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PREFACE

This book contains all manuscripts approved by the reviewers and the organizing committee of the
12th International Conference on Computational Fluid Dynamics in the Oil & Gas, Metallurgical and
Process Industries. The conference was hosted by SINTEF in Trondheim in May/June 2017 and is also
known as CFD2017 for short. The conference series was initiated by CSIRO and Phil Schwarz in 1997.
So far the conference has been alternating between CSIRO in Melbourne and SINTEF in Trondheim.
The conferences focuses on the application of CFD in the oil and gas industries, metal production,
mineral processing, power generation, chemicals and other process industries. In addition pragmatic
modelling concepts and bio-mechanical applications have become an important part of the
conference. The papers in this book demonstrate the current progress in applied CFD.

The conference papers undergo a review process involving two experts. Only papers accepted by the
reviewers are included in the proceedings. 108 contributions were presented at the conference
together with six keynote presentations. A majority of these contributions are presented by their
manuscript in this collection (a few were granted to present without an accompanying manuscript).

The organizing committee would like to thank everyone who has helped with review of manuscripts,
all those who helped to promote the conference and all authors who have submitted scientific
contributions. We are also grateful for the support from the conference sponsors: ANSYS, SFI Metal

Production and NanoSim.

Stein Tore Johansen & Jan Erik Olsen

metal production

&

NanoSim

-




Organizing committee:

Conference chairman: Prof. Stein Tore Johansen
Conference coordinator: Dr. Jan Erik Olsen

Dr. Bernhard Miiller

Dr.Sigrid Karstad Dahl

Dr.Shahriar Amini

Dr.Ernst Meese

Dr.Josip Zoric

Dr.Jannike Solsvik

Dr.Peter Witt

Scientific committee:

Stein Tore Johansen, SINTEF/NTNU
Bernhard Mdller, NTNU

Phil Schwarz, CSIRO

Akio Tomiyama, Kobe University

Hans Kuipers, Eindhoven University of Technology
Jinghai Li, Chinese Academy of Science
Markus Braun, Ansys

Simon Lo, CD-adapco

Patrick Segers, Universiteit Gent

Jiyuan Tu, RMIT

Jos Derksen, University of Aberdeen
Dmitry Eskin, Schlumberger-Doll Research
Par Jonsson, KTH

Stefan Pirker, Johannes Kepler University
Josip Zoric, SINTEF



CONTENTS

PRAGMATIC MODELLING .....ccccuuuuemmmmmmmenmsmnsssmssssssssssssssssssssssssssssssssssssssssssssssssssssssssssssssssssssssssssssssses 9
On pragmatism in industrial modeling. Part lll: Application to operational drilling..........ccccccveeenneen. 11
CFD modeling of dynamic emulsion stability .........cccoueiiiiiiii i 23
Modelling of interaction between turbines and terrain wakes using pragmatic approach ................. 29
LI T4 20 ] 3 0 37
Simulation of chemical looping combustion process in a double looping fluidized bed

reactor With cu-based OXYZEN CAITIEIS ... .ciii it e e see e e e raae e e e res 39
Extremely fast simulations of heat transfer in fluidized beds.........cccovveieieeicciiiiiei e, 47
Mass transfer phenomena in fluidized beds with horizontally immersed membranes ....................... 53
A Two-Fluid model study of hydrogen production via water gas shift in fluidized bed

(001001 o] Y Y=l T Tl o PSR 63
Effect of lift force on dense gas-fluidized beds of non-spherical particles ........cccccceeieeciiiiereee e, 71
Experimental and numerical investigation of a bubbling dense gas-solid fluidized bed...................... 81
Direct numerical simulation of the effective drag in gas-liquid-solid systems ........ccccceecviiiieeeeniicnnnne 89
A Lagrangian-Eulerian hybrid model for the simulation of direct reduction of iron ore

L [0 Te [F2=To I o =T L3PPSR 97
High temperature fluidization - influence of inter-particle forces on fluidization behavior .............. 107
Verification of filtered two fluid models for reactive gas-solid flOWS...........cccoecvieeieciiiiiiciiee e, 115
BIOMEGCHANICS ......cuuuueennnnnnnnnnsnnsssnsssmsssssssssssssssssssssssssssssssssssssssssssssssssssssssssssssssssssssssssssssssssssssssns 123
A computational framework involving CFD and data mining tools for analyzing disease in

(oF: [ o] o 1= Y (=] o PPt 125
Investigating the numerical parameter space for a stenosed patient-specific internal

(o] foY o BT (=] 4V o dToTe {1 FO SRR PUPPPRRRRIOE 133
Velocity profiles in a 2D model of the left ventricular outflow tract, pathological

case study using PIV and CFD MOAEIING .......uviiiiiiiiiiiiieee ettt ettt e e e e esiraaee e e e s sebsraeeeeeeeeanes 139
Oscillatory flow and mass transport in @ COroNary artery......occccvveeeeeeeieiiieeeeeeeeeeirreeeeeeeeeeanreeeseseenns 147
Patient specific numerical simulation of flow in the human upper airways for assessing

the effect Of NASAl SUIZEIY...uuvi e e e e e e e e e rr e e e e e e s e naraeaeeeeeeas 153
CFD simulations of turbulent flow in the human upper airways ......cccccccciieeeiec i, 163
OIL & GAS APPLICATIONS ...ceiiiiiiienieitniciteiitaiitnnieinsieisessieseressesssssssnsssessssssssessssssssssssnssssnssssnssses 169
Estimation of flow rates and parameters in two-phase stratified and slug flow by an

=Yg TY=T 0] o1 (=N = 1 o - L T L =T SR 171
Direct numerical simulation of proppant transport in a narrow channel for hydraulic

g [t a 0 g aY=dr=Y o] o] 1o Y 1o o TS USSP 179
Multiphase direct numerical simulations (DNS) of oil-water flows through

HOMOZENEOUS POFOUS FOCKS ...uiiiiiii ittt e e e e e e et e e e e e s e saabteeeeeeesesasttaeeeeeeesnnnrrenneas 185
CFD erosion modelling of bliNd TEES ......cccuviii i e e 191
Shape factors inclusion in a one-dimensional, transient two-fluid model for stratified

and slug flow SimUlations iN PIPES ..uveiiieiiiie et e e e e e e e e e e e e eatee e enres 201

Gas-liquid two-phase flow behavior in terrain-inclined pipelines for wet natural
[ R =TT o Jo ] - 1 o] o WO PP T P TP 207



NUMERICS, METHODS & CODE DEVELOPMENT .......cuuuuuummuemnnnnnnnnnennnennneenneeenneineeiseesssesssssssesseessses 213

Innovative computing for industrially-relevant multiphase flowsS..........cccoecvieiiiciiee i, 215
Development of GPU parallel multiphase flow solver for turbulent slurry flows in cyclone.............. 223
Immersed boundary method for the compressible Navier—Stokes equations using

high order summation-by-parts difference Operators......cccccoeeeeciieeicciiee e 233
Direct numerical simulation of coupled heat and mass transfer in fluid-solid systems..................... 243
A simulation concept for generic simulation of multi-material flow,

USING Staggered CarteSian IS . ..o ciiiiieeee ettt e e e e eeeetbr e e e e e eeseabraeeeeeeeeetrrrseeeeeesennsrsrees 253
A cartesian cut-cell method, based on formal volume averaging of mass,

MOMENTUNM O UATIONS ...ttt e e e e eeeeteseseteeeseteteseseseeeeesaeeeaeaeseeeaeaeeesaseeens 265
SOFT: a framework for semantic interoperability of scientific software ........ccccccevvviireeeeeiincccnneene.n. 273
POPULATION BALANCE ....ccituiiieiiuiiieiiieiieeciacreiirssiessiossraisssssssstasstassssssssssssstsssssssssssasssasssasssnssansss 279
Combined multifluid-population balance method for polydisperse multiphase flows...................... 281
A multifluid-PBE model for a slurry bubble column with bubble size dependent

velocity, weight fractions and tEMPErature.........eee e raae e e 285
CFD simulation of the droplet size distribution of liquid-liquid emulsions

N STITEA taNK FEACTOIS ...ttt et e s st e e s sabae e e s sabaeesssbaeesas 295
Towards a CFD model for boiling flows: validation of QMOM predictions with

O] o KO XA =5 o T=T o T=T o) £ 301
Numerical simulations of turbulent liquid-liquid dispersions with quadrature-based

MOMENT METNOAS.....iiiiiiiiie e e st e e s b e e e s abee e s sabeeessabbeesssabeeesenss 309
Simulation of dispersion of immiscible fluids in a turbulent couette flow .........ccccccvveeiiiieiiiciieeenne, 317
Simulation of gas-liquid flows in separators - a Lagrangian approach.........ccccccceeeevvieeecccveecccieee e 325
CFD modelling to predict mass transfer in pulsed sieve plate extraction columns .........cccceeeecvveeennns 335
BREAKUP & COALESCENCE .......cccuuuumemmmennsensssssssnssssssssssssssssssssssssssssssssssssssssssssssssssssssssssssssssssssssses 343
Experimental and numerical study on single droplet breakage in turbulent flow ...........ccccveeennnen. 345
Improved collision modelling for liquid metal droplets in a copper slag cleaning process................ 355
Modelling of bubble dynamics in slag during its hot stage engineering.......cccccceecvveeivciieeercieeeseneenn, 365
Controlled coalescence with local front reconstruction method ..........ccccceiviiiiiiiiiii e, 373
BUBBLY FLOWS .....ciiiiiiiiiiiiiiiiiiiieiieeiiessiessssiessiassiassssstsestssstsssssssssssasssasssassssssasssasssassssssssssasssns 381
Modelling of fluid dynamics, mass transfer and chemical reaction in bubbly flows .......................... 383
Stochastic DSMC model for large scale dense bubbly flOWs.........ccccoeiiiiiiiie e, 391
On the surfacing mechanism of bubble plumes from subsea gas release.........ccccccvvvveeeieeecciinnennn.n. 399
Bubble generated turbulence in two fluid simulation of bubbly flow ............cccocoviiiiii, 405
HEAT TRANSFER ....cvtiiiiiiiiiiiiiiiiiieiienisieaiiiseiiiseiiissisiasiersesstssstsnsssessssssssssnssssassssssssssssssansssannss 413
CFD-simulation of boiling in a heated pipe including flow pattern transitions

USINE @ MUILI-FIEIA CONCEPT ....uviie ettt e et e e e et e e e e e bt e e e eeataee e sntaeaeesaeeesnnes 415
The pear-shaped fate of anice Melting froNt ........oooviiii i 423
Flow dynamics studies for flexible operation of continuous casters (flow flex cc).......cccceeeecuveeeennenn. 431
An Euler-Euler model for gas-liquid flows in a coil wound heat exchanger...........cccccoveeiviieeeiiinnnenns 441
NON-NEWTONIAN FLOWS.......cciisrinmnsnnsssnsssssssssssssssssssssssssssssssssssssssssssssssssssssssssssssssssssssssssssssssss 449
Viscoelastic flow simulations in disordered porous Media.......ccccccvvveereeeeeciiiireeee e 451
Tire rubber extrudate swell simulation and verification with experiments ........ccccccceevvvveeeeeeenennnee. 459
Front-tracking simulations of bubbles rising in non-Newtonian fluids..........cccccvivieiiieiiiiiiiieeee e, 469

A 2D sediment bed morphodynamics model for turbulent, non-Newtonian,
(o[ u el [ [oF: o [=To I { (o1 VPR 479



METALLURGICAL APPLICATIONS.....cttttttunuiiiinnieetmnnnniiiiinnteemmmsnsiiiiissteessssssiiisssteessssssssissssesssssssses 491

Experimental modelling of metallurgical ProCeSSES ........oueiciiiiecciiie et 493
State of the art: macroscopic modelling approaches for the description of multiphysics

phenomena within the electroslag remelting ProCess ........ccceeeeciieeieciiee e 499
LES-VOF simulation of turbulent interfacial flow in the continuous casting mold ..............ccueeenneee. 507
CFD-DEM modelling of blast furnace tapping .......ceccuieeeeiiiee ettt e e erre e e bee e e 515
Multiphase flow modelling of furnace tapholes ........occviii e 521
Numerical predictions of the shape and size of the raceway zone in a blast furnace........................ 531
Modelling and measurements in the aluminium industry - Where are the obstacles? ..................... 541
Modelling of chemical reactions in metallurgical ProCeSSES.........ciiveiiirieeeieiiiicieeee e 549
Using CFD analysis to optimise top submerged lance furnace geometries ........ccccccvevcveeeeicveeeeinnenn, 555
Numerical analysis of the temperature distribution in a martensic stainless steel

3 (g oXe [V a1 T=d oF-T e (<1 012V = SRR PRPRROE 565
Validation of a rapid slag viscosity measurement by CFD........cooccciiiiieii it 575
Solidification modeling with user defined function in ANSYS Fluent...........cccceeieiiiiieeee e, 583
Cleaning of polycyclic aromatic hydrocarbons (PAH) obtained from ferroalloys plant...................... 587
Granular flow described by fictitious fluids: a suitable methodology for process simulations.......... 593
A multiscale numerical approach of the dripping slag in the coke bed zone of a

o] FoY dYor= Y LI B Y [ I (T o F= ol SR UUPRt 599
INDUSTRIAL APPLICATIONS .....cuiiiieiiiniiinniiienciesiciessiismsisssiissiesssisssssssssssssssssssssssnsssssssssnssssnssses 605
Use of CFD as a design tool for a phospheric acid plant cooling pond ..........cccceeecieeivciieeccciee e, 607
Numerical evaluation of co-firing solid recovered fuel with petroleum coke in a

cement rotary kiln: Influence of fuel MOISTUIE ........c.ceiiiiiiie i 613
Experimental and CFD investigation of fractal distributor on a novel plate and

FramME ION-EXCHANEET ...eieiiceee e e e et e e e et e e e e sta e e e e eate e e e ebteeeesnbaeeeesteeeennsenas 621
COMBUSTION .....ouuiiiiiiiiiiiiiiisiississssssssssssssssssssssssssssssssssssssssssssssssssssssssssssssssssssssssssssssssssssssssssnsnnne 631
CFD modeling of a commercial-size circle-draft biomass gasifier.......ccccocveeevciieiincie e, 633
Numerical study of coal particle gasification up to Reynolds numbers of 1000............ccccvveeeeeeennnnee 641
Modelling combustion of pulverized coal and alternative carbon materials in the

(o] E R A U Lol - [N T 1Y PSPPI 647
Combustion chamber scaling for energy recovery from furnace process gas:

R (=l o Y 1 [ SRR 657
PACKED BED ....ciuiiteiiuiiuiieiiieiieniiecieiieeiiessiasrsiisssisssisssisssssstsestssstassssssssssasssasssassssssssssasssassssssssssas 665
Comparison of particle-resolved direct numerical simulation and 1D modelling

of catalytic reactions in @ PACKEd DEA .........uoi i e 667
Numerical investigation of particle types influence on packed bed adsorber behaviour .................. 675
CFD based study of dense medium drum separation ProCeSSES ........ccceevueeeeecieeeeeiieeeeeteeeeeree e e 683
A multi-domain 1D particle-reactor model for packed bed reactor applications..........cccecevveeeecuneennn. 689
SPECIES TRANSPORT & INTERFACES .......coooeiiiiiiiiiiiiisssssssssssssssssssssssssssssssssssssssssssssssssssssssssssssssssns 699
Modelling and numerical simulation of surface active species transport

- 1EACtION IN WEIAING PrOCESSES ...vviiiiiiiieeiiee e ecttee ettt e e e e e e e e st e e e s bt e e e e nbaee s enbaeeeansteeeennsens 701
Multiscale approach to fully resolved boundary layers using adaptive grids.......cccccceccvvveerciveeennnnn. 709

Implementation, demonstration and validation of a user-defined wall function
for direct precipitation fouling in ANSYS FIUENT.......cccoiiiiiiiiiiee et e e 717



FREE SURFACE FLOW & WAVES .....ccccuuueemmeemmemmmsmsssssssssssssssssssssssssssssssssssssssssssssssssssssssssssssssssssssssss 727
Unresolved CFD-DEM in environmental engineering: submarine slope stability and

(o1 =T =T o] o] [ Tor= | A o o -F PPNt 729
Influence of the upstream cylinder and wave breaking point on the breaking wave

forces on the downstream CYIINAEN ........coocuiiiiieiiie e e e e e 735
Recent developments for the computation of the necessary submergence of pump

INTAKES WIth fre@ SUMACES ...eiiiieiiiee ettt e st e e sbae e sabeesbeesnaeeenes 743
Parallel multiphase flow software for solving the Navier-Stokes equations ..........cccccceeveeivveeeeeeeennnns 752
PARTICLE IMETHODS .....cccuuuuuuuteennnnnnnenmmnnmssnsmmssssssssssssssssssssssssssssssssssssssssssssssssssssssssssssssssssssssssssssns 759
A numerical approach to model aggregate restructuring in shear flow using DEM in

Lattice-Boltzmann SimuUIGtioNS .........oiiiuiiii e e e e e s eata e e e s sareeeeeaes 761
Adaptive coarse-graining for large-scale DEM Simulations........cccuvvvriiiiiiiieiiciiees e 773
Novel efficient hybrid-DEM collision integration scheme.........ccccooiiiieii e, 779
Implementing the kinetic theory of granular flows into the Lagrangian

dense discrete Phase MOUEL..........uviiii i et e e e e e e et rre e e e e e e esnbraaeeeeeeennnnes 785
Importance of the different fluid forces on particle dispersion in fluid phase

FESONANCE MUIXEES ..etetieeeeieiiittteteeeeaaaaretteeeeeaaaurbeteeeeeaaanebe e eeeeeesaassb et eeessaaaannreeaeeesesannsenaaeeeesaaansnneenasaans 791
Large scale modelling of bubble formation and growth in a supersaturated liquid............cc.ccc........ 798
FUNDAMENTAL FLUID DYNAMICS .....citiiituiiieniiieniiiniiimiiiasisiisissismsissstsssisnsssasssssssnessss 807
Flow past a yawed cylinder of finite length using a fictitious domain method ...........cc.ccccecvveeennnnenn. 809
A numerical evaluation of the effect of the electro-magnetic force on bubble flow

N AlUMINIUM SMEIING PrOCESS. . ciiiiiiieeeciiee ettt e e e e e e e s e e e estb e e e ssaaseeeesaaeeeansaaeean 819
A DNS study of droplet spreading and penetration on a porous medium.........cccceeeeeveeeeiiieeescieeeenns 825

From linear to nonlinear: Transient growth in confined magnetohydrodynamic flows..................... 831



10



12th International Conference on CFD in Oil & Gas, Metallurgical and Process Industries

SINTEF, Trondheim, NORWAY
May 30th - June Ist, 2017

CFD 2017

A DNS STUDY OF DROPLET SPREADING AND PENETRATION ON A POROUS MEDIUM

S DAS'*, E MILACIC!, H.V. PATEL', N.G. DEEN?, J.A.M. KUIPERS'
'Multiphase Reactors Group, Dept. of Chemical Engineering and Chemistry, Eindhoven University of
Technology, P.O. Box 513, 5600 MB Eindhoven, The Netherlands
2Multiphase and Reactive Flows Group, Department of Mechanical Engineering, Eindhoven University
of Technology, P.O. Box 513, 5600 MB Eindhoven,The Netherlands

* E-mail: s.das@tue.nl

ABSTRACT

We have investigated the dynamics of droplet spreading and liquid
penetration at the surface of a porous medium at zero-gravity
condition. A coupled IBM-VOF finite volume code has been used
to perform pore-scale level fully resolved numerical simulations.
The geometrical details of the solid porous matrix are resolved by
a sharp interface immersed boundary method (IBM) on a Cartesian
grid, whereas the motion of the gas-liquid interface is tracked by
a mass conservative volume of fluid (VOF) method. At small
scales, the contact line dynamics mainly govern the spreading
and capillary penetration. In the present case, the motion of
the gas-liquid interface at the immersed boundary is modeled by
imposing the contact angle as a boundary condition at the three-
phase contact line. All the simulations are performed using a model
porous structure that is approximated by a 3D cubic scaffold with
cylindrical struts. The porosity (€) of the porous structure is varied
from € = 0 (flat plate) to € = 0.65 and the equilibrium contact angle
O is varied from © = 30° (hydrophilic) to ® = 135° (hydrophobic).
The effect of porosity and contact angle on the transient evolution of
penetration and spreading have been presented and compared with
classical models.

Keywords: Three phase flow, immersed boundary method (IBM),
volume of fluid (VOF), contact line dynamics, capilary penetration

NOMENCLATURE

Notations

p  Pressure, [Pa]

t Time, [s]

D Droplet diameter, [m]

F  Fluid phase fraction, [-]
Droplet height, [m]
Laplace number, [-]

S Spreading diameter, [ml
V  Penetration volume, [m’]

Greek Symbols

Mass density, [k8/m’]

Dynamic viscosity, [Pa-s]
Surface tension, [N/m]

(Static) contact angle, [degree]
Porosity, [-]

Non-dimentional time, [-]
Stress tensor, [N/m?]

Ala m® @ QRO
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Vectors

u  Velocity, [/s]

Fs;  Surface tension force, [N]

g Gravitational acceleration, [7/s?]

Sub/superscripts
Vo  Total droplet volume, [m3]

INTRODUCTION

When a droplet of liquid is placed on the surface of a
solid substrate, the liquid interface will evolve until it
reaches an equilibrium condition. Depending on liquid-
gas, solid-liquid and liquid-gas surface tensions, the liquid
droplet attains a finite angle with the solid surface and this
can be described by Young’s equation. While Young’s
equation assumes that the surface is smooth, the equilibrium
contact angle ® depends on, (i) surface roughness or
surface topography (um scale) and (ii) material properties
that involve intermolecular forces acting at the very thin
meniscus of liquid film at the gas-liquid-solid contact line
acts at nm scale. On engineering scales, for very slow
flow for a given gas-liquid-solid system it can be assumed
that ® is fixed (i.e. a static contact angle) throughout the
evolution of droplet from initial to equilibrium condition. In
absence of gravity, at the equilibrium condition, the droplet
will always remain a spherical cap and the intermediate
motion of the gas-liquid interface is governed by the relative
contribution of the surface tension, liquid inertia and viscous
forces. A series of experimental and numerical studies
(Yang and Xu, 2017; Frank and Perre, 2012; Legendre
and Maglio, 2013) are available in the literature which
deals with the transient evolution of the droplet shape in
presence of a flat solid surface. The present work deals
with understanding the wetting, spreading and capillary
imbibition of a liquid droplet in contact with a porous surface
or porous structure. This phenomenon is important for
many engineering applications and scientific research, such
as ink-jet printing, enhanced oil recovery (EOR), several
micro-fluidics devices, biological systems, surface coating of
porous material etc. The typical length scale of the porous
medium is in the order of ~ 1073/ and it can be assumed that
the evolving droplet maintains a constant equilibrium contact
angle (®) with each parts of the porous structure.

Numerical prediction of the dynamics of a droplet in contact
with a porous structure demands a state-of-the-art direct
numerical model/ technique for coupling the contact line
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motion at the solid surface and capillary penetration. As
a result very few fully resolved pore-scale level numerical
simulations area available attacking this complex flow
behavior. Frank et al. (Frank and Perre, 2012; Frank et al.,
2015) performed a direct numerical simulation for droplet
spreading on a porous medium using a lattice Boltzmann
method (LBM) under zero gravity conditions. In their
study, a porous structure made of longitudinal cavities
is considered, that only allows the capillary penetration
unidirectionaly. The motion of the fluid in the transverse
direction, inside the porous structure is restricted, which
is not a true representation of a realistic porous medium.
They have chosen a system of low Laplace number (ratio of
surface tension to momentum transport) for smooth motion
of the liquid. Meng et al. (2014) performed a similar pore-
scale level study using smoothed particle hydrodynamics
(SPH) in a model porous medium with and without gravity
condition. Hyvéluoma et al. (2006) performed pore-resolved
LBM simulations for droplet penetration in paper board. 3D
micro-tomographic images of paper board were used in their
numerical study.

In the present work, the porous structure is approximated by
a 3D cubic scaffold with cylindrical struts, where motion of
the liquid in both the longitudinal and transverse directions
are studied. The geometrical details of the solid porous
matrix are resolved by a sharp interface immersed boundary
method (IBM) (Deen et al., 2012; Das et al., 2016) on a
Cartesian grid, whereas the motion of the gas-liquid interface
is tracked by a mass conservative volume of fluid (VOF)
method (Van Sint Annaland et al., 2005). The motion of the
gas-liquid interface at the immersed boundary is modeled by
imposing the contact angle as a boundary condition at the
three-phase contact line (Patel et al., 2017).

GOVERNING EQUATIONS
METHODOLOGY

In the present single-field/ single-equation formulation for
two-fluid flows, the mass and momentum conservation
equations for both the fluids are given as follows:

AND SOLUTION

V-u=0 ey

du

pat

where T = u[Vu + (vVu)?] is the fluid stress tensor; p and
u are local averaged density and viscosity. The volumetric
source term Fg appearing in the momentum equation is due
to surface tension (G) between the two fluids and acts only
in the vicinity of the interface (Brackbill et al., 1992). The
dynamics of the interface is captured by a Volume of Fluid
(VOF) method (Van Sint Annaland et al., 2005) where the
two different fluids are identified by a color function F. It
indicates the fractional amount of fluid present at a certain
computational cell. The motion of the interface is evoluted
by advecting the color function (F) with the local fluid
velocity as,

+pV-(uu) =-Vp+V-T+pg+Fs )

a—F +u-VF =0
ot
In Eq. 2, the local density (p) is calculated by linear
averaging of the densities of the fluid 1 and fluid 2. However,
the local viscosity (u) is calculated by harmonic averaging of
the kinematic viscosities of the individual fluid phases. A

3
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geometrical advection scheme is used to solve Eq. 3 which
allows to achieve a very high degree of mass conservation.
In the Cartesian domain, the no-slip condition at the solid
non-conforming boundary is imposed by an implicit (direct)
second-order accurate Immersed Boundary Method (IBM)
(Deen et al., 2012; Das et al., 2016). In the presence
of fluid-fluid interfaces with immersed solids, contact line
dynamics plays a major role in wetting phenomena. It is
incorporated by applying the apparent contact angle (®) as
a boundary condition for interface at the contact lines (Patel
et al., 2017). The effect of the contact angle is taken into
account by modifying the fluid-fluid interface normals at the
solid boundaries. The detailed implementation and thorough
validation of the present IBM-VOF coupling strategy has
been reported in Patel ef al. (2017).

RESULTS AND DISCUSSIONS
Droplet spreading on a flat plate

As a base case, we start with analyzing the droplet spreading
on a flat surface. When a spherical droplet is placed gently
on a flat surface, at the very first instance the air layer
between the droplet and the surface is drained; and a small
liquid bridge is formed between the drop and the surface.
To maintain the wettability condition, an initial perturbation
travels upward in the form of a capillary wave. If the fluid
has a large inertia for a very small ®, the larger size of the
capillary waves may raise up to the drop surface and ’pinch-

off” may occur. The Laplace number (La = ')GS#), compares

the inertia and surface tension to viscosity effect, and can be
used as a dimensionless quantity to predict droplet pinch-off.
At a very high La, the capillary wave and eventual pinch-off
of the droplet may create satellite droplets.

If we study the transient development of wetted area,
characterised by the equivalent spreading diameter S(¢)), for
a completely wetting case (® ~ 0), the droplet spreading
phenomena can be divided into an early stage inertia
dominant wetting, following a power-law S(¢7) ~ " with n = %
and a second stage consisting of a viscous regime, where
n= %, according to Tanner’s law (Tanner, 1979). Varying
the relative contributions between the inertia, viscous force,
surface tension and gravity different evolutions have been
reported in the literature: n=1/8,1/7,1/5,1/4. To check
the accuracy of our numerical model, at first we have studied
droplet spreading on a flat surface using the same settings
of experimental work by Winkels et al. (2012). The flat
surface is represented by an immersed surface at the [111]
plane, which does not conform the Cartesian grid. Across
the diameter of the droplet 40 grid cells are used. In
Fig. 1 the transient evolution of spreading diameter is
shown. Similar to the experiments, a water droplet in air
has been considered which corresponds to La = 36 x 103
As a results the initial spreading is purely governed by the
inertial force and we expect () ~ 1% as temporal evolution.
The spreading diameter (S) is non-dimensionalized by the
initial diameter of the droplet (D) and time (¢) is normalized
by the inertial scale, i.e. T=1/(p(D/2)*/5)*3). In sub-
fig (a) to (d) the simulations snapshots are presented: (a)
initial spherical droplet, (b) capillary wave propagating in
the upward direction, (c¢) pinch-off at the upper portion of
the droplet and (d) at the end of inertial spreading leaving
a spherical cap shape of the droplet. After inertial spreading
the bubble interface oscillates a few times before it finally
reaches the equilibrium condition. Fig. 1 shows a very
good match with experiments and indeed we observe a ~ 1%



A DNS study of droplet spreading and penetration on a porous medium/ CFD 2017

2 x10° 1 T

(@Il

S/D

)1l Ol

107t L L

1072 10° 10!
T

Figure 1: Transient evolution of spreading diameter (S/D) with
non-dimentionalised time () for droplet spreading on a
flat surface with @ = 65°. In a Cartesian grid the flat
surface is represented as an immersed surface. The line
indicates the simulation results and the markers are for
the experimental results. The simulation snapshots at
four different time intervals are also shown.

evolution of spreading diameter. Please note, unlike the
experimental results, in our simulation the initial spreading
radius is not zero due to finite grid resolution. In reality, at
the very beginning, there exists a point contact (zero surface
area) between the droplet and the solid surface. However,
due to the finite grid resolution in our numerical simulation
there will always be some overlap between the droplet and
surface to initiate the spreading. At very high grid resolution
S(0) — 0, nevertheless with the current grid resolution we are
able to capture the S(¢) ~ " trend very accurately.

Droplet spreading and capillary penetration on a
porous block

The computational setup of the main system studied in this
work is shown in Fig. 2, where a liquid droplet is put in
contact with a porous block. Each ligament and each pore
size of the porous structure is resolved by at least 12 grid
cells. The simulations are performed in a single quarter
of the domain using a symmetry boundary condition. The
total number of computational cells are reported as ~ 9 x 10°.
The time-step size (~ 107%s) has been restricted by both the
CFL and capillary wave constraint (Patel et al., 2017). The
diameter (D) of the droplet is 4 mm and the fluid properties
are: u=0.034Pa—s, p=809kg/m® and 6 = 0.032N/m.
The surrounding medium is air. It corresponds to an air-
squalane oil system with La = 45. The porous block is
made of equidistant cylindrical ligaments and the size of the
representative elementary volume (REV) is 0.67 mm. Due to
the capillarity and the wetting condition, the droplet spreads
as well as penetrates inside the porous slab. Porous structures
of three different porosities, € = 0.35, 0.5 and 0.65 have been
considered. The equilibrium contact angle (®) between the
air-oil interface with the solid ligaments is varied from 30°
to 135°. As La =45, spreading is dominated by inertia.
However, the magnitude of the capillary wave is not very

827

Figure 2: Droplet spreading and capillary penetration on a porous
block: physical description of the problem. H(r)
represents the transient evolution of the height of the
droplet, S(¢) represents the equivalent spreading radius
and the penetration volume is represented by V (¢).

vigorous to pinch-off the droplet from its top surface. Ateach
time-step we capture the droplet height (H), the equivalent
spreading diameter (S) at the porous surface and the volume
of the penetrated liquid (V).

The transient development of droplet shape, spreading and
capillary imbibition are shown in Fig. 3 for a typical case
(e =0.5 and © = 30°). Please notice that the simulation
snapshots are not taken at equal intervals. From the initial
position (T =0) to T = 1.03, the upper portion of the droplet
does not move, liquid slightly penetrates inside the porous
structure and finally forms a cylindrical shape. In reality,
when the droplet touches the solid, to satisfy the wetting
condition, a perturbation is generated generates at the contact
point. It travels upward as a capillary wave and reaches
the top of the droplet. Until this time the upper portion
of the droplet does not move. In Fig. 3, t1=1.53 to
T =2.18 corresponds to the fast inertial spreading where the
height of the droplet rapidly decreases. Also, it spreads
rapidly over the porous surface. The simultaneous capillary
penetration and viscous spreading is clearly visible at T=2.36
to T = 6.04, where the rate of change of droplet height is
low. Both the phenomena are comparatively very slow where
capillary force is balanced by the viscous shear stress at the
solid surfaces. In the next section, all these phenomena are
quantitatively analyzed.

Droplet height (H)

The normalized droplet height (H /D) from the surface of the
porous block with time (1) is shown in Fig. 4 for varying
contact angle (®) when € =0.5. For ® = 30° and © =
45°, three different zones, capillary wave propagation, fast
inertial spreading; and then simultaneous viscous spreading
and capillary penetration, can easily be observed. When
® = 90°, inertial spreading is rather small and the droplet
interface oscillates at the end of the inertial spreading before
it reaches the equilibrium condition. When the solid surfaces
are made hydrophobic (® = 135°), the height does not change
much with time. At a first glance, it seems that there is no
spreading. However, from the plot of spreading diameter (S)
with time, the spreading can still be identified. This will
be discussed in the next section. Fig. 5 shows the effect
of porosity on transient variation of the droplet height when
® =45°. Simulation results for the flat plate (¢ = 0) are also
shown. The effect of porosity on the transient variation of
the droplet height is comparatively small. It is interesting to
observe that with an increase in porosity, the rate of change of
height (8H /d7) decreases. This phenomenon is also observed
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Figure 3: Droplet shape evolution during spreading and capillary penetration on a porous block of porosity € = 0.5 and equilibrium contact

angle ® = 30°. 1 is the non-dimensional time.

by Frank and Perre (2012) through LBM simulation. At
a particular time, the total height of the droplet depends
on both the inertial spreading and capillary penetration.
When the porosity increases, the inertial spreading slows
down while the capillary penetration increases. The time-
scale for inertial spreading is high compared to the capillary
penetration. Hence, the relative contribution of the inertial
spreading is higher and mainly governs the height of the
droplet. With decrease in the porosity, the inertial spreading
increases and as a result the total height decreases faster.

Equivalent spreading diameter (S)

Unlike the droplet spreading over a flat plate, the imprint
of the contact line on the surface of the porous block
is not always circular. Based on the spread area, just
above the porous block, we have calculated an equivalent
spreading diameter (S) at each time-step. The variation of the
normalized spreading diameter (S/D) with non-dimensional
time (T) is shown in Fig. 6 for varying ® and in Fig. 7 for
varying €. Here too, it is very clearly visible that, for all
the cases the inertial fast spreading lasts up to approximately
T~ 2. Similar to spreading over a flat surface, power-law
variation of spreading, i.e. S~ C7" is still valid for all the
cases. From Fig. 6, we can observe that the spreading is
faster when the contact angle is low and it is slower for
the hydrophobic case. Fig. 7 clearly shows that spreading
is fastest for the flat plate, slowed down with increasing
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Figure 4: Droplet height (H /D) evolution for € = 0.5: effect of ©.
porosity. After the inertial spreading, S decreases slowly with

time for higher porosity cases, due to capillary penetration of
the liquid.

To study quantitatively, the effect of € and ® on spreading
dynamics (S), both the exponent (n) and pre-factor (S) of the
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Figure 6: Evolution of equivalent spreading diameter (S/D) for € =
0.5: effect of ®.

S/D = CT" fit have been evaluated for all the cases. Fig. 8
shows the variation of n and S with € and ®. For spreading
over a flat plate, for all the contact angle, Legendre (Legendre
and Maglio, 2013) observed that n varies from 0.5 to 0.66
for La =72000 to La =7. In the present case, for La =45, we
found n = 0.62 for the case of flat plate. In our simulation
it is observed that n is almost constant with ®, however,
decreases linearly with porosity. On the other hand, the pre-
factor C decreases drastically with ®, which indicated slower
spreading for hydrophobic surfaces. The pre-factor C also
decreases with increase in porosity, however, the variation is
comparatively less.

Liquid penetration (V)

Finally, we have studied the amount of liquid penetration
inside the porous block with time. The volume of penetrated
liquid (V) normalized by the total volume of the droplet
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Figure 7: Evolution of equivalent spreading diameter (S/D) for ® =
45°: effect of €.

(Vo) is plotted against time in Fig. 9 for different ®. For
® =30° and O = 60° the penetration is faster, the equilibrium
condition is only reached when the full droplet drained into
the porous block. For the rest of the cases, only a single layer
of the porous block get wet by the liquid. An equilibrium
condition is achieved when the contact force at the triple lines
of the upper surface of the porous medium is balanced by the
contact force inside the porous block.

Fig. 10 shows the effect of porosity on capillary penetration.
For ® = 60°, the equilibrium condition is achieved after
only a small amount of liquid penetration. However, for
® =30°, the liquid penetration is faster and a strong function
of €. In this stage, the capillary force is balanced by the
viscous forces. The magnitude of viscous resistance can be
estimated by the Kozeny—Carman equation, which shows a
non-linear increase in viscous resistance with an increase in
solid fraction (1 —¢€). For higher porosity, the lower viscous
resistance increases the capillary imbibition.

CONCLUSIONS

For the first time, the very complex interaction between a
droplet and a porous media has been studied by an accurate
IBM-VOF method based finite volume code. The complex
physical phenomena, like contact line motion, inertial
spreading, and capillary imbibition have been successfully
studied, analysed and qualitatively compared with literature
results for a range of porosities and contact angles. It is found
that the transient behaviour of spreading follows a power
law with time, similar to the droplet interaction with a flat
plate. For smaller contact angles and lower porosities, the
spreading is fast, which forces a quick reduction in droplet
height in a short time. Irrespective of porosity, the capillary
imbibition stalls for contact angle 60° and above. However,
this limiting value depends on the geometrical details of the
porous structures. Viscous penetration is comparatively slow,
and the rate of volumetric imbibition is a strong function
of the porosity. For the present moderate or low Laplace
number simulations, the motion of the droplet is smooth,
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Figure 8: Exponent (n) and pre-factor (C) of power-law (S/D =
C1") evolution of spreading diameter for different cases.

however, our code is also capable of simulating systems of
very large Laplace number. In the next stage of our research,
we intend to study the effect of Laplace number on droplet
pinch-off and satellite droplet formation.
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