stationary,
independently of the grid resolution. Although smaller structures
develop for finer grids, on all grids the vortices pair to two coun-
ter-rotating vortices as with the 0=100 shear layer for t — oo,
Fig. 11. For Re — oo and 6 — oo very small structures develop which
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Fig. 12. Vorticity contour —100 to 100 by 10 on grids of 10242 cells. 0 vorticity contour not shown. 6 = 10°.

Table 1

The maximum vorticity in the positive dipole half w, at its location along x4 and normal y, to the wall at y = 0. Dipole is symmetric to x = 0. x; measures distance along the wall
and yq is distance normal to wall. Results are compared to benchmark results of Kramer et al. [36].

512 x 512 1024 x 1024 KCH
t (Xa,Ya) Wq (Xa,Ya) Wy (Xa,yd) g
0.6 (0.1231,0.1464) 218.14 (0.1416,0.1298) 218.783 (0.1506,0.1260) 219.29
0.625 (0.1348,0.1270) 215.05 (0.1670,0.1181) 215.025 (0.1725,0.1157) 216.15
1.0 (0.2285,0.1699) 169.10 (0.2490,0.1533) 169.935 (0.2568,0.1515) 170.30
14 (0.2832,0.2207) 131.67 (0.2959,0.1943) 132.522 (0.2914,0.1908) 132.73

are only resolvable with extremely fine grids. The evolution of such
an infinitely thin shear layer is, however, similar as that of shear
layers of finite 0, see Fig. 12.

Artificial viscosity for central methods or a hyperviscosity mod-
el for the pseudospectral method are suggested in [42] to stabilize
these under-resolved very thin shear-layer, high-Re flows. This
thickens the shear layer and consequentially prevents the evolu-

KCH
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0.6
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Fig. 13. Resolution dependent trajectories of the positive half of a dipole when
colliding with a no-slip boundary for Re = 1250.

tion of spurious vortices. As demonstrated, our model may not
fully prevent the formation of spurious vortices in the case of
diminishing physical viscosity and shear layer thickness. However,
even in the underresolved setup marginally resolved vortex struc-
tures remain unaffected by numerical dissipation indicating phys-
ical consistency.

4.2. Convergence of a dipole-wall collision

For applications, the predictive capability of an implicit SGS
model for under-resolved viscous-inviscid-interaction problems
is very important. For this purpose we investigate the interaction
of a vortex dipole (as primarily inviscid element) and the viscous
wall layer (as viscosity dominated element). As reference we fol-
low the setup of Kramer et al. [36] and Clercx and Bruneau [37],
who have studied the normal dipole-wall collision experiment
with an integral-scale Reynolds number Re = UW/[v = 1250. U de-
notes the average velocity derived from the total kinetic energy
E(t) =1 ' J', u(x, t)dxdy of the flow and W the half-width of
the square domain @ =x € #?| -1 <x < 1,—-1 <y < 1. In the ref-
erences it was shown that this flow case poses extreme demands
on numerical resolution. Grid convergence was obtained at t < 1
for an equidistant finite-difference scheme with 15362 cells, and
for a Fourier-Cheybeshev pseudospectral scheme with 512 x 512
collocation points.

At t =0 the vorticity field wq is given by

wo = a)e<l - (r/r0)2> exp (—(r/ro)z), (20)

with r = (x> + y?)'/2 being the distance from the center of the mono-
pole, ro=0.1 its length scale and w,~ 299.5283 its maximum
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vorticity. For further details on the choice of parameters, refer to
Ref. [38]. The initial velocity field ug = (uo,2p) follows as

Up = % e (*(Y — Y1) exp (*(ﬁ/ro)z) +(y -y, exp (—(rz/ro)z)),

Vo = % e ((x —X1)exp (f(h/ro)z) — (X —x2)exp (*(rz/ro)z))v
(21)

with 12 = (x — x,)> + (y — y;)*. For our convergence studies, square
equidistant grids with resolutions of 1282 (A), 2562 (B), 5122 (C)
and 10242 (D) are used. The time-step is fixed at At =10~ to make
sure that the spatial truncation error is dominant.

The trajectory of the positive dipole contribution along and nor-
mal to the wall and its vorticity are reported in Table 1 and com-
pared to the data of [36], denoted as KCH. It is evident that
already with 5122 cells we achieve essentially grid independence
for the maximum vorticity. The relative difference to KCH of vortex

core positions for grid (C) is on the order of up to 22%, whereas for
grid (D) it is below 6% in the x-direction and 3% in y-direction, both
for t = 0.6. The vortex trajectory of the positive dipole half as pre-
dicted on grids (A) to (D) are shown in Fig. 13. It can be seen that
already with grid (C) we recover the reference until after the sec-
ond wall collision. Fig. 14 illustrates the vorticity contour evolution
within the positive quadrant of the coordinate system. We can con-
clude that even for this very challenging test case our model gives
reliable results already at an equidistant grid resolution of the
same magnitude as for a Fourier-Chebyshev scheme. Note that col-
location points condense with a cosine-function towards the wall
for Chebyshev collocation.

4.3. 2-D wall-bounded flow - the lid-driven cavity

As final test configuration we consider the well-established lid-
driven cavity as an example for a fully confined shear flow that

-0.5 -0.5

(a) t=0.3

(b) t = 0.345

-0.5

(8)t=1.0

(h) ¢ = 1.40

Fig. 14. Vorticity contour plots showing the evolution of a dipole half colliding with a no-slip wall for integral scale Reynolds number Re = 1250. Contour levels are —310,

-290, ..., -10, 10, ..., 290, 310. Solid/dotted lines indicate positive/negative vorticity.
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Fig. 15. Schematic of lid-driven cavity flow configuration.

poses particular demands on resolving secondary flows and thin
viscous wall layers. Normal and tangential velocity boundary con-
ditions are imposed at the domain boundary of a 2-D square cavity
with initial flow at rest, see Fig. 15. We compare our under-re-
solved simulations with well-resolved reference data of Ghia
et al. [39,40] and Erturk [41] for 1000 < Re < 7500.

Predicted vortex core locations, vorticity and vortex extents are
recorded in Tables 2-4 for Re =1000, Re =5000, and Re = 7500,
respectively. Computed u and v velocity profiles along a vertical
and horizontal line through the geometric center of the cavity

Table 2

Vortex core locations (X, Yyc), vorticity m,. of primary and induced vortices as well as
horicontal and vertical extent of induced vortices (H,V) of underresolved lid-driven
cavity flows at Reynolds numbers Re = 1000.

Ghia et al. [40]

Grid size: 129 x 129

Property:  (Xve,Yvc) Wye (H.V)

Vortex:

Primary  (0.5313,0.5625) 2.04968 -

BL, (0.0859,0.0781) -0.36175 (0.2188,0.1680)
BR, (0.8594,0.1094) —1.15465 (0.3034,0.3536)
BR, (0.9922,0.0078) 8.52782 x 107> (0.0078,0.0078)
ILES 1

Grid size: 128 x 128

Property: (chvYVc) WDyc (H, V)

Vortex:

Primary  (0.5308,0.5657) 2.05614 -

BL, (0.08297,0.07773) —0.34410 (0.2254,0.1702)
BR, (0.8627,0.1124) -1.11013 (0.3061,0.3676)
BR; (0.9922,0.0065) 0.011575 (0.0151,0.0146)
ILES 2

Grid size: 64 x 64

Property:  (Xvc,Yvc) Wye (H.V)

Vortex:

Primary  (0.5307,0.5669) 2.02648 -

BL, (0.08225,0.07664) —0.32429 (0.2205,0.1671)
BR; (0.8590,0.1135) -1.11236 (0.3132,0.3722)
BR; N/A N/A (0.0093,0.0111)
ILES 3

Grid size: 32 x 32

Property:  (Xvc,Yvc) Dye (H,V)

Vortex:

Primary  (0.5291,0.5738) 1.94975 -

BL, (0.0811522,0.0710211) —0.254183 (0.200667,0.152209)
BR, (0.838987,0.121804) —1.18967 (0.356496,0.408139)
BR; N/A N/A N/A

Table 3

Vortex core locations (Xyc, Yvc), Vorticity w,. of primary and induced vortices as well as
horicontal and vertical extent of induced vortices (H,V) of underresolved lid-driven
cavity flows at Reynolds numbers Re = 5000.

Ghia et al. [40]

Grid size: 257 x 257

PFOPEFtyi (chvch) Dy (H, V)

Vortex:

Primary (0.5117,0.5352) 1.86016 -

TL, (0.0625,0.9102) —2.08843 (0.1211,0.2693)

BL, (0.0703,0.1367) —1.53055 (0.3184,0.2643)

BRy (0.8086,0.0742) —2.66354 (0.3565,0.4180)

BL, (0.0117,0.0078) 1.88395 x 1072 (0.0156,0.0163)

BR; (0.9805,0.0195) 3.19311 x 102 (0.0528,0.0417)
ILES 1

Grid size: 256 x 256

Property: (Xve,Yve) Wye (H,V)

Vortex:

Primary (0.514796,0.535558) 1.91205 -

TL, (0.0640276,0.909221) —2.06326 (0.121723,0.272916)
BL, (0.0727773,0.13644) —1.49726 (0.326987,0.267884)
BRy (0.802286,0.0729475) —2.74792 (0.367117,0.431899)
BL, (0.00752025,0.00801852)  0.00957388 (0.018039,0.018674)
BR; (0.977799,0.0194042) 0.0344873 (0.058756,0.044715)
ILES 2

Grid size: 128 x 128

PI’OPertyi (chvyvc) Dy (H, V)

Vortex:

Primary (0.5137,0.5363) 1.89086 -

TLy (0.0654,0.9070) —2.05207 (0.1245,0.2707)

BL, (0.0724,0.1347) —1.44506 (0.3207,0.2640)

BRy (0.7942,0.0732) —2.78520 (0.3774,0.4398)

BL, (0.0062,0.0072) 1.20161 x 1072 (0.014373,0.0154)
BR, (0.9731,0.0209) 3.98882 x 1072 (0.062783,0.0498)
ILES 3

Grid size: 64 x 64

Property: (Xve,Yve) Wye (HV)

Vortex:

Primary (0.5082,0.5415) 1.82477 -

TL, (0.0699,0.8976) —1.73942 (0.1331,0.2696)

BL, (0.0699,0.1237) -1.22613 (0.2883,0.2412)

BRy (0.7525,0.0747) —-3.21003 (0.4293,0.5222)

BL, N/A N/A (0.0913,0.0161)

BR, (0.9433,0.0348) 0.07116 (0.1238,0.0873)

(x,¥)=(0.5,0.5) are compared to the reference data, see Figs. 16—
19.

Steady state solutions are obtained for grids with at least 162
cells at Re < 1000, with 322 cells at Re < 5000, and with 1282 cells
at Re = 7500. At Re = 10,000 our simulations predict a periodic flow
with distinct harmonic frequencies independent of the grid, i.e. for
resolutions of 1282 and 2562 cells, see Fig. 20. A periodic vortex
movement is observed at a dominant frequency of t~ 0.421 Hz.
Large-scale structures such as the primary and secondary vortex
core locations and sizes are accurately resolved, independent of
the considered grid resolutions. The relative deviation from the ref-
erence data is less than approximately 1%. Reference velocity pro-
files through the geometric center of the cavity are accurately
reproduced with significantly coarser resolution than used in the
reference.

5. Discussion and conclusion

Nonlinear high resolution schemes have the potential of provid-
ing physically consistent under-resolved predictions, i.e. predic-
tions that produce the correct resolved-scale evolution, of
turbulent flows. Connecting to earlier work [42-44] we have dem-
onstrated in this paper that this notion can be extended to non-tur-
bulent flows. Moreover, by replacing a strictly incompressible flow
model by a weakly compressible approach one can obtain a signif-
icant reduction of communication loads of the resulting computer
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Table 4

Vortex core locations (Xyc,yvc), VOrticity w, of primary and induced vortices as well as
horicontal and vertical extent of induced vortices (H,V) of underresolved lid-driven
cavity flows at Reynolds numbers Re = 7500.

Ghia et al. [40]
Grid size: 257 x 257
Pl’Opertyi (chvyvc) Wyc (H, V)
Vortex:
Primary  (0.5117,0.5322) 1.87987 -
TL, (0.0664,0.9141) —2.15507 (0.1445,0.2993)
BL, (0.0645,0.1504) -1.78511 (0.3339,0.2793)
BRy (0.7813,0.0625) -3.49312 (0.3779,0.4375)
BL, (0.0117,0.0117) 1.72980 x 1072 (0.0234,0.0254)
BR, (0.9492,0.0430) 1.41058 x 10~! (0.1270,0.0938)
BR3 (0.9961,0.0039) - (0.0039,0.0039)
ILES 1
Grid size: 256 x 256
Property:  (Xve,Yvc) Wye (H,V)
Vortex:
Primary  (0.512565,0.53231) 1.90658 -
TL, (0.067591,0.911266) —2.19939 (0.147129,0.309638)
BL, (0.0642259,0.151967) —1.85996 (0.342326,0.283213)
BR; (0.787636,0.0654213) —3.21949 (0.380513,0.448191)
BL, (0.0106178,0.0112304) 0.013239 (0.0252095,0.0283785)
BR, (0.950083,0.0435404) 0.163971 (0.126247,0.0992314)
BR3 (0.998002,0.00210992) 0.00216711 (0.00255,0.00255)
ILES 2
Grid size: 128 x 128
Property:  (Xve.Yvc) Wye (HV)
Vortex:
Primary  (0.5107,0.5334) 1.86490 -
TL, (0.0691,0.9087) -2.11330 (0.1522,0.3077)
BL, (0.0637,0.1490) -1.77755 (0.33232,0.276788)
BR, (0.7692,0.0644) —3.43703 (0.399768,0.461295)
BL, (0.0098,0.0093) 0.972509 x 1072(0.0222,0.0241)
( (

BR, 0.9399,0.0514) 1.88414 x 10! (0.149005,0.11703)
BR; NJA NJA NJA

code, at the expense of a certain level of density fluctuations. If
these density errors do not adversely affect the resolved scales,
the weakly compressible model is valid in terms of an overall
coarse-grained flow prediction and not by principle inferior to the
strictly incompressible model. For obtaining a weakly compressible
implicit SGS model for turbulent and non-turbulent flows we have
modified a low-dissipation sixth-order adaptive central-upwind
WENO scheme, denoted as WENO-CU6-M1, in combination with
a weakly compressible Roe-Pike approximate Riemann solver.
The implicit SGS capability of WENO-CU6-M1 is due to the
incorporated scale-separation [9] which is controlled by the lin-
ear-weight bias C; and an integer power exponent q. Implicit SGS

N=128
———— N=64
e N = 82

N=16
Erturk et al.
Ghia et al.

(a) u— velocity as a function of y at (z = 0.5).

0.2 0.4 0.6 0.8 1

models rely on the nonlinear contributions of the truncation error,
which is necessarily far from an asymptotic behavior so that clas-
sical tools for truncation error analysis fail. The modified differen-
tial equation cannot even be written down in closed form, and
Taylor expansions are at odds with the fact that the truncation er-
ror is not asymptotically small. Therefore, analysis of the implicit
SGS modeling capability needs to rely on empirical investigations
of a set of carefully selected reference configurations.

With a WENO-CU6-M1 parameter set of (C; = 16,000; q = 8) we
reproduce the correct transition to self-similar isotropic turbulence
of the Taylor-Green vortex even at large Reynolds numbers and for
the inviscid case. For the Re=3000 and Re=oco cases we have
recovered a low-mode transition, i.e. a transient re-arrangement
of energy within the low-wavenumber range before isotropic tur-
bulence sets in, which can also be seen from the results of Ref.
[45]. We find that the weakly compressible WENO-CU6-M1 based
implicit LES is superior to the dynamic Smagorinsky model and
performs almost as well as ADLM. At same resolution, however,
the more complex ALDM is computationally more expensive than
WENO-CU6-M1.

We have confirmed the general validity of the parameter set of
WENO-CU6-M1 that was identified for TGV flow by considering
also moderate Reynolds number decaying grid generated turbu-
lence. For a time interval before the final decay we observe a total
energy decay E(t) « t~!. This scaling had been discussed by Spezi-
ale [46] and Davidson [47] as the theoretical minimum energy de-
cay rate in quasi-isotropic grid turbulence at high turbulent
Reynolds numbers. We note however, that the scaling exponent
depends on how the time interval for curve fitting is chosen and
that the difference to the more commonly reported decay
E(t) oc t~1? is weak. For an extended time-frame exceeding the time
difference between the first and the third experimental measuring
stations, i.e. Re;;=71.6 and Re;3=60.7, we rather observe
E(t) oc t— followed by E(t) < t~1-2.

A main objective of the paper is to address whether the pro-
posed implicit SGS model transfers its coarse-resolution prediction
capability also to non-turbulent flows without further adjustments
to its parameters. First, we follow up on [42,43] and consider the
instability of the inviscid but finite-thickness double shear layer
in the highly nonlinear stages. With equivalent resolution we ob-
tain a similar quality of prediction as reported for a pseudospectral
and a centered vorticity-streamfunction method. However, to sta-
bilize these methods in the underresolved setup artificial viscosity,
exceeding physicial viscosity, is required. The exploration of the
0 — oo, Re —» oo with our WENO-CU6-M1 based method with an
implicit SGS model has confirmed the speculation of Brown and

N=128
N =64
N =32

- N=16
Erturk et al.
Ghia et al.

0 0.2 0.4 0.6
X

(b) v— velocity as a function of z at (y = 0.5).

Fig. 16. Velocities along the geometric center lines as found for a lid-driven cavity flow of Re = 1000.
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(a) u— velocity as a function of y at (z = 0.5).
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(b) v— velocity as a function of x at (y = 0.5).

Fig. 17. Velocities along the geometric center lines as found for a lid-driven cavity flow of Re = 5000.
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(b) v— velocity as a function of z at (y = 0.5).

Fig. 18. Velocities along the geometric center lines as found for a lid-driven cavity flow of Re = 7500.
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Fig. 19. Velocities along the geometric center lines as found for a lid-driven cavity flow of Re = 10,000.

Minion [42] that the final stage of shear-layer evolution is just a
single vortex which is independent of 6 and Re.

The resolution of viscous wall-layers is crucial for practical
applications. We have considered a case of viscous-inviscid
interaction where a vortex dipole collides with a no-slip wall. We
find that our model produces results in excellent agreement with

reference data of Ref. [36,37] at much lower resolution. A fully con-
fined case is the classical lid driven cavity. Our predictions agree
with reference solutions that are based on high-resolution
schemes, see Ref. [41,39,40] and on strictly incompressible formu-
lations. For Reynolds numbers smaller than 7500 steady state solu-
tions comparable to reference DNS have been obtained with much
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Fig. 20. Spectogram of vorticity for a lid-driven cavity flow of Re=10,000.
Timeframe: 800 < t < 5000.

lower spatial resolution. At Re = 10,000 we obtain a flow with low-
frequency periodic unsteadiness. Since this result is grid indepen-
dent, we believe that the periodic behavior is most likely physically
correct, and the steady state behavior observed by Ghia et al. at
same parameters may be caused by numerical damping.

It can be concluded, that the weakly compressible WENO-CU6-
M1 with the identified parameter set, (C4 = 16,000; g = 8), can serve
as a reliable method for simulations of a wide range of underre-
solved turbulent and non-turbulent flow simulations. The results
for all considered cases agree with reference data at lower resolu-
tion than used for obtaining these reference data, albeit not always
being more accurate than other state-of-the-art methods for cer-
tain configurations.
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ABSTRACT

We propose a method for quantifying the effective numerical dissipation rate and effective numerical viscos-
ity in Computational Fluid Dynamics (CFD) simulations. Different from previous approaches that were
formulated in spectral space, the proposed method is developed in a physical-space representation
and allows for determining numerical dissipation rates and viscosities locally, that is, at the individual
cell level, or for arbitrary subdomains of the computational domain. The method is self-contained and
uses only the results produced by the Navier-Stokes solver being investigated. As no further information
is required, it is suitable for a straightforward quantification of numerical dissipation as a post-processing
step. We demonstrate the method’s capabilities on the example of implicit large-eddy simulations of a
three-dimensional Taylor-Green vortex flow, serving as a test flow going through laminar, transitional,
and turbulent stages of time evolution. For validation, we compare results for the effective numerical

Pseudo-spectral space

dissipation rate with exact reference data we obtained with an accurate, spectral-space approach.

© 2015 Published by Elsevier Ltd.

1. Introduction

Results of numerical simulations of fluid flows are always con-
taminated by truncation errors introduced by the discretization of
governing differential equations. Truncation errors are only
negligible if all physical scales are well resolved by the given mesh
and time-step size. For lower temporal or spatial resolution, how-
ever, truncation errors affect the simulation results and can be of
similar magnitude as physical effects. This situation is most fre-
quently encountered in numerical simulations of turbulent flows
at high Reynolds numbers. Simulating such flows usually requires
modeling contributions of unresolved scales by various turbulence
modeling procedures, leading to Reynolds-averaged Navier-Stokes
(RANS) simulations or large-eddy simulations (LES).

In recent years, it has been recognized that the truncation errors
may even act as a substitute for modelling of non-resolved scales.
In turbulence, this approach is known as monotonically integrated
LES (MILES) or implicit LES (ILES), and was originally proposed by
Boris et al. [1] and reviewed more recently in a monograph edited
by Grinstein et al. [2]. With ILES, the Navier-Stokes equations are
solved numerically on a coarse LES mesh without explicit SGS

* Corresponding author. Tel.: +49 89 289 16396; fax: +49 89 289 16139.
E-mail addresses: felix.schranner@aer.mw.tum.de (F.S. Schranner), jad@usc.edu
(J.A. Domaradzki), sh@tum.de (S. Hickel), Nikolaus.Adams@tum.de (N.A. Adams).

http://dx.doi.org/10.1016/j.compfluid.2015.02.011
0045-7930/© 2015 Published by Elsevier Ltd.

models. Often one relies on nonlinearly stable methods, such as
total variation diminishing (TVD), flux-corrected-transport (FCT)
and flux-limited and sign-preserving schemes [3-5], originally
developed to control numerical oscillations in configurations
involving steep gradients or discontinuities. In the stabilized spec-
tral LES [6] the numerical stability is not provided by the trunca-
tion error of the numerical discretization (which is exponentially
small for a spectral method [7]) but by the spectral filter that
strongly attenuates the small resolved scales if applied at each
time step. In the same spirit, Bogey and Bailly [8] use an explicit fil-
ter applied every few time steps as a substitute for a SGS model in
LES of a turbulent jet flow. Such methodologies are justified on a
basis of the practical observation that truncation errors in non-
oscillatory methods, as well as explicit filtering, introduce numeri-
cal dissipation, and that they effectively act as SGS models. For

instance, [9] report the development of the k>3 inertial subrange
in numerical simulations of isotropic turbulence performed using
the piecewise parabolic method (PPM) implemented in an Euler
solver. This is a nominally inviscid case where the kinetic energy
should be conserved but in the simulations it decays in agreement
with Navier-Stokes dynamics because of numerical dissipation.
Despite a wealth of positive results it should be recognized that
the presence of numerical dissipation or explicit filtering does
not guarantee physically correct dynamics of the resolved
scales. For example, Garnier et al. [10] analyzed several different
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shock-capturing Euler schemes applied to decaying isotropic tur-
bulence and the conclusions were less favorable for ILES. While it
was possible to obtain the inertial subrange, other results, such
as probability densities of velocity derivatives and pressure,
showed characteristics of low Reynolds number flows rather than
what would have been expected from high Reynolds number LES.
This behavior was attributed to the fact that the numerical dissipa-
tion often overwhelms the SGS dissipation computed for the same
field using an explicit SGS model. Similar conclusions were drawn
by Domaradzki and Radhakrishnan [11], who showed that the
results obtained with the MPDATA method [12] for rotating and
non-rotating turbulence were sensitive to the time-step size, and
the method failed to produce theoretically expected results for cer-
tain initial conditions, and for rotating turbulence. The current
rather vague definition of SGS modeling capabilities of the wide
range of ILES schemes proposed in literature demands a more
systematic approach to determine the effective dissipation apos-
teriori. Such a tool would allow comparisons of the effective
numerical dissipation with the physical dissipation provided by
resolved viscous stresses, and by explicit SGS models. Analytical
information about the truncation errors can be obtained from the
modified equation analysis but this approach is not feasible for
multidimensional, nonlinear transport equations. The first
aposteriori method for computing integral numerical dissipation
has been proposed by Domaradzki et al. [13]. It is based on com-
paring flow evolutions from the same initial condition using two
different discretization schemes, a scheme with finite numerical
dissipation and a spectral code with negligible numerical dissipa-
tion. The method was used to analyze ILES simulations performed
with the MPDATA approach for freely decaying high Reynolds
number homogeneous turbulence with and without Coriolis forces
Domaradzki and Radhakrishnan [11] and for a spectral multido-
main simulations stabilized by spectral filtering and penalty meth-
ods Diamessis et al. [14]. The procedure computes the effective,
wavenumber-dependent, numerical dissipation rate En_sp(m t) and
the corresponding numerical viscosity Vs, (x,t) for comparison
with the analytical theories of turbulence. This procedure was
employed by Hickel et al. [15] to develop a specific ILES method
that is consistent with the physical energy transfer in turbulence,
the so-called adaptive local deconvolution method (ALDM). It is
based on a nonlinear discretization scheme which contains several
free deconvolution parameters that allow to control its truncation
error. The free parameters are constrained so that the numerical
viscosity optimally matches the theoretical eddy viscosity
predicted by the analytical theories of turbulence. While the
optimization was performed for isotropic turbulence, the parame-
ters of the scheme, once determined, proved to be valid also for
simulations of other turbulent flows. Another method for estimat-
ing the numerical dissipation in LES was proposed recently by
Zhou et al. [16] and is based on using the energy flux from the
large, resolved scales as the numerical dissipation estimate.

The analysis of Domaradzki et al. [ 13| was developed in spectral
space (to allow one-to-one comparisons with spectral eddy vis-
cosities obtained from analytical theories of turbulence) and mea-
sures the global (spectral) dissipation rate. Despite being very
accurate, Fourier-space based analysis of the numerical dissipation
has some limitations. Since the computational domain must be
periodic, the method cannot be easily generalized to non-periodic
flows for which a local estimate of physical-space numerical
dissipation is of particular practical interest. Also, using an addi-
tional spectral code for analysis is not always feasible.

The objective of this work is to develop and validate a more
general procedure, free of the limitations listed above, for assessing
the numerical dissipation rate for any given grid-based Navier-
Stokes solver and a wide range of flows. The proposed method is

equally applicable to periodic and non-periodic flows, provides a
numerical-dissipation field, and can be employed as a post-pro-
cessing tool for computational data.

2. Basic equations

The evolution of smooth and continuous fluid flows can be
described by the conservation of mass, momentum and total
energy. For a fluid with constant dynamic viscosity p=vp as
assumed for this study this set of equations, denoted as the
Navier-Stokes equations (NSE), is

ap  O(puy)

at " ox, =0, (13)
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u, are the components of the velocity vector, p denotes the pres-
sure, T is the temperature and k is the thermal conductivity. For
when v = 0 the second term on the right-hand side of the momen-
tum and total-energy transport equations, Egs. (1b) and (1c), vanish
and the system of conservation equations is denoted Euler equa-
tions. The transport of e, can be separated into the transport equa-
tion for internal energy e;,

o(pein)  O(peinlly)  O(Us) oc/;a(u/f) _ 0 (0T

a Xy p Xy, tHt Xy  OXy k Xy, 3)
and kinetic energy ey, = 1u,u,
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The second term on the right hand side of Eq. (4) is the viscous
contribution to the kinetic energy equation. To express the transfer
of kinetic energy by viscous dissipation to the internal energy more
clearly, the viscous contribution may be rewritten as

() 8(u/ﬂaﬁ) o 8(u/f)
Mo, Mk, MY ok,
The first term on the right hand side of Eq. (5) is the the viscous

work. Thus, the kinetic energy transport equation (for compressible
flows) is:
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Integration of the kinetic-energy transport Eq. (6) over the control
volume V = L; x L, x L3 leads to its integral form
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and the kinetic and acoustic energy fluxes as well as the viscous
surface work are
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where n, with o € [1,2, 3] are the components of the outward point-
ing unit vector normal to the surface A bounding the volume V. The
compression work

m— /// p%dv (12)

vanishes for incompressible flows. In this work, we express the
viscous dissipation &, as

&y = VE, (13)

with £ denoting the dissipation function for the general case of
compressible flows
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The simplification of Eq. (14) for incompressible flows with con-

stant density is straightforward.

3. The effect of discretization errors on the kinetic-energy
transport equation

3.1. Basic concept

To explain the concept behind the proposed method let us con-
sider the incompressible Navier-Stokes equations for a constant
density fluid (say, p = 1.0) obtained by assuming an incompressible
flow, for which the incompressible continuity equation du, /9x, = 0
holds and consequently allows to reformulate (1b) such that

ou,  ou, _ op ou,

. 15
a ok, T T o (15)
Written symbolically Eq. (15) is
ou
¥ + (NS)u=0, (16)

where the operator NS encompasses all spatial derivative terms and
u denotes the analytical, and generally unknown, solution for some
particular fluid flow problem. A numerical Navier-Stokes solver is
obtained by discretizing Eq. (16) symbolically,

(%‘;)d + (NS),u =0, (17)

and provides the numerical velocity field wu;j,(t,) at all mesh points
0<i<N;,0<j<N;,0<k< Nsand time steps t,. Note that the
numerical solution u is not identical to the analytical solution u.
In analyzing numerical schemes the discretized Eq. (17) sometimes
can be rewritten as the partial differential equation in a form of the
so called modified equation

(g—lt'>d+(N5)du:%+(N5)u+E:0, (18)

where E is the truncation error of the scheme. Hence, one obtains an
expression for the truncation error:

—E :@—&- (NS)u, (19)
ot
which, so far, is only formal because it requires the knowledge of
the numerical solution u as an analytical function for which the
time derivative and spatial derivatives in the operator (NS) can be
calculated. Nevertheless, Eq. (19) is an useful starting point for
elucidating how the truncation error can be estimated. Assuming
that the velocity field u;;x(t) has been determined with an arbitrary
Navier-Stokes solver at several consecutive time steps, e.g.,

tho1 = th — At by, th1 =ty + AL, the time derivative in Eq. (19) can

be approximated at time t, using central differences
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Note that this time derivative is affected by the discretization errors
of the original Navier-Stokes solver. Subsequently, to use Eq. (19)
the differential Navier-Stokes operator should be applied to the
velocity field w;j(t,) at time ¢,. If no analytical expression for u
as a function of x,y,z exists the spatial derivatives must be com-
puted numerically, and to minimize the numerical errors the high-
est order numerical formulas should be employed, leading to the
approximate numerical formula for the truncation error

ou;
—Eiji(th) = —= U k

lep + (NS)yp Wij(tn). (21)
where (NS),, is the discretized Navier-Stokes operator using arbi-
trary high order numerical differentiation formulas. In practice,
whenever possible, spectral methods are used (see [11,13]. From
Eq. (17) we see that the second term on the r.h.s. of (21) is the rate
of change of the velocity field computed using a high order scheme,
allowing to rewrite Eq. (21) as

dul] k auu k

—Eiji ~ Iho- (22)

The above formula involves computation of time derivatives for
the same velocity field u;;; but computed with two different dis-
cretizations of the same Navier-Stokes operator. Multiplying each
time derivative by the velocity u;;, and using a product rule will
formally lead to time derivatives for the energy e;;x = W W;jx/2.
While the same velocity is used in the computations, the resulting
derivatives will be different because of different discretizations of
the momentum equation. One can think of the given velocity field
as an initial condition which is advanced forward in time with two
differently discretized Navier-Stokes operators, leading to differ-
ent rates of change of the energy. This results in the error estimate
for the kinetic energy equation

|CD
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i.e.,, we define the error as the difference between how the energy
did evolved using a given FD/FV code and how it would have
evolved if the discretization errors could be neglected.

The Eq. (23) can thus be viewed as the residual of computing
the energy decay rate in two different ways. In applying this con-
cept in practice the first term on the r.h.s. of Eq. (23) is computed
directly as a discretized time derivative of the energy data obtained
in the numerical simulation, i.e., the energy e;jx = u;jW;jx/2 is
obtained from the velocity field at several time steps and the time
derivative at time t, is approximated, e.g., using central differences
involving time levels t,,; and t,_;. The second term on the r.h.s. of
Eq. (23) is computed indirectly, using terms in the energy equation
originating from the spatial terms of the Navier-Stokes equation,
i.e., from the representation symbolically given by the second term
on the r.h.s. of Eq. (21). In this representation only the velocity field
at time t, and its spatial derivatives are used. While the indirect
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computation assumes that high order numerical formulas are used,
in what follows we generalize this concept to the analysis of the
energy equation without a reference to spectral schemes.

We will consider the residual

0e;jik
ot

8eij-,k

_giik _ _
" o Ot

(24)

FD/FV

where the first term on the r.h.s. is computed directly from the
energy data and the second term is computed using Finite
Difference or finite volume discretized spatial terms in the energy
balance equation. The estimate may depend on the discretization
order and possibly on the form of the fluxes used. Yet, with the
availability of the energy error results obtained using spectral
methods for the high order discretization in Eq. (23) the accuracy
of the approximations made in (24) can be assessed easily. We
demonstrate in the following sections that the accuracy of the esti-
mate is robust, and largely independent of the FD/FV discretizations
used, and very accurate when compared with the spectral results.
We attribute this to the fact that the kinetic energy is a derived
quantity, obtained from the primitive variables, and the discretized
kinetic energy balance Eq. (24) is not subject directly to the con-
strains for the momentum Eq. (21) that requires the application
of a high order discretization.

3.2. Finite volume formulation

For numerical simulations performed with an arbitrary, grid-
based, compressible Navier-Stokes solver the symbolic Eq. (24) is
replaced by the discretization of Eq. (6)

_giik _ AP8n) | L(puintls) |\ A(P) a(x) (25)
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where the time derivative on the r.h.s is approximated using the
kinetic energy data from the simulations at time steps t, ; and
tn.1. The remaining terms are discretized spatial terms in the energy
equation at time step t,. The residual £5* may be designated as the
numerical dissipation due to discretization errors of the Navier-
Stokes solver. In general, the residual contains effects of all terms
in the truncation error of a numerical scheme, including dissipative
as well as dispersive errors. Yet, as shown later in Section 6.2, for
sufficiently large subdomains the dissipative contributions domi-

nate in a sense that the subdomain-integrated ¥ is positive.
In a finite volume framework Eq. (25) is formally equivalent to

AEkm

—Ek = R | E i + Foe — Fy — TT 4 £, (26)

where the kinetic energy is approximated as
Ekin = (pekin)i‘,“kAx] AXy AX3, (27)

and the remaining terms in (26) are computed numerically as (see
also formulas (9)-(14) for the energy Eq. (7))

Feiin = [(p€rinti1)i 11 — (PCrinth1)i_y 1] AX2 X3
+ [(pekinuZ)i,j+%,k - (pekinu2)ijf%,k]Axl AX3

+ [(perintts)ij 1 — (Perintl3);jps] AX1 A, (28)

Foe = [(pul)w%.j.k - (pu1)i7%_j,kMX2 AX3 + [(puZ)i‘jJr%.k

= (PUz)ij 11l %1 8X3 + [(PUs) iy — (PUs)jjp 1] 0% 8% (29)
F, = v[(pfl/:u,f)i+%Jlk - (pfl/:u,f)ii%J,k}szAxg

P ) g~ (070y)

+ v[(pf3/:u/j)u‘k+% - (p—[3/:uﬁ)u‘k7%}Ax1 AX; (30)

%.;J AX1AX3

Al
Hz{p “} AX1 DX AX3 (31)
DX S i
ij.k ij.k
giik — ygil
AZ AR? AUs?\ 2 [au\? [aur AP
wpl2( ot A ) o () 4 (e
AXq AX; AX3 3\ Ax, AXy  AXq
2 2
Al; AU Ally AU
HL+ 22+ (R £X1 DX DX (32)
AX3  AXq AX3  AXp Gk
ij.

To denote the FV faces terms 41 are added to the corresponding cell
indices. The edge-length in the relevant direction « is denoted as
DXy

Alternatively, the FV formulation of Eq. (25) can be written as

_giij'k =—)+ Fekm v+ FVp Sv- (33)

AEkm
At
In Eq. (33) the cell face flux terms of Eq. (26) are replaced by volu-
metric fluxes. To itemize, the kinetic energy flux Fe,y is approxi-

mated as

[ 9(pekinUiz)
Fekm.V = ///V 78)(“ dv

_ (Alpinths) | A(Peiintlz) | A(Perints)
AXq AXy AX3

AXy

~ <A(pekinuoc)

> AX1AXy AX3
ik

> AX10X AX3,
ik

(34)
the pressure gradient advection becomes

Ap
Uy dV ~ (U, — AX1 AXy AX
/// 3 Xs < Axac)i.j,k 1R

= (u —p-s-u £+u ﬁ) AX1AXy AX3 (35)

Fyp

AXq AXy AX

and the viscous contribution to the kinetic energy equation may be
expressed as

" 9(t*)
Sy = // u dv
v V.U b ox,
AUy Ay A2u1 Azuz Azuz A2u2
MM AX? * AX2 sz sz AX2 sz
1 2 2 3

Aus  Aus APu AU A%u AU
+u3< 3, 3, 3 ( 1, 2 3)

AX3 T AX3 sz ax? Ax1 AXy  AX1AX3
AZUZ A2u2 A2U3 A2U1 AZUZ A2U3
+llp +—+ +us + +—
AX10Xy  AX3  AXpAX3 AX1DX3 | AXpAX3 | AKX ik
X AX1 AXa AX3. (36)

Integrating Eq. (26) or (33) over an arbitrary set of FVs, correspond-
ing to a closed computational subdomain  (CSD),
ie[h;kL], jem;my, k € [ny;ny] with 0<1,, m,, n, <N, and its
bounding surface, gives the numerical dissipation rate within the
subdomain

m; Ny

2
=30 3 Yk @7
i=ly j=my k=ny
For the entire computational domain, [ =m; =n; =0, and
I, = Ny, my = N, n, = N3, one obtains the total numerical dissipa-
tion rate £¥'. Similarly, one may find the numerical viscosity either
locally

L Sk
ijk __
Vi =i (38)
in an arbitrary computational subdomain

SCSD
VESD = ((:CSD ) (39)
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or within the total volume

tot
tot __ gn
n — Garot -
Emt

(40)

Denominators in the above expressions are obtained from Eq. (32)
either for a single FV (i,j,k) or a summation over a subdomain
(CSD) or the total domain (tot).

4. Fourier-space analysis of numerical dissipation

4.1. The spectral kinetic energy equation for incompressible flows

We assume a periodic domain with V = (27)® and an ideal low-
pass filter with a Nyquist wavenumber ky 14 identical in each spa-
tial direction. The Nyquist wavenumber in three-dimensional spec-

tral space is Ky3q = V'3 Ky14. The Fourier-transformed low-pass
filtered velocity vectors il,(k,t) = F{u,(x,t)} « =1, 2, 3 are
Uy (1cp, 1), V Ky < Ky,

41
0, else “n

Uy (Kp, t) = {

with g =1, 2, 3. The complex conjugate of  is denoted as a*. The
kinetic-energy and the dissipation spectra in three-dimensional
spectral space are

, 1.

e(k,t) = %ﬁ(x., )" = jufx(tc, O (x,t), (42)

E(x,t) = 2KK%e(k, t), (43)

with the wavenumber x = ,/k2. As in physical space, the viscous

dissipation rate is defined as the product
E(K,t) = VE(K, L). (44)
The kinetic-energy transport equation in Fourier space is

0é(k,t)
ot

=t(K,t) — &, (K, 1), (45)

where the nonlinear energy transfer term t(k,t) accounts for pres-
sure and nonlinear effects. Its exact form is

bk, t) = %Im{ﬂf(K)Pw(") /

|K'|<KN 34

[iL, ()it (5 — &) dx'] } (46)

where
Puyp () = Ky Sy — Koy /K2) + Ky (g — Kk /7). (47)

The integral of the nonlinear transfer term over the entire domain
vanishes.

4.2. Spectral numerical dissipation

Consider a velocity field u in a periodic domain obtained in a
dissipative code. The discretization of the domain of volume
V = (2m)® with N* FVs, implicitly defines the Nyquist wavenumber
as Kn1q4 =5. Expressions eé(x,t), Ev(n, t) and t(k,t) defined in
Section 4.1 can be computed numerically with negligible errors
in Fourier-space with discrete wave numbers k = (K1, K2, K3) with
Ky € [0,Kn14], ®=1,2,3 and the rate of change of the kinetic
energy at time t, can be computed from Eq. (45) with the spectral
accuracy:

oé(x, t)|="
ot

= E(K’ tn) — EV(K: tn). (48)
sp

On the other hand, the rate of change of the kinetic energy provided
by the dissipative code is obtained by approximating the rate using
a second-order central differences in time

08k, t)|'™" _e(k,t + at) — e(k,t — at)

a o 2t ' (49)

The residual of these expressions is the three-dimensional spectral
numerical dissipation rate (see [13,11,14])

e(K,t+ at) —e(k,t — At) . -
o — e, t) + E,(k,t).  (50)

Summation over shells with the radius

_En‘sp('cv t) =

KN1d KN1d KN1d

ety > > > e (K| - K) (51)

K1=—Kn1d K2=—Kn1d K3=—Kn14

KN1d KNd KNd

Erty= > 3 3 e ns(w| - K) (52)

K1=—KN1d K2=—Kn1d K3=—Knid

KN1d KN1d KN1d

Y K (K|~ k) (53)

K1=—Kn1d K2=—Kn1a K3=—Kn14

t(k,t) =

results in the x-dependent effective spectral numerical dissipation

rate

e(x,t + at) —e(k,t — At)
2nt

see also [13,11,15]. The effective total numerical dissipation rate in
spectral space

—Ensp(K,t) = — e, t) + Ey(ic, 1), (54)

E(t+ at) — E(t — At)
2t

is obtained by summation of Eq. (54) over «x € [0; kn34], Where the
individual terms are:

—Engp(t) = + &b (55)

. KN 3d
E(t) = e(x.t), (56)
k=0
=N ’(N.Bd/\
Evt) =) E(K,1). (57)
k=0
It is obvious that in total the non-linear transfer vanishes:
N KN.3dA
T(t) =) t(x,t)=0. (58)
k=0
e T T T T 2
Elet ]
0.012} . ?"’SP .
11
X
¥
o)
L\
¥ n"‘.'}
44
4.2
10

Fig. 1. £20, (D), E19%,(0), E24,(0), g, &~ for Re = oo,

nsp nsp
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5. Physical-space analysis of numerical dissipation

5.1. Implementation of the method

To compute the effective numerical dissipation rate and
viscosity within a computational subdomain (CSD) Eq. (26) is
employed if not noted otherwise, and two different approaches

Tov, ALDM, Re-3000,053,2

0.012

A iy

L
AV o e
ﬁ‘ LI I VANAGARS

Tov, ALDM, Re-000,0.53,2

0.012

0.012 ]

0.004 -

'
n

0 2 4 t 6 8 10

(e) Re = 200

Fig. 2. £7%,(6), £9%,(0)

can be used. In the first approach Eq. (26) is evaluated locally in
each computational cell, providing local &
subscript ph indicates physical space computation as opposed to
spectral space computation. Integrating &,
interest, the computational sub-domain denoted

CSD

in Enph-

Tov, ALDM, Re-1600,0.53,2

values, where

over the domain of
as CSD, results

N

0.012 ]

N

0.012 ]

TOv, ALDM, Re-100,0.53,2

0.012 ]

N

6, (%]~

E9(0), Beryr O

nsp

(f) Re = 100

Ensp
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In the second approach Eq. (26) can be directly evaluated on the
domain of interest. Hereby the flux terms are only evaluated over
the bounding surface of the CSD. Although mathematically as well
as numerically identical to the first procedure, the latter procedure
is computationally less demanding since it does not involve local
evaluation of all individual terms contributing to & pn.

We note that instead of using Eq. (26) one may also employ its

volumetric equivalent, Eq. (33), to evaluate £1%5, or £5°7.
The rate of change of kinetic energy is approximated using a

second-order central derivative [11]

AEin(t) — AEun(t) ~ Eyin(t + At) — Egin(t — At)

At At o 2t ' (59)

For the flux terms, Egs. (29), (28) and (30), necessary data (e.g.,
p, u, p) need to be reconstructed at the bounding surface from
nearby data. The data at the bounding surface located at i 41, with
i being the index of the cell that shares the relevant face with the
domain surface, is reconstructed with a sixth-order central scheme
to minimize the approximation errors:

1
iy =50 (fies =81 +37fi1 +37f; = 8f i1 +fiza) + O(2x°).  (60)

Spatial derivatives in viscous terms are often approximated with
second-order accuracy. In general, the order of approximation for
the spatial derivatives should be consistent with the order used in
the Navier-Stokes solver. Numerical viscosities, vgy, or vir,, are
determined directly from Eqgs. (39) and (40), respectively.

A particular case of interest is the numerical dissipation for the
entire computational domain with periodic boundary conditions.
The flux terms in Eq. (26) should cancel exactly if integrated over
a full periodic domain. Thus, the total numerical dissipation rate
5;”;,, and consequently v;”’, depend only on the rate of change of
the total kinetic energy (59) and total viscous dissipation (13) if
the physical viscosity is non-zero:

_ Eun(t+ A1) — Eyin(t — AF)
2t
According to the Parseval theorem [17] it is é(t) = Ey,(t) and
£(t) = £(t). Consequently, Egs. (55) and (61) and in particular their
left hand sides are identical: ?mp(t) = Enpn(t). Note that the exact

correspondence between spectral and physical space analysis holds
only for the full periodic domain.

—&n

+E,. (61)

5.2. Physical-space reference solution for the local numerical
dissipation

Assume that the velocity field u;;,(t) has been determined with
an arbitrary physical space solver at several consecutive time steps,
e.g., th 1 =ty — At ty, tyy1 = t, + At. In the Navier-Stokes equation,
the time derivative of the velocity can be approximated at time t,
as

Oijr  Wijk(tn + AL) — Wiji(tn — AL)

ot 2t
Multiplying Eq. (62) by w;;«(t,) yields the numerical kinetic-energy
decay rate at each point

. (62)

86‘,“,‘»,{ ~ Uy (t )ll,“j‘k(tn + At) — ui.j,k(tn . At)
ot | Ik 2t

. (63)

Since the time-evolving velocity wu;jx(t) is approximated by a
Navier-Stokes solver, the energy decay rate is affected by its
approximation errors. For a triply-periodic domain the time deriva-
tive of the velocity (62) and consequently the r.h.s. of Eq. (63) can be
computed without dispersive and dissipative artefacts by

evaluating all spatial derivative terms in Fourier space and then
transforming back to the physical space, i.e., using a pseudo-spec-
tral method (see also Section 4.2). We have used a skew-symmetric
pseudo-spectral scheme, hence dissipation-free. We refrain from
applying de-aliasing as these rules, e.g. 2/3- or 1/2-rule, imply
spectral cutoff filters of the nonlinear convective terms.

TGV, ALDM, Euler, 0-63, 2
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T T T
0.014 53
0.012F
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T e — dt = 0.005
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Fig. 3. £/, (t) for varying at, Re = cc.
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ot -0.1
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I (Sgn,,Fl;r
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- o [ TR I Y ¥ =
Qe 5
'Y - oS
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00 2 4 6 8 10
t
Fig. 4. £%,(t), E9,(t) and &, for Re = 3000.
TGV, ALDM, Re = 1600, 1/8, 2
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= 0
8 r
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2E-13

Fig. 5. F,y in first octant of the TGV for Re = 1600.
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The difference between kinetic-energy decay rates computed in
these two ways provides an estimate of the numerical error intro-
duced by the FD/FV discretization

_ 361‘”(

_giik _ oeijk
D ot

" ot

; (64)
sp

where the subscript sp indicates the energy rate computed with the
help of the pseudo-spectral scheme. Unlike the spectral method of
the previous section, implemented solely in spectral space and
determining the spectral numerical dissipation (or viscosity), Eq.
(64) yields the physical-space numerical dissipation distribution,
i.e., the numerical dissipation on each individual mesh point i,j, k.

5.3. Computation of the viscous dissipation term

It must be recognized that the derivatives in the viscous
dissipation term are normally contaminated by the truncation
errors of the discretization used by a numerical solver. In contrast,

Fig. 6. £ = 9e~> colored by sgn(v,) for Re = 1600.

TGV, ALDM, Re>400, 1,2
e S [ A S S | —T

Re = 00, &y phn
o006 = Re=00,En5p
R Re = 3000, £, 1
F e Re = 3000, &y sp
A Re = 1600, £,
0004F . Re = 1600, &, .p
. A Re = 800, &, pn
Re = 800, &, sp

0.002f

0o 2 4 6 s 0

(a) Re > 800

a spectral code uses exact Fourier-space derivatives, represented

by % o —ixf. Therefore, one may expect that the value of the vis-
cous dissipation will be different depending on which method is
used. The comparison between results for these different ways of
computing the viscous dissipation is provided in Appendix A.
However, when validating the physical space approach with the
help of an external spectral code, we constrain the spectral
computation of the viscous dissipation to be consistent with the
way it is computed in the actual, dissipative code. This is accom-
plished by using the Fourier differentiation formulas with modified
wavenumbers. Specifically, the exact wavenumbers in Eqgs. (43) are
replaced with the modified wavenumbers appropriate for a given
numerical discretization, e.g., for the second-order central deriva-
tives Ky mod = W and for the fourth-order central derivatives

sin(ky AXy

Ko.mod = W) [4 — cos(ic, AXy)]. This is done as we are interested
in the numerical dissipation provided by the code in excess of the
explicit viscous dissipation, even if the latter is not exact because of
the approximation errors in computing spatial derivatives.

6. Feasibility study

Fourier-space analyzes permit to determine total numerical
dissipation rates exactly (and mode-dependent), however, they
are limited to fully periodic flows. We will show that the three
methods at hand, Fourier-space, pseudo-spectral, and physical-
space, result in the same predictions of numerical dissipation rates
for such flows. For non-periodic flows Fourier-space analysis is no
possible. However, the pseudo-spectral reference method permits
to determine numerical energy dissipation rates locally for arbi-
trary, non-periodic, subdomains of periodic domains. Note that
the existence of an underlying periodic domain is not required in
the context of the direct physical-space analysis. In contrast to
the pseudo-spectral method, the physical-space method is also
applicable to non-uniform or unstructured grids. Hence, it is suffi-
cient, and essential, to base a feasibility study on one well-defined
flow, with the prerequisite that it shows, independent of the res-
olution, all characteristics of laminar, transitional and turbulent
flows within arbitrary subdomains.

All these requirements are fulfilled for a three-dimensional
Taylor-Green vortex (TGV) flow [ 18], which evolves from the origi-
nal two-dimensional laminar state

TGV, ALDM, Re<800, ¢1, 2
—T—T T

T — T T | — T g

[Fm = =i Re = 40075n,ph e~y

00015k @  Re=400,&, op 4 Y
s Re = 200, Ep 4 Y
[ o Re=200,En,.p ﬂ/" '
- Re =100,E, pn 476 v :

s |

0.001F Re =100, &, 5p 6 !

[ / |
a
- 2
ol o

I Q 02 O, O,

0.0005 |- e O
| ﬂo"' O

/é v ¥y
3 i - T h o PR
S =4 B
O 1 1 1 1
0 2 7! 6 8 10
t
(b) Re < 400

Fig. 7. £,pn(t) (Lines), £, (t) (Symbols) for CSD1.
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u(x,y,z,0) = sin(x) cos(y) cos(z),
v(x,y,z,0) = — cos(x) sin(y) cos(z),

w(x,y,z,0) =0,
p(x7yﬁz7 0) = 107
p(x,y,2z,0) = 100 + 1173 [(cos(2x) + cos(2y))(2 + cos(2z)) — 2]

(65)

to a turbulent flow with a self-similar E(x) o k> scaling at late
times, t > 9. Furthermore, the vast amount of reported data allows
to neglect discussion of the flow itself but instead focus on the
feasibility study of estimating the numerical dissipation.

The data for this study are obtained using incompressible TGV
flows simulated with the ALDM model of Hickel et al. [15]. All sim-
ulations are carried out in a periodic domain of V = (27)® dis-
cretized with 64° finite volumes. The time step is constant,
at =55 =0.02 if not noted otherwise. An explicit three-step TVD
Runge-Kutta method [19] is used to integrate the equations in
time.

In the first step, the physical-space method of Section 5.1 and
the pseudo-spectral method of Section 5.2 are compared to the
effective total numerical dissipation rate computed according to
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Eq. (55) in Fourier-space. Both, the spectral and pseudo-spectral
method rely on fully periodic flows, hence the comparison is based
on such. In contrast to the Fourier-space method, with which only

Emt

wsp is computable, the pseudo-spectral method permits to deter-

mine £/} at individual mesh points. An intermediate step serves to
demonstrate that the total flux, Fio:(t) = Fekin(t) + Fac(t) — Fy(t) is
determined correctly for arbitrary subdomains. In the second and
final step the physical-space analysis is extended to random, arbi-
trary, non-periodic subdomains. Embedding these in larger, fully
periodic domains allows for pseudo-spectral reference £ to be

nsp
available for comparisons.

6.1. Analysis for the fully periodic domain

We note that for all tested Reynolds numbers, and indepen-
dently of compressible or incompressible data, analysis of &,
via Eq. (61) instead of (26) numerically is exact. Furthermore,
results are identical for both approaches described in Section 5.1.
The physical space results, discussed in the following subsection,
are obtained by evaluation of Eq. (26) for each individual finite vol-
ume and summing over all finite volumes (approach one, see
Section 5.1).
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Fig. 10. &, (t) (Lines), £, (t) (Symbols) for CSD3.
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6.1.1. Comparison of spectral and physical total effective numerical
dissipation rates

The Fourier-space approach as well as the physical space
approach employ the identical formulation of the rate of change
of total kinetic energy and viscous dissipation rate, except that
the relevant quantities, the total energy and the total viscous
dissipation, are computed either in the Fourier space or the physi-
cal space representation. For the inviscid case, Egs. (61) and (55)
reduce to —E&pp = E'ﬂn(fﬂfifkm(ffﬂ) =2k - and —Efn?gp(t) =

Eat B8 — oE| . respectively. For this inviscid case the total

dissipation rate computed in three different ways is shown in
Fig. 1. Quantities &, and gt are described above. Quantity £

nsp nsp
is based on the rate of change of the total kinetic energy computed
by the pseudo-spectral code in the physical space, i.e., Eq. (64). All
three approaches are in an excellent agreement with the relative

error

tot
_ gﬁ:h B gnc,’sp (66)

gn.sp tot
13
nsp

between the pseudo-spectral and the physical-space approaches on
the order of +0.5% - hence negligible - for most of the evolution
time. The error increases slightly only for a short time period
around t = 4, which is the time of a rapid generation of small scales
in the TGV flow. The difference between the physical space and fully
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spectral computations, also shown in Fig. 1, is exactly zero, as
expected.

Fig. 2a-f shows comparisons among all three different methods
for several finite Reynolds numbers, i.e., accounting for the explicit
viscous dissipation terms in (55) and (61). All three methods pro-
duce basically the same results. The error d;,,, becomes noticeable
at times t > 4 for Re > 400, but is generally less than 1%. For smal-
ler Re the evolution of small scales is inhibited and the error is uni-
formly small. Overall, d;,, decreases with increase of the molecular
viscosity.

6.1.2. Effect of the time-step size

For determining the influence of the time-step size, we consider
g (t) for Re = oo for which the total numerical kinetic-energy
dissipation rate depends solely on the rate of change of the total
kinetic energy. We compute the TGV flow with four different
At Aty = 0.1, At =0.06, At =0.02 and Aty = 0.005, keeping
the mesh size constant, Ax ~ 0.1. While aAt;and At, are on the
order of Ax, At; and Aty are much smaller than Ax. As seen in
Fig. 3 £;%7,(t) exhibits only weak dependence on At and a time-step
size on the order of At; is sufficient for obtaining At-independent

results.

6.1.3. Form of the kinetic energy transport equation
As discussed in Section 3 the numerical dissipation rate may be
obtained according to two different approaches either using Eq.
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Fig. 11. &,p,(t) (Lines), &y 5p(t) (Symbols) for NCSD1.
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(33) or Eq. (26). For comparing £ (t) data of Eq. (33) to those of Eq.
(26), we employ the second approach. We denote the respective
results as &7y (t) (the volumetric integral) and £, (t) (the flux
form) and the relative difference as ¢, . For the evaluation of
Eq. (33) cell face state reconstruction is not required, local differ-
ences, however, are approximated with the same order as in Eq.
(26). We chose a finite Re of 3000 to account for differences in
the formulation of viscous terms. As seen in Fig. 4 both evaluations
lead to essentially identical results.

6.2. Analysis within subdomains

6.2.1. Self-contained flow within an octant

The symmetries of the TGV flow allow to reconstruct the whole
solution from one octant. Although the octants are not periodic, the
fluxes over each octant’s boundary should cancel. The total flux,
Fiot(t) = Fekin(t) + Fac(t) — Fy(t), over the boundary of the first
octant, 0 < i,j,k < 32, for Re = 1600 is shown in Fig. 5 as an exam-
ple. We note that F,(t) = 0 because u vanishes. It is seen that the
total flux computed as described in Sections 3 and 5.1 is zero
within machine precision.

Within each octant £(x, t), £,(X, t) as well as their derived quan-
tities such as v, (X, t), reflect point-reflexion symmetry with respect
to the center of the domain (see Fig. 6). The major contribution to
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—— T T T T
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1] S O(Az?)
e O(Lz%)
P— o(Lz®)
8 ;
W

Eer (X, t) originates in subdomain L; ~ %n, L, = L3 = 7, see outlined
box.

6.2.2. Arbitrary non-periodic subdomains

In Figs. 7-11 we compare results for the physical space method
Enpn(t) and the reference solution &,p,(t) obtained as described in
Section 5.2 on three cubic (CSD) and two non-cubic (NCSD) subdo-
mains. Subdomains CSD1-CSD3 and NCSD1 are picked randomly.
The subdomain CSD1 consists of cells from i,j, k = 10 to 56, CSD2
from i,j,k =10 to 15, and CSD3 includes cells from 57 to 62.
NCSD1 is composed of cells with i€ ([12;14], je[14;19],
k € [19;27]. The region within octant one with non-negligible
numerical dissipation is denoted NCSD2, and consists of cells
ie[8;23],j,k €[0;31].

The match between &, ,n(t) and &, (t) within CSD1 and NCSD2
is almost perfect for the entire Re range and simulations times. For
the three smaller subdomains &, ,,(t) and &£, (t) agree very well
for medium to high Reynolds numbers, i.e. 800 < Re < 3000.
However, discrepancies become noticeable for smaller Re. Even
though CSD2 and CSD3 have the same volume, 6° cells, Enpn(t)
and &, () agree better in CSD2 than in CSD3 for a wide range of
Re. However, E5P2(t) > £5P3(t).

Overall, the comparison is very encouraging, clearly indicating
the robustness of the analysis for moderately sized subdomains.
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Fig. 12. £(t) (Lines), £, (t) (Symbols).
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TGV, ALDM, Euler, NCSD2, Recon
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Fig. 13. £, (¢) for varying order of cell-face state reconstructions, Re = oc.

7. Summary and conclusion

We have proposed a method for analyzing grid-based flow sim-
ulations for the effective numerical dissipation and local numerical
viscosity of the underlying CFD solver. The method is based on
computing a residual of the kinetic-energy evolution equation
locally in the physical space. It generalizes previous approaches
that were formulated for periodic domains in spectral-space and
have required an extraneous spectral solver. The current method
can serve as a post-processing tool for the quantification of
numerical errors in CFD simulations in a self-contained framework.

Its capabilities have been demonstrated for three-dimensional
Taylor-Green vortex flows for a large range of Reynolds numbers.
Determining the total numerical dissipation via spectral-space
analysis is more accurate than in physical-space, though limited
to periodic domains. The physical-space analysis, on the other
hand, estimates numerical kinetic-energy dissipation rates in very
good agreement with spectral-space findings. This holds even for
temporal and spatial derivative approximations of second-order
accuracy, and high to infinite Reynolds number fully turbulent
flows.

An excellent agreement between spectral-space and physical-
space methods has also been observed for arbitrary, non-periodic
domains for which the physical-space method is sought to be
applied. In contrast to the spectral-space reference method, this
novel physical-space method is applicable to arbitrary flows and
non-uniform unstructured grids in a straightforward manner.

Moreover, we find that the choice of a time step size has negligi-
ble influence as long as the time-integration error is below or on
the order of the spatial discretization error. This is generally the
case for explicit time marching schemes and when a CFL condition
CFL~1 is satisfied. Even for larger time-steps numerical
dissipation rates are still estimated fairly accurately. Considering
an especially low time-step size for the analysis is therefore not
necessary. Since the method itself is conservative, the way intercell
fluxes are evaluated is of no concern.
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Appendix A
A.1. The influence of the order of spatial differentiation

In addition to numerical errors introduced by the flux terms in
the energy balance Eq. (26), the viscous dissipation term &, = V€ is
also affected by truncation errors when using discrete FD/FV
operators. However, since ¢ is positive-definite and one is usually
interested in the numerical dissipation in excess of the viscous
dissipation produced already by a given code, the error in comput-
ing £ is of less interest than errors introduced by the remaining
terms in the energy balance equation. For the comparison of FD/
FV results with spectral reference data, the exact wavenumbers
in Eq. (43) were replaced with the appropriate modified wavenum-
bers to account for the approximation of spatial derivatives in
physical space. This forces the viscous dissipation computed with
spectral formulas (using modified wavenumbers) to be equal to
the viscous dissipation computed using difference formulas.
Effectively, in our tests, the total dissipation is the sum of the
resolved viscous dissipation and the numerical dissipation caused
by discrete approximations of the terms in the energy balance
Eq. (26) other than &,. Furthermore, while the explicit calculation
of the viscous dissipation contribution for a given code is straight-
forward, computing the viscous dissipation with spectral accuracy
would always require an external spectral code, which is to be
avoided. Nevertheless, in this work we can compute the numerical
dissipation with spectral accuracy a\sp(t) using spectral expres-
sions defined in Section 4.1 (using the actual, un-modified
wavenumber k). Such results are presented below for
completeness.

The difference between ?Sp(t) and the approximate &(t)
increases with the presence of small-scale structures, see

Figs. 12a-d. Esp is always larger than £ because x is always equal
or larger than the modified wave number. Higher-order approx-
imations to spatial differences predict £(t) more accurately.
Finally, the approximation also improves for well resolved flows,
either at the initial times when primarily large scale modes are
active, or for decreasing Reynolds numbers when the flow remains
laminar.

A.2. On the order of reconstruction of the cell-face states

In certain cases a flow configuration under investigation may
not permit computing the flux terms described in Section 3 based
on high-order reconstructed cell-face states. We are thus eval-
uating the influence of the order of the reconstruction when choos-
ing more local stencils based on considering £y, (t) for Re = oo in
NCSD2.

Besides the sixth-order reconstruction (60) we have employed a
second-order central, i.e.,fii% =1(fi + fiz1), and a fourth-order cen-
tral, ie, fiy =35 (—fiz1 +9fi + 9fiz1 — fiz2), scheme to obtain cell
face states.

The resulting £;,,,(t) are depicted in Fig. 13. For most of the
time, especially within the transitional period, identical numerical
dissipation rates are predicted with all three schemes. Only for
short periods of time marginal differences among different meth-
ods can be observed, e.g., for t € [8;9.5] the relative difference of
&, computed with second-order reconstructions to the one based

D
on sixth-order reconstructions is within 2.8%.
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Appendix B. Supplementary material

Supplementary data associated with this article can be found, in
the online version, at http://dx.doi.org/10.1016/j.compfluid.2015.
02.011.
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In engineering applications, resolution is often low. In these underresolved regions, the truncation error of the
underlying numerical schemes strongly affects the solution. If the truncation error functions as a physically consistent
subgrid-scale model (that is, it models the evolution of otherwise resolved scales), resolution may remain low. Thereby,
computational efficiency is improved. The sixth-order adaptive central-upwind weighted essentially nonoscillatory
scheme with implicit scale separation, denoted as WENO-CU6-M1, potentially allows for physically consistent
implicit subgrid-scale modeling, when shaped accordingly. In this work, finding an optimal formulation of WENO-
CU6-M1 is considered within a deterministic design optimization framework. Possible surrogate modeling and
sampling strategies are considered. Design optimization is based on evaluating the potential of a WENO-CU6-M1
scheme formulation to reproduce Kolmogorov scaling for a Taylor-Green vortex in its quasi-isotropic state. As in the
absence of physical viscosity, kinetic energy dissipates exclusively due to the subgrid-scales, the Reynolds number is
infinite, and the evolution of the flow is determined by proper subgrid-scale modeling. To complete the work, the
effective numerical dissipation rate of the WENO-CU6-M1 model optimized for artificially compressible fluid flows is
quantified, and it is compared to the original one. Not only is the zero viscosity limit considered, but the model
behavior is benchmarked offdesign, for low to high Reynolds numbers. A comparison to an alternative explicit and

implicit subgrid-scale model demonstrates its superior behavior for the chosen test flow.

I. Introduction

ODIFIED differential equation analysis (MDEA) [1] has

shown that the truncation error of nonlinear discretization
schemes can be constructed to represent an implicit subgrid-scale
(SGS) model for turbulent flows [2]. The nonlinear regularization
mechanism of high-order finite volume schemes with shock-
capturing capabilities can be employed for implicit large-eddy
simulations (ILES). For areview refer to [3]. On the basis of a spectral
extension of the MDEA, the truncation error of a nonlinear scheme
has been designed to recover the theoretical spectral eddy viscosity
when the flow is turbulent and underresolved. Such a situation, where
the nonnegligible local truncation error of a numerical scheme
recovers correct physical SGS behavior, is called physically
consistent behavior [4,5].

Hu et al. [6] proposed a weighted, essentially nonoscillatory
(WENO) scheme combining the advantages of an upwind scheme,
e.g., the fifth-order WENO scheme [7], and a sixth-order central
scheme. It adaptively alters its biasing between central and upwind by
evaluation of the smoothness indicators of the optimal higher-order
stencil and lower-order upwind stencils. Thereby, it decreases
numerical dissipation in smooth flow regions and permits a
numerically stable solution in nonsmooth flow regions while
preserving shock-capturing capabilities. It is denoted as WENO-CU6.
Hu and Adams [8] investigated the physical consistency of the
underresolved contribution of WENO-CU6. Based thereupon, a
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central-upwind WENO scheme with implicit SGS modeling cap-
abilities has been developed [8]; it is denoted as WENO-CU6-M1.

Schranner et al. [9] identified that WENO-CU6-M1 offers a set of
free parameters, enabling implicit subgrid-scale modeling by
controlling scale separation of resolved and nonresolved scales for
compressible as well as incompressible flows. In combination with the
material modeling, i.e., equation of state (EOS), and an appropriate
Riemann solver, an adjustment of the model permits recovery of self-
similar isotropic turbulence when physical viscosity diminishes.

A method that quantifies the effective numerical dissipation rate &”
and effective numerical viscosity 2" in computational fluid dynamics
was proposed in [10]. It permits a straightforward quantitative
evaluation of SGS modeling capabilities of a numerical algorithm.

The objective of this work is to determine an optimal combination
of the WENO-CU6-M1 modeling parameters by means of design
optimization (DO). The notion of being optimal implies that the
transition is predicted physically consistently and inertial subrange
scaling, which is characteristic of isotropic turbulence, is recovered as
most optimal when dissipating energy only within the SGS. On the
basis of an optimal WENO-CU6-M1 weighting, we are stating a
physically consistent implicit large-eddy simulation (LES) model for
incompressible, underresolved flows. Proceeding forward, the
effective numerical dissipation rates of the optimal and original
WENO-CU6-M1 scheme are compared. We thereby demonstrate
that optimization of a quantifiable spectral-space norm entails
improvements in a physical-space norm. Subsequently, we evaluate
the offdesign behavior of the optimized WENO-CU6-M1 model by
comparing simulation results of low to high, yet finite, Reynolds
number Re Taylor-Green vortex (TGV) [11] flows to direct
numerical simulation (DNS) data [12,13]. Furthermore, benchmark-
ing to established explicit and implicit SGS models at these Reynolds
numbers is included.

II. Model Formulation
A. Artificial Compressibility Approach

At Mach numbers of Ma < 1, compressibility is negligible. This
means that the compressibility f, relating the relative change of
density to the change of pressure, is almost zero:

19
_1o

f=-—"r
pop
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In contrast to classical incompressible approaches, claiming
P = 0, the artificial compressibility approach (ACA) of Chorin [14]
and Temam [15] assumes a nonzero yet constant compressibility.
Such flows may be considered weakly compressible. The isentropic
compressibility relates to the sound speed by

1
PBls

For isothermal processes. f = | = f,; and the ratio of specific
heats « is one. The pressure and density are linearly related by the
caloric EOS p = p(p) = a®p for these artificially compressible
fluids. It is evident that density fluctuations are small if a is
sufficiently large.

B. Numerical-Flux Computation Adapted to Weakly Compressible
Fluid Treatment

Within the ACA, the energy equation is decoupled from the
continuity and momentum equations. Thus, the flow is governed by
equations for the conservation of mass and momentum only. In one
dimension (for simplicity), U = (p, pu) is the solution of

oUu
o F(U) =0 M

In a discrete space-time domain, the discrete conservation equation
ﬁrﬁ—l Un At F F 2
[0 0+ Ay \Flimam = Fiivaro @

for the cell-averaged solution

~ 1
U [i] = E{,] U [r;] dx
Axy;

requires approximations of the cell-face fluxes

tn+l ZrH»l

_ 1 1
Fiizay =3, / Fiizamdr =4, / F (U[iiu/z)]) e G
)

i

where At is sufficiently small. Note that, generally, the flux vectors
include advective and viscous components: F = F* — F*. Com-
putation of F” is straightforward within the scope of this work and at
fourth-order accuracy.

A low-dissipation advective flux approximation is due to the Roe
[16] approximate Riemann solver, which is used within the scope of
this work. The key idea of this class of solvers is using the linearized
local flux Jacobian A = A(U (O, U™"). The high-order reconstructed
conservative states at the left and right sides of the cell face are
denoted by [i£ (1/2)](l) and (r). The eigenvalues of A,
0 (UMD, UM), and right eigenvectors KV 0D, 0"y are deter—
mined (see Appendix A), so that the Roe numerical flux can be
computed as

1 e
_525(/)M(])|K(./) %)

_ 1 - - _
Fliyay) = E(F(U(l)) + F(UM))
=

where 5 denotes the wave strengths.

C. Time Integration and Time-Step Constraints
The conservation equations [Eq. (2)] are integrated explicitly in
time with a third-order total variation diminishing Runge—Kutta
scheme [17]. The time step is chosen adaptively as
= CFL - min(A#4; At¥) )

with a Courant-Friedrichs—Lewy (CFL) of 0.3:

. min(Ax,)
" max |u, + a

apd Az" = %Re(min(Ax,,,))2 where a represents one of the spatial
directions.

D. Reconstructing Cell-Face States and WENO-CU6-M1 Weighting

To obtain U l‘; 1 /2y» Where a is either [ or r, weighted essentially
nonoscillatory schemes [18] define m reconstruction polynomials for
nonaveraged conservative cell-face vector candidates

m—

[l+(1/z) Z Uiysjs y=0,.m—-1 6)
j=0

on m ear}didate stencils S, [i] = {lA][,-_},], R ﬁ[z’]’ e Ij[,-_Hm_'l]} in
the vicinity of the cell face and combine these convexly according to

(
Uity = Z“’V i) ™

Hereby, the set of nonlinear weights {wy 9} satisfying

m—1
o >0, Y o =1
y=0

ensures stability and consistency. Jiang and Shu [7] have formulated
computationally efficient weights such that these are C*®, i.e., smooth
functions of the involved cell averages:

@ ,

o) = S i@ a” = f(d, f") (8)
where dj and ﬂ;“) are the ideal weights and smoothness indicators,
respectively.

“The smoothness indicators diminish with increasing smoothness
of the solution on a stencil” [9]. In defining a,, the core idea is to
consider each of the u( )1 2) accordm% to their smoothness by
weighting them approprlately Thereby, approximates dy. Yet, if
u(x) was to contaln adiscontinuity in at least one of the stencils S, [7],
leading to ﬂ = O(1), the correspondmg weights wﬁ) need to
diminish to exclude the approximation u Yy and thereby keep the
overall nonoscillatory behavior. The WEN welghtlng factors ay, 9 of
Jiang and Shu [7] fulfill these requirements:

@_ 4
4

=y ®

The WENO-CU6-M1 weights, a further development of the
original WENO weights (9), remedy excessive dissipation of the
underlying WENO-CU6 scheme while preserving its shock-
capturing properties, and thus allow recovery of physical consistency
for both the solenoidal and the dilatational components of the velocity
field, without the need to explicitly distinguish these; see, e.g., [8].
The WENO weighting factors of the WENO-CU6-M1 scheme are

T(a)

o’ =d (C T e+ p9

q
) . y=0,....3, (10

where the reference smoothness indicator is

T(6a) — ga) _6 (a) + 4ﬁ(0l) +ﬁ(a))
see, therefore, [6,19]. Also, ™" . d ,andﬁ“ withy =0, 1,2 are

identical to the ones of the ﬁflt}+1(i)/r2der <VEN O scheme, which can be
found in Appendix B; uf +21) 2 ds, /)’g , as well as the four ideal
weights, may be found in Appendix C.

To allow for weights in nonsmooth stencils to approach zero at an
accelerated rate as Ax — 0, the integer power exponent g has to be

chosen accordingly. In the original formulations [6,7], the integer



Downloaded by BIBLIOTHEK DER TU MUENCHEN on May 12, 2016 | http://arc.aiaa.org | DOI: 10.2514/1.J054741

SCHRANNER, ROZOV, AND ADAMS 1569

power exponent ¢ is a free parameter that does not affect the order of
the numerical truncation error. It does, however, control the amount
of nonlinear dissipation [20], which increases with g; see [21].
According to [7], an integer of g > 1 is chosen in order to push the
weight of the nonsmooth stencil to zero as Ax — 0. In [22], it has been
suggested to use g = m, with 2m — 1 being the order of accuracy.
However, Jiang and Shu [7] find by “extensive numerical experiments”
[7] that ¢ =2 is adequate to obtain essentially nonoscillatory
approximation for m < 3. Gerolymos et al. [21] have experimented
with varying g for m < 9. They found that ¢ had to increase with
increasing m to obtain essentially nonoscillatory behavior.

C, > 1 emphasizes the contribution of optimal weights when the
smoothness indicators are of similar magnitude [6,23]. Higher values
for C, reduce numerical dissipation [8]. For compressible, isotropic
turbulence, inertial range scaling is obtained for C, = 1,000 [8].
Schranner et al. [9] identified that a proper choice of (Cy;q)
potentially enabled implicit subgrid-scale modeling, not only for
compressible flows but for a wide range of material fluid models.
Note that € > 0 has the purpose of ensuring a nonzero denominator.

III. Optimization
A. Statement of the Problem
For a given material modeling and Riemann solver, an optimal
combination of (C,; g) is sought so that the thereby stated implicit
LES model is fulfilling the following two design requirements best:
First, transitioning of the incompressible, physically inviscid,
originally two-dimensional Taylor—Green vortex [11],

uy(x,y,z,0) = sin(x) cos(y) cos(z),
ur(x,y,2,0) = —cos(x) sin(y) cos(z),
uz(x,y,z,0) =0,

p(x,y,2,0) = 1.0,

p(x,y,z,0) = 100 + %[(cos@x) + cos(2y))(2 + cos((2z)) — 2]
1D

defined within a periodic domain, to three-dimensional statistically
isotropic turbulence [24] must occur. Completion of transition is
expected at t~9s. Second, and as a consequence of proper
transition, a Kolmogorov scaling inertial subrange, i.e.,

E(k) = Ce*3k=>/3 (12)

ought to be recovered most optimally.

The linear weight bias C, and the power exponent g define the
parameter set x = (C,;¢). Based on [8,9], we expect the global
optimum within the parameter domain X = 1,000 < C, . < 20,000x
1 <¢<20.

The quality of a sample (model) is evaluated on the basis of the
total least-squares difference [25,26] between the numerically
simulated E[k;] and the theoretical E(k;) as

2(x) = Y (Elk] - E(k;))? (13)

i=n

where n and m mark the first and last wave number of the inertial
subrange. Within the scope of this work, n = 2 and m = 32, where
the latter is equivalent to the Nyquist wave number. The x with the
global min(z(x)) (i.e., showing best fitness) is sought. The fitness
function [Eq. (13)] is evaluated at ¢ = 10.

B. Optimization Strategy

Simulating a TGV evolution up to t = 10 for a possible sample
requires approximately 63 min on a dual-socket Intel SandyBridge-
EP Xeon E5-2670 node. Furthermore, up to this venue, the

characteristics of the response surface (RS) corresponding to Eq. (13)
within X are unknown.

1. Surrogate Modeling

A variety of optimization approaches, deterministic and stochastic,
exist. The choice of method primarily depends on the optimization task
[27]. Stochastic approaches, such as evolutionary algorithms, have the
advantage of coping with discontinuous fitness functions or when
noise is severe [28]; yet, potentially, a large number of samples needs to
be evaluated. Deterministic approaches are commonly gradient based.
The common properties of these are that an optimum is generally found
and the number of iterations therefore is comparably low when the
response surface is shaped appropriately. Yet, when the optimization
task is not confined enough (that is, when the response surface contains
several local optima apart from the global optimum), gradient-based
approaches are likely to find a local one [29].

The response surface approach, considered within the scope of this
work, leads to continuous surrogate models. Within the deterministic
surrogate model framework, the response surface is approximated
with a simplified model. For such a surrogate model, a system
response [i.e., z(x), for any x € X] is at hand instantly and at a low
numerical cost. To differentiate the ILES system response from the
surrogate model response, the latter will be denoted as z(x). Within
the scope of this work, two approaches have been selected for further
testing regarding their applicability to the optimization task
formulated in Sec. III.A. Both the response surface approximation by
polynomial regression (PR) and the radial basis function
interpolation (RBFI) models qualify, as they are both robust, simple,
and easy to code. This does not hold for artificial neural networks.

2. Response Surface Approximation by Polynomial Regression

Response surface approximation by polynomials is a regression
approach, which implies that, generally, y(x) # y(x), Vx € X.
Moreover, the degrees of freedom are fewer, leading to an
overdetermined system of equations. Let

$(x) = bo + byxy + byxy + b3xixy + byx? + bsx3 + ...
= bpilx) (14)
=0

be the polynomial that approximates the response surface with a
desired order. To derive the model, the unknown polynomial
coefficients b, are determined by minimizing the least-squares
difference of y(x) and y(x):

@) =) e =Y () —x))?
j=0 j=0
m n 2
= Z (y(xj)2 - Zbkpk(xj)) (15a)
j=0 k=0

which in vector notation reads

z2(x) =e" -e=(y—Pb)" - (y~-Pb) (15b)

Herein,

€ Yo by

€] Vi b
e = . y = N b = s

em ym bl‘l

L poi -+ DPoan

L pii - Pun
P= (16)

1 pm.n e pm.n
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Note that m > n. Minimizing of the objective function [Eq. (15)] is
achieved by solving

0z(x) _o(ee) 0( =0 e?) _0
ob ~ ob ob, o

a7

from which the coefficients are determined. Therefore, one evaluates

b= (PTP)"'PTy (18)

3. Interpolation of the Response Surface via Radial Basis Functions

When interpolating a higher-order response surface from samples
of an nth-order RS via radial basis functions (RBFs), it is

yx)=ykx), VxeX (19)

RBFs are local, such that their value at x; is only a function of the
distance to its origin x;:

c/J(x,-,x_/-) = ¢(||x; _xj”) = ¢(”i_;‘) (20)

A simple RBF, which allows for easy coding of a straightforward
solution algorithm, results in a C* response surface, and has been
demonstrated to deliver sufficiently accurate results is the thin-plate
spline, [30]

2
$(ry) = {8"/’ ogtr) a2 G @1
i

At each contributing sample point x;, an w;-weighted RBF is
stated. The sum of all weighted RBFs constitutes the two-
dimensional RS approximation according to [31]

$(x;) = b+ byxy; + byxy; + Z 0;p(x;.x;)
i=0

2 m
= Zbipi(xj) + Zwi¢ij =3 22)
i=0 i=0

=l

where the weights ; as well as polynomial coefficients by, b, and b,
are to be determined such that Eq. (19) is fulfilled. Note that m is the
number of sample or support points. Furthermore,

Z pjiw; =0 (23)

i=0

Equation (22) and condition (23) constitute a linear system of

equations
® P w\ w\ [y
(PT 0)'(1;)_L (b)_(o) @4)
where
b - Pom
L xi9 xp0
¢10 ce ¢l m
¢ = . . . ? P = ’
1 X1,m x2,m
¢m0 s ¢mm
@®q bo )’}(x/)
w= B b=| b, |, y= : (25)
@, b2 x)

| % X

Fig.1 Fullfactorial design within a two-dimensional parameter space X
and three levels.

O and o are a 3 X 3 matrix and a 3 X 1 vector of zeros. Note that the
polynomial terms are necessary to ensure that L is nonsingular [32].
For a small number of sampling points, as within the scope of this
work, one may directly evaluate the polynomial coefficients and
weights as

b= (PT®'P)'PTdly,  w=®(y—Pb) (26)

4.  Sampling

A proper surrogate model approximates the response surface
adequately. Therefore, a sufficient number of samples needs to be
evaluated for their fitness. The parameter dependence can be
considered as unknown and the number of parameters is only two;
hence, we pursue a full factorial sampling strategy of X. The
parameter space X is subdivided into [ disjoint levels with level
spacing Ax;. At each level, one sample is evaluated. As shown in
Fig. 1, the distribution of samples is not necessarily equispaced. An
m-dimensional parameter space with [ levels implies |[N| = I"
samples, where N is the set of samples.

IV. Results
A. Best Choice for a Reference E (k)
We restate the reference inertial subrange spectrum [Eq. (12)] as

E(k) = Ak™5/3 27

where A = Ce?/? summarizes the dependence of E(k) on the
Kolmogorov constant C and dissipation rate e(k), which are both
irrelevant to this DO task.

Evaluation of the fitness function [Eq. (13)] requires a priori
knowledge of A, which is different for each sample. Regression
analysis, as described in Sec. II1.B.2, is used to determine A. The RS
approximating polynomial, coefficient vector, matrix, and RS
function are

5 = Ak (28)

k;5/3

b=A, P = : 29)
k—'5/3

ylk]; = E[k;] (30)
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Table 1 Comparison of possible regression models

Order A(Cq; KI) zmin Z(xmin) S[%] E‘[%] (Cq; q)min

(4,000;4) 13028 1.5785 825 11.12 (20,000;9)
(4,0004) 1.2457 1.607 775 933 (20,000;7)
(4,000;4) 13028 1.5785 825 7.82 (15,702;6)
(3,000;3) 1.5824 11.523 959 10.96 (14,961;5)
(3,000;3) 1.2936  1.607 80.5 9.73 (20,000;7)
(3,000;3) 1.2939  1.4994 863 9.04 (12,892;5)
(2,000;2) 1.5021 1.4400 95.7 10.58 (20,000;9)
(2,000;2) 1.6326 1.8933 862 9.41 (84,57;1)
(2,000;2) 1.4886 2.1415 69.5 7.48 (66,65;1)
(1,000;1) 1.5060 1.5874 949 1033 (16,610;6)
(1,000;1) 1.2603 1.6065 784  8.80 (20,000;7)
(1,000;1) 1.3754 1.4737 933 7.13 (14,561;5)

nNphwWOUkhWomkhWOUmpkrW

B. Evaluation and Comparison of Surrogate Models

By ILES, |N| = 400 samples are evaluated with a level resolution
of A(C,; ¢) = (1,000; 1). To train the PR and RBFI models, training
sets T C N are used. The training sets T’ contain one sample of each
level, e.g., forl = 5, |T| = 25. We increase / from 5 to 20 iteratively.
In each iteration, we reevaluate potential surrogate models on basis of
increasing training sets 7. The capability of the derived model to
approximate the RS and whether it converges to an optimal sample
are of interest.

1. Polynomial Regression Models

PR models of third, fourth, and fifth order are constructed. For each
PR surrogate model, the global minimum in Z(X), denoted as
Zmin = Z(Xmin), and the corresponding coordinates X, = (Cy: q) i
are sought and listed in Table 1. We also determine z(x,;;,) according to
Eq. (13). AC, and Ag denote the level resolution. To assess the quality
of Z(x) locally, the approximation certainty

Zmin ~ Zmin

(€2Y)

e=1-

Zmin

at (Cy; q) ., 18 evaluated. The capability of a PR model to approximate
the RS is validated on basis of the holdout error

1
14

in — 271
<n

€

(32)

nev

Except for A(C,; q) = (1,000; 1), where V = N and the holdout
error becomes the mean approximation error, the set of samples
V ¢ NwithV n T = @is used as the validation set. Neither varying
the polynomial order nor increasing / entails convergence to an
optimal x. Yet, for polynomials of fourth and fifth order, € remains

AL AAANRRRRRY
L SEATRANIINR
SRR

Table 2 Comparison of interpolation models

‘TI A(Cq; q) zmin Z(xmin) €% &% (Cq; q)min
25  (4,000;4) 1.2934 1.6259 79.6 6.64  (19,500;7)

49  (3,000;3) 1.2078 1.2820 942 6.21 (9,700;4)
100 (2,000;2) 1.1819 1.1679 98.8 547 (5,800;2)
400 (1,000;1) 1.1204 1.1602 999 — —  (5,200;2)

below 10%, even for [ = 5. Even when the order is three, € is not
larger than 11% for / = 5. Note that & decreases with the polynomial
order and /.

Figure 2 visualizes z of the fifth-order polynomial regression
model, which is based on A(C,;q) = (1,000;1). The fitnesses
corresponding to the respective samples are visualized as dots. These
data indicate that the polynomial regression z(x) provides an estimate
of z(x) and where to expect subspaces of high fitness. Yet, small local
subspaces potentially containing local optima are not predictable.

2. Interpolation Model

Consecutively increased training sets are used to construct the
interpolation models. Each RBFI model is evaluated for its global
minimum Z,;,. Together with the corresponding x,;,, as well as
z(xmin) and ¢, they are listed in Table 2. On bases of V, the holdout
error is computed according to Eq. (32).

When increasing the number of levels, the interpolation models
converge to (C,;q) = (5,200;2), with a certainty of 99.9% at
A(C,; q) = (1,000; 1). The holdout error is below 7% for |T'| = 25
and decreases with decreasing A(Cy; q). Atleast |T| = 100 samples
are necessary to resolve the subspace containing the absolute
minimum, such that an optimum, which is close to the actual optimal
sample, is located there. Yet, already, |T| = 49 permits us to find a
local optimum with 94.2% accuracy and a fitness that is 8% lower
than the one found with |T| = 400.

Figure 3 shows the interpolation model based on A(C,;q) =
(1,000; 1). Dominant structures in the RS are apparent: 1) a region in
the response surface with low fitness, i.e., large z(x). It is found for
C,(g) < 1,000g; and 2) for C,(¢q) > 1,0004, aregion of high fitness,
i.e., small z(x), is identified. Local minima are expected for

C,~2600q. 2<g<5 (33)

3. Comparison of the Models

Independent of the resolution and polynomial order of the polyno-
mial regression models, the thin-plate RBF models approximate the
response surface at much smaller &. To complete our study of
optimizing WENO-CU6-M1 with surrogate models, several samples

57255
72 .
e s
527 S
e ;‘ o
e \\\ ANRRAN

AN
'RNAeY

12 2

Fig. 2 Surrogate model: fifth-order polynomial, full factorial design. Parameter space reduced to ¢ € [1;12] x C, € [2,000;20,000] for better

visualization.
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0.2

Cyx 1074

Fig. 3 Surrogate model: interpolation model, full factorial design, A(C,; q) = (1,000;1).

in the vicinity of the potential absolute minima (Cq;q)pol =
(14,561;5) and (C,;q),, = (5.200;2) are evaluated. Thereby,
the globally optimal sample (Cy; q)opt = (5.300; 2), with zgxop[) =
1.1405, is determined. One finds that (z(xop) — Z(Xin))/
2(Xop) = 0.04%.

C. Evaluation of the Optimized WENO-CU6-M1 ILES Model for In-
finite Reynolds Numbers

In Fig. 4, the kinetic energy spectra at ¢ = 10 for the WENO-CU6-
M1 scheme based on Xjy, Xop, and X4, [8] are depicted. For

y

Ty
I

bk £ T

T

2 0l
5 10 =
i surrogate
- optimal
10°® ;_ ------------------- original
E _____ k—5/3
E L . . . . [T RS i
2 k 12 22 32

Fig.4 Comparison of E[k] for the original x,;, = (1,000; 4), surrogate
Xine = (5,200;2), and optimal x,,; = (5,300;2) model to the theoretical
E(k) « k~3/3 inertial subrange spectrum.

0.0015 —.180

0.001

a) v" (¢) and 8, (t)

5 [9]

comparison, the theoretically expected E(k) « k=3 is shown

alongside. The spectrum corresponding to X, is almost identical to
the surrogate model sample x4, = Xy in the relevant wave-number
range. Moreover, these spectra coincide with the Kolmogorov
spectrum.

The temporal evolution of the effective numerical viscosity v for
the WENO-CU6-M1 schemes with x4, and x, evaluated
according to [10], are depicted in Fig. 5a. In [9], t5gs = 3.4 is the time
noted for the onset of SGS dissipation. For f < t5gg, the TGV
develops its full range of scales, and a v analysis is hardly applicable
due to the lack of SGS. For t > t5gg, 1" is lower for xg as for x,g.
The relative difference in "

14

n
Vsgt
6, =

noo_
orig

n
Vsgt

evaluated for ¢ > 4, is found to be in the order of 20 to 77%.
Especially within early times, yet past fggg (Which are most relevant
for correct transition), the improvement in prediction of numerical
dissipation is significant. Kinetic energy dissipation onset is later for
Xo; see Fig. 5b. For x the full range of scales has evolved further,
before SGS dissipation initiates, see also [9]. Hence, the correlation
of SGS dissipation to smaller scales is stronger, as for x,,. Time
series 6 visualizes the local dissipation function &(2); ; 4 colored by
the local numerical dissipation rate &7; . ,; within one octant of the
TGV. We rotate the view about the z axis, and « indicates the angle of
rotation corresponding to the current time. In the bottom half of
Figs. 6aand 6b, a view with @ + 90 deg is shown. For x, 8" is, for
the most part, less diffuse and locally of larger magnitude, as for x,;.

$ [%]

0-.,.1."....1.‘.1‘.l...‘c1

0 2 4 6 8 10

b) €” (¢) and &, (?)

Fig. 5 Comparison of temporal dissipation behavior for ILES schemes based on x;; and xg,.
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t =10.0, ~ 51°

t=9.0,a ~ 249°

8.0, a = 88°

t

t="17.0,a~ 286°

t=06.0,a = 125°

t=5.0,«a~ 323°

a) Xyrig

t =10.0,a = 51°

{=9.0,a ~ 249°

8.0, ~ 88°

t

t=7.0,a~ 286°

t = 6.0, ~ 125°

t = 5.0,a ~ 323°

b) Xyt

Fig. 6 Dissipation function & = 0.52 with local numerical dissipation &”.

D. Model Behavior for Finite Reynolds Number

In a final set of simulations, we consider TGV flows for Re = 100
to Re = 3,000. The DNS of Brachet et al. [12,13] provide primary
reference data. Furthermore, Fig. 7 depicts data obtained with the
dynamic Smagorinsky model and the adaptive local deconvolution
approach (ALDM) [5]. Note that DNS data and dynamic
Smagorinsky &°ff = &" + & are normalized by (27)3. The original
ALDM simulations [5] were repeated in [10].

With advancing laminar-turbulent transition, the dissipation rate
increases due to nonlinear vortex stretching. The decrease in &° at
later times is due to viscous damping. For Re < 200, both the
dynamic Smagorinsky model and ALDM slightly underpredict &*'f,
whereas the x,-based WENO-CU6-M1 model overpredicts &°I.
Yet, the relative difference to the DNS data, evaluated at Re = 100
and ¢ ~ 4.6, remains below 5%. For 400 < Re < 800, the dissipation
rates of the x,,-based simulations are in good agreement with DNS.

Especially for Re > 1,600, the x,-based WENO-CU6-MI model
predicts the onset and increase of &° as more strongly correlated to
the existence of SGS (i.e., later) than the two alternative models.
Moreover, &3l (7) for 0 <t <10 is best represented with the
Xgo-based WENO-CU6-M1 model. The peak effective dissipation
rate is higher, and thereby closer, to the DNS results with the ALDM
and dynamic Smagorinsky model. The dissipated kinetic energy

10
AEkin = / geff(t /) dt/
=0

for the DNS and the three underresolved simulations are
AEkin,DNS ~ 1159, AEkin,dynSrnago ~ 1483, AEkin,ALDM ~ 1370,
and AEy, s & 12.52 for Re = 3,000.
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a) Re =100

¢) Re = 400
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e) Re = 1600
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b) Re = 200

d) Re = 800
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Fig.7 &.¢¢ (Re) for the viscous TGV: x4 based ILES (solid lines), dynamic Smagorinsky LES [5] (dashed-dotted lines), and ALDM ILES [10] (dotted
lines) on 64° finite volumes as compared to DNS data by Brachet et al. [12,13] (filled squares).

V. Conclusions

The approximation quality of considered polynomial regression
surrogate models primarily depends on the order and number of
levels. Still, even the fifth-order polynomial model does not represent
fine structures of the highly nonlinear response surface. The response
surface approximation may be better when the number of samples is
large, yet we find that, especially at higher polynomial orders,
overfitting deteriorates the surrogate model. It has not been possible
to constitute PR models in subspaces with large local gradients and at
A(C,; q) = (1,000 1) or A(Cy; ) = (2,000; 2). Furthermore, due
to overfitting for the number of training samples provided at
A(Cy59) = (1,000; 1), polynomials of an even higher order have
shown to not be applicable. Based on the polynomial surrogate
models, a comparably large subspace of high fitness has been

considered as potentially containing the optimal sample; however, it
does not.

The thin-plate RBF model approximation quality has proven to be
superior to the polynomial models, independent of the resolution and
polynomial order. The RS has been approximated sufficiently well
with the RBF model at A(Cy; ¢) = (3,000; 3). Besides indicating a
holdout error of only 6.21%, a local minimum fulfilling Eq. (33) and
of certainty greater than 94% are found. Athigher resolution, the RBF
interpolation model indeed determines an optimal set of (C,; q),
which closely approximates the fittest sample. The relative difference
in fitnesses between these is below 1%. Already with 25% of the
maximum number of samples, the response surface approximation
fidelity has been sufficient to correctly localize the subspace
containing the optimal (Cy; ).
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Although not discussed explicitly, within the scope of this work,
Latin hypercube sampling has been tested for a potential sampling
strategy. Due to the distinct nonlinearity of the fitness function
response surface, it has proven to be inadequate.

In future attempts, to optimize WENO-CU6-M1’s SGS modeling
capabilities, an iterative search optimization should be included. Yet,
effective iterative approaches, deterministic or stochastic, require an
estimated model behavior. In this work, it has been shown that it can
and should be gained with response surface interpolation surrogate
models. Optimal WENO-CU6-M1-based ILES models for different
Riemann solver/material modeling combinations could, in the future,
be derived by an advanced procedure. In a first step, surrogate
modeling, based on a coarse-level full factorial sampling, provides an
estimate of the response surface z(x), x € X. A second step may
consist of a local iterative search for the global minimum.

Before this work, various attempts to determine the power
exponent g and linear weight bias C, have been pursued, such as
numerical testing (see, e.g., [7,9]), linking ¢ to the order of accuracy
[21,22]. The linear weight bias C, in WENO-CU6 has been
determined by increasing its value from unity as in [19] until the
numerical dissipation for the resolved scales reduces [6]. In [8]
CYVENO-CUCM1 5, CWENO-CUS  Fyture numerical WENO-based
schemes potentially introduce other free parameters. Determining
these by extensive numerical testing or relating these to other
quantities may instead be considered within the outlined
deterministic design optimization framework. Besides gaining
higher certainty in the value of the parameters, one can expect that
fewer numerical tests are necessary, reducing costs, and finding
parameter dependencies is facilitated.

Proof has been provided that optimization of a WENO-CU6-M1
ILES scheme in the spectral-space norm “optimal recovery of
Kolmogorov inertial subrange scaling” improves the physical-space
norm . Moreover, proper design of an implicit SGS model has
resulted in a better correlation of SGS dissipation and small scales.
Evaluating &”(f) has shown that, as a consequence, kinetic energy
dissipation occurs at times, when smaller scales dominate the flow.
Local three-dimensional dissipation structures have been visualized
by computing the local dissipation function. Thereby, macroscopic
structures have been identified in which kinetic energy is dissipated.
Such structures occur principally independent of the underlying ILES
scheme in each octant of the domain. Yet, when a WENO-CU6-M1-
based SGS model is physically consistent, these take the fine-scaled
structures into account better.

Low- to high-Reynolds-number TGV flows have been simulated,
and the effective dissipation rates (i.e., the sum of numerical and
viscous dissipation rates) have been compared to reference data. At
limited Reynolds numbers, the model’s offdesign performance has
thereby been characterized. Only, for very low Reynolds numbers,
kinetic energy dissipation rates are overpredicted slightly. This
implies that, even when no subgrid-scales are present, the model adds
a minimum amount of dissipation. For medium to high Reynolds
numbers, the surrogate, weakly compressible WENO-CU6-M1
implicit LES model predictions agree well with DNS. The current
simulations have been compared to those obtained with the dynamic
Smagorinsky model, which is an explicit SGS model, and the
ALDM, which is an implicit LES model. It was found that the
surrogate, weakly compressible WENO-CU6-M1 implicit LES
model performed in a superior manner to the dynamic Smagorinsky
model and the ALDM for medium- to infinite-Reynolds-number
TGV flows. Only, for low Reynolds number, the two alternative
models outperform the current model by a maximum of 5% relative
difference to DNS predictions.

Appendix A: Details of the Artificially Compressible Roe
Solver
The details of Roe’s solver adapted to the artificial compressibility
approach in the general case of a three-dimensional intercell
numerical-flux vector are provided within the following:

Roe averaged states:

! 3
_ ; _ ‘/PU)M;) + p()ug)
p= P()P(r)v iy = - ,
'/P() + p(r)

P = i} + i+ i (AD

and

&
|

Given the cell-face normal vector n = (n;, n,, n3), whichis n =
(1,0,0) for computing F;, n = (0, 1,0) for computing F,, and

n = (0,0, 1) for computing F5, the cell-face tangent vectors ¢() and
t® are

t(l) = (_n27n1’0)f

t® =nxtV) = (=nyn,, —nyns, ning + nyny) (A2)
The wave strengths are found by evaluating

AU = U g0 = Zg(j)K(j)

j=1

_AU)O Ap
A A
AU = wy — Uy — (puy)
A'LUZ A(pl/lz)
L Aw; A(pus)
p(l) _p(r)
| Gun)® = Gpup)®” (A3)
(puz)? = (puy)”
L (pu3)(“ - (.0143)“)
and
- 1
s = 57 [Awo(@ + n - &) — Au - n],
a
5(2) = (Au - I;AU)O) . tl,
8% = (Au—diAwy) - t,,
- 1 . -
6W = —[Au —dAwg] - n + 5 (Ad)
a

The right eigenvectors corresponding to the eigenvalues 20 =
i—a,? =% =i,and ¥ =i + i are
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iy —a-ny (D t@
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Note that a = a = const.
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Appendix B: Parameters of the Fifth-Order WENO
Scheme

The ideal weights are [18]

dy =~ (BI)

For upwind interpolation, three different third-order approxima-

tions of the nonaveraged upwind cell-face value u' +<1 o are
formulated on the three-point candidate stencils Sy, S, and S,:
“o Yoo, —70,, + 110
Uil = g( i — 10Uy + 11U,),
@n [P 4D
Uirayy = g (“Uin +5U; + Ui,
ul’? Lov, + 50, -0 B2
Uit = g( i +5Ui = Uo) (B2)

From these three upwmd candidate stencils, a fifth-order-accurate
WENO cell face U[ +1/2) is calculated by Eq. (7). Via

Xit1/2
m—1 /!

A=Y [

=1
Xi-1/2

Ly, (ay) 2
At (T N (B3)
ox!

the smoothness indicators are calculated as

1 A N N 13 - A N
ﬁ(()[) = *(Ui—z —-4U,_, + 3Ui)2 + *(Ui—z -20,, +U,)%,
(0 A N3
B *(U: 1~ z+1) + (Ul 1=2U; + Uiy,

g) = Z(3ﬁi _40i+1 + 0i+2)2 +E(l}i - 20i+l + I}i+2)2 (B4)

For downwind interpolation, three different third-order approx-
imations of the nonaveraged downwind cell-face value uf +()1 /o) are
formulated on the three-point candidate stencils Sy, S;, and S,:

Ju—

0 R N N
ufl({/z) ~QUjp3 =701 + 11U4y),

O’\

1. - X N
(rl _
Ui ) = 6(_Ui+2 +5U;,, +2U)),
1 A N A
N
wilap =g @Uin +5U; - Uisy) (BS)

From these three upwmd candidate stencils, a fifth-order-accurate
WENO cell face U [+ (1/2)] is calculated by Eq. (7). The smoothness
indicators are

EU BN N N
(()):Z(UH% 4U1+2+3U1+1) + (UIH 2Ui+2+Ui+1)2s

n 1 o~ ~ 13 - ~ ~
ﬂg):Z(Ui+2_Ui)2+_(Ui+2_2Ui+l+Ui)2v

r 1 'y
;>=Z(3U,.+] 40,40, +—(U+1—2U +U,) (B6)

Appendix C: Extension for the Parameter Set to Allow for
WENO-CU6-M1 Reconstruction

The ideal weights adapt to account for four stencils:

(CH

For upwind interpolation, the fourth third-order approximation to
v i+ (1)) based on the three-point candidate stencil Sy, is

u,(f()l/z) (110i+1 7045 +20,43) (C2)

The fourth smoothness indicator evaluates as

0 — o 080|271 77907, + U,_,(~2,380,800U_,
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—7,727,988U, 5 4 1,325,006U, 3)

+U;(19,510,9720; - 35.817,664U,,  + 15,929,912U, .,

—2.792,660U,)

+U,,1(17,195,652U, —15,880,404U,, , +2.863,984U, 3

+U;4,(3.824,847U,, — 1,429,976U, 5) 4 139, 633075
(C3)

For downwind interpolation, the fourth third-order approximation
to U i+ (1/2))" based on the three-point candidate stencil Sy, is

) = (1 10, -70,_, +2U,_,). (C4)

The fourth smoothness indicator for the downwind reconstruction
evaluates as

= 0. 080|z71 779073+ U, 5(~2,380,800U

+4,086,352U,1 —3,462,252U,+ 1,458,762U,_, —245,620U,_,)
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set of benchmark configurations is introduced. These may serve as future references for
the verification of sharp-interface methods. Global mass and momentum conservation is
ensured by the conservative sharp-interface method. Viscous and capillary stresses are
considered directly at the interface. A low-dissipation weakly compressible Roe Riemann

C\ig:;j;dz'ompressible solver, in combination with a 5th-order WENO scheme, leads to high spatial accuracy.
Sharp-interface method A wavelet-based adaptive multi-resolution approach permits to combine computational
Benchmark suite efficiency with physical consistency. The first test configuration is a Rayleigh-Taylor
Surface tension instability at moderate Reynolds number and infinite E6tvés number. A second group of
Rayleigh-Taylor instability benchmark cases are isolated air bubbles rising in water at high E6tvés numbers, and low

Rising bubble to high Reynolds numbers. With these test cases, three distinct types of complex interface

evolution, which are typical for a wide range of industrial applications, are realized.
© 2016 Elsevier Inc. All rights reserved.

1. Introduction

Numerical methods for the simulation of two-phase flows may be categorized into interface tracking and interface captur-
ing methods. Interface tracking methods either use an interface-adapted grid or marker particles to represent the interface.
In general, interface tracking methods are very accurate, yet, they lack efficiency in three dimensions, and, with varying in-
terface topology, the implementation effort can be overwhelming. Interface capturing methods define the interface implicitly
by means of an auxiliary function, such as a level-set function. This simplifies grid generation, discretization and handling
of topological variations. Simulations of immiscible, incompressible two-phase flows are commonly based on the Eulerian,
diffuse-interface, level-set continuum approaches [1]. Major drawbacks of diffuse-interface methods, such as volume-of-fluid
[2], level-set continuum [3], phase-field [4] methods, are their lack of conservativity as well as difficulties in maintaining
large gradients of viscosity and density.

A fully conservative, Eulerian, level-set sharp-interface method (SIM) for compressible flows has been introduced by Hu
et al. [5]. It accurately predicts two-phase flows, with each phase obeying different equations of state, and large density
and viscosity ratios [6]. Further-development of the SIM to model viscous, incompressible two-phase flows is described in
[7]. Schranner et al. [8] have derived a low-dissipative, physically consistent WENO-based implicit subgrid-scale model for
weakly compressible flows.

* Corresponding author. Fax: +49 89 289 16139.
E-mail addresses: felix.schranner@aer.mw.tum.de (ES. Schranner), xiangyu.hu@tum.de (X. Hu), Nikolaus.Adams@tum.de (N.A. Adams).

http://dx.doi.org/10.1016/j.jcp.2016.07.037
0021-9991/© 2016 Elsevier Inc. All rights reserved.
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Fig. 1. Two-dimensional schematic of the multi-fluid configuration.

Verification of two-phase numerical algorithms, especially in 2D, is best accomplished by cross comparison of different
methods as suitable analytical solutions are scarce. Apart from comparing integral quantities of the interface and disperse
phase, see e.g. [9], validation is often based on visual inspection and comparison with experimental or numerical references.
For evaluating the capabilities of a two-phase solver to reproduce increasingly fine-scaled density stratifications, while main-
taining a sharp interface, in the absence of surface tension, the Rayleigh-Taylor instability (RTI) is a suitable configuration.
Simulations of two-dimensional submerged air bubbles rising due to the influence of gravity (BLG) serve to assess capillary
and viscous effects, and thus comprise a variety of phenomena relevant to a wide range of two-phase, immiscible flows.
Neither for the RTI nor for the BLG, both undergoing severe interface topology changes, spatial-resolution-independent,
mass- and momentum conservative, sharp-interface-maintaining references are available that would permit method cross
comparison.

The objective of this work is twofold: (i) we propose and describe in detail, a weakly compressible sharp-interface
method (WCSIM) to numerically simulate two-phase flows of immiscible, incompressible fluids and (ii) we establish high
fidelity solutions with the WCSIM that can serve as a reference for future model developments by concurrently assessing the
WCSIM’s convergence properties. In section 2, we state the governing equations of motion, the weakly compressible method
is outlined and the section concludes with providing further details on the numerical model, such as time integration, and
time-step constraints. Section 3 is devoted to explaining the specifics of the sharp-interface momentum exchange as well
as the modeling of the propagating interface. Resolved numerical results are presented in section 4, concluding remarks are
given in section 5.

2. Basic two-fluid flow equations

Consider two immiscible fluid phases in two dimensions, as sketched in Fig. 1. The fluid phases occupy two non-
overlapping subdomains Q!(t) and Q%(t). Q is bounded by I' = 82, corresponding boundaries exist for the subdomains.

For each phase, Qi(t), i =1,2 the system of conservation equations for weakly compressible fluids in differential, non-
dimensional form
]
8_';)_|_VT.(IOu)=07 (1a)
Jpu T 1
o0 T [pu® I=fzr8 (1b)

holds [10], where p denotes the density, u = (u7, uy)” the vector of Cartesian velocities, and g = (g1, g2)7 the vector of
body forces. Furthermore, the stress tensor is defined as

N=-Ip+T, (2)
p is the static pressure. With the Stokes hypothesis for a Newtonian fluid the viscous stress tensor is
1 12
T T
T=T) = , 3
( ) |:T21 T22] ( )
where w = vp is the dynamic viscosity, and the components of T(u) are

- M(% dup 23%)

=R_e _——

4
oxg | 09Xy 30x, P “)

. uZ UresL Pref &ref L, U
Herein, o, 8,y = 1, 2. Moreover, Fr2 = —¢_ Re = —¢ref fo = D2 0el qnq cq = =l denote the Froude, Reynolds,
&ref Lref Vref Oref Oref

Ebtvds, and capillary number. Urer = \/&refLref, Tref = lL]:Z = /gz When considering a bubble, L; = dp, i.e. the bubble

diameter at t = 0. For the case of Rayleigh-Taylor instability Lyef = Ly,, where Ly, is the extent of the domain in x;-direction.
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2.1. Conservation equations

The integral form of Eq. (1) is

/Uth +?§(F1,F2). nr dF’:/S(U)dV (5)
Q I Q

where
U= (p, pur, pu)’, (6)

nr is the normal on T, see Fig. 1. The flux vectors include advective and viscous components F; =F — F/ with i=1,2.
The advective fluxes (superscript a) are

puq puz
FU=|pud+p|. U= puuy |. (7)
pU1U2 pu3+p

The viscous fluxes (superscript v) are

1 0 1 0
F?(u):E IE B =— [ 21| (8)

Re
- 722

The fraction of the finite volume (FV) V covered by fluid phase i is ¢/(t) = & [ dV. Within , ¢! +¢% =1 must be
QNQI
satisfied.

According to [5,11] the conservation equations (5) are integrated in time for each fluid phase and coupled by the interface
interaction X! = Sar F- n§ dY’, which ensures global conservation. It accounts for transfer of mass and momentum across
the interface T = 3Q"2(t) = Q!(t) N Q2(t). Note that n} =n; and n? = —n;, with n; denoting the interface-normal vector,
Fig. 1. Considering the interaction of the two immiscible fluids at the interface, for each

Ui = ciyi (9)

the system of conservation equations

tn+1 tn+1 tn+1 tn+l
/dt / —dv+/dt/ F' - np dI’ —/dt / S’dV+/th’ (10)
tn QNQi tn QNQi

max denotes the maximum wave speed

holds, where F, = Fﬂ(U') and S’ = S(UY). For a time interval At < SHA" where s7

ma:

within the domain at time t", we define:

tn+1 tn+1 tn+]
_ 1 — 1 _ 1
Fﬂzlim—/Fﬂdt,Xz lim—/th,S:lim—/Sdt. (11)
At—0 At At—0 At At—0 At
tn tn tn

2.2. Discrete solution of the conservation equations

In discrete, Cartesian space, for each FV of AV ;; we deﬁne a cell-averaged vector of conservative states at time t"

noin 1 1 n . yi.n in
as Uiy = zp [ Udv = U”];” with U, = AV'" J U;’jdV. In order to calculate the fluxes for the

AV ne; ) e
respective phase across the cell-faces, cell-face apertures are defined. The time-dependent aperture is the part of F{i_ il )
that does not coincide with Yy; j(t) but with the cell face I'; j;(t), [10].

At the right and upper cell face these are defined as depicted in Fig. 2.

For single-fluid cells, which are those not intersected by the interface, the apertures of phase 1 are unity within Q[, il

and zero within 92 and vice versa for phase 2. Within the scope of this work, the cell-face apertures are calculated as in

i, i1’
Hu et al. [5].
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Fig. 2. Two-dimensional schematic of conservative discretization of a cut cell.

Calculating g“[ii i and AYY; j) according to Lauer et al. [11] allows to evaluate

—i =i —i =i
G _ A1 jFi-1.) — Aur i

in
i) = Ui AL Ax; +

—i —i —i —i —
LAy S~ Ay Gy Xip g
AXZ AX] AXz [i.J] ’

where il[,-’ j) summarizes the exchange terms which are based on the solution of the interface interaction equations. The
contributions to the interfacial exchange, relevant within the scope of this work, are discussed in section 3.2. Buoyant forces
are accounted for by

—i 1 —i 0
Si1= 2 (P[i,n - 1) [g} (13)

2.2.1. Discrete solution of the intercell fluxes

The governing equations of the individual fluids are discretized by a 5th-order WENO scheme [12] in combination with
a Roe Riemann solver [13] adapted to weakly compressible fluids. Successful applications of Roe schemes to the solution
of weakly compressible flows have been demonstrated by e.g. Marx [14], Elsworth et al. [15] and Schranner et al. [8] in
combination with the artificial-compressibility approach (ACA) of Chorin and Temam [16,17] for closure of the systems of
conservation equations.

Tait’s approach for weakly compressible fluids
A drawback of the ACA [8,16] is that for large density ratios the speed of sound of the less dense fluid is huge as

(,oaz)1 = (paz)z, entailing an unphysically stiff gaseous phase and diminishing At. Independent artificial sound speeds can
be obtained with the Tait equation of state (EoS)

w
p=p(p)=pi [<ﬁ> —1]+po. (14a)
Lo
w
@ =P2Lop@ D =2 (p— py+py) (14b)
Po P

with @ =1+10"7. po=p (t =0) is a free parameter and p; is based on a targeted (artificial) speed of sound, chosen
to constrain the Mach number well below 0.3, globally. Note that as long as M < 0.3 is maintained by proper choice of
a*, o =1, 2, the solutions are insensitive to variations of a.

Weakly compressible Roe Riemann solver
Tait’s EoS requires adaption of the compressible Roe [13] numerical intercell-flux function
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Eo = L (FE") +F@™) - L35 RO 15
[H_%]—E ( )+ F( ) _EZI|I| . ( )
i=1

In Roe’s approach the linearization of the local flux Jacobian A= T\(ﬁ(b , ﬁ(r)) is essential. (I) and (r) denote the high-order

reconstructed conservative states at the left and right side of cell face [i + %]. For reconstruction a 5th-order WENO scheme

[12] with € = 10715 is employed. The Roe matrix A with the eigenvalues A;, right eigenvectors K®, and wave strengths 3;
is given in App. A.l.

2.2.2. Time integration and time-step constraints
The conservation equations (12) are integrated in time explicitly with a 2nd-order TVD Runge-Kutta scheme [18]. The
time-step is determined according to the following considerations:

e The advective terms of the transport equations limit At according to

min (AX,
Atggy = T (AXa) (16)
max|ug + a|
where o represents one of the spatial directions.
e Furthermore, At may be limited due to buoyancy [19],

2min (Axy)

Atgrav = = (17)

max|ug + al + \/(maxlua +al)? + AR
ref
e as well as viscous stresses [19],

3

Atyisc = —min (/01 ; P2 ) Reyef (min (Axg))? (18)
14 M1 M2

e The explicit treatment of capillary stresses is stable when the chosen time step size allows to represent capillary wave
motion on the computational grid, [20]. The maximum resolvable wave number is

2w 2 T
Kmax = = ; = — . (19)
Amin  2min (AXxy)  min (AXy)

The maximum advection speed of capillary waves is

Wererk
Chap = 27 Trefftmax (20)
P11+ P2

Considering that two capillary waves with opposite direction of advection may concurrently enter the same cell, one

obtains
_ Imin(Axe) _ [min (Axa)® Werer (1 + p2)
2 Ckap 47
Consequently, the time step size is determined per iteration according to
At =CFL-min (Atadv§ Atgray; Atyisc; Atcap) ) (22)

where CFL = 0.3 is chosen. '
The intersection of the interface with the Cartesian grid may result in cells of diminishing volume fraction g“[’l. i denoted

as “small cells”. Based on the time step constraints of cells with g[ii,j] ~ 1, denoted as “full cells”, spurious solutions may
evolve for “small cells”. A more restrictive constraint on At would be numerically too expensive. A conservative mixing
procedure has been proposed by Hu et al. [5] as a remedy. In contrast to [5], where all mixing operations are gathered
once to update U’l"ﬁl, mixing between U' "H and the respective target cells is carried out consecutively. For this purpose,
the mixing operations are ordered in descendmg magnitude of mixing fractions B, m =1, 2, 3. The sequential execution
takes into account that U' "1 has been altered by preceding mixing operations with target cells and larger B;,;. Only cells of

[i,]]
gfi ';T] < 0.3 need to be considered as small cells to obtain stable solutions, whereas in [5] cells of ;’ 1 < 0.5 are defined

as small cells. In addition, a wavelet-based adaptive multi-resolution algorithm [21] is employed for 1mprov1ng computa-
tional efficiency. The adaptive grid-refinement follows a two-step procedure. Firstly, a multi-resolution representation of the
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Fig. 3. Adaptive block structure due to wavelet-based adaptive multi-resolution algorithm [21]. Six refinement levels, each block contains 16 x 16 FVs. Test
case: RTL

interface and flow field at the interface is generated. Secondly, multi-resolution analysis within ! and 2, starting at the
coarsest level leads to successive grid adaption. Data are structured pyramidal, and block-based storage of data packages is
disconnected from data operation. The algorithm is employed as described in [21]. Fig. 3 visualizes the resulting dynamically
adapted block structure for the simulation of a RTI, see Sec. 4.1.

3. Modeling of the interface
3.1. Description and propagation of the interface

The interface is captured implicitly by a level-set function ¢ (x,t) [3,22] with |V¢| =1 such that ¢(X,t) =0 at T(x,t). In
Q2(x,t) ¢p(x,t) <0, and ¢(x,t) > 0 in Q1(x, t). Based on ¢ (x, t), defined in a narrow band around Y (x, t) [23], a normalized
interface normal vector, directed from Q2 to @1,

Vo (X)
nx =——o (23)
Vo X)|
can be constructed everywhere on Y (x,t). Second-order central approximations to %ﬁyx) are used within this work. For
¢(x,t) =0 the transport equation with the interface velocity u; =u; (X, t) [24] holds

ap(x,t)
at

To propagate ¢ in time by Eq. (24) while maintaining its signed distance property, the integration of the transport equation
for ¢ (x,t) has two substeps, advection and reinitialization, see e.g. [1,25]. Within the original reinitialization algorithm of
Sussman et al. [1], a smoothed sign function serves to suppress reinitialization in cells containing the interface. In this
work, we explicitly exclude such cells. Details on the algorithm are provided in App. A.2.

g0+ X, 0) - (VOX, ) |,_y=0. (24)

3.2. Interface exchange terms

We assume neither mass nor energy exchange across the interface, and a constant surface tension coefficient. According
to Luo et al. [7] the interfacial momentum flux due to surface tension is naturally incorporated into the inviscid flux
such that XI[L = (XJr —I—XV) _, where X+’l and X" denote the inviscid and viscous interface exchange of momentum,

[i,j1
respectively, for fluid phase i.
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Inviscid interface exchange
At mechanical equilibrium, the interfacial stress balance in interface-normal direction leads to

1
[ply=p'-p*= — LT =0c, (25)

where o is the surface tension coefficient and kv = V -n; denotes the interface mean curvature. Eq. (23) is evaluated at the
cell center, where not necessarily ¢y; jj =0. The 2D sub-cell corrected «y at the interface is

KY2d = (IK[i,j]l + K[zi,j]¢[i,j]) S (ki j1) (26)

where (¢) is the sign function. «j; j; is the local mean curvature and approximated with 2nd-order central differences
according to

K ()i, j) = [ (27)

DS [¢12DS, [DS, [11 + DS, [¢12 D, [DS, [¢1] — 2D, [¢1DS, [41DS, [DS, [¢]J]
(DS, [$1 + D, [912)”" i

Details on the derivation of Eq. (26) are provided in A.3. To impose the interface normal momentum exchange due to
Eq. (25) a constrained Riemann problem [26] is solved with an acoustic Riemann solver [27] for

Zl 42202 (p' - p?—o0)
1 1 ¢
Uy | = — , and 28a
Ll 71 + 72 71 + 72 ( )
P 7?2 (p1 —O’C5i2) + 271 (pz +Uc5i1) B 7172 (
b= 71+ 72 71+ 72

ul — ui), (28b)

where Z! = pia’ are the acoustic impedances of the respective fluid i, dij is the Kronecker-symbol. Note that the approxi-
mated interface values of Eq. (28) result from linearization of the primitive-variable Euler equations [28].
The inviscid exchange term is

0

—+,i — . . - .
Xij = / Fij) -1 140 = =pp ;3 A | a ; (29)
=1
AY n1,2 [i,11
with the interface segment length
AT =AY (30)

and
Al — Al AX
( li~3.11 [H%J]) 2
li.j—1%] [i,j+31
Viscous interface exchange

To account for the exchange of viscous momentum, Luo et al. [7] have constructed a viscous interface exchange term,

—v.i =, Y =T =i 0 y
X, = / (B +€"T) o dr =BT [_T] '[_l} ’ >
i1 T Jig DM gy

AY , |

AY (i = AT ) = (31)

that is continuous across the interface. The effective viscosity u is defined as the harmonic mean of u' and u? with
respect to the volume fractions of the two fluids,

r_ o uw
Mlé—l +M2§2 :

The spatial derivatives of the velocities necessary to formulate the components of the shear-stress tensor are constructed
from the fluid velocities on the respective side of the interface.

% (33)
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Fig. 4. Initial setup and boundary conditions for the RTI, adopted from [29].

4. Numerical results

As benchmark configurations, a 2D Rayleigh-Taylor instability and several cases of single gas bubbles rising in a liquid
due to the influence of gravity at different Reynolds numbers are considered. For all configurations we employ the non-
dimensional conservation equations (12) with the two-step algorithm for the interface propagation, see Sec. 3.1. In order to
facilitate cross-method comparison and verification, we display and analyse results in non-dimensional form. E.g., RTI sim-
ulations have been performed with Lo = 1.0 m. With Eq. (14) we optain p; ~ 100 kgm~!s™2 and p; ~ 180 kgm~!s2
for phase 1 and 2, respectively. We have chosen L,.f = 0.5 m for the BLG and obtain p; =~ 144 kgm~'s=2 and p; ~
2.5 kgm~'s72 for phase 1 and 2, respectively. Moreover, for the RTI and BLG case it is Pref = 1.0 kg m~3, Urer =1.0 ms™!,

po=1000 kgm~'s72, and gref =1 ms2.

4.1. Rayleigh-Taylor instability

We investigate the evolution of a 2D Rayleigh-Taylor instability at a Reynolds number Re = 420. Two immiscible fluids

are enclosed in a rectangular domain, Fig. 4. The interface is located at x = Lier [1 — 0.15sin (ZL’:—:;])] . Fluid 2, with

0°=18 Pref, is in the upper half of the domain while fluid 1, with pl = Pref, is within the lower half. The kinematic
viscosities are equal, v! = v2. The system is under the influence of gravity with g = g(0, —1), o (x,t) = 0. Furthermore,
a=a' =a®> =10 Uy,s. Data is normalized with Tyf.

Fig. 5 depicts the vorticity and interface for four consecutive times. The initial distortion entails vorticity generation at
the interface. At the solid walls, a second shear layer evolves. Due to buoyancy and initiated by the distortion, fluid of
phase 2 is directed downward penetrating fluid of phase 1 and vice versa. Fluid of the other phase is displaced. At the
interface, momentum conservation holds and momentum is transfered from the fluid of higher momentum to the one of
lower momentum. The acceleration of the less dense fluid 1 is larger than the deceleration of phase 2. In close proximity to
the interface, phase 1 has a larger velocity gradient in interface normal direction and due to incompressibility, the velocity
gradient in interface tangential direction is larger as well. This leads to broader plumes of phase 1.

In the interface-tangential direction, the no-slip boundary condition holds. The gradient of the interface-tangential veloc-
ity component in phase 1 in interface-normal direction is stronger, and vorticity magnitudes are higher. Due to the central
vortex, the plumes are deflected counterclockwise. The formation of the roll-up in the lower left corner is primarily due to
deflection of the plume of phase 2 at the solid walls. The roll-up in the upper right corner is due to viscous interaction of
the two phases.

For a convergence study, we increase the refinement level until YT of two consecutive levels of refinement are identi-
cal. For at least t < 5.0, the interface is adequately resolved with Ax = 201W' as data with Ax = ﬁ and Ax = ﬁ are
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(a) t =2.0 (b) t=3.0 (c) t=4.0 (d) t=5.0
Fig. 5. Interface representation at maximum local resolution of Ax=1.0/2048 (———————) and vorticity contours.
(a) t=1.0 (b) t = 3.0 (c) t =5.0

Fig. 6. Interface representation at maximum local resolution of Ax = 1.0/4096 (———), Ax = 1.0/2048 (---cccce-- ), Ax = 1.0/1024

indistinguishable, see Figs. 6 and 7. Intersections of the interface with x; = Lyef and X1 = Lyef/2 for 0.5 <t <7.0 and at a
resolution of Ax = 201—48 are listed in Tables 1 and 2, respectively.
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(a) Upper section. (b) Lower section.
Fig. 7. Details of the interface, at t =5.0. Ax =1.0/4096 ( ), Ax=1.0/2048 ( ), Ax=1.0/1024 (= — = = = ).
Table 1
Intersections of the interface (x1) with x; = Ly, Ax =1.0/2048.
t=0.5 t=1.0 t=1.5 t=2.0 t=2.5 t=3.0 t=3.5
X1 0.503672 0.023899 0.058131 0.062492 0.019726 0.105964 0.000122
0.992432 0.500253 0.483937 0.452159 0.394785 0.388668 0.285265
0.000258 0.945981 0.910802 0.873745 0.836397 — 0.996961
0.999722 0.999877 0.999866 — - — —
t=4.0 t=45 t=5.0 t=55 t=6.0 t=6.5 t=7.0
X1 0.232108 0.180109 0.137103 0.106934 0.089343 0.082465 0.083193
0.998339 0.996767 0.414494 0.314355 0.24333 0.205198 0.18961
- - 0.704767 0.448609 0.355729 0.333713 0.289151
— - 0.994631 0.499606 0.697146 0.763754 0.795402
— - — 0.854808 0.910221 0.935924 0.951385
— - — 0.995551 0.99749 0.999553 0.999756
Table 2
Intersections of the interface (x) with X1 = Lyf /2, Ax =1.0/2048.
t=0.5 t=1.0 t=1.5 t=2.0 t=25 t=3.0 t=3.5
X2 0.981001 0.999164 1.09427 0.705403 0.516944 0.368138 0.244674
- - - 0.854852 0.850503 0.767477 0.713227
- - - 1.28075 1.39891 1.49877 0.865207
- - - - - - 0.891191
- - - - - - 1.59009
t=4.0 t=45 t=5.0 t=55 t=6.0 t=6.5 t=7.0 t=7.0
X2 0.151672 0.992232 0.078166 0.067884 0.055377 0.057976 0.044096 1.68286
0.333385 0.254584 0.232559 0.232921 0.242811 0.0634833 0.084999 1.7494
0.519346 0.521001 0.524987 0.554973 0.574103 0.172037 0.229264 1.7704
0.692652 0.670757 0.655282 0.653748 0.651787 0.28534 0.408715 1.81614
0.829705 0.808479 0.799878 0.800913 0.788599 0.580936 0.429772 1.82349
0.934364 0.971003 0.87513 0.863213 0.850494 0.642853 0.438751 1.87578
1.20807 1.18642 0.95689 0.999741 1.0262 0.746517 0.576227 1.89181
1.34565 1.30998 1.02671 1.08382 11258 0.817401 0.62762 1.94955
1.66868 1.4017 1.18062 118224 1.1905 1.0684 0.703288
- 1.46238 1.3067 1.29747 1.30818 1.1564 0.767833
- 1.73707 141169 1.48887 1.60779 1.20272 1.10399
- - 148369 1.54951 1.78855 1.5554 1.18155
- - 1.50752 1.61011 191721 1.70557 1.21844
- - 1.55593 1.66376 - 1.87531 1.52033
- - 1.80365 1.86803 - 194224 158119
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Fig. 8. Initial setup and boundary conditions for the BLG.

4.2. Air bubble submerged in a denser liquid and rising due to the influence of gravity

The evolution of a single bubble rising under the influence of gravity is studied, i.e. g = g (0, —1). The setup is depicted in

1 1
Fig. 8. Following Sussman et al. [1], the density and viscosity ratios are % = 1000, % =100 with p!' = pref and Eo = 200.
Two Reynolds numbers are considered, namely Re; = 100 and Rep, = 1000. For Re; the corresponding capillary number is

Ca;=2; Cay, = 0.2 corresponds to Rey. Furthermore, a' =12 Urer and a? =50 Ure.

Low Reynolds number
Grid resolution is increased until Y'(x,t) converges. Results for three consecutive grid resolutions are shown. Fig. 9
depicts the interface, the velocity magnitude and vorticity are shown in Fig. 10. Fig. 11 depicts the centroid,

Jav £°xdV" 3 i) {EU XAV}

Ye=(V1.y2) = ; (34)
‘ Jav ¢¥dv' 3 plerAv)
and the degree of circularity,
P d md
= Fa a a (35)

Py [oy 1Y > i (AT)
over time for Ax =2.5/2048 and Ax = 2.5/1024. In Egs. (34), (35) «, X, P, denote the disperse phase, the Cartesian
coordinate vector, and the perimeter of an area-equivalent circle, with diameter d, ~ 2 /Z“, #{¢*AV}/m. Note that for

a perfectly circular drop C is unity. The x;-component of the centroid, y; considers half of the bubble. The degree of
circularity, centroid, as well as the lower and upper axial position of the interface for 0.5 <t <6 with At =0.5, Ax =
2.5/2048 are tabulated in Table 3.

Primary bubble evolution from circular to cap shape occurs dominantly within 0 <t < 3, while for t &~ 4 the bubble is
ascending freely. From the beginning of bubble evolution, two counter-rotating vortices can be observed at the bubble flanks,
one clock-wise (negative w) and one counter clock-wise. With increasing time, their magnitude increases and the bubble
flanks become thinner. At t &~ 3.2 small, at first elongated, secondary bubbles shear off the flanks. The strong correlation of
this incident to the discontinuity in yi(t), and C(t) is apparent. The bubble diameter of the secondary bubbles is d ~ 0.01,
implying Eo ~ 0.02, and Re ~ 0.1. Shortly after t ~ 4 the primary bubble ascent is interrupted. As a consequence of high
local shear rates and comparably low local surface tension, unstable bubble cusps form for t > 4.5. In consequence a series
of small bubbles sheads off, see Fig. 12.

Grid-independence of the results is observed for Ax < 2.5/1024. At lower resolutions sheading of small bubbles is not
captured. The positions and shape of the primary and secondary bubbles are grid-independent for Ax < 2.5/512. For both

. ) c —c ) .
resolutions C agrees perfectly for t < 5. A relative error of § = W < 3% is noted for the remaining time.

High Reynolds number

Results for three consecutive levels of grid refinement are reported. The evolving interface is depicted in Fig. 13, and the
velocity magnitude and vorticity in Fig. 15. Fig. 14 illustrates the temporal evolutions of disperse-phase centroid and the
degree of circularity for Ax =2.5/4096 and Ax = 2.5/2048. Table 4 lists values for the degree of circularity, centroid, as
well as the lower and upper axial position of the interface for 0.5 <t <6 with At =0.5, Ax =2.5/4096.
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Fig. 9. Interface representation at maximum local resolution of Ax = 2.5/2048 ( ), Ax =25/1024 (—02o———), Ax = 2.5/512

(G — ) Re=100, Ca=2.

Viscous forces are subordinate to capillary forces in this low Ca bubble evolution. The initial bulk flow velocity is approx-
imately 35% larger than in the low-Re case. The bubble evolves its temporary horse-shoe shape faster and more pronounced.
The small-scale interface evolution leads to a decrease of the degree of circularity. The final cap shape is rapidly obtained.

In contrast to the low-Re case the secondary bubbles, detaching from the flanks of the primary bubble, are much larger.
Their rise velocity (uy) is negligible, indicated by a slower increase of y,(t). When resolution suffices, capillary waves of
diminishing amplitude and high frequency revolve along the interface of the secondary bubbles. Time series 13 and 15
indicate grid-independence of the interface and dominant flow structures for Ax > 2.5/2048. For most of the time C(t) is

identical at the two highest resolutions. For the remaining, intermediate time frame § = %ﬁfgsmgs < 6%; yet, y; is
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Fig. 10. Interface Y (orange line), velocity magnitude |u| (left half), and vorticity  (right half) at four time instances, resolutions of Ax =2.5/512, Ax=2.5/1024, Ax =2.5/2048 are shown. (For interpretation of
the references to color in this figure legend, the reader is referred to the web version of this article.)
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Fig. 11. Centroid and degree of circularity over time for a resolution of Ax =2.5/2048 (———), Ax=2.5/1024 (= =ececnua-- ). Re =100, Ca=2.
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Fig. 12. Closeup of the cusp region at t = 5. Left side shows velocity magnitude, streamlines and Y. Right side shows vorticity; note that the vorticity is
clipped from wpin ~ —220 and Wmax = 130 t0 Wmin/max = £80, Ax =2.5/4096.

Table 3

Circularity (C), centroid (y1, y2), lower and upper axial position of the interface (z1, z») at selected times for BLG, Rej, Ca;, Ax =2.5/2048.
t 0.5 1.0 1.5 2.0 2.5 3.0
C 0.96484 0.90594 0.73158 0.59405 0.50696 0.42901
V1 0.21239 0.24458 0.30381 0.36157 0.40194 0.40816
V2 0.67636 0.86401 1.06169 1.22438 139200 1.59781
1 0.15302 0.56222 1.00058 1.28040 1.44658 1.55324
2z 118091 1.34463 152181 1.68068 1.87805 2.04024
t 3.5 4.0 4.5 5.0 55 6.0
C 0.4424 0.49915 0.48933 0.41254 0.36491 0.37145
V1 0.37935 0.38630 0.41932 0.49972 0.59390 0.66042
V2 1.78878 1.94309 2.07029 215381 2.20701 2.23577
Z1 1.65767 1.78225 191655 2.04572 2.15483 2.22450
¥4 2.18876 2.29845 2.36693 2.40350 242423 243710

identical and y; differs with less than 1%. Moreover, the shape of the upper and lower side of the cap is resolved adequately
at a resolution of Ax =2.5/512.

Free ascent at high Reynolds number

The domain height is increased to Ly, = 7.5rg, permitting free ascent of the cap-shaped primary bubble at stationary
rise velocity after pinch-off of the secondary bubbles. The data are plotted alongside the underresolved results of Suss-
man et al. [1] for rough comparison whenever applicable. The resolution is chosen as the one necessary for a converged
ascent-trajectory and interface-shape at this Re, i.e. Ax =2.5/2048. Interface representations agree until t ~ 3.2. For later
stages the shape and ascent-velocity of the primary cap-bubble as well as the centre of mass of the secondary bubbles
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Fig. 13. Interface representation at maximum local resolution of 2.5/4096 ( ), 2.5/2048 ( ), 2.5/1024 (==cceuuua- ), 2.5/512
Cp— ), Re =1000, Ca=0.2.
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Fig. 14. Centroid and degree of circularity over time for a resolution of 2.5/4096 ( ), 2.5/2048 (== =mmmmmnn ). Re =1000, Ca=0.2.

agree well with reference data, compare Fig. 16. In Ref. [1] another pair of bubbles is shown to form at pinch-off of the
secondary bubbles. These are much smaller, which is in agreement with the observations of Grenier et al. [30]. The tertiary
bubbles revolve around the rotating secondary ones until these are elongated and washed upwards in the wake flow of the
cap. Furthermore, capillary waves of significant amplitude propagate from the rim to the symmetry axis of the cap. These
waves, originating at the small bubble pinch-off, diminish over time. The shape of the top of the cap depends only on the
stationary bulk fluid, at later stages on the upper domain boundary.

5. Summary and conclusion

In this work, a mass and momentum conservative, weakly compressible, fully Eulerian, sharp-interface method for the
simulation of immiscible, viscous, incompressible two-phase flows has been presented. Coupled with a fifth-order WENO
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Fig. 15. Interface Y (orange line), velocity magnitude |u| (left half), and vorticity  (right half) at four time instances, resolutions of Ax=2.5/512, Ax=2.5/1024, Ax =2.5/2048 are shown, Rey, Cay. Note that
the vorticity is clipped to allow better visualization. (For interpretation of the references to color in this figure legend, the reader is referred to the web version of this article.)
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Table 4

Circularity (C), centroid (y1, y2), lower and upper axial position of the interface (zi, zz) at selected times for BLG, Rey, Cap, Ax =2.5/4096.
t 0.5 1.0 1.5 2.0 2.5 3.0
C 1.00590 0.86603 0.67626 0.55569 0.47028 0.38298
i 0.20957 0.254647 0.32057 0.39158 0.45008 0.46473
¥2 0.67768 0.88282 1.05422 1.18032 1.30818 1.46945
z 0.15592 0.68508 119529 1.51325 1.67713 1.74718
z 117103 1.34681 1.53050 1.70633 1.88737 2.05435
t 35 4.0 4.5 5.0 55 6.0
C 0.37962 0.43251 0.44821 0.42045 0.38834 0.35624
1 0.41410 0.40977 0.43658 0.49392 0.57798 0.67336
V2 1.67867 1.78190 1.88685 1.92863 1.98145 1.97809
z 1.78529 1.87601 1.96079 2.06080 2.13882 2.22732
z 2.19664 2.30306 2.36565 2.39881 2.41757 2.42944

reconstruction, a low-dissipative, weakly compressible Roe Riemann solver has been utilized for computing the finite volume
fluxes within each phase. Sub-cell correction for interfacial viscous and capillary stresses improves spatial accuracy as these
are applied exactly at the interface. In combination with an adaptive multi-resolution algorithm numerical cost are low,
while near interfaces sufficient resolution has been guaranteed and accuracy is maintained.

We have investigated complex, two-dimensional two-fluid configurations that comprise numerically challenging flow
features of immiscible two-fluid flows. Local resolution has been increased until grid independence of the interface and
integral quantities has been observed. In the first test case, a two-dimensional Rayleigh-Taylor instability, viscous shearing
at the interface controls the interface evolution. Simulating the RTI to late stages has shown grid-independent evolution of
very fine scale structures.

The second example is an isolated air bubble submerged in water and evolving under the influence of buoyancy. Differ-
ent physically dominant phenomena have been observed at sufficient spatial resolution. Firstly, a low-Reynolds/supercritical
(for cusp formation) capillary number configuration has been studied. Unsteady cusp formation and sheading of bubbles has
been observed thereby, when the bubble is subjected to large shear rates as viscous forces dominate over capillary forces.
Secondly, a high Reynolds/low capillary number setup has been considered. Viscous effects are subordinate and the interface
develops complex structures. The interface shape and the location of secondary bubbles can be resolved adequately at mod-
erate grid resolution. However, further refinement is necessary to capture capillary waves and to achieve grid-independent
secondary-bubble sizes. For freely ascending high-Re bubbles high-resolution illustrations of the interface are provided.
These may serve as a reference for cross-method comparison of two-phase models incorporating interfacial capillary and
viscous effects.
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Appendix A
A.1. Details of the Tait weakly compressible Roe solver
Details of the Roe solver adapted to Tait’s EoS are provided in this appendix.

Roe averaged states

rome "y®
p=yp0p®, U= it W Vilten ,
,/p(l)_|_ Io(r)

p(l)ug) + p(r)ug) (36)

2T o0+ /o0
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Fig. 16. Interface representation at maximum local resolution of 2.5/2048 FV. If available, the data is compared to those of Ref. [1], Re = 1000, Eo = 200.

Given the cell normal vector n = (nq,n) which is n= (1, 0) for computing F;, and n= (0, 1) for F, the cell-face tangent
vector tV is:

t(l) = (—np,ny). (38)

The wave strengths are found by evaluating AU=U" —y® =y §KO:
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The right eigenvectors corresponding to the eigenvalues A; =7 —d, Ap =1, and A3 =1 +d are

1 0
k0= m—am | k=] G .
Uy —a-ny ) (41)
K®=|1u4+a-m
Up +d-ny

A.2. Description of the procedure for advancing the level-set field

A.2.1. Advection of the zero level-set
For advection, the level-set transport equation (24) is solved numerically not only for ¢ (x,t) = 0, but within a narrow
band of 3 cells around the interface. The discrete ¢Fi il is advanced in time from time-step n to n+ 1 according to

] _ _
¢ty = ;) — At [Falglij + Faleli] - (42)
where

Fol®lii.j) = {uaDaldllij 2 =1,2 (43)

The differential operator Dy[¢] represents a directed difference operator such that

D, [¢] ifug >0
Dylgp] =1 D¢l ifuy <0 (44)
0 ifuy,=0

We follow the line of [25,26] and employ a 5th-order upwind WENO scheme with € = 107° for evaluating the fi-
nite difference fluxes (44) numerically. For consistency Eq. (42) is integrated in time with a 2nd-order TVD Runge-Kutta
scheme [18].

A.2.2. Reinitialization

The transport equation (24) is only valid for ¢ = 0. Solving (42) may perturb any ¢ # 0 and, in the course of time, lead
to an irregular ¢(x,t), [1]. In order to ensure that within @ the exact distance to the interface is maintained, ¢ (x,t) is
reinitialized regularly by the following equation [1]:

a9

§=5(¢o) 1 —1Vel) (45)
with ¢g9 = ¢ (X,t = 0). Thereby, ¢ = ¢9 remains unchanged as the sign of S (¢y) is zero for ¢9 = 0. In contrast to Sussman
et al. [1] we do not require the use of a smoothed sign function as within the framework [5] the exact interface position is
at hand. For further implementational details refer to Ref. [5].

A.3. Constructing the sub-cell corrected interface curvature

In a two-dimensional plane, the radius of a circle that approximates a line segment locally is r, hence, the curvature of
this circle is defined as the reciprocal of its radius,

1
k()= o (46)
By Taylor-series expansion of (46), one obtains a first-order accurate approximation to the interface curvature
di (r 1
Kr = k() + %Ar+ O* =k(r) — FOT+ O? =k(r) —k(N*Ar + 0%, (47)

Considering that « (r) may also be negative, Eq. (47) is modified as
K.2d = K(r + Ar) ~ (|K(T)| - K(r)2Ar) Sk(r) . (48)
Appendix B. Supplementary material

Supplementary material related to this article can be found online at http://dx.doi.org/10.1016/j.jcp.2016.07.037.
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effects of viscous, capillary, and Marangoni stresses consistently as momentum-exchange
terms at the sharp interface. The interface-interaction method is coupled with insoluble
surfactant transport which employs the underlying sharp-interface representation. Unlike
previous methods, we thus achieve discrete global conservation in terms of interface

Keywords: interactions and a consistently sharp interface representation. The interface is reconstructed
Weakly compressible model locally, and a sub-cell correction of the interface curvature improves the evaluation of
Sharp-interface model capillary stresses and surfactant diffusion in particular for marginal mesh resolutions. For
Marangoni stress a range of numerical test cases we demonstrate accuracy and robustness of the method. In
LMUItliPhise flow particular, we show that the method is at least as accurate as previous diffuse-interface
evel-se

models while exhibiting throughout the considered test cases improved computational
efficiency. We believe that the method is attractive for high-resolution level-set interface-
tracking simulations as it straightforwardly incorporates the effects of variable surface
tension into the underlying conservative interface-interaction approach.

© 2016 Elsevier Inc. All rights reserved.

1. Introduction

Flows of two incompressible, immiscible, viscous fluids with surface tension frequently are encountered in industry and
nature [1-5]. At their interface the fluids exchange mass, momentum, and energy. The presence of surface active agents
(surfactants) effects capillary phenomena and needs to be taken into account [3,6,7]. In many classical two-phase flows,
such as viscous fingering [8], drop break-up and coalescence [9], tip-streaming [10], and buoyancy-driven bubble-motion
[11], surfactant related effects are significant.

Surfactants accumulate at fluid interfaces [12]. They are transported along, adsorbed to or desorbed from the interface.
Their distribution along the interface modulates surface tension: higher concentration of surfactant implies lower surface
tension. Inhomogeneous surface tension entails interfacial stresses in interface-normal and tangential directions, denoted as
capillary and Marangoni stresses, respectively.

Numerical methods for solving interfacial flows with surfactants may be categorized into interface tracking and interface
capturing methods. Interface tracking methods either use an interface-adapted grid or marker particles to represent the
interface. Boundary integral methods employ a surface mesh to track the interface. In the context of surfactants, a boundary
integral method for studying the effect of insoluble surfactants on drop deformation was developed in [13,14]. Another

* Corresponding author. Fax: +49 89 289 16139.
E-mail addresses: felix.schranner@aer.mw.tum.de (ES. Schranner), Nikolaus.Adams@tum.de (N.A. Adams).
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interface-tracking method is the front-tracking method [15], where a fixed grid is used to compute the flow, while a set
of connected marker particles tracks the interface and surfactant on the interface. A front-tracking method for insoluble
surfactant was developed in [16]. A related front tracking method is the immersed boundary method [17], which was used
to simulate interfacial flows with insoluble surfactants by the surfactant-conserving marker- and cell (MAC) algorithm [18].
A ghost-cell immersed boundary method was introduced in [19], and employed to study the effects of diffusion-controlled
surfactant on a viscous drop injected into a viscous medium [20].

A hybrid level-set/front-tracking approach was used to study the dynamics of capillary waves with insoluble surfac-
tant [21]. Another front-tracking method which combines a finite element methodology with adaptive body-fitted meshes
served to simulate the deformation and breakup of axisymmetric liquid bridges [22] and thin filaments [23] with insoluble
surfactants. Interface tracking methods are very accurate, yet, especially for topological changes and in three dimensions,
the implementation-effort can be overwhelming. Possible drawbacks of marker Lagrangian approaches include difficulties
with evaluating topological changes, the need to remove parts of the evolving front (delooping) to characterize the viscosity
solution correctly, the need to adaptively add and remove points, and complexities in three dimensions [24].

With interface capturing methods the interface is implicitly defined by an auxiliary function, such as a level-set, color
or phase-field function. This simplifies gridding, discretization and handling of topological changes. For example, a volume-
of-fluid (VOF) method [4], for insoluble surfactants was developed in [25]. Hameed et al. [26] have used the Arbitrary
Lagrangian-Eulerian (ALE) method combined with a coupled level-set and volume of fluid method to simulate flows con-
taining fluid interfaces with insoluble surfactant.

With the diffuse-interface, or phase-field method the interface of a multi-fluid domain is represented by a phase-field
function, which is an approximation of the characteristic function of the bulk fluid domain [27]. In [28] Teigen et al. develop
and apply the diffuse interface approach to simulate flows in the presence of soluble and insoluble surfactants.

A level-set method [5,29] for solving the surfactant transport equation has been presented by Adalsteinsson et al. [30]
and Xu et al. [31], and coupled with the immersed-interface method (IIM) [32] in [33]. With the IIM, the interface jump
conditions are handled explicitly by modifying the discretization stencils near the interface. As a simple and robust alter-
native to IIM Xu et al. have modeled interface forces within the level-set framework by a continuous surface force (CSF).
A common property of these incompressible level-set methods, which they share with phase-field methods, is the smooth-
ing of material properties, such as density and viscosity, at the interface across several grid points. This implies their main
drawbacks, the lack of discrete conservation and ineffectiveness at large density and viscosity ratios.

A fully conservative level-set based sharp-interface method (SIM) for compressible flows [34], robust even for large topo-
logical interface changes [35], has been applied to two-phase flows where each phase may obey different equations of state,
and large density and viscosity ratios [36]. It has been further developed to model viscous, incompressible two-phase flows
[37] by incorporating a weakly compressible fluid model [37,38]. High accuracy has been demonstrated for the buoyancy
driven motion of viscous, immiscible flows [39].

Key idea of the SIM framework employed in our model, where the Navier-Stokes equations are solved on a Cartesian
grid, is the modification of finite volumes that are cut by the interface in order to allow explicit application of interface-jump
conditions, including interactions due to capillary and Marangoni stresses. In Ref. [37] Luo et al. propose interaction terms
that consider capillary forces for a constant surface-tension coefficient and viscous interactions. This formulation of the
viscous momentum exchange, however, does not allow for a jump condition in interface-tangential direction, occurring in
the general case of non-vanishing Marangoni stresses [40,41].

In this paper we develop a robust and consistent interface interaction model, incorporating inviscid, viscous, capillary,
and Marangoni stresses into the SIM framework. The resulting interface flux is derived from an interface Riemann problem.
The model is simpler than the CSF approach and the IIM-based approach of [28,33]. Explicit time integration is applied
for the evolution of surfactant concentration, level-set, and fluid phases. Efficiency is enhanced by a multi-resolution (MR)
algorithm [35]. Level-set transport and surfactant-concentration transport are evaluated only within a narrow band near the
interface. Within the SIM framework, local interface-segment lengths/areas are computed, avoiding the need for a smoothed
delta-function, for approximation of the interface length. We show that surfactant mass and interface fluxes are generally
predicted more accuratly than in previous works [28,31]. Costly propagation of the interface area as an additional variable,
as proposed in [25], also is avoided.

In Section 2, the governing equations are given. Section 3 describes the numerical discretization. In Section 4 we present
simulation results demonstrating the capability of the method. Validation simulations for passive transport of surfactant are
presented in section 4.1. A thermocapillary flow is considered for demonstrating the correct prediction of Marangoni and
viscous stresses at the interface, Sec. 4.2. For demonstrating robustness and performance of the method when also inviscid
and capillary stresses are present at the interface, a two-dimensional and a three-dimensional test configuration is selected,
Sec. 4.3. A drop in a shear-flow serves to demonstrate the performance of the model for interfaces evolving under external
shear forces, Sec. 5.

2. Basic equations

Consider the system of two immiscible fluid phases, as sketched in Fig. 1. The fluid phases occupy two non-overlapping
subdomains 81 (t) and Q52(t).  is bounded by I' = 9%, corresponding boundaries exist for the subdomains. For each
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Fig. 1. Two-dimensional schematic of the multi-fluid configuration.

phase, Q% (t), i =1, 2 the system of conservation equations for weakly compressible fluids in differential, non-dimensional
form
d
_'O_;_VT.(pu):o’
ot
) (1)
pu

S TV - lpu@u-T]=0

holds [42], where p denotes the non-dimensional density, and u = (uy, u, u3)” the vector of non-dimensional Cartesian
velocities. The non-dimensional states are the dimensional states divided by a reference density and velocity, respectively,

such that p = /;O—f, Uy = J—"‘f Furthermore, the stress tensor is defined as
re, re,

M=-1p+T, (2)

p is the static, non-dimensional pressure, which relates to the dimensional pressure according to p = Uzp; . With Stokes’
ref ref
hypothesis for a Newtonian fluid the viscous stress tensor is

L1 12 13
T=Tu) =| 2! 22 23 |. (3)
731 32 733
W =vp is the non-dimensional dynamic viscosity, which relates to the dimensional dynamic viscosity according to y = /f:;f.
The components of T(u) are
au ou 2 du
gop - B (e O 2y ss) . (4)
Re \ dxp Xy 3 0xy
Herein, a, B,y = 1,2,3. Note that pref = (51, Vpep = V*51, prer = p*51. Moreover, Re = U’%:f“‘f Ca = “r%u”f and
vef Lref U2 : . ‘
We = pefg# denote the Reynolds, capillary, and Weber number. If not noted otherwise, Uef = Lyefu’, where u’ = ‘;%
Lref =Ty.
2.1. Tait’s equation for weakly compressible fluids
For low Mach number flows, Tait’s equation of state (EoS),
0 10}
p=p(p)=p1 [(-) —1}4—170, (5)
Po
can be used to model fluids as weakly compressible, i.e. %g—g « 1, and close Eq. (1). The (artificial) speed of sound is
D1 _ w
@ = "Zwp V== (p—po+p1). (6)
Po Y

where w =1+4107%, pg = p(t =0). p; is found from Eq. (6) by constraining Ma = ||u||/a < 0.1.
2.2. Transport of surfactant concentration

The amount of surfactant within an interface segment AT, see Fig. 1, is the interfacial surfactant concentration y (X, t).
It evolves according to the non-dimensional surfactant advection-diffusion equation
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ay 1
EWT-<u1y>—y<<n,®n,>-V)-u,=P—es 2y . (7)

The subscript s indicates transport along the interface-tangential plane. Pes = U’%ﬁ”’f denotes the interface diffusion Peclet
number, D; is the diffusivity of y along Y. The advection term is

Vi-y)=ul - (Vy)+yVT u;. (8)

The third term on the left side of Eq. (7), accounts for transport due to variations in interface shape. The interface diffusion
of y can be decomposed as

V2y 0= Ay - (n] - Vy0) (V7 ong) =] - Hy ony, (9)
with H), being the Hessian of y (x,t).
2.3. Constitutive equation for the surface tension coefficient

The dependence of o on y follows the non-linear Langmuir equation [25,43]

o(y)=1+EIn(1-¢y). (10)
To avoid negative values of o (), Eq. (10) has been implemented in a modified form

o (y) =max{0.01, 1+ E In(max{0.01,1 - ¢y }}. (11)
For small Vsy, o (y) can be approximated as [25,43]

o(y)=1—Eg¢y. (12)

E= % and ¢ = % are the surfactant elasticity and coverage. R, T, and o denote the ideal gas constant, the tempera-

ture, and the surface tension coefficient for a clean interface (y = 0). Y is the concentration of surfactant in the maximum
packing limit, and yeq = 5 [,y vdY’| t—o is the initial average surfactant concentration.

3. Numerical method
3.1. Discretization of conservation equations for fluid transport

Applying Gauss’ theorem, the integral form of Eq. (1) becomes

/Utdv+j£<FlT,F§,F§)-npdr’zo (13)
Q r

where
U= (p, pu1, puz, pus)" (14)

nr is the normal on T', see Fig. 1. The flux vectors include advective and viscous components Fg = F% - Fﬁ, B=1,2,3.
The advective (superscript a) and viscous (superscript v) fluxes are

pug 0
pugly + pdg1 12
sy =|[ "7 o=, (15)
puguz + pdg2 T
pupgus + pdg3 Th3
In a neighborhood of the interface the conservation equations for mass
d
17 / pdV — / pgln,m] (ub —wu)d Y — / ,o&n,T’E2 (U2 —u))d Y’ =0, (16)
AYe AYE AYE2
and momentum
d
it / (pu)dV — / ,on,T’E] (U —u)d Y — f ,on,T’E2 (U2 —u))d Y =
AY £ £
3 NG ATE (17)

1
= | o/ mwddY' + | n® - Dw2dY +— ¢ mods’,
We
N

AT ATE
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Fig. 2. Three-dimensional schematic of a small interface element.

hold. Note that nfl =n; and nfz = —n; with n; being the interface-normal vector. An interface segment of perimeter s,
surface area AYé and AY% is sketched in Fig. 2. For an infinitesimally thin interface, i.e. € — 0, it follows that AT =
ATE = AY. The interface itself has no mass nor momentum [2], and phase changes do not occur. Continuity at the
interface thus implies

T T
n 'u§1|T:u‘§}L:n, ~u§2|T:uf’2L:u1,L. (18)

The interface acts as a no-slip boundary [44], hence, the interface-tangential velocity is continuous [40]

uf | = [uf? | =|w| . andw-u; L =0. (19)

At the interface, the velocity is uy =u; | +u; ), with u; | = u,,ln,T, and u; | = uglﬁ + uﬁf = u}lﬁtgl) + uﬁ)‘t;z)

tf]) t;z) are computed according to [45]. Together with n; they build an orthonormal basis

, respectively.

and

on the interface. Note that in 2D t;z) is obsolete. In close proximity to Y both fluids take on the interface velocity [46].

Considering Eq. (18) the interface momentum equation (17) becomes

The two interface-tangentials

1
0=R§1AT—R¥2AT+—5£ mods (20)
We
N

where R%i (x, n;) = II(u)é - n; represents the surface stresses, [40]. The term ﬁ fs m ods’ denotes the surface tension force
exerted in direction of the unit vector tangential to the free surface of area AY and normal to the perimeter s. One finds
that [47,48]

y{mods/z / V.o (X, t)dT’:/V(o (1—n;®n1))dT/=[—an1 (VT-m)—i—(Vso)] AY . 21)
S AY AY

Vs = (1 —n; ® n;) V denotes the interface-tangential gradient operator.
Consequently, the stress balance at the interface segment is

[R]x = —Ré +R% = ﬁ [—an, (VT -n,) + (Vsa)] . (22)

The first term on the right of equation (22),

oy 0) = o (o o (Vom) = ocly (O (23)
is the capillary stress, balancing the jump in normal stress
[r]x.. =nf - [R[x = —nf -R" +n] -R? =
= —rsﬁ + riz =oc(y(x,1)) . (24
Note that ri =n! -Ré =n] - I% - n, :nﬂl'[%"yny = (n; ®ng) : & = PL11%, which is the projection of the stress tensor of

phase & normal to the interface by the normal-projection operator P, compare [49]. The second term,

1
omy)= W—eVsa(J/), (25)
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is the Marangoni stress. It balances the discontinuity of the interface-tangential stresses
[Flvg = =1 + 1 = loml = ou(y) . (26)

where rﬁf = H?s — nﬁl'[%yn?’ =@ —n;®ny): % = Pl is the interface-tangential projection of the shear stress tensor

of phase &;. Decomposed into the respective surface-tangential directions (8), one obtains
©) ).T 8).T ). T 3 3 ).T
[y, =4 -[RIx=-t,7 - R+t -R?2 = —r”f(s) + r”f(a) =t -om (27)

where rﬁf(ﬁ) = tfal)g Rf;" = t}?},l‘[;’;"yny.
To impose the interface-normal and tangential momentum exchange due to Eqgs. (24) and (27) a constrained Riemann

problem is solved with an acoustic Riemann solver [50] for

I ZEluT + Zézui2 ri — riz + 0. (28a)
L1 761 4+ 78 Z61 4+ 78
i z% (Ti] + O'c8i2) +Zh (Tiz - Cfc5i1) Z8z8 £
- + (v —u?) (28b)
1L 75 + 78 ZE 4z UL L
and
(@ . 8).T
UL Z& 4+ 75 + Z& 4+ 78 (29a)
£1.(6) (6).T &2,(0) 4),T
o 76 (r”l +t; .aMSiz) + z5 (r‘lz -t .0M811> 761 762 £.(8) £.6) -~
= 76 1 78 t 278 (= uf®) (29b)

where Z& = pfiaé are the acoustic impedances of the respective fluid and 8ij is the Kronecker-symbol.
Global momentum conservation is ensured by considering the numerical interface-momentum flux in normal and tan-
gential direction

0
1,& &i
XHE =1 AY L&} : (30)
1
and
X6 = x84 xlh&.@) (31)

The tangential fluxes in direction of t§5) are

0
E.8) _ &)
xI& <)_r1’” AY [t(‘”] ) (32)
1

Note that A} = nffAT =[Ax . Ax,, Ax3]T. Employing the algorithm of [51] without normalization, leads to Af"’(‘g) = ATt;‘;).
Within finite volume (FV) cells containing only a fraction z% (t) = % J dV of fluid phase &;, the system of conservation

equations anef
f”+] aﬁé[ t"+1 tn+l
/dt / oAV / dt/(Flef,Fgff,Fgff)-npdr/: / de X (33)
" onobi tn r tn

holds for Ué = ¢&U%, where F5i = F,(U%) and X8 = X4 + X6, Within Q, ¢§ 4+ ¢ =1 must be satisfied. For a time
interval At < 2% where smax denotes the maximum wave speed within the domain at time t", the cell-face and interface

SlTl
fluxes are
tn+1 t"+1
— . 1 — . 1
Fy = lim — Fy,dt, X= lim — Xdt . (34)
At—0 At At—0 At
tn tn

In discrete Cartesian space, for each FV of AV(; i =[Ax Axy Axs]j;, ikl the cell-averaged vector of conservative states
; noie e 1 &i.n _n&in L& o e 1 &i.n :
at time " is Uy ) = zxy.— i Ui qdV = U g wWith Uy = —5— [ U} ,dV. To consider the

&i [i.j.k]
AV[i,j,kJmQ[;yj,k] AV
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Fig. 3. Two-dimensional schematic of conservative discretization of a cut cell. Red, green indicate phase &, &, respectively. (For interpretation of the
references to color in this figure legend, the reader is referred to the web version of this article.)

fluxes for the respective phase across the cell-faces, cell-face apertures are computed. Apertures are that part of F ikl ®
not coinciding with Yy; j k1(t), yet with the cell face I'|; j j(t), [42]. At the right and upper cell face these are defined
as depicted in Fig. 3. For single-fluid cells, which are those not cut by the interface, the apertures of phase & are unity
within Qél il iz and zero within Qsl i i and vice versa for phase &. AT i, Zfii+%,j,k]' Ki’."ﬁ%’k], Zfii,j,k+%]' and Ei-",j,k] are
reconstructed geometrically.

To advance each phase in time, the discrete conservation equations

£ —= 1&i &i
et _ Ug, + At X(i,j k] [AFl][if%,j,k] [AFl][w;,j,kJ 4
[i,j.kl i,j.k] AVii ik AXq

. 16 5. 15 -5 15
N [AFZ][i,j—%,kJ - [AFZJU j+1k . [AF?’][i,j,l—%J [AF3][1 okt
AXxy Ax3
are solved within each & for each fluid phase & individually. The advective fluxes for fluid transport are solved with
the weakly compressible high resolution approach of Schranner et al. [38,52]. The viscous fluxes for fluid transport are
discretized with 4th-order accuracy.

3.2. Description and propagation of the interface

The interface is captured implicitly by a level-set function ¢ (x, t) [5,29,53] with |[V¢| =1 such that ¢ (x, t) =0 at Y (X, t).
In Q82(x,t) ¢(x,t) <0, and ¢(x,t) > 0 in Q&1 (x, t).

Based on ¢(X,t), defined in a narrow band in the vicinity of Y(x,t) [24], geometrical quantities of Y, such as the
normalized outward pointing normal vector and the mean curvature, which corresponds to the divergence of the interface
normal vector according to

Km = (VT ~n1) in 2D and
(36)
2Kp = (VT . ll]) in 3D,

can be obtained. Numerically, the 1st and 2nd spatial derivatives are approximated with 2nd-order central differences. The
curvature is evaluated at the cell center, where not necessarily ¢y; jx = 0. The sub-cell corrected «v is obtained directly at
the interface by

2
Ky = <|K[i,j,k]| + K[i,j,/<]¢[i,j,1<]) sgn (ki k1) - (37)

Details on the derivation are provided in App. 7.1. For ¢ (x,t) =0, the transport equation with the interface velocity u;(x, t)
[40] holds

Ip(x.t)

oo T U XD (VO D) |, = (38)
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To propagate ¢ in time by Eq. (38) while maintaining its signed distance property, the integration of the transport equation
for ¢ (x, t) has two sub-steps, advection and reinitialization, see e.g. [54,55]. Within the original reinitialization algorithm of
Sussman et al. [54], a smoothed sign function serves to suppress reinitialization in cells containing the interface. In this
work, such cells are excluded explicitly [39].

3.3. Discrete evolution of the surfactant concentration

Insoluble y evolution is confined to the interface so that V,y(x,t) = (n; ® n;) Vy (X, t) vanishes, which is ensured by
extending y off the interface prior to solving Eq. (7). Note that t is a pseudo-time. Details of the algorithm for y -extension
and transport are provided in Apps. 7.2 and 7.3 respectively.

3.4. Time integration and time-step constraints

Time integration of the fluid, level-set, and surfactant transport equations is conducted with a 3rd-order Runge-Kutta
scheme [56]. The time-step is set by the following constraints:

e Advection limits At according to

min (Ax
Atygy = _min (Axq) (39)
max|uy + a|

where o represents one of the spatial directions.
e Viscous stresses entail At to be [57],

3 . pél ) 1052 . 5
Atyisc = ﬁm1r1 (E E Re (min (Axy))” . (40)

e The explicit treatment of capillary stresses is stable when the chosen time step size allows to represent capillary wave
motion on the computational grid, [58]. The maximum resolvable wave number is

2 _ 2 _ T
Amin  2Min(AXy) min(Axg)

(41)

kmax =

The maximum advection speed of capillary waves is

Ckap — [ m . (42)

Considering that two capillary waves with opposite direction of advection may concurrently enter the same cell, one
obtains

1 min (Axy) min (Axq)* We (pé1 + p2)
At(_‘ap = — = .

(43)
2 Ckgp 4
e The diffusion of surfactant concentration y restricts At by
1
Atp = Pes (min (Axg))? . (44)
Consequently, the time-step size is determined according to
At = CFL- min (Atagy, Atyisc, Atp, Ategp) . (45)

CFL = 0.3 is chosen for all validation and application examples in this paper.
The intersection of the interface with the Cartesian grid may result in cells with small ;E" ik denoted as “small cells”,

for which the time step constraints of cells with {5.” ik~ 1 may generate spurious solutions. Application of a CFL condition
for small cells may result in very small At. As remedy, a conservative mixing procedure similar to the one in Ref. [59] is

employed. In contrast to [59], where all mixing operations are summed up to update ﬁif’ﬁal and respective target cells
n+1

ikl and the respective target cells is carried out consecutively, i.e. the mixing operations are
ordered by descending magnitude of the mixing factors 8. Such a sequential execution takes into account that INJ[,-, jky has

at once, mixing between ﬁi’

been altered by preceding mixing operations. Furthermore, cells of géi ik = 0.3 are considered as small, in [59] cells of

;éi ik = 0.6 are small. To improve computational efficiency, a wavelet-based multi-resolution algorithm [35] is employed.
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4. Numerical validation and application examples
4.1. Transport mechanisms of surfactant concentration

In this section, the accuracy of our scheme for y (X, t)-transport by advection, diffusion and interface evolution is inves-
tigated. A test case proposed by Xu and Zhao [31] is considered. An analytical solution exists in the case of pure advection
or diffusion.

4.1.1. Example 1 - Diffusion along a stationary interface with uniform curvature
We assess the spatial convergence behavior of the surfactant concentration diffusion discretization by simulating diffu-
sion of y along a stationary, circular interface with radius ro = 1.0 located at the center, (x1,0, X2,0) = (2; 2) of a periodic do-

main of length and height L = 4. The surface diffusion operator (9) becomes V2y (x) = rlz oy @)
0

2+ Where 6 = arcsin )
‘/X%+X%

denotes the angle with the x;-axis. The initial ¢ distribution is given by

Y0(0) =sin(nb) +c . (46)

The surface diffusion equation reduces to the standard diffusion equation in cylindrical coordinates

Ay ©O,t 3%y (0,
y(6,0) =yp(0) ,
y(0,t) =y (2m,t) ,
and the solution is
_ 1k
y@.t)=yX, t)y=e s 2 sin(nd) +c, (47)

with r =/(Ax1)? 4 (Ax2)% — rg. Since we employ the level-set function ¢ (X) =r to represent the interface, Eq. (47) is the
solution to the surfactant concentration diffusion equation

yx 0 _ 1 o

ot~ pe, sV & (48)

n=1, c=2 and Pes; = 1. Reinitialization of y is omitted. Extension of the surfactant concentration is not applied, instead
the diffusion equation is solved within a band around the interface. The time step is At =7 1079, satisfying the stability

criterion (45) at a resolution of Ax; = Axy = 1/80. According to Tornberg et al. [60,61] one may assess the quality of
interfacial y (x,t) transport when a Cartesian grid is used and the interface curvature is generally nonzero on basis of

llellh = {€}ij - (49a)
M

1/2
llell2 = (Z{EZ}UJJ) : (49D)
M

[l€]loc =maxiem{|€il} - (49c¢)
M are cells for which |¢| < 4,/Ax3 + Ax2, and
e=yxt)— Vanaly. (X, t)|8e; Oey (50)
1—3lyl—ly2+31yP ifo<lyl <1,
8e; = 8(¢i/ Axi) = 8(y) = Axi \ 1= Gyl + 1y — glyP if1<lyl<2, (51)
0 else,

where (¢1, ¢2) = ¢ n;. Fig. 4 shows the errors and convergence rates for ||€]|1, ||€]]2, and ||€]|oo. With increasing resolution
l1€]]1, |I€]]2, and ||€||c diminish with convergence rates within 1.5 and 2.5.
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Fig. 5. Grid dependent errors for surfactant concentration at times t, = 2.0 with At =7-1076,

4.1.2. Example 2 - Advection with a circular interface in an uniform flow field

A circular interface represented by the zero level-set of the level-set field ¢(X) =1 = \/(x1 —X1,0)% + (X2 —x2.0)%2 — 10
with ro = 1.0, (x1,0,X2,0) = (2;2) within a domain of [0; 6] x [0; 4] is considered. As in Example 1, the initial surfactant
concentration distribution follows Eq. (46). Furthermore, n =1 and ¢ = 2. The interface and y(X,t) are subjected to an
uniform velocity field u = (1; 0).

Within a narrow band of three cells around the interface, the surfactant transport equation (7), with Ds = 0 is solved,
where u, =uy = ¥ =u®2 is set. Advection is the only transport mechanism, hence, y (X, t) = y (X, 0). The time-step size is
At =7-107% = const. for consistency with Example 1. ||€||1, ||€]]2, and ||€||o are evaluated at different levels of uniform
grid refinement, the results are shown in Fig. 5. While the errors are of the same magnitude as for pure diffusion, the rates
of convergence are higher.

4.1.3. Example 3 — Advection and diffusion with and along a circular interface in an uniform flow field

With Ds =1, y(x, t) evolves now by advection and diffusion. The setup and At are as in Sec. 4.1.2. Fig. 6 shows the error
evolution with grid refinement. For ||€||1, ||€]|2, and ||€]|c the convergence rates remain within an order of approximately
1.4 to 2.3.

4.1.4. Example 4 — Transport of surfactant concentration along a deforming interface
In this example, y, initialized according to Eq. (46), n =1 and c = 2, evolves on a deforming interface given by ¢ (X) =
r= \/(x —X1,0)%2 + (X —x2.0)%2 — 10, 7o =1 and (x1,0; x2,0) = (3; 2). The interface is subjected to a shear flow with

Xy —X20)%,0 ifx, > x
ux, 0) = ((x2 — x2,0)%,0) 2> X20 (52)

(—(Xz — Xz,o)z, 0) ifX2 <X2,0.

At the lower and upper boundaries of the domain, with [0; 6] x [0; 4], symmetry conditions are applied and in flow direction
the domain is periodic, At is according to Eq. (45). Due to the large interface deformation, this test case serves to assess
the effect of grid resolution on area- and surfactant-conservation.

The improvement of disperse phase area conservation and surfactant mass conservation due to grid refinement is signifi-
cant, see Figs. 7 and 8. The observed relative change of area and surfactant mass is 0.4% and 3% respectively, for Ax =4/256
at t = 4. The convergence rates are 1.5 and 1.3 respectively.
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Fig. 8. Grid dependent relative change of surfactant mass with (dashed lines) and without (solid lines) surfactant-conservation correction.

Improving surfactant-conservation

To improve surfactant mass conservation, i.e. ensuring G(t) = fAT y (X, t)dY' = [AT ¥ (X, 0)dY’ = Gy, the procedure of Xu
et al. [33] is employed. Therefore the surfactant concentration is renormalized after each time step according to y (X, t) = By
Jux 70
Jax VdY/|n+1 ‘
portion of the interface.

The surfactant-conservation correction suppresses variations of G(t) as intended, which can arise due to interface defor-
mation, see Fig. 8. Fig. 9 visualizes B(t) — 1 within 0 <t < 4. Grid refinement leads to a significant decrease in |B(t) — 1|,
hence, improvement in surfactant mass conservation. Nevertheless, |3(t) — 1] is less than 0.002 for Ax =4/48. On the finest
grid, %f;l:o(ﬁ(f) — 1)dt is approximately 1.0 - 107, Fig. 10 depicts y(t) at t =0.5 and t = 2.5 for Example 4 without (left
column) and with (right column) surfactant-conservation correction. The evolution of y (T, t) as predicted within 0 <t <3.0
as well as a grid of MR blocks are visualized in Fig. 11.

where 8 = In our framework, the interface segment length AY'; ;) is computed in each cell containing a
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Table 1
CPU time required for 1000 time steps of the sharp interface (SI) and diffuse interface
(DI) algorithms at to =0, t; =1, tp = 2, t3 = 3, and ratio of execution times.

Time Grid size Atpi[ms] Atsp[ms] Atpr/Atsy
0 48 x 32 47.473 17.392 2.73
96 x 64 137.547 67.572 2.04
192 x 128 445,701 256.307 1.74
384 x 256 1550.36 1000.57 1.55
1.0 48 x 32 50.052 18.092 2.77
96 x 64 146.589 69.717 2.10
192 x 128 466.455 259.931 1.79
384 x 256 1595.52 1002.81 1.59
2.0 48 x 32 56.793 19.899 2.85
96 x 64 169.625 73.711 2.30
192 x 128 517.664 272.107 1.90
384 x 256 1707.25 1018.57 1.68
3.0 48 x 32 64.758 20.502 3.16
96 x 64 192.397 76.943 2.50
192 x 128 570.996 284.686 2.06
384 x 256 1835.19 1059.53 1.73
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Fig. 12. Geometric setup of two immiscible fluids in a micro channel. The temperature of the lower and upper walls are T (x;, —81) = T, + AT cos(x7) and

T(x1,82) = T, respectively, T, > Tc > AT >0, and w = ZT” is a wave number. The gravity is zero.

Increase of efficiency due to sharp-interface formulation

The surfactant-conservation correction method of [33] employs the diffuse interface (DI) framework [31]. Our sharp-
interface (SI) framework reduces the execution time by a factor of up to about 3 for coarse grids or large interface
deformation, and by about 2 for very fine grids or small interface deformation, see Table 1, using Example 4 and uni-
form grids. For the timings, the interface and surfactant-concentration restart data have been stored every At = 1. The
simulations have been (re)started on a single core of an Intel Xeon E5620 at times to =0, t; =1, tp =2, t3 =3 and the
SI and DI algorithms were advanced each by 1000 time steps. Ats; and Atp; denote the wall-clock times necessary for SI
and DL

4.2. Evaluation of Marangoni and viscous stress modeling

To verify the sharp-interface model for the viscous and Marangoni stresses, a thermocapillary driven flow in a heated
micro channel with two superimposed planar fluids, as proposed by Pendse and Esmaeeli [62], is considered. The geometric
setup is shown in Fig. 12. The heights of the fluid layers & and & are §; and &,, respectively. The domain is periodic in hor-
izontal direction, the no-slip boundary condition applies to the upper and lower walls. Uniform temperature T (x1,d2) = T,
is imposed to the upper wall. At the lower wall, the temperature follows the sinusoidal distribution T (xy,—§1) = T +
AT cos(x7) (which is higher than that of the upper wall). T, > T > AT >0 and w = ZT’T is a wave number with [ being a
length scale. The temperature boundary conditions establish a periodic temperature field in the horizontal direction with a

period length scale of I. At steady state the temperature field follows [62]:

T.—T TeS1 4 Thd o~ . - o ~ -
Té = X (Tc h;}; +—|—X8 c01+ Tho2 + ATf (82,81, x) [sinh(82)cosh(X3) — x sinh(X3)cosh(82)] cos(X7), (53a)
1+82
T.—T TS Thd ~ ~ ~ o ~
Té2 = (e h);;i; 14 1ho2 + ATf (82,81, x) sinh(8 — X2)cos(X7) , (53b)
1+ 682

where ¥ = ow, f (82,81, x) = 1.0/ [xsinh(61)cosh(8) + sinh(83)cosh(87)]. Let Ty =20, Tc =10, AT =4, u¥1 = u =0.2,
(,o,a,po)fl = (,o,a,po)52 = (1.0,1.0,0), and the ratio of thermal conductivity x = 1.0, see [63]. We set y(X) = T (X).
o depends linearly on y, i.e. Eq. (12) holds, ¢E = 1/60, and op = 0.03.
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Initially, the fluids are at rest. Due to 57”1 # 0 along the non-deforming interface the fluids are accelerated. The tangential
(viscous and Marangoni) interface interaction establishes a velocity field of

ul! = Umax{[cfl to (c§1 +Cf y)] cosh(&3) + (c§1 n cflxz) sinh(%3)}sin(%), (54a)

ugl = —wUmax [C‘]gly cosh(x3) + <C§1 + C? y) sinh()?i)] cos(x1) (54b)
within %1, and of

4 = Unael [ + 0 (€5 + C32y) | cosh(®3) + (€5 + €22 sinh(%))sin (), (55)

ugz = —wUmax [C?y cosh(x3) + (ng + ng y) sinh(fc})] cos(x1), (55b)

within Q%2, see [62], for which the system is at equilibrium. The constants in Eqs. (54), (55) are:

sinh?(83) - —8287 285 — sinh(253)

ch - TR
sinh2(5y) — 85> sinh?(8y) — 85> 2 [sinh2 &) — 3}2]
6 _ sinh?(87) é —8181 é sinh(287) — 28,
1= T 5~ 2 92T T 5~ =~ = ~. ~21
sinh2(5)) — 872 sinh?(8)) — 872 2 [sinh2 67 — 3]2]
ATGoCE  ~ ~ -
Umnax = _Tg (82’ 51, X) h (52, 1, )») s

where
g(82.81. x) =sinh(5) f (52.81. x) .
[sinh? () — 5| [sinn? G1) - 517

A [sinh?@§y) — 517 [sinh(28;) — 28] + [sinh?(5;) — &7 | [sinh287) — 28]

h (52,61, 1) =

Note that A = Z—Z With Lies = 81 = 1.0, [ = 481, Upes = le—gl =2.5-1073, it follows that Re = 0.0125 < 1 and

We =1/4800 « 1. The computed u1, uy velocity fields at a resolution of Ax = 1/80 agree well with the analytical solutions,
Fig. 13. Fig. 14 shows the average errors

b= [ leldv > Y (lelavio (58)
AV M
172

1/2
I, = /|e|2dv/ %(Z{|e|2AV}U,H) , (58b)
% M

of u; and u; between the computed and exact solution at different grid resolutions at steady state. M is the number of
cells within Q. An at least linear convergence rate is observed for the L1 and L, errors with grid refinement. We note that
already at a resolution of Ax =1/40 the difference to the analytical solution is barely noticeable.

4.3. Evaluation of interface stress modeling

Young et al. [64] have investigated the motion of cylindrical drops under the influence of a linear temperature gradient
and gravity experimentally. As temperature gradients alter the local surface tension the implementation of the Marangoni
and capillary stresses may be validated by applying an interfacial surfactant concentration field that varies linearly in x; di-
rection. E.g. Teigen et al. [28] have consulted a comparable axisymmetric configuration, Herrmann et al. [65] have compared
results obtained with different methods for 2D and 3D configurations.

Following Young et al., our setup consists of a two-dimensional, planar channel of width 5r¢p and height L = 15r¢ con-
taining a cylindrical drop of radius ro. The interfacial surfactant concentration is

y(x2) X2
Voo L’
The surface tension coefficient is obtained from Eq. (12) with ¢E =1 and op = 1. The bulk and the disperse phase are

characterized by (p, a, pg)®' = (0.2,5.0,0) and (p, a, po)®? = (0.2,40.0,0), uét = u¥2 = 0.1, g = 0. According to Young et al.
[64] the stationary ascent velocity for a cylindrical drop is

(59)
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Fig. 13. uq and u; contours at steady state (————), t = 20 has been chosen, as compared to the analytical results (- - - - - - ). Resolution: Ax=1/80.
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Fig. 14. Errors for velocity fields uq, uy with grid refinement for a thermocapillary flow at steady state, t = 20.
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U2, YBG = (60)

With these parameters, (60) gives uy ypc =~ 0.088, hence, Re &~ 0.088. This is well within the creeping flow regime for which
Eq. (60) is valid. The ©22-average ascent velocity is determined from

1 1
ugz =v / up (0)¢2dV = AVE Z {u2(0¢%2 i jkg - (1)

of2 [i,j.kle?

AMR is used with resolutions from 5ry/32 to 5rg/512. The time step is set according to Eq. (45).
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Fig. 16. (a) oc(x,t) and (b) opm(x,t) at t =10 in a narrow band of five cells around Y.

The ascent velocity reaches the theoretical value approximately independent of grid refinement, see Fig. 15a, the average
ugz/llz,ygf,, for t > 5 is 98%. Note that results obtained on a grid with Ahpin amr = 2.5/512 are not shown, as they agree
with the ones with Ahpin amr = 2.5/256. Our results for ugz are in very good agreement with those depicted in Fig. 1
of [65] and obtained on basis of the conservative level-set/ghost fluid method as well as the volume of fluid method on
same grid resolutions. Fig. 15b shows the pressure along the centerline of the drop at t = 10 as compared to the analytical

X
pressure p(xp) = %’SZ) = ( rOL ) which is the internal pressure according to Egs. (12), (22). The agreement is excellent
and grid-independent. The capillary and Marangoni stresses within a narrow band around 7Y, at t = 10, are shown in
Fig. 16 along with streamlines indicating the approximate centers of the driving vortices. The normalized ascent velocity
of a 3D drop in a linear surfactant gradient, with identical parameters as in 2D is shown in Fig. 17a. It is found that
ugz/ulygc = 93%. The velocity components in the other two spatial directions, with zero surfactant gradient, are on the

order of 10~19 within the simulation time interval T = 10. The pressure along the symmetry axis of the 3D drop at t =10

2(1-%2
is compared to the analytical pressure p(xy) = %(;‘2) = % in Fig. 17b. At the upper side the relative error of p to the
theoretically expected is +4%, at the lower side it is —2%.

5. Single drop in linear shear flow

In this section we study the evolution of a drop in shear flow, similar to [66], as a demonstration application of our
method. The interest is on the transient deformation behavior. We initialize a circular drop of ro =1 and (p,a, pg)%2 =
(1.0, 40, 1000) at the center of a computational domain, 2 = [—4; 4] x [—4; 4], immersed in a bulk fluid of (p,a, pg)'E] =
(1.0,5,1000). If not noted otherwise, ;ﬁl = ;ﬁz = 0.1, which corresponds to Re =10, also y(Y,t=0)=1, and op =1,
i.e. We=1 or Ca=0.1, and Pes; = 1. The domain boundaries are periodic in x; direction. In x;, the no-slip boundaries
move at constant speed u = (xz; 0). At t =0, the flow field is initialized with a shear flow u’ = g% = 1. Based on Sec. 4.1,
AX1 = Axy =1/32 is chosen. A grid refinement study, see App. 7.5, shows that results do not further improve with higher

resolutions.
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Fig. 18. Degree of circularity over time.

5.1. Effect of surfactant coverage

The qualitative effect of surfactant coverage (¢) on dynamic and steady drop deformation is studied. At four characteristic
stages of drop development, drop morphologies and the interface quantities y, o, o¢, and o) are shown in Figs. 19a-19d.
The ¢-dependent degree of circularity,

Py mdg
Py [y ldY'’

where P, denotes the perimeter of a circle with diameter d, and same area of the drop. For a perfectly circular drop the
circularity is equal to unity, due to deformation C decreases. The degree of circularity is shown as a function of time in
Fig. 18.

Due to the flow, y is washed from the flanks towards the drop tips, see first and second row, second column
of Figs. 19a-19d. Higher ¢ lead to a stronger effect of y(x) onto o according to Eq. (12), compare third column of
Figs. 19a-19d. The early stages of drop development, are characterized by large drop deformations, see Fig. 18. As |o¢|
is smaller for higher ¢ at early stages, the drop elongates more. Due to the strong elongation around t ~ 5, ¥ and |o,| di-
minish at the flanks. For higher ¢, « is larger at the tips, yet, o and thus |o.| are much lower. In conjunction with |oy| # 0,
due to the large Vsy between the tips and the flanks, the drop recontracts. Recontraction is delayed for larger ¢, as these
entail “larger gradients in Marangoni stresses that retard the motion of the drop interface and the drop behaves as though it
is more viscous” [67], see therefore the intermediate state Fig. 19c. At steady-state, capillary stresses are higher for lower ¢,
lowering circularity, see Fig. 18. Where Marangoni stresses are non-negligible the interface-displacement is identical, see
Fig. 19d. The qualitative observations on the effect of surfactant coverage are in full agreement with e.g. Refs. [13,67,68].

C= (62)

5.2. Effect of capillary number

The capillary number relates viscous stresses to capillary stresses. Increasing Ca decreases stabilizing surface tension in
favor of viscous stresses, and stretching of the drop. The capillary number is Ca = %, demonstrating interaction of viscous,
inertial and capillary forces. Hence, the effect of Ca, We, and Re in conjunction with o = f(y (x,t) is studied.
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Fig. 20. Temporal evolution of degree of circularity, and drop morphologies at two characteristic times for Re =20 (Ca =0.05) (- - - - - - ), Re =10
(Ca=01) (——), Re=5Ca=02(—-—-— - —- . We=1, E=02, {=0.3.
Fig. 21. Evolution of degree of circularity for We=1 (Ca=0.1) (——), We=2 (Ca=02) (— - — - — - ), We=4 (Ca=04) (------ ). Square

symbols indicate ¢ = 0.3, and circles ¢ =0.6. E =0.2, Re =10.

The Reynolds number relates inertial to viscous stresses. To test the effect on drop deformation, We =1, E =0.2, { =0.3,
and variable uf' = %2 is assumed. At lower Re, implicating higher Ca, temporary and steady-state drop deformation is
larger, and the time to reach steady-state extends, see Fig. 20.

The We-, and time-dependent circularity for Re = 10 = const. is shown in Fig. 21 for E = 0.2, { = 0.3 and clean in-
terfaces. For the case of We = 2, results for E = 0.2, ¢ = 0.6 are included. Larger We imply lower o, hence, larger drop
deformation, see also Sec. 5.1. At a critical We,, the drop shape oscillates harmonically with a distinct frequency instead of
returning to an elliptical steady-state. For even higher We, the drop elongates continuously. The observations of e.g. Lai et
al. [18], and Lee et al. [69] that increasing Ca at Re = const. implies smaller surface tension, and larger drop deformation is
confirmed.

Increasing Re and We, while maintaining Ca = 0.1, entails a stronger dynamic and steady-state drop elongation, see
Fig. 22. Based on Figs. 22 and 20a, one finds that for small Re, potentially leading to strong initial drop elongation, a low
We ensures that an approximately circular drop shape is maintained. At high We, the initial drop deformation is large due
to the initial momentum. For high Re, the lack of viscous straining allows the drop to return to a steady-state ellipsoidal
shape.

5.3. Effect of Peclet number
Small Peg implies small diffusion time scales for y. Rapid diffusion of y reduces both, gradients and magnitudes of y,
o, o¢, and oy, which in turn suppresses drop deformation, see Fig. 23b. At steady-state, independently of ¢ (not shown),

drop deformation increases slightly with increasing Pes. For the steady-state, we thus confirm the observation of Lai et al.
[18] that Pes has an insignificant effect on drop deformation.

5.4. On the choice of constitutive equation and the effect of E and ¢

Variation of elasticity E and surfactant coverage ¢ have the same effect when modeling the dependence of o on y with
a linear Langmuir constitutive equation (12). For small ¢, Eq. (10) and Eq. (12) lead to the same results. When modeling
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Fig. 22. Evolution of degree of circularity for We =0.5 (Re=5) (— - — - — - ), We=1 (Re=10) (———), We=2 (Re=20) (- --- - - ). Symbols
indicate E=0.2, ¢ =0.3.

15
(a) v along over the azimuth at ¢t = 5. (b) Evolution of degree of circularity
Fig.23. Pes =10: (———), Pes=1: (- --- - - ), Pes=01:(—-— - — - ), Pes=0.01: (— — — — — ). We=1, Re=10, ¢ =0.6.

o (y) non-linearly, reducing E has a similar effect as increasing We, the same holds for linear modeling and reduction of
E¢. For We=1, Re=10, E=0.6 and ¢ = 0.6 and employing Eq. (10), a harmonically oscillating drop may be observed,
refer to the discussion of Fig. 21.

6. Concluding remarks

In this paper, we have developed and validated a conservative interface-interaction method for viscous flows with sur-
face tension and insoluble surfactant based on an interface-interaction method of Hu et al. [34]. We employ a level-set
sharp-interface formulation to include inviscid, viscous, capillary and Marangoni stresses at the interface. Surfactant mass
conservation is reproduced even for low resolution and severe interface deformation. Embedding the surfactant-conservation
correction algorithm, originally formulated within a diffuse interface framework, into the sharp-interface framework further
improves efficiency. Overall we observe a speed-up by a factor of about 2 to 3 compared to a typical diffuse-interface model
implemented into the same background code. Moreover, we observe error-decay rates for surfactant concentration with
grid refinement of about 1st to 2nd-order. The simulation results of a thermocapillary flow [62] and drops ascending due
to a surfactant gradient [64] are in excellent agreement with analytical and experimental data. A single, two-dimensional
drop in a shear flow is an application demonstration. Our observations are in agreement with previous numerical and ex-
perimental studies. These verification and validation studies demonstrate the robustness and accuracy of the conservative
interface-interaction model for Marangoni and shear flows.

7. Appendix
7.1. Constructing sub-cell corrected of the interface curvature

Let the radius of the osculating circle at a point on the interface be r. Its curvature, the reciprocal of its radius, k(r) = %
equals the principal curvature of the local interface segment. In two-dimensional space the mean curvature is kp; (1) = k().
By Taylor-series expansion of «y;, one obtains a first-order accurate approximation to the interface curvature

drp (1)

1
for =k () + == Ar + O? =iy (r) — AT+ O = km(r) — km(N*Ar + 0% (63)
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Considering that k;(r) may also be negative, Eq. (63) is modified as

20 = tem (r + A1) & (K ()] = kew (1) Ar) Sew (1) (64)

In 3D the local mean curvature relates to the radii of the maximal and minimal osculating circles as

1 1/1 1
km=ski+k)=z|—+—]. (65)

2 2\r ]
Assuming an osculating sphere of ki =k, =k, Eq. (65) becomes x;(r) =k = } and it can readily be seen that kv 34 = kv 24.

Note that ¢; j x < 0 corresponds to Ar > 0 and vice versa. Generally, the local mean curvature «(x,t) of the interface is
obtained from the local level-set according to

Vo2 tr (Hy) — (V9)" - Hy - (V§) _

Kkm,2p (@) = Var
00 20% | 002% _ 509 09 0% (66)
ax1 @ Xy % T “9x1 0xy 0X10X2
- 802 | 092\32
X1 X3

in 2D and with

V|2 tr (Hg) — (V9)" - Hy - (V) _

Kkm,3D(P) = 2 Var
002 (¢ %0\, 062 (% %) 62 (% , 9%
0x1 <8x§ + ax3 + 9x2 ax3 + ax2 + dx3 ax3 + ax3
o A 2 A 2 A 2\3/2 (67)
ZGE e

5 (29 0¢ 92¢ 9 9 0%¢ 9 9 09%¢
%1 9% 9x10x; | 9x; 93 Dxidx3 T Ox; Ox3

(7 207, %) |

3X]
in 3D, where tr (Hy) denotes the trace of the Hessian of ¢.

7.2. Details of the algorithm on extending surfactant off the interface

Within the sharp-interface framework [34], full cells are not cut by the interface. They are determined once per time
step for advancing the fluid phases, hence, it is unnecessary to compute these separately within the off-interface exten-
sion algorithm, which, in contrast to using a smoothed sign function as e.g. in [31,70], reduces computational costs. The
numerical approximation of the off-interface extension equation 3—}; + n,i’T -Vy =0, yX,t=0)=pX) is

3

O =

Vit =Yg = AT | D FaulvIf i | - (68)
=1

where Fxﬁ[y]ﬁ’ = {nﬁ,ﬁDﬁ[y]}[i,j,k], with 8 =1,2,3. At =0.5Ax is the pseudo-time step size. The differential operator
is

_ i o Gi
Dylylijh ifnyg 4 >0

Dply1= 1DV ik ifns ;g <0 (69)
i o8 _
0 ifny' g =0

D~ and D™ are approximated with 1st-order biased differences. Twenty pseudo-time iterations guarantee V,y =0 in
proximity to the interface.
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7.3. Discrete surfactant concentration transport equation

Within a narrow band around the interface, i j 1] is advanced in time by

Viigi = Yiis + ALYl (70)
where
Ly Jii.jug = Ly X8 + L1 + Ty 1! 1)
[i.3.k] Y [i,j.k] 14 [i,j,k] 14 [i,j,k]

denotes the numerical flux. The evolution of surfactant due to advection with the interface velocity u; is accounted for by

3

Ly g == D0 Fxelvlijm + v [DTurals ] g | - (72)

p=1

where

Fug [y 1ijsg = {urpDply D - B=1.2.3 (73)
with

Dlg[]/] iful,/g >0,
Dglyl={Dylyl ifurp <0, (74)

0 ifu,yﬁ =0.
A 5th-order upwind WENO scheme [71] is employed for Dg[y ]. The surface diffusion flux is

diff 1
L[y][ljk { sy}[l]k]—
= oo 18y — (o] vy ) (V1) ~nf - Hy m)y g =

N

1[92 d 32

=—|:—)2/—(Tl y) K—(Tlhotiy n1’5>i| A
Pes | 0xg, 0Xy 0Xq 0Xg [i.j.Kl

L 2,c c _ crpc
~ o [P b = (11D le) € = (e DD Vel )]

(75)

IVo2tr(Hy)— (V)T -Hg (Vo)
Vol

Herein, k = .
The deformation of the interface entails transport of y; j i in the form of

Ly 15 % =1y (@ng) - V) u)j j g =
={y (nzT -(Vw) 'n1>}[i,j,k] =
(76)

vn JduUgy
—Vlocaﬁ

~{y npoDTuglpni gl i »

ny g, j .k~

where D[uq]p denotes the central approximation to the local derivative of the component u, in direction g, which are
approximated by a 2nd-order central scheme.

7.4. The influence of the order of spatial differentiation

Surfactant may be transported due to interface evolution, advection and diffusion. The latter has been identified as
the dominant source for discretization errors, see Sec. 4.1. The first and second derivatives in the numerical surfactant
surface diffusion flux, i.e. Eq. (75), have been approximated with central finite differences of 2nd-order accuracy. We find
that increasing the order of difference approximation decreases all three error norms, see Fig. 24. Moreover, except for the
highest resolution, the convergence rates increase with the order of accuracy.
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Fig. 25. Interface at t =5 for grids of Ah = Axq; = Axy with Ah; =1/32 (red line), Ahy, = 1/64 (green line), Ahs = 1/128 (black line) and three different
surfactant coverages. (For interpretation of the references to color in this figure legend, the reader is referred to the web version of this article.)

7.5. The influence of grid-refinement on the interface of a single drop in shear flow

The dependence of our results of the flow-problem of a single drop in shear flow is illustrated by visual inspection of
the interface at three resolutions. We chose grids with Ax; = Axp, that are adaptively refined with a maximum resolution
of Ah1 =1/32, Ah, =1/64, Ahs =1/128. Deformation is found to be most significant for ¢t ~ 5, see e.g. 5.1. To account for
the influence of surfactant, ¢ is varied; Pes =1, and a linear dependence of o on ¢ is chosen. Fig. 25 shows that for Ah;
and Ahs the interfaces are almost perfectly identical, and results for Ahy differ only insignificantly. Furthermore, our results
are independent of surfactant concentration.

We note that for other Peg, surfactant constitutive equations, as well as for other parameters discussed in section 5, grid
refinement does not influence the results.
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